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AGFD

DIVISION OF AGRICULTURAL AND

FOOD CHEMISTRY

L. Yu and X. Fan, Program Chairs

\IDJA

SECTION A

San Diego Convention Center
Room 33B

Chemistry & Utilization of Agro-Based Materials
Water in Chemistry & Agriculture

Cosponsored by AGRO
A.Biswas, S. Chang, H. Cheng, Organizers
M. Appell, Organizer, Presiding

8:30  Introductory Remarks.

8:35 1. Biomimetic agrobased materials for food safety.
M. Appell, M.A. Jackson, K.O. Evans, D.L. Compton,
W. Bosma

9:05 2. Developing novel catalytic coupling of phenols
for efficient lignin biomass utilizations. C. Li

9:35 3. Assessing water quality of runoff water in
irrigated rice cropping systems in Arkansas. A.A.
Adviento-Borbe

10:05 Intermission.

10:20 4. Long-term persistence of polymer hydrogels in
silt loam soil: Soil water retention. R. Lentz

10:50 5. Chitosan biopolymer particles decorated
with synthetic polymer for the removal of EDCs
by adsorption from water. X. Solimando, M.F.
Cunningham, P. Champagne

SECTION B

San Diego Convention Center
Room 33A

Novel Structures from Food Biopolymers for
Delivery of Bioactive Components

Y. Zhang, Organizer
A. Luo, Q Wang, Organizers, Presiding

8:00 Introductory Remarks.

8:05 6. Milk fat globules: Universal delivery systems for
bioactives. N. Nitin, M. Alshehab

8:35 7. Molecular encapsulation of bioactive
compounds by starch-guest inclusion complex. J.
Guo, L. Kong

9:05 8. Withdrawn

9:35 9. Novel self-assembly strategy for high efficiency
delivery system based on polyphenol self-
polymerization. D. Wu, H.S. Liang, B. Li

10:05 Intermission.

10:20 10. Computer-assisted design for stable porous
metal-organic framework (MOF) as a carrier for
curcumin delivery. Q. Wang

10:50 11.Octenylsuccinate hydroxypropyl phytoglycogen
to enhance the solubility and in vitro permeation
of resveratrol. J. Chen, Y. Yao

11:20 12. Natural fluorescent L-histidine crystals surface-
functionalized with tumor-specific self-degradable
hydrogels for systemic delivery of hydrophobic
small molecules. R. Ravanfar, A. Abbaspourrad

SECTION C

San Diego Convention Center
Room 32B

Food Phenolics: From Bitterness & Astringency
to Health-Promoting Properties

K. G. Lee, C. Osorio Roa, Y. Wang, Organizers, Presiding

8:00 Introductory Remarks.

8:05  13.Redox reactivity of phenolics in sweet sorghum
and sugarcane. S.M. Uchimiya

8:30  14.Green, all-natural approach to extracting
antioxidants from rosemary leaves. S. Ginsburg, F.
Maleky

8:55  15. Polyphenols in cells: Critical examination. J.A.
Vinson

9:20  16. Reducing phenolic compounds related to
bitterness in table olives using amberite resins:
Influence of pH and salt. A.E. Mitchell

9:45  Intermission.

10:00 17.Role of sour guava (Psidium friedrichsthalianum
Nied.) fruit polyphenols on human gut microbiota.
C. Cuadrado, M. Pozo-bayon, C. Osorio Roa

10:25 18. Physical complexation between phenolic acid
and starch can modulate starch digestibility and
intestinal glucose absorption from model starch
food systems. M. Li, C. Ndiaye, S. Corbin, E.A.
foegeding, M.G. Ferruzzi
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10:50 19. Molecular-sensory studies on key bitter and
astringent compounds in hazelnuts. A. Dunkel, B.
Singldinger, T. Hofmann

11:15 20. Identification of somatosensory compounds in
prunes. S.A. Deshpande, D.G. Peterson

11:40 Concluding Remarks.

SECTIOND

San Diego Convention Center
Room 32A

Metals & Trace Elements in Food Safety, Health
& Food Quality

Toxicology

Cosponsored by AGRO
L. Jackson, B. Redan, Organizers, Presiding

8:30  Introductory Remarks.

8:35  21. Overview of USDA-FSIS heavy metals
monitoring program. L. Zipperer

9:05  22.Survey of cadmium and lead in cocoa powder
and chocolate products in the U.S. market. E. Abt, J.
Fong Sam, P.J. Gray, L.P. Robin

9:35  23. Use of food processing aids in manufacturing:
Potential sources of trace metal contaminants and
methods for remediation. B. Redan

10:05 Intermission.

10:20 24. Novel mechanism for potential adverse
effects induced by foodborne titanium dioxide
nanoparticles: Gut microbiota dysbiosis. X. Cao, H.
Du, H. Xiao

10:50 25. Health risks of dietary cadmium exposure in
Shanghai residents, China. G. He, J. Yang, Y. Qing

11:20 26. Withdrawn

CRISPR/Gene Editing & RNA.: Utilization for
Enhanced Crop Production

Sponsored by AGRO, Cosponsored by AGFD and BIOL

SECTION A

San Diego Convention Center
Room 33B

Chemistry & Utilization of Agro-Based Materials
Value-Added Products from Agricultural Raw
Materials

Cosponsored by AGRO
M. Appell, A. Biswas, S. Chang, H. Cheng, Organizers
Z.Liu, Presiding

1:30  27.Preparation of polysaccharide-based functional
soft materials using ionic liquids. J. Kadokawa

2:00  28.Advanced biopolymers for environmental and
biomedical applications. S. Sun

2:30  29. Development of a two-step process for the
production of D-tagatose from whey permeate. S.
Cheng, S. Martinez-Monteagudo

3:00 30.Novel biobased and biodegradable
thermoplastic polymer. S.D. Luebben

3:30  Intermission.

3:45  31.Development of new vegetable oil-based
antimicrobial polymers. K. Huang, H. Ngo, X. Fan, R.
Ashby, R. Moreau

4:15  32. Modified tung oil-based fatty acid esters used
as diesel additives to give improved lubricity. Z. Liu,
J. Li, G. Knothe, B. Sharma, J. Jiang

4:45  33. Effects of water addition and microwave on
natural deep eutectic solvents (NADES) and their
extraction properties. AV. Gomez, A. Biswas, C.C.
Tadini, H.N. Cheng

SECTION B

San Diego Convention Center
Room 33A

Novel Structures from Food Biopolymers for
Delivery of Bioactive Components

Q. Wang, Organizer
A. Luo, Y. Zhang, Organizers, Presiding

1:30  34. Novel protein-lipid composite nanoparticles
as delivery systems of hydrophilic nutraceutical
compounds. L. Chen, G. Liu, Z. Tian

2:00  35.Formation and characterization of zein-oleic
acid oleogels. G.W. Padua

2:30  36. Preparation and characterization of zein and
gum arabic binary nanocomplexes in aqueous
ethanol. C. Sun, J. Song, Y. Fang

3:00 37.Withdrawn

3:30  Intermission.

3:45  38. Effects of polysaccharides incorporating
into sodium caseinate-high melting point fat
microparticles to the survival of probiotic bacteria
during simulated gastrointestinal digestion and
storage. H. Liu, S. Nie, J. Gong, SW. Cui, F. Zhong, Q
Wang

4:15  39.Synthesis and characterization of alkylated
caseinate, and its structure-curcumin loading
property relationship in water. Y. Zhang, F. Yao, L.
Jie,L.Yu

4:45  40. Development of cereal prolamin based
nanoparticles as oral drug delivery system. Y.
Zhang
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SECTION C

San Diego Convention Center
Room 32B

Food Bioactives: Chemistry & Health Effects

Cosponsored by AGRO
F. Shahidi, C. Udenigwe, Organizers, Presiding

1:30  Introductory Remarks.

1:35  41. Multidisciplinary strategy for the investigation
of legume derived multifunctional peptides. C.
Lammi, R. Pugliese, C. Bollati, G. Aiello, A. Arnoldi

2:05  42. Effect of whey peptides on metabolism and
insulin signaling in muscle and fat cells. K. D’Souza,
A. Mercer, H. Mawhinney, T. Pulinilkunnil, C.
Udenigwe, P.C. Kienesberger

2:35  43. Functionality and bioactivity of edible
bioplastics derived from yellow pea proteins.

C. Acquah, E. Di Stefano, Y. Zhang, M. Dube, C.
Udenigwe

3:05 Intermission.

3:20  44.Role of plastein structure in biomolecular
interactions of peptides. I.D. Nwachukwu, S. Yao, C.
Acquah, C. Udenigwe

3:50  45.Impact of dietary y-glutamylvaline (EV) against
TNF-alpha induced inflammatory response in
adipocytes via the activation of CaSR and PPAR-y
pathways. Y. Mine

4:20  46. Bioactive peptides in cured meats and its
health relevance. F. Toldra, M. Gallego, M. Aristoy,
M. Reig, L. Mora

SECTIOND

San Diego Convention Center
Room 32A

Metals & Trace Elements in Food Safety, Health
& Food Quality

Food Quality and Safety

Cosponsored by AGRO
L. Jackson, B. Redan, Organizers, Presiding

1:30  47.Transition metals: Multifaceted catalysts of
lipid oxidation and degradation of food quality.
K.M. Schaich

2:00  48.Role of iron in meat pigment and quality. F.
Shahidi

2:30  49. Effects of copper-based fungicides on
Pennsylvania hop quality. B. Chrisfield, B. Gugino,
H. Hopfer, R. Elias

3:00 Intermission.

3:15  50. Heavy metal speciation in agricultural soils.
S.M. Uchimiya

3:45  51. Fate of silver nanoparticles in lettuce wash
water as impacted by chlorine and organic matter.
G. Gunathilaka, J. He, H. Li, W. Zhang, E. Ryser

4:15  52.Interaction of leafy vegetable romaine lettuce
(Lactuca sativa L. var. Longifolia) with coexisting of
ZnO nanoparticles and divalent heavy metals (Cd
and Pb) with and their in planta accumulation. H.
Sharifan, J. Moore

SECTIONE

San Diego Convention Center
Room 31C

Agnes Rimando Memorial International Student
Symposium

Biomedical & Biochemical Research

Cosponsored by AGRO
B. Gao, R. Tardugno, M. H. Tunick, Organizers
M. Granvogl, Organizer, Presiding

1:30  Introductory Remarks.

1:35  53.Procyanidin B2 attenuates metabolic syndrome
by promoting TFEB nuclear translocation and
restoring redox status. H. Su, W. Chen

1:55  54. Withdrawn

2:15  55.Identification of a human gut bacterial strain
with anti-inflammatory and anti-cancer properties.
Y. Sun, E. Zhao, M. Gu, H. Xiao

2:35  56. Gut microbiota-mediated protective effects of
whole strawberry against colonic inflammation. Y.
Han, H. Xiao

2:55  Intermission.

3:10  57.Anti-inflammatory and anti-cancer effects
of free and bound polyphenols from Laminaria
Japonica, a widely consumed seaweed. Y. Gao, L. Yi,
Y.Yang, Y. Han, H. Xiao

3:30  58. Absorption and metabolism of curcumin in
different type of nanoemulsion. H. Luo, Z. Li, D.
McClements, E.A. Decker, H. Xiao

3:50  59. Piceatannol protects human retinal pigment
epithelial cells against hydrogen peroxide
mediated oxidative stress and apoptosis through
PI3K/Akt signaling pathway. Y. Hao, Z. Wang, J. Liu,
J.Wang

4:10  60. Dietary intake of king oyster mushroom
(Pleurotus eryngii) ameliorated dextran sulfate
sodium-induced colitis in mice. H. Du, B. Yuan, Y.
Han, M. Gu, Q. Hu, H. Xiao

Agrochemical Residue & Metabolism Chemistry
Sponsored by AGRO, Cosponsored by AGFD
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DA

SECTION A

San Diego Convention Center
TBD

General Posters

L. Yu, Organizer

5:30-7:30

61. Plasticizer di-(2-ethylhexyl) phthalate (DEHP) in
vegetables and fruits. X. Cao

62. Espresso from first principles: Route to highly
reproducible cup quality. C.H. Hendon

63. Effect of organic selenium supplementation

in cattle on mozzarella cheese quality and
antioxidant activity. Z. Liu, Y. Xiao, J. Liu, D. Ren

64. Enzyme inhibition, antioxidant, and insecticidal
activities of flavonoids and fixed oil from Albizia
zygia (). F. Macbr). G.K. Oloyede, M.S. Alli, M. Lateef
65. Potential evaluation of Ganoderma
formosanum extract against PM, .-induced ROS
generation. S. Chen, Y. Chan, K. Cheng

66. Screening of yeasts from fruits for grape wine
production. L. Tien-Han, Y. Lai, K. Cheng

67. Chemical compositions of commercial
chrysanthemum tea samples and their anti-
inflammatory and antioxidant properties. L.
Yanfang, P. Yang, Y. Luo, B. Gao, J. Sun, W. Lu, J. Liu, P.
Chen,Y.Zhang, L.Yu

68. Immobilized of laccase for ginkgolic acid
degradation. H. Chen, K. Cheng, Y. Ting

69. Evaluation of Ganoderma formosanum extract
against PM, -induced ROS generation and cell
damage. Y. Hsu, Y. Chan, K. Cheng

70. Insulin regulates the expression and
translocation of GLUTS to increase glucose uptake
in bovine mammary epithelial cells. Y. Li, W. Dai, Q
Wang, J. Liu, H. Liu

71. Trans-10, cis-12 conjugated linoleic acid
reduced the activity of nSREBP1 in bovine
mammary epithelial cells via altering SCAP and
INSIG1 expression. H. Shi, D. Tai, C. Wang, J. Liu, H.
Liu

72. Study on fatty acid profile, flavour, and quality
of mozzarella cheese made from a high omega-3
milk produced by lactating cow fed with flaxseeds
diet. D. Ren, C. Wang, C. Liu, X. Wang, J. Liu, M. He,
H. Wang

73. Evaluation of the phytochemical and fatty acids
compositions of Vernonia amygdalina, Ocimum
gratissimum and Telfairia occidentalis leaves. P.B.
Ayoola, 0.0. Onawumi

74. Effect of ethylene content in EVOH films on

activation energies of diffusion of organic migrants
and polymer modeling parameters. J.L. Koontz, Y.S.
Song, A. Sarang

75. Immobilization of reporter bacteriophage PP0O1
on electrospun PHB fibers for Escherichia coli 0157:
H7 detection. S. Chen, M. Harrison, D. Sauvageau,
A. Elias

76. Identification of aroma compounds in frozen
surimi made from silver carp (Hypophthalmichthys
molitrix) by normal phase chromatography
fractionation and gas chromatography/
olfactometry. Y. An, Y.L. Qian, S. Xiong, M.C. Qian
77. Uptake of cadmium and arsenic by radishes
grown in bat guano amended soil and remediation
using modified natural zeolites. s. carrillo, S.
Crawford

78. Development of a biocontrol agent using rice
husk biochar with Bacillus sp. 1A. T. Ano, S. Ebe, T.
Ohike, M. Okanami

79. Comparing tomato seed flour and oil as
potential value-added products. E.R. Bailoni, U.
Choe, Y. Li, B. Gao, L. Yu

80. Study on fatty acid profile, flavor, and quality of
mozzarella cheese made from high omega-3 milk
produced by lactating cows fed with flaxseeds diet.
D.Ren, C. Wang, C. Liu, X. Wang, J. Liu, M. He, H.
Wang

81. Enhanced bacterial cellulose production using
response surface methodology for Komactobacter
intermedius. C. Chou, K. Cheng

82. Bakkenolides and caffeoylquinic acids from

the aerial portion of Pestasites japonicas and their
bacterial neuraminidase inhibition. H. Woo, H. Cho,
Y. Oh, Y. Kim, D. Kim

83. Effective application of anode solution in
microbial fuel cell to agriculture. Y. FUkumoto, S.
Ebe, T. Ohike, M. Okanami, T. Ano

84. Isolation of anticancer constituents from
Cucumis prophetarum var. prophetarum through
bioassay-guided fractionation. A. Alsayari

85. Interactions between casein and sodium
phosphate salts in processed cheese using surface-
enhanced Raman spectroscopy. A.P. Barth, Y. Qu,
C.B. Karaziack, W.H. Viotto, L. He

86. Pectin extraction from lemon peels and
characterization. A. Rukhadze, S. Mestvirishvili, N.
Kokiashvili

87. Hazard characterization of commercial
products of dark brown sugar in Taiwan using
fluorescence spectroscopy. Y. Lin, G. Yen, J. Lin

88. California elderberries: Model for the
utilization of hedgerow crops as a source of value-
added compounds for improving agricultural
sustainability. K. Uhl, S. Brodt, K. Fyhrie, A.E.
Mitchell
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89. Chemical composition of cold-pressed
blackberry seed flour and its free radical
scavenging and anti-inflammatory capacities. U.
Choe, Y. Li, B. Gao, J. Sun, P. Chen, L. Yu

90. Triterpenoids from Acanthopanax trifoliatus
attenuate inflammation in macrophage cells and
tetradecanoylphorbolacetate-treated mice. M.
Chen, Y. Qin, H. Ma, X. Zheng, R. Zhou, S. Sun, Y.
Huang, Q Duan, P. Wu, X. Xu, W. Liu, Z. Sheng, K.
Zhang, D. Li

91. Acid-triggered gastric-floating emulsion gel
for sustained release. X. Liu, L. Wang, H.S. Liang, J.
Li, B. Li

92. Metabolic profiling of leaf secondary
metabolites in Japanese citrus cultivars under
stress conditions. T. Matsukawa, S. Kajiyama

93. Antioxidant activities and constituents of
leaves and fruits of a Japanese persimmon
(Fudegaki). M. Yasuda-Torii, M. Inuzuka, K.
Furuhashi, A. Nagata

94. Comparison of volatile compounds in garlic

extracts according to different extraction methods.

E.Jang, S. Lee, Z. Shim, M. Jeon, D. Lee, Y. Kim

95. Relationships between protein composition
and texture of tofu made from soybeans planted
in three locations. R. Chen, S.K. Chang, A. Gillen, P.
Chen, B. Zhang, Y. Zhang

96. Characterization of food additive silica
nanoparticles in commercial products. S. Choi

97. Charge-switchable starch magnetic
microparticles for highly effective separation of a
broad range of bacteria. K. Luo, K. Jeong, S. You, H.
Adra, J.Ryu, Y. Kim

98. Alpha-hederin nanopore for single-molecule
detection. K. Jeong, K. Luo, Y. Kim

99. Solid-state fermentation for development of
functional Chenopodium formosanum product. T.
Chien, H. Chen, K. Cheng

100. Nutritional analysis and study of shiitake
mushrooms focusing on the dietary fiber content.
J. Lee, J. An, S. Kim, D. Seo

101. Significant 19 amino acid analysis using three
eggs and determination of LOD and LOQ. S. Kim, D.
Seo, J. Lee

102. Comparison of mineral contents in raw and
boiled poultry eggs by ICP-OES and ICP-MS. D. Seo,
S.Kim, J. Park, S. Kim, J. Lee

103. Analysis of chemical diversity in Lilium
japonicum population using floral scent
composition. M. Fujisawa, T. Matsukawa, T. Akino,
S. Arai, Y. Takikawa, S. Kajiyama

104. Purification and identification of a putative
sperm chemoattractant in the liverwort
Marchantia polymorpha L. Y. Yamasaki, M.
Takemura, T. Matsukawa, K. Yamato, S. Kajiyama

105. Withdrawn

106. Protein engineering of recombinant -ribose
isomerase from Actinotalea fermentans ATCC
43279 to alter its thermostability. T. Fang, Y. Liou
107. Paper-based radial flow immunoassay for
the detection of Escherichia coli 0157:H7 using
surface-engineered gold nanoparticles. J. Ryu, K.
Luo, I. seol, K. Jeong, H. Adra, Y. Kim

108. Molecular self-assembly of chitosan/starch-
based nanoparticles for drug delivery system. H.
Adra, K. Luo, D. Lee, K. Jeong, J. Ryu, Y. Kim

109. Withdrawn

110. Bio-based antioxidants for lubricant additives.
Y. Cao, K.E. Uhrich

111. Difference in the aroma profiles of mealworm
(Tenebrio molitor) according to cooking methods.
H. Seo, D. Kim, I. Cho

112. Accumulation of P3HB by Methylocystis
parvus MK using methane gas produced from
anaerobic digestion of rice straw. M. Kim, B. Kim, Y.
Choi, K. Nam

113. Studying plant-insect interactions with solid
phase microextraction: Screening for airborne
volatile emissions response of soybeans to

the soybean aphid, Aphis glycines Matsumura
(Hemiptera: Aphididae). L. Cai, J.A. Koziel, M.E.
O’Neal

114. Metabolic profiling of secondary metabolites
in phorbol ester containing and deficient Jatropha
curcas seeds. K. Matsukubo, T. Matsukawa, S.
Kajiyama

115. Comparative transcription and experimental
analysis of photosensitive and non-photosensitive
eggplant to identify genes involved in dark
regulated anthocyanin biosynthesis. Y. Liu, H. Chen,
Y. He

116. Volatile sulfur compounds exudated from
roots of garlic plants and their activities toward
the germination of spore of fungus Sclerotium
cepivorum. Y.L. Qian, M.C. Qian, J. Dung

117. Identification of volatile compounds of
blended coffee bean and application of principal
components analysis. Y. Lee, H. Kim, D. Hong, J. Yu
118. Aroma characterization of oolong teas using
ITEX dynamic headspace and SPME arrow coupled
with gas chromatography-mass spectrometry. Y.
Lin, W. Chang, S. Li, M. Pan, C. Ho, C.. Lo

119. Newly recognized phosphine resistance
mechanisms in the rice weevil, Sitophilus oryzae. K.
Kim, H. Jeon, S. Lee

120. Noble biomarkers in Eisenia fetida induced by
CuO nanoparticles. H. Jeon, K. Kim, S. Lee

121. Green energy generation in a metal-organic
framework implemented in electrochemical
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reactors and microbial fuel cells. H. Jeon, K. Kim,
S. Lee

122. Saudiarabicain A—E, macrocyclic diterpenoids
from Euphorbia saudiarabica. A.J. Bin Muhsinah, Y.
Liu, N. DaSilva, A. Alsayari, N.P. Seeram

123. Extraction and biological evaluation of
polysaccharides from Niudali (Millettia speciosa
champ.) roots. X. Tang, Y. Lu, D. Li, N.P. Seeram, H. Ma
124. Effects of particle size on protein extraction
from catfish by-products. Y. Zhang, S.K. Chang
125. Ochratoxin A analysis in wine and grape juice
using LC-fluorescence detection with nanosponge
solid phase extraction clean-up. M. Appell, K.O.
Evans, M.A. Jackson, D.L. Compton

126. Phospholipid quantitation in whey matrices
by HILIC chemistry UPLC-ELSD: Industry developed,
validated, and applied method for determining
phospholipid composition. Q. Ferraris, J. Hale, E.
Teigland, A. Rao, M.C. Qian

127. Differentiation of commercial vanilla extracts
by volatile and non-volatile chemical profiles
employing GC-MS and UPLC-UV-ESI-QTOF-MS: A
market basket authenticity study. J. Godshaw, R.
Rucker

128. Sustainable conformational modification of
soy proteins by physical and chemical treatments.
J. Zou, N.T. Nguyen, G. Sun

129. Differential proliferation of bacterial species
under varying poised potentials and its functional
implications in bioelectrochemical denitrification.
T. Brandon, A. Cummings, X. Wang, B. Stamps, D.
Jiang

130. Atmospheric cold plasma promoted mung
bean sprouting and the content of bioactive
components. Y. Chou, Y. Ting, J. Wu, K. Cheng

131. Long-term impact of mushroom derived
B-glucan on obesity and gut microflora in mice fed
with high fat diet. M. Cho, M. Karthika, Y. Kim

132. Comparison of the adhesive performance of
water- and alkali-soluble cottonseed protein. Z. He,
H. Cheng

133. Detection of Vibrio parahaemolyticus in
marine foods based on denatured bubble-
mediated isothermal nucleic acid amplification. X.
Zhao, C.Yan, C. Ma

134. Characterization of cadmium absorption

and translocation in amaranth affected by iron
deficiency. H. Fan, R. Zou, L. Wang

135. Exploration of the compositional changes of
Californian Hass and Gem avocados throughout
the season and its effect on avocado flavor. B.
Hausch, D.M. Obenland, M. Arpaia

136. Implications of the acid/base profile of food
chemicals. M.G. Santibanez-Moran, M. Rico-
Hidalgo, D. Manallack, J.L. Medina-Franco

137. Comparative study of safety, nutrition and
flavor of aronia berry (Aronia melanocarpa) grown
in the United States. X. Xie, T. Yi, W. Fang, C. Xu
138. Acylated glucose for integrated pest
management in greenhouse production of
tomatoes. H.M. Payne, D. Payne, B. Liedl, M.W. Fultz
139. Phenolic compound profile and physiological
activities of fermented blueberries. S.K. Cho, J. Ryu
140. Removal of dilute ethylene using repetitive
cycles of adsorption and plasma-catalytic
oxidation over Pd/ZSM-5 catalyst. S. Kim, Y. Mok
141. Linear and non-linear calibration approaches
for the rapid quantification of marine oil omega-3
supplements using vibrational spectroscopy. S.
Karunathilaka, B. Yakes, S. Choi, L. Briickner, Z.
Ellsworth, M.M. Mossoba

142. Efficient engineering of T4 bacteriophage via
CRISPR-Cas9. M.M. Duong, S.R. Nugen

143. Protein oxidation in food: Focus on individual
structures. P. Richter, M. Hellwig

144. Identification of predominant contributors

to off-odors in thermally processed muskmelon
juice using multidimensional gas chromatography
techniques and comparative aroma extract
dilution analysis. X. Pang, K.R. Cadwallader, F. Kong
145. Plant and dairy protein and their covalent
interactions with flavor. V. Anantharamkrishnan,
G.A. Reineccius

146. Effect of thermal sterilization on the aroma
profile of Lychee (Litchi chinensis Sonn.) juice. K. An,
Y. Xu, M.C. Qian

147. Fondness for ethanol: Influence of host tree
chemistry on fungiculture by ambrosia beetles. C.
Ranger, P. Biedermann, V. Phuntumart, G. Beligala,
S. Ghosh, R. Mueller, P. Schultz, M. Reding, J. Benz
148. Differences in lipid content of young and
aged Pinot Noir wines and their impacts on wine
mouthfeel perception. Q. Phan, E. Tomasino

149. Identifying hyperstable proteins in legumes:
Implications for food allergy and intolerance, and
GMOs. W. Colon, J. Thibeault, K. Xia

150. Analysis of fungicides by liquid
chromatography-mass spectrometry. R. Raina-
Fulton, A. Mohamad, A. Behdarvandan

151. Chemical composition of a red sorghum
variety (Ji Liang No.1) and its antioxidant and anti-
inflammatory properties. Y. Zhang, M. Li, H. Gao, B.
Wang, T. Xu, B. Gao, L. Yu

152. Establishment of a stable human small
intestinal and colonic microbiota in an in vitro
cultivar: Form vs. function and response to oxygen.
J. Firrman, P. Tomasula, L. Liu

153. Chemical compositions and antioxidant
properties of cold-pressed edible seed flours. Z.
Song, L. Yanfang, B. Gao, L. Yu
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154. Sensory properties and consumer acceptance
of mushroom-egg white blends. X. Du, J. Sissons, A.
Muniz, M. Shanks

155. Novel metal—-organic frameworks for
encapsulating curcumin to achieve controlled
release. Q. Wang, P. Ma

156. Effect of fragmentation degree on sensory
and texture attributes of cooked rice. Z. Wang, H.
Su, X. Bi, M. Zhang

157. Gypenosides prevent obesity and insulin
resistance in C57BL/6J mice by improving
thermogenesis in association with alleviating gut
dysbiosis. J. Liu, L. Yanfang, P. Yang, L. Yu

158. Triacylglycerols composition analysis of

olive oils by ultra-performance convergence
chromatography combined with mass spectrometry.
Y. Luo, B. Gao, L. Yu

159. Analysis of triacylglycerol, sterol, and
tocopherol compositions of oils from 8 different
berry seeds by ultra-performance convergence
chromatography-quadrupole time-of-flight mass
spectrometry. B. Gao, Y. Luo, F. Yuan, Y. Zhang, L. Yu

SECTION A

San Diego Convention Center
Room 33B

Chemistry & Utilization of Agro-Based Materials

Agro-Based Fibers & Textiles

Cosponsored by AGRO
M. Appell, A. Biswas, H. Cheng, Organizers
S. Chang, Organizer, Presiding

8:30  160. Gating infrared radiation in a textile. Y. Wang

9:00 161. Value-added uses for raw cotton and cotton
by-products. A.F. Bopp, V. Edwards, B.D. Condon

9:30  162. Novel technologies development for the value
added cotton fabrics. S. Chang, B.D. Condon, J.
Smith

10:00 Intermission.

10:15 163. Preparation and evaluation of composites
comprising polypropylene and cotton gin trash.
M.J. Miri, J.B. Francis, S.M. Demyttenaere, N.A.
Alharbi, C. Ge, R.K. Hailstone, H.N. Cheng

10:45 164. Imaging of cotton fiber maturity using an
infrared focal plane array detector. M. Santiago

11:15 165. Variation in the level of metals on raw,
scoured, and bleached varietal cotton samples
produced in different locations. C.A. Fortier, C.D.
Delhom, M.K. Dowd

SECTION B

San Diego Convention Center
Room 33A

Novel Structures from Food Biopolymers for
Delivery of Bioactive Components

A.Luo, Q Wang, Y. Zhang, Organizers, Presiding

8:00  166. Lignin and hemicelluloses isolated from the
largest bamboo species: Dendrocalamus sinicus. Z.
Shi, C. Wu, G. Xu, J. Zhang, M. Dong, C. Liu, Z. Guo

8:30  167. Formation of coacervated Pickering
emulsions: Effect of the interactions between
protein and polysaccharide. Y. Yuan, M. Li, S. He

9:00 168. Development of phospholipid-based
pterostilbene nanoemulsion system: Preparation,
storage stability, and oral bioavailability. Y. Ting, F.
Sun, Y. Chou

9:30  169. Industrially scalable complex coacervation
process for microencapsulation: Robust protection
and effective delivery. Y. Tang, H.B. Scher, T. Jeoh

10:00 Intermission.

10:15 170. Development of Gl-stable lipid—polymer
hybrid nanoparticles for potential oral delivery of
astaxanthin. Y. Luo, T. Wang

10:45 171. Enhanced stability and bioaccessibility of
resveratrol infused in grape skin powder. R. Rai, N.
Nitin

11:15 172. Cellulose-coated emulsions with multilayered
structure for microencapsulation. Y. Cohen, S.
Napso, D. Rein

11:45 Concluding Remarks.

SECTION C

San Diego Convention Center
Room 32B

Food Bioactives: Chemistry & Health Effects

Cosponsored by AGRO
F. Shahidi, C. Udenigwe, Organizers, Presiding

8:30  Introductory Remarks.

8:35  173. Antidiabetic and anti-inflammatory potential
of isolated compounds from bitter melon: In
vitro and in silico approaches. S. Shivanagoudra,
W. Perera, J. Perez, G. Athrey, Y. Sun, C. Wu, G.K.
Jayaprakasha, B. Patil

9:05  174.Phytochemical screening and antioxidant
activities of Irvingia gabonesis and its effect on
alloxan induced diabetes rats. O.E. Ogunjinmi, M.O.
Abdulganeey, .A. Salaudeen,

9:35  175. Wheatscan: Unraveling the causes for wheat
sensitivities. D. Pronin, K. Scherf

10:05 Intermission.
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10:20 176. Chemistry of psilacetin: Prodrug of psilocin.
D.R. Manke, AR. Chadeayne

10:50 177. Cytotoxic and antioxidant activity from
Andean mashua (Tropaeolum tuberosum R. & P)
extract against prostate (DU-145) and human
breast (MCF-7) cancer cell lines. I. Best, J. Arenas, J.
Iglesias, O. Reategui Arevalo, J. Arcos

11:20 178. Amination as a novel metabolic pathway of
myricetin in mice. S. Zhang, R. Wang, Y. Zhao, F.
Tareq, S. Sang

SECTIOND

San Diego Convention Center
Room 32A

Metals & Trace Elements in Food Safety, Health
& Food Quality

Health & Nutrition

Cosponsored by AGRO
L. Jackson, B. Redan, Organizers, Presiding

8:30  179.Changes in the elemental profiles of grapes
and wines from the vineyard through processing.
C.K. Tanabe, J. Nelson, H. Hopfer, S.E. Ebeler

9:001 80. Iron and zinc fortification of cheddar cheese. Z.
Ustunol, A. Arce, O. Kahraman

9:30  181. Calcium absorption and metabolism is
influenced by age, sex, race, bioactive constituents,
and the gut microbiome. C.M. Weaver

10:00 Intermission.

10:15 182. NCOA4-mediated ferritinophagy: Linking
cellular iron storage with systemic iron
homeostasis and inflammation. M. Ryu, C.A.
Guggisberg, E.F. Bengson

10:45 183. Dietary phosphorus in human health: Cause
for concern?. K.M. Hill Gallant

11:15 184. Manganese-induced neurotoxicity: Lessons
from worms to human neonates. M. Aschner

SECTIONE

San Diego Convention Center
Room 31C

Chemistry of Aged Beer & Spirits

Cosponsored by YCC
N. O. Flynn, B. Schneider, Organizers, Presiding

8:00 Introductory Remarks.

8:05  185. Key note address: The ageing of beer and
spirits. C. Bamforth

8:35  186. Barrel-aged compounds associated with the
brewing process. B. Schneider, N.O. Flynn

8:55  187.Rapid wood aging in beer. R.R. Wilson, R.J.
Ordonez, E.G. Theisen, M.D. Mosher

9:15  188. Barrel-aged compounds commonly associated
with barrel substrate. J. Welbaum

9:35  189. Age-induced haze formation in beer. B.
Baechler, A. Dunkel, T. Hofmann

9:55  Panel Discussion.

10:05 Intermission.

10:10 190. History and chemistry of tequila. C.E. Hobbs

10:30 191. Effect of oak spiral aging on beer IBU,
dissolved oxygen, SRM, and ABV. N.O. Flynn

10:50 192.In-line detection of diacetyl throughout
fermentation in brewing beer. A. Campanella, M.D.
Mosher

11:10 193. Impact of water constituents on taste/
mouthfeel properties of distilled spirits. Z. Wang,
K.R. Cadwallader

11:30 194. Nanoscience of bourbon: Self-assembled
micro-webs of colloids from whiskey droplet
evaporation as unique identifiers of bourbon
whiskeys. S. Islam, O.D. Velev, S.J. Williams

11:50 Panel Discussion.

Agrochemical Residue & Metabolism Chemistry
Sponsored by AGRO, Cosponsored by AGFD

2019 ACS International Award for Research in
Agrochemicals: Advances in the Physiology &
Biochemistry of Insect Control

Sponsored by AGRO, Cosponsored by AGFD, BIOL, MEDI,
POLY and PROF

'A'A!.! ul I l’:h
[ T

SECTION A

San Diego Convention Center
Room 33B

Chemistry & Utilization of Agro-Based Materials

Improved Utilization of Agricultural Raw
Materials

Cosponsored by AGRO
M. Appell, A. Biswas, H. Cheng, Organizers
S. Chang, Organizer, Presiding

1:30  195. Bioproduct development toward zero waste
agricultural processing. W.J. Orts, G.H. Tonoli, L.F.
Torres, B. Chiou, D.F. Wood, T. Williams, G. Glenn

2:00 196. Functional properties of pulse flours affected
by processing. M. Singh

2:30  197. Variability of the chemical composition in the
Abies species. J. Kim, S. Lim, C. Lee

3:00 198. Diabetes is an environmental risk factor:
Chemistry, biochemistry, and structural
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characterization via MALDI-TOFMS of target
molecules found in bitter melon peel potentially
useful for fighting macro- and micro-vascular
complications as well as blindness in diabetic
patients. B. Dayal, A. Kulkarni, G.S. Hall

3:30  Intermission.

3:45  199. Phosphorus flame retardants from crop plant
phenolic acids. B.A. Howell, E.A. Ostrander, K.
Oberdorfer

4:15  200. Experimental design for the extraction of
phenolics from Mentha arvensis L. using green
extraction media. Z. Naseem, M. Zahid, M.A. Hanif,
M. Shahid, T. Hussain

4:45  201. Computer-aided agrochemistry: Overview of
modelling possibilities at the molecular level. B.
Horta

SECTION B

San Diego Convention Center
Room 33A

Nanotechnology Applications for Food &
Agriculture

Cosponsored by AGRO
T.V. Duncan, Organizer
S.Nam, B. Park, Organizers, Presiding

1:30  Introductory Remarks.

1:35  202. Rapid paper tests for detection of pathogenic
Vibrios in aquaculture. C. Rodriguez-Quijada, B.
Leonardo, C. Lyons, S. Quinn, M. Tlusty, M. Shiaris,
K. Hamad-Schifferli

2:00 203. Withdrawn

2:25  204. High-throughput Shiga toxin detection using
immune-sensing technology with surface plasmon
resonance imaging. B. Park, J. Chen, X. He

2:50 Intermission.

3:05  205. Macromolecular therapies in treatment
of citrus greening. V.A. Piunova, J. Hedrick, N.
Haiminen

3:30  206. Preparation of starch graft copolymers
and grafted starch nanoparticles via nitroxide
mediated polymerization. J.C. Cazotti, AT. Fritz, O.
Garcia-Valdez, N.M. Smeets, M.F. Cunningham

3:55  Concluding Remarks.

SECTION C

San Diego Convention Center
Room 32B

Food Bioactives: Chemistry & Health Effects

Cosponsored by AGRO
F. Shahidi, C. Udenigwe, Organizers, Presiding

1:30  Introductory Remarks.

1:35  207.Omega-3 oils and lipophenols as important
food bioactives. F. Shahidi

2:05  208. Canola oil: Important source of omega-3 fatty
acids, but also an oil with flavor challenges. M.
Granvogl, K. Matheis

2:35  209. Effects of honey extracted polyphenols
on serum antioxidant capacity and metabolic
phenotype. H. Zhao

3:05  210. Effect of growing conditions on the
digestibility and anti-oxidant activity of the
Nebraskan Great Northern dry edible bean
(Phaseolus vulgaris). K. Majumder

3:35  Intermission.

3:50  211. Protective effect of wheat alkylresorcinols
against hydrogen peroxide-induced oxidative
stress in ARPE-19 cells. J. Liu, Y. Hao, Z. Wang, J.
Wang

4:20  212. Nucleophilic chemistry of tea polyphenols. W.
Hung, C. Ho

4:50  213. Aqueous extracts of vegetable leaf-fortified
bread reduce blood pressure and heart rate when
orally administered to spontaneously hypertensive
rats. A.M. Alashi, K. Taiwo, D. Oyedele, O. Adebooye,
R. Aluko

SECTIOND

San Diego Convention Center
Room 32A

Metals & Trace Elements in Food Safety, Health
& Food Quality

Analytical Methods of Metals & Trace Elements

Cosponsored by AGRO
L. Jackson, B. Redan, Organizers, Presiding

1:30  214. Status update on methods for arsenic
speciation at FDA. S. Conklin

2:00  215. Two-year study of elemental differences in
pinot noir wines from different neighborhoods
within one AVA. C.K. Tanabe, J. Nelson, S.E. Ebeler,
H. Hopfer

2:30  216. Selective and sensitive determination of
bromate in bread by IC-MS. M. Aggrawal, J.S.
Rohrer

3:00 Intermission.

3:15  217.Rapid detection of engineered nanomaterials
in environmental and food matrices using surface-
enhanced Raman spectroscopy. L. He

3:45 218. lodine, bromine, and arsenic speciation
analysis in infant formulas. J. Nelson, L. Pacquette,
C.K.Tanabe, S. Dong, M. Yamanda

4:15  Concluding Remarks.
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SECTIONE

San Diego Convention Center

Room 31C

Agnes Rimando Memorial International Student
Symposium

Cosponsored by AGRO
B. Gao, M. Granvogl, M. H. Tunick, Organizers
R. Tardugno, Organizer, Presiding

1:30  219. Comparison of aroma compounds in fresh-
water and salt-water frozen surimi. Y. An, Y.L. Qian,
S. Xiong, M.C. Qian

1:50  220. Elucidation of the molecular background
of smoky and hammy off-flavors in cocoa. D.
Fuellemann, M. Steinhaus

2:10  221. Thermally induced generation of desirable
aroma-active and undesirable toxicologically
relevant compounds from glucosinolates. C.
Schury, T. Hofmann, M. Granvogl|

2:30 222, Fatty acid profiles of neutral and polar whey
lipids determined by ionic liquid stationary phase
gas chromatography. Q. Ferraris, M.C. Qian

2:50 Intermission.

3:05  223. Discovery of novel a-amylase inhibitors from
natural products with a computer-aided approach.
L. Xie, W. Chen

3:25  224. Development of a filter-based SERS platform
for total and specific bacterial detection. S. Gao

3:45  225. Optimization of curcumin delivery system
functionality: Impact of pH, temperature, and
molecular environment. M. Kharat, G. Zhang, D.
McClements

4:05  226. Identification and characterization of
curcumin-metabolizing gut bacteria. E. Zhao, K.
Chacon-Vargas, J. Gibbons, H. Xiao

2019 ACS International Award for Research in
Agrochemicals: Advances in the Physiology &
Biochemistry of Insect Control

Sponsored by AGRO, Cosponsored by AGFD, BIOL, MEDI
and PROF

Challenges & Opportunities Facing Early Career
Scientists: Early Career Scientist Symposium

Sponsored by AGRO, Cosponsored by AGFD and BIOL

'A'A !0, ul I ":"I !‘
[ T

SECTION A

San Diego Convention Center
TBD
Sci-Mix
L. Yu, Organizer

8:00 - 10:00
54,61, 63, 65, 68,74, 75,76, 79, 80, 82, 83, 87, 88,
131, 133,136, 138. See Previous Listings.
346. See Subsequent Listings.

SECTION A

San Diego Convention Center
Room 33B

Chemistry & Utilization of Agro-Based Materials
Nanoscience & Related Materials

Cosponsored by AGRO
M. Appell, A. Biswas, S. Chang, H. Cheng, Organizers
C. Sabliov, Presiding

8:30  227.Biopapers, a novel barrier and active
electrospun fiber based materials concept. K.
Figueroa-Lopez, A. Cherpinski, B. Melendez, M.
Pardo-Figuerez, C. Prieto, S. Torres-Giner, J. Lagaron

9:00  228. Development of functional materials by
utilizing bioresource polymers. J. Li

9:30  229. Pesticide-loaded cationic zein nanoparticle as
a control agent against soybean looper. C. Sabliov,
S. Navarro, C.E. Astete, J. Davis

10:00 230. Seed priming with nanomaterials from
agro-industrial byproducts modulate the growth
and metabolome of onion seedlings. J. Semper, P.
Acharya, G.K. Jayaprakasha, B. Patil

10:30 231. Therapeutic nanoparticles penetrate
leaves and deliver nutrients to agricultural crops
improving tomato yields. A. Schroeder

11:00 232. Cellulose nanocrystals confined to polymer
microgels. S. Lee, E. Reichmanis, J. Park, M.
Srinivasarao
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SECTION B

San Diego Convention Center
Room 33A

Nanotechnology Applications for Food &
Agriculture

Cosponsored by AGRO
T.V. Duncan, Organizer
S.Nam, B. Park, Organizers, Presiding

8:30  Introductory Remarks.

8:35  233. Tuning aesthetic and mechanical properties
of oleogels via formulation of enzyme-enabled
stereoisomeric molecular gelators. M. Samateh,
S.S. Sagiri, R. Sanni, G. John

9:00  234. Reclaiming phosphorus from secondary
treated municipal wastewater with engineered
biochar. Y. Zheng, B. Gao

9:25  235. Behavior of nanosilver anchored inside cotton
fiber in laundering water. S. Nam, M.B. Hillyer, B.D.
Condon, M. Reynolds

9:50  Intermission.

10:05 236. Biomineralization-mimetic shape-adjustable
growth of pristine and ultrahigh-load metal-
organic frameworks on inert glass fibers to prepare
hybrid membranes for collecting hazards in water/
organic solvents. Q. Zhang, Z. Li, H. Dai, L. Zhang, Y.
Fu,Y.Li

10:30 237. Continuous flow formulations by fast
nanoprecipitation and in silico structure
determination of selected agrochemical active
ingredients. A. Bédis, F. Somodi, T. Bihari, F. Darvas

10:55 Concluding Remarks.

SECTION C

San Diego Convention Center
Room 32B

Nutrition, Diet, Functional Foods in Health

W. Chen, Y. Ito, M. Kobori, L. Liu, D. Ren, Organizers,
Presiding

8:00 Introductory Remarks.

8:05  238. Diet and microbiota during adulthood in
health and disease. G. Wu

8:40  239. Antioxidative properties of dietary quercetin
in plasma and tissues in diet-induced obese mice
and aged mice. M. Kobori

9:00 240. Current research in intestinal microbiota,
synbiotics, and obesity-related disease. H. Kim, K.
Seo, D. Kim, W.H. Yokoyama

9:20  241. Epicatechin reverses aging-induced skeletal
muscle dysfunction and prolongs lifespan in mice.
H. Si, X. Wang, L. Zhang, C. Lai

9:40  Intermission.

9:50 242 Effects of rice with different amount of
resistant starch on mice fed high-fat diet:
Attenuation of adipose weight gain. J. Wan, Y. Wu,
Q. Pham, L. Yu, M. Chen, A.M. McClung, S. Boue,
W.H. Yokoyama, B. Li, T.T. Wang

10:10 243. Western diets affect hippocampus
metabolism and neuropeptides through gut-
microbiota-brain axis. M. Zhang, S. Song, G. Zhou,
X.Xu,C.Li

10:30 244. Activation of AMPK/SIRT1 pathway
contributes to Salvianolic acid A-conferred
protection against lipotoxicity in hepatocytes and
NAFLD in mice. S. Li, Q Qian, N.Ying, J. Lai, L. Feng,
s. Zheng, F. Jiang, Q. Ding, H. Chai, X. Dou

10:50 245. Advancing the detection of immunoreactive
cereal proteins to protect sensitive individuals. K.
Scherf

SECTIOND

San Diego Convention Center

Room 32A

Agnes Rimando Memorial Symposium in honor
of the Scientist & International Ambassador of
Agricultural & Food Chemistry

Cosponsored by AGRO
K. Mahattanatawee, Organizer
J. V. Leland, W. H. Yokoyama, L. Yu, Organizers, Presiding

8:00 Introductory Remarks.

8:05  246. Agnes Rimando, a pioneer in the fate of
glyphosate and it primary metabolite in plants.
J.W. Finley, S.O. Duke

8:25  247. Amazing health benefits of pterostilbene:
Beloved molecule of Dr. Agnes M. Rimando. C. Ho

8:45  248. Early career discovery of bioactive natural
products. M. Appell

9:05  249. Methods for identifying and characterizing
health-promoting compounds in fruit and other
agricultural products: Tribute to the work of Dr.
Agnes Rimando. L. Jackson

9:25  Intermission.

9:40  250. Agnes Rimando, scientist and international
ambassador. H.N. Cheng

10:00 251.Healthy and tasteful berry fruits-from
pterostilbene to raspberry ketone. M.C. Qian

10:20 252. Inactivation of pathogenic bacteria, fungi,
and protozoa by phenolic and other natural
compounds. C. Tam, J. Kim, C. Levin, LW. Cheng, K.
Land, M. Friedman

10:40 253. Agnes Rimando’s studies of sorgoleone, a weed-
fighting quinone. S.0. Duke, Z. Pan, F.E. Dayan, S.
Baerson
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11:00 254. Subcritical hydrolysis of ice-cream wastewater
for value-added applications. M. Enteshari, S.
Martinez-Monteagudo

11:20 Concluding Remarks.

SECTION E

San Diego Convention Center
Room 31C

ACS-AGFD Young Scientist Award

Cosponsored by PROF
K. Deibler, L. Yu, Organizers, Presiding

10:00 Introductory Remarks.

10:05 255.Biomolecular interactions between
myoglobin, mitochondria, and metabolites
governing fresh meat color. R. Ramanathan

10:45 Concluding Remarks.

SECTIONE

San Diego Convention Center
Room 31C

USDA-ARS Sterling B. Hendricks Memorial
Lectureship Symposium

Cosponsored by AGRO
M. Appell, C. Hapeman, Organizers, Presiding

11:30 Introductory Remarks.

11:40 256. Evolution and future needs of food chemistry
in a changing world. J.W. Finley

12:30 Concluding Remarks.

2019 ACS International Award for Research in
Agrochemicals: Advances in the Physiology &
Biochemistry of Insect Control

Sponsored by AGRO, Cosponsored by AGFD, BIOL, MEDI
and PROF

TUESDAY A
SECTION A
San Diego Convention Center
Room 33B

Chemistry & Utilization of Agro-Based Materials

Advanced Materials from Agricultural Sources

Cosponsored by AGRO
M. Appell, A. Biswas, S. Chang, H. Cheng, Organizers
D. L. Compton, Presiding

1:30  257. Utilizing the organization of nanocellulose
and semiconducting polymers towards next
generation bio-based electronics. B. Risteen, E.
Reichmanis

2:00  258. Bio-derived molecular materials: Ability to
adapt, clean, energy storage and therapeutic. G.
John

2:30  259. Graft-modification of chitosan biopolymer
with phosphonated polymer via nitroxide-
mediated polymerization. X. Solimando, P.
Champagne, M. Cunningham

3:00  260. Customization of chemical structure and
reactivity of agro-based materials for applications
in coatings. V.M. Mannari

3:30  Intermission.

3:45  261. Characterization of carbohydrate polymers
using molecular rotor as a structural probe. Y. Yao

4:15  262. Preparation and characterization of
hemicellulose-derived materials. H.N. Cheng, A.
Biswas

4:45  263. Cosmeceutical ingredients from commodity
crop oils. D.L. Compton, K.O. Evans, M. Appell, J.R.
Goodell

SECTION B

San Diego Convention Center
Room 33A

AGFD Award Symposium Honoring
Dr. Fidel Toldra

Cosponsored by PROF
X. Fan, Organizer
F. Shahidi, Organizer, Presiding

2:00 Introductory Remarks.

2:10  264. Protein hydrolysates and biopeptides from
seafood and processing by-products thereof. F.
Shahidi

2:30  265. Pea protein-derived peptides as inhibitory
agents against carbohydrate and lipid-digesting
enzymes. T. Awosika, R. Aluko

2:50 266. Computational approach to mimic
gastrointestinal digestion and predict novel
peptides with angiotensin converting enzyme-|
(ACE-1) inhibitory activity. S. Hazra, K. Majumder

3:10 267.Chemistry and biological significance of food-
derived pyroglutamyl peptides. C. Udenigwe

3:30  268. Investigation of the concept of refreshing
perception, related flavor components, and its
application in sugar-reduced beverage by flavor
instrumental analysis and sensory evaluation. X. Du

3:50  269. Considerations in the hydrolysis of insect
proteins to improve their bioactivity and decrease
allergenicity. A. Liceaga
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4:10  270. Recent progress in enzymatic release of food-
derived peptides and assessment of bioactivity. F.
Toldra

SECTION C

San Diego Convention Center
Room 32B

Nutrition, Diet, Functional Foods in Health

W. Chen, T. Hofmann, Y. Ito, M. Kobori, L. Liu, D. Ren,
Organizers, Presiding

1:20  Introductory Remarks.

1:30  271. Microbial metabolization of glycated amino
acids. M. Hellwig, T. Henle

2:10  Intermission.

2:30  272. Combined proteomics and transcriptomics
analysis of Lactococcus lactis under different
culture conditions. L. Li, X. Yang, R. Hong

2:50  273. Comparative kinetics of soy protein gel
digestion: Role of mechanical structure and spatial
organization. Y. Guo, P. Takhistov

3:10  274.Consequences of superfine grinding
treatment on structure, physicochemical, and
rheological properties of transglutaminase-
crosslinked whey protein isolate. C. Wang, T. Li, L.
Ma, T. Li, ). Hou, Z. Jiang

3:30  275. Phenolic composition of blue honeysuckle
and its protective effect against oxidative damage
following gastrointestinal digestion and gut
microbiota fermentation. T. Bao, L. Xie, J. Xie, W.
Chen

3:50  276. Evaluation of trans-resveratrol levels in
grape wine using laser-induced graphene-based
electrochemical sensors. C. Zhang, J. Ping, Y. Ying

SECTIOND

San Diego Convention Center
Room 32A

Proposition 65 on Food Safety

Cosponsored by AGRO

M. Granvogl, Organizer

S. MacMahon, Organizer, Presiding
M. Granvogl, Presiding

1:30  Introductory Remarks.

1:35  277. Food-borne toxicants in Proposition 65:
Formation and analysis. M. Granvog|

2:05  278.Risk assessment of inherent chemical
contaminants. P. Hanlon

2:35  279. Analysis and occurrence of bound 3-MCPD
and glycidol in refined vegetable oils, infant
formulas, and other processed foods. J. Beekman,
M. Granvogl, S. MacMahon

3:05 Intermission.

3:20  280. Free 2- & 3-MCPD as urinary biomarker
of exposure for 2- & 3-MCPD fatty acid esters:
Controlled exposure study in humans. J. Kuhlmann,
B. Monien, A. Lampen, K. Abraham

3:50  281. Toxicokinetics and metabolism of
3-monochloropropane 1,2-diol dipalmitate in
Sprague-Dawley rats. G. Huang, B. Gao, Y. Zhang, L.
Yu

4:20  282. Styrene, the undesired and toxicologically
relevant brother of the desired key aroma
compounds of wheat beer. V. Kalb, T. Hofmann, M.
Granvog|

SECTIONE

San Diego Convention Center
Room 31C

Functional Foods: The Chemistry, Bioactivity,
Bioavailability, & Biomarkers of Dietary
Phytochemicals

Y. Zhu, Organizer
J. Daily, S. Sang, Organizers, Presiding

1:30  Introductory Remarks.

1:35  283. Polymethoxyflavones from citrus: Chemistry,
metabolism and selected bioactivity. C. Ho, S. Li

2:00  284. Variability of bioactive compounds and
antioxidant capacity of three morphotypes of
Mauritia flexuosa L. f. from the Amazon region
of Peru. I. Best, S. Casimiro, A. Portugal, J. Gomez-
Mendoza, L. Olivera, R. Nakandakare, F. Ramos-
Escudero, A. Muiioz

2:25  285. Microbiota facilitates tea polyphenols to trap
deleterious reactive endogenous metabolites. S.
Zhang, Y. Zhao, C. Ohland, C. Jobin, S. Sang

2:50 Intermission.

3:00 286. Protective effects of flaxseed oil and fish oil on
TMAO-exacerbated atherogenesis. Z. He, Z. Chen

3:25  287.Inhibition of colonic inflammation and colon
tumorigenesis by strawberry and cranberry. Y. Han,
X. Wu, H. Xiao

3:50  288.Renal function improvement of diabetic
nephropathy mice with ethanol extract of Pueraria
lobata (Willd.) Ohwi. F. Chen

4:15  289.Invivo acrolein-trapping capacities of tea
EGCG and soy genistein were mainly mediated by
individual bioavailability and biotransformation. Y.
Zhu, Q Huang, L. Lv, S. Sang

4:40  290.Honey of Apis cerana Fabricius from China:
Structures, biological functions and emerging
health benefits. w. cao, H. Zhao
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VEDN D
|
SECTION A
San Diego Convention Center
Room 33B

Innovative Approaches to Enhancing Food
Safety & Reducing Food Waste

Cosponsored by AGRO

M. Guo, Organizer

T. Z.Jin, Organizer, Presiding
X. Fan, Presiding

8:30  Introductory Remarks.

8:35  291. Food safety: Critical consideration in reducing
food losses and waste. R. Rolle

9:00  292. Advanced oxidation process to enhance
microbial safety of fresh produce. X. Fan

9:25  293. High pressure processing (HPP) as an
innovative approach in value-added product
development of superfruits with aronia berry as
the main model. C. Xu

9:50  Intermission.

10:00 294. Waterless gaseous antimicrobial intervention
for produce safety. V. Wu

10:30 295. Nature inspired synergistic antimicrobial
approaches for enhanced microbial inactivation. N.
Nitin, X. Yang, E. Oliveria, C. Nguyen Huu

11:00 296.DBD and GlidArcs in plasma agriculture and
food safety. G. Fridman

SECTION B

San Diego Convention Center
Room 33A

Teaching & Learning Food Chemistry & Analysis
E. Choe, M. H. Tunick, Organizers, Presiding

8:30  Introductory Remarks.

8:40  297.Best practices in teaching food chemistry.
M.H. Tunick

8:50  298. Teaching analytical chemistry to food science
students. A.E. Mitchell

9:00 299. Learning outcome of food analysis for
undergraduate students in food science and
technology. M.C. Qian

9:10  300. Learning food chemistry as a graduate
student and a teaching assistant. K. Luo

9:20  301. My path from chemist to food scientist. Z.
Wang

9:30  302. Learning industry standard methods of
food analysis as a student, and learning to
emphasize critical material for making confident,
knowledgeable, industry-bound food science
graduates as a teaching assistant. Q. Ferraris

9:40  Discussion.

SECTION C

San Diego Convention Center
Room 32B

Nutrition, Diet, Functional Foods in Health

L. Liu, Organizer
W. Chen, Y. Ito, M. Kobori, D. Ren, Organizers, Presiding

8:00 303. Enhancement, characterization of phenolic
compounds by Agaricus bitorguis (Quél.) Sacc.
ZJUCDMA12 and its anti-proliferation activity. H.
Kuang, D. Gu, Y. Jiao, Q. Chen

8:40  304. Nutrient utilization of a gut microbial
community: Metabolic analysis of the distinct
regional communities in vitro. J. Firrman

9:05  305. Impact of Stevia leaf extract on the human
gut microbial community in vitro. K.K. Mahalak, J.
Firrman, A. Thomas-Gahring, J. Lee, L. Liu

9:30  306. Modulation of the luminal and mucosal gut
microbiome of cats and dogs by a novel short-term
colonic fermentation model. P. van den Abbeele

9:55  Intermission.

10:10 307. Stabilization of liposomes by incorporation of
block copolypeptide. Y. Ito

10:35 308. Transcriptomics of L. monocytogenes treated
with olive leaf extract. Y. Liu, G. Baranzoni, Y. Suo, L.
McKeever

11:00 309. In vitro and in vivo studies on anti-
inflammatory effects of traditional Okinawan
vegetable methanol extracts. J. Nagata, H.
Yokodera, G. Maeda

11:25 310. Different sources of glucomannans protects
against immunosuppression in cyclophosphamide-
induced mice. M. Li, X. Huang, J. Hu, S. Nie, M. Xie

SECTIOND

San Diego Convention Center
Room 32A

Proposition 65 on Food Safety

Cosponsored by AGRO

M. Granvogl, Organizer

S. MacMahon, Organizer, Presiding
M. Granvogl, Presiding

8:30  311. Strategy for acrylamide reduction in different
bakery products: Breads, cookies, and muffins. M.
Starowicz, Z. Ciesarova, H. Zielinski

9:00  312. Testing the next generation of handheld
devices for screening acrylamide in high-risk
products. L.E. Rodriguez-Saona

9:30  313. Acrylamide levels in commercially available
baby biscuits. S. ElImore, L. Das, S. Arafa, M. Oruna-
Concha

10:00 Intermission.
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10:15 314. Influence of matrix and coatings in the
analysis of acrylamide in nuts and nut products.
A.E. Mitchell, K. Luo, E. Nojima

10:45 315. Reducing the acrylamide-forming potential of
wheat, rye, and potato: From crop management to
variety selection and genome editing. N. Halford

11:15 316. Pyrrolizidine alkaloids: Occurrence, properties,
and analysis. J. Kuhlmann

11:45 317.Withdrawn

SECTIONE

San Diego Convention Center
Room 31C

Functional Foods: The Chemistry, Bioactivity,
Bioavailability, & Biomarkers of Dietary
Phytochemicals

S.Sang, Organizer
J. Daily, Y. Zhu, Organizers, Presiding

8:00 Introductory Remarks.

8:05  318. Chungkookjang, a fermented soybean
food, fermented with Bacillus amyloliquefaciens
SRCM100730 and SRCM100731 protected against
ischemic stroke and post-hyperglycemia by
improving blood flow in gerbils. J. Daily, S. Park

8:30  319. Modulation of energy sensing targets by
natural products: Effects on health span. M.B.
Zemel

8:55  320. Oxidative fragmentation of aspalathin leads
to the formation of dihydrocaffeic acid and the
related lysine amide adduct. M.A. Glomb, N.
Mertens

9:20  321. Mechanistic investigation of methylglyoxal
adducts of 5-hydroxytryptamine in mice. T. Yao, C.
Hu, S. Sang

9:45  Intermission.

9:55 322. Quantitative analysis, bioactive evaluation,
and biotransformation of oat avenanthramides
with two double bonds. C. Hu, Y. Tang, S. Sang

10:20 323.Isolation and purification of
5-n-alkylresorcinols from 21 different wheat
varieties and its inflammation inhibitory potential
under LPS induced RAW264.7 macrophages. J. Liu,
Y. Hao, Z. Wang, J. Wang

10:45 324. Phytochemical investigation, biological
assessment, and quantitative analysis of Ziziphus
Jjujuba resources from China. N. Bai, S. Guo, L. Bai, T.
Wang, S. Zhang

11:10 325. Physicochemical characterization and
antioxidant capacity of four native populations of
fine or flavour cocoa (Theobroma cacao L.) from
Peru. I. Best, K. Grabiel, C. Plasencia, L. Mendoza, F.
Pérez-Cano, M. Castell, S. Pastor-Soplin

11:35 326. Glabrous canary seed: Novel and functional
food ingredient. E.M. Abdelaal

Agrochemical Residue & Metabolism Chemistry
Sponsored by AGRO, Cosponsored by AGFD

Biological Considerations for Agrochemical
Control

Sponsored by AGRO, Cosponsored by AGFD

VEDN
SECTION A
San Diego Convention Center
Room 33B

Innovative Approaches to Enhancing Food
Safety & Reducing Food Waste

Cosponsored by AGRO

M. Guo, Organizer

T. Z.Jin, Organizer, Presiding
X. Fan, Presiding

1:30  Introductory Remarks.

1:35  327.Introduction of food waste reduction &
recovery program in San Diego. G. Grootenhuis

2:00  328.Systems approach to reducing postharvest
losses of fresh fruits due to rot-causing pathogens.
C. Xiao

2:30  329. Withdrawn

2:55  330. Edible coating to keep fresh-cut fruits fresh
and safe. T.Z. Jin

3:20  Intermission.

3:30  331. Novel biocidal materials for prevention of
foodborne disease contaminations. G. Sun, N.
Nitin, Y. Ma, Z. Zhang, L. Wang

3:55  332. Light-activated antimicrobial plastic material
with chitosan: Characterization and reusability. L.J.
Bastarrachea, A. Gagon

4:20  333.Targeted inactivation of antibiotic-resistant
Escherichia coli and Pseudomonas aeruginosa in
a soil-lettuce system by combined polyvalent
bacteriophage and biochar treatment. Y. Mao, S.
Mingming
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SECTION B

San Diego Convention Center
Room 33A

Edible Functional Food Packaging from
Agricultural Biomacromolecules

Cosponsored by AGRO
L. Chen, X. Liu, Organizers, Presiding

1:30  Introductory Remarks.

1:35  334. Chain conformation and biological activities
of fungal polysaccharides. L. Zhang, X. Xu

2:25 335, Silver nanoclusters embedded zein films as
antimicrobial coating materials for food packaging.
L. Mei, Q Wang

2:45  336. Development of functional packaging for food
application. M. Lacroix

3:05 Intermission.

3:20  337. Molecular structure, physicochemical
characterization, and in vitro degradation of cereal
protein films for edible food packaging application.
L. Chen, Z. Tian, A. Xia

3:40  338. Characteristic evaluation of natural plant-
derived dyes in food freshness indicator system:
Color sensitivity, stability, and security. S. Huang, H.
Lin, X. Liu, H. Li

4:00  339. Anti-glycation effect and advanced glycation
end-products protein cross-links breaking ability of
Psidium guajava leaf extracts. O.l. Adeniran, M.A.
Mogale

4:20  Concluding Remarks.

SECTION C

San Diego Convention Center
Room 32B

Nutrition, Diet, Functional Foods in Health

L. Liu, Organizer
W. Chen, Y. Ito, M. Kobori, D. Ren, Organizers, Presiding
K. Deibler, Presiding

1:30  340. Natural anthocyanin ameliorates type
2 diabetes through targeted inhibition of
o-glucosidase activity and coordinately regulating
autophagy pathway and gut microbiota
composition. W. Chen, H. Su

2:10  341. Functional foods: Advancement of definition
and evaluation of scientific investigations. D.M.
Martirosyan

2:50  342. Probiotic characteristics of Lactobacillus
plantarum E680 and its effect on
hypercholesterolemic mice. Z. Zheng, W. Wang, J.
Liu, J. Firrman, J. Renye, D. Ren

3:15  Intermission.

3:30  343. Lactobacillus rhamnosus GG components
exert protective effects on mouse macrophages
upon lipopolysaccharide challenge. H. Wang, S. Qi,
X. Luo

3:55  344.Rumen-protected methionine improve
lactation performance of late lactation goats fed
with amino acids-deficient diet. Y. Sun, Z. Wang, P.
Hou, C. Wang, J. Liu, H. Liu

4:20  345. Effects of dietary supplementation of rumen-
protected betaine on lactation performance and
serum metabolites of dairy cows. C. Wang, H. Liu,
C.Wang, J. Liu, H. Liu

4:45  346.ASCT2 and SARS are involved in Met-
stimulated B-casein synthesis in bovine mammary
epithelial cells. W. Dai, F. Zhao, J. Liu, H. Liu

SECTIOND

San Diego Convention Center
Room 32A

Proposition 65 on Food Safety

Cosponsored by AGRO

M. Granvogl, Organizer

S. MacMahon, Organizer, Presiding
M. Granvogl, Presiding

1:30  347.Reliable analysis of bisphenol A in beverage,
food, infant formula, feed and dietary supplement
matrices. K. Mastovska, S. Li, J. Shippar

2:00  348. Plasticiser residues in edible oils and fats:
Occurrence & analysis. J. Kuhlmann

2:30  349. Non-targeted screening of nuts and nut
products for Proposition 65 compounds. J.
Zweigenbaum, A.E. Mitchell

3:00 Intermission.

3:15  350. Distinguishing between natural and
industrial lead in consumer products and other
environmental matrices. A. Flegal, K. Odigie

3:45  351. Toxic elements in food in the United States. J.
Fong Sam

4:15 352. Prop 65: Analysis of As, Se, Cd, Hg, & Pb
in traditional foods and “new foods” using
inductively coupled mass spectrometry (ICPMS). J.
Nelson, C. Jones

Plant-Insect-Microbe Communications in
Agriculture: General Session

Sponsored by AGRO, Cosponsored by AGFD
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MURSDDAY
[
SECTION A
San Diego Convention Center
Room 33B

Innovative Approaches to Enhancing Food
Safety & Reducing Food Waste

Cosponsored by AGRO

M. Guo, Organizer

T. Z.Jin, Organizer, Presiding
X. Fan, Presiding

8:30  Introductory Remarks.

8:35  353. Antioxidant activities of potato peel
extractives. C. Wu, K. Yang, J. Li, E. Ebikade, D.G.
Vlachos

9:00  354. Microbial volatile biomarkers for MP charcoal
rot and Rhizopus soft tissues in sweet potatoes. C.
Gamlath Mohottige, T. MiIsna, R. Baird

9:25  355. Microencapsulation of antibiotic alternatives
to modulate microflora at target intestinal
location. Y. Wu

9:50  356. Efforts to improve the long-term precision
of fumonisin quantitation by LC/MS using a *C
labeled internal standard and a well characterized
trending sample. B. Strong, R. Sarver, E. Bergeron

10:15 Intermission.

10:25 357. Detection of beef quality by using impedance
characteristics. Z. Sun, L. Liang, T. Wang, X. Zou, X.
Yan, J. Li, X. Liu

10:50 358. The discrimination of production process and
age of Zhenjiang aromatic vinegar based on SPME-
MS. Z. Sun, X. Yan, T. Wang, X. Zou, L. Liang, X. Liu, J.
Li

11:15 359. Withdrawn

SECTION B

San Diego Convention Center
Room 33A

Edible Functional Food Packaging from
Agricultural Biomacromolecules

Cosponsored by AGRO
L. Chen, X. Liu, Organizers, Presiding

8:30  360. Visible colorimetric oxygen indicator for quick
response and real-time monitoring of the integrity
of modified atmosphere packaging. X. Liu

8:50  361. Fabrication of chitin nanofiber/calcium
alginate sponges and their application as wound
healing. Y. Du, Z. Pang

9:30  362. Protein unfolding and aggregation of PSE-like
chicken meat protein at an extreme alkaline pH:
Influence on edible film-forming properties. X.
Zhao, T. Xing, X. Xu

9:50  Intermission.

10:05 363. RFID-enabled wireless humidity sensor for
food packaging.S. Ye

10:25 364. Improved thermal stability of W, /O/
W, double emulsions with bioactive peptide/
polysaccharide complexes prepared by self-
assembled electrostatic interaction. Y. Jo, U. van
der Schaaf, S. Min

SECTION C

San Diego Convention Center
Room 32B

The Role of the Microbiome in Mediating Health
Effects of Dietary Components

Role of the Microbiome in Mediating Health
Effects of Dietary Components

H. Xiao, G. Zhang, Organizers, Presiding

8:00 Introductory Remarks.

8:05  365.Impact of gut microbiota on the metabolism
and bioactivity of [6]-shogaol in ginger. S. Sang

8:30  366. Dietary flavonoid and gut microbiota
interaction: Critical in anti-inflammation and anti-
cancer in the colon. H. Xiao

8:55  367.Vitamin E forms: Protective effects on gut
health and modulation of gut microbiome. Q. Jiang

9:20  Intermission.

9:35  368. Mildly oxidized vegetable oil exaggerates
colitis and colitis-associated colon tumorigenesis.
G. Zhang

10:00 369. An in vitro small intestine model with
simulated resident microbiome. L.A. Doherty, J.
Whitman, S. Arcidiacono, K. Conca, JW. Soares

10:25 370. Targeted metabolomics identifies linoleic
acid-derived epoxyoctadecenoic acids (EpOMEs) as
critical regulators of colon tumorigenesis. G. Zhang

10:50 371.Impact of different starter cultures on the
quality of salami sausages. Y. Liu, J. Wei, J. Wang

SECTIOND

San Diego Convention Center
Room 32A

General Papers

L. Yu, Organizer
B. Gao, E. Kreger, C. Shao, Presiding

8:30  Introductory remarks.

8:35  372.Studies on the effect of processing method on
the loss of nutrients in some grains and legumes.
M.C. Azih
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8:55

9:15

9:35

9:55

10:15
10:25

373. Elucidating composition and structure of
purified condensed tannins: Corroboration of
thiolysis and spectroscopic data. W. Zeller, LA.
Reinhardt, E.E. Hardcastle, J.T. Robe, |. Mueller-
Harvey, A. Ramsay, H.M. Ropiak, C. Fryganas, R.H.
Brown, C. Drake, R. Sepela, A.E. Hagerman

374. Water for coffee: Impact of solvated minerals
on coffee flavor. C.H. Hendon

375. Pru du 8: First member of a new food allergen
family. Y. Zhang, H. Che, S. Jiang, T. Jin, S. Lyu, K.
Nadeau, T. McHugh

376. Defining typicity of Pennsylvania-grown
Griiner Veltliner wines using instrumental and
human sensory methods. S. Keller, M. Centinari, H.
Hopfer, R. Elias

Intermission.

377. Effect of post-harvest moisture exposure on
stored roasted almonds. K. Luo, D.M. Chapman,
AE. Mitchell

10:45

11:05

378. Identification of aroma compounds in four
Chinese mango juices, and effects of thermal
and high-pressure processing on the mango juice
aroma profiles. W. Zhang, F. Lao, J. Wu

379. Dietary intake of estrogen-mimicking
endocrine disruptors and breast cancer. D.A.
Bowes, R.U. Halden

Plant-Insect-Microbe Communications in
Agriculture: General Session

Sponsored by AGRO, Cosponsored by AGFD

AGFD — DIVISION OF AGRICULTURAL AND FOOD CHEMISTRY 20

Draft Technical Program as of July 10, 2019



AGRO

DIVISION OF AGROCHEMICALS

C.B. Cleveland, Program Chair

B
o

SECTION A

San Diego Convention Center
Ballroom 20B-D Theater 1

New Herbicides & Their Modes of Action

Financially supported by Corteva Agriscience and FMC
Corporation

F. Dayan, Organizer

S. O. Duke, T. M. Stevenson, Organizers, Presiding

8:40 Introductory Remarks.

8:45 1. Explorations into the development of new
herbicides and modes of action. K. Stubbs

9:10 2. Tetflupyrolimet: New mode-of-action herbicide
that interferes with pyrimidine biosynthesis. K.A.
Hughes, T.P. Selby, A.D. Satterfield, A. Puri, D.A.
Travis, M.J. Campbell, A.E. Taggi

9:35  3.Inhibition of a step in plant de novo pyrimidine
biosynthesis by a new class of herbicide causes
selective phytotoxicity with commercial levels of
activity. I. Kang, J.L. Andreassi, S. Gutteridge

10:00 Intermission.

10:20 4. Novel herbicidal agents based on a substituted
pyrazole core with an unknown mode of action. T.
Mueller, S. Lehr, H. Helmke, J. Tiebes, U. Doeller, C.
Kallus, B. Kuhn

10:45 5. Discovery of cyclopyrimorate, new mode of
action herbicide in paddy rice fields. T. Hamada,
M. Shino, Y. Shigematsu, K. Hirase, S. Banba, Y.
Tsukamoto, J. Kadotani

11:10 6. Benzoxaboroles as starting points for new
herbicides. J. Roth, J. Gruber, D. Riar, K. Bravo-
Altamirano

11:35 Concluding Remarks.

SECTION B

San Diego Convention Center
Ballroom 20B-D Theater 2

Breaking Chemistry Barriers to Feed the World

L. Rossi, Organizer
H. B. Irrig, C. Tiu, Organizers, Presiding

8:15
8:20

8:45

9:10

9:35

10:00

10:20

10:45

11:10

11:35
11:55

Introductory Remarks.

7. EPA’s role in ensuring a safe food supply. R.
Keigwin, M. Goodis

8. Global challenges in trade policy: Pesticide MRLs.
L. LaPointe, R. Vanderberg

9. Chemical registrant perspective on challenges to
breaking barriers to feed the world. C. Smith

10. Import pesticide tolerance pilot project. L. Rossi
Intermission.

11. Importance and consequences of MRL
disharmony in the trade of almonds. G. Ludwig, J.
Adam, J. Roseman, G. Bogart

12. U.S. potato challenges regarding MRLs of
different countries. D. Robinson

13. Navigating World Trade Organization activities
to promote science-based trade. A. Markitanova
Panel Discussion.

Concluding Remarks.

SECTION C

San Diego Convention Center
Ballroom 20B-D Theater 3

CRISPR/Gene Editing & RNA.: Utilization for
Enhanced Crop Production

Cosponsored by AGFD and BIOL
P.Reibach, M. C. Ruebelt, Organizers, Presiding

8:40
8:45

9:10

9:35

10:00
10:20

10:45

Introductory Remarks.

14. Development of Cibus’ Trait Machine™ to
efficiently apply gene editing. D. Songstad

15. Transient expression of CRISPR-Cas systems to
mature plant tissues with nanoparticle-mediated
delivery. F. Cunningham, G.S. Demirer, S. Jeong, J.
Wang, N. Goh, AJ. Aditham, M. Landry

16. Rise of new CRISPR technologies and their
potential to reverse the loss of nutritional and
health benefits in the modern food system, caused
by decades of intensive breeding. M. Oufattole
Intermission.

17. Antiviral siRNA nanoparticles protect shrimp
against white spot disease. A. Schroeder

18. DNA nanostructures coordinate gene silencing
in mature plants. H. Zhang, G.S. Demirer, H. Zhang,
N. Goh, AJ. Aditham, F. Cunningham, M. Landry
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11:10 19.Journey of effectively and efficiently developing
a formulated dsRNA product. L. Aulisa

11:35 20. EPA registration of dsRNAI plant incorporated
protectants: Implications for genome edited
products. K. Matthews

12:00 Concluding Remarks.

SECTIOND

San Diego Convention Center
Ballroom 20B-D Theater 4

Creative Thinking in Designing Efate Studies &
Data Analysis to Meet Agrochemical Regulatory
Challenges

Cosponsored by ENVR
C.Fang, A. K. Sharma, M. Zhang, Organizers, Presiding

8:40 Introductory Remarks.

8:45  21.Comparing hot versus cold metabolism studies.
C. Seigneur

9:10  22. Derivation of soil aged sorption parameters
of pesticides from field dissipation studies:
Theoretical considerations. X. Huang

9:35  23.Separation of highly polar photolytic
degradation products of benzophenone pesticide.
D. Safarpour

10:00 Intermission.

10:20 24.Development of plant uptake factor study for
regulatory environmental fate modeling. X. Zhou,
C. Schriever, M. Lamshoeft, H. Reseler, R. Sur, P. Volz

10:45 25. Test design modifications to assess the
transformation of chemical compounds in aquatic
sediment (OECD 308) and soil (OECD 307) test
systems: Simulated natural sunlight, algae,
pesticide mixtures. C. Wijntjes, Y. Weber, D. Adam,
W. Volkel, A. Schaffer

11:10 26. Modifications to laboratory based surface
water mineralisation tests to investigate
persistence. C. Lowrie

11:35 27.Biphasic sorption and transformation are key
factors in the environmental fate of the herbicide
monosodium methylarsenate. S.Z. Cohen, M.
Williams, M. Eldan, Y. Masue-Slowey, P. Miner, J.
Cheplick, C. Hoogeweg

12:00 Concluding Remarks.

SECTIONE

San Diego Convention Center
Ballroom 20B-D Theater 5

Plant-Insect-Microbe Communications in
Agriculture: Early Career Scientist Symposium

P. Kendra, J. Niogret, N. Tabanca, Organizers, Presiding

8:15  Introductory Remarks.

8:20  28. Withdrawn

8:45  29.Development of a push-pull system for the
redbay ambrosia beetle Xyleborus glabratus, vector
of the laurel wilt pathogen. X. Martini, L. Stelinski

9:10  30. Semiochemicals in context: How status of
target interactions for behavioral manipulation
influences application. M.J. Rivera

9:35  31.Chemical ecology of host and vector
manipulation by plant viruses. K.E. Mauck, Q.
Chesnais, J. Kenney

10:00 Intermission.

10:20 32. Microbial metabolites mediate bumble bee
attraction and feeding. R. Schaeffer, C.C. Rering, I.
Maalouf, J.J. Beck, R.L. Vannette

10:45 33.Belowground semiochemicals mediating multi-
trophic cascades. D. Willett, H.T. Alborn, L. Stelinski

11:10 34.Plant chemical responses to herbivory by the
imported cabbageworm and two parasitic wasps.
R. Paul, F.E. Dayan, D. Vyas, P. Ode

11:35 35. Characterisation of the volatile chemical
signalling from the beneficial soil fungus
Trichoderma hamatum. G. Thomas, M. Birkett, J.
Pickett, M. Grant, D. Withall, J. Sidda, J. Vuts, C.
Thornton

12:00 Concluding Remarks.

Chemistry & Utilization of Agro-Based Materials
Water in Chemistry & Agriculture
Sponsored by AGFD, Cosponsored by AGRO

Metals & Trace Elements in Food Safety, Health
& Food Quality

Toxicology

Sponsored by AGFD, Cosponsored by AGRO

Chemistry of Water Reuse Processes Toward
Water Sustainability

Sponsored by ENVR, Cosponsored by AGRO and PRES

SECTION A

San Diego Convention Center
Ballroom 20B-D Theater 1

New Herbicides & Their Modes of Action

Financially supported by Corteva Agriscience and FMC
Corporation
F. Dayan, S. O. Duke, T. M. Stevenson, Organizers, Presiding
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1:00
1:05

1:30

1:55

2:20

2:45
3:05

3:30

3:55
4:15

Introductory Remarks.

36. Discovery of new herbicide modes of action
by quantification of plant primary metabolite and
enzyme pools. S.0. Duke, F.E. Dayan

37. Reactive oxygen species trigger the fast action
of glufosinate. H. Takano, R.S. Beffa, C. Preston, P.
Westra, F.E. Dayan

38. Competitors, non-competitors, and un-
competitors in herbicide sites of action. R.
Sammons

39. Resistance-gene directed discovery of a natural
product herbicide with a new mode of action. Y.
Tang, S. Jacobsen

Intermission.

40. Splicing inhibition is responsible for
spliceostatin C phytotoxicity. J.N. Bajsa-Hirschel, L.
Boddy, M. Sabat, Z. Pan, S.0. Duke

41. Unusual sugar from cyanobacteria acts as
natural inhibitor of the shikimate pathway.

K. Brilisauer, J. Rapp, P. Rath, S. Grond, K.
Forchhammer

Discussion.

Concluding Remarks.

SECTION B

San Diego Convention Center
Ballroom 20B-D Theater 2

Breaking Chemistry Barriers to Feed the World

C.Tiu, Organizer
H. B. Irrig, L. Rossi, Organizers, Presiding

1:00

1:05

1:30

1:55

2:20

2:45

3:05

3:30

3:55
4:20

4:45

Introductory Remarks.

42. Crop grouping and other tools to enable

trade of specialty crops. J.j. Baron, D. Kunkel, M.P.
Braverman, W. Barney

43. Update on international industry MRL coalition
work. G. Kurbis, E. Bergeron

44. Risk, hazard, human health, and international
standards setting for pesticide and veterinary drug
maximum residue levels. B. Bryant

45. Withdrawn

Intermission.

46. Global harmonization of MRLs: New threads,
old threads, lost threads. M. Sharpe

47. Urea cocrystal design for improved
agrochemical nitrogen management. J.
Baltrusaitis, M. Silva, D. Kiani

48. ONE MRL concept. C. Tiu

49. Communicating science to an audience that no
longer understands what we are trying to say. G.
O’Sullivan

Concluding Remarks.

SECTION C

San Diego Convention Center
Ballroom 20B-D Theater 3

Agrochemical Residue & Metabolism Chemistry

Cosponsored by AGFD
J. ). Johnston, K. Mastovska, D. J. Smith, X. Zhou,
Organizers, Presiding

1:00 Introductory Remarks.

1:05 50.Chromatographic separations of several
functional analogs. H. Kandala, T. Chowdhury

1:30  51. Evolution of the multi-residue method: Epic
quest to perfect the pesticide residue analytical
method. S. Perez, J. Adams

1:55  52. Withdrawn

2:20  53.Trials and tribulations of glyphosate analysis in
raw agricultural commodities, foods, and dietary
supplements. J.P. Zulkoski, S. Avula, L. Vaclavik, K.
Mastovska

2:45  Intermission.

3:05  54.Fate and distribution of **Cl-chlorine dioxide
gas on animal and plant-based foods. D.J. Smith, A.
Scapanski

3:30  55.Investigation into the detection of
semicarbazide, a nitrofurazone indicator, in
chicken. R. Duverna, J.J. Johnston, R. Kishore, J.
Jarosh, C. Yee

3:55  Discussion.

4:10  Concluding Remarks.

SECTIOND

San Diego Convention Center
Ballroom 20B-D Theater 4

Pest Management Economics: Present & Future
Considerations

Cosponsored by BMGT
C. Hawkins, J. Roseman, Organizers
M. Dobbs, L. Duzy, Organizers, Presiding

1:00 Introductory Remarks.

1:05  56.Benefit and impact analyses under FIFRA.T.
Wyatt

1:30  57.Economic and pest management analysis
of proposed pesticide regulations. J. Steggall, R.
Goodhue, K. Mace, S. Blecker, R. Van Steenwyk

1:55  58. Agricultural consolidation and digitization:
Future development landscape. A. Duehl, B. Brauer,
W. Poulson

2:20  59.How ecosystem services credit exchanges
allow private companies and public agencies an
opportunity to comply with environmental laws,
regulations, policies and guidelines with a cost-
effective, environmentally superior outcome. B.
Monaghan, J. Bickel
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2:45  Intermission.

3:05  60. Precision agriculture adoption and farm
chemical use: Regions, soil variability, and farm
size. D. Schimmelpfennig

3:30  61.Economics of pest eradication programs:
Lessons for resistance management. G. Frisvold

3:55  62. Analysis of agrochemical use in California
almonds during bloom. J. Durant, B. Goodrich

4:20  63. Role of IPM in farm sustainability. D.
McCallister, M. Parajulee

4:45  Concluding Remarks.

SECTION E

San Diego Convention Center
Ballroom 20B-D Theater 5

Plant-Insect-Microbe Communications in
Agriculture: Early Career Scientist Symposium

P. Kendra, J. Niogret, N. Tabanca, Organizers, Presiding

1:00 Introductory Remarks.

1:05  64.Interactions between spotted-wing Drosophila
and fruit rot fungi in fall red raspberries. M. Lewis,
K. Hamby

1:30  65. Microbiome in host plant colonization and
foraging of an invasive fruit fly. C. Wong, J.
Hernandez, J.J. Beck, O. Liburd

1:55  66. Additive microbe studies to elucidate
semiochemicals responsible for attractive and/or
repellent effects on Drosophila suzukii. ).T. Brown,
C. Wong, J.J. Beck

2:20  Intermission.

2:40  67.New ion chromatography method for the
quantification of ammonia, putrescine, and
trimethylamine salts from cones used to trap
female Mediterranean fruit flies, Ceratitis capitata
(Diptera: Tephritidae). A. Vazquez, H. Pierre, R.A.
King, L.K. Mosser, P. Kendra

3:05  68.Stilbenes and fatty acids as mosquitocides for
control of the malaria vector, Anopheles gambiae. F.
Démares, Q. Coquerel, G. Richoux, K. Linthicum, J.R.
Bloomquist

3:30  69. Natural and synthetic compounds display
multiple mechanisms of synergism and resistance-
breaking properties. E.J. Norris, J.R. Bloomquist

3:55  70. Spatial repellency and antennal responses of
Aedes aegypti to plant-derived chemicals. L. Yang,
S.Jiang, K. Linthecum, J.R. Bloomquist

4:20  Concluding Remarks.

Chemistry & Utilization of Agro-Based Materials

Value-Added Products from Agricultural Raw
Materials

Sponsored by AGFD, Cosponsored by AGRO

Food Bioactives: Chemistry & Health Effects
Sponsored by AGFD, Cosponsored by AGRO

Metals & Trace Elements in Food Safety, Health
& Food Quality

Food Quality and Safety
Sponsored by AGFD, Cosponsored by AGRO

Chemistry of Water Reuse Processes Toward
Water Sustainability

Sponsored by ENVR, Cosponsored by AGRO and PRES

Agnes Rimando Memorial International Student
Symposium

Biomedical & Biochemical Research
Sponsored by AGFD, Cosponsored by AGRO

SECTION A

San Diego Convention Center
Ballroom 20B-D Theater 1

Analytical Methodologies for Process Chemistry
& Formulation Research

Cosponsored by ENVR
M. Evenson, D. Knueppel, Y. Shi, Organizers, Presiding

9:00 Introductory Remarks.

9:05  71.Global food analysis. P.C. Dorrestein

9:30  72. Agrochemical forced degradation studies and
their role in analytical method and formulation
development. D.S. Malkin, R. Samame, M. Bishop,
D. Knueppel

9:55  Intermission.

10:15 73. Determination of anionic polar pesticides as
residual impurities in pesticide formulations by LC-
MS/MS. C. Love-Nkansah

10:40 74.Isolation of trace level impurities from
agricultural technical grade active ingredients
using semi-preparatory scale LC/MS. M.D. Evenson,
D. Knueppel, P. Graupner, B. Moscato, C. Zu, R.
Samame

11:05 75. Optimizing separation for complex samples
using two-dimensional liquid chromatography. L.
Zang, R. Giuffre

11:30 76. Application of SFC to achiral agricultural active
ingredients. J. Richards, J. Houchins

11:55 Concluding Remarks.
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SECTION B

San Diego Convention Center
Ballroom 20B-D Theater 2

Agrochemicals & Water: Advances in
Prevention, Monitoring, & Treatment

Cosponsored by ENVR
H. B. Irrig, S. Mathys, Organizers, Presiding

9:00 Introductory Remarks.

9:05  77. Passive samplers for surface water pesticide
occurrence in remote areas of Northern California.
M.L. Hladik, M. De Parsia, C. Sanders, J. Orlando

9:30  78. Agrochemicals and water: Postharvest
applications toward insect pest control. S.S. Walse

9:55  Intermission.

10:15 79.Implications of tertiary recycled water use for
watering nondairy livestock on animal health and
safety of food animal products. D.J. Smith, R.H.
Poppenga

10:40 80. Seasonal changes in glyphosate concentrations
in the Lake Erie tributaries using high throughput
monitoring with IC-ICP-MS. S. Biswas, L. Johnson,
D.D. Snow

11:05 81.Extrapolation of US prospective groundwater
monitoring study to Colombia using GIS
techniques for consideration of coffee uses. M.
Kim, M. Robert

11:30 82. Residues of synthetic pyrethroids in water
bodies of different cropping system. T. Jindal, S.
Thakur, K. Gulati

11:55 Concluding Remarks.

SECTION C

San Diego Convention Center
Ballroom 20B-D Theater 3

Agrochemical Residue & Metabolism Chemistry

Cosponsored by AGFD
K. Mastovska, X. Zhou, Organizers
J.J.Johnston, D. J. Smith, Organizers, Presiding

9:00 Introductory Remarks.

9:05  83. Avian exposure to current-use pesticides:
Method development and environmental
application. M. Gross, A. Elgin, C. Morrissey, M.L.
Hladik, K. Kuivila

9:30  84. Antemortem fluids as indicator of
agrochemical exposure in food animals. W.L.
Shelver, D.J. Smith

9:55  Intermission.

10:15 85. Establishing baseline sensitivity data using
LCMS/MS to investigate dermal in-vitro absorption
toxicological application. A. Patel, P. Trivedi

11:05 86. Metabolism studies of dicamba in dicamba-
tolerant crops. A. Adio

11:30 87. Using metabolomics to provide evidence of a
reactive metabolite of an avicide. D.A. Goldade

11:55 Concluding Remarks.

SECTIOND

San Diego Convention Center
Ballroom 20B-D Theater 4

Advances in Exposure Modeling for Human
Health Assessments

Cosponsored by TOXI

Financially supported by Syngenta
C.B. Cleveland, Organizer

A. Z.Szarka, Organizer, Presiding
K. Tatum-Gibbs, Presiding

9:00 Introductory Remarks.

9:05  88. Application of an integrated approach for
chemical evaluation of human cancer risk. D.C.
Wolf

9:55  Intermission.

10:15 89.RISK21: Overview of a transparent, exposure-
driven, and fit-for-purpose risk assessment
framework. S. Deglin, M. Embry

10:40 90.Determination of the kinetics of metabolism
of dimethoate in rat and human liver
microsomes. G.C. Nallani, K. Kassahun, L. Shen, A.
Chandrasekaran

11:05 91. High-throughput exposure assessment:
Overview and integration on non-target dust
analysis. D.H. Bennett

11:30 92. Guidance for assessing human dietary
exposure to newly expressed proteins in
genetically modified crops. C. Mathesius,
A. Sauve-Ciencewicki, J.A. Anderson, C.B.
Cleveland, C. Fleming, G. Frierdich, L. Goodwin,
M.C. Grunenwald, F. Laporte, E.A. Lipscomb, R.
Oberdoerfer, J. Petrick, PA. Bauman

11:55 Concluding Remarks.

SECTIONE

San Diego Convention Center
Ballroom 20B-D Theater 5

Off-Target Transport of Field Applied Agricultural
Chemicals: Study Designs, Monitoring,
Modelling, & Risk Assessment

Cosponsored by ENVR

R. Lerch, M. A. Locke, L. L. McConnell, P. J. Rice, N. Thurman,
C.Truman, Q. Yao, Organizers

S. Grant, A. M. Ritter, Organizers, Presiding
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9:00 Introductory Remarks.

9:05  93. Review of fumigant field emission studies for
human exposure assessment. W. Jiang, E. Kwok, S.
DuTeaux

9:30  94. Development of the soil fumigant exposure
assessment (SOFEA) model. J. Buonagurio, S. Cryer,
I. van Wesenbeeck, R. Reiss

9:55  Intermission.

10:15 95. Comparison of three flux models across five
field studies. N. Pai, E. Sall, J. Stryker, J. Popovic, R.
Reiss, J. Cubbage

10:40 96. Transport and deposition of pesticide residues
in fog. J.N. Seiber

11:05 97.Llandscape-scale field studies to evaluate fate
and transport of an agricultural fungicide to farm
ponds. A.M. Moore, T. Wiepke, C. Truman, M. Cox,
J.P. Hanzas

11:30 98. Wetland water monitoring within intensive
agricultural areas of Western Canada. C.R.
Harrington, S.M. Chen, W. Chen, R. Underwood

11:55 Concluding Remarks.

SECTION F

San Diego Convention Center
Room 33C

2019 ACS International Award for Research in
Agrochemicals: Advances in the Physiology &
Biochemistry of Insect Control

Cosponsored by AGFD, BIOL, MEDI, POLY and PROF
M. D. David, K. D. Wing, Organizers, Presiding

8:05 Introductory Remarks with Presentation of
International Award.

8:15  99. Many faces of nicotinic receptors as insecticide
targets. V.L. Salgado

9:05  100. Genetic analysis of nicotinic acetylcholine
receptors and their interactions with insecticides.
T. Perry, W. Chen, R. Ghazali, D. Christesen, T.C.
Sparks, P. Batterham

9:30  101. Spider toxins as novel allosteric modulators of
insect nicotinic receptors. F. Earley, C. Chambers, P.
Cutler, Y. Huang, D.J. Craik

9:55  Intermission.

10:15 102. Toward understanding the mechanism of
selectivity of neonicotinoids: Interactions with
loop C and loop DEG triangle of Drosophila Da.l
subunit with imidacloprid and thiacloprid. K.
Matsuda

10:40 103. Photochromic insecticidal molecules for insect
behavior regulation. X. Shao

11:05 104. Functional genomics of cys-loop ligand-gated
ion channels, a superfamily of insecticide targets.
A.K. Jones

11:30 Concluding Remarks.

Chemistry & Utilization of Agro-Based Materials
Agro-Based Fibers & Textiles
Sponsored by AGFD, Cosponsored by AGRO

Current Advances in Water Analysis: From
Citizen Scientists to Laboratory Breakthroughs

Sponsored by ENVR, Cosponsored by AGRO and CEl

Food Bioactives: Chemistry & Health Effects
Sponsored by AGFD, Cosponsored by AGRO

Metals & Trace Elements in Food Safety, Health
& Food Quality

Health & Nutrition
Sponsored by AGFD, Cosponsored by AGRO

Chemistry of Water Reuse Processes Toward
Water Sustainability

Sponsored by ENVR, Cosponsored by AGRO and PRES

Agnes Rimando Memorial Symposium in honor
of the Scientist & International Ambassador of
Agricultural & Food Chemistry

Sponsored by AGFD, Cosponsored by AGRO

SECTION A

San Diego Convention Center
Ballroom 20B-D Theater 1

2019 ACS International Award for Research in
Agrochemicals: Advances in the Physiology &
Biochemistry of Insect Control

Cosponsored by AGFD, BIOL, MEDI and PROF
M. D. David, K. D. Wing, Organizers, Presiding

1:50  Introductory Remarks.

1:55  105. Discovery and mode of action of a novel
insecticide, broflanilide. T. Nakao, H. Katsuta,
M. Nomura, T. Wakita, H. Daido, Y. Kobayashi, A.
Kawahara, S. Banba

2:20  106. Effects of amino acid substitutions at the
intersubunit cavity on the sensitivity of the GABA
receptor to fluralaner. Y. Ozoe, K. Yamato, F. Ozoe,
M. Asahi, M. Kobayashi

2:45  Intermission.

3:05  107. Crop protection industry and the new age of
insecticide discovery. T.C. Sparks, B.A. Lorsbach, F.
Wessels
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3:30  108. Conservation of the voltage-sensitive sodium
channel protein within the Insecta. J. Silva, J.G.
Scott

3:55  109. Insecticides that inhibit sodium channels.
D.M. Soderlund

4:20  110. Molecular basis of pyrethrum repellency in
mosquitoes. K. Dong

4:45  Concluding Remarks.

SECTION B

San Diego Convention Center
Ballroom 20B-D Theater 2

Challenges & Opportunities Facing Early Career
Scientists: Early Career Scientist Symposium

Cosponsored by AGFD and BIOL
X. Zhou, Organizer

S. Whiting, Organizer, Presiding
X. Zhou, Presiding

1:00 Introductory Remarks.

1:05 111.Lessons learned from starting career at a
contract research organization. S. Whiting

1:30  112.Starting a career in academia: Navigating the
first couple of years of a tenure-track position. A.D.
Gross

1:55  113. Challenges of transitioning from a small
college to a large world. K. Maurey

2:20  114. What is work/life balance? Reconciling
parenthood with an academic career in STEM. S.
O’Neal

2:45  Intermission.

3:05  115. Stop signs and alternative routes: Navigating
the road to a successful career. K. Tatum-Gibbs

3:30  116. More than a box of rocks: Experiences of a U.S.
Geological Survey research chemist. M. Gross

3:55  117. Withdrawn

4:20  118. Excel in your career: Tips and advice. M. Ma

4:45  Concluding Remarks.

SECTION C

San Diego Convention Center
Ballroom 20B-D Theater 3

Water Scarcity: Challenges for Agriculture

Cosponsored by ENVR and PRES

Financially supported by Golden Pacific Labs

T. F. Moate, M. D. PazCarpio-Obeso, J. N. Seiber, Organizers
J. Carvalho, Organizer, Presiding

1:00  Introductory Remarks.
1:05  119. Aftermath of California’s most recent
drought: 2012-2016. S. Sandoval

1:30  120. Salt mitigation in irrigated crops: Reducing
negative impacts past, present and possibilities for
the future. S. West

1:55  121.Biogeosystem technique for healthy soil,
water, and environment. V.P. Kalinitchenko, A.
Glinushkin, M. Sokolov, A. Batukaev, T. Minkina,
V. Zinchenko, V. Chernenko, V. Startsey, S.
Mandzhieva, S. Sushkova, D. Makarenkov, L. II'ina,
A. Rykhlik, G. Larin

2:20 122, Saltwater greenhouse: Combining
engineering and plant science to deliver a new
concept in food and water security. M. Tester

2:45  Intermission.

3:05  123.Impact of the application of natural
biostimulants on water use in crop production
under adequate and reduced water availability.
G. Povero, A. Biasone, A. Santaniello, N. Briglia, A.
Petrozza, A. Piaggesi

3:30  124. Skincare meets agriculture: Cross-over idea
creates a novel, water-saving biostimulant with
field results presented. C. Jordan

3:55  125. Chemists Without Borders’ model for saving
water and capturing carbon through biochar
production and use. A.W. Cooper, B. Vaccaro, R.
Kronquist

4:20  126.Best management practices to keep pesticides
out of water. S. Sandoval

4:45  Panel Discussion.

SECTIOND

San Diego Convention Center
Ballroom 20B-D Theater 4

Advances in Exposure Modeling for Human
Health Assessments

Cosponsored by TOXI

Financially supported by Syngenta
C.B. Cleveland, Organizer

A. Z.Szarka, Organizer, Presiding
K. Tatum-Gibbs, Presiding

1:00 Introductory Remarks.

1:05 127.Benchmark dose modeling and 21 century
application in predictive safety assessment. V. Bhat

1:55  128. Tiered approach for exposure and risk
assessment of inert ingredients in pesticide
product formulations. M.C. Grunenwald, A.Z.
Szarka, T.S. Ramanarayanan

2:20  129. Reevaluation as a starting point to implement
the risk assessment of pesticides for operators,
workers, residents, and bystanders in Brazil. J. Braz,
F. Neves

2:45  Intermission.
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3:05  130. Survey of the Brazilian agricultural scenarios
to support the development of the database of
occupational exposure in Brazil. F.C. Cremaschi
Palma, D. Laustenchalaeger, K. Cazarin, M. Grigoli

3:30  131. Development of metrics for screening for
chemical storage near drinking water sources. C.N.
Lowe, K. Isaacs

3:55  Discussion.

4:15  Concluding Remarks.

SECTIONE

San Diego Convention Center
Ballroom 20B-D Theater 5

Off-Target Transport of Field Applied Agricultural
Chemicals: Study Designs, Monitoring,
Modelling, & Risk Assessment

Cosponsored by ENVR

S. Grant, R. Lerch, A. M. Ritter, N. Thurman, C. Truman, Q.
Yao, Organizers

M. A. Locke, L. L. McConnell, P. J. Rice, Organizers, Presiding

1:00 Introductory Remarks.

1:05  132.Optimization of farm agronomic practices
to meet environmental quality requirements. M.
Winchell, B. Patterson

1:30  133. Field methods for assessing vegetative filter
strip (VFS) impacts on benzovindiflupyr runoff
transport in the Southeastern United States. T.
Wiepke, C. Truman, J.P. Hanzas, M. Arpino, C. Harris

1:55  134. Multi-year field studies evaluating the
benefits of vegetative filter strips. A.M. Ritter, D.A.
Desmarteau, G. Goodwin, J. Trask, L. Carver, M. Cox,
A.M. Moore, C. Truman

2:20  135. Modelling experiments with vegetated filter
strips with a new version of VFSMOD: Calibration,
uncertainty analysis and recommendations for
regulatory use. R. Sur, S. Reichenberger, C. Kley, S.
Sittig, S. Multsch

2:45  Intermission.

3:05  136. Effect of the VFSMOD pesticide trapping
equation on environmental exposure assessments.
R. Munoz-Carpena, G. Fox, A.M. Ritter

3:30  137.Regulatory perspective: Opportunities and
challenges in considering vegetative filter strips
in pesticide risk assessments. N. Thurman, M.
Appleyard, K. Costello

3:55  Concluding Remarks.

SECTION F

San Diego Convention Center
Room 33C

Metabolomics & Metabolite Identification in
Agricultural Research

J. Balcer, A. Chen, J. Ferguson, P. Wei, Organizers, Presiding

12:55 Introductory Remarks with JAFC Award
Presentation.

1:05 138. Antifungal metabolite profiling of high value
compounds in fruit peel waste. A. Munkacsi, M.
Mokhtari, M. Jackson, M. Hooker, J. Harvey, A.
Brown, D. Ackerley, N. Ritson, R. Keyzers

1:30  139. Novel mass spectrometry tools to speed the
identification of metabolites and impurities. J.R.
Gilbert, J. Balcer, Y. Adelfinskaya, D. McCaskill, N.
Wang, J.A. Godbey, M. Madary, M.P. Mawn, C. Zu

1:55  140. In vitro metabolism of semi natural product
TL-909 and identification of its complex metabolic
products by HPLCMSTOF, UPLCMSTOF and
CECMSTOF. D. Safarpour, L. O’Brien

2:20  141. Metabolism prediction and metabolite
identification using biotransformer: Applications in
crop protection discovery. Y. Djoumbou Feunang, J.
Balcer, D. Tomand|

2:45  Intermission.

3:05  142.Discovery of plant-derived metabolite
markers for pest management strategies. J.H. Kim,
G.P. Head, P. Wei

3:30  143. Establishing a spatial metabolomics
workflow that integrates MALDI imaging with
new trapped ion mobility metabolomics for more
comprehensive identification and validation. D.S.
Cornett, A. Barsch, C. Henkel, M. Witt, M. Szesny

3:55  Concluding Remarks.

Chemistry & Utilization of Agro-Based Materials

Improved Utilization of Agricultural Raw
Materials

Sponsored by AGFD, Cosponsored by AGRO

Sensors & Biosensors for Widespread
Environmental Monitoring

Sponsored by ENVR, Cosponsored by AGRO

Nanotechnology Applications for Food &
Agriculture

Sponsored by AGFD, Cosponsored by AGRO

Food Bioactives: Chemistry & Health Effects
Sponsored by AGFD, Cosponsored by AGRO
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Chemistry of Water Reuse Processes Toward
Water Sustainability

Sponsored by ENVR, Cosponsored by AGRO and PRES

Metals & Trace Elements in Food Safety, Health
& Food Quality

Analytical Methods of Metals & Trace Elements
Sponsored by AGFD, Cosponsored by AGRO

Agnes Rimando Memorial International Student
Symposium
Sponsored by AGFD, Cosponsored by AGRO

lA'A!.! kl I ":t I =
e —

SECTION A

San Diego Convention Center
TBD
Sci-Mix
C.B. Cleveland, Organizer
8:00 - 10:00
255, 256, 257, 269, 271, 272, 273, 274, 275, 276,

277,278, 279, 280, 281, 286, 288, 289, 307. See
Subsequent Listings.

TUESDAY A

SECTION A

San Diego Convention Center
Ballroom 20B-D Theater 1

Advances in Analytical Technologies Supporting
Environmental Fate, Metabolism, & Residue
Analysis

Cosponsored by ENVR
Y. Yuan, Organizer
K. Kuppannan, M. Ma, Organizers, Presiding

8:05 Introductory Remarks.

8:10  144. Determination of nitrite residues in feral
swine tissues. B.G. Abbo

8:35  145. Use of PolyCYPs® enzymes for accessing
mammalian metabolites of agrochemicals and
pharmaceutical drugs. S. Lai, A. de Riso, L. Evans,
W. Hodds, E. Hopkins, A. Khan, K. Nytko, R. Phipps,
V. Poon, F. Scheffler, J. Shanu-Wilson, J.C. Steele, S.
Wrigley

9:00 146. Temporal and spatial study of
neuropeptidomic changes in response to hypoxia
via a multi-faceted mass spectrometry platform. L.
Li, A. Buchberger, C. Sauer, K. DeLaney, N. Vu, Y. Liu

9:25  147. Determination of drugs and pesticides in
catfish feed for contaminant traceback. D.L. Sparks,
J.S. Boone, CV. Childers, A. Meredith, G. Hagood,
A.E. Brown

9:50 Intermission.

10:10 148.In-house suspect screening database as a
tool to increase detection coverage for analysis
of contaminants in environmental samples. M.E.
Guardian, P. He, D.S. Aga

10:35 149. US EPA CompTox Chemicals Dashboard to
support mass spectrometry targeted and non-
targeted analysis. A.J. Williams, A. Chao, T. Cathey,
T. Transue, E.M. Ulrich, J. Sobus

11:00 150. Innovative method for simultaneous
determination of pesticides, veterinary drugs, and
environmental contaminants residues in beef. S.
Monteiro, E. Ninga, S.J. Lehotay, Y. Sapozhnikova

11:25 Concluding Remarks.

SECTION B

San Diego Convention Center
Ballroom 20B-D Theater 2

2019 ACS International Award for Research in
Agrochemicals: Advances in the Physiology &
Biochemistry of Insect Control

Cosponsored by AGFD, BIOL, MEDI and PROF
M. D. David, K. D. Wing, Organizers, Presiding

8:05 Introductory Remarks.

8:10  151. Nicotinamide is an endogenous modulator of
insect chordotonal organs. V.L. Salgado, K. Lelito

8:35  152. Genetics of resistance to Cry1 proteins in
Spodoptera frugiperda. G. Head, R. Nauen, L. Flagel,
D. Boaventura, S. Martinelli, P. Dourado

9:00  153.Insect glia as a cellular target for insecticide
development. D. Swale

9:25  154. Proinsecticides as potential resistance
management tools. M.D. David

9:50  Intermission.

10:10 155. Novel biomedical technologies which may
apply to insecticide discovery. K.D. Wing

10:35 156. Unusual modes of action of pyrethroid-
derived spatial repellents. J.R. Bloomquist

11:00 Discussion.

11:15 Concluding Remarks.
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SECTION C

San Diego Convention Center
Ballroom 20B-D Theater 3

Metabolomics & Metabolite Identification in
Agricultural Research

J. Balcer, A. Chen, J. Ferguson, P. Wei, Organizers, Presiding

8:30  Introductory Remarks.

8:35  157. Novel approach for the non-targeted profiling
of oligomeric nutraceuticals in fruits using
reporter-ion triggered tandem mass spectrometry.
N. Tharayil, E. Leonard

9:00 158. New methods for the automated structural
classification of natural products. W.H. Gerwick, C.
Zhang, R. Reher, S. Zhu, N. Roberts, G. Cottrell

9:25  159. Advanced software tools for metabolite
identification and metabolomics analysis in agro
chemical research. C. Ding, M.P. Mawn, J. Balcer

9:50  Intermission.

10:10 160. Insect repellents and insecticides from plants
and microbes. K.M. Meepagala

10:35 161. Determining characteristics of cannabis
plants to distinguish cultivars and growing
conditions using high resolution QTOF mass
spectrometry. P. Winkler, C. Butt, D. Hughes, S.
Churchill, M. Aiello

11:00 162. Putative gene mode of action discovery by
GC/MS and LC/MS metabolomics. J. Hazebroek, B.
Ruddy, T. Harp, C. Vlahakis, L. Perugini, L. Peddicord

11:25 Concluding Remarks.

SECTIOND

San Diego Convention Center
Ballroom 20B-D Theater 4

Surfactant & Colloid Science Applied to
Formulations

Cosponsored by COLL
R. Acosta Amado, B. Rauzan, S. Sumulong, Organizers,
Presiding

8:30  Introductory Remarks.

8:35  163. Designing tools for improving the
performance of automotive clear coat system. B.
Cao, C. Harris

9:00  164. Removing the guesswork from stability
analysis: Quantifying and prediction of the
physical stability of dispersions. M. Vanden
Eynden, C. Tisserand, Y. Lefeuvre, P. Bru, G. Meunier

9:25  165. Using design of experiments to optimize
complex formulations. B. Rauzan, R. Acosta Amado,
H. Jeon, M. Evenson, T. Minnicks, N. Skaggs

9:50 Intermission.

10:10 166. Structured surfactant technology: Novel
suspensive system by surfactant self-assembly,

allowing for complex agrochemical formulations
not achievable through conventional methods. E.
Weber

10:35 167. Formulations based on self-assembled
polymer systems. R. Nagarajan

11:00 168. Structuring of fertilizer compatible
suspension concentrates. J. Wall

11:25 Concluding Remarks.

SECTIONE

San Diego Convention Center
Ballroom 20B-D Theater 5

Biostimulants in Agriculture: Chemistry &
Regulatory Aspects

Cosponsored by BIOL, MEDI and TOXI
P. Halarnkar, K. D. Wing, Organizers
M. E. Koivunen, Organizer, Presiding
P. Halarnkar, Presiding

8:20  Introductory Remarks.

8:251 69. Biostimulants: Their function and effective use
in modern agriculture. P.H. Brown, D. Amaral, M.
Park

9:00  170. Mining phytomicrobiomes for microbial
compounds to replace synthetic fertilizers and
fungicides for sustainable agriculture. A.M. Hirsch,
N. Khan, P. Martinez-Hidalgo, T. Ice, M. Maymon,
E.A. Humm, K.F. Faull

9:25  171. Commercial Ascophyllum nodosum extracts
(Acadian Plant Health) reduce plant stress resulting
in improved plant growth and productivity. H.
Little

9:50  Intermission.

10:10 172. M-trophs for sustainable agriculture. J.
Kerovuo

10:35 173. Analysis of Ascophyllum nodosum extracts
and other biostimulant products using NMR
metabolomics and other analytical methods
to evaluate final product composition and
consistency. D. Hiltz, E. Kerrin, L. Hamilton, A.
Banskota

11:25 Concluding Remarks.

SECTION F

San Diego Convention Center
Room 33C

Kenneth A. Spencer Award & Related
Presentations

S.J. Leibowitz, Organizer, Presiding

B. A. Lorsbach, Presiding

8:05 Introductory Remarks with Presentation of Spencer
Award.

AGRO — DIVISION OF AGROCHEMICALS 30
Draft Technical Program as of July 10, 2019



8:15  174.Science at the interface: Natural products and
computational approaches to understanding and
exploiting their chemistry. T.C. Sparks

9:00  175. Synthesis of GABAaR antagonists and related
chemical space. R.A. Shenvi

9:25  176. Innovative approaches to deliver natural
product and natural-derived solutions for crop
protection. B.A. Lorsbach, R. Cicchillo, N. Garizi, D.
Hahn, K.G. Meyer, T.C. Sparks

9:50 Intermission.

10:10 177. Discovery and use of natural products as
mosquito repellents. C.L. Cantrell, A. Ali

10:35 178. NCl program for natural product discovery:

Creating natural product libraries for high-
throughput screening. C. Thornburg, J. Britt,
J. Evans, R. Akee, J. Whitt, S. Trinh, M. Harris, J.
Thompson, T. Ewing, S. Shipley, P. Grothaus, D.
Newman, J. Schneider, T. Grkovic, B. O'Keefe

11:00 Concluding Remarks.

Chemistry & Utilization of Agro-Based Materials
Nanoscience & Related Materials
Sponsored by AGFD, Cosponsored by AGRO

Chemistry & Applications of Free Radical-based
Technologies for Water Treatment & Purification

UV-Based Free Radicals-Based Technologies &
Application
Sponsored by ENVR, Cosponsored by AGRO

Nanotechnology Applications for Food &
Agriculture

Sponsored by AGFD, Cosponsored by AGRO

Chemistry of Water Reuse Processes Toward
Water Sustainability

Sponsored by ENVR, Cosponsored by AGRO and PRES

Non-targeted Analysis to Understand Fate
& Effects of Pharmaceuticals & Emerging
Contaminants in Agriculture & Natural
Environments

Sponsored by ENVR, Cosponsored by AGRO

USDA-ARS Sterling B. Hendricks Memorial
Lectureship Symposium

Sponsored by AGFD, Cosponsored by AGRO

Sensors for Water Quality Assessment in
Resource Limited Environments

Sponsored by ENVR, Cosponsored by AGRO

| TUESDA

SECTION A

San Diego Convention Center
Ballroom 20B-D Theater 1

Kenneth A. Spencer Award & Related
Presentations

S.J. Leibowitz, Organizer, Presiding
B. A. Lorsbach, Presiding

2:15  Introductory Remarks.

2:20  179.Two scalable platforms for large scale
discovery of microbial natural products. N.L.
Kelleher

2:45  180. Development of novel carbohydrate-based
macrocyclic picolinamide fungicides. K. Bravo-
Altamirano, F. Li, R. Heemstra, K.G. Meyer, P.
Graupner, C.Yao

3:10 Intermission.

3:30  181. Al and natural agricultural active agent
discovery. N. Magarvey

3:55  182. Discovery of florylpicoxamid, a new
picolinamide for disease control. K.G. Meyer, C. Yao,
Y. Lu, K. Bravo, Z. Buchan, J. Daeuble, K. DeKorver,
J. Herrick, D.M. Jones, B.A. Loy, J. Rigoli, N. Wang, J.
Wilmot, D. Young

4:20  Concluding Remarks.

SECTION B

San Diego Convention Center
Ballroom 20B-D Theater 2

Simulating Fumigant Transport & Emissions:
The Evolving Role of Modeling in California
Regulations

Cosponsored by ENVR
S. Krepich, Organizer
E. Vidrio, Organizer, Presiding

1:00 Introductory Remarks.

1:05  183. Comparison between field-estimated
and HYDRUS-simulated emission of
1,3-Dichloropropene from agricultural fields. M.
Kandelous, C. Brown

1:30  184. Estimation of bystander exposure of sulfuryl
fluoride during structural fumigations of California
detached single family houses. J. Tao

1:55  185. Environmental effects on fumigant emission
from soil surface: Modeling perspective. M.
Kandelous, C. Brown

2:20  186. Procedure to select meteorological data for
air dispersion modeling of pesticide applications in
California. ). Tao

AGRO — DIVISION OF AGROCHEMICALS 31
Draft Technical Program as of July 10, 2019



2:45  187. Refining dispersion modeling to meet
evolving regulatory requirements. R. Sullivan, D.A.
Sullivan

3:10  Intermission.

3:30 188. Using HYDRUS to estimate 1,3-D emissions
under California conditions. C. Brown, M.
Kandelous, F. Sartori, C. Collins, F. Spurlock

3:55  189. AERFUM: Integrated air dispersion modeling
system for soil fumigants. Y. Luo

4:20  Concluding Remarks.

SECTION C

San Diego Convention Center
Ballroom 20B-D Theater 3

What does Nanotechnology Have to do with
Agriculture?

Cosponsored by COLL
J. Hughes, S. Kweskin, Organizers, Presiding

1:00  Introductory Remarks.

1:05  190. Effects of nanotechnology fertilizers on
soybean plant runoff water. J. Taylor

1:30  191. Nanoscale agrochemicals for precision
agriculture and sustainable environment. R. Raliya

1:55  192. Nanoparticles of Cu and Si for the suppression
of plant diseases. W. Elmer, C. Ma, L. Pagano, N.
Zuverza-Mena, R. De La Torre-Roche, C. Perez, J.
Borgata, J.T. Buchman, C.L. Haynes, R.J. Hamers, J.C.
White

2:20  193. Molecular and physiological responses of
alfalfa (Medicago sativa) plants exposed to nano,
bulk, and ionic copper compounds. K. Cota-Ruiz, Y.
Yuging, C. Valdes, E. Eguiarte, J.I. Garcia-Lopez, J.A.
HernandezViezcas, J. Peralta-Videa, J.L. Gardea-
Torresdey

2:45  194. High aspect ratio nanomaterials enable
biomolecule delivery and transgene expression or
silencing in intact plants. G.S. Demirer, H. Zhang, J.
De Lima Matos, N. Goh, F. Cunningham, Y. Sung, B.
Staskawicz, M. Landry

3:10 Intermission.

3:30  195. Evaluating the potential of a suite of metal
colloids for the treatment of pathogenic diseases:
Case study for citrus greening disease. T. Ameh, C.
Sayes, E. Braswell

3:55  196. Bioinspired development of crop foliage-
adhesive nanopesticides to enhance folia
retention. Z. Zeng, M. Yu, H. Chen, H. Cui

4:20  197. Utilization of cellulose nanomaterials in
agriculture: Current status and future prospects. G.
Kandhola, J. Batta-Mpouma, M. Lisunova, J. Kim

4:45  Concluding Remarks.

SECTIOND

San Diego Convention Center
Ballroom 20B-D Theater 4

Surfactant & Colloid Science Applied to
Formulations

Cosponsored by COLL
R. Acosta Amado, B. Rauzan, S. Sumulong, Organizers,
Presiding

1:25  Introductory Remarks.

1:30  198. Enhanced microbial pesticides via rainfastness
and UV resistance improvement. C. Woelfle-Gupta,
S. Arumugam, D. Saucy, M. Carter, Y. Tan, S.L. Jordan,
A. Izmitli, B. Ajayi

1:55  199. Approaches in waterborne basecoat
rormulation practice to minimize volatile organic
compounds (VOCs). M. MacDonald, L. Humbert

2:20  200. Influence of solvent chemistry on the
viscosity of high-load emulsifiable concentrate
agrochemical formulations. R. Acosta Amado, N. de
Castro, H. Jeon

2:45  201. Emulsifiable concentrate (EC) development
and beyond. F. Tu

3:10  Intermission.

3:30  202. Colloidal nanocrystal approach to fighting
counterfeit products. A.F. Smith, S.E. Skrabalak, J.D.
Smith

3:55  203. Natural wax nanoparticles induce changes
in morphology and physical properties of
polysaccharides after spray drying: Applications for
development of controlled-release formulations.
C. Espinoza-Gonzalez, N. Navarro-Guajardo,
C.Villanueva-Gonzalez, C. Martinez-Lara, L.
Arizmendi-Galaviz, A. Ledezma-Pérez, J. Romero-
Garcia

4:20  Concluding Remarks.

SECTION E

San Diego Convention Center
Ballroom 20B-D Theater 5

Next Generation Watershed Modeling of
Agrochemicals

Cosponsored by ENVR
N. Peranginangin, N. Thurman, M. Winchell, Organizers,
Presiding

1:25  Introductory Remarks.

1:30  204. Overview and application of the SWAT+ model
for watershed scale aimulation of agrochemicals.
H. Rathjens, M. Winchell, P.L. Havens

1:55  205. Modeling the co-occurrence of pesticides
and degradation products in surface water at the
landscape scale. PK. Janney, J.J. Jenkins
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2:20  206. Methods for representing watersheds in a
tiered approach for pesticide risk assessments. N.
Thurman, J. Hook

2:45  207.Towards the derivation of realistic dilution
factors for drinking water abstraction combining
GIS analysis and landscape level modelling. S.
Gebler, T. Schroder, E. Henry

3:10  Intermission.

3:30  208. Comparison of pesticide concentrations
observed in community water systems to
predictions from US regulatory aquatic exposure
models. J. Dunne, N. Peranginangin, L. Padilla, M.
Winchell

3:55  Panel Discussion.

4:20  Concluding Remarks.

SECTION F

San Diego Convention Center
Room 33C

Biostimulants in Agriculture: Chemistry &
Regulatory Aspects

Cosponsored by BIOL, MEDI and TOXI

P. Halarnkar, Organizer

M. E. Koivunen, K. D. Wing, Organizers, Presiding
P. Halarnkar, Presiding

1:20  Innovation Award Ceremony and Introductory
Remarks.

1:30  209. History, status, and future potential of natural
products for pest management and plant health.
P.G. Marrone

2:20  210. Managing the challenges associated with
continued growth of biostimulant technologies. S.
Semones

2:45  211. Guidance for plant regulator label claims,
including plant biostimulants. R.S. Jones

3:10  Intermission.

3:30  212. U.S. regulation and legislation impacting the
plant biostimulant industry. D.G. Beaudreau

3:55  213. Update on regulatory developments related
to biostimulants. K. Matthews

4:20  Discussion.

4:35  Concluding Remarks.

Chemistry & Applications of Free Radical-based
Technologies for Water Treatment & Purification

Various Free Radicals-Based Technologies
Sponsored by ENVR, Cosponsored by AGRO

Chemistry & Utilization of Agro-Based Materials
Advanced Materials from Agricultural Sources
Sponsored by AGFD, Cosponsored by AGRO

Biochar & Hydrochar for Energy, Environmental
& Agricultural Applications

Sponsored by ENVR, Cosponsored by AGRO

Proposition 65 on Food Safety
Sponsored by AGFD, Cosponsored by AGRO

[ ) [

Biochar & Hydrochar for Energy, Environmental
& Agricultural Applications

Sponsored by ENVR, Cosponsored by AGRO

Chemistry & Applications of Free Radical-based
Technologies for Water Treatment & Purification

Sponsored by ENVR, Cosponsored by AGRO

Chemistry of Water Reuse Processes Toward
Water Sustainability

Sponsored by ENVR, Cosponsored by AGRO and PRES

Non-targeted Analysis to Understand Fate
& Effects of Pharmaceuticals & Emerging
Contaminants in Agriculture & Natural
Environments

Sponsored by ENVR, Cosponsored by AGRO

Sensors & Biosensors for Widespread
Environmental Monitoring

Sponsored by ENVR, Cosponsored by AGRO

Sensors for Water Quality Assessment in
Resource Limited Environments

Sponsored by ENVR, Cosponsored by AGRO
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SECTION A

San Diego Convention Center
Ballroom 20B-D Theater 1

Process Research & Development in Crop
Protection

W. Su, Q. Yang, Organizers
K. Gray, Organizer, Presiding

8:05 Introductory Remarks.

8:10  214. Evaluation of [3 + 2] cyclization strategies
to 3-(3-Chloro-1 H-pyrazol-1-yl)pyridine, a
key intermediate for the insecticidal active
tyclopyrazoflor. Q. Yang, X. Li, B.A. Lorsbach, G.
Roth, D. Pordhorez, R. Ross, N. Niyaz, A. Buysse, D.
Knueppel, J. Nissen

8:35  215. Fit-for-purpose optimization of the route
to tyclopyrazoflor featuring [3 + 2] cyclization of
3-hydrazinopyridine dihydrochloride and methyl
acrylate. X. Li, Q Yang, B.A. Lorsbach, J. Muhuhi, G.
Roth, K. Gray, D.E. Podhorez

9:00  216. Streamlining the chemical development
process through continuous flow and task
automation. C. Breen, T.F. Jamison

9:25  Intermission.

9:45  217.Scalable synthesis of methyl
3-((3,3,3-trifluoropropyl)thio)propanoate via thiol-
ene chemistry. K. Gray, P. Heider, P. McGough, M.
Ondari, J. Devaraj, Q Yang, G. Frycek, B. Graham, J.
Neuman, B.A. Lorsbach, Y. Zhang

10:10 218. Withdrawn

10:35 219. Development of a scalable synthesis of chiral
allyl ether 6, a key intermediate en route to an
experimental picolinamide fungicide. S.N. Good, F.
Li, G.T. Whiteker

11:00 Concluding Remarks.

SECTION B

San Diego Convention Center
Ballroom 20B-D Theater 2

Pollinators in Agroecosystems: Current Science
Issues & Risk Assessment Approaches

Cosponsored by ENVR

Financially supported by Intrinsik

V. Kramer, J. R. Purdy, T. Steeger, Organizers
C. Douglass, A. Krueger, Organizers, Presiding
J. Purdy, Presiding

8:05 Introductory Remarks.

8:10  220. Protecting pollinators in agricultural land:
Toolbox of risk mitigation measures associated to
pesticide use. A. Alix

8:35  221. Pollinators as keystones of agriculture and
natural ecosystems: Impact of organosilicone spray
adjuvants on their health and reproduction. D.L.
Cox-Foster, E. Klinger, W.J. Doucette

9:00  222. Pesticides in honey bee colonies: Real world
exposure and associated morbidity over seven
years (2011-2017) in the USA. D. van Engelsdorp,
K. Traynor, R. Rose, K. Rennich

9:25  223. Quantification of neonicotinoid residues in a
pollinator attractive habitat. M.J. Hall, V. Dang, G.
Zhang, M.E. O’Neal, S.P. Bradbury, J.R. Coats

9:50 Intermission.

10:10 224. Toxicity of some ready-to use and common
garden pesticides to non-Apis bees. N. Joshi, O.
Kline, J. Belsky

10:35 225. Semi-field testing to address the risk of the
insecticide chlorantraniliprole on the brood of the
honey bee (Apis mellifera, Hymenoptera, Apidae). A.
Dinter, A. Samel, K. Brugger

11:00 226. Movement of Varroa mites and the spread of
viruses they transmit among colonies: Challenges
to quantification of pesticide effects. G. De Grandi-
Hoffman, V. Corby Harris, J. Chen, M. Chambers, H.
Graham, E. Watkins DeJong, N. Ziolkowski

11:25 Concluding Remarks.

SECTION C

San Diego Convention Center
Ballroom 20B-D Theater 3

Transfer of Analytical Methods: The Good, the
Bad, & the Ugly

R. M. Bennett, K. Clark, J. E. Foster, L. Riter, Organizers,
Presiding

8:05 Introductory Remarks.

8:10 227. Method development and validation for
determination of mancozeb and its metabolite
ETU via LC-MS/MS in soil, water, plant, and animal
matrices. A. Li, A.D. Budgeon Jr, C.M. Bianca

8:35  228. Two perspectives on transfer of residue
analytical methods. L. Riter, K. Clark

9:00  229. Key elements of successful method transfers.
K. McInerney

9:25  230. Method development and optimization for
extracting a pesticide from bee and corn pollen.S.
Whiting, W. Fain, E. Vogl, K. Clark

9:50  Intermission.

10:10 231. Contract laboratory perspective on the
transfer of LC-MS/MS methods. S. Sharp, S. Perez

10:35 232. Stay tuned! Strategically-developed GLP EPA
residue analytical methods to meet the regulatory
requirements of different global regions. J.E. Foster

11:00 Discussion.

11:25 Concluding Remarks.
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SECTIOND

San Diego Convention Center
Ballroom 20B-D Theater 4

Environmental fate, transport, & modeling of
agriculturally-related chemicals

Financially supported by Stone Environmental
S.Jackson, R. L. Warren, Organizers, Presiding

8:30  Introductory Remarks.

8:35  233. Challenges, approaches and achievements on
surface water mineralization with amended solids:
Case study for insoluble compounds and high
volatility. R. Lomax, M. Ponte

9:25  234. Hydrolysis of dichloroacetamide herbicide
safeners: Rates and transformation products. M.E.
McFadden, J.D. Sivey, G.H. LeFevre, D.M. Cwiertny

9:50 Intermission.

10:10 235. Sorption-desorption hysteresis linked to
formation of metastable states: How much does it
cost (in terms of free energy). M. Borisover

10:35 236.Summary of ‘Scientific opinion about the
guidance of the Chemical Regulation Directorate
(UK) on how aged sorption studies for pesticides
should be conducted, analysed and used in
regulatory assessments’: Released in August 2018
by EFSA. P. Sharma

11:00 237.Inverse modeling approaches for derivation
of aged sorption parameters from terrestrial field
dissipation studies. P. Sharma

11:25 Concluding Remarks.

SECTION E

San Diego Convention Center
Ballroom 20B-D Theater 5

Development of Novel Vector Control
Technologies

Cosponsored by MEDI
A. D. Gross, E. ). Norris, D. Swale, Organizers, Presiding

8:05 Introductory Remarks.

8:10  238. Convergence of the octopaminergic and
muscarinic signal transduction pathways in
Drosophila melanogaster. A.D. Gross, N. Xie

8:35  239. Will resistance render pyrethroids ineffective
for house fly control in the near future?. J.C.
Freeman, J.G. Scott

9:00  240. How many sodium channel mutations confer
pyrethroid resistance in Aedes aegypti?. K. Dong

9:25  241. Towards new modes of action for reducing
arthropod-borne disease in honey bee colonies.
T.D. Anderson

9:50  Intermission.

10:10 242. Developing novel mechanism insecticides to
inhibit feeding and vectorial capacity of the cotton
aphid, Aphis gossypii. D. Swale

10:35 243. Do ABC transporters contribute to pyrethroid
resistance in the Puerto Rico strain of Aedes
aegypti?. L. Rault, E. Johnson, S. O’Neal, T.D.
Anderson

11:00 244.Vapor delivery of plant essential oils alters
pyrethroid efficacy and detoxification enzyme
activity in mosquitoes. S. O’Neal, E.J. Johnson, L.
Rault, T.D. Anderson

11:25 Concluding Remarks.

SECTION G

San Diego Convention Center
TBD

Advances in Analytical Technologies Supporting
Environmental Fate, Metabolism, & Residue
Analysis

Cosponsored by ENVR
K. Kuppannan, M. Ma, Y. Yuan, Organizers

11:30-2:00
245, Development of analytical method of cyantra-
niliprole residue in Wilford swallow-wort (Cynan-
chum wilfordii (Maxim.) Hemsl.). J. Choi, S. Leem, H.
Ham, J. Kim, H. Choi, J. Hur
246. SFC-MS based analytical strategy for
stereoisomer analysis in environmental fate and
metabolism studies. X. Zhou, J.A. Godbey, TK.
Trullinger
247. Method development for analysis of
herbicide glyphosate and its metabolite
aminomethylphosphonic acid in human urine
samples using GC-MS/MS. J. Tang, T. Baker, K.
LeVanseler, N. Cole
248. Degradation of tetracycline antibiotics in
livestock and poultry manure during anaerobic
digestion. J. Kasumba, K. Appala, G. Agga, J.H.
Loughrin, E.D. Conte
249. Application of multiple mass defect filters to
improve the quality of total ion chromatograph in
high resolution MS analysis. M. Zhang, D. Nabb
250. Development of the analytical method for
carbendazim in a traditional herbal medicine,
Astragalus membranaceus, using HPLC. B. Ju, J. Lee,
E. Park, X. Yuan, R. Go, M. Rehan, E. Jung, H. Han, J.
Kim
251. Withdrawn
252, Efficiency evaluation of extraction and clean-
up for multi pesticides by LC-MS/MS in agricultural
commodities. S. Lee, S. Kwak, H. Kim, H. Jeong, A.
Nam, J. Kim
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SECTION G

San Diego Convention Center
TBD

Agrochemical Residue & Metabolism Chemistry

Cosponsored by AGFD
J.J. Johnston, K. Mastovska, D. J. Smith, X. Zhou, Organizers

11:30 - 2:00
253. Hydrolysis of amisulbrom in various pH buffer
solutions: Kinetic and products identification. J. Hu,
K. Pang, H. Lin
254. Withdrawn
255. Application of kinetic models for degradation
rate of triazole pesticides in perilla leaves. H. Kim,
S.Lee, S. Kwak, A. Sarker, H. Jeong, A. Nam, T. Kim, J.
Kim
256. Structure determination of DNA adducts
from chlorobenzonitrile pesticides. M. Byron, D.W.
Boerth
257. Development of multi-residue analysis
method of pesticides in organic agro-materials. H.
Jeong, S. Kwak, S. Lee, A. Sarker, H. Kim, A. Nam, J.
Kim
258. Dissipation of fomesafen in fumigated and
organic-amended soil in Florida tomato systems.
Z.1i, F. Di Gioia, J. Hwang, J. Hong, M. Ozores-
Hampton, X. Zhao, C. Pisani, E. Rosskopf, P. Wilson
259. Method optimization for the trace analysis of
planar pesticides in pigmented plant matrices. E.
Leonard, C. Palmer, N. Tharayil

SECTION G

San Diego Convention Center
TBD

Biological Considerations for Agrochemical
Control

Cosponsored by AGFD
C.B. Cleveland, Organizer

11:30-2:00
260. Alternative water source contaminant
concerns for greenhouse agriculture. J.C. Czarnecki,
T.M. Vadas, D. Kelemen, C. Kirchhoff, A. Tashev, R.
Raudales
261. Semiochemicals for attraction of Euwallacea
nr. fornicatus, a pest ambrosia beetle in southern
Florida. N. Tabanca, P. Kendra, D. Owens, T. Narvaez,
W. Montgomery, E. Schnell, D. Carrillo
262. Evaluation of repellents for Euwallacea
nr. fornicatus, a pest ambrosia beetle in Florida
avocado groves. P. Kendra, N. Tabanca, W.
Montgomery, T. Narvaez, E. Schnell, A. Vazquez, D.
Carrillo

263. Toxicity changes during photolysis of Triton
X-100 in water. E. Jho, D.G. Yoo

264. Elucidating the influence of nanoparticle
chemical and physical properties on their
translocation and distribution in crop leaves. P. Hu,
J. An, M. Faulkner, H. Wu, Z. Li, X. Tian, J. Giraldo
265. Acephate risk characterization. W. Zhao

266. Effect of polyethylene microplastics on
strawberry plant growth, soil enzyme activity, and
microbial community composition. S. Chahal, P.
Wang, V. Bueno, H. Anand, S. Bayen, S. Ghoshal, V.
Gravel, N. Tufenkji

SECTION G

San Diego Convention Center
TBD

Biostimulants in Agriculture: Chemistry &
Regulatory Aspects

Cosponsored by BIOL, MEDI and TOXI
P. Halarnkar, M. E. Koivunen, K. D. Wing, Organizers

11:30-2:00
267. Foliar application of inositol-based biostimu-
lant boosts zinc uptake and accumulation in wheat
(Triticum aestivum L.). D. Amaral, PH. Brown
268. Field methods for evaluating nutrient
enhancement effects of biostimulants. R.E. Ross
269. Field screening approaches for monitoring
whole-plant response modulated by biostimulants.
M. Park, D. Amaral, P.H. Brown

SECTION G

San Diego Convention Center
TBD

Development of Novel Vector Control
Technologies

Cosponsored by MEDI
A.D. Gross, E. J. Norris, D. Swale, Organizers

11:30-2:00
270. Phenalenones-based photosensitizers for
mosquito control. X. Shao
271. Larvicide activity of biorational compounds to
pyrethroid-resistance Aedes aegypti mosquitoes. E.
Johnson, S. O'Neal, L. Rault, T.D. Anderson
272. Plant terpenoids as a source of novel
nematicides. C. Wong, J.R. Coats
273. Combatting plant-parasitic nematodes with
biorational pesticides. J.S. Klimavicz, J.O. Barizon,
G.L.Tylka, J.R. Coats
274. Giving ticks ‘dry mouth’ through chemical
modulation of inward rectifier potassium channels
as a mechanism to prevent blood feeding. Z. Li, D.
Swale
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275. Inducing neural failure through chemical
inhibition of insect inward rectifier potassium
channels. R. Chen, D. Swale

276. |dentification of novel target sites to reduce
salivary gland function and feeding of Aedes
aegypti. A. Soohoo-Hui, D. Swale

277. Toxicological relevance of potassium ion
channels to honey bee immune health. C.J.
Fellows, T.D. Anderson, D. Swale

278. Toxicological and neurophysiological
characterization of natural product based
chromene analogs to insect pests. S. McComic, D.
Swale, K.M. Meepagala

279. Repurposing isoxazoline and diamide
insecticides to control the sand fly, Phlebotomus
papatasi. M. Nguyen, Z. Li, L. Foil, D. Swale

280. Developing an alternative method for
deploying toxic sugar bait technologies. C.L.
Corona, J.S. Klimavicz, J.R. Coats

281. Synergistic effects of potassium channel
blockers and pyrethroids: Mosquitocidal activity
and neuronal mode of action. S. Jiang, J.R.
Bloomquist

282. Transcriptome analysis of the chicken mite
Dermanyssus gallinae for the characterization of
major acaricide target genes. K. Kim, S. Kim, J. Kim,
S. Lee

SECTION G

San Diego Convention Center
TBD

Ecological Considerations of Crop Protection

Cosponsored by ENVR
C. B. Cleveland, Organizer

11:30-2:00
283. Growing good neighbors using technology to
improve outreach and communication. S. Regag-
non
284. Toxicology of a pyrethroid insecticide in the
monarch butterfly and interactions with host plant
defense chemicals. A. Krueger, T.D. Anderson
285. Some challenges of analytical method
transfer for ecotoxicology study in CRO. J. Wang
286. Evaluation of DDT bioaccumulation in
earthworms from a historically-contaminated
orchard using Bayesian hierarchical modelling. Z.
Yang, M.O. Anderson, T. LaChance, R.E. Plummer, D.
Jackson, L.L. McConnell, C.J. Hapeman, A. Torrents

SECTION G

San Diego Convention Center
TBD

Environmental Fate, Transport, & DRIFT
Modeling of Agrichemicals

Financially supported by Stone Environmental
S.Jackson, R. L. Warren, Organizers

11:30 - 2:00
287. Quantum yields and product studies for pho-
tolysis of neonicotinoids solid films. W. Wang, K.Z.
Aregahegn, ST. Andersen, A.Z. Ni, A. Rohrbacher, O.
Nielsen, B.J. Finlayson Pitts
288. Atmospheric fate of neonicotinoids as pure
compounds and in formulations. A. Rohrbacher,
B.J. Finlayson Pitts
289. lon-specific influences on the
photodegradation of benzobicyclon hydrolysate in
seawater. M. Knight, E.N. Vebrosky, L. Basirico, K.L.
Armbrust
290. Common Issues in agrochemical risk
communication. D. Barrett, M. Williams
291. Uptake, translocation, and metabolism of
trace organic contaminants in water—plant. J.
Hwang, P. Wilson
292. Evaluation of end points derived from soil
rate of degradation studies dosed with cold and
radio-labeled test substances and their impact on
exposure assessment. C. Fang
293. Spray drift characterization using an ambient
breeze tunnel. T. Lane, C. Mohler, F. Salzman, J.
Arnold
294. Assessing lateral hydraulic connectivity of
edge-of-field groundwater monitoring wells using
a tiered modeling approach. N. Kehrein, W. He, F.
Hegler, R. Sur
295. Higher tier refinement on the tier 1 AgDRIFT
buffer distance using REGDISP model for
environmental risk assessment in New Zealand. M.
Kim, M. Robert

SECTION G

San Diego Convention Center
TBD

New Herbicides & Their Modes of Action &
Design

F. Dayan, S. O. Duke, T. M. Stevenson, Organizers
11:30 - 2:00

296. Highly functionalized herbicidal natural prod-
uct: Synthesis, SAR and stereochemistry. B. Kuhn,
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H. Dietrich, D. Barber, U. Doeller, M. Hoffmann, D.
Schmutzler, S. Schnatterer, M.E. Maier, T. Kocakaya,
M. Morkunas

297. Computational modeling of inhibition of
acetyl CoA carboxylase by cyclohexanedione and
aryloxypropionic acid herbicides. V. Sammeta, D.W.
Boerth

298. Complex nanoparticles for delivering crop
protection agents. J. Zhang

SECTION G

San Diego Convention Center
TBD

Off-Target Transport of Field Applied Agricultural
Chemicals: Study Designs, Monitoring,
Modelling, & Risk Assessment

Cosponsored by ENVR
S. Grant, A. M. Ritter, Q. Yao, Organizers

11:30-2:00
299. Establishment of soil management guideline
for spinach cultivation in soils contaminated with
endosulfan. S. Kwak, S. Lee, A. Sarker, H. Kim, H.
Jeong, A.Nam, J. Kim
300. Results of a multi-stakeholder workshop on
incorporating the benefits of vegetative filter strips
into aquatic risk assessment and risk management
of pesticides. D. Carley, Z. Tang, R. Munoz-Carpena,
G. Fox, PJ. Rice, C. Truman, K.L. Armbrust, L.L.
McConnell
301. Edge-of-field management to mitigate
potential off-site pesticide movement. M.A. Locke,
M. Moore, L. Yasarer, R. Bingner
302. Effectiveness of vegetated filter strips based
on modeling with VFSMOD or fixed reduction
percentages from the European regulatory
framework. R. Sur, S. Reichenberger, H. Meyer, C.
Kley
303. Regulatory implementation of VFS as a
mitigation for transport of pesticides via runoff
and erosion: European approach. E. Henry, B.
Erzgraber, Z. Tang, R. Sur
304. Phytoremediation of atrazine using
switchgrass (Panicum virgatum). K. Hatch, R. Lerch,
KW. Goyne, C. Willett, K.J. Robert, R. Craig

SECTION G

San Diego Convention Center
TBD

Pollinators in Agroecosystems: Current Science
Issues & Risk Assessment Approaches

Cosponsored by ENVR

Financially supported by Intrinsik

C. Douglass, V. Kramer, A. Krueger, J. R. Purdy, T. Steeger,
Organizers

11:30-2:00
305. Pollinator research task force: Overview of ac-
complishments and upcoming projects. V.J. Kramer
306. Residue analysis of cyantraniliprole and
Its metabolites in bee products in support of
ecotoxicology studies. M.Y. Cabusas
307. Sublethal effects of chlorantraniliprole
exposure to a beneficial insect species. J. Williams,
D. Swale, T.D. Anderson
308. Addressing multiple factors impacting honey
bee colonies in large colony feeding studies with a
mechanistic honey bee colony model. A. Schmolke,
F. Abi-Akar, D. Perkins, N. Galic, S. Hinarejos
309. Contamination of bee-collected pollen in
multiple landscapes. J. Zawislak, G. Lorenz, J.
Adamczyk, N. Joshi
310. Toxicity of premixed insecticide chemistries to
blue orchard bees. J. Belsky, N. Joshi

SECTION G

San Diego Convention Center
TBD

Surfactant & Colloid Science Applied to
Formulations

Cosponsored by COLL
R. Acosta Amado, B. Rauzan, S. Sumulong, Organizers

11:30-2:00
311. Optimization of manufacturing process
to improve the physical stability of oil-in-water
emulsion agricultural formulation. J. Xu, R. Acosta
Amado
312. Use of polar co-solvents to improve dilution
properties at low temperature of high-load
emulsifiable concentrate (EC) agrochemical
formulations. N. de Castro, R. Acosta Amado
313. Overview of the application of surface
chemistry in pesticide formulations. V. Shing

Innovative Approaches to Enhancing Food
Safety & Reducing Food Waste

Sponsored by AGFD, Cosponsored by AGRO
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Chemistry & Applications of Free Radical-based
Technologies for Water Treatment & Purification

Sulfate Radicals- & Electrochemical Production
of Radicals-Based Technologies

Sponsored by ENVR, Cosponsored by AGRO

Biochar & Hydrochar for Energy, Environmental
& Agricultural Applications

Sponsored by ENVR, Cosponsored by AGRO

Proposition 65 on Food Safety
Sponsored by AGFD, Cosponsored by AGRO

SECTION A

San Diego Convention Center
Ballroom 20B-D Theater 1

Innovative Approaches to Managing the
Interface Between Pesticide Use & Non-Target
Species Habitat Protection

Cosponsored by ENVR
A.Beehler, A. Frank, L. Moreno, Organizers, Presiding
K. Bissell, Presiding

2:00 Introductory Remarks.

2:05  314.Ontogeny of a pesticide application with
respect to FIFRA/ESA endangered species risk
interpretation. B. McGaughey

2:30  315. Conservation measures and their role in the
endangered species act consultation process. K.
Bissell, L. Laniawe

2:55  316. Tools developed to inform landowners about
sensitive habitats and conservation options. J.
Peters, M. Crowder, A. Rivers

3:20  317.Ensuring safety of sensitive listed plants to
new crop protection products. D.E. Edwards, P.J.
Rice, S.R. Mortensen

3:45 Intermission.

4:05 318. What do we actually do? Review of modern
integrated mosquito control programs in the
United States. G. White

4:30  319.Best management practices: Using species
specific technology to control Aedes aegypti
mosquitoes at Anastasia Mosquito Control District.
R. Xue

4:55  320.Quantitative analysis of traditional and non-
traditional techniques to minimize spray drift. J.
Bonds

5:20  321. Endangered Species Act considerations in
planning and implementing pesticide use. C.A.
Roberts

5:45  Concluding Remarks.

SECTION B

San Diego Convention Center
Ballroom 20B-D Theater 2

Plant-Insect-Microbe Communications in
Agriculture: General Session

Cosponsored by AGFD
P. Kendra, J. Niogret, N. Tabanca, Organizers, Presiding

2:00 Introductory Remarks.

2:05  322.Role of semiochemicals in plant-insect-
entomopathogenic nematode interactions. H.T.
Alborn

2:30 323. Constitutive, herbivore- and microbe-induced
Citrus jambhiri (lemon) volatiles differentially
influence African citrus triozid Trioza erytreae
behavior. B. Torto, A.K. Antwi-Agyakwa, S.A.
Mohamed

2:55 324, Exploring the role of phenolic and terpenoid
compounds in grapevine defense against
pathogens and insects. C.M. Wallis

3:20  325. Interaction of ants and microbes with special
emphasis on the fire ant, Solenopsis invicta. R.K.
Vander Meer

3:45  Intermission.

4:05 326. Developing microbial odor based repellents
to manage spotted wing drosophila, Drosophila
suzukii. D. Cha, G. Loeb

4:303 27. Development of infestation detection and
population monitoring tool for invasive species,
spotted wing Drosophila. A. Zhang, Y. Feng, N.
Larson

4:55  328. Agricultural screening of volatile organic
compounds as indicators of infestation by portable
gas chromatography. L.D. Mosser

5:20  329. Nectar microbe mixtures differ from single
species in volatile emission and pollinator
acceptance. C.C. Rering, R.L. Vannette, R. Schaeffer,
J.J. Beck

5:45  Concluding Remarks.
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SECTION C

San Diego Convention Center
Ballroom 20B-D Theater 3

Transfer of Analytical Methods: The Good, the
Bad, & the Ugly

R. M. Bennett, K. Clark, J. E. Foster, L. Riter, Organizers,
Presiding

2:00 Introductory Remarks.

2:05  330. Transferring a verified method for the analysis
of pesticides in cannabis to contract laboratories:
Lessons learned. P.C. Winkler, D. Tran, R. DiLorenzo,
S. Roberts, C. Butt, K. Oetjen, K. Hyland, C. Borton

2:30  331. Transfer of a trace level dicamba method
between industry and a state agency to enable
assessment of off-target transport. A. Meredith,
M. Green, J. Toler, P. Jensen, L. Riter, A. Chen, D.L.
Sparks, A.E. Brown

2:55 332. Methods of miscommunication: Series of
unfortunate events. E.A. Schoenau, T.F. Moate

3:20  333. Challenges for developing a method,
validation and method transfer. R.M. Bennett

3:45 Intermission.

4:05 334. LC-MS/MS analysis of neonicotinoids and
their metabolites in different environmental
matrices by modified QUEChERS. M.J. Hall, V. Dang,
D.J. Borts, S.P. Bradbury, J.R. Coats

4:30  335. Obstacle course of running SANCO compliant
method validations to support ecotoxicology
studies. L. Zhang, K. Martin

4:55 Discussion.

5:10 Concluding Remarks.

SECTIOND

San Diego Convention Center
Ballroom 20B-D Theater 4

Environmental fate, transport, & modeling of
agriculturally-related chemicals

Financially supported by Stone Environmental
S.Jackson, R. L. Warren, Organizers, Presiding

2:25  Introductory Remarks.

2:30  336. Pesticide quantitative structure-
biodegradability relationship models. D. Tomandl,
D. Cirovic, M. Hastings, K. Lynn, S. Gehen, R.
Rasoulpour

2:55  337.US EPA CompTox Chemicals Dashboard
providing access to experimental and predicted
environmental fate and transport data. A.J.
Williams, C. Grulke, K. Mansouri, T. Martin

3:20  338.Improved lipophilicity (clogD) QSAR models
for agrochemicals. Y. Djoumbou Feunang, D.
Tomand|

3:45 Intermission.

4:05  339.Refinement of consumer use pesticides
application practices and resulting improvements
to exposure predictions in ecological risk
assessments. S. Castro-Tanzi, L. Padilla, W.
Hillwalker, M. Winchell

4:30  340. Screening for regions vulnerable to runoffin
Brazil: Case study using the exposure model PRZM.
N. Kehrein, H. LiRner

4:55  341. Spatially explicit modeling of static, flowing,
and intermittent water bodies in probabilistic
pesticide exposure assessments. M. Winchell, H.
Rathjens, P. Whatling

5:20  Discussion.

5:45  Concluding Remarks.

SECTIONE

San Diego Convention Center
Ballroom 20B-D Theater 5

Development of Novel Vector Control
Technologies

Cosponsored by MEDI
A.D. Gross, E. J. Norris, D. Swale, Organizers, Presiding

2:00 Introductory Remarks.

2:05  342. Potential of spatial repellents for the control
of mosquito-borne disease. N.L. Achee

2:30  343. Challenges in developing new vector control
tools. R. Koganemaru, K. Ohashi, N. Sakamoto

2:55 344, Avoiding silent spring: Revolutionizing vector
control by redesigning insecticide discovery and
delivery. S. Shruti, M. Murgia, J. Kaur, J. Scott,
W. Austin, S. Nakatake, D. Flaherty, M. Scharf, L.
Raymond, L. Pfeiffer, V. Watts, C.A. Hill

3:20  345. Using semiochemicals to control disease
vectors. A. Mafra Neto

3:45  Intermission.

4:05  346. Investigations for reducing fitness in
peridomestic mosquitoes using spatial repellents.
C.S. Bibbs, J.R. Bloomquist, D.A. Hahn, PE. Kaufman,
R. Xue

4:30  347.Solid-state form dependent lethality of fast-
acting fluoro analogs of the contact insecticide
DDT. X. Zhu, M.D. Ward, B.E. Kahr

4:55  348. Structure-activity relationship analysis
of potential new insecticides and repellents.
G. Richoux, Q Coquerel, F. Démares, L. Yang, K.
Linthicum, J.R. Bloomquist

5:20  Concluding Remarks.

Innovative Approaches to Enhancing Food
Safety & Reducing Food Waste

Sponsored by AGFD, Cosponsored by AGRO
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Chemistry & Applications of Free Radical-based
Technologies for Water Treatment & Purification

Novel Materials Application for Rree Radicals-
Based Technologies

Sponsored by ENVR, Cosponsored by AGRO

Edible Functional Food Packaging from
Agricultural Biomacromolecules

Sponsored by AGFD, Cosponsored by AGRO

Proposition 65 on Food Safety
Sponsored by AGFD, Cosponsored by AGRO

Biochar & Hydrochar for Energy, Environmental
& Agricultural Applications

Sponsored by ENVR, Cosponsored by AGRO

SECTION A

San Diego Convention Center
Ballroom 20B-D Theater 1

Advances in Spray Drift Deposition
Characterization & Measurement

Cosponsored by ENVR
G. Goodwin, G. Kruger, J. W. Perine, D. Perkins, Organizers,
Presiding

8:15  Introductory remarks.

8:20  349. Standardizing methods of spray drift
measurement. J. Bonds, A.C. Chappel, N. Mackay

8:45  350. Withdrawn

9:10  351. Assessment of spray drift and resulting plant
effects in a non-target plant field study. D. Moore,
C.Banman, B. Brayden, A.C. Chappel, T. Hall, J.P.
Hanzas, R. Isemer, L. Ortego, .M. Rodea Palomares,
S.Rodney, Z. Tang, K. Watson, T. Xu, Y. Yang

9:35  352.Remote-sensing based assessment of long-
term riparian vegetation health in proximity
to agricultural lands with herbicide use history.

L. Ghebremichael, F. Yousef, JW. Perine, M.
Gebremichael

10:00 Intermission.

10:20 353. Drift potential from glyphosate and 2,4-D
applications as influenced by nozzle type and
adjuvants. G. Sousa Alves, B.C. Vieira, T.R. Butts,
S.M. Silva, J. Cunha, G. Kruger

10:45 354. Effect of adjuvants on dicamba droplet size
and physicochemical properties of the solution. G.
de Castro Macedo, G. Obear, F. Sexton, J.A. Golus, J.
Gizotti-de-Moraes, G. Kruger

11:10 355. Characterizing worker exposure to pesticides
without personal monitors: Developing challenge
for all pesticides. R.D. Sullivan, D.A. Sullivan

11:35 356. Application of FTIR spectroscopy and
chemometrics for the classification of auxin
herbicides in damaged cotton and soybean tissue.
A.E. Brown, J. Buol, C.X. Reid, D. Reynolds, B.
Blackburn, D.L. Sparks, K. Greg

12:00 Concluding Remarks.

SECTION B

San Diego Convention Center
Ballroom 20B-D Theater 2

Plant-Insect-Microbe Communications in
Agriculture: General Session

Cosponsored by AGFD
P. Kendra, J. Niogret, N. Tabanca, Organizers, Presiding

8:15  Introductory Remarks.

8:20  357. Phytochemicals are key drivers of host and
range expanding insect herbivores. N. Erbilgin

8:45  358. Controlling fusarium dieback: Shot hole
borers throughout avocado groves in california. S.C.
Lynch, R. Stouthamer, G.S. Gilbert, A. Eskalen

9:10  359. Stink bug pheromones of bisabolane
structural motif: Identification, synthesis, and use
in pest management. A. Khrimian, M. Blassioli
Moraes, M. Borges, R. Laumann, E. Hickel, D.C.
Weber

9:35  360. Pheromonal regulation of reproduction in a
plant bug. C.S. Brent

10:00 Intermission.

10:20 361. Tracking female moths (Lepidoptera:
Tortricidae) in orchards with new kairomonal
blends. A.L. Knight

10:45 362. Traps and attractants for monitoring for
Amyelois transitella in the presence of mating
disruption. C.S. Burks, J.J. Beck, B. Higbee

11:10 363. Identification of novel host plant volatiles for
use as navel orangeworm attractants. N. Mahoney,
W. Gee, B. Reynolds, LW. Cheng

11:35 364. Advances in the synthesis, design, and
formulation of semiochemicals used to control
tephritid fruit flies (Diptera: Tephritidae). D.
Kuzmich, S.S. Walse

12:00 Concluding Remarks.
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SECTION C

San Diego Convention Center
Ballroom 20B-D Theater 3

Interpreting, Communicating & Managing Risk
in the FIFRA/ESA Regulatory Setting

J. Rodgers, G. Watson, Organizers
B. McGaughey, Organizer, Presiding
G. Bahr, N. Golden, Presiding

8:15  Introductory Remarks.

8:20  365. Informing national-level assessments with
FESTF’s “gopher” data integration tool. A. Frank, T.
Hall, D.D. Campbell

8:45  366. Mitigating risk with technology
communication tools. S. Regagnon

9:10  367. Pesticide use in the Pacific Northwest:
Enabling compliance with the Endangered Species
Act. J.). Jenkins, PK. Janney

9:35  368. Making the intersection of FIFRA and ESA
work!. M. Dobbs, T. Hall

10:00 Intermission.

10:20 369. Participating in the registration review
and Endangered Species Act processes for the
protection of endangered species. L.A. Moreno-
Matiella, C. Bilheimer

10:45 370. Lesson for agriculture: when the Endangered
Species Act interferes with management of an
invasive species. G. Watson

11:10 371. Leveraging national compensatory mitigation
conservation offset strategies to proactively
address endangered species section 7 authorized
take of residual, unavoidable impacts permitted
within national scale pesticide biological opinions.
W. White, J. Bickel, N.J. Snyder

11:35 372.Investigating the adoption of conservation
activities by agricultural stakeholders. L. Duzy

12:00 Concluding Remarks.

SECTIOND

San Diego Convention Center
Ballroom 20B-D Theater 4

To GLP or Not? How-To’s for the AGRO
Professional

Financially supported by SQA
C. Lee, J. Mazlo, Organizers

K. Watson, Organizer, Presiding
V. Erickson, Presiding

8:15  Introductory Remarks.

8:20  373.To GLP or not to GLP: That is the question. K.
Watson

8:45  374.Good documentation practices, data quality,
and data integrity. J. Franchetti

9:10

9:35

10:00
10:20

10:45

11:10

11:35

375. Digital data documentation: Good
documentation practices for electronic data for EPA
GLP studies when electronic laboratory notebook is
used to record study data. L. Hayes

376. Management of multisite studies: Challenges
and solutions. L.U. Sanghani

Intermission.

377. Interactions between the study director and
quality assurance experts on GLP agricultural field
studies: Challenges and bright spots. A.M. Moore,
J. Mazlo

378. Failure to comply: How does this happen?. V.
Erickson

379. EPA good laboratory practice compliance. F.
Liem, D. Myers, M. Lehr

Concluding Remarks.

SECTIONE

San Diego Convention Center
Ballroom 20B-D Theater 5

Development of Novel Vector Control
Technologies

Cosponsored by MEDI
A.D. Gross, E. J. Norris, D. Swale, Organizers, Presiding

8:40
8:45

9:10

9:35

10:00
10:20

10:45

11:10
11:35

12:00

Introductory Remarks.

380. Natural and biorational repellents to protect
against disease vectors. J.R. Coats, J.S. Klimavicz,
C.L. Corona, C. Wong, E.J. Norris

381. Improvements to biorational mosquito
repellents: Beyond simple monoterpenoid esters.
J.S. Klimavicz, C.L. Corona, J.R. Coats

382. Plant essential oils enhance public health
insecticides through diverse modes of action. E.J.
Norris, J.R. Bloomquist

Intermission.

383. Use of volcanic rock to kill mosquitoes and
other vector important arthropods. R.M. Roe, J.
Deguenon, R. Mitchell, A. Dhammi, C. Apperson,
J. Strider, J. Zhu, G. Cave, M. McCord, D. Stewart, F.
Agossa, R. Azondekon, J. Ahoga, B. Ndombidje, R.
Anagonou, G. Padonou, M. Akogbeto, K. Chen
384. Liriodenine, a natural plant alkaloid, as a tool
to explore new targets for mosquitocidal activity.
Q.R. Coquerel, F. Démares, A. Le Ray, C. Legros, J.R.
Bloomquist

385. Withdrawn

386. Insecticidal activity of essential oil-

derived compounds and their possible synergy
mechanisms in the yellow fever mosquito, Aedes
aegypti. ). Tak, J.R. Bloomquist

Concluding Remarks.
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Innovative Approaches to Enhancing Food
Safety & Reducing Food Waste

Sponsored by AGFD, Cosponsored by AGRO

Edible Functional Food Packaging from
Agricultural Biomacromolecules

Sponsored by AGFD, Cosponsored by AGRO

SECTION A

San Diego Convention Center
Ballroom 20B-D Theater 1

Unmanned Aerial Vehicles (aka Drones):
Pesticide Spraying & other Agricultural
Applications

Cosponsored by ENVR
A.Jacobson, Organizer
J. W. Perine, Organizer, Presiding

1:15  Introductory Remarks.

1:20  387.Implementation of sUAVs into public health
vector control programs. E.S. Horvath, D.M. Smith

1:45  388. Spray drift from drone application. T. Lane, C.
Scott, F. Salzman, J. Arnold

2:10  389. Precision pesticide applications with
remotely-piloted aerial spray systems (RASS) in
a steep vineyard setting. J. Bonds, A. Herbst, C.
Wang, X. He

2:35  390. Best management practices (BMP) for
unmanned aerial vehicle (UAV) applications to
improve rice pest control in China with FMC’s
Rynaxypyr® products. X. Li, J. Andaloro, E.B. Lang

3:00 391.Unmanned aerial spraying of pesticides in
Brazil: Regulation and expectations. L. Souza, M.
Ceccon

3:25  Panel discussion.

3:45  Concluding Remarks.

SECTION B

San Diego Convention Center
Ballroom 20B-D Theater 2

Formulating Complex Agrochemical Mixtures

R. Acosta Amado, B. Rauzan, J. Whitteck, Organizers
J. Whitteck, Presiding

1:15  Introductory Remarks.

1:20  392. Metribuzin crystal growth inhibitionin a
premixture formulation: Fierce® MTZ herbicide. J.
Tanuwidjaja, S. Cheung

1:45  393. Layered formulating to improve stability of
seed treatment blends. R.F. Colletti, M. Migliazzo, S.
Selness, D.J. Seyer

2:10  394. Finally: An application designed to meet the
research needs of formulators. M.A. Strausbaugh,
M.A. Pozenel

2:35 395, Addressing physical stability of complex
suspension formulations. J. Zhang, G.J. Klopf

3:00  396. Escherichia coli inactivation during
biosolarization using tomato and grape pomaces
as soil amendments. J. toniato, E. Shea, CW.
Simmons

3:25  Discussion.

3:35  Concluding Remarks.

SECTION C

San Diego Convention Center
Ballroom 20B-D Theater 3

High Throughput Approaches to Support
Pesticide Discovery & Development

K. Llynn, M. Zhang, Organizers
L. Riter, Organizer, Presiding
M. Ma, Presiding

1:15  Introductory Remarks.

1:20  397.Finding novel lead compounds in pesticide
discovery inspired by pharmaceutical research. F.
van den Broek, M. Shkrob, A. Yuryev

1:45  398. High throughput environmental fate and
metabolism assays to support pesticide discovery
& development. M. Ma, V. Badwaik, K. Lynn, P.

Yu, M. Huang, Y. Adelfinskaya, M. Hastings, A.
Eatherall, S. Gehen, G. Shan

2:10  399. High-throughput experimental and
computational technologies at the National Center
for Computational Toxicology. A.J. Williams, J.
Wambaugh, K. Houck, R. Judson, K. Paul-Friedman

2:35  400. Sorption of pesticides in soil: Screen data,
QSAR, and prediction. X. Huang, M. Ma, P. Yu, A.
Eatherall

3:00 401. Development of optimized extraction and
pass-through SPE cleanup protocols for LC-MS and
GC-MS multiresidue pesticide and veterinary drug
analysis. M.S. Young, M. Blaze, K. Tran

3:25  Concluding Remarks.

AGRO — DIVISION OF AGROCHEMICALS 43
Draft Technical Program as of July 10, 2019



SECTIOND

San Diego Convention Center
Ballroom 20B-D Theater 4

Novel Applications of Mathematics, Statistics, &
Modeling to Agrochemical Problems

J.R. Purdy, K. Schnelle, Organizers
W. Al-Akhdar, W. Chen, Organizers, Presiding
J. Purdy, Presiding

1:15  Introductory Remarks.

1:20  402. Insilicon investigation on agrochemical
toxicities against aquatic organism: QSTR models
on Daphnia Magna. ). Cheng, L. He, Z. Xu, Z. Li

1:45  403. Relating environmental parameters to
dicamba emissions under humidome conditions.
T.C. Mueller, L.E. Steckel

2:10  404. Mechanistic modeling the breakup of liquid
sheets of agricultural spray. N. Rajan, S. Cryer

2:35  405. Pooled data approach for percentile estimates
of pesticide surface water monitoring data. P.
Mosquin, J. Aldworth, W. Chen

3:00  406. Exposition of the SEAWAVE-QEX model and
other developments for the modeling of surface-
water concentration monitoring data. J. Aldworth,
P. Mosquin, W. Chen

3:25  407. Mathematics chemistry and toxicology in
the design of pesticide monitoring programs for
surface water. J.R. Purdy, S. Purdy

3:50  Concluding Remarks.

SECTIONE

San Diego Convention Center
Ballroom 20B-D Theater 5

Legal Challenges & Landmark Lawsuits in
Agrochemicals

Cosponsored by CHAL

J.Van Emon, Organizer

R. M. Bennett, A. Coates, Organizers, Presiding
J. M. Van Emon, Presiding

1:00 Introductory Remarks.

1:05  408. What next for the chemist? Regulation in a
changing legal environment. R.M. Bennett

1:30  409. Taste of water. A. Ehrlich

1:55  410. NAICC advocating for crop and research
consultants. D. Hattermann

2:20  411. How the US Constitution impacts agriculture.
A. Coates

2:45  412. New agrochemical products: Clearing a path
for commercialization. J.L. Krieger

3:10  413. Appealing from patent examiner’s rejections
to USPTO’s patent, trial and appeal board (PTAB)
can improve the chances of obtaining patents on
agricultural products. X. Pillai

3:35  Panel Discussion.
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ANYL

DIVISION OF ANALYTICAL CHEMISTRY

K. Agnew-Heard and M. Bush, Program Chairs

B
o

SECTION A
Marriott Marquis San Diego Marina

San Diego Ballroom Salon C

Nanotechnology & Single Cell Analysis in
Biology & Medicine

Nanoscience, Biology & Medicine

Cosponsored by BIOL, COLL, MPPG and PHYS
X. Xu, Organizer, Presiding

8:00 1. Cellular adaptability to nanoparticle stress. C.J.
Murphy

8:30 2. Study of cytotoxic and therapeutic effects of
silver nanoparticles against colon tumor cells. R.M.
Richardson, K. Raut, T. Zvonare, P. Songkiatisak, P.
Cherukuri, X. Xu

8:45 3. Biophysical and bio-nano-mechanical insights
from tracking single gold nanoparticles in live cells.
N. Fang

9:15 4. Profiling cells inside and out using magnetic
nanoparticles. S.0. Kelley

9:45  5.Endocytosis and exocytosis of nanoparticles by
cells. Y. Xia

10:15 Intermission.

10:25 6. Nanoscale structures modulates protein
signaling at the cell membrane. B. Cui

10:55 7. Photonic modification of cell-culture landscapes.
J. Shear, K. Michelson, J. Connell, D. Hernandez, E.
Ritschdorff

11:25 8. Metallic nanoislands on graphene as
multimodal biomechanical sensors. D.J. Lipomi

11:55 9. Subcellular control over focal adhesion
anisotropy, independent of cell morphology,
dictates stem cell fate. C.A. Mirkin

SECTION B

Marriott Marquis San Diego Marina
Torrey Pines 3

Zarefest: Symposium in honor of Richard Zare’s
Love for Science

Cosponsored by PHYS
M. Dulay, A. Orr-Ewing, H. Park, Organizers, Presiding

8:00 Introductory Remarks.

8:05  10. Applying analytical tools to ovarian cancer
detection: Proteomics and aptamers. R.J. Whelan

8:35  11. Adventures with plasmons: Molecular sensing,
chemical reactions, and energy transfer processes.
J.P. Camden

9:05  12. Nanoscale chemical analysis and imaging using
tip-enhanced Raman spectroscopy. R. Zenobi

9:35  Intermission.

10:00 13.New eyes for nanocatalysis: Molecular-scale
investigations of nanocatalyst chemistry. M.A.
Hines

10:30 14. Ultrabright probes for highly multiplexed
cellular analysis. D.T. Chiu

11:00 15. From chiral cavity polarimetry, to ultrahigh-
density spin-polarized hydrogen. T. Rakitzis

SECTION C
Marriott Marquis San Diego Marina

Presidio 1
Origins & Future of Metabolite & Small
Molecule Identification

Cosponsored by BIOL, BIOT and MEDI
Financially supported by Waters

R.S. Plumb, Organizer

G. Siuzdak, Organizer, Presiding

8:00  16. Metabolism’s future and its inextricable link to
identifying new metabolites. G. Siuzdak

8:30  17.In-silico characterization of metabolites using
artificial intelligence. L. Pirhaji

9:00  18. Identifying metabolites using mass
spectrometry and stable isotopes. C. Guijas, J.
Montenegro-Burke, A. Palermo, G. Siuzdak
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9:30

10:00

10:30

11:00

19. Using stable isotope labeling to facilitate
unknown metabolite identification. W. Lu, L. Wang,
X. Xing, Y. Xu, J. Rabinowitz

20. Molecular composition of alcoholic beverages:
The good, the bad, and the unnecessary. L. Silva, T.
Shulman, M. Chua, A. Lee, J. Jastrzembski

21. The alkynes we eat: Where do they come from
and how do we identify them?. C. Fischer, J. Jeon, K.
Smith, E. Sattely

22. |dentifying metabolites from scratch. J.
Montenegro-Burke, C. Guijas, A. Palermo, G.
Siuzdak

SECTIOND

Marriott Marquis San Diego Marina
Presidio 2

Measuring Protein Conformations & Folding
Inside the Cell

Cosponsored by BIOL, BIOT and MEDI
J. Genereux, Organizer, Presiding

8:00

8:05

8:30

8:55

9:20

9:45

10:10
10:20

10:45

11:10

11:35

Introductory Remarks.

23. Global analysis of methionine oxidation
provides a census of folding stabilities for the
human proteome. S. Ghaemmaghami

24. In-cell footprinting coupled with mass
spectrometry to study protein folding. L.M. Jones
25. Covalent protein painting reveals aberrant
protein folding in cells in vivo. C.C. Bamberger, S.
Pankow, S. Martinez-Bartolomé, J.R. Yates

26. Measuring cellular protein stability through
Hsp40 affinity purification coupled with mass
spectrometry. J. Genereux

27. Molecular code for intracellular collagen
assembly. M. Shoulders

Intermission.

28. Quantifying a protein-protein interaction in
living cells. S.L. Speer, AJ. Guseman, G.J. Pielak
29. Structural biology in cellular environments
using sensitivity enhanced NMR. K.K. Frederick
30. Probing thiol-reactivity to monitor proteome
foldedness and conformational change under
proteostasis stress. D. Hatters

31. Detecting the multi-step protein aggregation
process in live cells using the AggTag method. X.
Zhang

SECTIONE

Marriott Marquis San Diego Marina
Torrey Pines 2

Chemical Forensics

C. Fraga, Organizer
C. Timperley, Presiding

8:00
8:05

8:20
8:40

9:05

9:30
9:50

10:15

10:40

11:05

Introductory Remarks.

32. The changing nature of analytical and
investigate chemistry for chemical disarmament
and non-proliferation. J.E. Forman

33. Chemical forensics capability expansion. R. Bull
34. Standardization of impurity profiling for
chemical forensics international collaborative
research. C. Fraga, A.S. Breton-Vega, K. Hojer
Holmgren, L. de Reuver, H. Lignell

35. Score based likelihood ratio approaches to
chemical profiling of methylphosphonic dichloride
(DC) and derived products. M.E. Sigman, D. Ramos,
K.Jarman, C. Fraga

Intermission.

36. Source attribution of sulfur mustard in
complex matrices. K. Hojer Holmgren, L. M6rén, L.
Ahlinder, D. Wiktelius, R. Norlin, C. Astot

37. Reaction pathways in the synthesis of
Levinstein mustard. G.n. Hondrogiannis

38. Chemical attribution of ricin by profiling

of fatty acids using gas chromatography mass
spectrometry. R. Webster, S. Ovenden

39. Highly accurate classification of biological
spores by culture medium for forensic attribution
using multiple chemical signature types and
machine learning. P. Ippoliti, M.D. Crenshaw, F.
Nargi, T. Boettcher, M. Walsh, A. Casale, J. Han, J.
Dettman

SECTION F

Marriott Marquis San Diego Marina
Leucadia

Advances in Wearable & Implantable Sensors

M. A. Daniele, L. Deravi, M. Yokus, Organizers, Presiding

8:00
8:05

8:35

9:05

9:35

Introductory Remarks.
40. Ultra-flexible and stretchable electronic
systems for monitoring brain activities. T. Sekitani
41. Mechanically-softening intracortical implants
for sensing and drug delivery. A. Dunning, G.
Maguire, E. Szabo, S.J. Rowan, D. Tyler, J. Capadona
42. Eavesdropping on neurochemical signaling in
vivo. A.M. Andrews
43. Micro-invasive biochemical sampling of brain
interstitial fluid for investigating neural pathology.
R. Raman, E. Rousseau, M. Wade, R. Langer, M.
Cima
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10:05 Intermission.

10:20 44. Wearable biomarker analysis for health and
wellness monitoring at the point of person. S.
Emaminejad

10:50 45.Implantable optoelectronic devices based on
CMOS LS| technology. T. Tokuda, M. Haruta, K.
Sasagawa, J. Ohta

11:20 46. Lysozyme sensing in tear using a contact lens.
Z. Ballard, S. Bazargan, D. Jung, S. Sathianathan, A.
Clemens, D. Shir, S. Al-Hashimi, A. Ozcan

Characterization of Plastics in Aquatic
Environments

Sponsored by POLY, Cosponsored by ANYL, BIOL, CEl, ENVR,
I&EC, PMSE and PRES

Getting to the Bottom: Optical & Electron
Imaging of Reactive Chemical Systems

High-Resolution Optical Imaging of Chemical
Processes

Sponsored by PHYS, Cosponsored by ANYL

SECTION A
Marriott Marquis San Diego Marina

San Diego Ballroom Salon C
Nanotechnology & Single Cell Analysis in
Biology & Medicine

Nanoscience

Cosponsored by COLL, MPPG and PHYS
X. Xu, Organizer, Presiding

1:00  47.Electrochemical zero-mode waveguide
nanovials for capture and bimodal interrogation of
single entities. J. Kim, S. Baek, S. Kwon, G. Crouch,
H. Do, PW. Bohn

1:30  48.Nanopore induced phase-shift sequencing
(NIPSS) for universal biomolecule sequencing. S.
Huang

2:00  49.Imaging membrane viscosity of single cells
through second harmonic light scattering. H. Dai

2:30  50.Endogenous second harmonic and two photon
coherence imaging of substructures in neurons in
3D.S. Roke

3:00 Intermission.

3:10  51.Sensing the biological membranes. W. Cho

3:40 52.Photoluminescent cellular probes based on
mesoporous silicon nanoparticles. M.J. Sailor

4:10 53. Nanoscale-manipulation of the force field
fluctuation and energy landscape entanglement in
protein non-covalent recognition dynamics. H. Lu

4:40  54. Nanoplasmonics for characterizing EGFR
heterogeneity. S. Zhang , B.M. Reinhard

4:55  55.Generation of a compact quantum dot
conjugate for imaging dopamine transporter
membrane dynamics in acute brain slices. L.B. Thal,
V.R. Mann, .D. Tomlinson, D. Sprinzen, J.R. McBride,
K.R. Reid, D.G. McMahon, B.E. Cohen, S.J. Rosenthal

SECTION B

Marriott Marquis San Diego Marina
Torrey Pines 3

Zarefest: Symposium in honor of Richard Zare’s
Love for Science

Cosponsored by PHYS
M. Dulay, A. Orr-Ewing, H. Park, Organizers, Presiding

1:00 56. Microdroplet chemistry for catalysis, material
synthesis, and biology. J. Lee

1:30  57.Reaction dynamics is really interesting, but is it
useful?. K.G. McKendrick

2:00 58. Ambientionization mass spectrometry and
machine learning to guide clinical decisions and
improve patient outcome. L. Schiavinato Eberlin

2:30  Intermission.

2:55  59.Finding the smoking gun: Solving the mystery
of soot formation. H.A. Michelsen, K.O. Johansson,
J. Hendrix, D. Hait, M.P. Head-Gordon, P.E. Schrader,
K.R. Wilson

3:25  60.To see a world in a grain of sand: CAESAR comet
sample return mission. S.J. Clemett

3:55  61.From Halley’s comet to metabolomics: How the
Zarelab conquered the spectroscopy of the masses.
M.A. Johnson

4:25  Concluding Remarks.

SECTION C

Marriott Marquis San Diego Marina
Presidio 1

Origins & Future of Metabolite & Small
Molecule Identification

Cosponsored by BIOL, BIOT and MEDI
Financially supported by Waters

G. Siuzdak, Organizer

R. S. Plumb, Organizer, Presiding

1:00 62.Identification of putitive bio markers of breast,
liver, and bladder cancer with IOn mobility enabled
LC/MS based metabolomics. R.S. Plumb
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1:30

2:00

2:30

3:00

3:30

4:00

63. Metabolite identification and unknown
characterization for metabolomics activity
screening. A. Palermo, J. Montenegro-Burke, C.
Guijas, G. Siuzdak

64. Development of a shark health matrix using
metabolomics coupled with metagenomics. E.M.
Forsberg, A.Z. Goodman, Z. Walters, R.A. Edwards,
E. Dinsdale

65. Advanced metabolomics and chemical biology
approaches for selective analysis of microbiota and
human co-host metabolism. M. Povoa Correia, C.
Ballet, L. Conway, N. Garg, D. Globisch

66. Applying a comprehensive reference tandem
mass spectral library to accurate identification of
human metabolites. X. Yang, P. Neta, S.E. Stein
67. Investigation of host-microbiota co-
metabolism as a new strategy for biomarker
discovery: New chemical biology tools for
metabolomics analysis. M. Povoa Correia, L.
Conway, W. Lin, C. Ballet, N. Garg, D. Globisch

68. Withdrawn

SECTIOND

Marriott Marquis San Diego Marina
Presidio 2

Advances in Fluorescence & Bioluminescence
Imaging Probes

Cosponsored by PHYS
H. Ai, Organizer, Presiding
X. Zhang, Presiding

1:00
1:05

1:25

1:45

2:05

2:25

2:45
3:00

3:20

Introductory Remarks.

69. Optical biosensors for illuminating the
biochemical activity architecture of the cell. J.
Zhang

70. Coordinated histone modifications and
chromatin reorganization in a single cell revealed
by FRET biosensors. Y. Wang, Q. Peng

71. Role of local electric field in controlling
fluorescence quantum yield of red fluorescent
proteins. M. Drobizhev, J. Scott, P.R. Callis, R.
Molina, G. Lambert, N.C. Shaner, A. Salih, T.E.
Hughes

72. AgHalo: HaloTag-based multi-color fluorogenic
sensor that visualizes and quantifies proteome
stress in live cells using solvatochromic and
molecular rotor-based fluorophores. X. Zhang

73. Fluorescence imaging of Fe(ll) flux in ischemic
stroke. Y. Wei, L. Wan, R. Pan, K. Liu, W. Wang
Intermission.

74. Genetically encoded fluorescent indicators for
2-photon imaging. A. Aggarwal, K. Podgorski

75. Development of a genetically encoded
intensiometric lactate indicator iLACCOL1. Y. Nasu,
Y. Wen, J. Lemieux, S. Zhang, R.E. Campbell

3:40  76.Development of MNG-GECOL1. L.C. Zarowny

4:00  77.Fluorescent protein based biosensors for
metabolism and neurotransmission. S. Zhang

4:20  78. In situ two-photon fluorescence imaging of
depression related active molecules. P. Li, B. Tang

4:40  79. Mycophenolic acid core intermediates as a new
chemosensing fluorophore class: Selenium-based
ROS biological probes. J. Choi, D.G. Churchill

SECTIONE

Marriott Marquis San Diego Marina
Torrey Pines 2

Chemical Forensics

C. Fraga, Organizer, Presiding

1:00 Introductory Remarks.

1:05  80. Tool box for forensic investigations in the
environment. S.M. Mudge

1:30  81.Tracing Soman precursors through site specific
isotope ratio NMR spectroscopy. S. Lindberg, M.
Engquist, K. Héjer Holmgren, C. Astot, R. Norlin

1:55  82. Analysis of chlorohydrins of phospholipids
as chlorine biomarkers in biomedical samples of
exposed animal models. P. Lindén, P. Hemstrom, L.
Elfsmark, S. Jonasson, A. Larsson, C. Astot

2:20  83.Investigation of the use of deuterium and
oxygen in illicit fentanyl analysis. J. Casale, M. Lott,
J. Mallette

2:45  Intermission.

3:05  84.Source attribution of calcium ammonium
nitrate (CAN) by handheld Raman spectroscopy.
O.M. Primera, C. Fraga, A.S. Breton-Vega, M. Philip,
N.S. Mirjankar

3:308 5.Chemometric analysis of spectroscopic and
spectrometric data from energetic materials. R.
Lehmann, S. Walker, D. Armitt

3:55  86.THz/Far-Infrared spectroscopy at the Australian
Synchrotron for the detection and identification of
energetic materials and discrimination between
energetic materials and precursors. G.S. Walker, R.
Lehmann, B.M. Fischer, D. Appadoo

SECTION F

Marriott Marquis San Diego Marina
Leucadia

Advances in Wearable & Implantable Sensors
M. A. Daniele, L. Deravi, M. Yokus, Organizers, Presiding

1:00  87.Soft, skin-interfaced, wireless, battery-free,
microfluidic devices for chronometric sweat
capture and analysis. A.J. Bandodkar

1:30  88.Flexible lab on the skin for personalized
molecular monitoring. W. Gao
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2:00
2:30
2:45

3:15

3:45

89. Wearable sweat sensors: Towards big data for
human health. A. Javey

Intermission.

90. Materials challenges and opportunities for
carbon nanotubes-based flexible electronics and
wearable sensors. Y. Wang

91. In vivo biosensing of steroid hormones using
corona phase molecular recognition (CoPhMoRe)
and nIR fluorescent single walled carbon
nanotubes for health monitoring and biologging.
M. Strano

92. Wearable multimodal patches: Concurrent
monitoring of human physiology and
biochemistry. M. Yokus, T. Songkakul, V. Pozdin, A.
Bozkurt, M.A. Daniele

Characterization of Plastics in Aquatic
Environments

Sponsored by POLY, Cosponsored by ANYL, BIOL, CEl, ENVR,
I&EC, PMSE and PRES

Getting to the Bottom: Optical & Electron
Imaging of Reactive Chemical Systems

Visualizing Biology in Living Cells and In Vitro
Sponsored by PHYS, Cosponsored by ANYL

SECTION G

San Diego Convention Center
TBD

Analytical Division Poster Session

K. Agnew-Heard, Organizer

8:00 - 10:00

93. Rapid vertical flow assay on AuNP plasmonic
paper for SERS-based point of need diagnostics . R.
Frimpong, W. Jang, J. Kim, J.D. Driskell

94. Quantification of hydrophilic layer on
bioresolve SCX mAb particles. B. Niu, M. Xu, X.
Song, Y. Xu

95. Effect of cultivation elevation of tea leaves

on the formation and size control of silver
nanoparticles for mercury ion sensing. B. Giri, A.
Bhattarai, A. Chandra, J. Adhikari, N. Sharma, A.
Yadav, M. Singh

96. Quantitative analysis of organic nitrogen in the
atmosphere. X. Huang

97. Design hub for early phase drug discovery. A.
Stracz

98. Simulation of fluid catalytic riser and
regenerator used for monitoring catalyst retention:
Case study of Kaduna refining and petrochemical
company FCC reactor. J. Olujinmi

99. Diurnal cycle effects on ocean biochemistry
during a mesocosmic algal bloom. M.M. Rogers, S.
Baumler, H.C. Allen

100. Mesoporous CaCO, -based alkaline stable
reversed-phase HPLC packing material. M.
Mochida, Y. Nagai, H. Kumagai, H. Imai, D. Citterio,
Y. Hiruta

101. Tuning carbon nanodots and antioxidant
studies. Z. Ji

102. Use of ATR FT-IR spectroscopy in identification
of immature fiber (im) mutant and Texas Marker-1
(TM-1) cotton fibers. Y. Liu, H. Kim

103. Attaining quantitative speciation by
leveraging varying strengths of amalgamation by
mercury species in gold-bead traps. A.J. Boggess, B.
Looney, M. Jones, T. White

104. In situ characterization of protein corona
formation within ordered porous nanostructures.
W. Qian, Q. Su

105. Electric field assisted electrode modification.
H. Wang, C. Ma

106. Potential role of halogen bonding in the gas
phase: Ambient ionization mass spectrometry
utilizing iodine. J. Ganske, L.M. Wingen, V. Perraud,
B.J. Finlayson Pitts

107. Microfluidic thread-based electrode system
to detect glucose and acetylthiocholine. K. Uchida,
L. Duenas, M. Gaines, M. Gonzalez-Guerrero, F.A.
Gomez

108. 3D microfluidic paper-based analytical
devices for colorimetric bioassays. N. Neris, A.
Wong, A. Fernandez, F.A. Gomez

109. Effects of short chain fatty acids on fatty acid
and glycogen synthesis in Hep G2 cells. L. Ma, J.K.
Yee, S. Lim, W. Lee

110. Colorimetric detection of carcinogenic
alkylating fumigants on nylon 6 nanofibrous
membrane with self-catalytic function. P. Tang, G.
Sun

111. Detection of steroids and human growth
hormone using color-changing cyclodextrin
systems. A. Haynes, J. Racicot, D. Jones, M. Levine,
A. Yonchak, B. Point

112. Sensitive analysis of breast cancer biomarkers
using laser wave-mixing detector interfaced to
microfluidics. J. Liang

113. Evaluation of statistical techniques to
normalize mass spectrometry-based urinary
metabolomics data. S. Gamagedara, T. Cook
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114. Colorimetric detection of aliphatic alcohols in
B-cyclodextrin solutions. A. Haynes, M. Levine, P.
Halpert

115. Withdrawn

116. Deep ultraviolet resonance Raman
spectroscopy of hydrogen bonding along
transmembrane a-helices. X. Wei, R.D. Jiji, C.
Greenlief

117. Enzyme-specific imaging achieved by labeling
with enzyme activatable probes. A. Owen, R.L.
McCarley

118. Analysis of commercially available mineral
supplements: Microwave plasma atomic emission
spectroscopy (MP-AES) and X-ray fluorescence
(XRF) spectroscopy study. K.J. Kolonko, J. Pulvidente
119. Gradient chromatofocusing of proteins:
Comparison of weak/strong anion/cation
exchange HPLC columns. S. Rayaprolu, D.J.
Anderson

120. Isorhamnetin-cyclodextrin inclusion: Sensitive
fluorescent probe for copper (11). S. Yang, L. Xu, X.
Sun, H. Xue, J. Chen

121. Preliminary study on impurities and by-
products formed in the synthesis of CWC-related
chemicals. H. Kiljunen, H. Lignell, T. Kauppila, P.
Vanninen

122. Comparison study of the phytochemicals and
antioxidant activity of fully matured and averagely
natured Crinum jagus bulbs. D.L. Abiona, O.O.
Onawumi, S.0. Oladoye

123. Microfluidic device for oxygen quantitation
in anoxic environments. M. Clayson, M.J. Evans, L.
Miller, S. Mckay, C.F. Monson

124. Rapid detection of bisphenol Ain a
microfluidic device through the use of hydrogels
and aptamers. B. Phelps, N. Perera, M. Piyasena
125. Development of an analytical method to
detect microplastics in the wastewater treatment
plant. M. Kim, K. Zoh

126. Molecular insights into ultrasmall
nanoparticle-protein interactions through
measurement of binding kinetics. R.S. Ferreira, A.L.
Lira, R.J. Torquato, S. Hassan, A.A. Sousa

127. Rapid screening and semi-quantification of
zilpaterol in incurred sheep tissue samples using
ambient and semi-ambient mass spectrometry. S.
Chakrabarty, W.L. Shelver, D.J. Smith

128. Probing the rheology of model sea spray
aerosol particles using a dual-balance linear
quadrupole trap as a micro-analytical tool. D.S.
Richards, K. Trobaugh, R.D. Davis

129. Automated low density solvent based
demulsification dispersive liquid-liquid
microextraction followed by gas chromatography-

mass spectrometry for the determination of
pharmaceutically active compounds in water. L.
Guo, H. Lee

130. Comparative quantitative analysis of
cetirizine dihydrochloride by HPLC (high
performance liquid chromatography) and g-NMR
(quantitative nuclear magnetic resonance)
techniques. S. Kumar, M. Villanueva

131. Development of a simple extraction method
for tetracycline analogues from milk with UV
detection. O. Cordova, T. Le, K. Ng

132. Mass spectrometry analysis and theoretical
study of the enrichment of phosphopeptides by
different crystal forms of TiO,. Y. Qi, X. Yang, W.
Zhang, R. Jiang, J. Zhang, H. Zhong

133. Efficiency study of pH sensitive drug release
of carbon dots-doxorubicin conjugation in
glioblastoma brain tumor cells. S.D. Hettiarachchi,
R.M. Graham, S. Paudyal, E. Seven, R.M. Leblanc
134. Rapid and accurate determination of the

pH of environmental water samples using
smartphone colorimetry. Z. Naing, H. Liang, D.
Sarmiento, J. Brannon, Y. Liu

135. Evaluation of human serum albumin
nanoparticles for drug delivery and biomedical
imaging. D. Bwambok, L.A. Arrioja, A. Bituin

136. Indium phosphide quantum dots as benign
fluorescent probes for enzymatic assays. D.
Bwambok, A. Acoba, S. Uriosttigue

137. Screening for fungal infections using LC/MS.
C. Allison, M.M. Reynolds

138. Early diagnosis of colon cancer with rapid
hybridization of DNA biomarkers. S. Lee

139. Super-resolution stimulated Raman scattering
microscopy. D. Kim, Y. Lee, D. Choi, J. Kwon, H. Lee,
M. Cho, S. Shim

140. Preparation of magnetic molecularly
imprinted polymer for the electrochemical analysis
of melamine. W. Ho, M. Tse, S. Cheng

141. Improvement of a sensor for urine creatinine
using a copper electrodeposited gold electrode. N.
Sato, K. Takeda, H. Ohno, N. Nakamura

142. Withdrawn

143. Silicone membrane modified with
chitooligosaccharide in situ purification and
detection of Salmonella. C. Yan, C. Ma

144. New isothermal amplification technique for
POCT of foodborne pathogenic bacterium Listeria
monocytogenes . J. Chen, Y. Shi

145. Loop-mediated isothermal amplification
based on naked visualization dye for Salmonella
POCT testing. J. Chen, Y. Shi

146. Evidence of direct reaction between ozone
and oleanolic acid in plant cuticular waxes under
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laboratory and ambient conditions. T.L. Longin, V.
Huerta Navarro, B. Romero, C. Smith, T. Rogoff, T.
Kochar, D.P. Soulsby

147. Forensic analysis of disposable nitrile gloves
utilizing FTIR, XRF, TGA/DSC/Pyrolysis-MS. J. Angst,
D.J. Lecaptain

148. Rapid colorimetric detection of Salmonella
typhimurium based on polyamide film and strand
exchange amplification. S. Liu, S. Kuang

149. Practical derivatization protocol for
phosphonic acid markers of G-agents at low levels
in various soils. C.A. Valdez, R.N. Leif, S. Hok, E.P.
Salazar, A.K. Vu, A. Alcaraz

150. Internal calibration potentiometric
aptasensors for simultaneous detection of Hg*,
Cd*, and As** based on a screen-printed carbon
electrodes array. W. Tang, P. He

151. Multiorganelle concurrent imaging in

single cells by 3D superlocalization of dual-code
enhanced dark-field microscopy. S. Lee, S.H. Kang
152. Colorimetric breath analyzer using photonic
gel in hydrophobic ionic liquid. H. Choi, W. Lee
153. Fabrication of inverse opal hydrogel sensors
on flexible substrate by transfer process. S. Yoon,
W. Lee, H. Lee

154. Development of N,N,N-Trimethyl-2-oxo-
2-(2-((7-sulfinobenzo [c][1,2,5]oxadiazol 4-yl)
sulfonyl)hydrazinyl)ethan-1-aminium (TOSBA) as
a thiol specific fluorogenic agent for cell surface
thiol imaging in live cells. S. Wang, Y. Huang, Y.
Algahtani, A. Najmi, T.M. Seefeldt, X. Guan

155. 2D HPLC coupled with MS to examine cold
medicines using compendial methods as the first
dimension. W. Long, KW. Whitaker

156. Sensitive detection of heart failure
biomarkers using multiphoton laser wave-mixing
spectroscopy. J. Suprapto, I. Chavez, M. Mohamed,
W.G. Tong

157. Analysis of chemicals generated from plastic
decomposition in the ocean. H. Kimukai, K.
Koizumi, B. Kwon, K. Kim, K. Metori, M. Okada, T.
Hiaki, T. Kusui, K. Takatama, K. Saido

158. Accelerated charge separation and
stabilization in a fused bis zinc porphyrin-quinone
conjugate via cation-quinone interactions. M.
Thomas, Y. Hu, H. Wang, F. D’Souza

159. Development of substitutable interface on
dandelion-like SiO, / Au thin film and application
to sensitive and selective VOCs gas detection. J.
Kim, H. Son, Y. Choi, S. Hong

160. Forensic applications of analytical chemistry:
Funding programs at the National Institute of
Justice. G.J. Dutton

161. State-of-the-art technologies for relative
response normalization of metabolites in mass
spectrometry. S. Dell’Aiera, E. Isin, C. Delatour
162. Analysis of total mercury in radioactive waste
using a direct mercury analyzer instrument. T.L.
White, B. Looney, L. Brown

163. Improved method for the measurement of
tobacco-specific carcinogen biomarker urinary
4-(Methylnitrosamino)-1-(3-pyridyl)-1-butanol
(NNAL) in tobacco users. J. Brown, B. Xia, J. Lee, B.
Blount, L. Wang

164. Polycyclic aromatic hydrocarbons and
polyacenes: Analyzing the band structure and
elemental composition of organic, heterocyclic
crystals. K. Erlitz, S. Brady, B. Schatschneider

165. Effect of gold nanoparticles on MCP-1 guided
monocytic cell line (THP-1) chemotaxis in 3D
p-slide. X. Zhang, P. Falagan Lotsch, C.J. Murphy
166. Determination of cholesterol concentrations
in aqueous solutions using screen-printed carbon
electrodes and cyclic voltammetry. D.E. Martyn, S.K.
Buehler

167. HPLC-UV method development for baseline
resolution of 17 cannabinoids. M.J. Wilcox, E.
Franklin

168. Development of efficient extraction and
detection method for the active components in
commercial kratom products. F. Ceja, P. Tuitt, K. Ng
169. Development of a peptide mapping protocol
to minimize oxidation and deamidation for
biotherapeutic characterization. K. Chanthamontri,
P. Jalili, K. Ray

170. Separating chiral steroid compounds by
isocratic C18 reversed phase HPLC: Optimization
of the acetonitrile/methanol ratio to maximize
separation. E. Kipruto

171. Ultrasensitive fluorescent DNA detection
through signal amplification and target
regeneration via dual-cycling reactions. L.A. lwe
172. Microfluidic trapping and observation of
size-sorted liposomes prepared by water-in-oil
emulsion transfer method. H. Sugiyama, T. Osaki, S.
Takeuchi, T. Toyota

173. Chemometric analysis of multidimensional
fluorescence data recorded from benzo[a]pyrene
metabolites in frozen matrixes. M. Chehelamirani
174. Thermal desorption coupled gas
chromatography-mass spectrometry analysis of
low emission polyurethane foam for automobile
applications. Y. Tan, A.L. Grzesiak, Y. Zhang, E.
Pearce, G. Marr, K. Kiszka

175. Ultrasensitive, colorimetric, paper-based
devices for the detection of ppb levels of nitrate
and nitrite. T. Mako, A. Levenson, M. Levine
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176. Silver-chlorosilver(l) reference electrodes of
the first and second kind for alkylimidazolium
bis(trifluoromethylsulfonyl)imide room
temperature ionic liquids from solubility and
complexation studies. A. Garcia-Mendoza, J.C.
Aguilar

177. Fungal degradation of defense materials and
assets. T.T. Brown, J.S. Lee

178. Aptamer-modified microelectrodes for

the measurement of neuropeptide Y using
electrochemical impedance spectroscopy. L.F.
Lopez, N.G. Hernandez, K. Flores, J. Cruz, L. Cunci
179. Electrochemical detection of viable bacterial
cells using a tetrazolium salt. K. Ishiki, D. Nguyen,
H. Shiigi

180. Real-time monitoring of a-synuclein-induced
cell membrane disruption in Parkinson’s disease by
scanning ion conductance microscopy. J. Parres-
Gold, S. Wong Su, A. Chieng, M. Chang, Y. Wang
181. Cancer DNA detection using gold nanoparticle
colorimetry and three ways target switching
catalytic hairpin assembly. C. Park, S. Na

182. Determination of a quantitative indicator of
the lytic strength of cell lysing reagents. A. Zhao,
M. Brody, X. Zhao

183. Development of a glycan reference material
for therapeutic proteins. M. Lowenthal, G. Boons, B.
Lang, K. Phinney

184. 2D IR spectroscopy for the characterization of
protein side-chain dynamics. S. Ramos, R. Horness,
A. Le Sueur, M.C. Thielges

185. Investigation of 2-amino-thiazole and
2-amino-benzothiazole salicylidenes as sensitive
probes for detection of anions and cations. R.O.
Alzu’bi, Y. Hijji

186. Co-release of dopamine and serotonin upon
optogenetic stimulation of dopaminergic neurons.
K. Perrotta, H. Yang, A. Hachisuka, M. Dagher, S.
Erwin, S. Masmanidis, A.M. Andrews

187. Resorufin derived fluorescent probes for the
selective detection of ONOO". M. Weber, T. James,
A. Mackenzie, S. Bull

188. Hierarchical surfaces with biomimetic
polydopamine coatings for efficient capture of
circulating tumor cells. X. Zhou

189. Protein profiling and pseudo-parallel reaction
monitoring to monitor the fusion-associated
conformational switch in hemagglutinin. K.K.
Nguyen

190. Separation and detection of fentanyl from
complex mixtures using gradient elution moving
boundary electrophoresis. S. Krauss, T. Forbes, D.
Ross

191. Enhancing the disposal wells permeability
monitoring by applying ASTMD7678 for the
measurement of oil in water in GOSPs disposal
lines. A.M. AlSubaie

192. Electrochemical biosensor using p-AP
oxidation reaction on the mixed SAM Au electrode.
Y. Song

193. Study on mechanism of single

silver nanoparticle collided upon copper
ultramicroelectrode in alkaline solution. K. Kim
194. Multifunctional, aramid-wrapped,
multiwalled carbon nanotubes as an analytical
microextraction sorbent. A. Alhendal, S. Sharaif, R.
AbdulMoaen, Z. Ahmad

195. Conductometric titration as a method

for measurement of elevated sulfate levels in
groundwater. R. Srinivasan, M.B. Mudd, H.C.
Stephen, B.R. Rothrock, L.D. Schultz

196. Organosilica-based adsorbents for treatment
PFAS impacted groundwater. H.A. Hartmann, P.
Edmiston

197. A single molecule examination of salting

out in protein-polymer membrane interactions.
N. Moringo, L.D. Bishop, N.C. Carrejo, H. Shen, W.
Wang, A. Misiura, R. Baiyasi, F. Ye, J.T. Robinson, C.F.
Landes

SECTIONH

San Diego Convention Center
TBD

Biosensing: New Strategies & Latest
Development

Cosponsored by BIOL, BIOT and MEDI
Q. J. Cheng, Organizer, Presiding

8:00-10:00
198. Bacteria identification using a DNA-nGO
based sensing array. L. Wang, Y. Wen, X. Yang, L. Li,
Y. Li, L. Xu, W. Liang, F. Gong, G. Liu
199. Far- and deep-ultraviolet surface plasmon
resonance sensors. |. Tanabe, K. Fukui
200. Competitive and noncompetitive
immunoassays for the detection of
benzothiostrobin using magnetic nanoparticles
and fluorescein isothiocyanate-labeled peptides. C.
He, X. Hua
201. Human photoreceptor protein-graphene
hybrid material allowing detection of visible light
with human-like spectral sensitivities. H. Song
202. An activatable contrast agent for
photoacoustic imaging of gingipains associated
with periodontal disease. C. Moore, J.V. Jokerst
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203. Aptamer-based detection of vaspin by
phytoplankton-derived biomineral modified
electrode. S. Kim, O. Nam, E. Jin, M. Gu

204. Sensitive SERS detection of small molecules
by photothermal convection based real-time and
pin-point colloidal assembly. K. TaeHo, I. Seo, H. An,
. Choi

205. Poly(ethylene glycol)-dibromomaleimide as a
stabiliser for volatile sulfur compounds. G. Kirby, R.
Hand, D.M. Haddleton

206. Mirror image fluorogenic aptamer sensor

for live-cell imaging of microRNAs. W. Zhong, J.
Sczepanski

207. lodide-doped gold/silver hybrid nanorods
report reactive oxygen species concentrations via
photoacoustic imaging. Y. Mantri, J.V. Jokerst

208. Decoration of S,N co-doped graphene
quantum dots with p-aminothiophenol
functionalized AuNPs for molecular imprinted
sensing of sofosbuvir in real samples. M.
Mahnashi, A. Mahmoud, S. Alkahtani

209. Enzyme-based colorimetric biosensor for
selective detection of L-DOPA. Y. Chou, |. Wang, C.
Shih, Y. Z1{a15

210. Novel nanobody-based-electrochemical
immunosensor on nylon nanofibrous membranes
for detection of 3-phenoxybenzoic acid in human
urine. A. EI-Moghazy, J. Huo, N. Amaly, N. Vasylieva,
B. Hammock, G. Sun

211. Sensitive electrochemical aptasensor for
EpCAM by mesoporous silica nanoparticles and
quantum dots signal amplification. L. Zhu, Y. Liu, B.
Yang, L. Qiao, B. Liu

212. Phosphorylation-mediated single-particle
assay of protein kinase activity with dark-field
microscopy. T. Tian, K. Zhang, Y. Liu, B. Liu

213. Electrogenerated chemiluminescence
imaging of a single protein based on functional
nanoprobes of Ru@SiO, nanoparticles. Y. Liu, T.
Tian, H. Zhang, J. Liu, B. Liu

214. Basic roles of lysophospholipid receptor
signaling studied by compensated interferometric
reader (CIR). M. Ray, A. Kussrow, K. Nagai, M.
Kammer, D. Bornhop, J. Chun

215. Graphene oxide-based paper sensor for
enhanced colorimetric sensing of miRNA. J. Lee
216. Dual-targeting functionalized graphene films
for rapid and highly sensitive fluorescence imaging
detection of hepatocellular carcinoma circulating
tumor cells. C. Wu, P. Li, N. Fan, J. Han, W. Zhang, W.
Zhang, B. Tang

217. Screen printed mesoporous carbon electrodes
for efficient sensing of dopamine. Y. Lee, Y. Chang,
H. Chang, M. Yeh, Y. Yeh, Y. Liu

218. Observation of acetylcholinesterase in stress-
induced depression phenotypes by two-photon
fluorescence imaging in the mouse brain. X. Wang,
P. Li, C. Wu, D. Su, Q Ding, W. Zhang, B. Tang

219. Specific, in vivo two-photon fluorescence
imaging of malondialdehyde in mice brains using
an easily-prepared nanolight. D. Su, P. Li, X. Wang,
W. Zhang, Y. Zhang, C. Wu, W. Zhang, Y. Li, W. Tai, B.
Tang

220. Using nitric oxide-releasing metal—organic
frameworks on the surface of blood-contacting
glucose biosensors to reduce biofouling. A.C.
Melvin, M.M. Reynolds

221. Application of super resolution radial
fluctuation (SRRF) single-molecule imaging to
measurement of DNA hybridzation kinetics. J.
Cooper

222. Nanobodies and phage-display peptides:
Attractive biosensing materials for analytical
applications. N. Vasylieva, D. Li, Z. Li, B. Barnych,
B.D. Hammock

223. Novel aptamer candidates for serotonin and
dopamine field-effect transistor neurosensing. S.T.
Mensah, O. Lukoyanova, K. Yang, K.M. Cheung, W.
Dai, P.S. Weiss, M.N. Stojanovic, A.M. Andrews
224. Novel microfluidic-chemiluminescence
detection coupled with microscale separation:
Toward highly sensitive analytical technique. S.M.
Al Kindy, A. Kadavilpparampu, H. Al Lawati

225. Comparative analysis for PCBS and
organochlorine pesticides in plasma samples
employing C-18 SPE and functionalized
electrospun nanofibers. D.K. Adeyemi

226. Functionalized nanopore biosensor for quick
and highly sensitive glucose detection in human
saliva. y. miao

227. Microdialysis: Fluorescence analysis system
for vancomycin detection in pharmaceuticals and
plasma.f. mu

SECTION |

San Diego Convention Center
TBD

Nanozymes for Bioanalysis & Beyond

Cosponsored by BIOL and BIOT
H. Wei, Organizer

8:00-10:00
228. N and B co-doped graphene: Suitable candi-
date to substitute natural peroxidase in sensitive
and selective bioassays. J. Lee, J. Lee
229. Mechanisms of oxidase and peroxidase
mimicking activities of nanoceria from first
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principles calculations. W. Zhenzhen, X. Gao, C.
Chen,Y. Zhao

230. Regulating oxidase mimicking activity of
platinum by surface modifications. S. Xiaomei, X.
Gao

231. Molecular mechanisms for the peroxidase-
mimicking activities of perovskite nanomaterials.
X. Gao, X. Wang, H. Wei, X. Gao

232. Novel silk-biomaterials-supported artificial
enzymes: Synthesis and applications. Y. Lin

SECTION J

San Diego Convention Center
TBD

Zarefest: Symposium in honor of Richard Zare’s
Love for Science

Cosponsored by PHYS
M. Dulay, A. Orr-Ewing, H. Park, Organizers

8:00 - 10:00
233. Teaching through research: Freshman re-
search initiative at the University of Texas at Aus-
tin. R.I. Shear, K.H. Rogers, S.E. Eichhorn
234. Ultra-narrow linewidth lasers for atom-based
devices. A. Matsko, A. Savchenkoy, D. Eliyahu, S.
Williams
235. High sensitivity differential temperature
detection. G.J. Diebold
236. On-demand drug release from polypyrrole
nanoparticulate films. C. Chamberlayne, S.
Baltsavias, H. Xu, A. Arbabian, J. Annes, R.N. Zare
237. Novel antibody drug conjugates for pancreatic
cancer therapy. J. Huang, P. Guo, M. Moses
238. Photon-catalyzed photoisomerization of
stilbene. J. Meiser, K. Hilsabeck, J.A. Harrison, R.N.
Zare
239. Spectroscopic Investigation of semiconductor
halide compounds interaction with silicon dioxide.
S.D. Fleischman
240. Simple algorithms for some unconventional
uses of the method of least squares. J.B.
Tellinghuisen
241. Using DESI-MSI to identify the genetic
basis and tumorigenic mechanism of
pheochromocytomas. S.E. Noll, N. Armstrong, K.
Margulis, V. Shankar, C. Storey, P. Kunz, L. Fishbein,
R.N. Zare, J. Annes
242. Can machine learning be used to learn laws of
natural science? lllustration for Planck’s blackbody
radiation. V. Shankar, S. Shankar
243. Evanescent-wave cavity-ring-down imaging.
M.A. Everest

244. Kinetic studies on unimolecular processes in
Criegee intermediates. T.A. Stephenson, M.I. Lester
245. Solutions for lightweight construction and
CO, footprint reduction by analysis of surfaces
exposed to laser and plasma treatment. U.
Lommatzsch, K. Thiel, M. Noeske, J. Ihde, R. Wilken
246. Phenotyping macrophages involved in the
onset of diabetes type 1 with label-free and
quantitative proteomics. F. Sandbaumbhiiter, G.
Christoffersson, E.T. Jansson

247. Pulsed triboelectric nanospray ionization for
analysis of complex organics. M. Bouza Areces, A.
Li, Z.L. Wang, F.M. Fernandez

248. Mathematical Knowledge for Teaching to
support student learning in chemistry. L.A. Posey,
K.N. Bieda, P.L. Mosley, C.J. Fessler, V.A. Kuechle, E.N.
Thomas

249. Detecting bacteria using an artificial antibody.
M. Dulay, A.C. Mody, R.N. Zare, C. Da-Silva-Granja
250. Non-cationic and deformable nanolipogels
for in vivo genome editing of triple negative breast
cancer. P. Guo, J. Yang, J. Huang, D. Auguste, M.
Moses

251. Multiplexed quantitative MALDI MS
approach for assessing activity and inhibition

of protein kinases based on post-enrichment
dephosphorylation of phosphopeptides by MOF-
templated porous CeO,. Q. Min, H. Xu, M. Liu, X.
Huang, J. Zhu

252. Droplet spray ionization mass spectrometry
for solution chemistry: Advances & future trends.
H. Zhang, K. Yu, J. He, J. Jiang

253. Synchrotron infrared nanospectroscopy at the
advanced light source. H.A. Bechtel, S.N. Gilbert
Corder, M.C. Martin

254. Electronic structure of naturally occurring
aromatic carbon. A.E. Pomerantz

255. Changing the nature of electroless etching
with a syringe pump: ReEtching, MACE and

low load MACE. K.W. Kolasinski, B.A. Unger, J.D.
Swanson, H. Yu, AT. Ernst, M. Aindow, E. Makila, J.
Salonen, K. Tamarov, J. Riikonen, V. Lehto

256. Oncogene MYC regulates lipogenesis essential
for neoplastic growth. K. Margulis, A. Gouw, N. Liu,
D. Felsher, R.N. Zare

257. HPLC column for nanoparticles and
nanomedicines. M. Kato

258. Solar-driven biohybrid N, and CO, fixation. S.
Cestellos-Blanco, Y. Shen, P. Yang

259. Development of new stationary phases for
HPLC. L.A. Colon, J.R. Ezzo

260. 3-D mapping of the chemical contents of
anthropogenic soils by the chemometric analysis
of infrared and visible spectra. D.S. Perry, A.J. Lopa,
A. Cava, T. Matney, L. Barrett, D. Maki
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261. Synchronization modulated surface plasmon
coupled emission for improving spectral resolution.
Y. Zhao, Y. Liu, S. Cao, Y. Li

262. Soft ionization and dissociation based on laser
activated interfacial photoelectron transfer for
mass spectrometry. H. Zhong

263. Aesthetic education in chemistry. H. Zhong
264. Photoacoustic measurements of single
aerosol droplets: Microscopic heat transfer and
accelerated photoreactions. J. Cremer, P. Covert, E.
Parmentier, M. Diveky, S. Roy, R. Signorell

SECTION K

San Diego Convention Center
TBD

Structure at Solid-Liquid Interfaces: Effects of
Confinement & Chemical Patterning

Cosponsored by COLL
T. C. Davis, T. R. Hayes, Organizers

8:00 - 10:00
265. Large-scale noncovalent functionalization
of 2D materials through heated roller Lang-
muir-Schaefer conversion. T.R. Hayes, A.G. Porter,
E.N.Lang, S.A. Claridge
266. Effective loading of plasmonic silver
nanoparticles into mesopores for SERS
applications. S. Chen, Y. Chang, H. Hou, W. Chiang,
Y. Liu
267. Surface-seeded folding of DNA origami. H.
Cao, Q Gu, G.R. Abel, GV. Gueorguieva, Y. Zhang, W.
Nanney, T. Ye
268. Surface chemistry and spectroscopic study of
tyrosinase enzyme langmuir monolayer. s. paudyal

Theoretical & Experimental Investigations of
Water Interactions with Materials

Posters
Sponsored by COLL, Cosponsored by ANYL

'MO! ul I l’:"’
[

SECTION A

Marriott Marquis San Diego Marina
San Diego Ballroom Salon C

Nanotechnology & Single Cell Analysis in
Biology & Medicine
Nanoscience

Cosponsored by BIOL, COLL, MPPG and PHYS
X. Xu, Organizer, Presiding

8:00 269. Nanotechnology approaches to cellular
therapies. S.J. Jonas, P.S. Weiss

8:30  270. New tools for single-cell genotyping and
analysis. D.T. Chiu

9:00  271. Mapping the inner world of cells. B. Huang

9:30  272.Single nanoparticle plasmonic spectroscopy
for biomedical applications: From diagnosis to
therapy. X. Xu, P. Songkiatisak, P. Cherukuri, K. Raut,
R.M. Richardson

10:00 Intermission.

10:10 273. Beyond biomarkers: Array-based profiling for
diagnostics and geno-/phenotypic screening for
precision medicine. V.M. Rotello

10:40 274. Nanoengineered materials and devices to
detect DNA hybridization and single nucleotide
polymorphisms. K.M. Cheung, H. Cao, N.
Nakatsuka, J. Abendroth, P.S. Weiss, A.M. Andrews

11:10 275. Rapid determinations of antibiotic
susceptibility phenotypes using label-free
cytometry and new adaptive statistic. T. Huang, A.
Filbrun, J. Richardson, Y. Tzeng, R. Dickson

11:40 276. Nanostructure imaging mass spectrometry
(NIMS) for metabolomics and systems biology. A.
Palermo, E.M. Forsberg, B. Warth, A.E. Aisporna, E.
Billings, E. Kuang, P.H. Benton, D. Berry, G. Siuzdak

SECTION B
Marriott Marquis San Diego Marina

Torrey Pines 3

Structure at Solid-Liquid Interfaces: Effects of
Confinement & Chemical Patterning

Cosponsored by COLL
T. C. Davis, T. R. Hayes, Organizers, Presiding

8:00 Introductory Remarks.

8:05  277.Advances in chemical lift-off lithography. K.M.
Cheung, D.P. Goronzy, D.M. Stemer, C. Zhao, T.D.
Young, J.N. Belling, T. Base, A.M. Andrews, P.S. Weiss

8:25  278. Surface confinement: Friend or foe to complex
self-assembled DNA architectures?. T. Ye, H. Cao,
G.R. Abel

8:55  279. Confined defects formed by chemical lift-off
lithography to pattern multi-functional substrates.
N. Nakatsuka, H. Cao, P.S. Weiss, A.M. Andrews

9:25 280. Protein structure at the bio/abio interface. L.J.
Webb

9:55  Intermission.

10:10 281. Surface-mediated peptide self-assembly to
modulate surface energy. Z. Fakhraai, Y. Lin, M.
Skolnick, E. Petersson

10:40 282.Dynamic organization of complex droplets
via chemotactic surface-mediated interaction. C.
Meredith, Y. Chiu, J. Groenewold, W. Kegel, L.D.
Zarzar, A. van Blaaderen, P. Moerman
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11:10 283. Uniform, large-area, highly-ordered
peptoid monolayer and bilayer films for sensing
applications. D. Murray, J. Kim, E. Grzincic, S. Kim, A.
Abate, R.N. Zuckermann

SECTION C

Marriott Marquis San Diego Marina
Presidio 1

Identification & Design of Catalytic Sites in
Electrochemical Reactions

Cosponsored by ORGN
Y. Liang, H. Wang, Organizers
C. Liu, Organizer, Presiding

8:00  284. Understanding the active sites of structurally
dynamic nanomaterials for CO, electrocatalysis to
multicarbon products. Y. Li, D. Kim, P. Yang

8:30  285. Highly active and selective electrochemical
CO, reduction to formate enabled by structural
defects on converted Bi,O, nanotubes. Y. Li

9:00 286. Two-dimensional copper nanosheets for
electrochemical reduction of carbon monoxide to
acetate. F. Jiao

9:30  Intermission.

9:45  287.0One-dimensional core/shell nanocrystals with
favorable interfacial synergy for electrocatalysis. S.
Zhang, Z. Zhang, C. Liu

10:15 288. Synthesizing intermetallic nanoparticle
catalysts for enhanced catalytic electro-oxidation.
W. Huang, Z. Qi

10:45 289. Controllable synthesis of N-doped hollow
carbon spheres @ highly dispersed Mo,C and
ultra-low platinum nanoparticles core-shell
electrocatalysts: Remarkable active toward PEMFCs
hydrogen oxidation. C. Deng, Q. Feng, Z. Zhao, Z.
Zhang, H. Li, H. Wang

11:05 290. Strain-driven energy electrocatalysis. S. Guo

SECTIOND

Marriott Marquis San Diego Marina
Presidio 2

Advances in Fluorescence & Bioluminescence
Imaging Probes

Cosponsored by PHYS
H. Ai, Organizer, Presiding
X. Zhang, Presiding

8:00 Introductory Remarks.

8:05  291. Rational design of fluorogenic and
spontaneously blinking fluorophores for live-cell,
super-resolution imaging. Q. Zheng, I. Chung, A.
Weigel, A. Ranjan, A.X. Ayala, J. Grimm, C. Wu, J.
Lippincott-Schwartz, R.H. Singer, L.D. Lavis

8:25  292.Optical sensors for detecting signaling
phospholipids. A. Chandra, S. Mondal, R.
Venkatramani, A. Datta

8:45  293. Multifunctional super-resolution microscopy
with solvatochromic and conventional fluorescent
probes. K. Xu

9:05  294. Fluorescent probes for imaging enzyme
activity. J. Rao

9:25  295.Imaging of disease targets in cells via
stimulus-responsive molecular probes. R.L.
McCarley

9:45  296. Benzoxanthene probes with inherent
pancreatic ductal adenocarcinoma selectivity.

L.R. Munhenzva, L. Wang, M. Sibrian-Vazquez, J.
Escobedo, R.M. Strongin

10:25 Intermission.

10:40 297.Imaging drug release from biomedical
implants via radioluminescence. G.B. Schober, J.N.
Anker

SECTIONE

Marriott Marquis San Diego Marina
Torrey Pines 2

Chemical Forensics

C. Fraga, Organizer
C. Astot, Presiding

8:00 Introductory Remarks.

8:05  298. Applications of the US EPA's CompTox
Chemistry Dashboard to support structure
identification and chemical forensics using mass
spectrometry. A.J. Williams, A. Chao, T. Cathey, T.
Transue, E.M. Ulrich, J. Sobus

8:25  299. New evaluation methods for building a
seized-drug electron ionization mass spectral
library. W. Ji, W.E. Wallace, DV. Tchekhovskoi, S.E.
Stein

8:453 00. Towards standardless identification of
trichothecene-based mycotoxins. B.P. Mayer, M.C.
Prieto-Conaway, M. Dreyer, K.E. Mason, T. Corzett,
A.M. Williams

9:05  301. Microcystin analysis in biological fuids:
Evaluation of 1D and 2D LC-MS/MS methods. B.J.
Garcia-Barboza, S. Botch-Jones, C. Mallet, M. Lame

9:25  Intermission.

9:45  302. Identification of organophosphorus
chemical warfare agents (CWAs), precursors, and
decomposition products with a fieldable NMR
spectrometer using earth’s magnetic field. R.F.
Williams, D. Kaseman, S. Widgeon Paisner, J.L.
Yoder, P.E. Magnelind, M.T. Janicke, R. Michalczyk,
AV. Urbaitis, M.A. Espy
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10:05 303. Characterization of impurities in gallium
alloys via laser-induced breakdown spectroscopy.
A.Rao, M. Shattan, J.D. Auxier

10:25 304. Enhanced peroxidase-like catalytic assay for
the colorimetric aptamer-based biosensing of
amphetamine-type stimulants using multi-shaped
gold nanoparticle-graphene oxide-hemin hybrid
nanozyme. O. Adegoke

10:45 305. Authentication of edible oils using vibrational
spectroscopy and pattern recognition techniques.
B.K. Lavine, F. Kwofie, |.S. Uba, M. Bamidele, K.S.
Booksh

SECTION F

Marriott Marquis San Diego Marina
San Diego Ballroom Salon A

Advances in Wearable & Implantable Sensors
M. A. Daniele, L. Deravi, M. Yokus, Organizers, Presiding

8:00 306. What can conformable decoders do?. C.
Dagdeviren

8:30  307. Real-time biosensors for continuous
measurements of specific biomolecules in live
animals. H.T. Soh

9:00  308. Light-activated open circuit potentiometry. J.E.
Dick

9:30  Intermission.

9:45  309. Flexible and wearable sensors for human
motion analysis. E. Thostenson, S. Doshi, A.
Chaudhari

10:15 310. Soft wearable systems with physiological
monitoring and biochemical sensing capabilities.
R. Ghaffari

10:45 311. Stretchable conductive nanocomposite for
wearable and implantable bioelectronics. D. Jung,
D. Kim

11:00 312. Wearable microfluidic sensing patch for
dynamic sweat secretion analysis and regional
sweat studies. H.Y. Nyein, M. Bariya, A. Javey

Liquid Assets: The Business of Water
Sponsored by SCHB, Cosponsored by ANYL, BMGT and
I&EC

Getting to the Bottom: Optical & Electron
Imaging of Reactive Chemical Systems

Imaging Plasmon-Coupled Processes
Sponsored by PHYS, Cosponsored by ANYL

'MO! ul I l’:‘"
[ .

SECTION A

Marriott Marquis San Diego Marina
San Diego Ballroom Salon C

Nanotechnology & Single Cell Analysis in
Biology & Medicine

Nanoscience

Cosponsored by BIOL, COLL, MPPG and PHYS
X. Xu, Organizer, Presiding

1:00  313.Single cell analysis of dynamic signaling
activities with fluorescent biosensors. J. Zhang

1:30  314. Molecularimaging and cellular
reprogramming in single cells. Y. Wang

2:00  315. Cellular imaging with genetically encoded
RNA-based sensors. M. You

2:30  316. Stimulated Raman imaging with chemical
probes for subcellular bioanalysis. L. Wei

3:00 Intermission.

3:10  317.Stimulated Raman scattering: Next frontier of
light microscopy. W. Min

3:40  318. Quantitative super-resolution microscopy of
the mammalian glycocalyx. L. Mockl, K. Pedram,
A. Roy, V. Krishnan, A. Gustavsson, O. Dorigo, C.R.
Bertozzi, W.E. Moerner

4:10  319. Variable-angle plasmonic fluorescence
microscopy for tracking the endocytic pathway. M.
Chen, X. Pan, Q. Liu, Y. Li

4:40  320. Augmented fluorescent-free 3D super-
resolution microscopy based on wavelength-
dependent plasmonic scattering illumination. S.H.
Kang

SECTION B

Marriott Marquis San Diego Marina
Torrey Pines 3

Structure at Solid-Liquid Interfaces: Effects of
Confinement & Chemical Patterning

Cosponsored by COLL
T. C. Davis, T. R. Hayes, Organizers, Presiding

1:00  321.Impact of passively and actively confining
self-assembled molecular networks in 2D corrals. S.
De Feyter

1:30  322.Standing, lying, and sitting: Phospholipid
striped phases as templates for nanomaterials at
interfaces. S.A. Claridge

2:00  323. Controlled molecular assembly at solid-liquid
interfaces. G. Liu, J. Zhang, V.A. Piunova, J. Frommer

2:30  324. Correlating structure and molecular transport
at wet and semi-wet interfaces. D.K. Schwartz
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3:00  325. Confined growth and transformation of
colloidal nanostructures at solid-liquid interfaces.
Y.Yin

3:30  326. Impact of fixed chemical patterns on moving
surfaces. M.M. Santore

SECTION C

Marriott Marquis San Diego Marina
Presidio 1

Identification & Design of Catalytic Sites in
Electrochemical Reactions

Cosponsored by ENFL and ORGN
C. Liu, H. Wang, Organizers
Y. Liang, Organizer, Presiding

1:00  327.Selective CO, reduction on isolated transition
metal single atomic sites: From identification to
scaling-up. H. Wang

1:30  328. Atomic design of metal nano-catalysts toward
activation of energy-related molecules. Y. Wu

2:00 329. Molecular engineering of nickel single-site
electrocatalysts. X. Zhang, Y. Liang

2:20  Intermission.

2:35  330. Oxygen evolution reaction electrocatalysis
on mixed-metal oxyhydroxides. S.W. Boettcher, M.
Burke Stevens

3:05  331./nsitu stimulated Raman spectroscopy shows
phosphate assited cobalt oxide formation. C.J.
Eom, G. Brunin, G. Hautier, J. Suntivich

3:25  332. Probing electrochemical reactions under
operando conditions. B. Liu

3:55  333./nsitu and operando spectroscopy of oxide
electrocatalyst surfaces. K.A. Stoerzinger

SECTIOND

Marriott Marquis San Diego Marina
Presidio 2

Advances in Fluorescence & Bioluminescence
Imaging Probes

Cosponsored by PHYS
H. Ai, Organizer, Presiding
X. Zhang, Presiding

1:00  334. Multi-component bioluminescence imaging
with diverse luciferin architectures. J.A. Prescher

1:20  335. Structure-luminescence relationship of
near-infrared firefly luciferin analogues. Y. lkeda, Y.
Hiruta, D. Citterio

1:40 336. ATP-independent bioluminescent reporters
for in vivo imaging. H. Ai, H. Yeh

2:00  337.SAFE method for luminescence quantum yield
determination. K. Nawara, J. Waluk

2:20  338. Novel NanoLuc substrates enable bright and
sustained bioluminescence imaging in animals. J.R.
Walker, Y. Park, T.P. Smith, D.C. Wang, M.P. Hall, L.X.
Liu, R. Hurst, Y. Su, I.P. encell, N. Kim, K. Casey, T.A.
Kirkland, M. Lin

2:40  Intermission.

2:55  339. Methods for improving the biodetection
performances of upconversion nanoprobes. S. Xu

3:15  340. Short-wavelength infrared nanosensors for
imaging dopamine neuromodulation in the brain.
J.T. Del Bonis-O’Donnell, A. Beyene, K. Delevich, I.
McFarlane, D. Piekarski, R. Page, L. Wilbrecht, M.
Landry

3:35  341. Near-infrared fluorescent probe for fast and
ultrasensitive detection of nitroreductase in live
cells. S. Wan

3:55  342.Near-infrared hybrid rhodol dyes with
spiropyran switches for sensitive ratiometric
sensing of pH changes in mitochondria. S. Xia, H.
Liu

4:15  343. Ratiometric near-infrared fluorescent probes
for sensitive detection of intracellular pH changes.
H. Liu

4:35  344. Withdrawn

SECTION E

Marriott Marquis San Diego Marina
Torrey Pines 2

Metabolomics in Forensics: Applications,
Technical Barriers & Emerging Approaches for
Chemical Identification Using In Silico Reference
Libraries

Cosponsored by COMP

T. E. Metz, Organizer

D. Wunschel, Organizer, Presiding
T. O. Metz, Presiding

1:00 Introductory Remarks.

1:05  345. Metabolomics for forensic analysis. R. Bull

1:20  346. Identification of emerging opioids in clinical
samples using high-resolution tandem mass
spectrometry. K.D. Swanson, L. Krajewski, W. Bragg,
R. Shaner, E. Hamelin, M. Carter, R. Johnson

1:45  347.Studying the metabolome of Ricinus
communis for attribution. S. Ovenden

2:10  348. Advancement in gas-phase separations for
metabolomics. G. Nagy, A. Li, A.L. Hollerbach, R.D.
Smith, Y.M. Ibrahim

2:35  349.LC-HRMS data and in silico fragmentation
for identifying transformation products in
environmental matrices. J. Schollee, K. Kiefer, R.
Gulde, H. Singer, J. Hollender, C. McArdell

3:00 Intermission.
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3:15  350. Tools and databases for in silico compound
identification. D.S. Wishart

3:40  351.Insilico metabolite property libraries and
quantitative chemical space analysis: Path toward
novel molecule identification and false discovery
assessment. R. Renslow, S.M. Colby, J. Nunez,
Y. Yesiltepe, N. Govind, D. Thomas, J.R. Cort, J.G.
Teeguarden, K. Wahl, D. Wunschel, T.O. Metz

4:00 352.Identification of unknown compounds using
in silico fragmentation algorithms and in silico
reference libraries. T. Kind

4:25  353. Evaluation of molecular ionization
propensities in different ionization modes:
Providing evidence for the presence of small
molecules in synthetic blinded samples. J. Nunez,
S.M. Colby, T.O. Metz, J.G. Teeguarden, R. Renslow

4:45  354.Optimal conformer selection for accurate in
silico chemical property prediction. F. Nielson, D.
Thomas, S.M. Colby, Y. Yesiltepe, R. Renslow

SECTION F

Marriott Marquis San Diego Marina
San Diego Ballroom Salon A

Advances in Wearable & Implantable Sensors
M. A. Daniele, L. Deravi, M. Yokus, Organizers, Presiding

1:00  355. Minimimally- and non-invasive continuous
biosensing: Frontiers for devices and sensors. J.
Heikenfeld

1:30  356. Minimally invasive microneedle sensor arrays:
New window on the body. A.E. Cass, S. Sharma, D.
O’Hare

2:00 357.Rethinking on/in-body biochemical sensing
strategies to achieve long-term functionality. D.
Diamond

2:30  358. Facilitating collaboration to advanced
nanotechnology-enabled wearable and
implantable sensors: NNI sensors signature
initiative. S.D. Standridge

3:00 Intermission.

3:15  359. New antifouling electrochemical aptamer-
based sensor. R.J. White, S. Hendrickson

3:45  360. Band-Aid©-like electrochemical and
electromechanical sensors for continuous
physiological monitoring. M. Chu, L. Lin, E. Chou, J.
Zakashansky, A. Hikari Imamura, J. Kim, M. Khine

4:15  361.Implantable aptamer field-effect transistor
neuroprobes: Towards in vivo neurotransmitter
detection. C. Zhao, |. Huang, K.M. Cheung, N.
Nakatsuka, H. Yang, L. Scarabelli, L. Heidenreich,
J. Belling, P.S. Weiss, H.G. Monbouquette, A.M.
Andrews

MONDAY E
[

4:30  362. Inkjet printing electronic materials on textile
platforms and processing strategies for wearable
electronics. I. Kim, Y. Zhou, B. Li, J. Jur

4:45  Concluding Remarks.

Eminent Scientist Lecture with Dr. Marya
Lieberman

Sponsored by SOCED, Cosponsored by ANYL

Getting to the Bottom: Optical & Electron
Imaging of Reactive Chemical Systems

Observing Chemical Processes and
Nanostructures In Situ at the Atomic Level

Sponsored by PHYS, Cosponsored by ANYL

SECTION A

San Diego Convention Center
TBD

Sci-Mix
K. Agnew-Heard, M. F. Bush, Organizers

8:00 - 10:00
55,74,99,111, 127,128, 180, 207, 236, 241, 263,
289, 291, 296, 312, 329, 349. See Previous Listings.
368, 369, 416, 458, 477, 537, 538, 557. See Subse-
quent Listings.

SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 2

Nanozymes for Bioanalysis & Beyond

Cosponsored by BIOL and BIOT
H. Wei, Organizer, Presiding

8:00 Introductory Remarks.

8:05  363. Single atom nanozyme for wound
antibacterial applications. X. Yan

8:45  364. Platinum-nickel nanozyme and branched
ruthenium nanoparticle catalysts. R. Tilley

9:25  365. Applications of inorganic nanoparticle
enzyme mimics. W. Tremel

10:05 Intermission.

10:10 366. New strategies for nanozyme-based
bioanalysis. J. Liu
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10:50

11:30

367. Ceria-based nanomaterials for therapeutic
antioxidants. T. Hyeon

368. Nanozyme based tumor catalytic
theranostics. K. Fan, X. Yan

SECTION B

Marriott Marquis San Diego Marina
Torrey Pines 3

Structure at Solid-Liquid Interfaces: Effects of
Confinement & Chemical Patterning

T. C. Davis, T. R. Hayes, Organizers, Presiding

8:00

8:20

8:40

9:10

9:40
9:55

10:25

10:55

11:25

369. Stabilizing noncovalent monolayers on
MosS, through edge-on adsorption of multi-chain
functional alkanes. T.C. Davis, S.R. Russell, S.A.
Claridge

370. Surface microstructure functionalised by
multicomponent femtoliter droplets at liquid-solid
interface: Fabrication and applications. M. Li, x.
zhang

371. Broad probe for function of crystal nucleation
by engineered nucleation features with proteins
and small molecules in batch and continuous
flow crystallization. A.H. Bond, K. Nordquist, T.L.
Kinnibrugh, K.M. Schaab

372. Functional chemical patterns as useful
analytical devices. W. Liao, C. Chen, C. Wang
Intermission.

373. Relative permittivity in the electrical double
layer from nonlinear optics. F. Geiger, M. Boamah
374. Surface chemistry of silica particles in
aqueous solution. A. Marchioro, S. Roke

375. Experimental and theoretical study of
hydration and dehydration of zeolites. T. Guo, D.
Donadio

Concluding Remarks.

SECTION C

Marriott Marquis San Diego Marina
Presidio 1

Identification & Design of Catalytic Sites in
Electrochemical Reactions
Cosponsored by ENFL and ORGN

C. Liu, H. Wang, Organizers
Y. Liang, Organizer, Presiding

8:00

8:30

376. Probing structure-performance relation for
electrocatalysis using multimodal characterization
techniques. D. Su

377. Atomically precise metal nanoclusters for
electrocataysis. D. Jiang

9:00  378.Identification of active species and
mechanisms in non-precious metal oxygen
reduction catalysts by poisoning and magnetic
measurements. A.A. Gewirth, A. Esposito

9:30  Intermission.

9:45  379.Understanding the electronic structure and
reactivity of carbon monoxide dehydrogenase
model systems for carbon dioxide reduction. J.
Panetier

10:15 380. Cation-mediated evolution of hydrogen on Cu
electrodes. M. Waegele

10:45 381. High performance electrochemical CO,
reduction cells based on non-noble metal catalysts.
H. Wang

11:05 382. Identification of active phase of oxide-derived
Cu in electrochemical CO reduction reaction with
operando surface enhanced spectroscopy. B. Xu

SECTIOND

Marriott Marquis San Diego Marina
Presidio 2

Mass Spectrometry of Biomolecular Assemblies

Cosponsored by BIOT, BMGT and MEDI
Financially supported by Agilent

J.S. Prell, Organizer

M. T. Marty, Organizer, Presiding

8:00  383. Role of surface collisions in an MS-based
structural biology approach. V.H. Wysocki

8:30  384. lon mobility mass spectrometry to
characterize formation and structure of DNA
assemblies. T.L. Pukala, A. Begbie, J. Li

9:00  385. Pinpointing isomerization sites in long-lived
proteins using IMS-MS. R. Julian

9:30  Intermission.

9:45  386. Multidimensional ion mobility of proteins
and protein complexes enabled by modular design.
M.F. Bush

10:15 387. Fourier transform ion mobility-Orbitrap
spectrometer for native mass spectrometry. J.
McCabe, M. Shirzadeh, D.H. Russell

10:45 Intermission.

11:00 388.Tandem-trapped ion mobility/mass
spectrometry measurements relates proteoform
identity to their tertiary and quaternary structures.
C. Bleiholder, F.C. Liu, T.C. Cropley, M. Chai

11:30 389. Nanoscale ion emitters in native mass
spectrometry for measuring ligand—protein and
ligand-DNA binding affinities. W.A. Donald
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SECTIONE

Marriott Marquis San Diego Marina
Torrey Pines 2

Connecting Safety, Education, Training &
Productivity in Analytical Laboratories

Cosponsored by CCS, CHAS, CINF and PRES
C. D. Incarvito, J. L. Maclachlan, Organizers, Presiding

8:00 Introductory Remarks.

8:10  390. Principles to influence culture and establish
practices regarding safe operation of research
instrumentation and application development. E.
Robinson

8:30  391. Computer-assisted separation modeling
in analytical space translated into improved
preparative chromatography productivity. I. Haidar
Ahmad, F. Tsay, R.\. Bennett, D. Henderson, R.
Hartman, B. Mann, |.K. Mangion, E. Regalado

8:50  392. Generic GC-FID method for high-throughput
analysis of residual solvents in pharmaceutical
substances. T. Nowak, F. Bernardoni, H. Halsey, A.A.
Makarov, E. Regalado

9:10  393. Safe solvent management for LC/MS and GC/
MS. P.A. Reinhardt, S. Bain

9:30  Panel Discussion.

10:45 Concluding Remarks.

SECTION F

Marriott Marquis San Diego Marina
San Diego Ballroom Salon A

ACS Sensors Young Investigators
J. Gooding, S. O. Kelley, Organizers, Presiding

8:00 Introductory Remarks.

8:05  394. Multi-modal sensing for measuring tissue
development and function in microphysiological
systems. M.A. Daniele, V. Pozdin, K. Rivera, A.
Young, P. Erb

8:35  395. Expanding the scope of biosensors: RNA- and
small molecule-generating sensing systems. B.C.
Dickinson

9:05  396. Probing and constructing bio-inorganic
interfaces within a nanocavity for adaptive single
molecule sensing. S. Huang

9:35  Intermission.

9:45  397. Not everybody dyes: Leveraging quantum
dots and other luminescent nanomaterials for new
opportunities in bioanalysis. W.R. Algar

10:15 398. Integration of dielectrophoretic selective
single-cell capture at a wireless electrode array
with on-chip analysis. M. Li, D. Pagariya, R.K. Anand

Getting to the Bottom: Optical & Electron
Imaging of Reactive Chemical Systems

Spectroscopy of Reactive Chemical Systems
Sponsored by PHYS, Cosponsored by ANYL

>

SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 2

Nanozymes for Bioanalysis & Beyond

Cosponsored by BIOL and BIOT
H. Wei, Organizer, Presiding

1:00 399.Imaging and treatment of multidrug-resistant
bacteria and biofilms using bioorthogonal
transition metal catalyst nanoparticle
“nanozymes”. V.M. Rotello

1:40  400. Peptide-gold clusters as enzyme-like catalyst
for in situ cell analysis and induce tumor-specific
cell apoptosis. L. Gao

2:20  401.e occupancy as an activity descriptor for
guiding the design of transitional oxide-based
peroxidase mimics. X. Wang, X. Gao, L. Qin, C.
Wang, L. Song, Y. Zhou, G. Zhu, W. Cao, S. Lin, Q.
Zhou, K. Wang, H. Zhang, Z. Jin, P. Wang, X. Gao, H.
Wei

3:00 Intermission.

3:05  402. Enzyme-mimic metal-bismuth oxyhalide for
sensing and antimicrobial applications. C. Huang,
H. Chang, J. Lai

3:45  403.Truncated tetrahedral CdTe QDs act as
endonucleases for site-selective photoinduced
cleavage of DNA. C. Xu, M. Sun, H. Kuang, L. Xu, A.
Qu

4:25  404. Withdrawn

SECTION B

Marriott Marquis San Diego Marina
Torrey Pines 3

Analytical Division Awards

K. Agnew-Heard, Organizer, Presiding

1:00 Introductory Remarks.

1:05  405. Spectroscopy through the microscope:
Chemical analysis at liquid/solid interfaces. J.M.
Harris

1:40  406. Structure-activity relationships at complex
electrodes from correlative electrochemical multi-
microscopy. P.R. Unwin
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2:15  407. New nano tools for real-time single molecule
imaging of single live cells: From fundamental
discoveries to biomedical applications. X. Xu

2:50  Intermission.

3:00 408.Building learning & teaching communities in
analytical chemistry: From campus to textbook.
C.A. Lucy

3:35  409.In vivo and intraoperative chemical analysis
and tissue diagnosis using the MasSpec Pen
technology. L. Schiavinato Eberlin

4:10  410. Atomic ions to intact protein complexes:
25-year quest for structure, dynamics, and
thermodynamics. D.H. Russell

SECTION C

Marriott Marquis San Diego Marina
Presidio 1

Identification & Design of Catalytic Sites in
Electrochemical Reactions

Cosponsored by ENFL and ORGN
Y. Liang, C. Liu, Organizers
H. Wang, Organizer, Presiding

1:00  411. Ambient electrochemical activation of small
molecules with inorganic and hybrid catalysts. C.
Liu

1:30  412. Designing functional sites in framework
materials for energy storage devices. V. Thoi

2:00 413.CO, reduction by immobilized rhenium
bipyridine moieties. S.C. Marinescu

2:30  Intermission.

2:45  414. Hydricity as an activity descriptor for
molecular hydrogen evolution electrocatalyst
design. J.Y. Yang, DW. Cunningham, B. Ceballos

3:15  415. Phthalocyanine precursors to construct
atomically dispersed metal electrocatalysts. Y.
Liang, Y. Wang, Z. Jiang

3:45  416. Electrocatalytic oxidation of d°-oxo for
ambient methane functionalization. j. deng, J.
Ihiguez, D. Yang, D. Xiang, G. Chan, C. Liu

SECTIOND

Marriott Marquis San Diego Marina
Presidio 2

Mass Spectrometry of Biomolecular Assemblies

Cosponsored by BIOL, BIOT and MEDI
Financially supported by Agilent

M. T. Marty, Organizer

J. S. Prell, Organizer, Presiding

1:00 417.Temperature-programmed native ESI-MS as a
versatile biophysical toolbox to study noncovalent
complexes. R. Zenobi

1:30  418. Flying viruses: From biophysical to structural
characterisation. C. Uetrecht

2:00  419. Native mass spectrometry: Probing gas-phase
or solution-phase protein structures?. J.A. Loo

2:30  Intermission.

2:45  420. Role of macroion-droplet interactions in the
charge state of macromolecules. S. Consta

3:05  421.Investigation of membrane toxin assemblies
with native ion mobility-mass spectrometry and
Gabor transform. J.S. Prell

3:25  422. Characterizing oligomerization of
biomolecular assemblies within intact membranes
using native mass spectrometry and lipoprotein
nanodiscs. M.T. Marty

3:45  Intermission.

4:00 423.Denaturing and native top-down proteomics
using capillary electrophoresis-tandem mass
spectrometry. L. Sun

4:30  424.Identifying protein interactions using in-
cell protein footprinting coupled with mass
spectrometry. L.M. Jones

SECTIONE

Marriott Marquis San Diego Marina
Torrey Pines 2

Exploration of the Nano-Bio Interface with
Analytical Tools

Cosponsored by BIOL and BIOT
W. Zhong, Organizer, Presiding
R. Coreas, Presiding

1:00  425. Nanotoxicity and nanomedicines. Y. Zhao

1:40  426. Toxicological profiling of metal and metal
oxide nanomaterials in liver cells. T. Xia

2:10  427.Investigation of immune cell responses
to engineered metal oxide nanomaterials by
quantitative proteomics tools. T. Zhang, M. Gaffrey,
B.D. Thrall, W. Qian

2:40  Intermission.

2:50  428.Single particle spatiotemporal analysis
of transmembrane process of functionalized
nanocargos. Y. He

3:20  429. Membrane-protein-hydration interaction
of a-synuclein with anionic vesicles in solution
probed via angle-resolved second harmonic
scattering. J. Dedic, S. Rocha, P. Wittung Stafshede,
S. Roke

3:50  430. Toxicological risk assessment of cellulose
nanofibrils by using a fluorescent molecular probe.
I. Patel, JW. Woodcock, J. Shatkin, S. Stranick, G.
Deloid, P. Demokritou, S. Harper, JW. Gilman, D.
Fox
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SECTION F

Marriott Marquis San Diego Marina
San Diego Ballroom Salon A

Biosensing: New Strategies & Latest
Development

Cosponsored by BIOL, BIOT and MEDI
Q. J. Cheng, Organizer, Presiding

1:00 431.Single hydrogel nanoparticle SPR imaging
measurements for biosensing and bioaffinity
uptake. R.M. Corn

1:30  432.Supramolecular assemblies for chiral
molecular sensing. M. Liu, L. Zhang

2:00  433. Mirror-image nucleic acid-based sensors for
live-cell imaging of RNA. J. Sczepanski, B. Young, A.
Kabza, W. Zhong

2:20  434. Microfluidic biochip platform incorporating
hydrogel-based differential Coulter counting
technology for rapid, multiplexed quantification of
proteins. T. Cowell, E. Valera, A. Jackelow, J. Park, R.
Ding, R. Bashir, H. Han

2:40  Intermission.

2:55 435, Microscale interfaces for sensitive biosensing
and comprehensive identification of biomolecules.
B. Liu, Y. Wang, H. Zhang, K. Zhang, L. Qiao, J. Liu

3:25  436. Preparation and integration of specifically
functionalized biosensors for liquid biopsy. R. Heer

3:55  437.New catalytic DNA based biosensors for
selective metal ions detection. J. Liu

4:15  438. Using gold nanoparticles for diagnostics and
sensing in low cost devices. K. Hamad-Schifferli, C.
Rodriguez-Quijada

4:35  439. Switchable chemical reactivity to multiplex
aptamer-field-effect transistor sensing. O.
Lukoyanova, ST. Mensah, J. Stauber, W. Dai, C.
Zhao, K. Cheung, P. Weiss, M.N. Stojanovic, A.M.
Spokoyny, A.M. Andrews

SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 2

Nanozymes for Bioanalysis & Beyond

Cosponsored by BIOL and BIOT
H. Wei, Organizer, Presiding

8:00  440. Strong candidate graphene based materials
to replace natural peroxidase in sensitive and
selective bioassays. J. Lee

8:40  441. Nanozyme-prodrug therapy. A. Zelikin

9:20  442. Bifunctional nanozyme based on modified
carbon nitride photocatalyst that mimics glucose
oxidase-peroxidase. W. Choi, P. Zhang, J. Han, D.
Kim

10:00 Intermission.

10:05 443. Combat resistant bacteria with nanozymes. L.
Gao

10:45 444.Biological applications by nucleobase
analogues capped gold nanoclusters with
peroxidase-like activity. H. Jiang, Y. Zheng, L. Liu, X.
Wang

11:15 445. Fluorescent C,N,-based nanozymes for
ratiometric biomedical assays. X. Wang, H. Wei

SECTION B

Marriott Marquis San Diego Marina
Torrey Pines 3

From Antibody-Based to Mass Spectrometry-
Based Analysis of Emerging Contaminants in
Water: Advances & Future Trends

Cosponsored by ENVR
D.S. Aga, R. J. Schneider, Organizers, Presiding

8:00 Introductory Remarks.

8:10  446. Antibody-based approaches to respond to the
environmental analytical challenges. M. Marco

8:45  447.Using mass spectrometry to vet microcystin
concentrations by enzyme-linked immunosorbent
assay. J. Westrick

9:10  448.VHH antibodies are versatile tools
for monitoring of environmental chemical
contamination. N. Vasylieva, Z. Li, D. Li, B. Barnych,
B.D. Hammock

9:35  Intermission.

10:00 449. Improving small molecule annotation in
nontargeted soft-ionization GC/LC high-resolution
mass spectrometry. C. Jaeger, J. Lisec

10:25 450. Ultrasensitive MALDI-TOF quantitation of
microcystins in complex matrices by direct on-
target analysis of nanobody-captured toxins. M.
Pirez-Schirmer, B.M. Brena, G. Gonzalez

SECTION C

Marriott Marquis San Diego Marina
Presidio 1

Advances in Electrochemistry
L. A. Baker, Organizer, Presiding

8:00 451.Imaging local electrochemistry with ion
conductance microscopy. L.A. Baker
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8:25  452.Using image processing algorithms to treat
electrochemical images. L. Stephens, N. Payne, S.
Skaanvik, D. Polcari, M. Geissler, J. Mauzeroll

8:45 453, Positive and negative feedback theory and
experiments in hot-tip scanning electrochemical
microscopy. Z. Zhao, A. Boika

9:05  454.Bubble nucleation-based electrochemical
detection method for perfluorinated surfactants.
R. Ranaweera, L. Luo

9:25  Intermission.

9:40 455, Critical nuclei size and rate of nanobubble
nucleation. M.A. Edwards, S. German, H. Ren, A.
Moreno Soto, H. White

10:05 456. Mechanism of histamine oxidation and
electropolymerization at carbon electrodes. P.
Puthongkham, B.J. Venton

10:25 457. Neurotransmitter detection at near the
theoretical performance limit of electroenzymatic
sensors. I. Huang, M. Clay, H.G. Monbouquette

10:45 458. Single drop fabrication of the cholesterol
biosensor based on synthesized NiFe,O,NPs
dispersed on PDDA—CNTs. C. Moonla, T.
Tangkuaram, A. Preechaworapun

SECTIOND

Marriott Marquis San Diego Marina
Presidio 2

Interface between Experiments & Modeling in
Unraveling the Physical & Chemical Properties
of Charged Droplets

Cosponsored by COMP, ORGN and PHYS
S. Consta, S. Xantheas, Organizers, Presiding

8:00 Introductory Remarks.

8:05  459. Understanding molecular aspects of aqueous
interfacial chemistry with clusters. M.A. Johnson

8:35  460. Photoemission from charged droplets. R.
Signorell

9:05  461. Diverse nature of ion speciation at the
nanoscale hydrophobic/water interface. E. Zdrali,
M.D. Baer, H. Okur, C.J. Mundy, S. Roke

9:35  Intermission.

9:50  462. Native electrospray ionization: From solution
to charged droplets to final ions. M.F. Bush

10:20 463. Spectroscopic characterization and
computational investigation of anionic clusters
generated from charged droplets. X. Wang

10:50 464. Vibrating sharp-edge spray ionization (VSSI)
for in-droplet hydrogen/deuterium exchange
reactions. S.J. Valentine, N. Ranganathan, C. Li, X. Li,
K. Attanayake, S. Majuta, A. Kiani Karaniji, P. Li

11:20 465. Adventures in anion photoelectron
spectroscopy. K.H. Bowen

11:50 Discussion.

SECTIONE

Marriott Marquis San Diego Marina
Torrey Pines 2

Exploration of the Nano-Bio Interface with
Analytical Tools

Cosponsored by BIOL and BIOT
W. Zhong, Organizer, Presiding

8:00 466.Don’t forget the lipids: Biomolecular coronas
on nanoparticles. C.J. Murphy

8:40  467. Pulmonary surfactant corona and nano-bio
interactions in the lung. Y. Zuo

9:10  468. Protein conformational change induced by
nanomaterials elucidated with limited proteolysis.
W. Zhong, Y. Duan, R. Coreas

9:40 Intermission.

9:50  469. Optimized carbon dots: Green imaging agents
at the nano-bio interface. C.L. Haynes

10:20 470. Fluorescent black carbon surrogates: Probing
biological impacts of black carbon while relating
form and function in creating fluorescent carbon
dots. C. Sumner, R.L. McCarley

10:40 471. Characterizing protein coronas with limited
proteolysis and lipid coronas with liquid-liquid
extractions coupled to liquid chromatography-
mass spectrometry. R. Coreas, J. Lee, Y. Duan, W.
Zhong

11:00 472. Gold nanoparticle-based screening platform
to assess protein-carbohydrate interactions. S.
Richards

SECTION F
Marriott Marquis San Diego Marina

San Diego Ballroom Salon A

Biosensing: New Strategies & Latest
Development

Cosponsored by BIOL, BIOT and MEDI
Q. J. Cheng, Organizer
R. Heer, M. Liu, Presiding

8:00 473. Development of miniature surface plasmon
resonance systems and sensor applications. A.
Baba, S. Nootchanat, C. Lertvachirapaiboon, K.
Shinbo, K. Kato, S. Ekgasit

8:30  474.Supported lipid membranes as biosensing
interface. Q.J. Cheng

9:00  475. Interference effect of silica colloidal crystal
films and their applications on biosensing. W.
Qian, Q. Su, F. Wu, P. Xu, A. Dong, C. Liu, Y. Wan

9:20  476. Electrochemical quantification of bladder
cancer biomarkers with a phage-based bioresistor.
E.C. Sanders, A. Attar, A. Santos, S. Majumdar, R.M.
Penner, G.A. Weiss
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9:40  477. Polymeric nanofilter biointerface for
potentiometric small-biomolecule recognition. S.
Nishitani, S. Himori, F. Nishimori, T. Sakata

10:00 Intermission.

10:15 478. Better analysis for proteins with metallic and
non-metallic nanoparticle-integrated biosensing
platforms. H. Lee

10:45 479. Towards development of fluorescence
quenching-based biosensors for drought stress in
plants. T. Guo, S. Brady

11:05 480. Oxidative stress imaging using LED-based
photoacoustic imaging system. A. Hariri, E. Zhao,
JV.Jokerst

11:25 481. Massively parallel single-molecule detection
platform using nano-electronics. Y. lee, K.L.
Shepard

Theoretical & Experimental Investigations of
Water Interactions with Materials

Sponsored by COLL, Cosponsored by ANYL

SECTION A
Marriott Marquis San Diego Marina

Rancho Santa Fe 2
Nanozymes for Bioanalysis & Beyond

Cosponsored by BIOL and BIOT
H. Wei, Organizer, Presiding

1:00  482.De novo design of nanomedicine: Large scale
molecular simulation of nanoparticle-biomolecule
interactions. R. Zhou

1:40  483. Catalytic model bridging computations and
experiments for ceria-based nanozymes. Z. Wang,
X. Gao

2:20  484. Metallic nanostructures for medical
diagnostics. X. Xia

3:00 Intermission.

3:05  485. Portable sensors incorporating nanomaterials
with enzyme-mimetic properties for bioanalysis. A.
Othman, F. Mustafa, M. Hassan, E. Andreescu

3:45  486. Standardization of nanozyme research. M.
Liang

4:25  487.NanoZymes for colorimetric sensing and
beyond. R. Ramanathan, V. Bansal, P. Weerathunge,
N. Karim, M. Singh, P. Mariathomas, S. Hashmi, S.
Prasad

SECTION B

Marriott Marquis San Diego Marina
Torrey Pines 3

From Antibody-Based to Mass Spectrometry-
Based Analysis of Emerging Contaminants in
Water: Advances & Future Trends

D.S. Aga, R. J. Schneider, Organizers, Presiding

1:00  488. Analysis and fate of antimicrobials in animal
manure: Challenges and solutions. D.S. Aga

1:35  489.Immobilization of multivalent nanobodies
onto bacteria magnetic particles for the rapid
detection of tetrabromobisphenol A in the
environment. J. He, J. Xu, J. Tian, J. Li, S. Gee, B.D.
Hammock, Q.X. Li, T. Xu

2:00 Intermission.

2:25  490. Analysis of bisphenol A, octyl and
nonyl phenol, estrogens, and other selected
pharmaceuticals in surface and wastewater by
liquid chromatography-negative ion electrospray-
tandem mass spectrometry. g. aborkhees, R. Raina-
Fulton, O. Thirunavukkarasu

2:50  491. Determination of emerging micropollutants
in urban waters and wastewater by portable
immunoanalytical methods. P. Carl, I.I. Ramos, M.A.
Segundo, R.J. Schneider

3:15  Concluding Remarks.

SECTION C

Marriott Marquis San Diego Marina
Presidio 1

Advances in Electrochemistry
L. A. Baker, Organizer, Presiding

1:00  492. Electrochemical and electrokinetic route for
dialysate regeneration. B. Berzina, R. Anand

1:25  493. Electrochemical sensors for field detection of
explosives. S. Trammell

1:50  494. Electrochemical reduction of carbon dioxide
to formate and carbon monoxide on lead-tin
alloys. A. Hailu, S.K. Shaw

2:10  Intermission.

2:25 495, Proton transfer regulation across soft
interfaces of water. H. Tavassol, L. Nguyen, C. Mao,
K. Asham

2:45  496. Coherent X-ray diffraction/absorption
microscopy for analyzing organic and inorganic
materials. J. Park

3:05  497.Influence of electrochemical polymerization
protocols on composite conducting polymer films
for supercapacitor electrode materials. A. Al-Betar
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3:25  498. Determination of betadex (B-cyclodextrin)
according to the USP betadex sulfobutyl ether
sodium monograph. M. Aggrawal, J.S. Rohrer

SECTIOND

Marriott Marquis San Diego Marina
Presidio 2

Interface between Experiments & Modeling in
Unraveling the Physical & Chemical Properties
of Charged Droplets

Cosponsored by COMP, ORGN and PHYS
S. Consta, S. Xantheas, Organizers, Presiding

1:00  499. lons from solution to the gas phase: Effects
of solvent on the final structure. M.J. Hebert, D.H.
Russell

1:30  500. Understanding disordered protein
conformations in solution as viewed from the gas
phase. P.E. Barran

2:00 501. Microsolvation effects on the encapsulation
of metal ions by crown ethers. Y. Inokuchi

2:30  Intermission.

2:45  502. Charging proteins by electrospray ionization.
R.R. Loo, J.A. Loo

3:15  503. Infrared laser spectroscopy of solvated
cations. M.A. Duncan

3:45  504.Chemistry driven by electrons: Metastable
electronic states and spin-forbidden processes. K.B.
Bravaya

4:15  505. Many-body expansion for ion-water clusters:
Convergence, size and basis set effects, and
solvation structure. J.P. Heindel, S.S. Xantheas

4:45  Discussion.

SECTION E
Marriott Marquis San Diego Marina

Torrey Pines 2

Study of Circulating, Cell-Free Biomarkers with
Analytical Tools

Cosponsored by BIOL, BIOT and MEDI
W. Zhong, Organizer, Presiding
G. Adkins, M. P. Trinh, Presiding

1:00  506. Tracking cell-free, circulating nucleic acids
from tumors with electrochemical sensors. S.0.
Kelley

1:40  507. Lipid-based normalization of quantum
dot probes bound to membrane markers on
extracellular vesicles in complex biological
samples. T. Hu

2:20  508. High-resolution single-vesicle flow cytometry.
J. Nolan

3:00 Intermission.

3:10  509. Analyzing maternal blood serum preterm
birth risk biomarkers in 3D printed microfluidic
devices. A. Woolley, M. Beauchamp, AV. Nielson,
E.K. Parker, J.B. Nielsen, H.M. AlImughamsi, G.P.
Nordin

3:50  510. Chemical operations on a living single cell by
open microfluidics. J. Lin

4:30  511. Analysis of extracellular vesicle (EV) enabled
by nanostructures. W. Zhong, K. Guo, Q. Jiang

SECTION F

Marriott Marquis San Diego Marina
San Diego Ballroom Salon A

Biosensing: New Strategies & Latest
Development

Cosponsored by BIOL, BIOT and MEDI
Q. J. Cheng, Organizer
B. Liu, R. Ragan, Presiding

1:00 512. Aptamer-functionalized microelectrodes
and nanopipettes to sense neurotransmitters in
neuronal networks. N. Nakatsuka, S. Weaver, D.
Eggemann, T. Schlotter, D. Momotenko, J. Voros

1:30  513. Stimulus-responsive nanomaterial for highly
efficient intracellular sensing and gene therapy. Y.
Liu, K. Kw Ren, H. Ju

2:00 514.Illuminating bacterial communities with
plasmonic nanoantennas. R. Ragan, W.J. Thrift, A.S.
Cabuslay, A. Hochbaum

2:20  515.Single molecule fluorescence counting assay
to measure biomolecules. H. Zhang, Y. Liu, K.
Zhang, X. Huang, B. Li, B. Liu, J. Liu

2:40  516. Developing aptamer-based biosensor
for onsite detection of stress biomarkers in
noninvasive biofluids. S. Dalirirad

3:00 Intermission.

3:15  517. Detection of antibiotic-resistant bacteria
using nanoparticle-mediated microfluidic capture.
C. Nemr, S.J. Smith, P. Aldridge, W. Liu, A. Mepham,
R. Mohamadi, M. Labib, S.O. Kelley

3:35  518. Paper-based lateral flow immunoassay for
detection of traumatic brain injury biomarkers. K.
Curtin, X. Gao, N. Wu

3:55  519. Fabrication of wafer-scale metal oxide
nanoribbon field-effect transistor biosensors using
chemical lift-off lithography. C. Zhao, Q. Liu, K.M.
Cheung, W. Liu, Q. Yang, X. Xu, A.M. Andrews, C.
Zhou, PS. Weiss

4:15  520. Thermally carbonized porous silicon for robust
label-free DNA optical sensing. R. Layouni, M.
Choudhury, PE. Laibinis, S.M. Weiss
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4:35

521. Duplex electrochemical DNA sensor to detect
B.anthracis CAP and PAG DNA targets based on
the incorporation of tailed primers and ferrocene
labelled dATP. I. Magriiia-Lobato, M. Jauset-Rubio,
M. Ortiz, A. Simonova, M. Hocek, C. O’Sullivan

Theoretical & Experimental Investigations of
Water Interactions with Materials

Sponsored by COLL, Cosponsored by ANYL

SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 2

Advances in Spectroscopy

XRF, NMR, & SEM Spectroscopy

E. A. Smith, Organizer
R. F. Hirsch, Presiding

8:00
8:05

8:25

8:45

9:05

9:25
9:40

10:00

10:20

10:40

Introductory Remarks.

522. Detection of toxic metals contamination in
cosmetics using MP-AES and X-Ray fluorescence
spectroscopy. S. Alsherari, AW. Apblett

523. Low resolution size chromatographs?

The potential applications of diffusion ordered
spectroscopy NMR in analysis of polymer size
distributions. T.A. Swift, S. Rimmer

524.Imaging and analysis of ancient decorative
metal threads using scanning electron microscope-
based X-ray spectroscopies. A. Popowich, E. Vicenzi,
T.Lam

525. Applications of broadband **F-*H cross-
polarization in NMR spectroscopy: Hetero-TOCSY
and ASAP-HSQC. A.A. Marchione, E. Diaz
Intermission.

526. Advancing innovation and the adoption of
emerging technology in pharmaceutical freeze-
drying through laboratory research at FDA's office
of testing and research. M. Korang-Yeboah, L.
Hengst, A. Ako-Adounvo, C. Srinivasan, M. Ashraf,
C.N.Cruz

527. Simultaneous measurement of metal
coatings thickness and composition using x-ray
fluorescence (XRF) spectroscopy. H. Ataee-Esfahani,
J. Peters

528. How analytical chemistry is providing basic
advances in climate science. R.F. Hirsch

529. Calibration transfer between low-field NMR
instruments. D. Galvan, E. Danieli, D. Borsato, M.H.
Killner

SECTION B

Marriott Marquis San Diego Marina
Torrey Pines 3

Advances in Mass Spectrometry

M. F. Bush, Organizer, Presiding

8:00

8:25

8:45

9:05

9:25

9:45
10:05

10:25

10:45

11:05

11:25

11:45

530. Electrochemistry-assisted absolute
quantitation by mass spectrometry without the
use of standards. H. Chen, P. Zhao

531. Applications of in-situ mass spectrometry,
high resolution mass spectrometry, and theoretical
methods to the analysis of e-cigarette thermal
degradation chemistry. Y. Li, A. Burns, T.B. Nguyen
532. Studying reductive reaction of triple bond

in microdroplet by extractive electrospray
ionization mass spectrometry and in-situ Raman
spectroscopy. K. Huang, W. Chou, Y. Wang, C. Hsu
533. Heteroatom-doped graphene quantum dots
enable negative ion laser desorption ionization
mass spectrometry for probing and imaging of
small biomolecules. Q. Min, X. Huang, M. Liu, J. Zhu
534. Multilayered gold-nanoparticle thin film as a
sample substrate in SALDI-MS for osteoporosis risk
assessment. Y. Chang, T. Kuo

Intermission.

535. lon mobility-mass spectrometry reveals the
effect of sialylation on glycoprotein structures. G.
Li, L. Li

536. Improved profiling of sialylated N-linked
glycans by ion chromatography-mass
spectrometry. S. Patil, J.S. Rohrer

537. Native top-down proteomics for mouse brain
proteome with capillary zone electrophoresis-
tandem mass spectrometry. X. Shen, L. Sun

538. Module-based method development and life
cycle method improvement: Two case studies of
complex method development, validation, and
implementation using automated tandem mass
spectrometry to support regulatory science issues.
J. Zhang, P. Faustino

539. Trace metals in LPG (liquified petroleum

gas) by ICP-MS (inductively coupled plasma mass
spectrometry). S.S. Chudasama, K. Lehuta

540. Multidimensional fractionation and
molecular characterization of lingering oil
compounds in coastal sediments: A nine year
evolution. A.LM. McKenna, H. Chen, C.C. Davis, S.F.
Niles, C.R. Weisbrod, A. Hou, M.L. Chacon-Patino, Q.
Lin, R.P. Rodgers
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SECTION C

Marriott Marquis San Diego Marina
Presidio 1

Chemometric Analysis for Aqueous Sample

Cosponsored by COMP and ENVR
Financially supported by The University of Alabama
X. Liang, T. Mako, Y. Xu, X. Yao, Organizers, Presiding

8:00 Introductory Remarks.

8:05  541.Unraveling sample matrix effects for
multivariate calibration. J.H. Kalivas, T. Lemos

8:30  542. Differential sensing of multiplex MAPK
isoforms using expanded SOX-peptide library. L.
Zeng, D. Zamora-Olivares, T.S. Kaoud, K. Dalby, EV.
Anslyn

8:55  543.Chemometrics to guide the design of a lignin
electrocatalytic reactor. P.D. Harrington, Z. Chen, M.
Naderinasrabadi, J. Staser

9:20  Intermission.

9:30  544. Temperature-dependent near-infrared
spectroscopy for analyzing aqueous samples. X.
Shao, X. Cui, L. Ma, L. Wang, Y. Sun, M. Wang, W. Cai

9:55 545, Calibration-based detection and confidence
limits are (almost) exact when the data variance
function is known. J.B. Tellinghuisen

10:20 546. Multivariate curve resolution and pattern
recognition applied to infrared images of paint
chips to facilitate the forensic examination of
automotive paints. B.K. Lavine, F. Kwofie

10:45 Concluding Remarks.

SECTIOND

Marriott Marquis San Diego Marina
Presidio 2

Interface between Experiments & Modeling in
Unraveling the Physical & Chemical Properties
of Charged Droplets

Cosponsored by COMP, ORGN and PHYS
S. Consta, S. Xantheas, Organizers, Presiding

8:00  547.Reversed interfacial fractionation of
carbonate and bicarbonate evidenced by X-ray
photoemission spectroscopy and theory. R.J.
Saykally, t. pascal

8:30  548. Quantum mechanical studies of protonated
water clusters through their IR spectra. J.M.
Bowman, Q. Yu

9:00  549. How can we use machine learning to study
droplet catalysis?. T. Rhone, C. O’Connor, R. Hoyt,
M. Montemore, C. Kumar, C.M. Friend, E. Kaxiras

9:30  Intermission.

9:45  550. Diffusion Monte Carlo approaches for
exploring neutral and protonated water clusters.
A.B. McCoy, R. Dirisio, V. Lee

10:15 551. Reaction acceleration in charged
microdroplets: Scratching the surface. B.M. Marsh,
K. lyer, R.G. Cooks

10:45 552. Highly charged droplets of superfluid helium.
M. Gatchell, F. Laimer, P. Martini, L. Tiefenthaler, S.
Albertini, F. Zappa, P. Scheier

11:15 553. lonic strength is systems that violate the
electric neutrality. S. Consta

11:45 Discussion.

11:55 Concluding Remarks.

SECTIONE

Marriott Marquis San Diego Marina
Torrey Pines 2

Study of Circulating, Cell-Free Biomarkers with
Analytical Tools

Cosponsored by BIOL, BIOT and MEDI
W. Zhong, Organizer, Presiding
G. Adkins, M. P. Trinh, Presiding

8:00  554. Fluorescent nanomaterials for detection of
cell markers and images. H. Chang

8:40  555.Chemiluminescent gold nanoluminophore-
based immunoassays for biomarkers of acute
myocardial infarction. H. Cui

9:20  556. Ultrasensitive quantification strategy of
extracellular vesicles using CuS microgel and filter
membrane. Q. Jiang, Y. Liu, W. Zhong

9:40  557.Photocleavable linker for the release of rare
cancer biomarkers after microfluidic affinity
selection. T. Pahattuge, J.M. Jackson, S.A. Soper

10:00 Intermission.

10:10 558. Nanomaterial-assisted extraction and
quantification of circulating non-coding RNAs in
serum. M.P. Trinh, Y. Zheng, W. Zhong

10:30 559. DNA terminal structure-mediated enzymatic
reaction for ultra-sensitive detection of EGFR exon
19 deletion. M. Zhao

10:50 560. Single exosome analysis based on exosomal
proteins using flow cytometry. K. Guo, W. Zhong

11:10 561. Characterizing extracellular vesicles using
asymmetrical flow field-flow fractionation:
Combining traditional nanoparticle
characterization techniques with biomolecular
probing. G.B. Adkins, E. Sun, W. Zhong
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SECTION F

Marriott Marquis San Diego Marina
San Diego Ballroom Salon A

Theoretical & Experimental Investigations of
Water Interactions with Materials

Biosensing: New Strategies & Latest
Development

Cosponsored by BIOL, BIOT and MEDI
Q. J. Cheng, Organizer

Sponsored by COLL, Cosponsored by ANYL

A.Lambert, H. Lee, Presiding SECTION A
8:00  562. Nucleic-acid-functionalized field-effect Marriott Marquis San Diego Marina
transistors for biomedical applications. K.M. Rancho Santa Fe 2
Cheung, N. Nakatsuka, K. Yang, C. Zhao, H. Yang, Advances in Spectroscopy
J.M. Abendroth, P.S. Weiss, M.N. Stojanovic, A.M. .
Andrews Optical Spectroscopy: IR, Fluorescence,
8:20  563. SPR-MALDI Biosensing via carbohydrate small Absorption, and Raman Spectroscopy
molecule probes. A. Lambert, C. Chen, QJ. Cheng E. A. Smith, Organizer
8:40  564. Microfluidic synthesis and patterning of silver R. F. Hirsch, Presiding
nanoparticles for biomolecular sensing. Y. Nie, J.
Zhang 1:00 573. Development of fluorescent molecular probes
9:00  565. Supported lipid bilayer-based biosensor for the highly sensitive and selective detection of
to detect phospholipase A2 -lipid membrane living substances using magnetic beads. Y. Suzuki
interaction. S. Hossain, K. Pai, M. Piyasena 1:20  574. Pump-probe UV resonance Raman
9:20  566. Nanobody-based binding assay for the spectroscopic analysis of the redox cofactors in
discovery of potent inhibitors in drug development. photosystem I1. J. Chen, J. Chen, Y. Liu
N. Vasylieva, S. Kitamura, J. Dong, B. Barnych, 1:40 575. Polymeric microfluidic continuous flow mixer
K. Hvorecny, D. Madden, S. Gee, DW. Wolan, C. combined with hyperspectral FT-IR imaging for
Morisseau, B.D. Hammock studying rapid biomolecular events. H. Jang, A.
9:40 Intermission. Pawate, R. Bhargava, P.J. Kenis
9:55  567. Microfluidic paper-based analytical devices 2:00  576.Cyano-derivatized tryptophans, as a novel 2D
(microPADSs) with DVD player: Centrifugally IR probe-pair for protein dynamics. F. Chalyavi, J.
assisted flow acceleration for rapid distance Mauro, A. Schmitz, MW. Fennie, M.J. Tucker
readout assays. K. Maejima, Y. Hiruta, D. Citterio 2:20  Intermission.
10:15 568. Chimeric phage as scaffold for rapid detection 2:35  577. Adversarial spectroscopy. G.J. Simpson
of pathogenic bacteria. H. Peng, I. Chen 3:00 578. Microgel nanostructures for surface-
10:35 569. Fully integrated paper microfluidic single- enhanced Raman spectroscopy. S.R. Emory, A. Silva,
walled carbon nanotubes chemiresistive biosensor J. Lo, S. Olson, D.A. Rider
arrays for point-of-care diagnostics. Y. Shen, AK. 3:20  579. Investigating the anion-cation intermolecular
Mulchandani interactions in imidazolium acetate ionic liquids
10:55 570. Fast interrogation of electrochemical, by Raman spectroscopy and multiple regression
aptamer-based (E-AB) sensors for the analysis. J. Li, JW. Petrich, E.A. Smith
characterization of small molecule-aptamer 3:40  580. All-dielectric, mid-infrared metasurfaces for
binding kinetics. M.S. Santos Cancel, R. Lazenby, R. vibrational circular dichroism enhancement. J.
White Abendroth, J. Hu, L. Poulikakos, M. Solomon, M.
11:15 571. Advantages of gallium indium eutectic Lawrence, J. Dionne
contacts for In203 field-effect transistors. s.
Rahimnejad, L. Stewart, C. Zhao, A. Andrews, P.
Weiss
11:35 572.Using single-molecule RNA: DNA electrical

conductance measurements for ultra-sensitive
pathogen detection. Y. Li, J.M. Artes Vivancos, B.
Demir, S. Gokce, H.M. Mohammad, M. Alangari, A.
Anantram, E.E. Oren, J. Hihath
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BIOL

DIVISION OF BIOLOGICAL CHEMISTRY

P. Bevilacqua and M. Distefano, Program Chairs

SECTION A

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 5

Biomolecular Structure & Function in Liquid-
Liquid Phase Separation: Roles for Nucleic Acids

P. Bevilacqua, M. D. Distefano, Organizers
C. D. Keating, Organizer, Presiding

8:00 Introductory Remarks.

8:05 1. Bioinspired microenvironments generated by
phase coexistence in polyelectrolyte solutions. C.D.
Keating

8:40 2. Anion-assisted ribozyme catalysis inside
complex coacervates. P. Bevilacqua, R. Poudyal, C.D.
Keating

9:15 3. Membrane-free coacervate droplets alter
enzyme kinetics. T.D. Tang

9:50  Intermission.

10:05 4.RNP granulesin health and disease. r. parker, B.
Van Treeck, T. Matheny, A. Khong, D. Tauber, G.A.
Tauber, J. Burke, E. Lester, N. Ripin, T.N. Huynh

10:40 5.RNA controls a switch-like liquid phase
transition of low-complexity protein domains. P.
Banerjee

11:15 6. Phase transition drives telomere clustering. H.
Zhang, M. Liu, C. Aonbangkhen, D.M. Chenoweth,
R. Greenberg, M. Lampson

SECTION B

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 6

Early Career Investigators in Biological
Chemistry

P. Bevilacqua, M. D. Distefano, Organizers
M. E. Farkas, Presiding

8:00  7.Biophysical insight into binding of Chlorin p, to
Sudlow’s site Il of human serum albumin. S. Patel

8:20 8. Mapping the oxysterol interactome. A.E. Ondrus

8:40 9. HPLC-based method for the analysis of whole-
cell sialic acids. S.M. Levonis, H. Kim, S.S. Schweiker

9:00  10. Targeting Dengue virus replication through
pharmacologic modulation of ER proteostasis
pathways. L. Plate, K. Almasy

9:20  11. Structural disruption of the amyloid-m peptide
induced by small molecules through nonspecific
binding. C. Liang

9:40  12.Small molecule modulation of circadian
rhythms in cancer cells. M.E. Farkas

10:00 13.Tryptophan-zippered ‘Trojan horse’ peptides
with anti-tuberculosis specific activity. A.
Simonson, A. Mongia, M. Aronson, T. Goralski, K.
Keiler, S.H. Medina

10:20 14. Structure-performance relationships in
cooperative biocatalysis by multi-enzyme
assemblies displayed on cell surface. F. Wen

10:40 15.Hydrogen sulfide: Development of selective
probes and useful donors through molecular
design. J.C. Lukesh

11:00 16. Providing a molecular level view of active
DNA demethylation using designer chromatin. J.
Sczepanski, C. Deckard

Nanotechnology & Single Cell Analysis in
Biology & Medicine
Nanoscience, Biology & Medicine

Sponsored by ANYL, Cosponsored by BIOL, COLL, MPPG
and PHYS

Origins & Future of Metabolite & Small
Molecule Identification

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

CRISPR/Gene Editing & RNA.: Utilization for
Enhanced Crop Production

Sponsored by AGRO, Cosponsored by AGFD and BIOL

Characterization of Plastics in Aquatic
Environments

Sponsored by POLY, Cosponsored by ANYL, BIOL, CEl, ENVR,
I&EC, PMSE and PRES
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Measuring Protein Conformations & Folding
Inside the Cell

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

SECTION A

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 5

Gordon Hammes Award Lecture

P. Bevilacqua, M. D. Distefano, Organizers
A. Schepartz, Presiding

1:00 Introductory Remarks.

1:05  17.Sequence conservation and information
analysis provide insight into RNA adaptation. K.A.
Leamy, N. Yennawar, P. Bevilacqua

1:20  18. Structure elucidation of colibactin and its DNA
interstrand cross-link product. J. Crawford

2:05  19. Synthetic biology approaches to bioorthogonal
chemistry. M. Chang

2:50  20. Monitoring translation in space and time with
ribosome profiling. J. Weissman

3:35  Introduction of Awardee.

3:40  21. Molecular machines that make membranes.
D.E. Kahne

SECTION B

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 6

Graduate Student & Postdoctoral Fellow
Symposium

P. Bevilacqua, Organizer
M. D. Distefano, Organizer, Presiding

1:00  22.Single-chain synthetic glycolipids: Self-
assembly properties and applications to artificial
cell development. A. Bhattacharya, N.K. Devaraj

1:15  23.Small molecules for functional protein
depalmitoylation. A. Rudd, R. Brea, N.K. Devaraj

1:30  24. De novo all-atom self-assembly of Alzheimer’s
ApB25-35 dimers in a lipid bilayer. A. Smith, D.K.
Klimov

1:45  25.New tools for sensitivity-enhanced in-cell
NMR spectroscopy. B. Lim, B. Ackermann, G.
Debelouchina

2:00 26.Bioluminescent studies of quinoline-based
amino analogs of firefly luciferin. B. Huta, T.
Southworth, B.R. Branchini

2:15  27.Synthetic a-helical peptidomimetic for
substoichiometric modulation of membrane
bound IAPP aggregation. D. Maity, A. Hamilton

2:30  28.Phosphinate-based rhodol/fluorescein
derivatives and their biological application. Y. Fang,
X. Zhou, C.I. Stains

2:45  29.Targeted protein degradation as a tool to probe
non-kinase roles in myeloid leukemias. G. Burslem,
A. Schultz, D. Bondeson, J. Song, C. Eide, S. Savage, J.
Hines, B. Druker, C.M. Crews

3:00  30.Probing interactions in methyllysine reader
proteins using genetic code expansion. K.M. Kean,
K.N. Lamb, L.I. James, M. Waters

3:15  31.Biochemical characterization of cyclopentenyl
uracil analogues: Application in the combination
antiviral therapy. Q. Liu, C. Khosla

3:30  32. Analysis of pathways from ATCC 31433 and
ATCC 31363, two Burkholderiaceae producers of
Bulgecin A and sulfazecin-type monobactams. M.
Horsman, S. Mobashery

3:45  33.Development of ultrasensitive fluorescence-
quenched probes for monitoring lysosomal
glycosidase activity in live cells. R.A. Ashmus, S.
Cecioni, S. Zhu, M.C. Deen, D.J. Vocadlo

4:00  34.Active site labeling of fatty acid and polyketide-
derived acyl-carrier protein transacylase domains.
T.D. Davis, J.M. Michaud, M.D. Burkart

4:15  35. Anti-biofilm activity of nanoparticles via self-
assembly with bacterial amyloid proteins. Y. Wang,
N. Kotoy, A. Violi, J. VanEpps

4:30  36. Activation of p66°"in the heart subjected to
ischemia/reperfusion injury. H. Xiong, F. McGowan,
Jr, H. He

4:45  37.Development of an activity-based probe for
cyclooxygenase-2 (COX-2). A. Yadav, C.J. Reinhardt,
J.Chan

Origins & Future of Metabolite & Small
Molecule Identification

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

Characterization of Plastics in Aquatic
Environments

Sponsored by POLY, Cosponsored by ANYL, BIOL, CEl, ENVR,
I&EC, PMSE and PRES
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DA
SECTION A
San Diego Convention Center
TBD
Current Topics

P. Bevilacqua, M. D. Distefano, Organizers

6:30 - 8:30

38. Activation of orotidine 5’-monophosphate
decarboxylase by interactions between substrate
or activator ribosyl hydroxyls and the side chains
from Asp 37 and T100'. J.R. Cristobal, J.P. Richard,
T.A.Brandao

39. Chemical probes of histidine phosphatase
activity. B.S. McCullough, A.M. Barrios

40. Modeling of zwitterionic molecule dynamics
and their role in protein stabilization. E. Fazelpour,
C.J. Fennell, A. Erfani, C. Aichele

41. Towards the development of a real-time insulin
biosensor: Engineering the insulin receptor. S.
Sen, G. Speciale, K.N. Gabriel, E.M. Crawley, K.
Safronyuk, C.A. Totoiu, J.N. Pham, S. Majumdar, E.L.
Botvinick, G.A. Weiss

42. Anion specific effect on protein. W. Yao, B.C.
Gibb

43. Functionalized spirocyclic heterocycle synthesis
and biological evaluations. K.S. Huang, A. Gray, J.
Mar, A. Ramsay, S. Mawugbe

44, Exosome nanoencapsulation: Bioinspired
coating for advanced cancer therapy. S. Kumar

45. Molecular origin of dual functionalities of
fluorescent RXR agonists, CU-6PMN, which would
be a key element for a high-throughput screening
system of RXR ligands based on fluorescence
intensity assay. M. Kawasaki, S. Nakano, T.
Motoyama, S. Yamada, M. Watanabe, M. Fujihara,
H. Tokiwa, H. Kakuta, S. Ito

46. Optimization of the benzyl moiety in
2-pyridone aminals as HIV integrase strand
transfer inhibitors (InSTls). R. Ferguson, T. Yu,

Y. Zhang, T. Graham, W. Liu, S.T. Waddell, AW.
Stamford, A.M. Walji, |.T. Raheem, J.S. Wai, P.J.
Coleman, A. Verras, J. Sanders, M. Xu, J. Grobler, J.
Schreier

47. Clickable glutathione approach to identify
protein glutathionylation under ischemic stress. M.
Yapa Abeywardana, G. VanHecke, Y. Ahn

48. Withdrawn

49. Probing the role of the zinc linchpin motif in
the DNA repair glycosylase MUTYH. C. Khuu, N.
Nunez, S.S. David

50. Excision of oxidatively damaged bases in
G-quadruplexes by the DNA glycosylases NEIL1
and NEIL3. E.R. Lotsof, S. Conlon, B.M. Anderson-

Steele, K.M. Mifflin, A.M. Fleming, C.J. Burrows, S.S.
David

51. Multifunctional protein materials based

on recombinant protein engineering for anti-
inflammatory skin disease. T. Sha, S. Kim, Y. Kim
52. Investigation of the origin of strong
physisorption between MPA-coated
ZAIS{(ZnxAgyInz)S2} and albumin proteins. Y. Lee,
H.Seo, S. Sul, J. Park, S. Lee, Y. Kim, J. Jung

53. RiboPCR using a cross-chiral RNA polymerase
ribozyme. G. Bare

54. Steady-state kinetic analysis of the bovine
heart mitochondrial enzymes. D. Kim, E. Ko, M.
Choi, S. Shin

55. Proline-rich peptide inhibitors of sickle cell
polymerization. B.B. Brennan, L. Steenberge, N.
MacDonald, Z. Fletcher

56. Exploring interactions between chromatin and
essential chromatin remodeling complex in vivo. S.
Chaudhry, B. Wilkins

57. Role of protamine phosphorylation on DNA
packaging and stability in reconstituted sperm
chromatin. E.I. Oikeh, J.E. Derouchey

58. Investigation on the relationship between
cellular uptake efficiency and cytotoxicity of cell
penetrating peptide by systematic sequence
modulization. H. Bae

59. Bypass electron transfer pathways in Co?*-
loaded 6His-tagged Ca**-depleted MauG.S. An, Y.
Moon, S. Shin, M. Choi

60. Spatially organized pattern recognition
receptor tri-agonists: NOD2 agonist in
combination with two TLR agonists. N. Naorem, S.
Manna, A. Esser-Kahn

61. Lysosomal probing with sensitive and stable
fluorescent LysoProbes. M.S. Nyansa, L. Bi

62. Dynamic profiling of human RNA decapping
protein hDcp2 reveals the regulation of RNA
stability by a cis-regulatory motif. Y. Luo, J.
Schofield, M. Simon, S. Slavoff

63. Withdrawn

64. Palmitoylation of the insulin receptor. J.C.
Merritt, L.R. Frost

65. Analysis of the apo-Al propeptide. Z. Mitchell,
L.R. Frost

66. Development of cassette-type antibody via
combination of supramolecular self-assembly of
coiled-coil protein and scFv. H. Ji, M.S. Zafar, Y. No, Y.
Kim

67. Using lipidomics to identify biomarkers for
hyperglycemic onset breast cancer. N. Devanathan,
A.C. Kimble Hill

68. Identification and characterization of new RNA
tetraloop families. M. Adams, K.E. Richardson, C.C.
Kirkpatrick, DW. Gohara, B. Znosko
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69. Thermodynamics of iron(ll) binding to human
carbonic anhydrase Il. Z. Fokakis, J.P. Emerson, K.D.
McConnell, D. Wilson

70. Making DNA from RNA: Optimizing the reverse
transcriptase activity of an evolved ribozyme. N.
Setterholm, G.F. Joyce

71. Dysfunctional cellular signaling in Noonan
syndrome and cancer. A. Migliori, C. Neale

72. Leaving groups or substituents effects on

DNA interstrand cross-link formation induced by
binaphthalene analogues. Q. Zhang, Z. Lin, X. Peng
73. Computational investigation of the mutant
p53 DNA-binding domain through Markov state
modeling. M. Rosenfeld, E. Pécora de Barros, O.
Demir, R.E. Amaro

74. Minimal eukaryotic translation system for
studies of FMRP. A. Maloney, S. Joseph

75. Destabilization of ALS-variant SOD1 via metal
transfer to wild-type SOD1. C.T. Zahler, K.M.
Baumer, B.F. Shaw

76. Coral’s response to climate change:
Characterization of coral’s metabolome under
varied temperature and pH conditions. K. Gubsch,
T. Schock

77. DNA demethylation in reconstituted systems:
Effects of higher order chromatin structure

on thymine DNA glycosylase. C.E. Deckard, J.
Sczepanski

78. Chemoenzymatic in vitro synthesis of
phospholipids. S. Khanal, N.K. Devaraj, M.D. Burkart
79. Synergetic effect of zinc pyrthionine with

or without selective antibiotics on the growth

of Escherichia coli and Staphylococus aureus. D.
Yagnik, E. Loizidou, A. Shah

80. Developing novel labeling techniques for the
study of proteins. J. Flores, N.K. Devaraj

81. Harnessing the anti-cancer natural product
nimbolide for targeted protein degradation. J.N.
Spradlin, X. Hu, T.J. Maimone, D. Nomura

82. Bacterioferritin from Pseudomonas aeruginosa
PAOL1 is assembled from two distinct subunits. H.
Yao, A. Soldano, S. Lovell, M. Rivera

83. Systematic identification of allosteric inhibition
sites on protein tyrosine phosphatases. R.M.
Seifert, A.C. Bishop

84. Allosteric-site residues govern the stabilities of
classical protein tyrosine phosphatase domains.
M.T. Yarnall, A.C. Bishop

85. Proton couplings of coenzyme Q across
membrane mimics. L. Nguyen, C. Mao, H. Tavassol
86. Determining the mechanism of activation of
linked toll-like receptor agonists synergies. J. Ajit,
A. Esser-Kahn

87. Design, synthesis, and evaluation of small
molecule PROTACs to induce ERK degradation. C.
Massaro, T. Kauod, K. Dalby

88. Blockade of prostaglandin D2 glyceryl ester
catabolism by carboxylesterase 1 inhibitors
enhances the anti-inflammatory effects of this
lipid mediator. A. Borazjani, H. Scheaffer, B. Szafran,
M. Ross

89. Effects of stress on hormones. V. Ngongang, M.
Hugh-Tay

90. Re-engineering a natural product, apocynin,
into an NADPH oxidase inhibitor. P.P. Senevirathne,
H. Zhu, M. Edward

91. Human glutathione synthetase: E-loop effect
on catalysis. L. Haynes, B.L. Ingle, H. Pham, A.
Furgang, T.R. Cundari, M.E. Anderson

92. Small molecule inhibitors of the BfrB:Bfd
interaction affect Pseudomonas aeruginosa growth
by dysregulating iron homeostasis. A. Punchi
Hewage, H. Yao, K. Gnanasekaran, S. Lovell, R.A.
Bunce, S. Phaniraj, B.R. Peterson, M. Rivera

93. Disruption of iron homeostasis impairs
Pseudomonas aeruginosa biofilms. A. Soldano, M.
Rivera

94. Galactosylated nanovesicles for liver targeting.
M. Johnson, A. Bhattacharya, R. Brea, N.K. Devaraj
95. Effects of additives and aging on the efficacy
of antimicrobial ionic liquids. B. Maier, R. Hensley,
J. Greene, S. Shuput, D. Fox, AT. Koppisch, R.E. Del
Sesto

96. Role of dissolved oxygen and albumin in
indocyanine green photobleaching. E.D. Clutter, L.
Chen, R. Wang

97. Probing pantetheine interactions within
bacterial carrier protein systems: New synthetic
tool. B. Sierra, K. Charov, J.J. La Clair, M.D. Burkart
98. Effect of deuterohemin-AlaHisThrValGlulys on
purine metabolism in the perfused mouse heart
subjected to ischemia/reperfusion injury. K. Luo, T.
Meng, H. He

99. The contribution of hops to the effects of beer
on cancer cell growth. A. Gonzales

100. Electrokinetic mixing (EKM) for improving
the kinetics of biomedical and bioanalytical
applications in electrode-embedded multiwell
plates. E. Yasun, M. Mezic, |. Mezic

101. Spider prey-wrapping silk is an a-helical
coiled-coil / B-sheet hybrid nanofiber. D. Stengel, B.
Addison, D. Onofrei, G.P. Holland

102. Synthesis and application of multiresponsive
nanogels by RAFT polymerization-induced self-
assembly in water. C. Luo
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103. Effect of hypoxia chemically induced by
cobalt chloride on catecholamine biosynthesis in
dopaminergic MN9D cell. J. Adjei, F. Jafar, V.Q. Le
104. Hierarchical supramolecular structure design
by chemical-induced self-assembling peptide
building blocks. D. Park, E. Kang, Y. Kim

105. Study of behaviour of charged particle-
polymer interactions. K. Nuti

106. Suppression of oxidative stress by
Deuterohemin-AlaHisThrValGlulys in perfused
mouse heart subjected to ischemia/reperfusion
injury. T. Meng, K. Luo, H. He

107. Targeting immune checkpoint inhibitor PD-
L1/PD-1 axis via small molecules discovered by
artificial intelligence. C. Laggner, K. Kim, R. Turner,
R.G. Moore, R. Singh

108. Novel nitroxide derivatives combined with
low-level laser irradiation for the treatment of
acute limb ischemia/reperfusion injury. C. Hensley,
L. Bi

109. Determining the roles of amino acids that
control substrate-induced conformational changes
in DNA damage response polymerase DinB. J.
Nasser, H. Stern, PJ. Beuning

110. NanoLC/MS/MS profiling of advanced
glycation end products (AGE) PTM on MHC-II
molecules and components of antigen processing
pathway in diabetes. C.C. Clement, M.P. Negroni, L.
Stern, L. Santambrogio

111. Optical control of a nuclear hormone receptor
with a photohormone. K. Hinnah, J. Morstein, D.
Trauner

112. Glutathione-responsive photoacoustic
imaging for targeted-drug delivery. M. Lucero, J.
Chan

113. Salinomycin modulates antitumor immune
response by repolarized tumor-associated
macrophages toward M1 phenotype. h. shen

114. Construction of two-input logic gates using
transcriptional interference. A. Escalas Bordoy, N.
O’Connor, A. Chatterjee

115. On the brink of lability: Stabilization of the
nitrogenase P-cluster by a redox-switchable ligand.
H.L. Rutledge, J. Rittle, L. Williamson, W.A. Xu, FA.
Tezcan

116. F-containing retinoid X receptor (RXR) partial
agonist F-CBt-PMN whose tissue transferability

is affected by coadministration of another RXR

ligand. Y. Takamura, O. Shibahara, M. Watanabe, M.

Fujihara, M. Akehi, T. Sasaki, H. Kakuta

117. Synthesis and activity spectra of human
antimicrobial peptides. J. Albin, B.L. Pentelute

118. Conformational activation promotes CRISPR-
Cas12a catalysis and resetting of the endonuclease
activity. N. Hatzakis, S. Stella, P. Mesa, J. Thomsen,
B. Paul, P. Alcon, S.B. Jensen, B. Saligram, M.E.
Moses, G. Montoya

119. Synthetic cells synthesize therapeutic proteins
inside tumors. A. Schroeder

120. Detection of cathepsin B activity with caged
melanin precursors for photoacoustic imaging. S.
Lokugama Widanelage, M.D. Pagel

121. Structure and function of yeast pseudouridine
synthase 7. M. Purchal, R. McNassor, H. Sharma, T.
Khan, K. Koutmou, M. Koutmos

122. Tuning the native conformation of amyloid-f§
by photochemical oxidation. B. Jiang, C.
Pennington, R. Prabhakar, A.A. Marti

Biosensing: New Strategies & Latest
Development

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

Nanozymes for Bioanalysis & Beyond
Sponsored by ANYL, Cosponsored by BIOL and BIOT

SECTION A

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 5

Frontiers in Interdisciplinary Research:
New Paradigms for Integration of Theory &
Experiment

Cosponsored by COMP, ORGN and PHYS
P. Bevilacqua, M. D. Distefano, Organizers
D. M. York, Organizer, Presiding

A. Boal, Presiding

8:30  Introductory Remarks.

8:35  123. New experimental approaches to understand
control of reaction outcome in iron(ll)- and 2-(oxo)-
glutarate-dependent halogenases. A. Boal

8:55  124. Understanding the protein’s role in substrate
positioning and reactivity with simulation: Case of
SyrB2/SyrB1. H.J. Kulik, R. Mehmood

9:15 Q&A.

9:25  125. Anintegrated computational and
experimental strategy to explore APOBEC-
catalyzed mutation. R.E. Amaro

9:45  126. Development of chemical probes to explore
APOBEC-catalyzed mutation: An integrated
experimental and computational approach. D.A.
Harki

10:05 Q& A.

10:15 Intermission.
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10:30 127. Tackling challenging targets in innate
immune pathways with integrated biophysics and
simulation. H. Soutter, I. Kolossvary, K. Marino, S.
Sparks, H. Xu, W. Sherman

11:10 Q& A.

11:20 Panel Discussion.

SECTION B

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 6

Mid-Career Investigators in Biological Chemistry

P. Bevilacqua, M. D. Distefano, Organizers
W. C. Pomerantz, Presiding

8:45  Introductory Remarks.

8:50  128.Linking genes to molecules in lichen fungi:
Challenges with heterologous expression. J.L.
Sorensen

10:00 Intermission.

10:15 129. Acyl carrier protein crosslinking in fatty acid
and polyketide synthases. M.D. Burkart

10:50 130. Design of selective ligands for bromodomain-
containing proteins using protein-observed *°F
NMR. W.C. Pomerantz

11:25 131. Integrating ligand receptor interactions
and in vitro evolution for streamlined discovery
of artificial nucleic acid ligands against T-cell
receptor-CD3 complex in human T-cells. P.
Mallikaratchy

Nanotechnology & Single Cell Analysis in
Biology & Medicine
Nanoscience

Sponsored by ANYL, Cosponsored by BIOL, COLL, MPPG
and PHYS

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology

Synthetic Cells

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

2019 ACS International Award for Research in
Agrochemicals: Advances in the Physiology &
Biochemistry of Insect Control

Sponsored by AGRO, Cosponsored by AGFD, BIOL, MEDI,
POLY and PROF

'MO, ul I l’:"’:
[ .

SECTION A

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 5

Frontiers in Interdisciplinary Research:
New Paradigms for Integration of Theory &
Experiment

Cosponsored by COMP, ORGN and PHYS
P. Bevilacqua, M. D. Distefano, Organizers
A. Boal, D. M. York, Organizers, Presiding

1:10  Introductory Remarks.

1:15  132. Water bridges conduct sequential proton
transfer in photosynthetic oxygen evolution. U.
Brahmachari, J. Gontheir, C.D. Sherrill, B.A. Barry

1:35  133. Atomic level characterization of millisecond-
time scale protein motions through a combined
molecular simulations and NMR approach. J.
Juarez-Jimenez, A. Gupta, G. Karunanithy, A. Mey,
C. Georgiou, H. loannidis, A. De Simone, P. Barlow,
A. Hulme, M. Walkinshaw, A.J. Baldwin, J. Michel

1:55  134.Combining experiments with theory to gain
insight into ribozyme catalysis. P. Bevilacqua

2:15 135, Evaluating hydrogen bonding to the
nucleophilic 2’OH in ribozymes as a driving force
for catalysis. A.J. Veenis, S. Hammes-Schiffer, P.
Bevilacqua

2:35  136. Mechanistic strategies in ribozymes and DNA
polymerases. S. Hammes-Schiffer

2:55 Q&A

3:05 Intermission.

3:20  137. Convergence of theory and experiment
defines the catalytic mechanism of the VS
ribozyme. A. Ganguly, B. Weissman, D.M. York, J.A.
Piccirilli

3:40  138.Theory and experiment converge to define the
active site configuration and catalytic mechanism
of the largest known nucleolytic ribozyme. D.M.
York

4:00 139.RNA-cleavage by DNA and RNA enzymes. S.
Ekesan, D.M. York

4:20 Q&A

4:30  Panel Discussion.

SECTION B

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 6

Mid-Career Investigators in Biological Chemistry

P. Bevilacqua, M. D. Distefano, Organizers
A. Miller, Presiding

1:00 Introductory Remarks.
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1:05  140. Genetically encoded photosensitizer protein
facilitates the rational design of a miniature
photocatalytic CO, reducing enzyme. J. Wang

1:40  141.Substrate activation by tuning of pK s in
flavin-dependent aromatic hydroxylases. W.
Pitsawong, P. Chenprakhon, T. Dhammaraj, D.
Medhanavyn, J. Sucharitakul, P. Chaiyen, A. Miller

2:15  142.Biochemical and structural characterization
of targeted cytotoxic therapeutics for cancer. C.E.
Dann

2:50  Intermission.

3:05  143./In vitro biochemistry of the TET enzymes and
their application in a novel bisulfite-free, enzyme-
dependent methylome sequencing methodology.
L. Saleh, M.J. Parker, A. Li, E. Tamanaha, R. Vaisvila,
L. Williams, V. Ponnaluri, K. Marks, B. Sexton, L.
Hunault, M.R. Brown, N.J. Ferraro, ET. Dimalanta,
T.B. Davis

3:40  144. Exploringsilicateins for the biocatalysis of
organosiloxane chemistry. L. Wong, S. Tabatabaei
Dakhili, E.I. Sparkes, S.A. Caslin, N.L. Stephenson,
R.A. Kettles

2019 ACS International Award for Research in
Agrochemicals: Advances in the Physiology &
Biochemistry of Insect Control

Sponsored by AGRO, Cosponsored by AGFD, BIOL, MEDI
and PROF

Nanotechnology & Single Cell Analysis in
Biology & Medicine
Nanoscience

Sponsored by ANYL, Cosponsored by BIOL, COLL, MPPG
and PHYS

Challenges & Opportunities Facing Early Career
Scientists: Early Career Scientist Symposium

Sponsored by AGRO, Cosponsored by AGFD and BIOL
Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology

Tissue Engineering

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

'A'A !0, ul I ":"I !‘
[ T

SECTION A

San Diego Convention Center
TBD

Sci-Mix
P. Bevilacqua, M. D. Distefano, Organizers

8:00 - 10:00
49, 50, 55,57, 70, 72, 87. See Previous Listings.
179, 180, 182, 186, 187, 190, 199, 211, 220, 223,
226, 228, 254. See Subsequent Listings.

SECTION A

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 5

Recent Developments in Structural Biology

Cosponsored by MEDI
P. Bevilacqua, M. D. Distefano, C. Strickland, Organizers
C. Strickland, Presiding

8:00 Introductory Remarks.

8:05  145. Hydrogen-deuterium exchange in large
complexes: How big can we go and what can we
learn?. E.A. Komives

8:40  146. Studying the molecular organization and
function of cells using cryo-electron tomography.
D. Nicastro

9:15  147.Supporting drug discovery and research at
Genentech with cryo-EM. C. Ciferri

9:50  Intermission.

10:05 148. MicroED: Conception, practice, and future
opportunities. T. Gonen

10:40 149. Transient expression of monoclonal antibody
and bispecific fragments, and fragment/antigen
complexes for pharmaceutical discovery research.
R. lyer, J. Harlan, K. Walter

11:15 150. Enabling technologies in structural biology for
drug discovery. S.M. Soisson

11:50 Concluding Remarks.

SECTION B

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 6

Global Health: Biology & Chemistry of
Waterborne Diseases

Cosponsored by MEDI
F. Calderén, Organizer
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C. C. Aldrich, Presiding

8:30  Introductory Remarks.

8:35  151. Identification and characterization of novel
therapeutics for the treatment of cryptosporidiosis
and shigellosis. S. Arnold, R. Choi, M. Hulverson, G.
Whitman, L. Rabago, S. Shaheen, L. Barrett, W. Van
Voorhis

9:20  152. From phenotypic screening to lead
optimization: Calibr cryptosporidiosis drug
discovery. M.S. Love, F. Beasley, R. Modukuri, R.
Liu, M. Kumar, A. Woods, R. Jumani, C. Huston, S.
Joseph, P. Schultz, A K. Chatterjee, CW. McNamara

10:05 153. Drug treatment algorithms for water-borne
parasitic pathogens. U. Singh

10:50 Intermission.

11:00 154. Antibiotics as anti-filarial drugs. J. Sakanari

11:45 155. Development of a non-invasive lateral flow
assay for monitoring onchocerciasis. K.D. Janda

Nanozymes for Bioanalysis & Beyond
Sponsored by ANYL, Cosponsored by BIOL and BIOT

2019 ACS International Award for Research in
Agrochemicals: Advances in the Physiology &
Biochemistry of Insect Control

Sponsored by AGRO, Cosponsored by AGFD, BIOL, MEDI
and PROF

Biostimulants in Agriculture: Chemistry &
Regulatory Aspects

Sponsored by AGRO, Cosponsored by BIOL, MEDI and TOXI

w
»>
B2

SECTION A

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 5

Eli Lilly Award in Biological Chemistry

P. Bevilacqua, M. D. Distefano, Organizers
N. K. Devaraj, Organizer, Presiding

1:00 Introductory Remarks.

1:05  156. Drugdiscovery in academia: Anticancer
research. M.E. Jung

1:45  157. Synthetic biology approaches to evolving new
chemistry. M. Chang

2:25  Intermission.

2:45  158. Activity-based proteomics: Protein and ligand
discovery on a global scale. B. Cravatt

3:25  159. Peering into the lipid world. N.K. Devaraj

SECTION B

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 6

ACS Infectious Diseases Young Investigators
Award Symposium

Cosponsored by MEDI
P. Bevilacqua, M. D. Distefano, Organizers
C. C. Aldrich, Organizer, Presiding

1:00 Introductory Remarks.

1:05  160. Deciphering the human gut microbiota with
chemistry. E.P. Balskus

1:50 161. Chemical proteomic tools to identify the
targets of peptide signals at the host-microbe
interface. M. Wright

2:30  162. Optimizing the immune response by
targeting the Sts enzymes. J.B. French

3:10 Intermission.

3:20  163. Human milk oligosaccharides: Guiding
temporal development of the gut flora. S.D.
Townsend

4:00 164. Chemical tools for unraveling parasite biology.
E. Derbyshire

Nanozymes for Bioanalysis & Beyond
Sponsored by ANYL, Cosponsored by BIOL and BIOT

Mass Spectrometry of Biomolecular Assemblies
Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

Exploration of the Nano-Bio Interface with
Analytical Tools

Sponsored by ANYL, Cosponsored by BIOL and BIOT

Biosensing: New Strategies & Latest
Development

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

Biostimulants in Agriculture: Chemistry &
Regulatory Aspects

Sponsored by AGRO, Cosponsored by BIOL, MEDI and TOXI

| TUESDAY EV

[ e
SECTION A
San Diego Convention Center
TBD

Current Topics

P. Bevilacqua, M. D. Distefano, Organizers
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6:00 - 8:00

165. Flavonoids inhibit peroxidase activity of cyto-
chrome c bound to cardiolipin. M. Rice, B. Wong, A.
Sapse, E.A. Korobkova

166. New covalent complexes of the acyl carrier
protein with two of its partner enzymes shed light
on protein-protein interactions in Escherichia coli
fatty acid biosynthesis. L.E. Misson, J.T. Mindrebo, T.
Davis

167. Study of a new class of diaryl compounds as
bacterial transcription inhibitors for antibacterial
agent discovery. S. Chan, Y. Qiu, C. Ma

168. Molecular determinants of liquid-liquid phase
separation of intrinsically disordered proteins. S.
Mukhopadhyay, A. Majumdar, P. Dogra, S. Maity, A.
Joshi

169. Reprogramming aryl acid adenylation
domains for non-native building blocks. F.
Ishikawa, A. Miyanaga, F. Kudo, T. Eguchi, G. Tanabe
170. Interface analysis of the pyrrolyl carrier
protein and adenylation domain in type Il
nonribosomal peptide synthetases. J. Corpuz, L.
Podust, M. Jaremko, T. Davis, M.D. Burkart

171. Microscopic characterization of cartilage
load-bearing properties. F. Horkay, E. Dimitriadis, I.
Horkayne-Szakaly, P. Basser

172. Identification and visualization of protein-
protein interactions in protein-protein complex
structure. J.C. Lee, T. You, J. Zhang, R. Gutell

173. Biodegradation of surgical polypropylene
meshes. P.L. Gamage, Y. Ren, A.C. Wallace, A.K.
Fiedler, M.C. Stefan, M.C. Biewer

174. Genetic incorporation of
L-dihydroxyphenylalanine (DOPA) biosynthesized
by a tyrosine phenol-lyase and its applications. S.
Kim, H. Lee

175. Engineering a periplasmic binding protein

for amino acid sensors with improved binding
properties. W. Ko, S. Kim, H. Lee

176. Characterization of molecular self-
assemblies of thiamine diphosphate-dependent
decarboxylases using ion mobility-mass
spectrometry. S. Mahajan, 1.K. Webb, M.J. McLeish
177. Measuring thermodynamic parameters for
cobalt (I1) and high-valent species of cobalt on
lysozyme. S. Kim, S. Shin, S. An, M. Choi

178. Esterase B from a soil bacterium Sphingobium
sp. SM42 exhibits a novel de-arenethiolase activity
against cephalosporin antibiotics. N. Toewiwat,

W. Whangsuk, P. Ploypradith, S. Mongkolsuk, S.
Loprasert

179. Engineering biocatalysts for selective C—C
bond formation. L.E. Zetzsche, J. Yazarians, M.E.
Hinze, A.R. Narayan

180. Engineering translational machinery for a
semi-synthetic organism. R.J. Karadeema, M.P.
Ledbetter, F.E. Romesberg

181. Development of small molecule inhibitors for
rhomboid intramembrane proteases. W.H. Parsons,
J.A. Crainic, C.L. Andrews, B.K. Sheehan

182. Regulating the cancer cell cycle with splice
modulators. K. Krug, M.D. Burkart

183. Blueprint for de novo protein design and
engineering. A. Ouald Chaib, Y. Kipnis, D. Baker, D.
Hilvert

184. Evaluating the efficacy of a novel oxime
reactivator against nerve agent exposure. H.
Enright, M. Malfatti, E. Kuhn, S. Hok, V. Lao, N. Be, T.
Carpenter, B. Bennion, T. Nguyen, C.A. Valdez

185. Simple preparation of decursin and decursinol
angelate from Angelica gigas and their evaluations
of chronic alcoholic fatty liver damage prevention.
K. Cho, K. Kim, S. Chang, S. Oh, J. Park

186. Using a fatty-acid-binding fluorescent-protein
for oxygen-independent live-cell imaging of
microbiomes. H. Chia, E. Marsh, J.S. Biteen

187. In vivo efficacy study of reactive oxygen
species (ROS) inducible anticancer agents. M.
Zaman, H. Fan, A. Campbell, X. Peng

188. Surface-functionalized exosomes for chemo-
photothermal combination therapy. T. Nguyen Cao,
S.Kim, J. Kang, K. Jung, W. Rhee, Y. Ko, M. Shim
189. Biophysical characterization and solution-
state structure determination using NMR of J2
crystallin: Novel eye lens protein from the box
jellyfish. M. Unhelkar, D. Khago, J.C. Bierma, S.
Sengupta, R. Martin

190. Targeting cross-f-sheet surfaces with small
molecule imaging agents. C.N. Hoffman, J. Kuret
191. Extraction of essential oil from spices through
steam distillation. M.A. Agyemang

192. Develop NanoBRET assay to examine small
molecule effect on DNMT3A1-UHRF1 interaction
in cancer cells. S. Liu, M.A. Perdigones, L. Chang, K.
Venken, D. Young

193. Using kinetics and small angle X-ray
scattering to elucidate the allosteric regulation of
SIRT1. C. Cabreros, Y. Lee, J. Huynh, N. Wang

194. Direct depalmitoylation of NRAS as a
therapeutic strategy. H. Vora, M. Johnson, R. Brea,
A. Rudd, N.K. Devaraj

195. Development of a fluorescence polarization
assay for the identification and evaluation of
inhibitors at the Q-loop region of the YAP-TEAD
protein-protein interface (PPI). W. Zhou, Y. Li, J.
Song, C. Li

196. Synthesis and functional analysis of triply
O-GlcNAc-modified a-synuclein (gT72/75/81). S.
Moon, M. Pratt
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197. Elucidation of product release mechanism
associated with structural changes in L-threonine
3-dehydrogenase. T. Motoyama, S. Nakano, Y.
Yamamoto, H. Tokiwa, Y. Asano, S. Ito

198. Development of clickable photoaffinity
probes to identify outer membrane proteins in
mycobacteria. K. Biegas, HW. Kavunja, B. Swarts
199. Radical SAM-dependent thioether installation
in freyrasin. T. Precord, D. Mitchell

200. Developing and optimizing the biological
Glaser—Hay bioconjugation. D.D. Young

201. Biochemical and molecular approaches to
identify the specificity of long non-coding RNA and
protein interactions. A.C. Button, C.A. McHugh
202. Insulin photoactivated depots incorporating
small tags for highly efficient light triggered
solubility modulation. K. Nadendla, B.R. Sarode,
S.H. Friedman

203. 5219V mutation on tobacco etch virus (TEV)
protease improved its activity. H. Nam, D. Choi, S.
Kwon, K. Bang, S. Shin

204. Withdrawn

205. Identification of the binding mode of diethyl
p-nitrophenyl phosphate to phosphotriesterase. L.
El Khoury, D.L. Mobley, D. Ye, S.L. Rempe

206. Characterization of antimicrobial peptides
using an in vivo inducible expression system. R.
Islam, N. Muthunayake, C.S. Chow

207. Withdrawn

208. Using differential scanning calorimetry

to study the thermostability of the diiron
metalloenzyme AurF. O.L. Murtagh, K.D.
McConnell, J.P. Emerson

209. Insights from PTP1B/YopH chimeras into the
importance of WPD-loop sequence for activity
and structure in protein tyrosine phosphatases. R.
Shen, K. Olsen, A. Tolman, S.J. Johnson, J. Loria, A.C.
Hengge

210. Role of zinc and copper in probiotic
Lactobacillus species. U. Huynh, M. Zastrow

211. Elucidating the mechanism of translation
regulation by fragile x-related protein 1:
Intrinsically disordered RNA-binding protein. M.
Edwards, S. Joseph

212. Optimization of replication, transcription,
and translation in a semi-synthetic organism. V.
Dien, A. Feldman, R.J. Karadeema, E.C. Fischer, F.E.
Romesberg

213. Antifungal defense molecules from bacterial
symbionts of North American Trachymyrmex ants.
G. Scherer, E. Van Arnam, K. Rao

214. Novel ROS-initiated self-cyclizaing antioxidant
protects against UV damage by NOX inhibitor
releasing process. J. Liu, M. Edward, H. Zhu, K.G.
Earnest, G. Premnauth, K. Ana Luisa, S. Abdul Salam

215. Molecular determinants of SHP2 activation.
M.L. Bulos, A.C. Bishop

216. Biarsenical-induced activation of engineered
protein tyrosine phosphatases (PTPs). B. Plaman,
W. Chan, A.C. Bishop

217. Sonodynamic therapy of human breast cancer
cells using nanoparticle-based sensitizers. N.
Wijesiri, P. Zhang

218. Parthenolide-alkyne pulldown studies

to identify molecular targets in glioblastoma

and acute myeloid leukemia cells. K.F. Jones, J.
Widen, H. Skopec, D. Wang, J. Hexum, S. Rathe, D.
Largaespada, D.A. Harki

219. Characterization of beryllium ion
complexation in the presence of biological buffers
using isothermal titration calorimetry. G.A.
Ramirez, R.K. Gary

220. Next generation catch and release DNA
decoys with photochemically responsive
pyrimidine mimics. S.A. Kennelly, R.E. Eckermann,
R. Moorthy, D.A. Harki

221. Delineating KRAS4b HVR membrane
association. K. Podolsky, N.K. Devaraj

222. Reactive oxygen species enhanced
chemotherapy by polyphenols nanomaterials. Y.
Dai

223. Structure-based drug discovery for HtrA1:
Novel age-related macular degeneration target. J.
Jossart, A. Eneim, K. Frausto, C. Laggner, J. Perry
224. Production of L-asparaginase free of
glutaminase and urease: Comparative study
using submerged and solid state fermentation
techniques. A. Ashok, K. Doriya, S.K. Devarai

225, Targeting non-conserved cysteines for
allosteric inhibition of SHP2. L. Kao, J.Y. Kim, A.C.
Bishop

226. Inhibition of protein-tyrosine phosphatases
(PTPs) by chemically-induced dimerization. S. Buck,
A.C. Bishop

227. Guided neurite growth on functionalized
carbon nanotube scaffolds. E.L. Morgan

228. Direct selection of sandwich binding pairs
with modified phage display technology. A. Santos,
E.C. Sanders, A. Attar, S. Majumdar, S. Schlegel, A.
Wheat, G.A. Weiss

229. Synthesis and mechanism cytotoxic activity
investigation of novel pyrimidine derivatives. A.S.
Bunev, T. Tret'yakova

230. Amyloid formation from partially and
intrinsically disordered proteins. M. Bhattacharya,
P. Dogra, S. Mukhopadhyay
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231. Oxidative-cyclization inspired prodrug
strategies to selectively release a PI3K inhibitor for
cancer therapy. H. Zhu, R. Mishra, L. Yuan, S. Abdul
Salam, J. Liu, M. Wunderlich, J. Garrett, J. Landero
Figueroa, M. Edward

232. Thermodynamic characterization of naturally
occurring RNA pentaloops. M. Saon, B. Znosko
233. Biogenic metallic nanoparticles: From
microbiological biofactories to nanometric trojan
horses. D. Medina Cruz, T.J. Webster

234. Photoactivated quantum dots as treatments
for multidrug-resistant bacterial infection. C.
McCollum, K. Eller, C. Courtney, M. Levy, P. Nagpal,
A. Chatterjee

235. Split-enzyme activation induced by target
binding: Applicability to targeted drug delivery and
in vivo molecular imaging. S. Hatch, A. Dixon, C.
Nervig, S. Owen, S. Kim

236. Engineering transcriptional interference for
NAND and NOR logic behaviors. N. O’Connor, A.
Escalas Bordoy, A. Chatterjee

237. Stretching and aligning of DNA
oligonucleotides by freezing and its application in
bioconjugation. J. Liu

238. Comparison of force fields for structure and
dynamics of carbonic anhydrase isozymes. S.
Kumar, D. Seth, PA. Deshpande

239. Withdrawn

240. Computational perspective on the gating
mechanism of B-ketoacyl-ACP synthases. A. Patel,
JT. Mindrebo, W.E. Kim, A. Chen, T.G. Bartholow,

T. Davis, J.J. La Clair, J. McCammon, J.P. Noel, M.D.
Burkart

241. De novo formation of natural liposomes in
water. L. Liu

242. Development of a nanobiosensor for the
detection of leptin; biomarker for obesity. D.
Abeysinghe , N. Sirimuthu, R. Perera

243. Cloning strategies and feeding studies to
investigate antibiotic biosynthesis. J. Nicholas,

C. Horta, V.Z. Petukhova, M. Black, L. Sanchez, K.
Watts

244, Evaluating amino acid specificity and
intermodular interactions of a deconstructed
nonribosomal peptide synthase. G. Pinzon-
Betancourt, C. Cable, A. Chacon, M. Levine, J.P. Oza,
K. Watts

245. Assessing and improving specificity of
rhodium metalloinstertors in targeting MMR
deficient cancer. S. Threatt, TW. Synold, J.K. Barton
246. Activating brown and beige adipose tissue
with type Il myosin small molecule activators. G.
Dempsey, A. Li, D. Bernard, A. Stahl

247. Substrate requirements for DNA labeling by E.
coli tRNA guanine transglycosylase. E.M. Tota, N.K.
Devaraj

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

SECTION A

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 5

Pfizer Award in Enzyme Chemistry

P. Bevilacqua, M. D. Distefano, Organizers
K. Yokoyama, Organizer, Presiding

8:45
8:50

9:30

10:10
10:25

11:05

Introductory Remarks.

248. Flexibility of ribonucleotide reductases
revealed in many ways. J. Stubbe, C.L. Drennan, E.
Brignole, B. Greene, D.G. Nocera, G. Kang, C. Cui, M.
Bennati

249. Biosynthesis of the side-ring system of
nosiheptide: Role of NosN, a class C radical
S-adenosylmethionine methylase. B. Wang, J.
LaMattina, E. Badding, L. Gadsby, T. Grove, S.
Marshall, S.J. Booker

Intermission.

250. Radical SAM enzymes in the biosynthesis of
sugar-containing secondary metabolites. H. Liu
251. Radical-mediated C—C bond formation in
natural product and cofactor biosynthesis. K.
Yokoyama, B.M. Hover, E.A. Lilla

SECTION B

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 6

Early Career Investigators in Biological
Chemistry

P. Bevilacqua, M. D. Distefano, Organizers
E. V. Pletneva, Presiding

8:00

8:20

8:40

9:00

252. Drug target residence time affects
pharmacokinetic profile and target occupancy
over time. K.S. Lee, J. Yang, C. Ng, K. Wagner, B.D.
Hammock

253. Molecular mechanism of off-target effects in
CRISPR-Cas9. G. Palermo, C. Gravina Ricci, J.S. Chen,
Y. Miao, M. Jinek, J.A. Doudna, J. McCammon

254. RNA-catalyzed polymerization of RNA, DNA,
TNA, and ANA. D.P. Horning, K. Tjhung, S. Bala, J.
Chaput, G.F. Joyce

255. Chemical approaches to illuminate the RNA
epitranscriptome. R. Kleiner
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9:20  256. MRNA modifications alter translation
elongation and fidelity. D. Eyler, M. Franco, T. Khan,
Y. Polikanov, K. Koutmou

9:40  257. Antibiotics from ants: Molecular defenses
from specialized insect microbiomes. E. Van Arnam

10:00 258. Structure-based design estrogen related
receptors a/y dual agonists for the treatment of
heart failure. B.E. EI-Gendy

10:20 259. Effects of metal cations on mechanisms of
nucleotide addition in DNA polymerase. D. Roston,
Q. Cui

10:40 260. Structural characterization and binding
studies of polar organizing protein Z from
Caulobacter crescentus using NMR spectroscopy. K.
Varga, C. Nordyke, H. Wang, G.R. Bowman

11:00 261. Structural and dynamic mechanisms of
hijacking human phosphoinositide 3-kinase by
nonstructural protein 1 of the 1918 Spanish flu
virus. Q Shen, B. Zhao, J. Byrnes, N. Savage, L. Yang,
P.Li, J. Cho

11:20 262. Pausing by bacterial RNA polymerase:
Mechanistic insights from structural and
biochemical studies. TV. Mishanina

Nanozymes for Bioanalysis & Beyond
Sponsored by ANYL, Cosponsored by BIOL and BIOT

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology
Delivery Systems

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

Exploration of the Nano-Bio Interface with
Analytical Tools

Sponsored by ANYL, Cosponsored by BIOL and BIOT

Biosensing: New Strategies & Latest
Development

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

Biostimulants in Agriculture: Chemistry &
Regulatory Aspects

Sponsored by AGRO, Cosponsored by BIOL, MEDI and TOXI

SECTION A

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 5

Covalent & Non-Covalent Dimers as Therapeutic
Agents in Drug Discovery

Cosponsored by MEDI and ORGN
P. Bevilacqua, M. D. Distefano, Organizers
J. Cumming, D. Li, Organizers, Presiding

1:00 Introductory Remarks.

1:.05  263. Antiviral drug discovery: Symmetry in the
design of HCV NS5A replication complex inhibitors.
N.A. Meanwell

1:40  264. Novel mechanism of S100A4 inhibition:
Phenothiazine-induced protein oligomerization. V.
Malashkevich, N.G. Dulyaninova, M. Brenowitz, J.M.
Backer, S.C. Almo, A. Bresnick

2:15  265. Small molecule homo dimers mimic large
peptide hormone and activate natriuretic peptide
receptor A (NPRA) for the potential treatment of
heart failure. D. Li, A. Hruza, B. Myers, J. Tata, Y.
Xiong

2:50  Intermission.

3:10  266. Discovery of small molecule STING
antagonists: Novel use of small molecule dimers
to drug large protein pockets. T. Siu, M. Altman, G.
Baltus, M. Childers, M. Ellis, H. Gunaydin, H. Hatch,
T. Ho, J.P. Jewell, B. Lacey, C. Lesburg, B. Pan, B.
Sauvagnat, G. Schroeder, S. Xu

3:45  267. Enhancing potency of AMPA receptor positive
allosteric modulators through the design of
dimeric compounds. B. Pirotte

4:20  268. Rational design & directed evolution of small
protein dimers: Inhibiting Myc in cancer and PAI-1
in asthma. J.A. Shin

4:55  Concluding Remarks.

SECTION B

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 6

Graduate Student & Postdoctoral Fellow
Symposium

M. D. Distefano, Organizer
P. Bevilacqua, Organizer, Presiding

1:00 269. Antibody drug conjugates as enhanced
therapeutics against the drug resistant bacteria
Pseudomonas aeruginosa. C. Nervig, S.C. Owen

1:15  270. Dynamics of Ash1L SET domain in the
presence of inhibitors. H. Li, J. Deng, J. Grembecka,
T. Cierpicki

1:30  271. Specificity in the mitogen activated protein
kinase signalling cascades. J.M. Torres, B.E. Turk

1:45  272. Modulating selective glycation reactivity with
short, linear peptides. J. McEwen

2:00 273. Withdrawn
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2:15

2:30

2:45

3:00

3:15

3:30

3:45

4:00

4:15

4:30

4:45

274. Exploring the dual properties of luminescent
lanthanide complexes functionalized with singlet
oxygen generators. K. Johnson, CV. Rodrigues, M.O.
Rodrigues, V.C. Lombardi, A. De Bettencourt Dias
275. Activity-guided single cell enzyme mining. K.
Charov, W.E. Kim, E. Becraft, J. Brown, W.H. Fenical,
J.J. La Clair, R. Stepanauskas, M.D. Burkart

276. Template-assisted click chemistry as a
therapuetic strategy for myotonic dystrophy type 1
(DM1). L. Hagler, L. Luu, S.C. Zimmerman

277. Very long chain fatty acids play a functional
role during necroptosis. L.R. Parisi, N. Li, S. Sowlati-
Hashjin, T. Nguyen, K.A. Carter, |.A. Berhane, S.R.
Chemler, J. Lovell, S. Cologna, M. Karttunen, G.
Atilla-Gokcumen

278. Window into the black box of quorum
sensing: New LuxR-type protein models for the
investigation of ligand-receptor and receptor-DNA
interactions in vitro. M.J. Styles, M.E. Boursier,

S.A. Early, M.A. McEwan, T. Tuckolski, Y. Ge, H.E.
Blackwell

279. Fluorescent teixobactin analogue. M. Morris,
M. Malek, M. Hashemian, J.S. Nowick

280. Multidomain peptide hydrogel accelerates
healing of full-thickness wounds in diabetic mice.
N. Carrejo, A. Moore, T. Lopez Silva, D. Leach, I. Li, D.
Walker, J.D. Hartgerink

281. Indole nucleosides as a versatile scaffold for
fluorophore development. K. Passow, D.A. Harki
282. Discovering de novo peptide substrates for
enzymes using machine learning. W.E. Kim, L.
Tallorin, J. Wangj, S. Sahu, N.M. Kosa, P. Yang, M.
Thompson, M.K. Gilson, P.l. Frazier, M.D. Burkart,
N.C. Gianneschi

283. Chemo-optogenetic control of cytoskeleton
function. X. Chen, S. Petry

284. Attribution of function to structure:

Which FAD plays which role in bifurcating
electron transfer flavoproteins? Spectroscopic,
thermodynamic, and computational evidence.

N. Mohamed Raseek, H. Duan, P. Hildebrandt, M.
Mroginski, A. Miller

Nanozymes for Bioanalysis & Beyond
Sponsored by ANYL, Cosponsored by BIOL and BIOT

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology

Biomaterials

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

Study of Circulating, Cell-Free Biomarkers with
Analytical Tools

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

Biosensing: New Strategies & Latest
Development

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

SECTION A

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 5

Graduate Student & Postdoctoral Fellow
Symposium

P. Bevilacqua, Organizer
M. D. Distefano, Organizer, Presiding

8:15  285. Uncovering the chemoproteomic potential of
azetidines. R. McCloud, T. Huang, K. Hsu

8:30  286. Probing and exploiting the reactivity of Ca
radicals for selective protein editing. M. Imiolek,
B.G. Davis

8:45  287.Elucidating glycogen biosynthesis through
palladium-mediated enzyme control. M.A.
Gafitescu, M. Bilyard, H. Bailey, L. Raich, T. Machida,
J. Iglesias-Fernandez, S. Lee, C. Spicer, C. Rovira,
W.W. Yue, B.G. Davis

9:00  288. Structural dynamics in an intrinsically
disordered subunit, PsbO, of the photosynthetic
water oxidizing complex. J. He, U. Brahmachari, B.
Barry

9:15  289. De novo design of a mononuclear,
unsaturated Fe' active site in a supramolecular
protein trimer. A. Kakkis

9:30  290. Mechanistic investigation of terpenoid
biosynthesis using non-natural substrates. A.K.
Gayen, R. Hall, G.J. Williams

9:45  291. O-acylated trehalose analogues for
probing cellular processes and components in
Corynebacterineae. N. Banahene, T.J. Fiolek, H.W.
Kavunja, B.M. Swarts

10:00 292. Photoswitchable PROTACs: Visible light
activated degradation of the androgen receptor.
E. Fowler, A. Hock, D. O'Donovan, J. Gorman, G.
Fumagalli, R. Friend, D.R. Spring

10:15 293. Thermodynamic and kinetic analysis of
amicyanin biogenesis. S. Jeoung, S. Shin, M. Choi

10:30 294. Investigation of substrate recognition and
biosynthesis in microviridin pathways. G. Li
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10:45 295. Exploring composition of peptide loops
to enhance biophysical properties of antibody
fragments for cancer therapeutics. J. Han, T.J.
Magliery

11:00 296. Protective effect of thymosin alpha 1 on DSS
induced colitis in mice by normalizing the gut
microbiota and immune response. O.P. Ifeoma

11:15 297. Extreme mechanical diversity of human
telomeric DNA probed by single-molecule
fluorescence-force spectroscopy. J. Mitra, M.
Makurath, T. Ngo, A. Troitskaia, Y. Chemla, T. Ha

11:30 298. Using of bio-layer interferometry to quantify
protein-DNA interactions. C.J. Weeramange, M.
Fairlamb, L. Swint-Kruse

11:45 299. Controlling liquid-liquid phase separation
of Antartic toothfish crystallins through surface
residue mutations. J.C. Bierma, K.W. Roskamp, A.
Ledray, A. Kiss, C. Cheng, RW. Martin

Glycans in Context
Sponsored by CARB, Cosponsored by BIOL

Study of Circulating, Cell-Free Biomarkers with
Analytical Tools

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

Biosensing: New Strategies & Latest
Development

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

SECTION A

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 5

Graduate Student & Postdoctoral Fellow
Symposium

M. D. Distefano, Organizer
P. Bevilacqua, Organizer, Presiding

1:00 300. Enhancing cytotoxicity of antibody drug
conjugates through co-administration of a
potentiating antibody conjugate in an ovarian
cancer model. J.R. McCombs

1:15  301. Nanoencapsulation of Casiopein®, study of
its anticancer biological activity and release in vivo
and in vitro. J.A. Flood

1:30  302. Gadolinium doping enhances the
photoacoustic signal of synthetic melanin
nanoparticles: Dual modality contrast agent for
stem cell imaging. J. Lemaster

1:45  303. Gating mechanism of 3-ketoacyl-ACP
synthases. J.T. Mindrebo, A. Patel, W.E. Kim, T.G.
Bartholow, A. Chen, T.D. Davis, J.J. La Clair, J.
McCammon, J.P. Noel, M.D. Burkart

2:00  304. Comparison of PSMA levels in salivary glands
of mice and rats. J. Roy, B. Warner, F. Basuli, K.
Wong, A. Ton, J. Chiorini, P. Choyke, E. Jagoda, F. Lin

2:15  305. Dissecting DNA polymerase at the single-
molecule level. K.N. Gabriel, M. Turvey, C. Lau, K.
Pugliese, S. Majumdar, P.G. Collins, G.A. Weiss

2:30  306. Bioorthogonal chemistry approaches to the
cellular imaging of PI3K3 inhibitors. M. Rouah, A.
Rutkowska, Z. Henley, C. Jamieson

2:45  307.Increasing the fluorescence turn-on of the
nucleoside analogue 8-diethlamino-tCin duplex
nucleic acids using DNA-RNA heteroduplexes. M.B.
Turner, J. Ceja, BW. Purse

3:00  308. Structural and functional characterization
of threonylcarbamoyl adenosine biosynthesis in
bacteria. N. Paranagama, A. Luthra, S. Bayooz, Y.
Jeon, D. Lyumkis, M.A. Swairjo

3:15  309. Elucidating the role of histone H4 K20
methylation in chromatin compaction. N.
Elathram, G. Debelouchina

3:30  310. Structural and dynamical basis for the
production of unsaturated fatty acids in Escherichia
coli. A. Patel, G.J. Dodge, K. Finzel, J. McCammon,
J.L. Smith, M.D. Burkart

3:45  311. Development of fluorescent nucleosides for
real-time measurements of single-stranded DNA
cytidine deamination by APOBEC enzymes. R.
Moorthy, J. Baur, S. Schmidt, M.E. Olson, D.A. Harki

4:00 312.Biodegradability and surface engineering
of fully metallic stent enabling controllable
generation of reactive oxygen species for
antirestenosis. H. Seo, J. Park, Y. Kim, M. Ok

4:15  313. Developing methods for the discovery and
validation of pre-miRNA-protein interactions. S.L.
Rosenblum, D. Lorenz, T. Kaur, A.L. Garner

4:30  314. Porphyrins: Gift of nature to eradicate cancer?
Phototoxic effect on Tetrahymena thermophila and
human skin carcinoma. Z. Berhe, E.C. Ojadi

Glycans in Context
Sponsored by CARB, Cosponsored by BIOL
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BIOT

DIVISION OF BIOCHEMICAL TECHNOLOGY

J. Neville and B. Pfleger, Program Chair

SUNDAY MORNIN

Origins & Future of Metabolite & Small
Molecule Identification

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

Measuring Protein Conformations & Folding
Inside the Cell

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

NDAY A RINC

Origins & Future of Metabolite & Small
Molecule Identification

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

Biosensing: New Strategies & Latest
Development

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

Nanozymes for Bioanalysis & Beyond
Sponsored by ANYL, Cosponsored by BIOL and BIOT

II“E":"’MO, :‘ ullln
[

Nanozymes for Bioanalysis & Beyond
Sponsored by ANYL, Cosponsored by BIOL and BIOT

Mass Spectrometry of Biomolecular Assemblies

Sponsored by ANYL, Cosponsored by BIOT, BMGT and
MEDI

Nanozymes for Bioanalysis & Beyond
Sponsored by ANYL, Cosponsored by BIOL and BIOT

Mass Spectrometry of Biomolecular Assemblies
Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

Exploration of the Nano-Bio Interface with
Analytical Tools

Sponsored by ANYL, Cosponsored by BIOL and BIOT

Biosensing: New Strategies & Latest
Development

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI
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Nanozymes for Bioanalysis & Beyond
Sponsored by ANYL, Cosponsored by BIOL and BIOT

Exploration of the Nano-Bio Interface with
Analytical Tools

Sponsored by ANYL, Cosponsored by BIOL and BIOT

Biosensing: New Strategies & Latest
Development

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

Nanozymes for Bioanalysis & Beyond
Sponsored by ANYL, Cosponsored by BIOL and BIOT

Study of Circulating, Cell-Free Biomarkers with
Analytical Tools

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

Biosensing: New Strategies & Latest
Development

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI

AURSDAY MORNIN

Study of Circulating, Cell-Free Biomarkers with
Analytical Tools

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI
Biosensing: New Strategies & Latest
Development

Sponsored by ANYL, Cosponsored by BIOL, BIOT and MEDI
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BMGT

DIVISION OF BUSINESS DEVELOPMENT

AND MANAGEMENT

A. DeMasi, Program Chair

NDAY AFI1E
EEEREmeGE
SECTION A
San Diego Convention Center
Room 29D

Chemical Angel Network
Chemists Investing in Chemical Companies

Cosponsored by PROF and SCHB
Financially supported by CIEC

J. L. Bryant, S. S. White, Organizers
M. Vreeke, Presiding

1:30  Introductory Remarks.

1:35  1.Updates and news from the Chemical Angel
Network (CaN) and its sixth year of supporting
chemists and chemistry-based company creation.
S.H. White

2:00 Company Presentations.

3:00 Investment Discussion.

3:30  Open Forum.

4:00 Concluding Remarks.

Pest Management Economics: Present & Future
Considerations

Sponsored by AGRO, Cosponsored by BMGT
VIONDAY MO
Liquid Assets: The Business of Water

Sponsored by SCHB, Cosponsored by ANYL, BMGT and
I&EC

'Altb, kl I "J 'A' 5 ]
[ —

SECTION A

San Diego Convention Center
Room 29D

Leadership Development: The ACS Commitment
Now & for the Future

Cosponsored by PRES

J. L. Bryant, A. DeMasi, C. A. Duane, D. Mason, B. Maye,
Organizers

L. K. Krannich, Presiding

1:30  Introductory Remarks.

1:45  2.Importance of investing in yourself: Argument
for leadership development. T.H. Lane

2:15 3. From dream to reality: It took a village. K.M.
Schulz, M. Lester

2:45 4. Who learns more: Instructor or students?. B.A.
Sawrey

3:15  Intermission.

3:30  5.How Indiana section leaders forged a path to
successfully serve the ACS. C. Bodurow

4:00 6. Leadership development: Differentiator and
skills multiplier in industry (and elsewhere). LW.
McQuire

4:30  7.Enabling the professional development of ACS
members into the future. W.E. Jones, A. Campbell

5:00 Panel Discussion.

) A WO

Gerry Meyer: The First 100 Years

Sponsored by SCHB, Cosponsored by BMGT, CHED, ENFL,
HIST and SCC

Mass Spectrometry of Biomolecular Assemblies

Sponsored by ANYL, Cosponsored by BIOT, BMGT and
MEDI
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DAY AF 3:05 Intermission.
[ . .
3:20  12.The co-op program in chemistry at
SECTION A gic;;,tefliastern University: Century of success. T.R.
San Diego Conventlsn Cer;tger; 3:40 13.Academic drug discovery research at Rutgers
oom University, Piscataway, New Jersey. D.J. Augeri
Collaborating for the Greater Good: What Works 4:00  14.Industry-academic collaborations: Moulder
& What Doesn’t center experiment. M. Abou Gharbia
Cosponsored by PRES 4:20  15. Fronr;'the |dea.tt'o tlhe produ;t:)lndu;’:\nzl
J.L. Bryant, A. DeMasi, B. Maye, Organizers perspective on critical success factors. M. Urmann
L 4:40  16. Start-ups and the challenge of transitioning
J. Cho, D. Mason, Presiding . A
technology from academic laboratories to
1:30  Introductory Remarks. industrial processes and scale. W.E. Jones, M.
1:45  8.Industry-university partnering models. A.M. Sedam
Boccanfuso 5:00 Panel Discussion.
2:05  9.Industrial perspective on selection and
establishment of strategic partnerships. J.S. Gerry Meyer: The First 100 Years
Witzeman
2:25  10.One of the longest, single-corporation Sponsored by SCHB, Cosponsored by BMGT, CHED, ENFL,
HIST and SCC

university-industry centers in the US: Mitsubishi
Chemical Center for Advanced Materials at the
University of California in Santa Barbara. L.A.
Edwards

2:45  11.Creating and cultivating industry relations:
Transformational industry partnerships at UNC-
Chapel Hill. J. Cho
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CARB
DIVISION OF CARBOHYDRATE CHEMISTRY

S. Sucheck, Program Chair

SECTION A

San Diego Convention Center
Room 29C

Centennial Celebration of ACS Carbohydrate
Chemistry: Chairs’ Perspective

P.R. Andreana, Organizer, Presiding

8:55
9:00

9:25
9:30

9:55

10:00
10:25
10:30
10:45

11:10
11:15

11:40
11:45

12:10

Introductory Remarks.

1. One hundred years of basic carbohydrate
science as growth in human experience: Personal
applications to a spectrum of challenges. J.R.
Vercellotti

Discussion.

2. One hundred years of carbohydrate science
underpinning the worldwide sugar industry. G.
Eggleston

Discussion.

3. Life after CARB chairmanship. A.D. French
Discussion.

Intermission.

4. Recognition of DNA and RNA with small, large
and intermediate size molecules. D.P. Arya
Discussion.

5. Carbohydrate chemistry for RNA interference:
Synthesis, structure, and biological activity of
amide-linked RNA. E. Rozners

Discussion.

6. How sweet it is to work with sugars: Success
story of carbohydrates conjugates of sugar-
modified RNAs to make life-saving drugs. M.
Manoharan

Discussion.

SECTION A

San Diego Convention Center
Room 29C

Centennial Celebration of ACS Carbohydrate
Chemistry: Chairs’ Perspective

P.R. Andreana, Organizer, Presiding

1:10

1:35
1:40

2:05
2:10

2:35
2:40

3:05
3:10
3:25

3:50
3:55

4:20

4:25

4:50
4:55

5:20
5:25

7. Nucleosides, sugars, synthesis, and funding:
Rollercoaster ride through carboscience and the
CARB Division. D.C. Baker

Discussion.

8. From carbohydrate chemistry to biology to
sugar-based drugs. W. Priebe

Discussion.

9. Thio sugars, exo-cyclic enones, spiro-
chromanones and activities within the CARB
Division as components of a wonderful adventure.
Z.). Witczak

Discussion.

10. Conformational equilibria and dynamics of
saccharides using circular statistics. A.S. Serianni
Discussion.

Intermission.

11. Incorporation of diverse sugars and diverse
scientists into glycochemistry and the academy.
N.L. Pohl

Discussion.

12. Fighting cancer with a sweet bullet:
Development of glycoconjugate-based anticancer
vaccines. X. Huang, X. Wu, U. Westerlind, M. Finn
Discussion.

13. Past and present carbohydrate chemistry
vignettes from the Hanessian group. S. Hanessian
Discussion.

14. Synthesis of complex microbial glycan probes.
T.L. Lowary

Discussion.

Concluding Remarks.
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DA

SECTION A

San Diego Convention Center
TBD

General Posters

S.J. Sucheck, Organizer

7:00 - 9:00

15. Synthesis of the antibody glycoform with a2,6-
linked 3F**-Neu5Ac. H. Lo, L. Krasnova, S. Dey, T.
Cheng, H. Liu, T. Tsai, K. Wu, CY. Wu, C. Wong

16. Phenols as nucleophiles in the oxidative
deamination of N-acetyl neuraminic acid. M.B.
Hawsawi, A. Wickramasinghe, D. Crich

17. Chemical synthesis of syndecan-4 glycopeptide
bearing O-, N-sulfation, and aspartic acids utilizing
sulfate ester strategy. W. Yang

18. Synthesis of xylosyl ribitol phosphate. T.
Tamura, J. Tamura

19. Covalent inhibitors target O-GIcNAc transferase
in cells. M. Worth, A. Esteves Davila, C. Hu, D. Fan,
H.Li, D. Zhu, J. Jiang

20. Withdrawn

21. O-GlcNAcylation of a-synuclein forms ribbons
that seed monomers into less pathological
aggregates. A. Balana, S. Cortes, M. Horvath, K. Luk,
A.B. Siemer, M. Pratt

22. Chemoenzymatic synthesis of a heparan
sulfate glycopeptide mimetic and evaluation of its
biological functions. J. Gao, Y. Xu, J. Liu, X. Huang
23. Efforts in the development of a metabolic
chemical reporter specific for mucin-type
glycosylation. E. Jackson, M. Pratt

24. Chemical synthesis of heparin-like, head-to-tail
multimers. J. Zhang

25. o-Selective glycosidation of D-tagatofuranose
using 3,4-O-isopropylidene protection. Y. Makura,
A. Ueda, T. Matsuzaki, T. Minamino, M. Tanaka

26. Localization of growth factor binding and
activity via glycocalyx engineering in embryoid
bodies using glycosaminoglycan mimetics. L.
Laubach

27. Formation of spiro-chromanones from
dihydrolevoglucosenone. N. Jankowski, C. Hager,
Z.). Witczak, R. Bielski, D.E. Mencer

28. Preliminary evidence for reversible O-acetyl
group migration at 9- and 8-carbon position in
sialic acids. Y. Ji, A. Sasmal, W. Li, S. Srivastava, B.
Wasik, H. Yu, S. Diaz, C. Parrish, X. Chen, A. Varki

29. Phase-transfer catalyzed one-pot
functionalization of carbohydrates. K. Kowalska, H.
Koroniak, L. Nordstroem

30. O-GlcNAc modification alters a-synuclein
aggregation and neuronal toxicity. A. Galesic, P.
Levine, A. Balana, M. Pratt

31. Degradation-resistant trehalose analogues
block utilization of trehalose by hypervirulent
Clostridioides difficile. A. Stothard, B. Wilson, Q.
Dong, N. Danielson, J. Collins, P. Woodruff, R.
Britton, B.M. Swarts

32. Chemical ilnhibition of glycosaminoglycan
biosynthesis to suppress differentiation in murine
embryonic stem cells. M. Naticchia, K. Godula, S.
Verespy

33. Selective in vivo metabolic cell-labelling-
mediated cancer targeting. H. Wang, K. Cai, Y. Bo, J.
Cheng

34. Synthesis and biological evaluation of ellagic
acid glycosides. S.A. Chambers, J.A. Gaddy, S.D.
Townsend

35. Synthesis of fluorogenic trehalose and
trehalose monomycolate analogues for the
detection of mycobacteria. D. Gepford, B.M.
Swarts, N. Banahene, J.M. Groenevelt, Y. Hsu, M.
VanNieuwenhze

36. Development of toll-like receptor 7 ligand

and a-mannose immobilized gold nanoparticles
toward adjuvant immunotherapy. H. Shinchi, T.
Yamaguchi, T. Moroishi, T. Hayashi, H.B. Cottam, D.
Carson, M. Wakao, Y. Suda

37. FRET-based fluorogenic trehalose dimycolate
analogue for probing mycomembrane-remodeling
enzymes of mycobacteria. B.D. Vannest, N.
Banahene, N.J. Holmes, C.N. Ramsey, H.W. Kavunja,
B. Swarts

38. In vivo studies on non-toxic polysaccharide
based delivery systems for pancreatic
chemotherapy treatment using mice models. R.
Srinivasan, J. Speshock, D. Edwards, A. James, D.
Bocanegro

39. Direct screening of glycan patterns from
human sera by chemically functionalized slides. p.
lin,H.Tu

40. Chemical synthesis of enantiopure azido
inositol analogues via ferrier carbocyclization. J.
Snyder, A. Ausmus, B.M. Swarts

41. Effective lysozyme adsorption based on
4-vinyl pyridiene photoinduced graft on cellulose
nanofibrous membranes. N. Amaly, A. EIMoghazy,
Y. Ma, G. Sun

42. Substrate dysregulation reveals a new
regulatory role of OGA in cell signaling. C. Hu, D.
Fan, M. Worth, Z. Chen, J. Huang, L. Li, J. Jiang

43. Interactome study of heparin, piscidins, and
copper ions from phagocytes involved in innate
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immunity of fish. S. Kim, F. Zhang, W. Gong, K.
Chen, K. Xia, F. Liu, R.A. Gross, J. Wang, R.J. Linhardt,
M. Cotten

44. Octenylsuccinate hydroxypropyl phytoglycogen
to enhance the inhibitory activity of curcumin
against the biofilm of Helicobacter pylori. ). Chen,Y.
Yao

'MO! ul I l’:“
[ T

SECTION A

San Diego Convention Center
Room 29C

Carbohydrate Synthesis for CARB’s Next Century

D. Crich, Organizer
T. L. Lowary, Organizer, Presiding

8:30  45. Synthesis of carbohydrate lipids and their roles
in innate immunity. P. van der Peet, T. Nguyen, S.
Burugupalli, S. Shah, S.J. Williams

9:00  46. Synthesis of sialyl Lewis-x analogues as
selectin antagonists for the treatment of vascular
occlusions and inflammatory disease. M. Prévost,
R. Simard, A. Belouin, M. Joyal, W. Maharsy, M.
Nemer, Y. Guindon

9:20  47.Studies aiming at the structural modification
of cardiac glycosides digoxin, digitoxin and
21-benzylidene digoxin and evaluation of the
action mechanism in tumor cells. S.C. Silva, S.0.
Bajaj, J.A. Ferreira Perez, L.A. de Oliveira Barbosa,
G.A. O’'Doherty

9:40  48.Chemical synthesis and anti-inflammatory
activity of the chondroitin sulfate oligosaccharide
chain (24-mer) of bikunin. S. Ramadan, T. Li, X.
Huang

10:00 Intermission.

10:20 49. Strategies and stereoselective glycosylations
for the synthesis of galactofuranose-containing
oligosaccharides of pathogenic microorganisms. C.
Gallo-Rodriguez

10:50 50. Stereoselective catalytic synthesis of
glycosides. R. Jeanneret, C. Walz, V. Boddu, M.
Galan

11:10 51. Towards catalytic activation of glycosyl halides.
Y. Singh, S. A. Geringer, A. V. Demchenko

11:30 52. Catalyst-controlled regio- and stereoselective
glycosylation. Q. Li, S.M. Levi, E.N. Jacobsen

11:50 53. Mechanistic investigations of 3-mannosylation
via Cs,CO,-mediated anomeric O-alkylation and
synthesis of complex biologically significant
carbohydrate molecules. S. Meng, B.R. Bhetuwal,
H.P. Nguyen, C. Fang, K. Saybolt, X. Li, P. Liu, J. Zhu

12:10 54. Myrosinase—glucosinolate system: Enzymatic
triggered isothiocyanate for bioconjugate
chemistry. G. Cutolo, R. Nehme, P. Lafite, W. Fredy,
C. Sabot, P. Renard, M. Schuler, T. Lindhorst, A.
Tatibouét

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology

Synthetic Cells

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

'MO! ul I ":‘ll
[ T

SECTION A

San Diego Convention Center
Room 29C

Carbohydrate Synthesis for CARB’s Next Century

T. L. Lowary, Organizer
D. Crich, Organizer, Presiding

1:20 55. Tackling the challenge of glycosylation in the
syntheses of complex natural glycosides. B. Yu

1:50 56. Streamlined synthesis of core disaccharide
building blocks from natural polysaccharides
for the generation of heparan sulfate libraries.

N. Pawar, L. Wang, T. Higo, C. Bhattacharya, PK.
Kancharla, F. Zhang, K. Baryal, C. Huo, J. Liu, R.J.
Linhardt, X. Huang, L.C. Hsieh-Wilson

2:10  57.Synthesis of trehalose glycolipids. S. Jana, V.
Sarpe, S.S. Kulkarni

2:30  58. Synthesis of the hexasaccharide fragment of
landomycin A: Using a mild, reagent-controlled
approach. S. Yalamanchili, C. Bennett, D. Lloyd

2:50  Intermission.

3:10  59. Covalent glycosidase inhibitors in glycobiology
research: Activity-based profiling of exo- and
endoglycosidases. H.S. Overkleeft

3:40  60. New methods for the synthesis and
activation of thioglycosides. S. Escopy, Y. Singh, A.
Demchenko

4:00 61. N. meningitidis capsular polysaccharide (CPS)
polymerase and its application in chemoenzymatic
synthesis. R. Li, H. Yu, X. Chen

4:20  62. Glycosyl crotylborinates for the synthesis of
diverse glycomimetics. S. Truong, D.R. Mootoo

4:40  63. Stereoselective synthesis of 2-amino-2-deoxy-
B-mannosides via anomeric O-alkylation. B.R.
Bhetuwal, F. Wu, S. Meng, P. Acharya, P. Thapa, J.
Zhu
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Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology

Tissue Engineering

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

MONDAY \
SECTION A
San Diego Convention Center
TBD

Sci-Mix
S.J. Sucheck, Organizer
8:00 - 10:00
15,16, 19, 21, 22, 28, 29, 31, 33, 34, 36, 37,40, 41,

42,43, 46, 60, 61. See Previous Listings.
110. See Subsequent Listings.

TUESDAY MOR SECTION A
San Diego Convention Center
Room 6C

Japanese-American Symposium on Applied &
Translational Glycosciences

Y. Ito, Organizer
A. Demchenko, Organizer, Presiding

8:30  64. Synthetic approaches toward functional
analysis of glycoconjugates produced in the ER. Y.
Ito

9:00  65. Carbohydrate synthesis for biologically relevant
immune constructs. P.R. Andreana

9:30  66. Stereoselective synthesis of (2,8)-linked oligo-
sialic acids using bicyclic sialic acids. N. Komura, H.
Tanaka, A. Imamura, H. Ishida, H. Ando

9:45  67. Synthesis of branched inner-core
oligosaccharides expressed in lipopolysaccharide
and lipooligosaccharide. T. Ichiyanagi, N. Ohtani, R.
Yi

10:00 Intermission.

10:15 68. Systematic synthesis of biotinylated
chondroitin sulfate tetrasaccharides. J. Tamura

10:45 69. Hydrogen bonding in the conformations
of glycans. D.I. Freedberg, M.D. Battistel, H.
Azurmendi

11:15 70. Novel matrix system for reflectron mode
MALDI-TOF and TOF/TOF MS analysis of
unmodified sialylated oligosaccharides and
glycopeptides. H. Hinou

11:30 71. Functions of N-glycan on protein. Y. Kajihara

DAY A
[ .
SECTION A
San Diego Convention Center
Room 6C

Japanese-American Symposium on Applied &
Translational Glycosciences

A. Demchenko, Organizer
Y. Ito, Organizer, Presiding

1:30  72.Rewriting the synthesis strategy toward sialic
acid-containing glycans. H. Ando

2:00  73.Synthetic studies on deoxy-sugar
oligosaccharides. C. Bennett

2:30  74.Synthesis of oligo-D-arabinofuranosylated
probes as the substrate for mycobacterial arabinan
degrading enzymes. A. Ishiwata, K. Fujita, S.
Fushinobu, Y. Ito

2:45  75. Characterization of mycobacterial arabinan
degrading enzymes from Microbacterium
arabinogalactanolyticum. K. Fujita, A. Ishiwata, S.
Fushinobu, Y. Suda, Y. Ito, K. Kitahara

3:00  76.Electrochemical synthesis of cyclic
oligosaccharides. T. Nokami, S.R. Manmode, S.
Tanabe, T. Yamamoto, N. Nishikouri, T. Itoh

3:30  Intermission.

3:45  77.Structural analysis for studying the reaction
mechanism of B-L-arabinofuranosidases. S.
Fushinobu, S. Maruyama, K. Sawano, T. Arakawa, C.
Yamada, A. Ishiwata, Y. Ito, K. Fujita

4:15  78.0Organoboron-catalyzed regio- and 1,2-cis-
stereoselective glycosylation via S i-type
mechanism. D. Takahashi

4:45  79. Glycosylation reaction using glucosyl fluorides
equipped with bridges of varying length. H.
Yamada, Y. Hirata, H. Shimada, K. Ikeuchi, S.
Wakamori

5:15  80.From stereocontrolled glycosylation to
automated oligosaccharide synthesis. A.
Demchenko

D)A \

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE
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SECTION A

San Diego Convention Center
Room 5A

Uncovering the Biological Roles of Protein
O-GlcNAcylation with Chemistry

J.Jiang, Organizer
M. Pratt, Organizer, Presiding

9:00 Introductory Remarks.

9:05  81.Small-molecule inhibitors reveal that O-GIcNAc
signaling globally regulates mRNA splicing. S.
Walker

9:35  82.Chemogenetics reveals a role for dynamic
O-GlcNAcylation in regulating AMPK-signaling
and cytoprotection. K. Fahie, R. Henry, C. McKen, N.
Zachara

10:05 83. O-GlcNAcylation of myosin phosphatase target
subunit 1 controls the sensitivity of sphingosine-1-
phosphate signaling in fibroblasts. N. Pedowitz, A.
Batt, N. Darabedian, M. Pratt

10:25 Intermission.

10:45 84. Defining O-GIcNAc cycling rates utilizing
dynamic isotopic detection of amino sugars with
glutamine (IDAWG). C. Desbiens, M. Fang, B.
Weatherly, L. Wells

11:05 85. Exploring the substrate specificity of OGT
& OGA and developing new generation of OGA
inhibitor. J. Li

11:25 86. New pathway linking OGA to cancer. J. Jiang

11:55 Concluding Remarks.

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology
Delivery Systems

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

SECTION A

San Diego Convention Center
Room 5A

Uncovering the Biological Roles of Protein
O-GlcNAcylation with Chemistry

M. Pratt, Organizer
J. Jiang, Organizer, Presiding

2:00 Introductory Remarks.

2:05  87.Chemical approaches toward a quantitative,
systems-level understanding of protein
O-GlcNAcylation signaling networks. L.C. Hsieh-
Wilson

2:35  88. O-GlcNAcylation of KLHL proteins links nutrient
sensing to proteostasis. M. Boyce

3:05 89. Why is OGT essential?. Z.G. Levine, C.M. Joiner,
G.Q. Fei, S. Walker

3:25  Intermission.

3:45  90. Development of an O-GIcNAc transferase (OGT)
degrader for rapid control of OGT homeostasis. C.
Aonbangkhen, D. Duveau, C.J. Thomas, S. Walker,
C.M. Woo

4:05  91. Characterization of gatekeeper residues
responsible for O-GIcNAc transferase (OGT)
substrate specificity. C.M. Joiner, Z.G. Levine, C.
Aonbangkhen, C.M. Woo, S. Walker

4:25  92.Chemical control of the O-GlcNAc proteome in
cells. C. Woo

4:55  Concluding Remarks.

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology

Biomaterials

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

CARB — DIVISION OF CARBOHYDRATE CHEMISTRY 92
Draft Technical Program as of July 10, 2019



SECTION A

San Diego Convention Center
Room 28A

Glycans in Context

Cosponsored by BIOL
H. Azurmendi, D. |. Freedberg, P. C. McCarthy, Organizers,
Presiding

8:30
8:35

9:00

9:20

9:40

9:55

10:10
10:25

10:50

11:10

11:30

11:50

Introductory Remarks.

93. One-pot multienzyme (OPME)-synthesized
carbohydrate probes for structure-function
relationship studies of carbohydrate-active
enzymes. X. Chen

94. Probing the enzymatic breakdown of PNAG by
DispersinB using acetylation defined substrates.
M.B. Poulin, S. Wang, A.P. Breslawec

95. Chemical tools to elucidate and exploit
trehalose metabolism in pathogenic bacteria. B.M.
Swarts

96. Investigating multivalent virus-glycan
interactions. T. Lucas, C.J. Fisher, M.O. Altman, K.
Godula

97. GlycoSense™: Simple alternative to existing
methods for glycosylation detection and
monitoring. M.J. Saunders, R.J. Woods, L. Yang
Intermission.

98. Polysaccharide secretion: ABC transporter and
synthase-dependent secretion mechanisms. J.
Zimmer

99. Novel strategy for probing the activity of the
human 6-O-endosulfatases. B. Timm

100. Discovery of new oligosaccharides in bovine
milk and full glycan structural determination
with logically derived sequence tandem mass
spectrometry. C.K. Ni, S. Tsai, W. Weng, C. Liew, H.
Hsu, S. Huang, Y. Kuo

101. Tools to probe the SAR in the calcium release
agents cADPR and cIDPR: Conformational analysis
of cAPDR and cIDPR analogs and a route to a
cADPR photoaffinity label. W. Lyu, T.J. Perez, I.
Serrano, S.M. Graham

102. Protein engineering of Nudix hydrolases for
processing of poly(ADP-ribosyl)ated proteins. S.B.
Gabelli

m DA
|
SECTION A
San Diego Convention Center
Room 28A

Glycans in Context

Cosponsored by BIOL
H. Azurmendi, D. |. Freedberg, P. C. McCarthy, Organizers,
Presiding

1:45

2:10

2:30

2:45

3:00

3:15

3:30

3:55

4:15

4:35

4:55

5:20

103. Dendrimer heparan sulfate glycomimetics:
Potent heparanase inhibitors for anticancer
therapy. O.V. Zubkova, J.H. Miller, J.E. Turnbull, I.
Vlodavsky

104. Differential recognition of diet-derived
Neu5Gc-neoantigens on glycan microarrays by
carbohydrate-specific pooled human IgG and IgA
antibodies. S. Leviatan Ben-Arye, C. Schneider, H.
Yu, S. Bashir, X. Chen, S. von Gunten, V. Padler-
Karavani

105. Sialoglycan recognizing probes (SGRPs):
Toolkit for precise probing of the dynamic
mammalian sialoglycome. A. Sasmal, S. Srivastava,
A.Verhagen, B. Wasik, H. Yu, B. Bensing, N. Khan,
Z.Khedri, S. Diaz, P. Sullam, N. Varki, X. Chen, C.
Parrish, A. Varki

106. DNA barcoded soluble glycopolymer
microarrays for improving detection of glycan
interactions. A.L. Michalak, K. Godula

107. Identifying glycosidase mechanism by
electrospray ionization mass spectrometry. C. Liew
Intermission.

108. Mapping global changes in glycoconjugate
interactions in native cellular environments. E.
Joeh, W. Li, R. Hawkins, C. Parker, M. Huang

109. Investigating the impact of spectator
glycocalyx structures on molecular interactions at
the cell surface. D. Honigfort, K. Godula

110. Engineered high-specificity affinity reagents
for the detection of glycan sialylation. S. Wu, L.
Meng, C. Gerner-Smidt, R.J. Woods, L. Yang

111. Polysaccharide-lipid interactions: Theoretical
and experimental study using molecular dynamics
simulations, quantum chemical **C NMR spectra
computation and solid-state *3C NMR. A. Schahl, F.
Jolibois, V. Reat, A. Lemassu

112. Why humans don’t routinely get bird flu:
Importance of bidentate glycan binding. Y. Ji, O.C.
Grant, W. Peng, R. McBride, J.C. Paulson, R.J. Woods
Concluding Remarks.
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CATL

DIVISION OF CATALYSIS SCIENCE AND

TECHNOLOGY

S. Crossley and A. Savara, Program Chairs

SECTION A

San Diego Convention Center
Room 1A

Catalysis at Metal-Support Interfaces

Cosponsored by ENFL
P. Christopher, S. Crossley, Organizers, Presiding

8:00 1. Catalysts design from first principles: Modifying
oxide reducibility by nanostructuring and metal/
oxide interfaces. G. Pacchioni

8:40  2.0n the identification of the active site of the
Cu/ZnO/ALO, methanol synthesis catalyst. D.
Laudenschleger, H. Ruland, M. Muhler

9:00  3.Cu-SAC/TiO, as heterogeneous catalyst for
selective liquid-phase oxidation of sp> C—H bonds.
C. Nguyen-Sorenson, H. Anderson, K.J. Stowers

9:20 4. Influence of support acid sites on Cu-catalyzed
non-oxidative dehydrogenation of ethanol to
acetaldehyde. P. Christopher

9:40  Intermission.

9:50 5. Tunability of low-temperature strong metal-
support interactions (SMSI) for enhanced catalysis.
F. Polo Garzon, T.F. Blum, M. Chi, Z. Wu

10:10 6. Interface effects with oxide supports on the
structure and reactivity of metal particles relevant
for catalysis. K. Neyman

10:50 7. Creating metal-support interfaces in metal-
organic frameworks for efficient methanol
synthesis from CO,. Y. Zhu, J. Zheng, Y. Cui, K. Koh,
L. Kovarik, D.M. Camaioni, J. Fulton, J.A. Lercher, OY.
Gutierrez Tinoco

11:10 8. Synthesis and activation of a well-defined
dioxomolybdenum(VI) site in a MoO,/SiO, olefin
metathesis catalyst. L. Li, S.L. Scott

11:30 9. Supported Au nanoparticles with N-heterocyclic
carbene ligands as active and stable
heterogeneous catalysts for lactonization. R. Ye,
AV. Zhukhovitskiy, D. Toste, G.A. Somorjai

SECTION B

San Diego Convention Center
Room 1B

Future Insights into Syngas Conversion
Catalysis: Symposium in honor of Burtron H.
Davis

Cosponsored by ENFL, ENVR, INOR and PHYS
B. Demirel, Organizer
M. Gnanamani, H. Kung, W. D. Shafer, Organizers, Presiding

8:00  10.In memory of a great scientist Dr. Burtron H.
Davis. B. Demirel

8:50  11.Influence of intraparticle diffusion on
effectiveness factor and methane selectivity of a
cobalt based Fischer-Tropsch catalyst. D.B. Bukur,
M. Mandi¢, B. Todi¢, N. Nikacevic¢

9:15  12. Fischer-Tropsch synthesis in a carbon
nanoreactor: Spillover effects observed in Co@
MHCS@Ru.T. Phaahlamohlaka, R. Forbes, L. Jewell,
N.J. Coville

9:40  13. Computational catalysis for Fischer-Tropsch
synthesis: Shape, structure, sctivity and selectivity
of cobalt catalysts. M. Saeys

10:05 Intermission.

10:20 14.Improved Fischer-Tropsch catalysts guided by
learnings from deactivation studies. S. Soled, C.E.
Kliewer, S. Miseo, G. Kiss

10:45 15. Fischer-Tropsch synthesis over Pt/Co/Al,O,
catalyst: Improvement in catalyst stability by
activation with diluted CO. K. Jalama, W. Ma, G.
Jacobs, D. Sparks, D. Qian, B.H. Davis

11:10 16. Fischer-Tropsch synthesis: Direct cobalt nitrate
reduction and use of promoters using supports
with different interactions. M. Mehrbod, M.
Martinelli, A. Martino, J. Castro, D.C. Cronauer, A.J.
Kropf, C.L. Marshall, G. Jacobs

SECTION C

San Diego Convention Center
Room 2

Solvent Effects in Metal-Catalyzed Reactions

Cosponsored by ENFL and PHYS
D. E. Resasco, B. Wang, Organizers, Presiding
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8:00 Introductory Remarks.

8:05 17.When the solvent controls the phase and
mechanism of reactions on metal nanoparticles:
Direct synthesis of H,0, on Pd. D. Flaherty

8:25  18.Solvent effects in H,0, synthesis and
decomposition: Solvent as a co-reactant. R.M.
Rioux, T. Xie, A. Dasgupta, L. Ruthardt

8:45  19. Modeling the selective electroreduction of
oxygen to hydrogen peroxide via metal compound
electrocatalysts. J.R. Schmidt

9:05  20. Different kind of solvent: Effects of high
adsorbate coverages on Fischer-Tropsch synthesis
and C-C hydrogenolysis. A. Almithn, J. Liu, E. Iglesia,
D.D. Hibbitts

9:25  Intermission.

9:40  21. Effects of solvent and electrolyte composition
on the electrochemical reduction of CO,. AT. Bell

10:20 22. Electrolyte effects in electrocatalytic reactions
for sustainable energy conversion. M. Escudero-
Escribano

10:40 23. General model for determining electrochemical
barriers from ab initio simulations, and some
practical applications. K. Chan

11:00 24.Incorporating the water layer in first principles
simulations of hydrogen evolution on 1T-MoS,. D.
Jiang

11:20 25. Hydrothermal water a solvent, reactant, and
catalyst for sustainable catalytic engineering. J.
McGregor, LQ Gomez, G. Davies, M. Konstantinova

SECTIOND

San Diego Convention Center
Room 3

Advances in Catalysis with Ceria & Other
Reducible Oxides

Model Ceria Catalyst

Cosponsored by ENFL, ENVR, INOR and PHYS
M. Cargnello, F. Wang, Z. Wu, Organizers, Presiding

8:00 Introductory Remarks.

8:05  26. Model catalysis with ceria-based materials:
Surface science models for heterogeneous catalysis
and electrocatalysis. J. Libuda

8:35  27.Inverse ceria/metal systems in catalysis. J.
Rodriguez

9:05  28. Controlling Pt dispersion on ceria by surface
oxygen content: From metallic nanoparticles to
single ion sites. S. Fabris

9:35  29. Theoretical analysis of adsorption on ceria
surfaces. P.S. Bagus, C.J. Nelin

10:05 Intermission.

10:15 30. Interaction of H, and CO, with ceria surfaces:
Adsorption and absorption. H. Freund

10:45 31. Topographic and spectroscopic investigation
of ceria surface by using scanning tunneling
microscopy. T. Komeda

11:15 32.Size dependent oxygen chemistry of CeO,
nanoparticles. J. Kullgren, D. Du, K. Hermansson, P.
Broqvist

SECTION E

San Diego Convention Center
Room 4

Ambient Pressure Spectroscopy in Complex
Environments

Cosponsored by COLL
A.R. Head, Organizer
B. Eren, Organizer, Presiding

8:00 Introductory Remarks.

8:05  33.Infrared absorption spectroscopy for the in situ
and operando study of catalytic reactions. F. Zaera

8:45  34. Application of polarization modulation infrared
reflection absorption spectroscopy (PM-IRRAS) in
electrocatalysis and electrochemical promotion of
catalysis. E. Monyoncho, E. Baranova

9:05  35. Adsorption and reactions at the air/liquid/solid
interface using PM-IRRAS in ambient conditions.
K.A. Perrine

9:25  36. Elucidating the geometry-reactivity
correlations in chemically-active self assembled
monolayers. E. Gross

9:45  Intermission.

10:05 37.Insitu surface spectroscopy and microscopy of
zirconia based model catalysts. G. Rupprechter

10:45 38.Understanding the role of the metal—support
interface during ethanol steam reforming
on nickel-cerium oxide catalysts. L. Baker, Y.
Mueanngern, Y. Khalifa

11:05 39. Two new PM-IRRAS setups for solid-gas and
solid-liquid interface studies. B. Eren

Adsorption & Reaction at Surfaces: Symposium
in Honor of Charles T. Campbell

Catalysis
Sponsored by COLL, Cosponsored by CATL

Catalysis for Environmental & Energy
Applications

Treatment of Gas & Water Pollutants
Sponsored by ENVR, Cosponsored by CATL
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SECTION A

San Diego Convention Center
Room 1A

Catalysis at Metal-Support Interfaces

Cosponsored by ENFL
P. Christopher, S. Crossley, Organizers, Presiding

1:00 40. Why is the characterization of active sites
in heterogeneous catalysts so difficult?. J.A. van
Bokhoven

1:40 41. Controlled synthesis and enhanced catalytic
activity of well-defined close-contact Pd-ZnO
nanostructures using PdZn ordered nanoparticle
precursors. H.Yin, Q. Li, S. Zhou, H. Yu

2:00  42.Why Ni/silicalite-1 catalyst shows high stability
and reactivity in dry reforming of methane?. E.
Vovk, X. Zhou, Z. Liu, C. Guan, Y. Yang, W. Kong, R. Si

2:20  43.Synergistic selective oxidation of alcohols using
dilute Pd/Au alloys on oxide supports. C. Wrasman,
A. Hoffman, S. Bare, M. Cargnello

2:40  44.Withdrawn

3:00 Intermission.

3:10  45. Zeolites as a dynamic metal support. W.F.
Schneider

3:50  46. Distinguishing the kinetic relevance of sites at
a metal-support interface from promoter effects. S.
Crossley

4:10  47.Bimetallic Pt-Sn catalysts escapsulated in
porous silica nanoparticles for propane and butane
dehydrogenation. K.T. Li, Y. Shieh, C. Yu

4:30  48.Ruthenium-iron oxide colloidal heterodimers
unravel promotion mechanism in iron-catalyzed
CO, hydrogenation to hydrocarbons. A. Aitbekova,
E. Goodman, A. Boubnov, A. Hoffman, S. Bare, M.
Cargnello

SECTION B

San Diego Convention Center
Room 1B

Future Insights into Syngas Conversion
Catalysis: Symposium in honor of Burtron H.
Davis

Cosponsored by ENFL, ENVR, INOR and PHYS
B. Demirel, H. Kung, W. D. Shafer, Organizers
M. Gnanamani, Organizer, Presiding

N. J. Coville, S. Soled, Presiding

1:00  49.Influence of physico-chemical properties of
titanosilicate supported cobalt catalysts with
different pore sizes on Fischer—Tropsch activity. G.
Kamath, S. Badoga, A.K. Dalai

1:25  50. Fischer-Tropsch synthesis: Catalytic
performance over ferrous oxalate based iron
catalyst. X. Feng, Z. Di, Q. Liu, Z. Yang, M. Luo

1:50 51.Carbon-carbon bond formation during Fe
catalyzed Fischer-Tropsch synthesis. B. Shi

2:15  52.Fischer-Tropsch synthesis over carbon-
supported iron catalysts: Effect of support type and
promoter amounts. D. Dadyburjor, E.L. Kugler

2:40  Intermission.

2:55  53. Mesoporous bi-metallic oxide catalysts
supports in Fischer—Tropsch synthesis for
sustainable fuel production. R. Boyd

3:20 54. Study on kinetic isotopic effects of iron, cobalt,
and ruthenium Fischer—Tropsch catalysts based on
newly built deuterium tracer coupled with kinetic
approach. W. Ma, W.D. Shafer, M. Martinelli, D.
Sparks, B.H. Davis

3:45  55. Catalytically active iron as a potential factor in
neurodegeneration: What can we learn from FTS.
U. Graham, G. Oberdorster

4:10  56. Metal organic framework catalysts in
perspective. B.C. Gates, D. Yang

4:35  57.Vapor phase dehydration of 1,5-pentanediol
over CeO,-based catalysts. M. Gnanamani, D.C.
Cronauer, A.J. Kropf, C.L. Marshall, R. Garcia, G.
Jacobs, M. Martinelli, W.D. Shafer

5:00 58.Regulation and in situ/operando
characterization of active structures, reaction
intermediate behaviors and degradation factors at
catalyst surfaces, and electrodes for developments
of selective catalysis. Y. lwasawa

SECTION C

San Diego Convention Center
Room 2

Solvent Effects in Metal-Catalyzed Reactions

Cosponsored by ENFL and PHYS
D. E. Resasco, B. Wang, Organizers, Presiding

1:00 59.Impact of solvent introduction on carbonyl
hydrogenation over Pt and Ru. J. Bond, O.
Abdelrahman, X. Gao

1:20  60. Solvent effects in metal-catalyzed
hydrogenation reactions: Combined experimental
and theoretical study. B. Wang

1:40  61. “Co-solvent” effects induced by polymer
over-coatings on metal-supported catalysts for
liquid-phase hydrogenation reactions. J. Faria, M.E.
DaSilva, P. Huang, L. Lefferts

2:00  62. Correlating structure and function for
nanoparticle catalysts. G.A. Henkelman

2:20  Intermission.

2:35  63. Modelling the role of solvents in
heterogeneous catalysis. P. Sautet
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3:15  64. Solvent effects in adsorption and diffusion at
solid surfaces. K.A. Fichthorn

3:35  65. Structure of interfacial water on aqueous Pt/
TiO,. B. Wen, A. Selloni

3:55  66. Encased cantilevers and spiral inpainting:
Probes and scan algorithms for ultrasensitive high
speed AFM. P.D. Ashby, D. Ziegler, A. Nievergelt, J.
Sader, T. Meyer, A. Bertozzi

4:15  67.Understanding the impact of solvent on the
adsorption and reaction on porous catalysts. B. Xu

4:35  Concluding Remarks.

SECTIOND
San Diego Convention Center
Room 3

Advances in Catalysis with Ceria & Other
Reducible Oxides

Theory of Ceria Catalysts

Cosponsored by ENFL, ENVR, INOR and PHYS
M. Cargnello, F. Wang, Z. Wu, Organizers, Presiding

1:00 68. Computational modelling of ceria-based
nanocomposite materials for catalysis. K. Neyman

1:30  69.Insitu inelastic neutron scattering study of
selective alkyne hydrogenation over cerium oxide
catalyst. J. Moon, Y. Cheng, L. Daemen, M. Li, F. Polo
Garzon, A. Ramirez-Cuesta, Z. Wu

2:00  70.Nanoscale morphology and improved activity
of ceria-based catalysts prepared by mechanical
methods. E. Aneggi, A. Mussio, M. Danielis, S.
Colussi, N.J. Divins, L. Soler, X. Vendrell, X. Garcia, I.
Serrano, J. Llorca, A. Trovarelli

2:30  71.Insitu monitoring of chemical processes at
cerium oxide model catalyst surfaces using low-
energy electron microscopy. J. Flege

3:00 Intermission.

3:10  72.Insitu and operando atomic level observation
of lattice oxygen exchange at different surface
sites in ceria-based catalytic systems. P.A. Crozier

3:40  73.Synthesis of high metal loading thermally
stable Pt/CeO, single-atom catalysts and activation
of O, on CeO, for low temperature CO oxidation. Y.
Wang, A.K. Datye, X. Pereira Hernandez, D. Kunwar,
A. DelaRiva, V. Muravey, H. Xiong, B. Sudduth, M.
Engelhard, L. Kovarik, E. Hensen, E. Peterson, S.
Purdy, J. Miller, S. Lin, H. Guo

4:10  74.Stabilizing high metal loadings of thermally
stable platinum single atoms on an industrial
catalyst support. D. Kunwar, S. Zhou, E. Peterson,
H. Xiong, A. DelaRiva, S. Lin, H. Guo, Y. Wang, A.K.
Datye

SECTIONE

San Diego Convention Center
Room 4

Ambient Pressure Spectroscopy in Complex
Environments

Cosponsored by COLL
A.R.Head, Organizer
B. Eren, Organizer, Presiding

1:00  75. First hydration layer of hydroxylation and
water adsorption on SrTiO,: Experiment (AP-XPS) &
theory. D. Aschaffenburg, S. Kawasaki, S. Choing, S.
Pemmaraju, H. Bluhm, T. Cuk

1:20  76. Early stages of oxidation in NiCr, and NiCrwW
alloys: Atomic scale to bonding chemistry. P.
Reinke, C. Volders, W. Blades

1:40  77.Investigation of CO, hydrogenation on
Pt catalysts using ambient pressure X-ray
photoelectron spectroscopy. H. Su, Y. Ye, K. Lee, J.
Zeng, E.J. Crumlin

2:00  78. Spectro-kinetic observations of ligand
exchanges for single-site supported metal
catalysts through the development of QXAS at
SSRL. A. Hoffman, S.R. Bare, O. Meuller, C. Fang, J.
Perez-Aguilar, B.C. Gates

2:20  79.Chemistry in confined spaces. D.J. Stacchiola

2:40  Intermission.

3:00 80.About in situ and operando characterization of
catalysts. J.A. van Bokhaven

3:40  81. X-ray spectroscopy techniques probing active
species in homogeneous catalysis: Selective
oligomerisation of ethene. M. Tromp

4:00  82.Theoretical approaches for the interpretation
of X-ray spectroscopy of buried interfaces. D.
Prendergast

Adsorption & Reaction at Surfaces: Symposium
in Honor of Charles T. Campbell

Reactions at Surfaces
Sponsored by COLL, Cosponsored by CATL

Catalysis for Environmental & Energy
Applications

Oxidative Process for Water Treatment
Sponsored by ENVR, Cosponsored by CATL
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SECTION A

San Diego Convention Center
Room 1A

2019 ACS Catalysis Lectureship for the
Advancement of Catalytic Science: Symposium
in Honor of Maria Flytzani-Stephanopoulos &
Charles Sykes

Cosponsored by WCC
P. Christopher, L. Grabow, Organizers, Presiding

8:00 Introductory Remarks.

8:05  83. Atomically dispersed supported metal
catalysts: Perspective and suggestions for
directions of future research. B.C. Gates

8:30  84. Cluster-size effect in catalysis: From sub-nano
to extended surfaces. R. Schimmenti, J. Scaranto, D.
Duca, M. Mavrikakis

8:55  85. Activation of small molecules using single
atom alloy catalysts. M. Stamatakis

9:20  86. Solvent-free growth of oriented HKUST-1 thin
films under vacuum. S. Han, B.K. Keitz, C.B. Mullins

9:45  Intermission.

9:55  87.NO, mediated enhancement of rates and
alkene selectivity in gas-phase alkane-O, reactions.
P. Deshlahra

10:20 88. Robust single-atom catalysts for better
catalysis. J. Liu

10:45 89. Controlling the local coordination and
reactivity of oxide-supported atomically dispersed
Pt-group species. P. Christopher

SECTION B

San Diego Convention Center
Room 1B

Ambient Pressure Spectroscopy in Complex
Environments

Cosponsored by COLL
A.R.Head, Organizer
B. Eren, Organizer, Presiding

8:00  90. Linking oxide surface composition and
structure to reactivity. K.A. Stoerzinger

8:20  91.Recent development in XPS and ambient
pressure XPS techniques. L.D. Walczak, M.
Dzierzega, C. Kirschfeld, M. Florek, S. Zuk, A. Stanik,
A. Szatkowski

8:40  92.Conversion of CO, and CH, on metal-oxide
interfaces: In situ studies with XPS and XAS. J.
Rodriguez

9:00  93.In situ probing of catalyst generation and
deactivation with ambient pressure x-ray
photoelectron spectroscopy. B. Yildiz, J. Wang, A.K.
Opitz

9:20  94. Ambient pressure modelling of heterogeneous
catalysts. P. Sautet

9:40  Intermission.

10:00 95. Dynamic nanocatalysts during CO,
hydrogenation. B. Roldan Cuenya

10:40 96. Methane oxidation on an IrO,(110) film. R.
Martin, V. Mehar, C. Lee, S. Albertin, U. Hejral, L.
Merte, E. Lundgren, J.F. Weaver

11:00 97.Thermal and spectroscopic analysis of ionic
liquid solvent mixtures. J. Wrona, S.K. Shaw, N.
Walker, K. Gudenkauf

SECTION C

San Diego Convention Center
Room 2

Electrocatalysis for Energy Generation & Storage

Fuel Cells

Cosponsored by ENFL
J.Resasco, L. C. Seitz, Organizers
A. Holewinski, K. Manthiram, Organizers, Presiding

8:00 98.Fe-Fe,C@Fe-N-C derived from dual metal-
organic frameworks for universal pH oxygen
reduction electrocatalysis: Impacts of Fe crystalline
particles. H. Wang

8:20  99. Pt-based ordered intermetallic nanoparticles
for efficient electrocatalysis. D. Wang, M. Gong

8:40 100. In situ/operando same-time and same-view
multi-visualization of electrocatalysis in polymer
electrolyte fuel cell by time-resolved XAFS/XRD,
HR-XANES/XRD/2D XAFS imaging and 3D XAFS-
CT/STEM-EDS techniques. K. Higashi, S. Takao, T.
Kaneko, T. Uruga, Y. Iwasawa

9:00  101. Electrochemistry at the metal-electrolyte-
gas interface of solid-acid proton-conducting
electrolytes. S. Haile

9:35  102. On the pH dependence in the hydrogen
oxidation reaction on platinum surfaces. B. Xu

10:00 103. Creation of catalytic activity maps for alloy
phase diagrams. L. Cao, L. Niu, T. Mueller

10:20 104. Theoretical resolution of the exceptional
oxygen reduction activity of Au(100) in alkaline
media. Z. Duan, G.A. Henkelman

10:40 105. Electrochemical synthesis of hydrogen
peroxide for water treatment. S. Siahrostami

11:00 106. Electrocatalytic production of H,0, by
selective oxygen reduction using Earth-abundant
cobalt pyrite (CoS,). H. Sheng, E.D. Hermes, X. Yang,
D.Ying, A.N. Janes, W. Li, J.R. Schmidt, S. Jin
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11:20 107. Three-dimensionally ordered macro-/meso-
porous (3DOMm) transition metal oxides for
electrically rechargeable Zn-air batteries. M. Park,
M. Seo, W. Ahn, Z. Chen

11:40 108. Withdrawn

SECTIOND

San Diego Convention Center
Room 3

Advances in Catalysis with Ceria & Other
Reducible Oxides

Reactions of Ceria Catalysts

Cosponsored by ENFL, ENVR, INOR and PHYS
M. Cargnello, F. Wang, Z. Wu, Organizers, Presiding

8:00  109. Metal-ceria interactions and catalytic activity:
Theoretical perspective. M. Ganduglia-Pirovano, P.
Lustemberg

8:30  110. Low temperature restructuring of CeO,
supported Ru nanoparticles determines selectivity
in CO, catalytic reduction. A. Aitbekova, L. Wu,

C. Wrasman, A. Boubnov, A. Hoffman, S. Bare, M.
Cargnello

9:00 111. Dry reforming of methane over nickel/Ti-
doped ceria catalysts. D.L. Braedt, T.A. Schumacher,
Q Yang, J.H. Holles, J. Zhou

9:30  112. Ru/Ceria catalyzes the C-C/C-N bond
formation reactions. J. An, F. Wang

10:00 Intermission.

10:10 113. Ceria-catalyzed transformations of amides,
esters, and nitriles. K. Shimizu

10:40 114. Heterogeneous and homogeneous hybrid
catalyst of CeO, and nitriles ~strong base catalyst™.
M. Tamura

11:10 115. Interfacial interactions in Pd-embedded ceria
catalyst prepared by a one-step dry ball-milling
method for methane activation and dry reforming.
L.E. Betancourt, M. Danielis, S. Colussi, A. Trovarelli,
J. Llorca, J. Rodriguez, S.D. Senanayake

SECTIONE

San Diego Convention Center
Room 4

Catalytic Conversion of Biomass-Derived
Oxygenates

Biomass Conversion in Liquid Environments

Cosponsored by ENFL
J. Faria, X. Zhu, Organizers, Presiding
S. Crossley, Presiding

8:00 Introductory Remarks.
8:05  116. Importance of catalyst wettability for
selective conversion of biomass. F. Xiao

8:45  117.From homogeneous to heterogeneous amine-
catalyzed isomerization of glucose to fructose
in aqueous media: Understanding the role of
amines’ microenvironment. S.S. Chen, J. Carraher,
G. Tuci, A. Rossin, C.A. Raman, L. Luconi, D. Tsang, G.
Giambastiani, J. Tessonnier

9:10  118. Controlling the reaction networks in glucose
conversion to selectively obtain target products.
C.Hu

10:05 Intermission.

10:20 119. Efficient and reusable solid acid catalysts for
the synthesis of 5-hydroxymethylfurfural from
dehydration of fructose in water. S. Dai

10:50 120. Aqueous-phase phenol and benzaldehyde
hydrogenation on carbon-supported platinum
group metals. N. Singh, C.T. Campbell, J. Fulton, U.
Sanyal, OY. Gutierrez Tinoco, J.A. Lercher

11:15 121. Efficient direct glycosylation of unprotected
and unactivated simple sugars over mesoporous
Lewis acid polymer. F. Zhang

11:40 122.A1 modified SBA-15 supported NiO,_ catalysts
for the aqueous-phase guaiacol hydrogenolysis at
low H, pressure. R. Ma, P. Deng, Y. Li, X. Lu, W. Zhu

Adsorption & Reaction at Surfaces: Symposium
in Honor of Charles T. Campbell

Mechanisms & Kinetics
Sponsored by COLL, Cosponsored by CATL

'MO! ul I l’:“
[ T

SECTION A

San Diego Convention Center
Room 1A

2019 ACS Catalysis Lectureship for the
Advancement of Catalytic Science: Symposium
in Honor of Maria Flytzani-Stephanopoulos &
Charles Sykes

Cosponsored by WCC
P. Christopher, L. Grabow, Organizers, Presiding

1:00 123.Role of Lewis Acid/Brgnsted base sites in the
formation of C-C bonds. AT. Bell

1:25  124. Electronic structure engineering in
heterogeneous catalysis: From simple analytical to
machine learnt models of chemisorption on alloys.
S. Linic

1:50  125. Spectroscopic characterization of the
structure and reaction pathways of Pd-Cu(111) and
Pd-Ag(111) single-atom alloys. M. Trenary
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2:15  126. Elucidating the chemical nature of single-
site catalysts from first principles. K. Groden, A.
Schilling, N. Ulumuddin, A. Hensley, A. Therrien,
R. Zhang, R. Hannagan, A. Hunt, J. Simonovis, G.
Giannakakis, A. Sukkar, S. Cao, J. Liu, M. Flytzani-
Stephanopoulos, I. Waluyo, E.H. Sykes, J. McEwen

2:40  Intermission.

2:50  127.Single-atom species determine the
deactivation of supported catalysts. M. Cargnello,
E. Goodman, F. Abild-Pedersen, S. Bare

3:15  128. Back-of-the-envelope prediction of single
atom alloy stability. K.M. Pham, QK. Do, K.K. Rao, L.
Grabow

3:40  129.Single-atom alloy catalysts; Part I: Birth and
formative years spent in a chilly vacuum; Part II:
Coming of age and transition into a fiery reactor.
M. Flytzani-Stephanopoulos, E.H. Sykes

SECTION B

San Diego Convention Center
Room 1B

Ambient Pressure Spectroscopy in Complex
Environments

Cosponsored by COLL
A.R. Head, Organizer
B. Eren, Organizer, Presiding

1:00 130. Solid-gas and solid-liquid interfaces under
ambient conditions. M. Salmeron

1:40  131.X-ray standing waves and other ways of
using photoelectrons to probe buried interfaces. S.
Nemsak

2:00 132.Offset droplet: New approach to probing
the electrode/electrolyte interface in X-ray
photoelectron spectroscopy. A. Walton, C. Byrne

2:20  133. New ambient pressure X-ray photoelectron
spectroscopy facilities for liquid-solid
investigations: Opportunities and challenges. Y. Yu,
Y.Han, Z. Liu

2:40  Intermission.

3:00  134.B07: Versatile soft X-ray beamline (VERSOX) at
diamond light source. D.C. Grinter

3:20  135. High temperature oxygen intercalation
studied by operando X-ray spectroscopy. D.N.
Mueller, T. Duchon, S. Nemsak, C.M. Schneider

3:40  136. Monitoring the dynamics and chemical state
of size-selected cluster catalysts. B. Lechner, A.
Bourgund, K. Zhang, F. Knoller, M. Huber, T. Kratky,
M. Rotzer, M. Krause, C. Biichner, M. Déblinger, H.
Bluhm, M. Meier, G. Parkinson, S. Glinther, F. Esch,
U. Heiz

4:00 137.Withdrawn

SECTION C

San Diego Convention Center
Room 2

Electrocatalysis for Energy Generation & Storage

Cosponsored by ENFL
A. Holewinski, K. Manthiram, Organizers
J. Resasco, L. C. Seitz, Organizers, Presiding

1:00  138. Calculations of the electrochemical reduction
of CO, and the competing hydrogen formation. H.
Jonsson

1:20  139. Formation pathways to three-carbon
products from carbon dioxide reduction reactions
electrochemically catalyzed by metallic copper
surfaces. Z. Lin, K. Jiang, A.J. Garza, AT. Bell, M.P.
Head-Gordon

1:40  140. Surface topology effect of under-coordinated
Cu sites on electrochemical CO, reduction. K. Jiang,
AT. Bell

2:00 141. Two-dimensional copper nanosheets for
electrochemical reduction of carbon monoxide to
acetate. X. Fu, Y. Kang

2:20 142, Effect of organic modifiers on the local
environment in the electrocatalytic reduction of
CO, at metallic surfaces. A.K. Buckley, M. Lee, T.
Cheng, RV. Kazantsey, D. Larson, W.A. Goddard, D.
Toste, F. Toma

2:40  143. Evaluating sources of trace metal
contamination and their effect on product
distribution in the Cu-catalyzed electrochemical
CO, reduction reaction. K. Leung, C.C. McCrory

3:00 Intermission.

3:05  144. Modelling and overcoming mass transport
limits during electrochemical CO, reduction. D.
Raciti, Y. Wang, M. Mao, J. Park, C. Wang

3:25  145. Nature of the active sites for the CO,reduction
reaction on carbon-based electrocatalysts. P.B.
Atanassov, T. Asset, Y. Chen, |. Matanovic, K.
Artyushkova

4:00  146. Nanoporous carbon materials in CO, (photo)
electrochemical reduction. W. Li, T.J. Bandosz

4:20  147.Development of an aqueous electrocatalyst
for reversible CO, reduction to formate. X.S. Wang,
JY.Yang

4:40  148. Achieving highly effective and selective
electroreduction of CO,-to-CO on porous
nanostructured ZnO derivatives. D. Nguyen, Y.
Hwang
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SECTIOND

San Diego Convention Center
Room 3

Advances in Catalysis with Ceria & Other
Reducible Oxides

Reactions and Other Metal Oxides

Cosponsored by ENFL, ENVR, INOR and PHYS
M. Cargnello, F. Wang, Z. Wu, Organizers, Presiding

1:00 149. Controlled synthesis of multicomponent
oxide catalysts for oxidation catalysis. S. Dai

1:301 50.Resolving the promotional mechanism in
supported vanadium oxide SCR catalysts. N.R.
Jaegers, J. Lai, Y. He, E.D. Walter, D.A. Dixon, M.
Vasiliu, C. Wang, M. Hu, K. Mueller, I.E. Wachs, J. Hu,
Y. Wang

2:00  151. Catalytic materials derived from MOFs for
low-temperature VOC remediation. Q. Wang, Z. Li,
W. Han, K. Yeung

2:20  152. Catalysis of hydrogen and oxygen abstraction
from ethanol and ethanal over La _Sr,,MnO, .B.
Chen, A. Savara

2:40  153. Enhancing the reactivity of oxygen carrier
redox catalysts for chemical looping oxidative
coupling of methane via a synergistic co-doping
strategy. Z. Cheng, D.S. Baser, 5.G. Nadgouda, L. Qin,
L.Qin, L. Fan

3:00 Intermission.

3:10  154.Single site vs crystalline: Promoted WO3/Si02
catalyst design for oxidative coupling of methane
(OCM). J. Baltrusaitis, D. Kiani, S. Sourav, I.E. Wachs

3:40  155. Interfacial effects of CeO, supported noble
metal nanocatalysts in C1 chemistry. Y. Guo, Y.
Zhang

4:00 156. Improvement of the hydrodesulfurization
activities by adding cerium to FeZn/y-Al,O,
catalysts. X. Liu, X. Zhang, L. Li, B. Shen

4:20  157. Effects of adsorption on selective
transformations of small alcohol molecules
on the strontium titanate(100) surface. R.C.
Chapleski, S. Roy

SECTIONE

San Diego Convention Center
Room 4

Catalytic Conversion of Biomass-Derived
Oxygenates

Theoretical & Mechanistic Studies of Biomass-
Derived Oxygenates

Cosponsored by ENFL
J. Faria, X. Zhu, Organizers, Presiding
S. Crossley, Presiding

1:00 Introductory Remarks.

1:05  158. Selectivity control in acid-base catalysis for
valorization of several biomass derived oxygenates.
B. Xu

1:45  159. Aaldolization (C-C coupling) of biomass
derived C2 and C3 oxygenates. J. Sun, H. Li, A.D.
Winkelman, R. Dagle, V. Lebarbier Dagle, Y. Wang

2:15  160. Methyl ketone condensation over tailored
metal oxides for biofuel precursor production. D.
Vardon, X. Huo, V. Vorotnikov, M. Zhou, D. Conklin,
A.York, Z. Li, K. Page, R.M. Richards, R. Assary

2:40  161. Aldol condensation of acetone over single-
facet dominant anatase TiO, (101) and (001)
catalysts. F. Lin, Y. Zhao, H. Wang, D. Mei, N.R.
Jaegers, F. Gao, Y. Wang

2:55  Intermission.

3:10  162. Ru-catalyzed hydrogenolysis of polyols:
From molecular understanding toward rational
catalyst design. P. Hausoul, A.K. Beine, N. Sackers, L.
Negahdar, R. Palkovits

3:35  163. Catalytic reductions of esters with Re and
PdRe nanoparticles. C. Berdugo, Y. Yun, D. Flaherty

4:00  164. Life cycle of iron catalyst: CO, hydrogenation
to olefins using operando methodology. J. Xu

4:25  165. Ni-based catalysts for steam reforming of
ethanol: In situ investigation of C-C and O-H bond
scission. Z. Liu, S.D. Senanayake

4:45  166. Calorimetry to explore the kinetics and
thermodynamics of phenol hydrogenation by
heterogeneous metal catalysts. R. Kumar, T. He,
A.J. Karkamkar, U. Sanyal, OY. Gutierrez Tinoco, J.C.
Linehan, D.M. Camaioni, T. Autrey

Adsorption & Reaction at Surfaces: Symposium
in Honor of Charles T. Campbell

Adsorption & Binding at Surfaces
Sponsored by COLL, Cosponsored by CATL

Charge & Substrate Transport in 3D
Electrocatalytic Materials

Sponsored by INOR, Cosponsored by CATL and ENFL
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DAY

|
SECTION A
San Diego Convention Center
Room 1A

CATL Division Awards: Symposium in Honor of
Francisco Zaera & Yuriy Roman-Leshkov

S. Crossley, D. E. Resasco, Organizers
A.J. Gellman, J. D. Rimer, Presiding

8:00 Introductory Remarks.

8:05  167.Fundamental studies of CO, conversion on
novel metal-carbide catalysts. J. Rodriguez

8:20  168. Analysis of selectivity trends during the
oxidative scission of ketones and keto-acids. J.
Bond, R. Zhu, B. Liu, S. Wang, A. Chatzidimitriou

8:40  169. From crystals to glasses at the atomic level in
real space. H. Freund

9:00 170. Mechanism and kinetics of light alkane
dehydrogenation over metal cations substituted
into zeolite MFI. AT. Bell

9:20  171. Metal nanoparticles on metal oxide
nanoparticles (M, /MO, ) as model catalysts. J.C.
Hemminger

9:40  Intermission.

10:00 172.Influence of zeolite framework on Cu ion
mobility and the kinetics of selective catalytic
reduction of nitrogen oxides with ammonia. R.
Gounder

10:20 173. New catalytic insights from in situ neutron
scattering investigations. Z. Wu

10:40 174. Intermetallics with controlled active site
ensembles dictate catalytic semihydrogenation
selectivity. R.M. Rioux, A. Dasgupta, H. He, R.J.
Meyer, M.J. Janik

11:00 175. Exploring enantioselective reactions on
chirally modified surfaces in ultrahigh vacuum.
W.T. Tysoe

11:20 Introduction of Awardee.

11:25 176. Universal promotion of heterogeneous
olefin metathesis catalysts: Story about failure
and perseverance during the early career research
years. Y. Roman-Leshkov

SECTION B

San Diego Convention Center
Room 1B

Future Insights into Syngas Conversion
Catalysis: Symposium in honor of Burtron H.
Davis

Cosponsored by ENFL, ENVR, INOR and PHYS
H. Kung, Organizer

B. Demirel, M. Gnanamani, W. D. Shafer, Organizers,
Presiding

8:00  177.Synthetic crude oil refining: Lifetime
contribution by Burtron H. Davis. A. De Klerk

8:45  178. New learnings on selectivity drift with
catalyst age for Fe-LTFT process. M. Janse van
Vuuren

9:10  179. Challenges and opportunities in Fischer-
Tropsch/gas to liquids catalyst and process
development. S.C. Leviness

9:35  180. Small scale modular system for gas-to-liquid
conversion using FT process. Z. Jia

10:00 Intermission.

10:15 181. Design of novel catalytic systems for the gas-
to-liquid technology. N.O. Elbashir

10:40 182. Dry reforming of methane on Ni based
pyrochlore catalysts: Effect of lanthanum amount.
S. Bhattar, S. Kanitkar, A. Abedin, D. Haynes, D.
Shekhawat, J.J. Spivey

11:05 183. Carbon tolerance of Rh-substituted pyrochlore
catalysts under low steam-to-carbon ratio steam
reforming conditions. Y. Zhou, D.J. Haynes, D.A.
Berry, D. Shekhawat

SECTION C

San Diego Convention Center
Room 2

Electrocatalysis for Energy Generation & Storage

Cosponsored by ENFL
K. Manthiram, J. Resasco, Organizers
A. Holewinski, L. C. Seitz, Organizers, Presiding

8:00 184. Withdrawn

8:20 185. Withdrawn

8:40 186. Water dissociation catalysis. S.W. Boettcher, S.
Oener

9:15  187. Accelerated screening of binary and ternary
metallic hydroxide electrocatalysts. C. Yu, K. Yang,
H. Chen

9:35  Intermission.

9:40  188. Engineering electronic structure of single
atom catalyst via lattice strain towards rational
optimization of highly efficient and stable
electrocatalyst. S. Hu, W. Li

10:00 189. Oxygen electro-adsorption kinetics on well-
defined oxide surfaces. D. Kuo, J. Suntivich

10:25 190. Structural evolutions in iron perovskites
during oxygen evolution electrocatalysis. J. Vuong,
S. Derakhshan, H. Tavassol

10:45 191. Constructing and analysis of Tafel plots for
homogeneous water oxidation catalysts. Q. Yin, YV.
Geletii, C.L. Hill
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11:05 192. Does doping/co-doping of rare earth
metal in BiVO, system lead to enhanced
photoelectrochemical water oxidation:
Electrochemical investigation. J. Prakash, U. Prasad,
B. Azeredo, A.M. Kannan

11:25 193. Understanding and controlling
electrochemistry for electrolyzers. A.A. Gewirth, X.
Chen, T. Hoang

SECTIOND

San Diego Convention Center
Room 3

Advances in Catalysis with Ceria & Other
Reducible Oxides

Reactions and Other Metal Oxides

Cosponsored by ENFL, ENVR, INOR and PHYS
M. Cargnello, F. Wang, Z. Wu, Organizers, Presiding

8:00  194. Chemical activity of ceria nanoparticles: Not
the shape, the surface matters. C. Woell

8:20  195. Conversion of CO, on a highly active and
stable Cu/FeOx/CeO, catalyst: Tuning catalytic
performance by oxide-oxide interactions. L. Lin, S.
Yao, J. Rodriguez

8:40  196. Performance of MOF-derived CeO, catalysts
for VOCs oxidation. Y. Li, Q Wang, K. Yeung

9:00  197.Ketonization of propionic acid on CeGaO,
catalysts. X. Zhu, S. Ding, Q. Ge

9:20  Intermission.

9:30  198. Effect of Ce addition on catalytic performance
of CuTiO, for CO oxidation. C. Li, W. Xu, J. Wang, Y.
Yang, T. Zhu

9:50  199. Synergistic effect of anions (C and N), cation
(Pd) substitution and oxygen vacancies on the
oxygen activation capacity of TiO,. S. Vangala, P.
Deshpande

10:10 200. New insight into simultaneous removal of
NO and Hg® on CeO, modified V,0,/TiO, catalyst:
Nitrate pathway for Hg® oxidation. Y. Yang, W. Xu,
C.Li,J. Wang, T. Zhu

10:30 201. Plant-mediated synthesised Mn,O, catalyst
with enhanced acidic sites and low temperature
reducibility for benzene abatement. T. Odoom-
Wubah, Q. Li, Y. Zhou, M. Chen, M. Usha, J. Huang,
Q. Li

SECTIONE

San Diego Convention Center
Room 4

Catalytic Conversion of Biomass-Derived
Oxygenates

Theoretical & Mechanistic Studies of Biomass-
Derived Oxygenates

Cosponsored by ENFL
J. Faria, X. Zhu, Organizers, Presiding
S. Crossley, Presiding

8:00 Introductory Remarks.

8:05  202.TiO, and ZrO, in biomass conversion: Why
catalyst reduction helps. G. Pacchioni

8:35  203. Hydrodeoxygenation of phenolic compounds
on group VIl metals: Reaction mechanism and
product selectvity. Q. Ge

9:00  204. Elucidating the function of each metal in
bimetallic catalysts and the role of water for
hydrodeoxygenation reactions. N. Chaudhary,
J. Bray, A. Hensley, M. Hawkins, J. Shangguan, Y.
Wang, D. Wu, Y. Chin, J. McEwen

9:25  205. Theoretical insights into selective C-O bond
cleavage of ethers over transition metal catalysts.
D. Mei

9:50 Intermission.

10:05 206. Understanding oxygenate conversion on
oxides from first principles. D. Jiang

10:30 207. Coverage-dependent ab initio microkinetic
models for the copper-catalyzed hydrogenation
of carbonyl groups: Role of hydrogen, water, and
sacrificial alcohols. M. Saeys

10:55 208. Disentangling the size-dependent geometric
and electronic effects of palladium nanocatalysts
for selective oxidation of benzyl alcohol. H. Wang,
X. Gu, J. Lu, W. Li

11:20 209. Preferential activation of the
sterically hindered C—O bond within
2-methyltetrahydrofuran over nickel phosphide
catalysts. A. Almithn, M. Witzke, D. Flaherty, D.D.
Hibbitts

11:45 210. Kinetic insights into the sites
requirements and mechanisms of acetic acid
hydrodeoxygenation over Pt and PtMo catalysts. Y.
Zheng, Z. Tang, S. Podkolzin

Adsorption & Reaction at Surfaces: Symposium
in Honor of Charles T. Campbell

Electrocatalytic & Liquid Interfaces
Sponsored by COLL, Cosponsored by CATL

Charge & Substrate Transport in 3D
Electrocatalytic Materials

Sponsored by INOR, Cosponsored by CATL and ENFL
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DAY

|
SECTION A
San Diego Convention Center
Room 1A

CATL Division Awards: Symposium in Honor of
Francisco Zaera & Yuriy Roman-Leshkov

S. Crossley, D. E. Resasco, Organizers
J. Bond, W. T. Tysoe, Presiding

1:00 211. Where do ALD precursors react?. P.C. Stair

1:20  212.Revolution in catalysis science: Integration of
the Heterogeneous, homogeneous, and enzyme
fields. G.A. Somorjai

1:40  213. Controlling the physico-chemical properties
of small pore zeolites for the MTO reaction. M.
Moliner

2:00  214.Dynamic nature of heterogeneous catalysts in
reaction conditions. P. Sautet

2:20  215. Degree of rate control: Powerful tool for
catalysis research. C.T. Campbell

2:40  216. Cooperative catalysis using supported
bifunctional amine-acid catalysts. C.W. Jones

3:00 Intermission.

3:20  217. Mitigating the effects of diffusion limitations
in zeolite catalysis. J.D. Rimer

3:40  218.Biological and catalytic strategies for plastics
upcycling. G. Beckham

4:00  219. Structure sensitive enantioselectivity:
Quantification across chiral surface orientations
vicinal to the low Miller index Cu surfaces. A.J.
Gellman, B. Karagoz, P. Kondratyuk

4:20  220. Non-equilibrium modeling of mass transport
between solids and liquids. C.H. Hendon

4:40 Introduction of Awardee.

4:45  221. New nanostructures for increased selectivity
and stability in catalysis. F. Zaera

SECTION B

San Diego Convention Center
Room 1B

Future Insights into Syngas Conversion
Catalysis: Symposium in honor of Burtron H.
Davis

Cosponsored by ENFL, ENVR, INOR and PHYS

B. Demirel, M. Gnanamani, H. Kung, W. D. Shafer,
Organizers

A. De Klerk, U. Graham, Presiding

1:00  222.Production of syngas with controllable H_/
CO ratio by high temperature co-electrolysis of
CO, and H,0 over Ni and Co- doped lanthanum

strontium ferrite perovskite cathodes. U.S. Ozkan,
D.J. Deka, S. Gunduz, JT. Miller, A. Co

1:25  223.Integrated steam-reforming of glycerol with
photocatalytic reforming of glycerol and water
to produce synthesis gas for high-temperature
Fischer—Tropsch synthesis. TW. Seadira, C.M.
Masuku, LT. Biegler

1:50  224.Sodium addition promotes C-C scission during
ethanol steam reforming on Pt/m-ZrO, catalyst. M.
Martinelli, C.D. Watson, G. Jacobs

2:15  225.Coand Zn-based Ziegler type liquid phase
catalysts: preparation and evaluation for carbon
monoxide hydrogenation. C. Kappenstein, J. Goma,
A. Choukchou-Braham, J. Barrault

2:40  Intermission.

2:55  226. Rhodium-based catalysts for the production
of oxygenates in CO hydrogenation. N. Mungwe, S.
Sewsunker, M. Fadlalla, N. Fischer, M. Claeys

3:20  227. Copper-zirconia interfaces in UiO-66 for CO,
conversion to methanol. Y. Zhu, J. Zheng, K. Koh,

L. Kovarik, D.M. Camaioni, J. Fulton, OY. Gutierrez
Tinoco, J. Lercher

3:45  228.CO and CO, hydrogenation catalytic chemistry
and formation of hydrocarbons and methanol. G.A.
Somorjai

4:10  229.0On the route to elucidating the relationships
between zeolite structure and methanol-to-olefins
reaction performance. M.E. Davis

4:35  230. Deactivation of methanol to olefins revisited.
G.L. Haller

5:00 231.Disentangling promoter, support, and particle
size effects in methanol synthesis. R. Beerthuis, C.E.
Pompe, K. De Jong, P. de Jongh

SECTION C

San Diego Convention Center
Room 2

Electrocatalysis for Energy Generation & Storage

Emerging Electrocatalytic Materials & Reaction
Chemistries

Cosponsored by ENFL
A. Holewinski, L. C. Seitz, Organizers
K. Manthiram, J. Resasco, Organizers, Presiding

1:00  232.Deposition of nickel phosphide Ni,P on carbon
materials forming a versatile and very active
electrocatalyst for application in gas diffusion
electrodes. J. Majchel, N. Wagner, K. Friedrich

1:20  233. Next generation all solid-state flexible Zn-Air
batteries using hexaiminobenzene metal-organic
frameworks. S.S. Shinde, N.K. Wagh, D. Kim, J. Lee

1:40  234. Confining aluminum in metal-organic
framework triggers carbon dioxide reduction
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activity. M. Lee, A. De Riccardis, RV. Kazantsev, J.
Cooper, A.K. Buckley, P. Burroughs, D. Larson, G.
Mele, F. Toma

2:00  235. Electrochemical reduction of CO, catalyzed
by pyrolyzed ZIFs supported on carbon nanotube
networks. Y. Guo, C. Wang

2:20  236. Selective electrocatalytic N, reduction to
ammonia by bimetallic nanocrystal. B. Talukdar, C.
Kuo

2:40  237.Promoting reliable electrocatalytic N,
reduction. A. Nielander, J. McEnaney, S. Blair, J.
Schwalbe, J. Baker, T.F. Jaramillo

3:00 Intermission.

3:10  238. Asymmetric electrocatalysis. S. Lin

3:35  239. Homogeneous and heterogeneous
catalysts for electrochemical production of
2,5-furandicarboxylic acid. B.J. Taitt, A.C. Cardiel,
M.T. Bender, K. Choi

4:10  240. Plasmonic Pd, Au, and Au-Pd nanoparticle
photoelectrocatalysts for small molecule oxidation.
R.J. Dillon, J.P. McClure, A.C. Leff, C.A. Lundgren

4:30  241.Shape-controlled silver nanocrystals with
specific facets as the light-harvesting catalysts for
plasmon-enhanced hydrogen production. D. Wang,
T. Kuo

SECTIOND

San Diego Convention Center
Room 3

Hybrid Biological & Chemocatalytic Processes
for Biomass Upgrading to Fuels & Chemicals

Cosponsored by ENFL
K. K. Ramasamy, D. Vardon, Organizers, Presiding

1:00  242. Assessment of structural characteristics and
upgrading of lignin from lignocellulosic biomass
based on various separation methods. T. Chen, X.
Zhang, J. Wen, F. Xu

1:20  243. High-efficient conversion of lignocellulosic
biomass to 5-hydroxymethylfurfural (HMF):
Effect of Keggin-type heteropolyacid/chitin hybrid
catalysts. P. Wang, F. Lai, F. Yan, Z. Zhang

1:40  244. Continuous, solvent-free production of
a performance-advantaged, infrastructure-
compatible biooxygenate diesel blendstock. N.A.
Hug, X. Huo, G. Hafenstine, S. Tifft, J. Stunkel, E.
Christensen, G. Chupka, L. Fouts, R.L. McCormick, T.
Alleman, P. St. John, S. Kim, R. Connaster, M.D. Kass,
P. Cherry, C.S. McEnally, L.D. Pfefferle, D. Vardon

2:00  245. Conversion, stability, and selectivity
improvements through catalyst development
for the reductive etherification reaction and
implications for bioblendstock production from

waste biomass. G. Hafenstine, N.A. Hug, X. Huo, J.
Stunkel, S. Tifft, D. Vardon

2:20  246. Ethanol conversion to higher alcohols as
fuel blend stocks. S. Subramaniam, M. Guo, K.K.
Ramasamy, M. Gray

2:40 Intermission.

2:50  247. Catalytic upgrading of biomass for for fuels
and chemicals. B. Sels

3:20 248. Withdrawn

3:40  249. Hybrid organic electrosynthesis of bio-based
monomers. M.N. Dell’Anna, S. AbdolImohammadi,
G. Gupta, J.E. Matthiesen, EW. Cochran, LT. Roling,
J. Tessonnier

4:00  250. Surface bonding as a predictor of C—C and
C—H bond activation events. K. Goulas

4:20  251. Experimental and computational studies of
the production of 1,3-butadiene from bio-2,3-
butanediol using SiO,-supported H,PO,derivatives.
J. Alegre Requena, S. Kim, Y. Guan, X. Huo, J.
Stunkel, D. Vardon, R.S. Paton

SECTIONE

San Diego Convention Center
Room 4

Catalytic Conversion of Biomass-Derived
Oxygenates

Cosponsored by ENFL
J. Faria, X. Zhu, Organizers, Presiding
S. Crossley, Presiding

1:00 Introductory Remarks.

1:05  252. New insights into hydrogenation and transfer
hydrogenation of levulinic acid and methyl
levulinate over Cu-ZrO2 catalysts. M. Douthwaite,
B. Zhang, I. Orlowsk, J. Hirayama, C. Reece, S. Igbal,
P.J. Miedziak, S.F. Parker, J.K. Bartleyjk@cardiff.
ac.uk, D.J. Willock, G. Hutchings

1:30  253. Glycerol hydrogenolysis to 1,3-propanediol
over Pt-WO catalysts. X. Ma, W. Zhou, X. Wang, Y.
Zhao

1:55  254. Efficient chemo-catalytic conversions of
glycerol to lactic acid and derivatives. H. Heeres, Z.
Tang, P. Pescarmona

2:20  255. Catalytic conversion of bio-glycerol to value
added products via vapor and liquid processes. Y.
Hao

2:45  256. Selective electrocatalytic oxidation of glycerol
to formic acid by Earth-abundant spinel oxides. X.
Han, H. Sheng, T. Walker, G.\W. Huber, S. Jin

3:00 Intermission.

3:10  257. Catalytic transformations of biomass derived
furanics to high value chemicals. Z. Zhang, Z. Xu,
M. Marri, P. Yan
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3:35

4:00

4:25

4:45

258. Solid acid foams for continuous dehydration
of xylose to furfural in a biphasic extractive media.
F. Neira Dangelo

259. Hydrogenolysis of 5-hydroxymethylfurfural
via Ru cluster catalysts. F. Wang, Q Wang, R. Xu
260. Determination of active site in mesoporous
oxides for catalytic furfural hydrogenation. K. An
261. Aqueous phase reforming of the waste water
derived from lignin hydrothermal liquefaction:
From the simplicity of model compounds to the
complexity of real streams. S. Bensaid, G. Pipitone,
G. Zoppi, S. Bocchini, A. Rizzo, D. Chiaramonti, R.
Pirone

Charge & Substrate Transport in 3D
Electrocatalytic Materials

Sponsored by INOR, Cosponsored by CATL and ENFL

SECTION A

San Diego Convention Center
TBD

General Catalysis

S. Crossley, Organizer

7:00 - 9:00

262. High throughput in silico reaction screening
for tailored catalytic reactivity and selectivity. T.J.
Mustard, T.F. Hughes, A. Bochevaroy, L.D. Jacobson,
H.S. Kwak, T. Morisato, J.L. Gavartin, S. Pandiyan, M.
Halls

263. Photocatalytic dehydrogenation of formic
acid promoted by a superior PdAAg@g-C3N4 Mott—
Schottky heterojunction. H. Liu, M. Shen, W. Yang,
Y.Yu

264. Ceramic composite systems of Li-Ce-O as
potential carbon dioxide (CO,) scrubbers. A. Otero-
Gonzalez, H. Pfeiffer

265. Surface reactivity and stability of core-

shell solid catalysts from ab initio combinatorial
calculations. T.J. Mustard, J.L. Gavartin, A. Fonari,
C. Krauter, A. Goldberg, H.S. Kwak, T. Morisato, S.
Pandiyan, M. Halls

266. Surface-supported cluster catalysis:
Fluxionality and the importance of ensemble
representation. B. Zandkarimi, H. Zhai, A.
Alexandrova

267. Morphology-enhanced basicity towards
highly-efficient hydrogen production from
aqueous phase reforming of cellulose. J. Zhang, 7.
An, X. Shu, H. Song, J. He

268. Growth mechanisms and catalytic efficiency
in metal-organic framework (MOF) composites
containing enzymes and structural proteins. B.P.
Carpenter, A.F. Ogata, KW. Roskamp, RW. Martin,
J.P. Patterson

269. Dynamic structural evolution of catalyst in a
CO oxidation process. J. Wu, H. Wang, P. Hu

270. High-throughput continuous flow catalysis
of organic reactions using metal-organic
frameworks. J. Thai, J.B. Tapia, M.M. Reynolds

271. New highly active copper(l) catalyst

for aerobic oxidation of primary alcohols. E.
Lagerspets, K. Lagerblom, E. Heliévaara, O.
Hiltunen, K. Moslova, M. Nieger, T. Repo

272. Easily magnetic recovered ionic liquid
immobilization catalyst for the cycloaddition of
CO, at normal pressure. M. Ji, T. Wang, Y. An

273. Study on catalytic combustion of
monoaromatic hydrocarbons VOCs over monolithic
catalytic combustion catalyst. Y. Yang, G. Wang
274. Reduction of propionic acid using palladium-
promoted supported tungsten catalysts. J.
Kammert, G. Brezicki, E. Stavitski, R.J. Davis

275. Novel integrated system for CO, capture and
conversion to methanol using alcoholic NaOH/
KOH solutions. R. Sen, A. Goeppert, S. Kar, S.G.
Prakash

276. New insight into metal oxide on

zeolite as support for aerobic oxidation of
5-hydorxymethylfurfural into valuable chemicals.
H. Yu, S. Hwang, H. Kim, H. Cha

277. Estimate of adsorption energy for a series of
highly efficient catalysts based on reaction model.
Z. lai,J. Chen, H. Wang, P. Hu

278. Rice husk silica supported pallidum based
magnetically separable and reusable green catalyst
for C-C coupling reactions in water. K. Hasan, N.
Elmabrouk, K. Bagudu

279. Quick evaluation of catalytic activity of
hydrogenation catalysts by UV spectra using
imidazo[1,5-a]pyridines as probes. A.S. Lytvynenko,
N.A. Ivanitsa, S.A. Sotnik, D.O. Tverdiy, S. Ryabukhin,
D.M. Volochnyuk, SV. Kolotilov

280. G3 and G4 Buchwald precatalysts: Scale

up, QC and application for the semi-automated
parallel synthesis. S.A. Sotnik, SV. Kolotilov, D.
Radchenko, S. Ryabukhin, D.M. Volochnyuk

281. Vermiculite/Cu2+ composite use as
heterogeneous catalyst for the Biginelli synthesis.
C.E. Torres, B.J. Lopez

282. Hybrid NH,-MIL-125 (Ti) and ZnCr-LDH
photocatalyst forimproving H, production under
visible light. M. Sohail, T. Kim, H. Kim

283. Mechanism of (E)-selective alkene
isomerization by a CpRu(PN) catalyst: Combined
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DFT and experimental approach. T.C. Cao, A.
Cooksy, D. Grotjahn

284. Modeling—guided design of catalytic
processes. K. Gunasooriya

285. Enhanced visible-light-assisted
peroxymonosulfate activation by cobalt-

doped mesoporous iron oxide for Orange Il dye
degradation. L.A. Achola, J. Macharia, S.L. Suib
286. Study of surface adsorption of methanol

onZn Ce, O, nanoparticles using temperature-
programmed desorption and x-ray photoelectron
spectroscopy. K. Gurung, M.A. Langell

287. Stepwise kinetic study of glucose conversion
to ethylene glycol and propylene glycol over Ru/C
and AMT catalysts. B. Liu

288. Sixty years of Wacker oxidation: Detailed
look into the reaction mechanism with density
functional theory. B. Radcliffe, S. Ghobadi, A.C.
Reber, F. Gupton, S.N. Khanna

289. Long range intercrystallite diffusion of Cu*?,
Co*?, Ni*?and Pb*?in Zeolite A and ZSM-5 by DRIFT
spectroscopy. S. Nunes, S. Crawford

290. Effect of catalyst structure on the bis- urea/
thiourea mediated ring-opening polymerization
of lactones. U. Inush Kalana, R. Hewawasam, T.
Wright, M. Kiesewetter

291. Bis- and tris- urea H-bond donors for ring-
opening polymerization. R. Hewawasam, M.
Kiesewetter

292. Spectroscopic insights into the origins of
selectivity of bimetallic nanocrystal catalysts for
hydrodeoxygenation of HMF. J.D. Lee, K. Goulas, W.
Zheng, J. Lym, S. Yao, D.S. Oh, C. Wang, R.J. Gorte,
J.G. Chen, D.G. Vlachos, C.B. Murray

293. Synthesis and reactivity of catalysts
containing electron-poor bifunctional ligands. D.
Sattler, A.L. Rheingold, D. Grotjahn

294. Series of novel Ru(bda) platform complexes by
swapping ligands at diaxial positions as potential
water oxidation catalysts (WOC). S. Yazdani, A.L.
Rheingold, D. Grotjahn

295. Multi-layered Sb-Sn0O,/IrTaO /TNT anode for
electrochemical hypochlorous acid production. Y.
Lee, J. Shin, E. Cho, Y. Park

296. Photoelectrocatalytic degradation of
perfluorooctanoic acid by carbon nanosheets
modified g-C,N,/BiWO,. P. Shi

297. Preparation of mesoporous double-layer
carbon microsphere-based solid acid catalyst

by hydrothermal method and its application in
catalytic transesterification of waste frying oil. L.
Yang, S. Wang, H. Yuan, H. Liu

298. Effect of new additives on sulfuric acid
catalyzed alkylation of isobutane with C, olefins. J.
SiQi, M. Dong, Y. Hu

299. Biocatalytic synthesis of amino fatty acids. D.
Lee, R. Akula, J. Park, Y. Kwon

300. Production of 3-hydroxybutanal via aldol
addition of acetaldehyde using base catalysis. g.
lee, H. Lee, J. Kim, S. Jang, N. Kim, S. Byun, J. Joo
301. Unraveling catalytically active Pt-NiO,
interfacial structure formations on the bimetallic
PtNi nanocrystal surface. T. Kim, J. Kim, H. Song, J.
Shin, R. Ryoo, J. Park

302. Bead-shaped porous oxide adsorbents for
adsorption of organic dye. J. Kim, N. Kim, H. Lee, G.
Lee, S. Byun, S. Jang, J. Joo, |. Park

303. Withdrawn

304. Effect of Mo/AI-MCM-41 on 1-butene self-
metathesis. X. Huo, N. Liu*, A. Zhou

305. Cobalt-containing conducting polymers on
carboneous supports for catalytic hydrogenation
of quinoline. S. Ryabukhin, V. Asaula, O. Pariiska, Y.
Kurys, SV. Kolotilov, D.M. Volochnyuk

306. DFT study for CO oxidation over Au
nanoparticles supported on CeO, under catalytic
reaction condition. H. Choi, H. Kim, H. Ha, K. An, S.
Yoon

307. Withdrawn

308. Nitrogen deficient carbon nitride
electrocatalysts for Zn-air batteries. N.K. Wagh, S.S.
Shinde, J. Lee

309. Green synthesis of gold nanoparticles by
grape wine residue and their catalytic activities. H.
Liu

310. Ring closing of aromatic alkynes and gold
cavitand substrate selectivity. L.E. Rusali, M.P.
Schramm

311. In situ study of surface reconstruction of cubic
Pt,Co nanoparticles under thermal stimulus using
high resolution TEM. P. Tieu, W. Gao, Y. Ma, J. Wu, X.
Pan

312. Copper catalysts reduce 3-nitrostyrene to
3-vinyl aniline chemoselectively by ammonia
borane at ambient conditions. M. Shen

313. Pulse plating of copper-tin alloys onto gas
diffusion layers for the electroreduction of carbon
dioxide. L. Fuller, S. Sen

314. Track and quantify the phase transfer catalyst
partition between two phases through mass
spectra. B. Xiang

315. Nickel catalyzed hydrosilylation of carboxylic
acids. C. Gomez Alcantara, J.J. Garcia

316. Nickel foam and graphene hybird aerogels
supported CeO, for VOCs oxidation. J. Luo, W. Chen,
Q. Wang, K. Yeung

317. Catalytic ethylene/1-hexene co-
polymerization by Hf/Zr—amine bis(phenolate)
and the kinetic and mechanistic study with kinetic
modeling. CY. Park, M. Abu-Omar
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318. Determination of phosphoric acid coverage
on carbon supported Pt nanoparticles using in-situ
X-ray absorption spectroscopy. H. Park, S. Lee, S.
Yoo, J. Jang

319. Exploring the mechanism of Suzuki and Stille
coupling via recombinant peptide-directed Pd
nanoparticles. A. Mosleh, M. Beyzavi, R. Beitle

320. Withdrawn

321. Catalytic properties of immiscible bimetallic
catalysts for direct H,0, synthesis. H. Nam, D. Kim,
Y.Cho, J. Ahn, K. Lee, S. Han, S. Lee

322. Electrocatalytic performance of
nanostructured Ni-Cu systems for oxygen
evolution reaction. R.P. Gautam, C. Barile

323. Solar H2 production: CuGal-xFexO2-

carbon nitride as a novel p-n heterojunction for
photocatalytic water-splitting. B. Martinez, C. Kuo
324. Withdrawn

325. Effect of crystallographic phase of ruthenium
nanosponges on arene and substituted arene
hydrogenation activity. S. Ghosh, B.R. Jagirdar

326. Simultaneous purification of PM and NO_over
3DOM layered double hydroxide oxide catalysts. Z.
Duan, J. Liu

327. MOFs in microreactor for organic synthesis. K.
He, O.V. Ezeh, W. Han, K. Yeung

328. Reductive amination of polypropylene glycol
using Ni-CeO,@AL O, with high activity, selectivity
and stability. H. Chang, G. Lai, C. Lin, C. Lee, C. Chia,
C. Hwang, H. Chang, D. Tsai

Catalysis for Environmental & Energy
Applications

Sponsored by ENVR, Cosponsored by CATL

WEDNE!

SECTION A

San Diego Convention Center
Room 1A

Fundamentals of Catalysis in Nanoporous
Materials

Cosponsored by ENFL
M. Orazov, Organizer
O. Abdelrahman, M. L. Sarazen, Organizers, Presiding

8:00  329. Effect of tight one-dimensional pores on
selectivity for C-H activation and C-O bond
formation at lattice oxygens of metal oxides. P.
Deshlahra

8:20  330. Single molecule study of heterogeneous
catalysis in nanoconfining material. N. Fang, B.
Dong, Y. Pei, W. Huang

8:40  331.Role of the solvent in mediating interactions
between active sites and the extended surface of
zeolites during epoxidation reactions. D. Flaherty

9:20  Intermission.

9:35  332. Quantification of rhenium oxide dispersion on
zeolite: Effect of zeolite acidity and mesoporosity.
D. Liu

9:55  333.Reaction mechanisms and transport effects
of methanol-to-olefin (MTO) processes examined
by DFT and novel KMC software for zeolites. M.
Deluca, P. Kravchenko, D.D. Hibbitts

10:35 334. Nature and catalytic properties of in situ
generated Brgnsted acid sites on NaY. B. Murphy, J.
Wou, B. Xu

SECTION B

San Diego Convention Center
Room 1B

Future Insights into Syngas Conversion
Catalysis: Symposium in honor of Burtron H.
Davis

Cosponsored by ENFL, ENVR, INOR and PHYS

B. Demirel, M. Gnanamani, W. D. Shafer, Organizers
H. Kung, Organizer, Presiding

N. O. Elbashir, Presiding

8:00  335. Factors that shape the distribution of
products obtained from Fischer—Tropsch synthesis.
A.T. Bell

8:45  336. Confinements on growth sites of Fischer—
Tropsch synthesis: Manifesting in hydrocarbon
chain branching. H. Schulz

9:10  337. Fischer—Tropsch synthesis: Comparative
study of paraffin to olefin ratio over an iron-based
catalyst activated by both syngas and H,.Y. Yao, X.
Liu, J. Fox, D. Glasser, D. Hildebrandt

9:35  338. Fischer—Tropsch: Product selectivity, the
fingerprint of synthetic fuels. W.D. Shafer, M.
Gnanamani, U. Graham, J. Yang, C.M. Masuku, G.
Jacobs, B.H. Davis

10:00 Intermission.

10:15 339. Ethylene co-feeding effect on Fischer—Tropsch
synthesis to olefin over Co based catalysts. J. Yang,
C. Ledesma Rodriguez, Y. Qi, A. Holmen, D. Chen

10:40 340. Effect of promoters (Mn, Mg, Co and Ni)
on the Fischer-Tropsch activity and selectivity of
KCuFe/mesoporus-alumina catalyst. S. Badoga, G.
Kamath, A. Dalai

11:05 341. Oxide decoration of metal particles and its
effect on catalysis. H. Kung, M. Kung
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SECTION C

San Diego Convention Center
Room 2

Understanding the Role of Water in Solid Acid-
Base Catalysis

Cosponsored by ENFL, INOR and PHYS
J. L. White, T. Xu, Organizers, Presiding

8:00  342.Interaction of water molecules with
protonated zeolites: Ideal Brgnsted site structure
and beyond. J. Sauer

8:40  343. Promoting effect of water on the acid-
and based-catalyzed aldol condensation of
Cyclopentanone. D. Ngo, T. Bui, G. Li, Q Tan, B.
Wang, D.E. Resasco

9:10  344. lllustrating the effects of pH and salinity on
water-phase catalysis. M.S. Wong

9:40  Intermission.

9:55  345. Role of surface and solvent composition in
the behavior of adsorbed water in porous and
nonporous solid catalysts. S.L. Scott, H. Moon, S.
Han

10:35 346. Probing by model reactions the effects of
water on the surface acidity of some typical solid
acids. Q. Dai, T. Lin, B. Xu

SECTIOND

San Diego Convention Center
Room 3

Catalysis at Metal-Support Interfaces

Cosponsored by ENFL
P. Christopher, S. Crossley, Organizers, Presiding

8:00  347. Adhesion energies of metal nanoparticles to
catalyst support surfaces: Relationships to metal
atom chemical potential, catalyst activity, and
lifetime. C.T. Campbell

8:40  348.Chemically induced hot electrons at solid/
gas and solid/liquid interfaces during hydrogen
peroxide decomposition. S. Lee, H. Kim, J. Park

9:00  349. Long-ranging metal/oxide interface effects for
ZrO, supported Pd and Rh particles. G. Rupprechter,
Y. Suchorski

9:20  350. Understanding the reaction mechanism over
active and stable platinum catalyst emerged from
tailored perovskite materials. Y. Jeon, M. Kothari, D.
Miller, J. Irvine

9:40  Intermission.

9:50  351. Metal-support interactions and C, chemistry
on Ni-CeO, surfaces. J. Rodriguez

10:30 352.STM studies of the surface morphology of
metal oxide clusters on metal surfaces. J. Wang, K.
Goodman, T. Xiao, D.J. Stacchiola, M.G. White

10:50 353. CO, hydrogenation on supported metal
sulfide/oxide clusters. Y. Ma, K. Goodman, J. Wang,
M.G. White

11:10 354. Direct detection of hot electrons at metal-
oxide interfaces of PtCo bimetallic nanoctalysts. H.
Lee, J. Lim, K. An, J. Shin, R. Ryoo, Y. Jung, J. Park

SECTION E

San Diego Convention Center
Room 4

Catalytic Conversion of Biomass-Derived
Oxygenates

Cosponsored by ENFL
J. Faria, X. Zhu, Organizers, Presiding
S. Crossley, Presiding

8:00 Introductory Remarks.

8:05  355. Catalytic conversion of cellulose and chitin to
chemicals. A. Fukuoka

8:45  356. Zeolite encapsulated metal nanoparticles for
tandem upgrading of biomass derived feedstocks.
B. Xu

9:10  357. Synthesis of high-density jet-fuel-ranged
hydrocarbons using biomass-derived oxygenates. J.
Zou, L. Pan, G. Nie, X. Zhang

9:35  358. Low temperature aqueous phase
hydrogenation of light oxygenates over Ru/TiO,
catalyst: Study of model compounds. H. Bergem, R.
Xu, R.C. Brown, G.W. Huber

9:55  Intermission.

10:10 359. Catalytic hydropyrolysis: Effect of CoMo
loading and support acidity. A.D. Jensen, M.Z.
Stummann, J. Gabrielsen, A.B. Hansen, P. Jensen, M.
Hoj

10:40 360. From Kraft lignin to aromatics over
molybdenum catalysts: Effect of crystal phases and
supports. K. Wu, H. Lu, B. Liang

11:00 361. Conversion of biomass-derived polyols and
carbonyl compounds to valuable products by
catalytic reductive etherification. M.L. Tulchinsky,
J.R. Stutzman, E.J. Molitor

11:20 362. Direct liquid-phase amination of phenols
into anilines and cyclohexylamines. T. Cuypers, P.
Tomkins, D. De Vos
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SECTION A

San Diego Convention Center
Room 1A

Fundamentals of Catalysis in Nanoporous
Materials

Cosponsored by ENFL
M. L. Sarazen, Organizer
O. Abdelrahman, M. Orazov, Organizers, Presiding

1:00  363.Single-site versus single-ion catalysts in
metal-organic frameworks. O.K. Farha

1:40  364. NO oxidation in Brgnsted acidic chabazite
within low and high temperature regimes:
Theoretical study. T. Salavati-fard, R.F. Lobo, L.
Grabow

2:00  365. Investigation of the active Bronsted acid site
for the DME carbonylation reaction in chabazite-
type zeolites. M. Lusardi, M.E. Davis

2:20  Intermission.

2:40  366. Integrated experiment and modeling of
Raman spectra of zeolites. T. Wang, S. Luo, W. Fan,
S.M. Auerbach

3:20  367. Interplay between structure and product
selectivity of CO, hydrogenation over Co,0,
catalysts. C. Yang, S. Liu, Y. Wang, Z. Zhao, R. Mu, J.
Gong

3:40  368. Encapsulation of molecular catalysts in
metal-organic frameworks. C. Tsung

SECTION B

San Diego Convention Center
Room 1B

In Situ & Operando Spectroscopy

Cosponsored by ENFL and PHYS
M. Orazov, B. Xu, Organizers, Presiding

1:00 369. Operando studies of cobalt oxide by NAP-
XPS, XAS and IR: Commercial and model catalysts.
G. Rupprechter, K. Féttinger, C. Rameshan, L.
Lukashuk, N. Yigit, K. Anic

1:20  370.Simultaneous operando FTIR & Raman
study (IRRaman) for unraveling the propane ODH
mechanism over V-based catalysts. M. Guerrero-
Perez, J.J. Ternero-Hidalgo, M.A. Banares, R. Portela,
P.Bazin, G. Clet, M. Daturi

1:40  371. Elucidating the molecular origins of the
product selectivity of electrocatalytic CO reduction.
M. Waegele

2:10  372.ldentifying site-dependent reactivity on the
surface of single Au and Pt nanoparticles. E. Gross

2:30  Intermission.

2:50  373. Adsorption and activation of 02 over Cu
single-site over ceria surface. F. Wang

3:10  374.Tracking CO-induced migration of highly
dispersed Pd in Au nanoparticles supported on
raspberry colloid-templated silica. E. Guan, W.
Chen, A. Foucher, T. Shirman, J. Aizenberg, D.J.
Stacchiola, C.M. Friend, A. Frenkel

3:30  375.Role of in situ spectroscopy in elucidating
the impact of Pd coordination on the
catalytic reduction of O, to H,0, on bimetallic
nanoparticles. D. Flaherty

4:00 376. Spectroscopic characterization of a highly
selective NiCu,/C hydrodeoxygenation catalyst.
J.D. Lee, K. Goulas, W. Zheng, J. Lym, S. Yao, D.S. Oh,
C. Wang, R.J. Gorte, J.G. Chen, D.G. Vlachos, C.B.
Murray

4:20  377. Withdrawn

SECTION C

San Diego Convention Center
Room 2

Understanding the Role of Water in Solid Acid-
Base Catalysis

Cosponsored by ENFL, INOR and PHYS
J. L. White, T. Xu, Organizers, Presiding

1:00 378.Impact of water on acid-base catalyzed
reactions: From gas-solid to liquid-solid interfaces.
J.A. Lercher

1:40 379.Solvent effects on acid-base interactions in
zeolites probed by isothermal titration calorimetry.
R.M. Rioux, Y. Mu, L. Wang, S. Ogozaly

2:10  380. Stability of zeolite H-BEA in hot H,0 studied
by operando magic angle spinning NMR. J.Z. Hu,
N.R. Jaegers, M. Hu, OY. Gutierrez Tinoco, M.A.
Derewinski, Y. Wang, J.A. Lercher

2:40  381.Investigation of water interactions with
HZSM-5 and impacts on catalyst reactivity. K.
Chen, M. Abdolrahmani, S. Horstmeier, S. Crossley,
D.E. Resasco, I. Hung, Z. Gan, J.L.. White

3:10  Intermission.

3:25  382. First-principles kinetic Monte Carlo study
of biomass conversion over titania supported
ruthenium catalyst. X. Li, L. Grabow

3:55  383. Theoretical investigation of aldol
condensation of formaldehyde and acetone on
anatase TiO,(101) surface. Y. Zhao, H. Wang, X.
Zhu, Q. Ge, D. Mei

4:25  384.Influence of substrate complexity on
the enthalpy-entropy compensation for rate
enhancement in molecular sized confinements.
M. Shetty, H. Wang, OY. Gutierrez Tinoco, D.M.
Camaioni, J.A. Lercher
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SECTIOND

San Diego Convention Center
Room 3

Amorphous Materials: Challenges &
Opportunities

Cosponsored by ENFL
N. A. Brunelli, A. Kulkarni, Organizers, Presiding

1:00  385. Amorphous catalysts from global
optimization and statistical analysis. G. Sun, B.
Zandkarimi, A. Alexandrova, P. Sautet

1:20  386. Research opportunities in chemical upcycling
of polymers. P.F. Britt, G.W. Coates, K.I. Winey

1:40  387.Dynamic catalytic interfaces: Ensembles
of multiple metastable states break the rules of
catalysis. A. Alexandrova

2:00  388. Synthesis of biobased lubricants using Pd/
CeZrOx catalysts. T.J. Schwartz, G. van Walsum

2:20  Intermission.

2:40  389. Modifying catalyst environments
in amorphous silica supports via surface
functionalization: Spectroscopic and reactivity
studies. LI. Slowing

3:00  390. Accurate modeling of amorphous silica
catalyst supports. K. Johnson, A. Bagusetty, C.
Ewing, G. Veser, D. Lambrecht, J. McCarthy

3:20  391. Examining structure-function relationships
of mesoporous catalytic materials for biomass
conversion. N.A. Brunelli

3:40  392. Modeling the preparation and operation
of amorphous catalysts. B. Peters, S. Khan, C.
Vandervelden, S.L. Scott

4:00  393. Post-synthesis deposition of mesoporous
niobic acid with improved thermal stability by
kinetically controlled sol—gel overcoating. Y. Du, F.
Héroguel, X. Nguyen, J. Luterbacher

SECTION E

San Diego Convention Center
Room 4

Catalytic Conversion of Biomass-Derived
Oxygenates

Cosponsored by ENFL
J. Faria, X. Zhu, Organizers, Presiding
S. Crossley, Presiding

1:00 Introductory Remarks.

1:05  394. Deoxygenation of biomass pyrolysis vapors:
Linking model compound studies and biomass
catalytic fast pyrolysis experiments at multiple
scales to inform catalyst development. J. Schaidle

1:30  395. Steam reforming of dimethyl ether over
efficient dual-sites copper catalysts. X. Li

1:55  396. Synergetic effect of manganese on the
hydrodesulfurization and hydrodeoxygenation
properties of nickel-promoted MoS,/ALO,. G.
Berhault, A. Lopez-Benitez, |. Vazquez-Garrido, A.
Guevara-Lara

2:15  397. Enhancing the activity of Pd for carbonyl
hydrogenation through functionalization of the
carbon support. K. Koh, U. Sanyal, OY. Gutierrez
Tinoco, M. Lee, V. Glezakou, R. Rousseau, M.A.
Derewinski, A.J. Karkamkar

2:30  398. Structural effect of Ni/ZrO, catalyst on CO,
methanation with enhanced activity. X. Jia, C. Liu

2:45  Intermission.

3:00  399. Visible-light-driven coproduction of diesel
precursors and hydrogen from lignocellulose-
derived methylfurans. N. Luo, F. Wang

3:25  400. Kinetics-assisted design of carbon supported
catalysts for oxidation reactions. X. Duan

3:50  401. Insights into the electrochemical conversion
of biomass derivatives to fuels and chemicals. A.
Roman, J. Hasse, A. Holewinski

4:10  402. Hollow Au-ZnO/CN nanocages derived from
ZIF-8 for efficient visible-light-driven hydrogen
evolution from formaldehyde alkaline solution. H.
Wang, H. Yang, X. Zhu, Q Ge

4:30  403. Selective oxidation of glucose using Au-Pd
NPs NPs immobilized on nanostructured ceria and
titania: Influence of bimetallic composition and
support morphology. M. Khawaji, Y. Zhang, . Graca,
D. Chadwick

4:45  404. MoO -modified Ni catalysts with unique
properties for hydrodeoxygenation of m-cresol. F.
Yang, X. Zhu, D.E. Resasco

Catalysis for Environmental & Energy
Applications

Catalysis for Energy Application
Sponsored by ENVR, Cosponsored by CATL

SECTION A

San Diego Convention Center
Room 1A

General Catalysis

S. Crossley, Organizer, Presiding

8:00  405. Automated high throughput in silico reaction
screening for design and discovery of enhanced
reactivity and tailored chemo-, regio-, and stereo-
selectivity. T.J. Mustard, T.F. Hughes, A. Bochevaroy,

CATL — DIVISION OF CATALYSIS SCIENCE AND TECHNOLOGY 111
Draft Technical Program as of July 10, 2019



L.D. Jacobson, H.S. Kwak, T. Morisato, J.L. Gavartin,
S. Pandiyan, M. Halls

8:20  406. Mechanism informed general strategy for
optimizing the quantum efficiency of photoredox
hydroamidation catalysis. Y. Qin, S. Ruccolo, C.
Schnedermann, D.G. Nocera

8:40  407. Nanostirrers for catalytic reactions inside
microdroplets. W. Song

9:00  408. Acceleration vs. accuracy: Influence of basis
set quality on the mechanism and dynamics
predicted by ab initio molecular dynamics. S.
Yamijala, Z. Ali, B.M. Wong

9:20  409. Explicit solvation prediction of band edges
of transition metal oxide photocatalysts: Optimal
methodology for dealing with localized d orbitals
in aqueous environments. K. Park, A.M. Kolpak

9:40  Intermission.

9:50  410. Evaluating research catalysts by combined
performance, cost, and life-cycle analysis:
Application of the free CatCost tool to catalysts for
biomass upgrading to fuels. K.M. Van Allsburg, F.G.
Baddour, J.D. Super, L. Snowden-Swan, E.C. Tan, J.A.
Schaidle

10:10 411. Synthesis and design of cobalt complexes
combined with frustrated Lewis pairs to study their
reactivity with hydrogen. M. Tsai

10:30 412. Crystal phase induced enhanced
photocatalytic properties of Zn-Fe,O,/Au nano-
composite: Experimental and theoretical studies.
C.A. Huerta-Aguilar, T. Pandiyan, |.A. Reyes-
Dominguez, A.A. Ramirez-Alejandre, J.A. Arenas-
Alatorre

10:50 413. Morphology and phase control of Ni_P
nanoparticles. X. Lu, G. Basina, D. Abdullah Ali
Gaber, S. Abdullah Ali Gaber, K. Polychronopoulou,
Y. Fowad AlWahedi

11:10 414. Micro/mesoporous Au@SiO, core-shell
nanoparticles for the selective benzyl alcohol
oxidation. S.R. Saunders, E. Hammond-Pereira, D.
Wu

11:30 415. Revealing electrocatalytic performance of
hybrid double helix metal nanowire using atomic
resolution electron tomography. X. Song, A.
Bruefach, M. Scott

SECTION B

San Diego Convention Center
Room 1B

In Situ & Operando Spectroscopy

Cosponsored by ENFL and PHYS
M. Orazov, B. Xu, Organizers, Presiding

8:00  416. Operando MAS-NMR investigation of Ni/e-
AlLO, catalyzed hydrogenolysis of alkyl aryl ether.
A. Chamas, L. Qi, S.L. Scott

8:20  417. Investigations of CO, hydrogenation by high-
pressure NMR spectroscopy. J.C. Linehan, K. Grubel,
A. Preston, A.M. Appel, S.E. Flowers, E.S. Wiedner

8:40  418. Inssitu neutron scattering and kinetic studies
of mayenite-electride-supported ruthenium
nanoparticles for ammonia synthesis. J. Kammert,
J. Moon, Y. Cheng, K. Page, L. Daemen, A. Ramirez-
Cuesta, J. Tong, Z. Wu

9:00  419. Investigating the role of Ni and Cu in PtNiCu
catalysts for the ethanol oxidation reaction using
in situ electrochemical surface enhanced infrared
absorption spectroscopy (SEIRAS). S. Jilani, D. Chen,
C. Cohen, Y.Tong

9:20  Intermission.

9:40  420. Realizing the behavior of metal center during
the water oxidation through operando X-ray
spectroscopy. H. Chen

10:00 421. Effects of doping Zr into the ceria support for
the methane dry reforming reaction on Ni/CeO,
catalyst. F. Zhang, S.D. Senanayake, J. Rodriguez

10:20 422. Online kinetics study of oxidative coupling of
methane over La,0, for C, activation. Y. Yang, Z. Liu,
E.Vovk, X. Zhou, C. Guan, J. Li, S. Li

SECTION C

San Diego Convention Center
Room 2

General Catalysis

S. Crossley, Organizer, Presiding

8:00  423. Mo based sulfated hafnia: Novel solid acid
catalyst for activation of ethane. A. Abedin, S.
Kanitkar, S. Bhattar, J.J. Spivey

8:20  424.Breaking the scaling relationship via
thermally stable Pt/Cu single atom alloys for
propane dehydrogenation. G. Sun, Z. Zhao, J. Gong

8:40  425. Methane to methanol conversion facilitated
by metal methoxides: Case of FeOCH,*. N. Khan, E.
Miliordos

9:00  426. Oxidation of cyclohexane: Kinetic studies of a
series of TOYMX catalysts. K. Basemann, R. Reinig,
Z. Weinstein, T.L. Windus, A.D. Sadow

9:20  427. Oxidative carbon-carbon (C-C) homocoupling
and C-C cross-coupling reactions using copper-
based nanocatalysts. A. Ravi Teja, M. Andiappan

9:40  Intermission.

9:50  428. Withdrawn

10:10 429. Kinetics analysis of selective organometallic
catalysts for alkene isomerization. A.L. Cooksy, E.R.
Paulson, T.C. Cao, D. Grotjahn

10:30 430. Micellar approaches towards mild biphasic
catalytic epoxidation of olefins with hydrogen
peroxide. F. Schmidt, B. Zehner, A. Jess, M. Cokoja
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10:50

11:10

11:30

431. Feasibility study of chemical looping
epoxidation of ethylene. S. Gabra, S. Scott, J. Dennis
432. Analysis of synthesized PtNi, PtCo, and PtNiCo
for the ethanol electrooxidation reaction. C. Cohen,
S.Jilani, Y. Tong

433. Machine learning catalytic reactions. T.
Rhone, C. O’Connor, R. Hoyt, M. Montemore, C.
Kumar, A. Yacoby, C.M. Friend, E. Kaxiras

n D
[
SECTION A
San Diego Convention Center
Room 1A

General Catalysis

S. Crossley, Organizer, Presiding

1:00

1:20

1:40

2:00

2:20

2:40
2:50

3:10
3:30

3:50

4:10

4:30

434. Exploring metal-support interactions to
immobilize sub-nm co clusters on g—Mo,N:

A highly selective and stable catalyst for CO,
activation. S. Yao, J. Rodriguez

435. Huge enhancement of CO, capture
performance in amine solution using acid-base
bifunctional catalyst. X. Zhang, H. Gao, Z. Liang, M.
Fan

436. Tuning the edge sites of MoS, and catalytic
performance in sulfur-resistant methanation of
syngas. J. Shen, M. Li, X. Ma

437. Design of nanostructured heterogeneous
metal catalysts for CO, hydrogenation to formic
acid. K. Mori, T. Sano, H. Yamashita

438. Layered Zn,[Co(CN),](CH,COO) double metal
cyanide with improved catalytic performance. C.
Marquez, D. De Vos, T. De Baerdemaeker
Intermission.

439. Hydrogen evolution reaction on coupled
gamma-Mo C/graphene catalysts: Insights from a
new first-principles kinetic approach. T.T. Yang, W.
Al-Saidi

440. Withdrawn

441. Roles of surface properties of amorphous
TiO, in photocatalytic CO, reduction. A. Kharade, S.
Chang

442. Photocatalysis meets magnetic recovery:
Silica-coated MNPs as photocatalytic supports. J.
Terra, A.H. Moores

443. Determination of the active sites of bimetallic
Pt/Ni catalysts in reverse water gas shift reaction.
A. Ebrahim, Y. Li, A. Frenkel

444. Plasmonic hot-carrier-mediated tunable
photochemical reactions. Y. Zhang, T. Nelson, S.
Tretiak, G.C. Schatz

SECTION C

San Diego Convention Center
Room 2

General Catalysis

S. Crossley, Organizer, Presiding

1:00

1:20

1:40

2:00

2:20

2:40
2:50

3:10

3:30

3:50

4:10

4:30

445. Mechanistic investigation of biocatalytic
heme carbenoid Si—H insertions. R. Khade, Y. Zhang
446. Silica-supported tantalum amido [(=Si-

O-) Ta(=N'Bu)(NMekEt),] catalyst designed with
well-defined nitrogen-based fragments for
hydroamination of alkyne. M.A. Alrefai Aljuhani
447. Applications of heterodonor carbene-N/S
ligands in catalysis: From dehydrogenation
reactions to asymmetric hydrogenation. O. Pamies,
M. Albrecht, M. Diéguez

448. Heterogeneous base-catalyzed
transesterification. C. Zhang, H. Lamb

449. Understanding catalytic efficiency and the
mechanism of trans-esterification in vitrimer
polymers using density functional theory. S.
Bhusal, G.S. Kedziora, R. Yixin, V. Varshney, D. Nepal,
A.Roy

Intermission.

450. Catalytic esterification of N,N-dialkyl amides
by alkoxy-bridged tetranuclear manganese cluster
with N,N-bidentate ligand. H. Nagae, T. Hirai, D.
Kato, S. Soma, S. Akebi, K. Mashima

451. Catalytic in situ upgrading of bio-oil derived
from microalgae hydrothermal liquefaction over
modified SBA-15 in biphasic solvents. J. Bian, C. Li,
L. Feng

452. Continuous production of fuel grade liquid
hydrocarbons from fatty acids using Mo-based
catalysts. M.B. Chowdhury, M. Hossain, A. Jhawar,
S.J. Fraser, P. Charpentier

453. New gold catalysts in the hydrohydrazination
of alkynes under ambient condition. S. Yazdani, R.F.
Jazzar, D. Grotjahn, G. Bertrand

454. Hollow nanostructured catalysts for carbon-
oxygen bonds hydrogenation reactions: Balanced
adsorption-diffusion effect. D. Yao, Y. Wang, X. Ma
455. Withdrawn
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CCS
COMMITTEE ON CHEMICAL SAFETY

Academic Lab Safety Cannabis & Water: Merging the Insoluble
Sponsored by CHED, Cosponsored by CCS and CHAS Sponsored by CHAS, Cosponsored by CCS

Chemistry of Disasters

Sponsored by PRES, Cosponsored by CCS, CHAS and I&EC
NDAY A RNOON

Academic Lab Safety

WEDNESDAY MORNING - CCS
Sponsored by CHED, Cosponsored by CCS and CHAS

Graduate Students Perspective on Safety
Education
DA OR
 TUESDAY MORNING-CCS Sponsored by CHAS,Cospansored by CCS

Connecting Safety, Education, Training &
Productivity in Analytical Laboratories

Sponsored by ANYL, Cosponsored by CCS, CHAS, CINF and
PRES

WEDNESDAY AFTERNOON - CCS

Cannabis & Hemp Analytical Science: The Glass
is (More Than) Half-Full

Sponsored by CHAS, Cosponsored by CCS
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CEl

COMMITTEE ON ENVIRONMENTAL

IMPROVEMENT

NDAY MOR

Chemists Without Borders: Celebrating 15 Years
of Scientific/Humanitarian Collaboration

Sponsored by MPPG, Cosponsored by CEl and ENVR

Characterization of Plastics in Aquatic
Environments

Sponsored by POLY, Cosponsored by ANYL, BIOL, CEl, ENVR,
I&EC, PMSE and PRES

Chemistry & Water: Opening Session
Sponsored by MPPG, Cosponsored by CEI, ENVR and PRES

Characterization of Plastics in Aquatic
Environments

Sponsored by POLY, Cosponsored by ANYL, BIOL, CEIl, ENVR,
I&EC, PMSE and PRES

MONDAY MOR

Current Advances in Water Analysis: From
Citizen Scientists to Laboratory Breakthroughs

Sponsored by ENVR, Cosponsored by AGRO and CEl

Green & Sustainable Chemistry Theory &
Practice: Chemistry & Water

Sponsored by CHED, Cosponsored by CEl and I&EC

'Altb, kl I "J 'A' 5 I =
[ —

Holistic Approaches to Sustainability in
Chemical Businesses

Sponsored by SCHB, Cosponsored by CEl

Nanomaterials & Sustainability
Sponsored by ENVR, Cosponsored by CEl

Green Chemistry & the Environment
Sponsored by ENVR, Cosponsored by CEl

I I“ :! "J 'Au., R
[ —

Going with the Flow of Water: Career Paths &
Journeys

Going with the flow of water: career paths and
journeys
Sponsored by YCC, Cosponsored by CEl

State of the Art: Diversity & Inclusion in
Chemistry Education

Sponsored by CHED, Cosponsored by CEl and PROF

Nanomaterials & Sustainability
Sponsored by ENVR, Cosponsored by CEl
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DAY A RNOON DAY MORNIN

Environmental Chemistry through the Safeguarding Water Quality in a Climate of
Transformative Power of Film: A Showcase of Change

CEI-ENVR Environmental Film Competition Sponsored by ENVR, Cosponsored by CEl
Awardees

Sponsored by MPPG, Cosponsored by CEl and ENVR

Nanomaterials & Sustainability DAY A RNOON

Sponsored by ENVR, Cosponsored by CEl
Safeguarding Water Quality in a Climate of
Change

D/ NN Sponsored by ENVR, Cosponsored by CEl

Green Chemistry & the Environment
Sponsored by ENVR, Cosponsored by CEl RSDUAY MORNIN

Nanomaterials & Sustainability Safeguarding Water Quality in a Climate of

Sponsored by ENVR, Cosponsored by CEl Change
Safeguarding Water Quality in a Climate of Sponsored by ENVR, Cosponsored by CEl
Change

Sponsored by ENVR, Cosponsored by CEl
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CELL

DIVISION OF CELLULOSE AND
RENEWABLE MATERIALS

W. Thielemans and G. Larkin, Program Chairs

VIC

SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 1

Lignin Based Bioproducts

G. Beckham, E. L. Hegg, J. Luterbacher, M. Nejad, M.
Paleologou, Organizers

D. Hodge, Organizer, Presiding

N. A. Rorrer, Presiding

8:30
8:35

9:00

9:25

9:50
10:05
10:30

10:55

Introductory Remarks.

1. Recent progress in the generation of lignin based
water soluble polymers. P. Fatehi

2. Lignin-based thermoplastic blends: Biorefinery
willow lignin and polylactic acid (PLA). M.J.
Ovadias, B. Bujanovic

3. Polymers from biphenyl-linked lignin dimers.
N.A. Rorrer, J. Anderson, J. Miscall, M. Price, G.
Beckham

Intermission.

4. From trees to plastics: High-performance
polymers from lignin-rich feedstocks. T.H. Epps

5. Radical polymerization of lignin materials. J.
Jimenez, E. Ford

6. Recyclable and smart thermoset from lignin
biophenols. M.M. Abu-Omar, S. Zhao, K. Hanson

SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 1

Lignin Based Bioproducts
G. Beckham, D. Hodge, J. Luterbacher, M. Nejad, Organizers
E. L. Hegg, M. Paleologou, Organizers, Presiding

1:00
1:05

1:30

Introductory Remarks.

7. Characterization and catalytic upgrading of
acetal-functionalized lignin. J. Luterbacher

8. Insights into the isolation and structural
changes of lignin in inorganic ionic liquid. X. Pan

1:55

2:20
2:35

3:00

3:25

9. Oxidative deconstruction of lignin for the
production of renewable chemicals and products.
J.K. Mobley, M. Meier, Z. Fang, M. Crocker, Y. Song,
A. Morris, M. Weisenberger, S. Sorensen
Intermission.

10. Lignin modification and/or selection for
application in wood adhesives. F. Monteil-Rivera
11. Polyurethanes from unmodified technical
lignin fractionated by sequential precipitation. Y.
Wang, P. Sengupta, Y. Pu, C.E. Wyman, C.M. Cai, A.J.
Ragauskas

12. Lignin as a polyol replacement in polyurethane
applications. M. Nejad, M. Alinejad

)

SECTION A

San Diego Convention Center
TBD

General Posters

G. M. Larkin, Organizer

7:00 - 9:00

13. Chemoenzymatic synthesis of carboxy-ter-
minated maltooligosaccharides as cross-linking
agent. H. Chigita, K. Yamamoto, J. Kadokawa

14. Synthesis of 2-deoxyamyloses by
phosphorylase-catalyzed enzymatic
polymerization. S. Nakamura, K. Yamamoto, J.
Kadokawa

15. Detoxification of sugarcane bagasse
hydrolysate by atmospheric cold plasma to
enhance bioethanol production. T. Kuo, H. Wang, K.
Cheng

16. Production of bacterial cellulose by treating
sugarcane bagasse hydrolysate with atmospheric
cold plasma. S. Huang, K. Cheng

17. Preparation of chitin nanofiber-based
composite/hollow particles by Pickering emulsion
polymerization. S. Noguchi, K. Yamamoto, J.
Kadokawa

18. Synthesis of mixed chitin esters in ionic liquid.
H. Hirayama, K. Yamamoto, J. Kadokawa
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19. Dissolution and functionalization of chitin
using deep eutectic solvents. S. Idenoue, K.
Yamamoto, J. Kadokawa

20. Removal of water toxins via ligand-
functionalized cellulose-based membranes. M.A.
Khan, D.G. Drueckhammer, B.S. Hsiao, S.K. Sharma
21. Withdrawn

22. Improving the fouling resistance of
nanocellulose membranes for ultrafiltration. M.
Yang, P. Hadi Myavagh, H. Ma, H. Walker, B.S. Hsiao
23. Increased adsorption capacity for heavy metal
ions via sequential oxidation of carboxycellulose
nanofibers from raw wood. M.C. Nolan

24. Facile synthesis of vanillin from kraft lignin. R.
Zhang, T. Repo

25. Analyzing the degree of branching in lignins:
Theoretical and experimental results. E. Terrell, E.
Bartolomei, Y. Le Brech, A. Dufour, M. Garcia Perez
26. Dissolution of lignin-rich microfiber from
organosolv assisted with catalysts and its
regeneration. H. Choi, J. Lee, T. Eom

27. Sustainable pathways to increase lignin
reactivity for resin applications. M. Arefmanesh, E.
Master, M. Nejad

28. Lignin-derived carbon nanocomposites as
sodium-ion battery anodes. K. Jiang, X. Tan, Z. Li
29. Withdrawn

30. Building wind turbines from renewable and
recyclable composites. J.R. Dorgan, B. Tan, H.
Bambhania, D. Cousins
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SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 1

Lignin Based Bioproducts

G. Beckham, E. L. Hegg, D. Hodge, J. Luterbacher, M. Nejad,
M. Paleologou, Organizers
G. Bauer, M. Nejad, Presiding

8:30  Introductory Remarks.

8:35  31.Redefining and redesigning lignin. J. Ralph, H.
Kim

9:00  32.Alkaline enzymes for lignin valorization. A.
Mialon

9:25  33. Biomimetic cleavage of f—O—4 bonds using
small organic thiols. E.L. Hegg, G.E. Klinger, J.E.
Jackson

9:50 Intermission.

10:05 34.Evaluating the impacts of two-stage alkaline-
oxidative pretreatment of hybrid poplar on lignin

properties. S. Kumar Singh, A. Savoy, Z. Yuan, B.
Bals, E.L. Hegg, D. Hodge
10:30 35. Chemical funneling of lignin derived
monomers into aromatic chemicals. N. Yan
10:55 36. Exploiting the phase behavior of lignin with
renewable aqueous solvents: Enabling higher-
value applications. M.C. Thies, A.A. Ogale

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology

Synthetic Cells

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

MONDAY AFTER

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology

Tissue Engineering

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

'MO, ul I l’:"’ !ﬂ ! xl I I
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SECTION A
San Diego Convention Center
TBD
Sci-Mix
G. M. Larkin, W. Thielemans, Organizers
8:00 - 10:00
16, 20, 22, 23, 24, 25, 26, 27, 28, 29, 30. See Previ-
ous Listings.
TUESDAY MORN
SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 1

Advances in Characterizing Modified &
Degraded Wood

M. Aro, G. M. Larkin, Organizers, Presiding

8:00 Introductory Remarks.

8:05  37.Thermal conversion chemistry of wood:
Consequences for quality control of heat treated
wood products. W. Willems
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8:30  38.Integrating multi-scale studies of chemically
modified wood. J.E. Jakes, N. Plaza, C.R. Frihart, C.G.
Hunt, D.J. Yelle, L. Lorenz

8:55  39.Quantification of wood thermal treatment by
electron paramagnetic resonance spectroscopy.
J.A. McVay, S.M. Berry

9:20  40. Formulated feedstocks for biorefining:
Monitoring key biomass chemical characteristics.
T.G. Rials, N. Labbé, N. Andre, C. Hamilton, J.
McCord

9:45  Intermission.

10:00 41.Probing nanostructural changes in chemically
modified wood cell walls with small angle neutron
scattering. N. Plaza, J.E. Jakes, C.G. Hunt, S. Pingali,
C.R. Frihart, D. Stone, L. Lorenz, D.J. Yelle

10:25 42.Beech wood thermal treatment level
characterization by different treatment level
markers. W. Willems, M. Altgen

10:50 43. Use of X-ray scattering to understand the
mechanisms behind the moisture and decay
resistance of epoxybutene modified wood. R.E.
Ibach, N. Plaza

11:15 Discussion.

D)A \

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

WEDNESDAY A

SECTION A

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 8

Materials Advances in Nanocellulose Research
for Engineered Functionality

Cosponsored by PMSE and POLY
H.Jameel, L. A. Lucia, Organizers
L. Pal, P. Sharma, Organizers, Presiding

8:00 Introductory Remarks.

8:05  44. Nitro-oxidized carboxycellulose nanofibers. P.
Sharma, S.K. Sharma, B.S. Hsiao

8:30  45. Nitro-oxidized carboxy nanocellulose derived
from agave for effective removal of lanthanides
from water. S. Sharma, P. Sharma, B.S. Hsiao

8:55  46. Developing hydrophobic cellulosic membrane
for membrane distillation. R. Joshi, T. Lindstrom,
B.S. Hsiao

9:20  47. Designing cellulose nanocrystal films
for superhydrofobicity without the use of
fluorine-based chemicals. A. Cordova, R.
Alimohammadzadeh, I. Sanhueza, A. Svedberg, A.
Horvath

9:45  Intermission.

10:05 48. Carbonized nanocellulose as low-cost 1D
carbon nanomaterials for energy storage. Z. Li, T.
Thundat

10:30 49. Nanocellulose reinforced polymer composites
as flexible mechanical energy harvesters. K.
Shanmuganathan, F. Ram

10:55 50. Cellulose nanofibers biotemplated metal
nanoparticles as a water dispersible SERS
substrate. C. Rusin, Y. Boluk, M.T. McDermott

11:20 51. High performance of PET coated with
bionanomaterials in oxygen barrier and optical
properties in digital age. T.H. Thang, S. Hwang, J.
Park, D. Oh

11:45 Concluding Remarks.

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology
Delivery Systems

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology
Biomaterials

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

SECTION A

Marriott Marquis San Diego Marina
Marriott Grand Ballroom Section 8

Materials Advances in Nanocellulose Research
for Engineered Functionality

Cosponsored by PMSE and POLY
H.Jameel, L. Pal, Organizers
L. A. Lucia, Organizer, Presiding

8:00 Introductory Remarks.
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8:05

8:30

8:55

9:20

9:45
10:00

52. Barrier performance of cellulose nanocrystal

(CNC) films for high barrier packaging applications.

M. Nuruddin, R. Chowdhury, J.P. Youngblood, J.A.
Howarter

53. Spherical cellulose nanoparticles (CNPs) for
magnetic resonance imaging (MRI) and X-ray
computed tomography (CT). S. Chakravarty, F.J.
Buchanan, J.M. Hix, E.M. Shapiro

54. Superabsorbent from cellulose nanofibers for
oil and chemical spill responses. O. Laitinen, H.
Liimatainen

55. Removal of chromium (V1) from aqueous
solutions by cationic nanostructured cellulose. X.
Huang, G. Dognani, P. Hadi Myavagh, B.S. Hsiao
Intermission.

56. Bioactive nanocellulose for bacterial capture

and anti-adhesion. H. Dong, J. Terrell, J.P. Jahnke, M.

Hurley, D.N. Stratis-Cullum, T. Zu

10:25

10:50

11:15

11:40

57. Improved dispersion and interfacial bonding
between nanocellulose and poly(lactic acid) using
solvent infiltration and ball milling methods. M. Li,
Y. Pu, Y. Deng, K. Nelson, A.J. Ragauskas

58. Redispersible chitin nanocrystals extracted
through electron beam irradiation followed by
high pressure homogenization. H. Lee, J. Shin

59. Fabrication of high-strength antimicrobial
chitosan-nanocellulose composite coatings. P.
Tyagi, LA. Lucia, M.A. Hubbe, H. Jameel, L. Pal
Concluding Remarks.
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CHAL

DIVISION OF CHEMISTRY AND THE LAW

K. Bianco and K. Mcintyre, Program Chairs

SUNDAY MORNING -C

Nothing New Under the Sun: The Practical
Challenges of Patent Novelty Searching

Sponsored by CINF, Cosponsored by CHAL and CPRM

\IDJANVAYA RNOON

SECTION A

San Diego Convention Center
Room 30B

Strengthening Your Patent Rights in Light of
Recent Federal Circuit Court Decisions

X. Pillai, Organizer, Presiding

2:00  1.Strengthening your future patent rights in
light of recent Federal Circuit court and USPTO
decisions. X. Pillai, R. Bone

MONDAY MORNING -

SECTION A

San Diego Convention Center
Room 30B

Protecting Your Inventions

J. Gledhill, J. Landells, Organizers
D. Weingarten, Presiding

9:00 2. Inventor or contributor? A U.S. perspective. D.
Weingarten

9:30 3. Navigating patent term adjustment (PTA) and
patent term extension (PTE). M. Garcia

10:00 4. Uncovering the secrets of “on-sale bar” in
Australia, New Zealand, and Southeast Asia. J.
Gledhill

10:30 5. Securing priority dates for patents in Australia,
New Zealand, and Southeast Asia. J. Landells

11:00 6. Protecting inventions through litigation in the
United States: What every chemist needs to know.
J. Smyth

'MO, ul I l’:"’:‘ = I ! :’ ul !0!01 ul I
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SECTION A

San Diego Convention Center
Room 30B

Evolution of the Chemistry Legal Landscape
R. Smith, Organizer, Presiding

2:00  7.Blunttalk about cannabis patents. V. Capuano

3:00 8. What your competitors don’t know can hurt you:
Strategies to avoid secret sales from invalidating
your patent. V. Norton

3:30 9. Layers upon layers of layer complexity: simple
chemistry made complex by patent laws. R. Smith

4:00 10. Antibody purification is sometimes not quite so
obvious. R. Prince

VIONDA NN
SECTION A
San Diego Convention Center
TBD
Sci-Mix
K. E. Bianco, K. McIntyre, Organizers
8:00 - 10:00
11. Chocolate: Food of the gods. H.M. Peters, S.B.
Peters

12. National Inventors Hall of Fame 2019. H.M.
Peters, S.B. Peters
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DAY MORNIN A
SECTION A
San Diego Convention Center
Room 30C

Beyond the Bench: Non-Traditional Careers in
Chemistry
Cosponsored by PROF and YCC

J. L. Kennedy, Organizer
K. Mcintyre, Presiding

9:30  13. Beyond the bench: Nontraditional careers in
chemistry. K. McIntyre, R. Bone

TUESDAY AFTERNOON — CHA

SECTION A

San Diego Convention Center
Room 30C

The Many Faces of CHAL: Where Chemistry
Meets the Law

K. E. Bianco, Organizer
K. McIntyre, Organizer, Presiding
K. A. Rubino, Presiding

1:00 14.How to allocate resources to IP as a start-up in
the chemical fields. K.A. Rubino

1:30  15.Intellectual indexing makes the difference. E.N.
Cheeseman, M. McBride

2:00 16. Protecting innovations: Multi-prong approach
to intellectual property. H. Oh

2:30  17.Visualization of latent fingerprints by copper
nanoclusters with variable fluorescent. R. Huang,
D. Peng,J.Yang

3:00 18.Cr-and Sb-doped TiO, nano-pigment for the
latent and bloody fingermark enhancement on
various surfaces. D. Peng, J. Yang, R. Huang

»
AURSDAY A

RNOON F

Legal Challenges & Landmark Lawsuits in
Agrochemicals

Sponsored by AGRO, Cosponsored by CHAL
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CHAS

DIVISION OF CHEMICAL HEALTH

AND SAFETY

D. Decker and J. Pickel, Program Chairs

SUNDAY AFTE

SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 3

Division of Chemical Health & Safety Awards

Cosponsored by PROF
K.J. Brown, Organizer
K. Brown, Presiding

1:30  Introductory Remarks.

1:50  1.Seekingthe promised land of chemical safety.
K.P. Fivizzani

2:20 2. Safety-culture growth catalyzed by an
undergraduate laboratory safety course. E.M.
Huston, K.M. Duval

2:50 3. What can we learn from Lemony Snicket?. S.B.
Sigmann

3:20  Intermission.

3:35 4. Lleading from the front: Thoughts for the next
generation of safety (and CHAS) leaders. H.J. Elston

4:05 5.Rasmussen’s risk management framework
applied to academic laboratory safety. S.J. Sommer

4:35  Concluding Remarks.

MONDAY MO
[

SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 3

Connecting Professionalism, Safety & Ethics:
Opportunities & Challenges

Cosponsored by CINF
K. M. Lopez, Organizer
C. I. Nitsche, R. Stuart, Presiding

8:30  Introductory Remarks.

8:35 6. Safety for one, safety for all: Overcoming
challenges to sharing chemical incident data. K.M.
Kulinowski

8:55 7. learnings from a community safety data sharing
experiment. C.l. Nitsche, G. Whittick, M. Manfredi

9:15 8. Global Chemists’ Code of Ethics: Connecting
safety, security, and responsible practices in the
chemical sciences. L. Brown

9:35 9. Safety: International chemical society approach.
B.S. Chance

9:55  Intermission.

10:10 10. Introducing a safety guidance chapter in
the fourth edition of the ACS Style Guide. S.B.
Sigmann, L.R. McEwen, S.R. Goode

10:30 11. Why metrics matter. S.I. Addlestone

10:50 12. Withdrawn

11:10 Panel Discussion.

Academic Lab Safety
Sponsored by CHED, Cosponsored by CCS and CHAS

MONDAY AFT

SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 3

Connecting Professionalism, Safety & Ethics:
Opportunities & Challenges

Cosponsored by CINF
K. M. Lopez, Organizer
C. . Nitsche, R. Stuart, Presiding

1:30  Introductory Remarks.

1:35  13.Backing into safety culture. P.A. Reinhardt

1:55  14. Professionalism, safety and ethics: Improving
safety culture. R.M. I1zzo

2:15  15.Engaging senior management to improve
the safety culture of a chemical development
organization thru the SPYDR (safety as part of your
daily routine) lab visit program. V.W. Rosso

2:35  16. Understanding the dimensions of risk. R. Stuart

2:55  Panel Discussion.
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SECTION A
Marriott Marquis San Diego Marina

Rancho Santa Fe 3
CHAS 40th Anniversary Symposium

Cosponsored by HIST
R. Stuart, Presiding

3:30  Introductory Remarks.

3:35  17.PubChem LCSS. J. Zhang, P. Thiessen, A.
Gindulyte, E. Bolton, L.R. McEwen, R. Stuart

3:55  18. Evolution of “safety” within the ACS world. R.
Stuart

4:15  19.40 years as an environment, health and safety
professional. M.B. Koza

4:35  20.CHAS at 40: Twenty years of editor’s insight on
professional safety communication. H.J. Elston

4:55  21.From YCC to SCC: Fun times in the Division of
Chemical Health and Safety. D.M. Decker

Academic Lab Safety
Sponsored by CHED, Cosponsored by CCS and CHAS

MONDAY EVENIN

SECTION A

San Diego Convention Center
TBD

Sci-Mix
J. M. Pickel, Organizer

8:00-10:00
22. Capitalizing on teachable moments to enhance
a culture of safety. M.C. Box, M.T. Gallardo-Williams
23. Safe and economical handling of bulk low-
density nanomaterials. V. Gangoli, P. Raja, A.R.
Barron
24. Multispectral imaging for examination of
laboratory contamination. D.R. Kuespert, K.J.
Brown
25. Division of chemical health and safety
information posters. J.M. Pickel

I I“ E ":"’MO, :‘ ul I I
[

SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 3

Cannabis Production: Streamlining the Flow

T. R. Towle, Organizer, Presiding

8:30  Introductory Remarks.

8:40  26. Front end engineering, quality by design,
HACCP, GMP, OSHA, and cannabis. Industry
jargon or hidden treasures? What they all have in
common and why you should care. D. Vaillencourt

9:05  27.Establishing successful and sustained
employee engagement for quality cannabis
production. K. Pefia

9:30  28.Scaling up production for a GMP cannabis
facility. S. Maletich

9:55  Intermission.

10:10 29.Raising the bar for cannabis extraction
methods: Introducing a novel, safe, efficient, and
environmentally friendly approach to extracting
high quality cannabis resins. T.R. Towle

10:35 30.Fundamental chemistry research froma
collaborative cannabis research venture. M.
Roggen

11:00 31. AuditPROhbx: Automating the compliance
process. E.M. Pryor

11:25 32. Comparison of methods for complete removal
of terpenes during extraction. G. Ray

Connecting Safety, Education, Training &
Productivity in Analytical Laboratories

Sponsored by ANYL, Cosponsored by CCS, CHAS, CINF and
PRES

SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 3

Cannabis & Water: Merging the Insoluble

Cosponsored by CCS
N. Arora, Organizer, Presiding

1:30  Introductory Remarks.

1:35  33.Cannabis product critical safety attributes and
critical quality attributes and good distribution
practices. A. Samann
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2:00  34.Transformation and removal efficacy of
common cannabinoids in engineered aquatic
systems. N.B. Saleh, T. Karanfil, O. Apul

2:25  35. Controlling cannabis formulations. M. Roggen

2:50 Intermission.

3:05  36.How to create a consistent water soluble
cannabinoid bulk ingredient. H. Han

3:30  37.Cannabis decoctions: The time has comel!. J.
Abrams, A. Samann

3:55  38.Homogeneity, formulation, and shelf life of
cannabis-infused beverage emulsions. M. Vanden
Eynden, D. Thireault, S. Riefler

4:20  Panel Discussion.

Chemistry of Disasters
Sponsored by PRES, Cosponsored by CCS, CHAS and I&EC

SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 3

Graduate Students Perspective on Safety
Education

Cosponsored by CCS
K. Miller, R. Stuart, Presiding

8:30  Introductory Remarks.

8:35  39. Safety communication is about respect as well
as numbers. R. Stuart

9:00  40.How to train with nothing. S. George, H. Davis-
Russell, J. de la Rosa Ducut

9:25  41. Development of a short course for collateral
duty safety advisors in academic research
laboratories. M.C. Wasson, M. Blayney

9:50  42.Secrets to success: Show up, do. J.A. Martin

10:15 Intermission.

10:30 43. Safety minutes: Consistent way to promote
and sustain the commitment to research safety. L.
Redfern, M. Blayney

10:55 44.GAs are EHS @ USD. C.M. Karki

11:20 45. Graduate student laboratory safety education
programs. K.A. Miller

SECTION A

Marriott Marquis San Diego Marina
Rancho Santa Fe 3

Cannabis & Hemp Analytical Science: The Glass
is (More Than) Half-Full

Cosponsored by CCS
T. Astill, Presiding

1:30 Introductory Remarks.

1:35  46. Investigation of matrix effects in cannabis-
infused chocolates. D.D. Dawson

2:00  47.Chemistry of vaping concentrates: Current
issues and harm reduction. R.M. Strongin

2:25  48.Degradant formation in cannabis concentrate
aerosols. J. Meehan-Atrash, R.M. Strongin

2:50  49.Building in-process analytics to support
cannabis LPs in their production optimization
needs. M. Roggen

3:15  Intermission.

3:30  50. Alternative sensor for the screening of
cannabinoids with a hand-held device. L. Tay, E.
Jorgenson, S. Poirier, J. Hulse

3:55  51.HPLC method development strategies for
achieving baseline resolution of 17 cannabinoids.
M.J. Wilcox, E. Franklin

4:20 52. Combined LC-DAD-MS/MS and FT-IR platform
for the analysis of Cannabis and Cannabis-related
products. L. Mercolini, M. Protti, V. Brighenti, L.
Anceschi, R. Mandrioli, F. Pellati

4:45  Panel Discussion.

Keeping Water Safe
Sponsored by I&EC, Cosponsored by CHAS and PRES
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CHED

DIVISION OF CHEMICAL EDUCATION

. Black, P. Daubenmire and L. Wang, Program Chairs

VIC

SECTION A

Marriott Marquis San Diego Marina
Mission Hills

Chemistry Teacher’s Day

S. C. Rukes, Organizer
S. G. Sogo, Presiding

8:30  Introductory Remarks.

8:35  1.ButI’'ma science teacher! Leveraging the
engineering embedded in the NGSS for student
achievement. T. Kinner

9:15 2. Incorporating current nomenclature,
terminology, and symbols in the high school
curriculum. M.D. Mosher, M. Weinrich

9:35 3. Engineering in the high school chemistry
classroom. S.G. Sogo

10:15 Intermission.

10:25 4. Teacher’s toolbox for lab safety. J. Bishoff, M.U.
Gmurczyk

11:05 5. Growing the periodic table: How are elements
discovered, verified and named?. M.C. Cesa

11:35 6. IYPT, National Chemistry Week, and AACT. S.C.
Rukes

SECTION B

Marriott Marquis San Diego Marina
Balboa

Adapting Authentic Research to the Teaching
Lab: Challenges & Rewards

D. Wood, Organizer
B. J. McFarland, Organizer, Presiding

8:30  Introductory Remarks.

8:50  7.Building an undergraduate laboratory course on
cross-disciplinary research practices. J. Burkett

9:10 8. Developing a 3-week mini-research project for
first year chemistry undergraduate students to
quantify microplastic pollution in local soil. L.A.
Rowe, A.M. Kubalewski, R. Clark, E. Statza, T.E.
Goyne, K. Leach, J.R. Peller

9:30 9. Genome annotation: Authentic research project
for entry-level community college students. T.
Beagley

9:50  Intermission.

10:10 10.Inorganic chemistry course as research: My
experience with CUREs. J.K. Pagano

10:30 11. Advanced experimental physical chemistry
course: Research based follow-up to the modified
classical experimental physical chemistry course.
B.H. Milosavljevic

10:50 12.Project for the advanced physical chemistry
lab: Kinetics of silver nanoparticle aggregation. K.I.
Peterson, D.P. Pullman, C. Tachell, P. Yadao

11:10 Panel Discussion.

Immersive Virtual Reality for Molecular Design

Sponsored by COMP, Cosponsored by CHED, CINF and
comscl

SECTION A

Marriott Marquis San Diego Marina
Mission Hills

Chemistry Teacher’s Day

S. C. Rukes, Organizer
S. G. Sogo, Presiding

1:30  Introductory Remarks.

1:35  13.Chemcial engineering for middle and high
school. J.A. Smith

2:15  14.Bonding, dissolving, and precipitation: Concept
inventories that measure student thinking using
multiple representations and Johnstone’s domains.
S. Bretz

3:10 Intermission.

4:00 15. Minimizing chemical waste costs in the
teaching labs with solid-state reactions and micro-
scale experiments. J. Noveron
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4:40  16. Using green chemistry to remedy
environmental problems. S.P. Kosmas, M. Ruprecht,
K. Anderson

5:05  Concluding Remarks.

SECTION B

Marriott Marquis San Diego Marina
Balboa

Adapting Authentic Research to the Teaching
Lab: Challenges & Rewards

D. Wood, Organizer
B. J. McFarland, Organizer, Presiding

1:30  Introductory Remarks.

1:50 17.Unnatural chemical biology: Implementable,
scalable, and tunable chemical biology
undergraduate lab course. K.M. Kean, K. van Zee,
R.A. Mehl

2:10  18.Solar Army: Incorporating real-time research
experiences into the curriculum. J.D. Schuttlefield
Christus

2:30  19. Proline biosynthesis in Agrobacterium:
Collaborative course based authentic research
across disciplines. D. Wood

2:50  Intermission.

3:10  20. Lessons from 16 years of synthesizing
recombinant proteins in the teaching lab. B.J.
McFarland

3:30  21.Electrochemical and spectrophotometric
analysis of chocolate to increase student
understanding in quantitative analysis. L.A. Hiatt,
H.B. Musgrove, W.M. Ward

3:50 22.Teaching research: Using advanced 2D NMR
techniques to characterize alpha-hydroxynitrates
of terpenes. R. Lalonde, E. McKnight

4:10  Panel Discussion.

SECTION C

Marriott Marquis San Diego Marina
Carlsbad

Undergraduate Research Papers

J. V. Ruppel, N. Snyder, Organizers
C.V. Gauthier, Organizer, Presiding

1:30  Introductory Remarks.

1:35  23.Formation of extrudates using commercial
silica doped aluminas. J. Small, B. Huang, B.
Woodfield

1:45

1:55

2:05

2:15
2:30

2:40

2:50

3:00

3:10

3:20

3:35

3:45

3:55

4:05

4:15

24. Photocurable poly(ethylene glycol) diacrylate
resins with variable silica nanoparticle loading.
A.Hocken, K. Kline, Y. Yang, T. Piper, F.L. Beyer, M.
Green

25. 3D-printable high efficiency upconverting
polymer blends. J. Park, J. Kim

26. REU summer examining 3D printed
microfluidic devices for preterm birth risk
biomarker analysis. D. Topham, AV. Nielson, A.
Woolley

Intermission.

27. Machine learning analysis of quasiclassical
direct dynamics trajectories for thermal
deazetization. N. Rollins, S. Pugh, R. Carlsen, J.
Jenkins, D.H. Ess

28. Molecular dynamics study of pH low insertion
peptides in multi-component lipid bilayers. B.
Bogart, T. Elsen, A. Panahi

29. Optimization of polarizing agents for liquid
scalar Overhauser dynamic nuclear polarization at
14.1T. N. Harmon, T. Dubroca, E. Megiel, J. van Tol,
S. Hill

30. Application of principle component analysis
(PCA) based methodology in characterization of
single molecule dynamics. H. Weatherspoon, W.
Harris, K. Rodriguez, A. Apkarian

31. Learning chemistry nomenclature: Comparing
the use of an electronic game versus a study guide
approach. J. Wood, D. Donnelly

Intermission.

32. Surface hydroxylation of display glass analyzed
by time-of-flight secondary ion mass apectrometry.
A. Ralph, C. Cushman, L. Fisher, J. Banerjee, N.
Smith, M.R. Linford

33. Small molecule ratiometric probes for sensing
reactive oxygen species (ROS) and peroxidase
activity. A. Hinojosa, R. Mehta, E.L. Que

34. Synthesis and reactivity of new
fluorenofluorene-based hydrocarbons. K.
D’Ambrosio, H. Hashimoto, A. Hacker, D.K. Frantz
35. Dirhodium carboxylate complexes
encapsulated in metal-organic frameworks for the
C-H functionalization of alkanes. E.H. Adillon, J.
Byers

36. Antibacterial activity against Erwinia
carotovora: Synergism interactions between
different phytochemical substances present in
potato wound tissues. M. Perez Rodriguez, K.
Dastmalchi, R.E. Stark

4:25 Concluding Remarks.
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DA

SECTION A

San Diego Convention Center
TBD

General Posters

P.L. Daubenmire, Organizer

7:00 - 9:00

37. Biennial conference on chemical education:
Place to share information about the teaching and
learning of chemistry. .M. Sophos, J. Carmel, R.S.
Cole, D.I. Del Carlo, S.J. Donnelly, L.J. Levy, S.R. Moor-
ing, B. Murray, M. Orgill, A. Putti, C. Sorensen-Un-
ruh, D.G. Sykes, V.M. Williamson

38. Green Chemistry Commitment. I.J. Levy, A.S.
Cannon

39. Applying psychological constructs and student
supports to improve the education of students

in STEM (SHAPE STEM): Year 1. S.P. Wathen, J.
Lindstrom, H. Moody, P. Rousselo, J. Tsuji

40. Building a tiered participation model for STEM
teacher recruitment. P.G. Jasien, R. Chen, C. De
Leone, L.M. Holt

41. PhDs enhanced for prospects erasmus plus
(PEPUP) approach. F. Popowycz

42. Burg Foundation Graduate Student Teaching
Fellowship: Unique classroom experience as a
valuable opportunity for pursuing a faculty career.
A. Nazarova

43. Online chemistry education platform. E. Biro, A.
Peragovics, P. Szakacs

44. Open-ended research laboratory course at
community college. R. Shakya

45, Analysis of text easability markers in
undergraduate electronic and traditional chemistry
textbooks. D. Gomez, J. Mendoza, C. Cerrato, J. Ross
46. Hierarchy of attitude effect toward the subject
of chemistry in introductory-level college courses.
E. Guerra, S. Gonzalez, J. Ross

47. ChemPAL: Providing a model for impactful

and personal chemistry mentorship within a

large public university. M. Du, M. Edwards, A.J.
Mantanona, A.L. Michalak, C. Seitz

48. Investigating trends in chemistry education
research instrument publication and use. A.
Corrales, S. Wang, J. Barbera, J. Harshman, R.
Komperda

49. Citation patterns of concept inventory
development papers as indicators of impact on
research community. A. Leontyev

50. Chemistry workshops to promote learning and
retention in introductory general chemistry. G.M.
Smeureanu, K. Grant

51. “Crystal clear”: Inquiry-based learning of
crystal structures in General Chemistry. S. Sun, J.E.
Headrick

52. Motivating students to learn chemistry with
Molecule of the Week. C. Chen, F. Manyanga

53. Role-playing a reaction: Clarifying kinetics
through active learning. D.L. Lair, J.M. Leslie

54. Near-peer tutoring: Chemistry center designed
to increase success of a diverse student body in
STEM. S. Bidwell, H. Harb, S. Baker, J.M. Leslie, H.P.
Hratchian

55. Problem-solving in organic chemistry:
Mechanistic analysis of an “unknown” reaction. C.
Nemr, A. Dicks

56. Comparing long-term retention of organic
chemistry using individual and group active
learning. L.G. Habgood, J. Patrone, J.S. Queen

57. Enantiomeric excess game and experiment. N.
Sanguantrakun

58. Hydroboration-oxidation reactions as

a pathway for transformative learning and
development of critical thinking skills in the
undergraduate chemistry laboratory. D.E. Martyn
59. Probing students’ understanding of
experimental design and process through
laboratory practical experiences. J. DeYoung, L.
Kelly, S.K. Shaw

60. Flipping the quantitative analysis/analytical
chemistry classroom. J. Haan

61. Incorporating Jupyter and Python into
analytical chemistry. E.J. Menke

62. Withdrawn

63. Cyclic voltammetry in the undergraduate
teaching laboratory: Determining cholesterol and
cholesterol derivative concentrations in aqueous
solution using carbon screen-printed electrodes.
D.E. Martyn, S.K. Buehler

64. Montebello water filtration plant-l in
Baltimore: Engaging students in physical
chemistry, a STEM approach. B. Salazar, R. Nuss
65. Construction and practice of core course
“Surface Physical Chemistry” for the cultivation of
full-time application-oriented graduates. Z. Yao, S.
Hao, P. Cong, C. Li, Z. Jiang, Y. Huang
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SECTION A

Marriott Marquis San Diego Marina
Carlsbad

Academic Lab Safety

Cosponsored by CCS and CHAS
S. D. Wiediger, Organizer, Presiding

8:30  Introductory Remarks.

8:45  66. Strategic directions in chemical safety
education for the ACS. R. Stuart

9:10  67. American Chemical Society safety resources.
M.U. Gmurczyk

9:30  68. Leadership and safety education. S.M. Shih

9:50  69. Integrating safety science instruction. D.C.
Finster, S.B. Sigmann

10:10 Intermission.

10:25 70. Academic lab safety at the intersection
between green chemistry, ethics, and safety. G.M.
Bodner

10:45 71.CPT’s role in enhancing safety education for
undergraduates. R.W. Schwenz

11:05 72. Continued conversation on graduate student
laboratory safety education from the 2019 ACS
Safety Summit. K. Miller

11:25 Discussion.

12:05 Concluding Remarks.

SECTION B

Marriott Marquis San Diego Marina
Mission Hills

Assessment & Measurement in Research &
Practice

K. A. Marek, T. C. Pentecost, J. R. Raker, J. M. Trate,
Organizers
K. L. Murphy, Organizer, Presiding

8:30  Introductory remarks.

8:35  73.Evaluating the development of transferable
skills in an organic chemistry laboratory
curriculum. C.L. Stanford, T. Bethke, M. Brown, N.
Evans

8:55  74.Characterizing students’ abilities to reason
about “why” on organic chemistry assessments.
J.M. Deng, N.E. Bodé, A.B. Flynn

9:15  75. Reaction coordinate diagram inventory:
Measuring general chemistry and organic
chemistry students’ thinking and confidence. M.B.
Atkinson, M. Croisant, M. Popova, S. Bretz

9:35  Intermission.

9:50  76. Minding the gap: Development of identity
measures for use in chemistry courses. J. Barbera,
K. Hosbein

10:10 77. Withdrawn

10:30 78.How do | design a chemical reaction to do
useful work, and how does my reaction impact
society? A case study in reimagining general
chemistry. K.M. Van Heuvelen, GW. Daub, L.
Hawkins, A.R.Johnson, H. Van Ryswyk, D.A. Vosburg

10:50 79.Llearning evaluation in P-Chem lab sequence
that (a) prepares students for and (b) involves them
in authentic research. R. Baker, B.H. Milosavljevic

11:10 Concluding remarks.

SECTION C

Marriott Marquis San Diego Marina
Balboa

Green & Sustainable Chemistry Theory &
Practice: Chemistry & Water

Cosponsored by CEl and I&EC
E.J. Brush, J. E. Wissinger, Organizers, Presiding

8:30  Introductory Remarks.

8:40  80.Teaching students to think about what it
means to be “green”. D.A. Laviska, W.R. Murphy,
C.E. Marzabadi, R.L. Augustine, S. Tanielyan

9:00  81. Organic laboratory experiments in water. D.A.
Vosburg

9:20  82.Edible water capsules: Hydrogels with a
sustainable purpose. J.E. Wissinger, E. Corcoran, C.
Knutson, M.C. Enright

9:40 Intermission.

9:55  83. Engaging chemists through the UN sustainable
development goals. D. Constable

10:35 84. Chemical leasing and the implementation
of a Moore’s Law for chemistry. M.W. George, M.
Poliakoff, P. Licence

10:55 85. UN sustainable development goals as a
framework to foster the use of high impact
practices for integrating and scaffolding green and
sustainable chemistry in the curriculum. E.J. Brush

11:15 86.Implementing green chemistry in high school
chemistry curriculum. C. Knutson

11:35 Discussion.
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SECTION A

Marriott Marquis San Diego Marina
Carlsbad

Academic Lab Safety

Cosponsored by CCS and CHAS
S. D. Wiediger, Organizer, Presiding
R. Stuart, Presiding

1:30  Introductory Remarks.

1:35  87. Anaphylaxis induced by peptide coupling
agents: Lessons learned from prolonged exposure
to HATU, HBTU, and HCTU. K. McKnelly, J.S. Nowick

1:55  88.Risk assessment for research students: When
to get help. D.R. Kuespert, N.J. Leon

2:15  89. Chemical health and safety information
in PubChem. S. Kim, J. Zhang, P. Thiessen, A.
Gindulyte, E. Bolton

2:35  90.Is this chemical safe? What do | really need to
know and how do I find out. L.R. McEwen

2:55  Intermission.

3:10  91.Periodic table of the elements of safety. R.M.
I1zzo

3:30  92. Preparing for a safe workplace culture:
Learning and modeling behavior. M.A. Thomson

3:50  93. Withdrawn

4:10  94. Developing rubrics for assessing safety
education case studies. S.D. Wiediger

4:30  Concluding Remarks.

SECTION B

Marriott Marquis San Diego Marina
Mission Hills

Engaging Students in Physical Chemistry

Cosponsored by PHYS
D. E. Gardner, C. M. Teague, Organizers
A. Grushow, Presiding

1:30  Introductory Remarks.

1:35  95.PSl4Education: Graphical computational
chemistry labs using free software. R.C.
Fortenberry, A. Ringer McDonald, B.B. Magers, D.D.
Sherrill

1:55  96.Beyond the analytical solution: Using
mathematical software to enhance understanding
of physical chemistry. A. Ringer McDonald, J.P.
Hagen

2:15  97.Implementing python-based computational
guided inquiry exercises in thermodynamics
and quantum chemistry courses. G.Y. Stokes, T.L.
Guasco, S. Neshyba, P. Rowe, W.C. Pfalzgraff, A.L.
Mifflin

2:35  98. Molecular dynamics simulations of epoxy
resin systems: Experiences from three years of
undergraduate research. L.D. Crosby

2:55  Intermission.

3:15  99. Map for a problem-solving guide for
thermodynamics in physical chemistry. K.E.
Murphy

3:35  100.Implementation of specifications grading
for a junior/senior physical chemistry sequence:
Reflections after year one. K. Mardis

3:55  101.Using a POGIL framework for the keto-enol
NMR experiment. A. Grushow

4:15  102. Making physical chemistry real!l. J. Selco

4:35  Concluding Remarks.

SECTION C

Marriott Marquis San Diego Marina
Balboa

Programs Designed to Promote Greater
Retention in STEM & Chemistry

J. Schwartz-Poehlmann, Organizer
C. Cox, Organizer, Presiding

1:30  Introductory Remarks.

1:35  103. Videos to enhance the introductory chemistry
workshop experiences. K. Grant, G.M. Smeureanu

1:55  104. Toward an effective Hispanic serving
chemistry curriculum. E.J. Menke, L. Reimer, J.M.
Leslie, S. Bidwell, C. Isborn, D.L. Lair, B.J. Stokes, H.P.
Hratchian

2:15  105. P3-STEM: Promoting STEM transfer student
success at multiple minority serving/Hispanic
serving institutions. K.R. Cousins, J. Mallari

2:35  106. STEM persistence effects of teaching
through research: Freshman Research Initiative
at the University of Texas at Austin. R.l. Shear, S.
Engelman, E. Tallman, K.H. Rogers, S.E. Eichhorn

2:55  Intermission.

3:10 107. Do intensive STEM courses help? Comparison
of introductory chemistry tracks. N. Lapeyrouse, J.
Donnelly, A. Eugster, C. Yestrebsky

3:30  108. Incorporation of peer mentors and an
introduction to research into a UNIV 101 course.
D.B. King, J. Stanford, D. Murasko

3:50 109. Using open-ended topics as learning
communities’ focal points to enhance student
engagement and retention. P. Tandler, J.A. Lupica

4:10 110. Collaborative professional development
program for science faculty and graduate students
in support of education reform at two-year,
Hispanic-serving institutions: Graduate student’s
perspective. M. Edwards, S. Brydges, D.R. Brown,
S.M. Lo
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4:30

4:50

5:10

111. Assessment of achievement gaps and equity
in introductory chemistry courses. C.E. Brown
112. Talking about POGIL instead of talking about
leaving. B.M. Fetterly

Concluding Remarks.

SECTIOND

San Diego Convention Center
TBD

Undergraduate Research Posters

Analytical Chemistry

N. Di Fabio, D. Hendricks, Organizers

2:00 - 4:00

113. REU summer research experience examin-
ing sticky paper spray ionization for analysis of
powdered analyte grains. M.S. Laikupu, P. Hettikan-
kanange, G. Klingler, D.E. Austin

114. Quantitative analysis of short chain fatty acid
benzyl ester mixtures by proton nuclear magnetic
resonance spectroscopy. J. Mancuso, N.M. Wachter,
R.P. D’Amelia

115. Accurate, precise, and affordable light
emitting diode spectrophotometer for diabetes
testing in Honduras. D. Decius, C.J. Land, B.M.
Summers, B. Pietrini, T.R. Lozano, J.F. Gomez-
Marquez, M\W. Prairie, S.H. Frisbie

116. Enantiomer migration order reversal of
tetrahydrozoline in capillary electrophoresis.

T. Basiashvili, T. Maisuradze, A. Gogolashvili, B.
Chankvetadze

117. Sensing of single bacteria using blocking
electrochemical collisions and the dependence

of current transients on supporting electrolyte
concentration. S. Jenkins, S.N. Thorgaard

118. Check out my mixed vape: Chemical analysis
of e-cigarette emissions. A. Burns, Y. Li, T. Nguyen
119. Spectrophotometric analysis of anthocyanins
and other juice components. D. Crite, S.D. Wiediger
120. Gold nanoparticle-decorated nickel foam
electrodes for the non-enzymatic detection of
glucose. G. Jimenez-Porfirio, D. Thrush, E. Gillette
121. Characterization of spider silks using NMR
amino acid analysis. M. King, S.K. Davidowski, J.L.
Yarger

122. Investigations of the impact of experimental
error on the spectrophotometric determination of
an equilibrium constant. T. Kawagoe, C.C. Langley
123. Photoactivation investigation of the meso-
tetra(N-methyl-2-pyridyl) and meso-tetra(N-
methyl-3-pyridyl) porphyrins under different

light intensities. L. Sanz, M. Ballester, V. Castro, V.
Hoozen, K. Chamarti

SECTIOND

San Diego Convention Center
TBD

Undergraduate Research Posters
Biochemistry
N. Di Fabio, D. Hendricks, Organizers

2:00 - 4:00

124. Structural determination of *°F labeled KIX
via disulfide tethering. R. Reilly, W.C. Pomerantz, P.
Ycas

125. Investigation of conformational changes

in histone methyltransferase PRDM2 catalytic
domain variants. A.M. Banach, D.E. Wilkinson, E.M.
Kolonko

126. Exploring dynamic disulfide chemistry on
supramolecular fibers. E. Ferraro, R. Haddad, A.
Halmans, J.E. Smith-Carpenter

127. Rational design and characterization of Taqg
DNA polymerases with improved accuracy. K. Lee,
S. Gottlieb, S. Barrett, A. Leconte

128. Quenched-fluorophore design for carbonic
anhydrase sensing. D. Tan, R. Mehta, E.L. Que

129. Crystallization, enzymatic, and

inhibitory studies of M. tuberculosis encoded
methyltransferase importance in pathogenesis.
S.S. Koka, G. Loarer, D.R. Ronning

130. Characterization of manganese uptake in
Chlorella vulgaris. P. Wiwekwin, A. Smythers, D.
Kolling

131. Synthesis of asymmetrical cobalt complexes:
Redox mediators in biohybrid dye sensitized solar
cells. A. Acord, N. Nesheiwat, A. Teodor, M. Vaughn,
B. Bruce, J. Bergkamp

132. Analyzing resveratrol effects on SIRT1 with
warying peptide substrates using an enzyme-
coupled assay. Y. Lee, J. Huynh, C. Cabreros, N.
Wang

133. Preliminary studies on the biosynthesis of
the chemotherapeutic bleomycin by Streptomyces
verticillus. H. Befekadu, C.T. Calderone

134. Study of antioxidant activity of extracts of
agraz (Vaccinium meridionale). S. Velasquez, E.J.
Diaz

135. Synthesis of fluorogenic amino acids to
monitor transpeptidation. A. Yevsikov, Z. Poulos, C.
Kelley, E. Kuru, J. Rittichier, G. Church
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SECTIOND

San Diego Convention Center
TBD

Undergraduate Research Posters
Chemistry Education
N. Di Fabio, D. Hendricks, Organizers

2:00 - 4:00

149. Student authored metaphors of online
collaborative learning: Is it a platypus or rivers
merging?. H. Hollinshead, L.A. Morsch, B.
McCollum, M.T. Wentzel, C. Meredith

150. Synthesizing macrocycles through Asao-
Yamamoto benzannulation. A.T. Champlin, H.
Arslan

151. Hands-on molecular models in color: 3D
printing multi-part molecular models for teaching

136. Investigation of PANi/MWCNT and Pd/
MWCNT nanocomposites towards supercapacitor
applications. F. Beissel, T.F. McFarland

137. Synthesis and electrochemical
characterization of PdCo/MWCNT towards formic
acid fuel cells. J. Morataya, T.F. McFarland

138. Synthesis and electrochemical
characterization of Co/GO and Co/MWCNT
supercapacitors. M. Evenson , T.F. McFarland

139. Inference generation by liberal studies
students in chemistry courses: Latent transition
analysis of explanatory behavior over time. S.
Perez, A. Villalta-Cerdas

140. Synthesis and characterization of

bipyridine cobalt complexes for photosystem-I
biophotovoltaic application. E. Ooi, A. Teodor, M.
Vaughn, B. Bruce, J. Bergkamp

141. Advanced undergraduate lab: Kinetics and
thermodynamics of formation of hypervalent
iodine compounds. R. Kumar, L. Camdzic, N.V.
Tsarevsky

142. Design of chemical engineering experiences
of liquid-liquid extraction into project-based
experimentation for introductory chemistry
laboratories. J. Jimenez, A. Villalta-Cerdas

143. Developing student process skills in a
freshman chemistry laboratory. E. Suh, G.J.
Reynders, R. Sansom

144. Observation of the amyloid beta 1-40
peptide’s coverage shell on the nano-gold surface.
A. Ichiki, S. Hamazaki, K. Yokoyama

145. Cloning and characterizing D-luciferin and
4-bromoluciferin selective mutant luciferases for in
vivo bioluminescence imaging. J. Gewing-Mullins,
E. Reid-McLaughlin, M. Ornelas, W. Lieberman, J.A.
Prescher, A. Leconte

146. Infrared transmission and reflection of Titan
aerosol analogues under vacuum. A.L. Walker, S.M.
Horst, B. Hadnott, C. He, M. Yant

147. Isolation of anti-inflammatory compounds in
mastic gum. L. Ciminera, J.R. Pruitt

148. Faculty perspectives of facilitating an online
collaborative learning experience. C. Pinder, D.
Skagen, L.A. Morsch, B. McCollum, M.T. Wentzel

sterics and reactivity in organic chemistry. H.
Martin, S. McAvoy, J.K. Klosterman

152. Creating a supercritical carbon dioxide
chamber for classroom applications. M. West, B.
Veldman

153. Agro-plastics in Mexico: Why not incinerate or
leave them?. G. Lopez-Reyes, |. Gavilan-Cruz

154. Student perceptions of science practices

in the general chemistry laboratory course. J.
Lampert, C. Schnoebelen, S. Brydges, T.J. Bussey
155. First year of graduate school: Case study of
teacher identity developement for a chemistry
teaching assistant. D. Callahan, C. Schnoebelen, S.
Brydges, T.J. Bussey

156. Developing a method for investigating
molecular structure that uses low-cost materials
with no or limited toxicity in an undergraduate
chemistry laboratory. J. Milburn, C.C. Langley

SECTIOND

San Diego Convention Center
TBD

Undergraduate Research Posters

Computational Chemistry
N. Di Fabio, D. Hendricks, Organizers

2:00 - 4:00
157. Preparation and use of an organoclay for
the removal of triclosan in water. L. Amézquita, F.
Arévalo, F. Cifuentes, D. Cujcuj, D. Diaz, C. Escobar,
M. Hernandez, A. Hernandez, C. Hernandez, J. Mar-
roquin, J. Medina, G. Quevedo, R. Rivera, F. Tzunux,
C.E. Torres, S. Echeverria
158. Analyzing anion concentrations in San
Antonio topwaters with ion chromatography. P.
Smith, N. Genthon, C.A. Smith
159. Size consistent real space geminal power. .
Craig, B. Van Der Goetz, E. Neuscamman
160. Methanol, dimethylsulfide, and methylamine
concentrations in peatland porewaters. D. Chang,
C. Pierson, K. Ishimine, S. Schwager, J. David, E.L.
Hanna, J. Keller, C. Zalman, W.J. De Bruyn
161. Organic field effect transistors: Analytic
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simulation. Z. Porche, B. Veldman

162. Simulations of serine vs. sulfoserine: Mass
spectra and fragmentation pathways during CID. K.
Lucas, G.L. Barnes

163. Accumulation of particulate matter on local
leaf samples. M.K. Dustin, M. Kondel, G. Chilom
164. Encapsulation of fertilizer in starch-
chitosan spheres: Synthesis, characterization,
and application. A.N. Quintana-Martinez, A.M.
Gonzalez-Mederos

165. Partitioning, diffusion, and self-assembly
dynamics of protein and fatty acid mixtures in
marine aerosols. A.R. Mitchell, A. Dommer, R.E.
Amaro

166. Automated machine learning of accurate
many-body potentials for molecular simulations.
E. Bull-Vulpe, K.R. Ganapathy, M. Riera, Y. Zhai, F.
Paesani, AW. Goetz, S.E. Brown

167. Insights into proton uptake in cytochrome c
oxidase from DFT calculations. T. Goh, W.H. Du, Y.
Chen, K.A. Hartfield, D.E. McRee, AW. Goetz

168. Theoretical studies of CO, adsorption and
separation in two isostructural scandium-based
metal-organic frameworks. A. Varghese, T. Pham

SECTIOND

San Diego Convention Center
TBD

SECTIOND

San Diego Convention Center
TBD

Undergraduate Research Posters

Inorganic Chemistry
N. Di Fabio, D. Hendricks, Organizers

2:00 - 4:00
173. Syntheses, characterization, and reactivity
of cobalt(ll) model complexes for liver alcohol de-
hydrogenase. J.R. Miecznikowski, S. Zygmont, E.E.
Mircovich, J.P. Jasinski, E. Reinheimer, B.Q. Mercado
174. Single-source vs multi-source approaches to
chalcopyrite nanomaterials. L.J. Maxton-Renner,
M.J. Jenkins, AW. Holland
175. Oxidative hydroarylation of styrenes with a
Rh(1) catalyst: Single-step synthesis and isolation of
stilbenes. L.I. Frye, W. Zhu, X. Jia, T.B. Gunnoe
176. Determining metal contaminants in turtle
scutes through X-ray fluorescence. C. Laxdal, R.L.
Burke, S.G. Sobel
177. Investigation of dimethyl methylphosphonate
adsorption and decomposition activity with
isotope-labeled materials. C. Zweifel, K. Huynh, M.
Zachariah
178. Analysis of thermite reaction behavior for
80-labeled metal oxides. K. Ehrhardt, K. Huynh, M.
Rehwoldt, M. Zachariah

Undergraduate Research Posters
Green Chemistry & Sustainability
N. Di Fabio, D. Hendricks, Organizers

2:00 - 4:00

179. Mechanistic study of the chemical
components in the solid electrolyte interphase. D.
Peterson, K. Huynh, L. Wang, BW. Eichhorn

180. Magnetism and crystal structure of new Ti Co
B structure-type quaternary borides: Zr MnRu B

169. Zeolite gas separation from methane in
anaerobic digestion. V.P. Bustamante, J. Hansen, J.
Richards

170. Analysis of common anions in a small lake
with a twenty-year old plus bird roost. E. Nuno
Gutierrez, C.A. Smith

171. Novel catalyst synthesis technique using
atomic beam deposition. B. Thompson, R. Fushimi,
R. Rodriguez

172. Orange vs. green: Evaluating and modifying
laboratory experiments for inclusion in an
organic chemistry curriculum that focuses on
sustainability and stewardship. A. Rodriguez, K.G.
Otto, D. Gamarro, S. Battaglia, W. Kohman, D.A.
Laviska

and Hf FeRu B. N. Bakshi, B. Fokwa, P. Shankhari

SECTIOND

San Diego Convention Center
TBD

Undergraduate Research Posters

Medicinal Chemistry
N. Di Fabio, D. Hendricks, Organizers

2:00 - 4:00
181. Examining methods for the synthesis of
azo-indole compounds. Z.T. Plummer, C. Streu
182. Photoactive nanoparticles for melanoma
treatment. D.M. Sodders, N.H. Abd Ellah, M.R.
Warmin, M.J. Baldwin, G.M. Pauletti, C.E. Larrabee
183. Design, synthesis, and evaluation of
5-hydroxy-2-(3-phenylpropyl)chromone derivatives
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as 5-HT,, receptor ligands. M. Kim, M. Truss,

V. Plascencia, H. Wang, S. Zaidi, Y. Zhang, D.A.
Williams

184. Optimization and characterization of
everolimus-releasing liposomes as a potential
application for coronary stents coating to prevent
restenosis. G. Torres Flores, A. Rodriguez-Garcia, Y.
Vega, A. Gonzalez-Horta

SECTIOND

San Diego Convention Center
TBD

Undergraduate Research Posters

Nanochemistry
N. Di Fabio, D. Hendricks, Organizers

2:00 - 4:00
185. Direct co-delivery of supramolecular nanopar-
ticle-protein assemblies for genetic knock-in. V.
Clark, D. Luther, V.M. Rotello
186. Synthesis and characterization of luminescent
dual-ligand gold nanoparticles. C.R. Scholtz, B. Yoo,
A. Mori-Kreiner, J.D. Steinkruger, C. Zhou
187. Synthesis and characterization of gold
nanoparticles as electrochemical catalysts. V. Segui
Barragan, M.G. Weir
188. Effect of hydrophobic counterions on
undecylenic acid-based micelle formation. R.D.
Burns, D.J. DuPonty, M.R. Warmin, C.E. Larrabee
189. Influence of synthesis method on the
morphology and piezoelectric properties of
Y, 0757005 Tio s 0,055 PETOVSkite material. D.A.
Sandoval Salaiza, S. Garza-Castillo, M.A. Velasco-
Soto
190. Effects of pH on the oxidation of ethanol and
methanol on Pt-decorated Ni electrodes. C. Guijon,
E. Gillette

SECTIOND

San Diego Convention Center
TBD

Undergraduate Research Posters

Organic Chemistry
N. Di Fabio, D. Hendricks, Organizers

2:00 - 4:00
191. Synthesis of enantiomerically pure orthogo-
nally protected monosubstituted piperazines as
intermediates for library production. M. Shah, S.
Chamakuri, D. Young
192. Investigations into the biosynthesis of
roseophilin. M.C. Guo, M.M. Vega, R.J. Thomson

193. Investigation of the synthesis of oxazolines
through amide bond formation. C. Stobart, R.
Grote

194. Synthesis of styryl-BODIPY with iodine
substitution at 2,6 positions. I. Dickenson, P.
Hewavitharanage

195. Evaluating the role of polarization in halogen
bonding. O. Grounds, K. Auker, SV. Rosokha

196. Spectral, structural, and thermodynamic
characteristics of m-bonded dimers between
cation-radicals of tetrathiafulvalene derivatives. J.
Brown, S.V. Rosokha

197. Kinetic NMR investigation of the Steglich
esterification. L.M. Williams, L.J. Rasmussen, E.M.
Kolonko

198. Functionalizing a quinone chromophore for
immobilization on electrode surfaces. G. Lindsay,
H. Arslan

199. Coordination of phosphate diester ligands
to bismuth(l11). E. McKnight, Z. Ali, G. Bailey, N.
Kretekos, C. Milander-Mashlan, J. Stromberg, R.
Lalonde

200. Synthesis, screening, and polymerization of
non-estrogenic BPA mimics. A. Basile, I. Parish, C.
Anderson, J. Hankey, J. Lin, S. Grow, A.L. Hammock,
P. Harrison, S.T. Hobson

201. 9-BBN catalyzed hydroboration of
phenylacetylene with pinacolborane. G. Ruesch, S.
Rowley, M. Mifflin, N.S. Werner

202. Syntheses of novel solvent molecules for

use in solvate ionic liquids. J. Allred, A. Bennett, K.
Roberts, S.C. Pilcher

203. Investigation of microwave energy in the
synthesis of heterocycles related to medicinal
chemistry. V. Brown, L. Maez, E.A. Nalley

204. Green synthesis of azolines and imidazoles
using microwave and ultrasonic energy and their
use in drug design. R. Paris, ST. Myers, E.A. Nalley
205. Summer REU research in Bordeaux, France. T.
Hinkle, E.A. Nalley

206. Green chemistry synthesis of imidazoles and
other heterocyclic nitrogen compounds. R. Paris,
S.T. Myers, E.A. Nalley

207. Photocatalytic degradation of acesulfame
potassium using TiO,/UVA, S,0,.*/Fe**/UVA, and
H,0,/Fe**/UVA processes. S. McBride, C. Bryan
208. Characterization by 1D and 2D NMR of
substituent effects on chalcone-like derivatives. P.
Bowry, M. Young, P. Gordon, D. Nguyen, A. Zeng
209. Palladium-catalyzed cycloisomerization

of allenes to access densely functionalized
cyclopentenes. E.M. Landwehr, R.D. Reeves, J.M.
Schomaker
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SECTIOND

San Diego Convention Center
TBD

Undergraduate Research Posters

Physical Chemistry
N. Di Fabio, D. Hendricks, Organizers

2:00 - 4:00
210. Identification of the pyrolysis products of
gamma-butyrolactone. T. Martin, G.J. Brown, M.J.
Ellis, H.N. Legg, K.M. Narkin, L.R. McCunn
211. Evaluation of surface treatment. T. Tsareva, M.
Groth, M. Soriano, R. Ellis, B. Veldman
212. Spinel nanocrystals for insights into planet
formation. E.M. Valencia, R.C. Fortenberry

SECTIOND

San Diego Convention Center
TBD

Undergraduate Research Posters
Polymer Chemistry
N. Di Fabio, D. Hendricks, Organizers
2:00 - 4:00
213. Synthesizing and measuring the properties

of an azobenzene-based photo-responsive liquid
crystal elastomer. T. Shea, A. Woodyard, Z. Kurji

VIONDA =
[ ——
SECTION A
San Diego Convention Center
TBD

Successful Student Chapters

8:00 - 10:00
214. Essex County College discovery and innovat-
ing. A. Gonzales, N.H. Marashi
215. Withdrawn
216. San Diego Miramar College chemistry
affiliate: ACS student chapter emphasizing
diversity, discovery and community service. G.L.
Smith, A. Uribe, M.P. Troester, A. Peshina, K. Nagan,
S.Chang
217. From the chemistry to the community: ACS
Uniandes international student chapter. D. Garzon,
C. Granados, C. Lizarazo
218. Science and chemistry for everyone at
Tecnologico de Monterrey. N. Baeza, P. Uribe, G.
Torres, M. Medina, . Palestino, M. Medina, A.
Medrano, J. Arriaga, J. Matzui

219. Mexico’s first ACS international student
chapter “Catalyst”. C. Minutti Zanella, P. Crespo,
M.A. Mendez-Rojas

SECTION B

San Diego Convention Center
TBD

Sci-Mix
I. Black, P. L. Daubenmire, L. Wang, Organizers

8:00 - 10:00
7,18, 37,38, 39,40, 41, 42,43, 49,50, 53, 54, 56,
71,74,78,79, 105, 106, 107. See Previous Listings.
227,237, 241, 277, 278, 304, 307, 308, 309, 310.
See Subsequent Listings.

DJA WV

SECTION A

Marriott Marquis San Diego Marina
Carlsbad

GSSPC: From Oceans to Clouds: The
Environmental Chemistry of Water

Cosponsored by PRES

K. J. Mayer, Organizer

M. Alves, Organizer, Presiding
K. Mayer, Presiding

8:30  Introductory Remarks.

8:40  220. Per- and polyfluoroalkyl substances (PFAS) in
the environment: Lessons learned from studying
adsorption to porous solids. P. Edmiston

9:20  221. Polymer-clay composite geomedia for trace
contaminant removal in urban stormwater
treatment systems. J. Ray, |. Shabtai, M. Teixido, Y.
Mishael, D.L. Sedlak

10:00 Intermission.

10:10 222. Reactivity of iron in aerosols and cloud
droplets: Adsorbed versus bulk water. H.A. Al-
Abadleh

10:50 223.Influences of temperature, humidity,
composition, volatility, and time on the amorphous
phase transitions of organic aerosols. M. Petters,
S. Petters, N. Rothfuss, A. Tandon, S. Kasparoglu, W.
Champion, A. Grieshop, P. Ziemann, S. Kreidenweis,
PJ. DeMott, A. Marsh, G. Rovelli, J. Reid

11:30 224. Thirty years with my head in the clouds:
Laboratory studies of atmospheric water. M.
Tolbert
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SECTION B

Marriott Marquis San Diego Marina
Mission Hills

State of the Art: Diversity & Inclusion in
Chemistry Education

Cosponsored by CEl and PROF
C. H. Middlecamp, Organizer
P. L. Daubenmire, Organizer, Presiding

8:30  Introductory Remarks.

8:35 225, Diversity and inclusion: Power of questions.
C.H. Middlecamp

8:55  226. Where to start? A toolkit for broadening
participation in STEM. R.M. Burks

9:15  227. Curricular reform in light of inclusive
pedagogy: Faculty development and student
support. S.A. Kennedy

9:35  228. Developing and implementing a plan for
inclusive excellence within the POGIL Project. G.H.
Webster

9:55  Intermission.

10:05 229.How active learning practices may impact
students differently: Exploring the experiences of
students with concealable identities. S. Brownell,
K. Cooper

10:25 230. Where are the women? Diversity and
inclusion in nuclear chemistry education in
Tennessee. J.M. Iriarte-Gross

10:45 231. Learning about science ethics and diversity
through movies: Case study approach. D.J. Nelson

11:05 232.DEIAininformal learning: Case study from
the Museum of Science and Industry Chicago. S.
Raposo, L. Makdisi, N. Joseph

11:25 Intermission.

11:35 233. UN sustainable development goals as a
framework to introduce discussions of diversity
and inclusion in chemistry education. E.J. Brush

11:55 234.Sharing cycle of science learning: Method
to connect college STEM courses with tribal
community topics that enhance sovereignty. M.A.
Griep, B. DeVore-Wedding, J. Woodard, H. Miller

12:15 235. Chemistry at the margins: Joining the
offerings of higher education to refugees in the
Jesuit Worldwide Learning (JWL) network. P.L.
Daubenmire

SECTION C

Marriott Marquis San Diego Marina
Balboa

Research in Chemistry Education

R. Komperda, Organizer
T.J. Bussey, Organizer, Presiding

8:30  Introductory Remarks.

8:35  236. Investigation of the impact of a zoo-context
chemistry laboratory on undergraduate learning
and conservation perspectives. T.E. Hernandez, D.
Donnelly, E.C. Person

8:55  237.Chemistry communication practice through
online collaborative learning. L.A. Morsch, B.
McCollum, M.T. Wentzel

9:15  238. Student and faculty perceptions of science
practices in undergraduate chemistry laboratory
courses. C. Schnoebelen, T.J. Bussey, S. Brydges

9:35  Intermission.

9:50  239. Easy as one, two, three: Adapting CER for the
college chemistry classroom. R. Sansom

10:10 240. Leveling the playing field: Flipped instruction
as a tool for promoting equity in general chemistry.
S.F. Bancroft, S. Fowler, M. Jalaeian, K. Patterson

10:30 241. Dissecting the flipped classroom: Research
on which aspect of the flipped classroom most
impacts student learning and implications for
practitioners. J.F. Eichler, M.D. Casselman

11:10 Concluding Remarks.

Gerry Meyer: The First 100 Years

Sponsored by SCHB, Cosponsored by BMGT, CHED, ENFL,
HIST and SCC

Henkel Outstanding Graduate Research in
Polymer Chemistry in Honor of Jovan Kamcev

Sponsored by POLY, Cosponsored by CHED and PMSE

SECTION A

Marriott Marquis San Diego Marina
Carlsbad

GSSPC: From Oceans to Clouds: The
Environmental Chemistry of Water

Cosponsored by PRES

K.J. Mayer, Organizer

M. Alves, Organizer, Presiding
K. Mayer, Presiding

1:30  Introductory Remarks.

1:40  242. Arctic chlorine chemistry influenced by
snowpack photochemistry and NO_pollution.
S. McNamara, A. Raso, S. Wang, K. Custard, P.B.
Shepson, K.A. Pratt

2:20  243. Canvariability in the western North Atlantic
plankton bloom be detected in the properties of
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ambient marine aerosol?. P. Quinn, T. Bates, D.
Coffman, L. Upchurch

3:00 Intermission.

3:10  244. Atmospheric organic nitrates, secondary
organic aerosol, and aqueous phase chemistry.
P.B. Shepson, J. Slade, T. Jayarathne, A. Morales, J.
Rindelaub

3:50  245. Water-air interfaces: Natural reaction
environments. V. Vaida

4:30  246. Water as the “Great Enhancer” in gas phase
and heterogeneous atmospheric reactions. B.J.
Finlayson Pitts, V. Perraud, J. Xu, W. Wang, R.B.
Gerber

5:10 Concluding Remarks.

SECTION B

Marriott Marquis San Diego Marina
Mission Hills

Hands-on Chemistry Beyond the Classroom:
Chemical Education in Informal Settings

S. Raposo, Organizer, Presiding

1:30  Introductory Remarks.

1:35  247.Let’s do chemistry: Applying a framework for
the design and facilitation of hands-on chemistry
activities to promote interest, relevance, and self-
efficacy. D.F. Sittenfeld

1:55  248.Theoretical framework of the Let’s Do
Chemistry project: Overview of research findings
that informed the evolution of the framework. H.
Velazquez, E. Kunz Kollman, M. Bequette, M. Beyer,
A. Anderson, G. Haupt, O. Weitzman, C. Heikel, G.
Svarovsky, N. Lewis

2:15  249. Looking at space through Lake Michigan:
Hands-on, learning-by-doing, and citizen science
perspectives in informal settings. S. Raposo, L.
Makdisi, C. Bresky

2:35  250. Chemistry education at the Grand Rapids
Public Museum: Engaging students in water
quality monitoring. E.N. Koren

2:55  Discussion.

3:05 Intermission.

3:20  251. Structural chemistry in an unstructured way:
Teaching crystallography in informal settings. A.
Sarjeant, S. Ward, M.P. Lightfoot, I. Bruno

3:40 252. Community engagement for healthy oceans:
Green chemistry & bioplastics. K. Anderson, J.
Butler

4:00  253.Instrument maintenance and use outside
of the traditional classroom: Training the next
generation of undergraduate students. M.L. Agan

4:20  Discussion.

4:30  Concluding Remarks.

SECTION C

Marriott Marquis San Diego Marina
Balboa

Research in Chemistry Education

T.J. Bussey, Organizer
R. Komperda, Organizer, Presiding

1:30  Introductory Remarks.

1:35  254.Impact of guided-inquiry approaches in
physical science laborartory curriculum for K-8
teachers. A. Sangha, D. Donnelly

1:55  255. Using what students know: Learning how
secondary chemistry teachers apply informal
analysis techniques to assessment results. A.G.
Schafer, E.J. Yezierski

2:15  256. PDConnect: Scalable community approach to
improving instruction in AP Chemistry nationwide.
G.T. Rushton, D. Yaron, L. Shah, C. Kulkarni

2:35  Concluding Remarks.

Gerry Meyer: The First 100 Years

Sponsored by SCHB, Cosponsored by BMGT, CHED, ENFL,
HIST and SCC

SECTION A

Marriott Marquis San Diego Marina
Balboa

3D Printing in Chemistry Education: Where,
Wherefore & Whereto

A. Leontyev, Organizer
J. K. Klosterman, Organizer, Presiding

8:30  Introductory Remarks.

8:35  257. Applying 3D printing technology to K-12 STEM
and high school internship education. T. Zhang,
R.A. Bubeck

8:55  258. Skeletides: Modular, simplified physical model
of protein secondary structure. P. Asachi, J. Dang,
R.K. Spencer, H. Martin, R.N. Zuckermann

9:15  259. Multi-color space-filling molecular models:
Simple method for single filament FDM 3D
printing of multi-part molecular models. J.K.
Klosterman, H. Martin, E. Eisner, S. McAvoy

9:35  260. Modeling polymers for tactile learning with
3D printing. M.M. Nolan, T. Davidson, S. Russell
Gonzalez, E. Williams

9:55  261. Best practices for student-guided 3D printing
activity in large lecture courses. D. Fourches, J.A.
Feducia

CHED — DIVISION OF CHEMICAL EDUCATION 137
Draft Technical Program as of July 10, 2019



10:15
10:30

10:50

11:10

11:30

11:50

Intermission.

262. Visualization of potential energy function
using an isoenergy approach and 3D prototyping.
A. Teplukhin, D. Babikov, B.K. Kendrick

263. 3D printing new models to teach potential
energy concepts in organic chemistry. F.A. Carroll,
D.N. Blauch, M.T. Bovino

264. Increasing accessibility and analytical
accuracy in 3D-printable smartphone
spectrophotometers. A.W. Smith

265. 3D-printed, low-cost direct-ink write auger
extruder for expanding printable materials. J.
Misiaszek, Y.J. Wang

266. Next generation 3D printed tools for active-
learning in the chemistry laboratory: Advances

in producing “multifunctional” and “smart”
analytical instrumentation. L.A. Porter

SECTION B

Marriott Marquis San Diego Marina
Mission Hills

General Papers

S. A. Fleming, Organizer
R. Quinones, Presiding

8:30
8:35

8:55

9:15

9:35

9:55
10:10

10:30

10:50

11:10

Introductory Remarks.

267. Making the most of the first lab period of
organic chemistry. J.N. Nalbandian

268. Development of a diboron(4)-mediated
transition metal-catalyzed alkene transfer
hydrogenation reaction for undergraduate
instructional organic chemistry laboratories. J.
Alvarenga, J. Ochoa, D. Jaramillo-Fellin, J.M. Leslie,
B.J. Stokes

269. Comparing and contrasting undergraduate
organic chemistry textbooks. D.J. Nelson

270. “Real-world” approach to qualitative organic
analysis. S.W. Bigger, D. Caridi, A. Smallridge
Intermission.

271. Teaching chemistry and art through engaging
case studies and hands-on activities. L. Wang
272. Lessons in stereochemistry: Resolution,
synthesis, and characterization of biologically
relevant amino acids. A. Marciniak, K.A. Scott, W.G.
Benson, R. Polt

273. Comparing free radicals in sunscreen-treated
pig skin as revealed by electron paramagnetic
resonance spectroscopy. R. Quinones, D. Kolling,
D.N. Shoup, A. Smythers, S.A. Nickel, T.D. Westfall,
C. Epperly

274. Chemistry of water and wastewater:
Undergraduate course in water chemistry. E.A.
Nalley

11:30 275. Simultaneous determination of 6-gingerol

and 6-shogaol in dried ginger by high-performance
liquid chromatography in undergraduate research.
K. Johnson, G.R. Khalsa

SECTION A

Marriott Marquis San Diego Marina
Balboa

Leveraging Collaborative Research for
Collaborative Outreach

M. Krause, D. Watt, Organizers, Presiding

1:30
1:40

2:10

2:40

3:10
3:30

4:00
4:30

5:00

Introductory Remarks.

276. Leveraging resources to create lasting
infrastructure to support STEM diversity. M. Napoli,
A. Lubin, O. Aguirre, W. Ibsen, S. Davis

277. Workforce learning through a university-
community college-government partnership for
STEM professional success for underrepresented
populations. M. Napoli, N. Balos, J. Green

278. Building pathways: Evolution of research and
outreach alliance with HBCUs. U. Okafor, D. Watt
Intermission.

279. CCHF science outreach: Taking complex topics
in chemistry to the community. D. Bale, D. Morton
280. Blogging as collaborative outreach. M. Krause
281. It’s all fun and games when the bond breaks:
Collaborative research in science education games.
D. Watt

282. Big friendly science: How scalability,
modularity, and personability have allowed a
chemistry research center to reach millions. C.
Parsons, C. Conwell, J. Perry

SECTION B

Marriott Marquis San Diego Marina
Mission Hills

General Papers

S. A. Fleming, Organizer
D. Brock, Presiding

1:30
1:35

1:55

Introductory Remarks.

283. Continuing education in chemistry: My
educational adventures. A. Rahman

284. Doing what we want our students to

do: Video project to build connections across
disciplines. S. Seethaler, A. Burgasser, T.J. Bussey, J.
Eggers, S.M. Lo, J. Rabin, L. Stevens, H. Weizman
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2:15  285. Computational notebooks for
cheminformatics. P.J. Kowalczyk

2:35  Intermission.

2:50  286. Success starts in the summer before college
begins: Workshop program for preparatory level
college chemistry students with potential for
revised placement. R. Hatfield, T. Moss, E. Houlihan,
D.J. Wink, G.A. Papadantonakis

3:10  287.Assessment of chemistry competencyina
first-year integrated science course. D. Brock, F. Lee

3:30  288. Withdrawn

3:50 Intermission.

4:05  289. Transformative education drive at the
American University of Beirut. B.R. Kaafarani, D.A.
El-Achi

4:25  290. Block-mode delivery of undergraduate
chemistry: Eighteen months on. D. Caridi, S.W.
Bigger, A. Smallridge

4:45  291. Engaging San Jose State University freshman
students in authentic research experience. L.E.
Cheruzel

5:05  292.Incorporation of benchtop NMR spectroscopy
into undergraduate laboratories. J. Araneda, S.

Riegel, T. Chu
HURSDE
|

SECTION A

Marriott Marquis San Diego Marina
Mission Hills

Get the Facts Out: Faculty & Student
Perceptions of K - 12 Teaching Careers

T. M. Chambers, K. Thompson, Organizers, Presiding

8:30  Introductory Remarks.

8:45  293. University of Northern Colorado Department
of Chemistry and Biochemistry’s secondary science
teaching program. R.W. Schwenz

9:05  294.Informal science teaching as a gateway to
careers in science education. R. Sansom

9:25  295. Newberry College Noyce program REMAST,
recruit and engage math and science teachers,
phase | (2009-2015) and phase 11 (2015-2020).

C.P. McCartha, C. Horn, R. Stubbs, N. Simmons, S.
Peters, C. Aulbach, K. Simmons, G. Rushton

9:45  Intermission.

9:55  296. Access to inquiry: Recruiting students for 6-12
STEM education. C. Slown

10:15 297.Understanding factors that influence
students’ choices to pursue a career in teaching.
M.L. Head, A. Deason, G. Rushton, D. Rosengrant

10:35

10:55
11:15

298. Building support at the university, college,
and department level for recruiting and retaining
secondary education majors in chemistry, physics,
and math. J.B. Nielson

Discussion.

Concluding Remarks.

SECTION B

Marriott Marquis San Diego Marina
Balboa

Technology in Chemical Education

C. Rezsnyak, Organizer, Presiding

8:30
8:35
8:55

9:15

9:35

9:55

10:15

10:35
10:50

11:10

11:30

11:50

12:10

12:30

Introductory Remarks.

299. Withdrawn

300. Modernization of a first-year chemistry course
through a supported course redesign program. D.
Brock, P. Kyriacou, F. Lee

301. Practical reflections and suggestions on
creating video materials for flipping a class. E.P.
Stevens

302. Supplementing physical solid state models
with virtual reality models. S.D. Wiediger, T. Kiraz,
M. Robinson, K. Tammen, R.M. Towne

303. Membrane proteins can be exciting too. S.
Austin

304. Effective use of multi-media learning objects
in teaching chemistry. J. Selco

Intermission.

305. Applying maker education to chemistry
education. S. Kang

306. Raspberry Pi enabled OERs (open education
resources). R.E. Belford, A. Holt, E.C. Bucholtz, D.S.
Larsen, E. Dourlain, E. Choate, H. Agnew, P. Hudson
307. Active learning in organic chemistry
integrating LibreTexts: OER multimedia digital
resource. L.A. Morsch

308. Technology enhanced learning for organic
chemistry. K. Huynh

309. Using Mathematica to bring computational
chemistry into the classroom. J.D. Biggs

310. Integrating chemistry Wikipedia projects to
foster scientific communication skills. T. Qin
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CINF

DIVISION OF CHEMICAL INFORMATION

S. Cardinal, Program Chair

B
-

SECTION A

Omni San Diego Hotel
Grand Ballroom A

Text-Mining & Natural Language Processing
for Chemical Information: From Documents to
Knowledge

R. J. Bienstock, Organizer
J. L. Nauss, Organizer, Presiding

9:00 Introductory Remarks.

9:05  1.Enhancing data-driven summarization of
relations between chemicals, genes, proteins,
and diseases based on text mining of biomedical
literature. L. Zaslavsky, A. Gindulyte, P. Thiessen, E.
Bolton

9:25 2. Introducing automated polymer data extractor
tool. C. Dai, K. Schmidt, DY. Zubarev, V.A. Piunova,
K. Surugucchi, D.P. Sanders

9:45 3. Extraction of polymer-related information in the
cheminformatics tool CIRCA. K. Schmidt, C. Dai, T.D.
Griffin, K. Surugucchi, DY. Zubareyv, V.A. Piunova, N.
Park, J. Hedrick, L.C. Anderson, D.P. Sanders

10:05 Intermission.

10:20 4. Abstract recommendation system: beyond
word-level representations. V. Korolev, A.
Mitrofanov, B. Sattarov, V. Tkachenko

10:40 5. Current challenges in text-mining for chemical
information. R.A. Sayle, JW. Mayfield, N. O'Boyle

11:20 6. MOLVEC: Open source library for chemical
structure recognition. T. Peryea, D. Katzel, T. Zhao,
N. Southall, D. Nguyen

11:40 Concluding Remarks.

SECTION B

Omni San Diego Hotel
Grand Ballroom D

Nothing New Under the Sun: The Practical
Challenges of Patent Novelty Searching

Cosponsored by CHAL and CPRM

Financially supported by Patent Information Users Group
(PIUG)

S.R. Adams, E. S. Simmons, Organizers, Presiding

8:10 Introductory Remarks.

8:20 7. Patent novelty searching: Scope of prior art. E.S.
Simmons

8:50  8.Quality of indexing for non-patent literature and
its implications for retrieval of relevant prior art.
S.R. Adams

9:20 9. Finding what others miss: Comprehensive prior-
art resources for chemical substance searching. J.
Zabilski

9:50  Intermission.

10:00 10. Practical pointers for conducting prior
art searches for small molecules, a patent
practitioner’s point of view. F.J. Koszyk, X. Pillai

10:30 11. What’s new with scientific content in Google
patents. I. Wetherbee, S. Boyer, J. Frommer, V.
Mehta, B. Arneson

11:00 12. Non-patent literature citations in EPO
opposition and limitation proceedings. S.R. Adams

11:30 13.Inventions for sale? Navigating the on-sale bar
under the America Invents Act. J.L. Krieger

SECTION C

Omni San Diego Hotel
Grand Ballroom E

Importance of Collaboration to Create Student
Success in the Laboratory & Beyond

Financially supported by CAS
S. P.Kuhn, Organizer
M. Pozenel, Presiding

8:30  Introductory Remarks.
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8:35 14. Science librarian, a chemical educator, and an
EHS professional walk into a lab: Laboratory safety
as a collaborative teaching tool. L.R. McEwen, S.B.
Sigmann, R. Stuart

9:00  15. Innovative teaching collaboration provides
students with practical drug discovery experience.
T.E. Mansley, R.L. Broadrup, B. Perry, H. Ahamed, T.
Aramburu

9:25  16. Driving student success through
undergraduate internships in biopharma. N.
Hawryluk

9:50  17. Evolving data needs in chemistry and bio-
sciences: What role can a librarian play in creating
student success?. S. Ramachandran, K. Howell

10:15 18. Training the biomedical workforce for long-
term career success. A. Bankston

10:40 19.Business of student success. J. Rosenberg

11:05 Panel Discussion.

11:55 Concluding Remarks.

Bibliography of Chemistry
Chemical Bibliography
Sponsored by HIST, Cosponsored by CINF

Immersive Virtual Reality for Molecular Design
Sponsored by COMP, Cosponsored by CHED, CINF and COMSCI

Nanoinformatics: Information & Data Sciences
Applied to Nanomaterials Synthesis, Properties
& Biological Effects

Nanoinformatics for Nanomedicines
Sponsored by COLL, Cosponsored by CINF

SECTION A

Omni San Diego Hotel
Grand Ballroom A

Text-Mining & Natural Language Processing
for Chemical Information: From Documents to
Knowledge

R.J. Bienstock, Organizer
J. L. Nauss, Organizer, Presiding

1:30  Introductory Remarks.

1:35  20. Automatic identification of relevant chemical
compounds from patents. S.A. Akhondi, H. Rey, M.
Schworer, M. Maier, J. Toomey, H. Nau, G. lichmann,
M. Sheehan, M. Irmer, C. Bobach, M. Doornenbal,
M. Gregory, J. Kors

1:55  21. Augmenting manual curation of chemical

patent information in the Derwent World Patents
Index. A. Klein, S. McGhee, J. Hookes

2:15  22.Journey continues: Addition of French,
Russian, Chinese, Korean, and Japanese patents to
PATENTSCOPE ChemSearch. J. EibImaier, C. Mazenc,
D. Geppert, L. Isenko, H. Saller

2:35  Intermission.

2:50  23. Automating chemical structure and inhibition
data extraction from patents: Text-mining
approach. F. Costa, I. Haldoupis, J.L. Nauss, A.
Hinton

3:10  24.BioAssay express: Creating and exploiting
assay metadata. P. Cheung, A. Clark, J. Darlington

3:30 25. Building fast, robust, and reliable prediction
models using very large biological data sets. L.
Weber, H. Boehm

3:50  Concluding Remarks.

SECTION B

Omni San Diego Hotel
Grand Ballroom D

Chemical Nomenclature & Representation: Past,
Present & Future

Cosponsored by HIST and NTS

Financially supported by International Union of Pure
and Applied Chemistry (IUPAC); Chemical Structure
Association Trust (CSA Trust); InChl Trust

G. Grethe, H. A. Lawlor, L. R. McEwen, Organizers

M. M. Rogers, Organizer, Presiding

1:15  Introductory Remarks.

1:20  26.1UPAC and its role in the development
of chemical nomenclature and structure
representation. R. Hartshorn

1:45  27.1UPAC brief guides on nomenclature: Summary
of the key nomenclature principles addressed in
IUPAC colored books. M.M. Rogers

2:10  28. Evolution of CAS nomenclature: Past, present,
and future. M.A. Strausbaugh

2:35  29. Updating the Braille Code of Chemical Notation
1997. P. Verhalen

3:00 Intermission.

3:15  30.Carbon nanotube nomenclature: Challenges of
naming emerging materials. E. Mansfield

3:40  31.Chemical nomenclature from books to
computers: ACD/Name and IUPAC Division VIII. A.
Yerin

4:05 32. IUPAC, nomenclature, and chemical
representation: From the perspective of a
worldwide structural database. M.P. Lightfoot, I.
Bruno, C. Tovee, S. Ward, S. Wiggin

4:30  33. Chemical representation: Toolbox for human
and machine collaboration. L.R. McEwen, E. Hepler-
Smith
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SECTION C

Omni San Diego Hotel
Grand Ballroom E

Importance of Collaboration to Create Student
Success in the Laboratory & Beyond

Financially supported by CAS
S. P.Kuhn, Organizer
M. Pozenel, Presiding

1:30  Introductory Remarks.

1:35  34.Helping students stand out in the academic job
market. R.J. Gilliard

2:00  35. Connecting the dots across academia and
industry to ensure skill alignment. M. Grandbois

2:25  36. Creating digital learning objects for chemistry.
Y. Sevryugina

2:50 37.RA21: Secure, seamless access for research. R.
Youngen

3:15  38. Experiences in scientific information literacy
education. J. Ji

3:40  39.ldentifying the different definitions of student
success between young scientists, faculty and
administration in academia and hiring managers
in industry. M. Pozenel

4:05  Concluding Remarks.

150 Years of the Periodic Table
Sponsored by HIST, Cosponsored by CINF, INOR and PRES
Nanoinformatics: Information & Data Sciences

Applied to Nanomaterials Synthesis, Properties
& Biological Effects

Nanoinformatics for Nanomaterials
Sponsored by COLL, Cosponsored by CINF

NDA
[
SECTION A
San Diego Convention Center
TBD

CINF Scholarships for Scientific Excellence:
Student Poster Competition

Financially supported by ACS Publications
E. Alvaro, M. Qiu, Organizers

6:30-8:30
40. Withdrawn
41. Crystal-structure prediction via basin-hopping
global optimisation employing tiny periodic
simulation cells and multipole expansion. C.
Burnham, P. Samanta, M. Ghaani, N. English

42. CDD vault: Complexity simplified. J. Darlington,
W.W. Smith, B.A. Bunin

43. Withdrawn

44. Medicinal chemistry based measure of R group
similarity. N. O’Boyle, R.A. Sayle

45. Systematic pipeline for automated structure-
based molecular design: Beyond the static

picture of hepatic organic anion transporting
polypeptides. A. Tuerkova, B. Zdrazil

46. Public database supporting evidence-based
exposomics. R.R. Sayre, J. Wambaugh, K. Phillips,
A.J. Williams, C. Grulke

'A'A!.! ul I l’:‘ 'A'A
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SECTION A

Omni San Diego Hotel
Grand Ballroom A

Driving Drug Discovery via Innovative Data
Visualization

D. F. Ortwine, Organizer
P. Beroza, Organizer, Presiding

8:30  Introductory Remarks.

8:35  47.Coupling the 1D, 2D, and 3D data worlds to
facilitate drug discovery. D.F. Ortwine

9:05  48.Using knowledge graphs for prediction and
visual hypothesis generation in drug discovery. D.J.
wild

9:35  49. Visualizing relationships between protein
targets, GO annotations and diseases via dynamic
network representations. B. Zdrazil, L. Richter, N.
Brown

10:05 Intermission.

10:20 50. How a visual vocabulary defines what you see
in your data. R. Guha

10:50 51. Molecular viz: | feel the need...the need for
speed...and usability. J. Bostrom

11:20 52.Isvirtual reality useful for visualizing and
analyzing molecular structures?. T.E. Ferrin

SECTION B

Omni San Diego Hotel
Grand Ballroom D

Chemical Nomenclature & Representation: Past,
Present & Future

Challenges & Opportunities in Chemical
Representation
Cosponsored by HIST and NTS

Financially supported by International Union of Pure
and Applied Chemistry (IUPAC); Chemical Structure
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Association Trust (CSA Trust); InChi Trust
L. R. McEwen, M. M. Rogers, Organizers
G. Grethe, H. A. Lawlor, Organizers, Presiding

8:15  Introductory Remarks.

8:20  53.Chemical structure standardization and
synonym filtering in PubChem. S. Kim, P. Thiessen,
Q. Li, B. Yu, E. Bolton

8:45  54.Challenges in chemical registration system
migrations, and how to deal with them. G. Blanke

9:10  55. Making a hash of it: Advantage of selectively
leaving out structural information. N. O’Boyle, R.A.
Sayle

9:35  56. Crafting persistent identifiers and structure-
based representations in DSSTox as surrogates for
chemical names to better support interoperability
in computational environments. C. Grulke, A.
Richard, A.J. Williams

10:00 Intermission.

10:15 57. Classification of reactions by type or name. G.
Grethe, J. Eiblmaier, H. Kraut, D. Kunzman, P. Loew

10:40 58.UDM: Enabling exchange of comprehensive
reaction information. F. van den Broek, G. Blanke

11:05 59.Reimagining IUPAC recommendations as a
chemical ontology for semantic chemistry. S.J.
Chalk

11:30 60. Publishing FAIR spectral data and chemical
structures: Report from the NSF workshop in
Orlando. L.R. McEwen, V.F. Scalfani

SECTION C

Omni San Diego Hotel
Grand Ballroom E

Successful Projects Fueled by Open-Source Tools

R.J. Bienstock, Organizer, Presiding

8:30  Introductory Remarks.

8:35  61. SciWalker: Comprehensive ontology-
based chemical search. L. Weber, C. Bobach, F.
Berthelmann, T. Boehme, S. Boyer, M. Irmer, K.
Kruse, U. Laube, J. Ludwig, A. Pueschel, C. Ruttkies,
I. Wetherbee

9:00  62.RDKit: Open-source cheminformatics from
machine learning to chemical registration. G.
Landrum

9:25  63. How the RCDK enables open source
cheminformatics in R: From fingerprints to mass
spectra. R. Guha, E.L. Schymanski, T. Schulze, M.A.
Stravs

9:50  Intermission.

10:00 64. Applying commonly overlooked corrections
to DFT frequency calculations with GoodVibes. G.
Luchini, R.S. Paton

10:25 65. Analysis of the acid/base profile of natural

products as starting points of epigenetic drug
discovery. M.G. Santibanez-Moran, J. Naveja, B.
Pilon-Jiménez, M. Rico-Hidalgo, D. Manallack, J.L.
Medina-Franco

10:50 66. Pharos: Open-source target illumination
platform. T. Sheils, D. Nguyen, V. Siramshetty, N.
Southall, T.I. Oprea

11:15 Intermission.

11:25 67. Using open data, services, and source software
to deliver the EPA CompTox Chemicals Dashboard.
A.J. Williams, C. Grulke, K. Mansouri, J. Dunne, J.
Edwards

11:50 68. Facilitating community-based chemical
curation by providing an open source version of the
DSSTox chemical and list registration software that
supports the EPA CompTox Chemicals Dashboard.
C. Grulke, AJ. Williams, A. Singh, J. Dunne, J.
Edwards, A. Richard

Connecting Professionalism, Safety & Ethics:
Opportunities & Challenges

Sponsored by CHAS, Cosponsored by CINF

150 Years of the Periodic Table
Sponsored by HIST, Cosponsored by CINF, INOR and PRES

'MO! ul I ":‘ll
[ T

SECTION A

Omni San Diego Hotel
Grand Ballroom A

Driving Drug Discovery via Innovative Data
Visualization

D. F. Ortwine, Organizer
P. Beroza, Organizer, Presiding

1:30  Introductory Remarks.

1:35  69. Matched molecular pair (MMP) and matched
molecular series (MMS) visualizations for drug
discovery. C. Keefer

2:05  70.Using DOCK and ZINC to visualize ultra-large
chemical libraries. J.J. Irwin, B. Shoichet, L. Jiankun,
T.E. Balius, R.A. Sayle, I. Singh, A. Levit, Y. Moroz, M.
O’Meara, C. Dandarchuluun, B. Wong, J. Young, K.
Tang

2:35  71.Emerging Al and machine learning approaches
for designing novel chemicals and materials with
the desired properties. M. Popova, O. Isayev, A.
Tropsha

3:05  Intermission.
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3:20  72.Visualizing structure-based deep learning
scoring functions for protein-ligand interactions. D.
Koes

3:50  73.Cheminformatics-powered visualization
methods of complex multidimensional SAR data.
D. Fourches

4:20  74. Data visualization for compound library
enhancement: Application of artificial intelligence
algorithms from computer chess. R.A. Sayle, N.
O’Boyle, N. Zorn, R. Affentranger

SECTION B
Omni San Diego Hotel

Grand Ballroom D

Chemical Nomenclature & Representation: Past,
Present & Future

InChI’ng Forward

Cosponsored by HIST and NTS

Financially supported by International Union of Pure
and Applied Chemistry (IUPAC); Chemical Structure
Association Trust (CSA Trust); InChi Trust

G. Grethe, H. A. Lawlor, M. M. Rogers, Organizers

L. R. McEwen, Organizer, Presiding

M. G. Hicks, Presiding

1:15  Introductory Remarks.

1:20  75.Reaction InChl (RInChl): Present and future. G.
Blanke, J.M. Goodman, G. Grethe, H. Kraut

1:45 76. Chemical mixtures: File format, open source
tools, example data, and mixtures InChl derivative.
A. Clark, P. Cheung, J. Darlington, L.R. McEwen

2:10  77.0Organometallics: InChing forwards to better
representations and happier chemists. I. Bruno, C.
Batchelor, J.M. Goodman, G. Blanke

2:35  78. Names for structural variability: Alkanes from
maximum efficiency to the limits of existence. J.M.
Goodman

3:00 Intermission.

3:15  79.1UPAC SMILES+ specification: Proposed
community effort to advance interoperability of
the SMILES chemical structure representation.

V.F. Scalfani, L.R. McEwen, C. Grulke, E. Bolton, G.
Landrum, H. Cooke, |. Yamada, J.J. Irwin, J.L. Medina-
Franco, M.Q. Olozébal, O. Koepler, S. Richardson

3:40  80.InChl open education resource (OER). R.E.
Belford, E.C. Bucholtz, S.P. Wathen, M.A. Walker, J.
Cuadros, T. Gupta, N. Brown, V.F. Scalfani

4:05  81.Keeping up the momentum: Brief report from
the InChl San Diego workshop. R.J. Boucher, R.
Kidd, I. Bruno, S.R. Heller, L.R. McEwen

4:20  Discussion.

SECTION C

Omni San Diego Hotel
Grand Ballroom E

Materials Informatics

H. Senderowitz, A. Tropsha, Organizers, Presiding

1:00
1:05

1:30

1:55

2:20

2:45
3:00

3:25

3:50

4:15

4:40

Introductory Remarks.

82. Fast and accurate interatomic potential
models by genetic programming. A. Hernandez, A.
Balasubramanian, F. Yuan, S. Mason, T. Mueller

83. Accelerating design of inorganic materials with
machine learning and Al. O. Isayev

84. Deep learning from crystallographic
representations of periodic systems. P.M.
Maffettone, A.l. Cooper

85. Application of machine learning tools for the
analysis of combinatorial libraries of all metal-
oxides photovoltaic cells. H. Senderowitz, A.
Yosipof, O. Kaspi

Intermission.

86. Database of low-energy cluster structures for
atomically precise nanoclusters across the periodic
table calculated using density functional theory. P.
Lile, T. Mueller

87. Self-assembly of metal-organic frameworks.
Y.J. Colon, A. Guo, LW. Antony, K. Hoffmann, J.J. De
Pablo

88. Accelerated discovery of high-refractive-index
polyimides via First-Principles materials modeling
and informatics. J. Hachmann

89. Experiment specification, capture and
laboratory automation technology (ESCALATE):
Software pipeline for automated chemical
experimentation and data management, with
application to metal halide perovskite discovery. J.
Schrier

90. Standardization of structural representation of
polymers used in medicinal products. Y. Borodina, I.
Filippov, T. Peryea, Y. Pevzner

Connecting Professionalism, Safety & Ethics:
Opportunities & Challenges

Sponsored by CHAS, Cosponsored by CINF

150 Years of the Periodic Table
Sponsored by HIST, Cosponsored by CINF, INOR and PRES
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SECTION A
San Diego Convention Center
TBD
Sci-Mix
S. K. Cardinal, Organizer
8:00 - 10:00
18,40, 41,42, 44,45, 46, 80, 84, 86. See Previous
Listings.
100, 114,133, 135, 155, 158, 172. See Subsequent
Listings.
DAY V!
SECTION A

Omni San Diego Hotel
Grand Ballroom A
Herman Skolnik Award Symposium Honoring
Dr. Kimito Funatsu

Cosponsored by PROF

Financially supported by Schrédinger
S. K. Cardinal, K. Funatsu, Organizers
M. Sugimoto, Presiding

8:30  91. Monitoring progress in lead optimization. J.
Bajorath

8:55  92. Electronic-structure informatics using 3D
descriptors of molecules. M. Sugimoto

9:20  93. Fast evaluation of potential synthesis routes
using DFT calculations on the basis of Transition
State Data base (TSDB). K. Hori

9:45  94. Development using materials informatics in
Japanese companies. Y. Uchi

10:10 95. Prediction and control of vacuum deposition
process by data-driven method. Y. Takeda, Y. Zushi,
T. Ogushi, E. Kuribe

10:35 Intermission.

10:40 96. Designing synthesizable bioactive compounds
with chemistry-savvy machine intelligence.
G. Schneider, D. Merk, F. Grisoni, A. Button, L.
Friedrich, J.A. Hiss, P. Schneider

11:05 97. Activity landscape and its application to
molecular design. K. Hasegawa

11:30 98. Data-driven drug discovery and medical
treatment by machine learning. Y. Yamanishi

11:55 99. Development of data driven chemistry in
chemistry and chemical engineering. K. Funatsu

12:20 Award Presentation.

SECTION B

Omni San Diego Hotel
Grand Ballroom D

Extended Reality (XR) in Libraries & Beyond

S. K. Cardinal, Organizer
M. Qiu, N. Ruhs, Organizers, Presiding

8:15  Introductory Remarks.

8:25  100. Application of extended reality (XR)
technologies in the academic library to support
innovative research and instruction in the physical
sciences and engineering disciplines. E. Cabada,
M.C. Schlembach

8:55  101. Deploying a VR workstation and molecular
visualization at Caltech library. T.E. Morrell, D.
Wrublewski

9:25  102. Librarians and extended reality: Enhancing
teaching and learning in the chemical sciences. S.
Putnam, M.M. Nolan, E. Williams

9:55  Intermission.

10:10 103. Using XR to teach about chemical lab safety.
S. Ramachandran, R. Broyer, S. Cutchin, S. Fu

10:40 104. Digital collections at Cal Poly Pomona and the
California State University campuses. J. Selco

11:10 Panel Discussion.

11:40 Concluding Remarks.

SECTION C

Omni San Diego Hotel
Grand Ballroom E

Drug Discovery: Informatics Approaches

E. Davis, Organizer, Presiding

8:15  105. Discovery of novel inhibitors of human
galactokinase by virtual screening. M. Shen, X. Hu

8:40  106. Measuring R group similarity using medicinal
chemistry data. N. O’Boyle, R.A. Sayle

9:05  107. Mechanism and prediction of UGT
metabolism. M. Oeren, P. Hunt, D.J. Ponting, M.
Segall

9:30  Intermission.

9:45  108. Signals lead discovery as the Corteva
Cheminformatics Workbench. D. Tomandl, S. Smith,
J. Wilmot

10:10 109. Probing allosteric modulators of AMP-
activated protein kinase. X. Hu, J.J. Marugan, W.
Zheng

10:35 110. Underlying scientific evidence discovery for
FDA orphan drug designations from the GARD
integrative knowledge graph: Towards drug
discovery for rare diseases. Q. Zhu, D. Nguyen, N.
Southall
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Connecting Safety, Education, Training &
Productivity in Analytical Laboratories

Sponsored by ANYL, Cosponsored by CCS, CHAS, CINF and

PRES

SECTION A

Omni San Diego Hotel
Grand Ballroom A

Machine Learning & Artificial Intelligence in
Computational Chemistry

Drug Discovery
T. Robertson, Organizer, Presiding

1:30
1:35

2:05

2:35

3:05
3:25

3:55

4:25

4:55

Introductory Remarks.

111. Explore, exploit, and extrapolate: How Al-
driven SAR navigation facilitates lead optimisation
in drug discovery. D. Marcus, C. Luscombe, S.
Pickett, S. Senger, D. Green

112. Al-driven drug design across the discovery
spectrum: Case studies. J.H. Griffin

113. What compound to synthesize next? How
machine learning and artificial intelligence impact
compound optimization. D. Kuhn, K. Preuer, M.
Krug, G. Klambauer, S. Hochreiter, F. Rippmann
Intermission.

114. Pretraining deep learning molecular
representations for property prediction. B. Liu, W.
Hu, J. Leskovec, P. Liang, V.S. Pande

115. Modeling protein flexibility with
conformational sampling improves ligand

pose and bioactivity prediction. K.A. Stafford, J.
Sorenson, |. Wallach

116. Machine learning for the discovery of m @
integrin antagonists. J.D. Hirst, S. Oatley, E. Guest, T.
Gaertner, S.J. MacDonald

Concluding Remarks.

SECTION B

Omni San Diego Hotel
Grand Ballroom D

One Million Crystal Structures: A Wealth of
Structural Chemistry Knowledge

M. Stahl, Organizer
H. Abourahma, I. Bruno, Organizers, Presiding

1:30
1:40

Introductory Remarks.

117. One million crystal structures in the CSD:
Cause for celebration, cause for consideration. R.
Taylor, |. Bruno

2:10

2:35

3:00

3:25
3:40

4:05

4:30

4:55

118. Leveraging the CSD’s one million structures in
course-based undergraduate research experience.
H. Abourahma, A. Sarjeant

119. Use of the Cambridge Structural Database

in the undergraduate chemistry curriculum. A.T.
Royappa

120. Examining research data through a crystal
lens: Teaching students about primary data, data
representation, and data management using
crystal structure databases. J.N. Currano
Intermission.

121. Materials genome approach to functional
materials discover using the CSD. K.R. Cousins, S.B.
Rodriguez

122. Building a collection of metal-organic
frameworks in the Cambridge Structural Database
for materials discovery. D. Fairen-Jimenez

123. Improved crystal structure determination
from powder diffraction data using the Cambridge
Structural Database system. K. Shankland, E.
Kabova, J. Cole

124. Million opportunities: Using the CSD to
design color changing molecular switches. P.R.
Raithby

SECTION C

Omni San Diego Hotel
Grand Ballroom E

Biologic Informatics

R. J. Bienstock, Organizer, Presiding

1:30
1:35

2:00

2:25

2:50
3:00

3:25

3:50

Introductory Remarks.

125. Biologics information in PubChem. J. Zhang,

P. Thiessen, T. Cheng, B. Shoemaker, E. Bolton, N.
O’Boyle, R.A. Sayle

126. Current progress in HELM representation,
integration, and data migration. D. Deng, T. Yuan, J.
Lee, R. Hotchandani

127. Representational and algorithmic challenges
in biologic informatics 2019. R.A. Sayle, N. O’Boyle
Intermission.

128. Notation for identification of glycans
contained in glycoproteins, glycolipids, and other
biomolecular structure data. I. Yamada, N. Miura, S.
Tsuchiya, K.F. Aoki-Kinoshita

129. Trends in biologics research and development:
Analytic studies based on CAS-curated data. C.Y.
Liu, Y. Li, Y. Deng

130. Biosequence searching: How CAS is
expanding workflow solutions for IP searchers and
beyond. R.J. Walczak
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SECTION A

Omni San Diego Hotel
Grand Ballroom A

Machine Learning & Artificial Intelligence in
Computational Chemistry

Materials Science

T. Robertson, Organizer
Y. An, Presiding

8:30  Introductory Remarks.

8:35  131. Pesticide quantitative structure-greenhouse-
activity relationship models. D. Tomandl, C. Klittich,
J. Herbert, N.M. Satchivi, D. Demeter

9:05  132. Pore volumes and surface areas of metal—
organic frameworks as descriptors for materials
discovery. A. Mroz, C.H. Hendon

9:35  133. Artificial neural network-based approach to
thermodynamic property estimation. R. Van de
Vijver, P. Plehiers, P. Verberckmoes, G.B. Marin, CV.
Stevens, K. Van Geem

10:05 Intermission.

10:25 134. Persistent homology for chemical
applications: Story of birth and death. K.D.
Vogiatzis, A. Cherne, J.K. Kirkland, V. Maroulas, C.
Putman Micucci, J. Townsend

10:55 135. ML models that both learn and teach
chemistry via partitioning reactive trajectories
by reaction product in phase space using support
vector machines. G. Grazioli, S. Roy, C.T. Butts

11:25 136. Deep neural network model for MD-level
packing density predictions and its application
in the study of 1.5 million organic molecules. J.
Hachmann

11:55 Concluding Remarks.

SECTION B

Omni San Diego Hotel
Grand Ballroom D

One Million Crystal Structures: A Wealth of
Structural Chemistry Knowledge

I. Bruno, M. Stahl, Organizers
H. Abourahma, Organizer, Presiding

9:00 Introductory Remarks.

9:05  137.Pervasive approximate symmetry in P1 and
high-Z’ organic crystals: Implications for crystal
nucleation. C.P. Brock

9:30  138. One million crystal structures: One million
disappearing polymorphs waiting to happen?. J.
Helfferich, J. van de Streek, M. Neumann

9:55

10:20

10:45
11:00

11:25

11:50

139. What the Cambridge Structural Database tells
us about hydrates. J. Werner, J.A. Swift

140. Energetics of co-crystal formation: Informing
prediction through combining the database with
large scale simulations and machine learning. G.M.
Day, C.R. Taylor, D. McDonagh, W. Fyffe, C. Skylaris
Intermission.

141. Using knowledge-based tools to evaluate
solid-form design and risk assessment. B. Sandhu,
C.B. Aakeroy, S.M. Reutzel Edens, A. Sarjeant, S. Vyas
142. What did the CSD ever do for drug discovery?.
J. Liebeschuetz

143. Improved structure-based drug design with
one million small molecule crystal structures. B.
Kuhn

SECTION C

Omni San Diego Hotel
Grand Ballroom E

Web-Based Chemistry Databases

A.J. Williams, Organizer
C. Grulke, A. Williams, Presiding

8:00
8:05

8:25

8:45

9:05

9:25

9:45
10:00

10:20

10:40

11:00
11:20

Introductory Remarks.

144. Computational database for first-row
transition metals. K. Basemann, A. Leffel, A.D.
Sadow, T.L. Windus

145. Open chemistry: Democratizing web-based
chemistry databases. M.D. Hanwell, C. Harris,

A. Genova, M. El Khatib, M. Haghighatlari, J.
Hachmann, W. Dejong

146. KinaMetrix: Web resource to investigate
kinase conformations and inhibitor space. R.
Rahman, PM. Ung, A. Schlessinger

147. Structure-based search of chemical libraries
with Pharmit. D. Koes

148. Molecular malthusianism? Next three logs
of the growth of purchasable chemical space. J.J.
Irwin

Intermission.

149. Searching for similar reactions and molecules
using the power of graph databases and the graph
edit distance metric. V. Delannee, M.C. Nicklaus
150. Helping chemists identify new opportunities
during chemistry research: Building and turning
high-quality data into actionable insights. J.
Swienty Busch

151. Challenges and opportunities of delivering
structural data on the web. M.P. Lightfoot, I. Bruno,
S. Ward

152. Withdrawn

153. PubChem: Improving access to chemical
information on the web. A. Gindulyte
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SECTION A

Omni San Diego Hotel
Grand Ballroom A

Machine Learning & Artificial Intelligence in
Computational Chemistry

New Methods

T. Robertson, Organizer
K. Marshall, Presiding

1:30  Introductory Remarks.

1:35  154. Neural network potential for modeling radical
reactions. R. Messerly, P. St. John, A.E. Roitberg, S.
Kim

2:05  155. Predicting NMR in real-time through
message-passing neural network. Y. Guan, R.S.
Paton

2:35  156. Practical applications of deep learning to
imputation of drug discovery data. T. Whitehead, B.
Irwin, P. Hunt, M.D. Segall, G. Conduit

3:05 Intermission.

3:25  157. Protein binding site fingerprinting for activity
screening in machine learning. B. Bergman, K.A.
Stafford, D. Bernard, S. Schroed|

3:55  158. Multiagent consensus equilibrium
(MACE) for addressing the scaling challenges
of computational chemistry. J.R. Ulcickas, G.J.
Simpson

4:25  159. New approach to regression uncertainty
analysis and applications to drug design. M.
Waldman, R. Clark

4:55  Concluding Remarks.

SECTION B

Omni San Diego Hotel
Grand Ballroom D

One Million Crystal Structures: A Wealth of
Structural Chemistry Knowledge

H. Abourahma, M. Stahl, Organizers
I. Bruno, Organizer, Presiding

1:30  Introductory Remarks.

1:35  160. Insights from CSD crystallographic data
applied to drug discovery. N. Nevins

2:00 161. What fragment hit to follow and how? Using
hotspots to prioritise chemistry resources. M.
Smilova, P. Curran, C. Radoux, W. Pitt, J. Cole, A.
Bradley, B. Marsden

2:25  162. Traversing interoperability: Drug development
harnessing the CSD and PDB. A. Brink

2:50  Intermission.

3:05  163. Semantic representation of CIF files: Mining
crystal structures in the CSD. S.J. Chalk

3:30  164. Learning from a database of a million
crystalline materials. R.l. Cooper

3:55  165. From structure to crystallisation and
manufacturing: Journey in applications of the CSD.
C.C. Wilson

4:20  166. New frontiers beyond one million: New
horizons for structural chemistry. J. Harter, I. Bruno

SECTION C

Omni San Diego Hotel
Grand Ballroom E

Web-Based Chemistry Databases

A.J. Williams, Organizer
C. Grulke, A. Williams, Presiding

1:30  167. US EPA CompTox Chemicals Dashboard:
Integrating chemistry and biology data to serve
computational toxicology and environmental
science. A.J. Williams, C. Grulke, A. Richard, R.
Judson, G. Patlewicz, I. Shah, J. Wambaugh, K. Paul-
Friedman, J. Dunne, J. Edwards

1:50 168. Lessons learned in building the CompTox
Chemicals Dashboard: Engineering a more
sustainable web-based chemical database. C.
Grulke, AJ. Williams, A. Singh, J. Dunne, A. Richard,
J. Edwards

2:10 169. In the world of free, is there room for
subscription solutions?. J.W. Taylor, M.A. Pozenel

2:30  170. Google BigQuery for analysis of scientific
datasets. S. Boyer, |. Wetherbee, L. Weber, J.
Frommer

2:50  171. Google BigQuery for analysis of scientific
datasets: Interactive exploration and analysis
of the data using KNIME analytics platform. G.
Landrum, M. Pawletta, J. Prinz

3:10 Intermission.

3:25 172. ChEMBL, SureChEMBL and UniChem: Web-
based chemistry databases for drug discovery and
chemical research. R. Arcila

3:45  173. CIRCA: Your cheminformatics assistant. T.D.
Griffin, EW. Louie, S. Boyer, L. Anderson, K. Schmidt,
D.P. Sanders

4:05 174.Transforming quality chemical data
handbooks into web-based chemistry databases. J.
Rumble, F. Macdonald

4:25  175. Does bigger mean better in the world of
chemistry databases?. A.J. Williams, C. Southan

4:45  176. Evolution of the public chemistry databases:
Past and the future. V. Tkachenko, R. Zakharov

5:05  Concluding Remarks.
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CMA

COMMITTEE ON MINORITY AFFAIRS

R. Joseph, Program Chair

SUNDAY MO

Water, Health, & Environmental Justice in
Marginalized Communities

(A) Toxic Chemicals in Water; & (B) Sanitation &
Wastewater Resource Recovery Technologies

Sponsored by ENVR, Cosponsored by CMA and PRES

\IDJAN AL

Water, Health, & Environmental Justice in
Marginalized Communities

Socio-Cultural & Economic Dimensions of Water
& Health

Sponsored by ENVR, Cosponsored by CMA and PRES

SECTION A

Hilton San Diego Bayfront
Aqua Salon C

Elucidating Reaction Mechanisms with
Computational & Experimental Chemistry

Cosponsored by COMP and PROF
D. Afzal, M. L. Agan, R. Joseph, Organizers

1:00 Introductory Remarks.

1:05 1. Computational studies of formyl CH-O hydrogen
bonds in asymmetric catalysis. M. Grayson

1:30 2. Theoretical and experimental developments
of catalytic partial oxidation of lignin to simple
phenols. S. Kim

1:55 3. Mechanism, selectivity and orbital symmetry
of contractive C—C coupling at pentacoordinate
phosphorous. R.S. Paton

2:20 4. Computational study of mechanisms in catalysis
using metal organic frameworks. C. Gaggioli, T.
Scott, L. Gagliardi

2:45  Intermission.

3:00 5. Mechanistic studies of asymmetric Fe-catalyzed
cross-coupling reactions as a platform for reaction
discovery. O. Gutierrez

3:25 6. Application of computational reaction modeling
to the development of pharmaceuticals. C.Y. Lam

3:50 7. Multireference computations to understand the
origins of substituent effects in photochemical
4rm-disrotatory ring closing reactions of
halogenated arenes. S.A. Lopez, J. Cox

4:15 8. High-throughput first-principles and machine
learning discovery of open-shell transition metal
catalyst design rules. H.J. Kulik, A. Nandy

4:40  Concluding Remarks.

| TUESDAY EVE

Water, Health, & Environmental Justice in
Marginalized Communities

Sponsored by ENVR, Cosponsored by CMA and PRES
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COLL

DIVISION OF COLLOID AND SURFACE

CHEMISTRY

R. Nagarajan, Program Chair

SECTION A

San Diego Convention Center
Room 6E

Adsorption & Reaction at Surfaces: Symposium
in Honor of Charles T. Campbell

Catalysis

Cosponsored by CATL

J. Rodriguez, S. L. Tait, Organizers
D. Starr, Organizer, Presiding

L. Grabow, Presiding

8:30 1. Surface science of molecular catalysis and
integration of the three fields of catalysis:
Heterogeneous, homogeneous, and enzyme. G.A.
Somorjai

9:00  2.ldentifying single-atom catalysts for CO
oxidation from density functional theory. T. Kropp,
M. Rebarchik, M. Mavrikakis

9:30 3. Single-site catalysts by metal-ligand
complexation at surfaces: From model systems
in vacuum to high-pressure catalysis on oxide
supports. S.L. Tait

10:00 4. Interactions of methane on and near high-
temperature liquid surfaces. E. McFarland, H. Metiu

10:30 Intermission.

10:50 5. 2-Propanol dehydration on single-facet-
dominant TiO, (101) and (001) nanopowder
catalysts. F. Gao, F. Lin, Y. Wu, B. Sudduth, H. Wang,
D. Mei, Y. Wang

11:20 6. Applying low temperature titration for
determination of metallic sites on active oxide
supported catalysts. Y. Yang, Z. Liu, J. Li, Y. Dai

11:40 7. Catalysis with metal phosphides: Synthesis,
properties, and reactivity. M.E. Bussell, J.D. Springer,
R.P. Lynch, R.H. Hagmann

SECTION B

San Diego Convention Center
Room 6F

Colloidal Quantum Dots for Emerging
Technologies

F. Rosei, A. Vomiero, Organizers
O. K. Varghese, Presiding

9:00 8. Failure modes in quantum dot bioimaging
agents: It’s all about the coating. K. Lee, T. Porter, C.
Mcpherson, L. Brillson, J.O. Winter

9:30 9. Measuring the absolute photoluminescence
quantum yield of colloidal nanoparticles with
multipoint method. Y. Li, X. Lu, Y. Xue, Z. Ye, H. Qin,
X.Peng

9:50  10. Colloidal perovskite quantum dots as scalable
emitters of coherent single photons. H. Utzat,

W. Sun, A. Kaplan, F. Krieg, M. Ginterseder, B.
Spokoyny, N. Klein, K. Shulenberger, C. Perkinson,
M. Kovalenko, M.G. Bawendi

10:10 11. Colloidal quantum dots-based nano-
heterostructures for solar fuel generation. O.K.
Varghese

10:40 12.Impact of spacers on controlling the optical
properties of silicon quantum dots: Fluorescein
dyad. M. Abdelhameed, D. Machin, P. Charpentier

11:00 13. Noble- and heavy-metal-free colloidal
semiconductor branched frame photocatalyst. D.
Chen

11:20 14.Colloidal carbon dots for solar technologies. D.
Benetti, H. Zhao, A. Vomiero, F. Rosei

11:40 15. Investigating nucleation and growth kinetics of
indium phosphide quantum dots in a continuous
flow reactor. A. Vikram, A. Zahid, A. Khare, T.
SinghRachford, D. Shenai, P. Trefonas, M. Shim, P.J.
Kenis

12:00 16.HgCdSe/HgS/CdZnS colloidal quantum wells
with bright short-wave infrared light emission. S.
Lim
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SECTION C

San Diego Convention Center
Room 31B

Confined Dynamics of Molecules & Particles at
Interfaces, in Pores & under Crowded Conditions

Molecular Scale Confinement

J. Conrad, D. K. Schwartz, Organizers, Presiding

9:00 Introductory Remarks.

9:05  17.0n the confined orientational motions of dyes
diffusing in surfactant templated cylindrical silica
mesopores. D.A. Higgins, R. Kumarasinghe, T. Ito

9:40  18. Multicomponent diffusion in mesoporous
materials evaluated via diffusion NMR: Guest/
host interfacial transport. A. Erfani, N. Pickering, C.
Aichele, J.L. White

10:00 19.View of confinement from the perspective
of water molecules, as observed by Overhauser
dynamic nuclear polarization. J. Franck

10:25 Intermission.

10:35 20. Infiltration of polymers into disordered
nanoparticle packings: Polymers under extreme
nanoconfinement. D. Lee

11:10 21. Quantitative measurement of
nanoconfinement effects on molecular transport
and chemical reaction with a core-shell
mesoporous particle. N. Fang, B. Dong, Y. Pei, W.
Huang

11:35 22. Water permeation behavior thorough
vertically-aligned carbon nanotube array/polymer
composite membranes: Effect of temperature. H.
Matsumoto, S. Shirahama, S. Zhang, A. Saeki, M.
Ashizawa, H. Inoue, Y. Hayashi, S. Tsuruoka

12:00 23. Dielectric constant of interfacial water over
charged interfaces. F. Geiger, M. Boamah

SECTIOND

San Diego Convention Center
Room 31A

Nanoinformatics: Information & Data Sciences
Applied to Nanomaterials Synthesis, Properties
& Biological Effects

Nanoinformatics for Nanomedicines

Cosponsored by CINF
S.Jiang, A. Schroeder, Organizers
J. Dahlman, D. A. Heller, Organizers, Presiding

9:00  24. Exploration of the nanomedicine-design space
with high-throughput screening and machine
learning. C.A. Mirkin

9:40

10:10

10:40

10:50

11:20
11:50

25. Machine learning-driven design of
nanomaterials: Ingredients for success. B. Meredig
26. Nanoinformatics in drug delivery: Matching
drugs to carriers. Y. Shamay

Intermission.

27. caNanolab: Enhancing retrieval and sharing
of cancer nanotechnology data. L. Russell, M.
Heiskanen, M. Lijowski, C. Liu, P. Grodzinski

28. Synthetic closed-loop smart insulin patch. Z. Gu
29. Nanoinformatics as a driver for nanoparticle
synthesis and biomedical imaging paradigms in
MRI and CT. E. Shapiro

SECTION E

San Diego Convention Center
Room 30E

Nanomaterials

Self-Assembly of Soft Nanomaterials

J. A. Hollingsworth, R. Nagarajan, Organizers
J. R. McBride, Organizer, Presiding

9:00

9:20

9:40

10:00

10:20

10:40

11:00

11:20

11:40

12:00

30. Controlled assembly of block copolymer coated
nanoparticles in 2D-arrays. V. Leffler, L. Mayr, M.
Dulle, P. Paciok, H. Du, R. Dunin-Borkowski, S.
Forster

31. Molecular design strategies for creating liquid
crystals forming gyroid nanostructures and their
advanced functions. T. Ichikawa, H. Takeuchi, T.
Kobayashi, N. Uemura, X. Zeng

32. Controlling orientational orders in self
assembly of quantum dot gold heterostructural
nanocrystals. H. Zhu, Z. Fan, Y. Yuan, M.A. Wilson, D.
Eggert, Y. Nagaoka, Y. Liu, Z. Wei, X. Wang, J. He, J.
Zhao, R. Li, Z. Wang, M. Gruenwald, O. Chen

33. Controlled self-assembly of conjugated block
copolymers driven by m-Ttinteractions. F. He

34. Exerting control over random media by
directed self-assembly for optical applications. J.R.
Miller, C. Wang, Z. Liu, C.D. Keating

35. Synthesis and self-assembly of Janus dumbbell
nanocrystals. S. Jiang, F. Liu, S. Goyal, M. Forrester,
K. Miller, T. Ma, L. Zhou

36. Surface-directed, DNA-programmed
crystallization of nanoparticles. R. Macfarlane

37. Activity-enhanced self-assembly of a colloidal
kagome lattice. S. Mallory, A. Cacciuto

38. Multi-stimuli responsive nanocomposite
tectons. Y. Wang, R. Macfarlane

39. Thin carbon nanostructure mat with

high electromagnetic interference shielding
performance. H. Younes, A. Al Ghaferi, A. Bani
Younes
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SECTION F

San Diego Convention Center
Room 30D

Formulation Strategies to Control the
Physicochemical Parameters of Drug & Nucleic
Acid Delivery Systems

M. A. llies, Organizer
K. Sakurai, Organizer, Presiding

9:00  40. Novel self-assembling drugs for amino-acid
delivery system. Y. Nagasaki

10:00 41.Hyperloaded poly(2-oxazoline) micelles as
personalized drug carriers for brain tumors. D.
Hwang, T. Dismuke, E.P. Rosen, J.R. Kagel, C. Lim, W.
Zamboni, AV. Kabanov, T.R. Gershon, M. Sokolsky-
Papkov

10:30 Intermission.

10:45 42. Effects of the polymer corona on the drug
loading in ultra-high drug loaded poly(2-
oxazoline)/poly(2-oxazine) micelles. H.S. Malik, M.
Liibtow, R. Luxenhofer

11:15 43.Drug-loaded polymer scaffold parameters
on treatment of postsurgical glioblastoma. E.
Graham-Gurysh, K. Moore, E.M. Bachelder, C.R.
Miller, S.D. Hingtgen, K.M. Ainslie

SECTION G

San Diego Convention Center
Room 30C

Frontiers & Challenges in Nanoparticle-
Mediated Chemical Transformations

Metallic Nanomaterials

H. Fan, Y. Sun, Organizers
O. Chen, J. He, Organizers, Presiding

8:30  Introductory Remarks.

8:35  44. Chemical transformations of nanostructures. Y.
Yin

9:05  45.Immobilized metal nanoparticle catalysts for
energy applications. Q. Xu

9:35  46. Phase engineering of novel nanomaterials. H.
Zhang

10:05 Intermission.

10:15 47.Designing highly durable core@shell
electrocatalysts. S.E. Skrabalak

10:45 48. Selective chemical transformations on ordered
surfaces of intermetallic nanoparticles. W. Huang

11:15 49. Tailoring cooperative metal-support interfaces
for catalysis. S. Dai

11:45 50.Phase-controlled synthesis of colloidal metal
nanocrystals. Y. Xia

SECTIONH

San Diego Convention Center
Room 29B

Water & Tribological Interfaces

From Nature to Biomimicking Systems
F. Mangolini, M. Ruths, Organizers, Presiding

9:00 Introductory Remarks.

9:05  51.Why is ice slippery? Simulations of solid-liquid
friction and the shear viscosity of the quasi-liquid
layer on ice. J.D. Gezelter

9:35  52.Ice-rubber friction mechanisms. D. Mazuyer, S.
Hemette, J. Cayer-barrioz

10:05 53. Partial slip takes time. D. Johannsmann, F.
Meyer

10:25 Intermission.

10:35 54. Relating dermal friction to water and skin
moisture content. M. Masen, E. de Vries

11:05 55. Psychotribology: How friction, materials
properties, and age influence tactile perception.
M.W. Rutland

11:35 56. Structure of water inside thin polysaccharide
films. H. Ro, O. Zavgorodnya, G. Yuan, M. Chawathe,
L. Granado, C.M. Stafford, D. Bendejacq

11:55 57. Macroscale water-based superlubricity
achieved by PDMS under boundary lubrication
regime. Y. Li, S. Li, Y. Tian

SECTION |

San Diego Convention Center
Room 33C

Hierarchical Assembly of Peptide & Protein:
From Interaction & Structure to Application

M. Dong, Organizer
S.Zhang, Organizer, Presiding
C. Chen, Presiding

8:30  58.Withdrawn

9:00  59. Hierarchical folding and assembly of protein-
mimetic nanomaterials. S. Xuan, A.l. Nguyen, R.N.
Zuckermann

9:30  60. Peptide assembly at interfaces templated by
striped phases of amphiphiles. S.A. Claridge

9:50  61. Multicomponent coordination self-assembly
toward hierarchical supramolecular nanocolloids
for efficient photodynamic therapy. Q. Zou, X. Yan

10:10 62. Predictive modeling of bionanomaterials from
picometers to micrometers. H. Heinz

10:40 63. Synthesis and applications of peptoid-based
crystalline nanomaterials. C. Chen

11:10 64. Peptide-modulated self-assembly of
photosensitive nanocolloids for antitumor
phototherapy. X. Yan, S. Li, R. Chang
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11:40 65. Hierarchically assembled three-dimensional
array materials composed of virus-like particles
(VLPs). M. Uchida, N. Brunk, K. McCoy, B. Lee, V.
Jadhao, T. Douglas

12:00 66. Two-step model for liquid-liquid phase
separation in therapeutic antibody solutions. B.A.
Rogers, K.B. Rembert, E.A. Graff, M. Poyton, H. Okur,
AR.Kale, T.Yang, J. Zhang, P.S. Cremer

Nanotechnology & Single Cell Analysis in
Biology & Medicine

Nanoscience, Biology & Medicine

Sponsored by ANYL, Cosponsored by BIOL, COLL, MPPG
and PHYS

Ambient Pressure Spectroscopy in Complex
Environments

Sponsored by CATL, Cosponsored by COLL

SECTION A

San Diego Convention Center
Room 6E

Adsorption & Reaction at Surfaces: Symposium
in Honor of Charles T. Campbell

Reactions at Surfaces

Cosponsored by CATL
J. Rodriguez, D. Starr, S. L. Tait, Organizers
L. Arnadottir, F. Gao, Presiding

1:30  67.Reactions in confined space: Can surface
science contribute?. H. Freund

2:00 68.Computational approach to determine entropy
of adsorbates in catalytic reactions. L. Arnadottir,
C.T. Campbell, L.H. Sprowl

2:30  69. How water improves the selectivity of
preferential oxidation of CO in the presence of
excess H, over Au/TiO,. L. Grabow, K. Sravan
Kumar, T.N. Whittaker, B.D. Chandler

3:00  70.Heterolytic H, cleavage and water-assisted
hydrogen spillover on single palladium atoms
supported on Fe,0,(001). N. Doudin, S. Yuk, M.
Marcinkowski, M. Nguyen, J. Liu, Y. Wang, B. Kay,
J. Li, V. Glezakou, G. Parkinson, R. Rousseau, Z.
Dohnalek

3:30  Intermission.

3:50  71. Control the reactions on surfaces. J. Zhu

4:20  72.Parahydrogen-induced hyperpolarization on
ordered surface of intermetallic nanoparticles. E.
Zhao, R. Maligal Ganesh, C.R. Bowers, W. Huang

4:40  73.Selective oxidation of acetaldehyde to acetic
acid on Pd—Au(111) bimetallic surfaces. S. Han, K.
Shin, G.A. Henkelman, C.B. Mullins

5:00  74.Surface reactions of complex molecular
systems: From supported graphene to hydrogen
storage molecules. H. Steinrueck

SECTION B

San Diego Convention Center
Room 6F

Colloidal Quantum Dots for Emerging
Technologies

F. Rosei, A. Vomiero, Organizers
D. Kilin, P. V. Radovanovic, Presiding

2:00  75.Impact of shell imperfections in colloidal
quantum dots. J.R. McBride, S. Click, K.R. Reid, M.F.
Chisholm, J.A. Hollingsworth, S.J. Rosenthal

2:20  76. Linker-free deposition of Au nanoparticles from
a Au colloid. N.J. Quitoriano

2:40  77.Modulating ferroelectric response in colloidal
semiconductor nanocrystals through cation
exchange. C. Bradsher, J.R. McBride, S.J. Rosenthal

3:00  78.First-principles modeling of photoluminescence
of colloidal nanostructures. Y. Han, A. Forde, D.J.
Vogel, F. Fatima, T.M. Inerbaey, E. Hobbie, D. Kilin

3:30  79.Shortwave infrared highly emissive
nanostructures derived from Cd/Hg chalchogenide
platelets. S. Tenney, V. Vilchez, J.R. Caram

3:50  80.Influence of quantum dot and nanomaterial
composition on aqueous and non-aqueous digital
microfluidics. U.N. Tohgha, N.P. Godman

4:10  81. Controlling carrier polarization in plasmonic
semiconductor nanocrystals. PV. Radovanovic

4:40  82.High temperature digestive ripening and size
focusing of semiconductor nanocrystals in ligand-
saturated solutions. D. Porotnikov, M. Zamkov

5:00 83.Synergistic approach towards understanding
the mechanistic behavior for eradication
of superbugs using multifunctionalized
nanoplatforms. A. Pramanik, K. Gates, Y. Gao, S.
Begum, P.C. Ray
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SECTION C

San Diego Convention Center
Room 31B

Confined Dynamics of Molecules & Particles at
Interfaces, in Pores & under Crowded Conditions

Confined Biomacromolecules

J. Conrad, D. K. Schwartz, Organizers, Presiding

2:00  84.Linking interfacial protein dynamics to
macroscale elutions. C.F. Landes

2:35  85. Single-molecule spectroscopy study of
crowding-induced protein spontaneous denature
and crowding-perturbed unfolding-folding
conformational fluctuation dynamics. H. Lu

3:00 86. Superresolution (fcsSOFI) imaging of porous
polymer support and active control of protein
dynamics. C. Dutta, S. Chatterjee, C.F. Landes

3:20  87.Cadherin cluster formation in two dimensional
confinement. C. Thompson, V. Vu, D.E. Leckband,
D.K. Schwartz

3:40  88.Reversible nanobubble surface modifications
form protective surface layers at solid/liquid
interfaces. D. Bull, D. Kienle, A. Chaparro Sosa, N.
Nelson, D. Konetski, S. Roy, C. Bowman, J. Cha, D.K.
Schwartz, J. Kaar, A.P. Goodwin

4:00 Intermission.

4:10  89.Impact of confinement and crowding on the
kinetics of enzyme encapsulated in virus-like
particles. J. Sharma

4:30  90. Manipulating biological systems with polymer
chemistry: Encapsulating enzymes. J.A. Martin, E.
Pinkhassik

SECTIOND

San Diego Convention Center
Room 31A

Nanoinformatics: Information & Data Sciences
Applied to Nanomaterials Synthesis, Properties
& Biological Effects

Nanoinformatics for Nanomaterials

Cosponsored by CINF
J. Dahlman, D. A. Heller, Organizers
S.Jiang, A. Schroeder, Organizers, Presiding

2:00  91.Experimental and computational search
strategies for function in the peptide sequence
space. R. Ulijn, T. Tuttle

2:30  92. Combinatorial targeting for phenotypic
targeting. G. Battaglia

3:00 93.Transitioning to predictive analysis for
nanoparticle biocorona studies. K. Wheeler, A.J.
Chetwynd, M. Findlay, I. Lynch

3:30  94.Rapidly identifying nanoparticles for in vivo
RNA and gene editing using DNA barcoding. J.
Dahlman

4:00 Intermission.

4:10  95. Learning to predict single-wall carbon
nanotube-recognition DNA sequences. A. Jagota, Y.
Yang, M. Zheng

4:40  96. Chemometric analysis of nanosensor libraries
for developing short-wavelength infrared optical
probes for anthracyclines. J.T. Del Bonis-O’Donnell,
R. Pinals, S. Jeong, A. Thakrar, R. Wolfinger, M.
Landry

5:10 97.Development of targeted nanomedicines
facilitated by nanoinformatics. D.A. Heller, Y.
Shamay, J.D. Chodera, M. Isik

SECTIONE

San Diego Convention Center
Room 30E

Nanomaterials

Synthesis & Functional Design of Colloidal
Nanocrystals

J. A. Hollingsworth, J. R. McBride, R. Nagarajan, Organizers
G. Strouse, Presiding

2:00 98.Seeded growth and cation exchange strategies
for the synthesis of complex multi-component
nanoparticles. R.E. Schaak

2:30  99. Molecular programming the phase
determination of colloidal nanocrystals with
dichalcogenide precursors. R.L. Brutchey

3:00  100.Quantum dot design strategies for accurate
molecular imaging in cells and tissues. A. Smith

3:30  101. Metal-tipped CdSe@CdS tetrapods: Enhanced
solar energy conversion and fuel generation
enabled by precision nanoscale syntheses and
Interface engineering. N.G. Pavlopoulos, J. Pyun

3:50  102. Soft-release of captured cells via plasmonic
gold nanostars. G. Vinnacombe, N. Chiang, L.
Heidenreich, Y. Hu, |. Frost, Y. Gong, D. Inouye, T.
Fisher, L. Scarabelli, P.S. Weiss, S.J. Jonas

4:10  103. Colloidal ReO, nanocrystals: Extra rhenium
d-electron instigating a plasmonic response. S.
Ghosh

4:30  104. Dielectric environment effects on doping
efficiency in PbSe nanostructures. Q. Zhao, T. Zhao,
C.R.Kagan

4:50  105. Gelation of plasmonic metal oxide
nanocrystals by polymer-induced depletion
attractions. C. Saez Cabezas, G. Ong, R. Jadrich, B.
Lindquist, A. Agrawal, T. Truskett, D.J. Milliron
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SECTION F

San Diego Convention Center
Room 30D

Formulation Strategies to Control the
Physicochemical Parameters of Drug & Nucleic
Acid Delivery Systems

K. Sakurai, Organizer
M. A. llies, Organizer, Presiding

2:00  106. /n vivo nucleic acid delivery systems for
therapeutic targeting of multiple myeloma-
microenvironment interactions. M. Mitchell

2:30  107. Functionalized cationic lipid systems for
the delivery of nucleic acid and small molecule
therapeutics. K.K. Ewert, V. Steffes, E.A. Wonder,
C.R. Safinya

3:00 108. Machine-learning approach for in silico
prediction of lipid-based nanoparticles self-
assembly. E. Selwa, B.l. lorga

3:30  Intermission.

3:45  109. Development of gene therapies with novel
tropisms by high-throughput in vivo screening of
lipid nanoparticles. C. Sago

4:15  110. Tailoring HDL mimetics for in vivo delivery of
MRNA. N. Fischer, W. He, A. Rasley, M.A. Coleman

4:45  111.RNAi therapeutics delivered. M. Manoharan

SECTION G

San Diego Convention Center
Room 30C

Frontiers & Challenges in Nanoparticle-
Mediated Chemical Transformations

Phase & Surface Chemistry of Nanomaterials

H. Fan, Y. Sun, Organizers
O. Chen, J. He, Organizers, Presiding

1:30  Introductory Remarks.

1:35  112. Low temperature selective oxidation of
methane using unsupported gold-palladium
colloidal catalysts. N. Agarwal, S.J. Freakley, R.D.
Armstrong, N. Dimitratos, Q He, M. Douthwaite,
D.J. Morgan, R.L. Jenkins, D.J. Willock, S.H. Taylor, C.
Kiely, G. Hutchings

2:05  113.Probing surface sites on metal/alloy
nanocatalysts in gas-phase catalytic oxidation
reactions. C. Zhong

2:35  114. Designing oxide-based nanomaterials for
energy applications. T. Hyeon

3:05  115. Structure-function properties of
electrocatalysts at nanoscale. D. Strmcnik, P.
Papa Lopes, D. Jung, N. Becknell, N. Markovic, V.
Stamenkovic

3:35  Intermission.

3:45  116. Nanoparticles for oxygen in heterogeneous
catalysis and electrocatalysis. H. Yang

4:15  117.Plasmonic circular dichroism of Janus
nanoparticle emulsions. S. Chen

4:45  118.To pNP or not to pNP? Broader scope study
of nitrophenol reduction with noble metal
nanoparticles. T. Jurca

5:10  119. Controlling acid diffusion rate into gold nano-
particle doped silica-based sol—-gel material. K.
Yokoyama

SECTIONH

San Diego Convention Center
Room 29B

Water & Tribological Interfaces
Water & Solid Lubricants: Friends or Foe?

F. Mangolini, M. Ruths, Organizers
A.C.Dunn, J. M. Helt, Presiding

2:00  120. Friction on graphite in the presence of
adsorbates: Physical and chemical effects on the
basal plane and at step edge defects. A. Martini

2:30  121. Experiments and simulations of the humidity
dependence of friction: Role of interfacial contact
quality. R. Carpick, K. Hasz, Z. Ye, A. Martini

3:00  122. Friction and mechanochemical reactivity of
2D nanomaterials. J.D. Batteas

3:20  123. Lubricated friction at surface nano-defects. C.
Cafolla, J.W. Foster, K. Voitchovsky

3:40 Intermission.

3:50  124. Mechanisms underlying lubrication of faults.
Y. Diao, R.M. Espinosa-Marzal

4:20  125.Energy barriers and the temperature-
dependent friction of MoS,. A.R. Hinkle, M.
Chandross, J. Curry, T. Babuska, M. Wilson, M.
Dugger, N. Argibay

4:40  126. Probing and understanding elementary steps
in tribochemical reactions. W.T. Tysoe

5:00 127. Ambient-pressure friction force microscopy
studies on ultrananocrystalline diamond films:
Effect of environment on nanoscale friction. J. Kim,
J. Choi, J. Kim, J. Park

SECTION |

San Diego Convention Center
Room 33C

Hierarchical Assembly of Peptide & Protein:
From Interaction & Structure to Application
M. Dong, Organizer

S.Zhang, Organizer, Presiding
R. Alberstein, Presiding
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1:30  128. Heterodimer assembly from de novo repeat
protein structures. p. huang

2:00  129. Functional protein assemblies by chemical
design. F.A. Tezcan, R. Alberstein, R. Subramanian,
Z.Zhang

2:30  130. Reconfigurable hybrid colloids: Using solid-
binding proteins to control nanoparticle assembly
and disassembly. F. Baneyx

3:00 131. Nucleation pathway selection yields
morphologically diverse two-dimensional protein
crystals at solid-liquid interfaces. R. Alberstein, S.
Zhang, J.J. De Yoreo, F.A. Tezcan

3:20  132. Nanomaterials for nervous regeneration. F.
Gelain

3:50  133. Polymer particles for bio-nano interactions
and cancer therapy. J. Cui

4:20  134.Phospholipid self-assembly-based artificial
cells. x. han

4:50  135. Self-assembling endogenous biliverdin as a
versatile near-infrared photothermal nanoagent. R.
Xing, K. Chen, X. Yan

5:10  136. Water-induced B-sheet crosslinking of a-helix
rich spider prey-wrapping silk. B. Addison, D.
Stengel, D. Onofrei, G.P. Holland

Nanotechnology & Single Cell Analysis in
Biology & Medicine

Nanoscience

Sponsored by ANYL, Cosponsored by COLL, MPPG and
PHYS

Ambient Pressure Spectroscopy in Complex
Environments

Sponsored by CATL, Cosponsored by COLL

SECTION A

San Diego Convention Center
TBD

Adsorption & Reaction at Surfaces: Symposium
in Honor of Charles T. Campbell

Posters
J. Rodriguez, D. Starr, S. L. Tait, Organizers

5:30-7:30
137. Tuning metal (hydr)oxide composites via
functionalized polymers. R.B. Balow, J. Lundin
138. Interactions of ascorbic acid on copper for fuel
cell applications. J. Cruz, M. Groves

139. Quantifying sorption and diffusion in
polymeric materials: Experimental results and high
fidelity modeling. S. Matt, H.N. Sharma, J. Knipe, P.
Roy, S. Castonguay, Y. Sun, E. Glascoe

SECTION A

San Diego Convention Center
TBD

Basic Research in Colloids, Surfactants &
Interfaces

Posters

R. Nagarajan, Organizer

5:30-7:30
140. Withdrawn
141. New finds about the mechanism of wormlike
micelle formation involving a cationic surfactant
and salicylate. R.N. Nunes de Souza, M.Z. Jora, L.T.
Duarte, T.D. Atvars, E. Sabadini
142. Functional superhydrophobic and icephobic
coatings made of new biomimetic “gecko leg” soft
dendritic colloids. A. Williams, S. Roh, O.D. Velev
143. Removing fine solids suspended in oil media
through wettability modification and water-
assisted agglomeration. J. Liu
144. Structure-dependent properties of
nanoporous hydrogels: Rheology and swelling. Z.
Abbasian Chaleshtari, J. Banuelos, R. Foudazi
145. Dynamics and mechanism of polyelectrolyte-
neutral block copolymer micellization in aqueous
solution by atomistic MD simulations. U. Natarajan
146. Multiresponsive microspheres crosslinked by
rotaxane networks. S. Hiroshige, T. Kureha, D. Aoki,
J. Sawada, D. Aoki, T. Takata, D. Suzuki
147. Thioether—polyglycidol as multivalent
and multifunctional coating system for metal
nanoparticles. K. Albrecht, S. Feineis, J. Lutz, J. Groll,
E. Endl
148. Enzyme triggered rapid disassembly of
polymeric nanoassemblies. V. Kumar, Y. Bae, O.
Munkhbat, M. Franc, S. Thayumanavan
149. Hydrothermal synthesis of monodisperse
tin oxide nanoparticles and doped tin oxide
nanoparticles. R. Medhi, T. Lee, T. Lee
150. Interfacial rheology with sub-phase exchange
used to investigate dynamics of cyclopentane
hydrate film formation and dissociation. J.
Samaniuk, D. Goggin
151. Olefin-linked dithiol adsorbates for the
generation of self-assembled monolayers on gold.
S. Sakunkaewkasem, T. Lee, M.D. Marquez, M.A.
Gonzalez
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152. Seedless, one-pot synthesis and simulations
of infrared-absorbing silver nanoparticles. N.
Yamamoto, M.P. Zepeda Torres, D. Harris, D.P.
Pullman

153. Bidentate phosphonic acid-based self-
assembled monolayers on silver oxide. J. Lee, T. Lee
154. New water-free method for the synthesis of
chiral QDs and fine tuning of their optical activity.
K. Varga, Y. Joh, S. Tannir, J. Kubelka, M. Balaz

155. Monitoring the temperature-responsive
behavior of cholesteric liquid crystal films and
emulsions using QCM-D. K. Swana, P. D’Angelo, C.
Tang

156. Synthetic methods for preparing partially
fluorinated and selectively deuterated adsorbates
for self-assembled monolayers. M. Valverde, H.
TranVu, T. Yu, M.D. Marquez, H. Lee, O. Zenasni, T.
Lee

SECTION A

San Diego Convention Center
TBD

Biomaterials & Biointerfaces
Posters

S. Romero-Vargas Castrillon, Organizer

5:30-7:30
157. Coacervate droplets formation of methylated
e-cyclodextrin-threaded polyrotaxanes in aque-
ous media and their applications as an injectable
protein carrier. A. Tamura, K. Nishida, N. Yui
158. Palladium nanoparticles as ROS scavengers.
M. Moglianetti
159. Synergistic O, generation by manganese
ferrite/ceria co-decorated nanoparticles induce
M2 polarization of macrophages for rheumatoid
arthritis treatment. J. Kim, T. Hyeon
160. Application of hemoglobin-capped
fluorescent gold nanoclusters for cancer cell
targeting and inhibition of cancer cell proliferation.
S.Tan, T. Kuo
161. Evaluation of cancer progression and
inhibition of cancer cell proliferation by using
target-specific 2A3 antibody-conjugated gold
nanoclusters. J. Kuo, T. Kuo
162. Metabolic mechanism of cysteine conjugated
fluorescent gold nanoclusters in Escherichia coli. T.
Chang, T. Kuo
163. Synthesis of cysteine-conjugated silver-
gold alloy nanoclusters and their application in
antimicrobial. C. Su, T. Kuo

164. Cysteine conjugated silver nanoclusters for
the detection and inhibition of Escherichia coli. P.
Hsu, T. Kuo

165. General model for the permeation of
nanoparticles through cellular membranes. C. Liu,
P. Elvati, Y. Wang, A. Violi

166. Thermal responses of multi-L-arginyl-poly-L-
aspartate conjugated with polyethylene glycol. W.
Tseng, Y. Lin

167. Supported lipid bilayer stripping by buffer
flow. M.J. Ornstead, R. Hunter, C. Cooper, M.L.
Valentine, S.K. Smith, C.F. Monson

168. Surface modification of nanofibrous mats
with polymeric micelles for enhanced tissue
regeneration. V. Albright, Y. Wang, C. Mao, M. Stack,
H. Hlushko, S. Hernandez, H. Wang, S.A. Sukhishvili
169. Synthetic charge-invertible polymer for

rapid and complete implantation of layer-by-layer
microneedle drug films for enhanced transdermal
vaccination. Y. He, C. Hong, J. Li, M. Howard, Y. Li, M.
Turvey, D.S. Uppu, J.R. Martin, K. Zhang, D.J. Irvine,
PT.Hammond

170. Size-matching hierarchical micropillar arrays
for detecting circulating tumor cells. Z. Wang, D.
Xu, N. Lyu

171. Directed cell positioning and photothermally
enhanced drug delivery on patterned gold
nanorods. K. TaeHo, H. An, J. Song, |. Choi

172. Supported lipid bilayer coated microfluidic
device for capturing circulating tumor cells. L.
Kawakami, S. Zhang, J. Belling, J. Jackman, N.
Wattanatorn, L. Scarabelli, N. Cho, S.J. Jonas, PS.
Weiss

173. Using scanning force microscopy to unveil
the main factors responsible for microorganism
adhesion. E.M. Hudzik, J. Blakeman, J. Clarke, P.
McGeechan, J. Petkov, M. Geoghegan

174. Design of adaptive magnetic carbon
nanotubes to mimic stimuli-responsive cell culture
substrates. G. Spiaggia, D. Septiadi, B. Rothen-
Rutishauser, A. Fink

175. Acoustofluidic gene delivery for cancer
immunotherapies. Y. Gong, J. Belling, J. Park, T.
Chiou, N. Chiang, S. De Oliveira, P. Weiss, S.J. Jonas
176. NaCl induced changes in unilamellar DOPC
liposomes. J. De Mel, S. Gupta, R. Perera, L. Ngo, P.
Zolnierczuk, A. Farone, M. Bleuel, G. Schneider
177. Experimental study on the self-assembly of
polyesters. E. Liatsi-Douvitsa, M. Sipin, G. Battaglia
178. Characterization of the bioaccessibility of
nanoparticles in consumer products advertised to
contain colloidal silver. K.R. Rogers
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SECTION A

San Diego Convention Center
TBD

Colloid & Surface Chemistry in Industry:
Applications & Career Opportunities

Posters
N. A. Falk, R. I. Maccuspie, Organizers

5:30-7:30
179. Low-field NMR relaxometry for characterizing
wetted surface area in colloids and polymer parti-
cle dispersions. R. Ma
180. Building and testing a budget-friendly
tensiometer. M. West, B. Veldman
181. Biopolymer functionalized liposomes for
enhanced dispersion stability of nano vesicles. L.
Hyppolite
182. Effects of humidity on the formation of indoor
organic thin films. S. Schwab, M. Belsuzarri, VW. Or,
M. Alves, V.H. Grassian
183. Treated diatomaceous earth particles on
polymers. H.J. Perera, F.D. Blum
184. Impact of gold nanostar morphology on
bioassay sensitivity. P. Ansari, R.C. Willson, T. Lee
185. Cyclodextrin functionalized 3D-graphene
for the removal of Cr(VI) with the easy and rapid
separation strategy. Z. Wang, F. Lin, L. Huang, Y. Lu,
J.Chen

SECTION A

San Diego Convention Center
TBD

Colloidal Quantum Dots for Emerging
Technologies

Posters

F. Rosei, A. Vomiero, Organizers

5:30-7:30
186. Effects of alloying on exciton recombination
in InP-ZnSe quantum dots. S. Click, K.R. Reid, J.R.
McBride, S.J. Rosenthal
187. Second harmonic generation in mesoscale
semiconductor helices. D. Law Hine, J. Kim, N.
Kotov
188. CdHgSe/HgS/CdZnS colloidal quantum wells:
Bright short-wave infrared nanoemitter. G. Lee, W.
Jeong, J. Seo, D. Chung, H. Choi, H. Lyu, S. Lim
189. Doping metal ions into CsPbCI3 perovskite
nanocrystals with improved optical properties for
potential optoelectronic applications. T. Cai, H.
Yang, K. Hills-Kimball, J. Song, H. Zhu, E. Hofman,
W. Zheng, B.M. Rubenstein, O. Chen

190. Investigation of the effects of

quantum confinement and grain size on the
photoconductivity of CdSe nanocrystal thin films. J.
Cassidy, M. Zamkov

191. Role of spacers towards directing the
interactions in silicon quantum dots: Fluorescein
dyads. M. Abdelhameed, s. Aly, D.D. Machin, P.
Charpentier

SECTION A

San Diego Convention Center
TBD

Colloids & Nanomaterials for Water Purification
Posters

C. Drew, Organizer

5:30-7:30
192. Synthesis and photocatalytic performance of
recyclable core-shell mesoporous Fe,O, @Bi,WO,
nanoparticles. Q Zhang, Y. Wu, M. Wang, S. Zhuo,
H. Wang, X. Ge
193. Fibrous N-doped hierarchical porous
carbon microspheres: Synthesis and adsorption
performance. Y. Xie, W. Yang, M. Wang, X. Ge
194. Prussian blue immobilized filter materials
for the selective removal of aqueous cesium. Y.
Hwang, Y. Seo, H. Kim, D. Oh, S. Kang
195. Withdrawn
196. Synthesis of hollow structured CuO-rutile
phase TiO, hybrid nanoparticles and applications
for water purification under visible light condition.
H. Lee, ). Joo, G. Lee, J. Kim
197. Novel graphene oxide based thin film
composite nanofiltration membranes assisted by
rapid codeposition of metal-phenolic network/
piperzaine. Y. Yang, Y. Li, Y. Wang, R. Wang
198. Gold-decorated barium titanate nanoparticles
for enhanced photocatalysis. P. Srinoi, T. Lee, T. Lee
199. Which aminosilane molecules are the most
suitable for surface functionalization of GO toward
hexavalent chromium adsorption?. J. Lee, H. Kim, J.
Lee, J. Choi, S. Lee

SECTION A

San Diego Convention Center
TBD

Confined Dynamics of Molecules & Particles at
Interfaces, in Pores & under Crowded Conditions

Posters

J. Conrad, D. K. Schwartz, Organizers

5:30-7:30
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200. Effect of dielectric saturation on the ion activities in
membranes. A. Paspureddi, M.M. Sharma, L.E. Katz

SECTION A

San Diego Convention Center
TBD

Formulation Strategies to Control the
Physicochemical Parameters of Drug & Nucleic
Acid Delivery Systems

Posters

M. A. llies, K. Sakurai, Organizers

5:30-7:30
201. PLGA fiber containing AuNRs for on-off con-
trolled anticancer drug release system. Y. Park, H.
Seo, E. Jeong, D. Hyun, G. Moon
202. Delivery of the SN50 peptide via PLGA
particles for increased immunological control and
delayed boosting. B. Ross, B. Moser, A. Esser-Kahn

SECTION A

San Diego Convention Center
TBD

Frontiers & Challenges in Nanoparticle-
Mediated Chemical Transformations

Posters
O. Chen, H. Fan, J. He, Y. Sun, Organizers

5:30-7:30
203. Piezoelectrically-mediated mechanochemical
reactions for adaptive materials. J.L. Ayarza
204. Piezocatalytic activity of piezoelectric
nanoparticles induced by audible frequency
vibrations. J. Wang, Z. Wang, A. Esser-Kahn
205. Pd nanoparticle-quantum dot nanodisc
hybrids for photo-enhanced colloidal catalysis. B.
Wang, Y. Shon
206. Liposome-embedded hydrophobic palladium
nanoparticles for biphasic catalysis in water. D.
Ortega, Q. Tufono, N. Pavlakovich, Y. Shon
207. Pressure induced transformation of
formamidinium lead halide perovskite and
quantum dot gold heterostructural nanocrystals.
H. Zhu, Y. Nagaoka, T. Cai, M. Que, J. Song, K. Hills-
Kimball, R. Tan, R. Li, B.M. Rubenstein, Z. Wang, O.
Chen

SECTION A

San Diego Convention Center
TBD

Fundamental Research in Colloids, Surfaces &
Nanomaterials

Posters

R. Nagarajan, Organizer

5:30-7:30
208. Using spin coating to fabricate polydopamine
thin films. W. Chen
209. Photophysics of fluorescent probe molecules
in confined environments. M. Opolz, N. Meaux, R.K.
Nayak
210. Interactions of nanomaterials with model
lipid bilayer. M. Skinner, R. Warmoth, S. Lee
211. Anti-inflammatory drugs and the lipid
bilayer. A. Liles, M. Wood, M.J. Morales, E. Miller, A.
Jagarnath, B. O’Sullivan, S. Lee
212. Interactions of PAMAM dendrimers with lipid
bilayers. L. Chong, E. Perez, S. Zurbriggen, S. Lee
213. Confocal Raman microspectroscopy for
biomembrane characterization. J. Giancaspro, M.
Krmic, E. Miller, P. Scollan, S. Lee
214. Insights into biomembrane structure by water
permeability and raman spectroscopy. P. Scollan, J.
Rosario, E. Miller, S. Foley, S. Lee
215. Computational studies of the effect
of caffeine on water permeability in DOPC/
cholesterol model membrane. T.A. Johnson, S. Lee,
R. Versace
216. Role of cis and trans double bond on water
permeability of model membrane in the presence
and absence of cholesterol: Computational studies.
J. Rosario, S. Lee, R. Versace
217. Computational studies on water permeability
across a DOPC biological membrane: Effect of
cation. ). Villa, S. Lee, R. Versace
218. Ultrasound-stimulated cargo release at
low temperature for spatiotemporally and
quantitatively controllable contrast enhancement
by magnetic resonance guided high intensity
focused ultrasound. C. Cheng, W. Chen, J.I. Zink, L.
Zhang, H. Wu
219. Amoebae assemble synthetic spherical
particles to form reproducible constructs. T.J.
McCarthy, P. Bian
220. Enzyme immobilization in mesoporous silica
shells of magnetic nanoparticle cluster supports:
Does pore size matter?. M. Carbonell, B.P. Lawson,
A.M. Sulman, B.D. Stein, V.G. Matveeva, L. Bronstein
221. Magnetically recoverable Pd and
Ru nanoparticulate catalysts based on
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polyethyleneimine or chitosan: Major factors in
nitroarene reduction. T.A. Dickstein, L. Gregor, Y.
Losovyj, B.D. Stein, L. Bronstein

222. Evaluation of stability of concentrated
hydrosol with the droplets of unsaturated lipid. Y.
Watanabe, M. Shinada

223. High-efficiency electrocatalyst for the oxygen
reduction reaction: Atomic Fe-dispersed on
N-doped carbon hollow nanospheres. Y. Chen, S.E.
Skrabalak, L. Xu, Y. Tang

224, Self-assemblies of truncated tetrahedral
quantum dots with anisotropic patchiness. Y.
Nagaoka, O. Chen, H. Zhu

225. Amplifying hot electrons with Schottky
barrier lowering by application of an external bias
on a metal-semiconductor nanodiode. B. Jeon, C.
Lee, J. Park

226. Generation of hot electrons at metal-oxide
interfaces during the decomposition of hydrogen
peroxide on Pt nanowire/Si nanodiodes. H. Kim, Y.
Kim, Y. Jung, J. Park

227. Effect of functionalization of porous silica as
nanoreactor for preparation of fluorescent carbon
dots. A. Mikhraliieva, H. Motta, V. Zaitsev

228. Study of collective magnetic behavior of iron
oxide at nanoscale interparticle distances through
DNA-assisted self-assembly. P. Rahmani, T. Ye

229. High-spatial single cell histone mapping using
optically tunable nanoparticles. H. An, K. TaeHo, .
Choi

230. Novel nanohybrids of chemically active
boron based nanosheets with gold nanoparticles
and graphene: Assembling mixed dimensional
heterostructures in solution. A. James, S.
Khandelwal, A. Dutta, K. Jasuja

231. Cu-catalyzed synthesis of CdZnSe-CdZnS alloy
quantum dots with highly tunable emission. Y.
Yuan, H. Zhu, X. Wang, D. Su, J. Zhao, O. Chen

232. Quantum-well CdS/CdSe/CdS nanoshells
exhibiting long-lived biexciton populations. D.
Harankahage, N.N. Kholmicheva, D. Budkina, D.
Porotnikov, A.N. Tarnovsky, M. Zamkov

233. Magnetic chaining of PDMS beads in new gels
and anchor sites for the improvement of wall slip
conditions. N.I. Morales Castellanos, B. Bharti, O.D.
Velev

SECTION A

San Diego Convention Center
TBD

Hierarchical Assembly of Peptide & Protein:
From Interaction & Structure to Application

Posters
M. Dong, S. Zhang, Organizers

5:30-7:30
234. Formation of 2D liquid crystal phases by de
novo designed proteins at crystal-solution inter-
faces. ). Chen, S. Zhang, J. Edison, Z. Preisler, S.
Whitelam, J.J. De Yoreo
235. Development of virus-like hierarchical silica
nanoparticles using an engineered capsid protein
for biomedical applications. C. Kim

SECTION A

San Diego Convention Center
TBD

Nanomaterials

Posters
J. A. Hollingsworth, J. R. McBride, R. Nagarajan, Organizers

5:30-7:30
236. Interlayer structure control and self-assem-
bly of two-dimensional MXene thin films for gas
sensors. S. Kim, H. Koh, H. Jung, C. Ahn, Y. Gogotsi
237. 2D Pd-based multimetallic nanosheets. C. Si,
W. Lu
238. On solid lipid nanoparticles. D. Pink, J.
Lawrence, C. Lorenz
239. Creation of gyroid nanostructured polymer
films having 3D continuous aqua-sheet for fast
proton conduction. T. Kobayashi, X. Zeng, T.
Ichikawa
240. Formation of double gyroid nanostructures
by self-organization of atropisomeric ionic
amphiphiles. N. Uemura, T. Kobayashi, K. Goossens,
X.Zeng, G. Watanabe, T. Ichikawa
241. Polymerization of vinylimidazolium-based
amino acid ionic liquids in bicontinuous cubic
liquid-crystalline assemblies. H. Takeuchi, T.
Ichikawa
242. Assembly of anisotropic nanomaterials for
flexible resistive switching device. Y. Park, E. Jeong,
G. Moon
243. Growth and control of 2D rhombus
supramolecular structures of fluorescent block
copolymers. L. Han
244. Well-controlled rectangular and square
platelet micelles self-assembled by poly(3-
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hexylthiophene)-b-polyethylene glycol. R. Qi
245, Self-assembled nanochamber arrays for liquid
cell transmission electron microscopy. Y. BAE, B.
Kim, J. Park

246. Colloidal gold nanostars as a SERS substrate
for the detection of methimazole in urine using
a handheld Raman spectrometer. C. Rusin, A.
Mahmoud, M.T. McDermott

247. Seed-mediated co-reduction as a route

to shape-controlled PdCu-PtCu core-shell
nanoparticles. S. Atehortua Bueno, S.E. Skrabalak
248. In situ monitoring of the heterogeneous
nucleation of a second metal on silver nanocubes
using an isocyanide molecular probe. J. Ahn, Y.
Zhang, Y. Wu, D. Qin

249. Glycation of human serum albumin alters
nanoparticle-protein interactions. K. Fahy, K.
Leung, M. Eiken, K. Baumgartner, H. Park, K.R. Riley,
K. Wheeler

250. Tuneable emission in mercury chalcogenide
nanoplatelets. S. Tenney, J. Caram

251. Aqueous stability and SERS activity of
polydopamine functionalized aluminum
nanocrystals. D. Renard, S. Tian, B.D. Clark, A.
Ahmadivand, C.J. Desantis, PJ. Nordlander, N.J.
Halas

252. Aluminum nanocubes have sharp corners.
B.D. Clark, C. Jacobson, M. Lou, A. Ali, G. Wu, L.
Bursi, D. Renard, A. Tsai, PJ. Nordlander, N.J. Halas
253. Synthetic control of nanowire structure for
high resolution electron microscopy. A. Bruefach,
X. Song, M. Scott

254, Visible-transparent and UV-reflective

supraballs of hollow silica nanospheres in solution.

S.Lee, G.Yi
255. Quantum-size effect of the bond dissociation
enthalpies and formation enthalpies in single

walled carbon nanotubes. C.D. Zeinalipour-Yazdi, E.

Loizidou, A. Chutia

256. Ultrathin hydroxide nanosheets for old paper
deacidification. S. Wang, S. Lei, X. Zeng

257. Tuning the nitrogen species content in
N-doped CNTs for catalytic applications. J.M. Ruiz
Marizcal, D. Morales G., E. Contreras, H. Borbon
Nunez, D. Dominguez, H. Tiznado, O.E. Contreras,
J.M. Romo-Herrera

258. Inclusion of plasmonic nanoparticles into
low density materials. I. Becerril Castro, A. Castro-
Cesena, F. Munoz-Munoz, J. Romo-Herrera

259. Nanoscale interactions between liposomes
and magnetic/plasmonic nanoparticles
investigated by means of (surface - enhanced)
Raman spectroscopy. G.F. Stiufiuc, S. Nitica, V.
Toma, C.M. Lucaciu, R.I. Stiufiuc

260. AgAu alloy nanoshell: Decorated BaTiO,/TiO,
and SrTiO,/TiO, for photoelectrochemical catalysis.
Y. Chang, T. Lee, Y. Hsu, R. Medhi, P. Srinoi, T. Liu,
M.D. Marquez

261. Tunable 3D DNA origami-gold nanoparticle
hybrid: Self-assembled ultrasensitive SERS
substrate. Y. Zhang, H. Cao, T. Ye

262. Computational study on the binding affinities
of aliphatic a-amino acids with graphene. J. Lazare,
T. Dinadayalane

263. Effects of template and molecular
nanostructure on the performance of organic-
inorganic photomechanical actuator membranes
based on aligned nanocrystals. X. Dong, C. Bardeen
264. Relationship between surface topography
and ice adhesion on superhydrophobic surfaces. Y.
Wang

265. Withdrawn

266. Potential of click nucleic acids in widening
nanoparticle functionality. A. Harguindey Sanchez
267. Functionalized nanodiamonds in the
investigation of the aggregation phenomenon. L.
Lott, C. Winstead

268. Chemically modified titanium boride
nanosheets: High yield synthesis and hierarchical
assembly into paper-like macrostructures. A.
James, N. Pandey, M. Lenka, K. Jasuja

SECTION A

San Diego Convention Center
TBD

Surface Chemistry

Posters
S. L. Tait, Organizer

5:30-7:30
269. Enhancing electrochemical efficiency of
hydroxyl radical formation on diamond electrodes
by functionalization with hydrophobic monolayers.
A.H. Henke, T. Saunders, J.A. Pedersen, R.J. Hamers
270. Intramolecular insights into adsorbate-
substrate interactions by tip-enhanced Raman
spectroscopy at the angstrom-scale. J.F. Schultz, S.
Mahapatra, L. Li, N. Jiang
271. Evaluating the binding of ligands on silver
nanocubes by in situ surface-enhanced Raman
spectroscopy. J. Ahn, B. Vannatter, D. Qin
272. Breathable moisture responsive fibrous
materials. L. Lao, J. Fan
273. Identifying the barriers to sub-nanometer
resolution non-contact atomic force microscopy
of hydrophobic surfaces in liquid. W.A. Nanney, Q.
Yang, X. Hu, A. Martini, T. Ye
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274. Domain structures in mechanically exfoliated
single-layer MoS, on Au(111). F. Wu, Z. Liu, N.
Hawthrone, M. Chandross, N. Argibay, J. Curry, J.D.
Batteas

275. Surface immobilized thermos- and light-
responsive hybrid microgels for modulation of
surface properties. C. Ou, S. Giasson

276. Antioxidant hydrogen-bonded coatings of
linear synthetic polyphenol polymers. R. Hlushko,
H. Hlushko, S.A. Sukhishvili

277. Noncovalent microcontact printing for
hierarchically patterned striped phases of
polymerized lipids. T.C. Davis, J.O. Bechtold, T.R.
Hayes, T.A. Villarreal, S.A. Claridge

278. Intermolecular rt-interactions lead to
homogeneously mixed phenyl-terminated self-
assembled monolayers. T. Yu, M.D. Marquez, T. Lee
279. Recovering rare earth elements (REEs) from
coal fly ash and power plant wastewater sludge
leachates with an engineered sorbent. M. Dardona,
T.M. Dittrich, J. Hovey, M.J. Allen, S.K. Mohanty
280. Reactivity of 4-NBD with single and multilayer
layer MoS, on Au(111). Z. Liu, F. Wu, J.D. Batteas
281. Copper-based oligomerization/
functionalization of patterned, ligand presenting,
self-assembling monolayers (SAMs) at the liquid-
HOPG interface. L. Wilczek, M. Zimmt

282. Highly efficient, biofriendly exfoliation of
a-zirconium phosphate nanosheets in water using
proteins. M. Malhotra, C.L. Baveghems, J. Gascon,
CV. Kumar

SECTION A

San Diego Convention Center
TBD

Surfaces & Interfaces in the Environment:
Symposium in Honor of Vicki Grassian

Posters

Cosponsored by ENVR
A. P. Ault, J. Baltrusaitis, Organizers

5:30-7:30
283. Experimental and theoretical study of the
optical properties of benzoic acid and benzoate, for
understanding complex macromolecular photo-
sensitizers. N. Karimova, M. Luo, R. Gerber, V.H.
Grassian
284. Using easy ambient sonic-spray ionization
mass spectrometry (EASI-MS) for depth profiling
organic particles. L.M. Wingen, B.J. Finlayson Pitts
285. Stability of lipid monolayers at the air/sea
water interface. M. Luo

286. Atmospheric organic aerosol acidity sensing
via polymer degradation. Z. Lei, S.E. Bliesner, C.
Mattson, K.A. Pratt, J.N. Albert, A.P. Ault

287. Surface potential of aqueous fatty acid and
alcohol surfaces: Understanding temperature
effects and ice nucleation. M.G. Vazquez de
Vazquez, H.C. Allen

288. Synergistic performance of antimicrobial
coatings deposited on air particulate filters. OV.
Ezeh, Y. Li, W. Han, K. Yeung

289. Effects in cellular physicochemical properties
by copper oxide nanoparticulate matter. S. Hsieh,
M. Kung, J. Wang, A.K. Dwivedi, C. Tang, S. Huang,
M. Tai, S. Hsieh

290. Nanoscale morphology and spectroscopic
analyses of glass surfaces in indoor environments.
V.W. Or, M. Alves, M. Wade, S. Schwab, M.
Belsuzarri, R. Corsi, A. Novoselac, V.H. Grassian
291. Investigation of monoethanolamine
adsorption on oxide surfaces. A. Rose, I. Sit, V.H.
Grassian

292. Impact of concentration and the presence of
salt on the surface pKa of fatty acids at the air-
water interface. M. Song

293. AFM-IR and SFG analysis on various
geochemical interfaces with adsorbed BSA. D. Kim,
H. Chen, W. Xiong, V.H. Grassian

294. o-Amino acid adsorption onto metal oxide
nanoparticles: A spectroscopic study to understand
the effects of pH and particle type. I.B. Ustunol, N.I.
Gonzalez-Pech, V.H. Grassian

295. DNA adsorption on iron (11l) oxide: Effects of
pH and ionic strength on surface interactions. I. Sit,
V.H. Grassian

SECTION A

San Diego Convention Center
TBD

Targeted Delivery of Nanomedicines In Vivo
Posters

P.del Pino, N. Feliu Torres, W. J. Parak, Organizers

5:30-7:30
296. Design of multi-functionalized liposomes for
adsorbing and neutralizing target molecules in
vivo. S. Hirano, H. Koide, T. Ide, Y. Hamashima, N.
Oku, T. Asai
297. Golden age revisited: Developing a resource
sparing gold nanoparticle platform to rapidly
triage immune cell targeting ligands in discovery. L.
Austin, N.L. Sullivan, W.A. Rose Il, P. Huo, L. Yan, J.S.
Smith, G. Swaminathan, S.T. Spagnol, |.T. Raheem,
A.J. Bett, M. Gindy
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298. Facile preparation of Au/Silk nanoparticles as
a multifunctional drug delivery system. A.T. Dao, H.
Kasai

SECTION A

San Diego Convention Center
TBD

Theoretical & Experimental Investigations of
Water Interactions with Materials

Posters

Cosponsored by ANYL
D. Donadio, T. Guo, Organizers

5:30-7:30
299. Counterintuitive droplet motion mediated by
printed charges. Q. Sun, X. Deng
300. Designing the armor for ultra-robust
superhydrophobic surfaces. D. Wang, X. Deng
301. Identification of natural evaporation-induced
ionovoltaic electrical energy conversion system. S.
Yoon, H. Jin, W. Lee, Y. Kim
302. Omni-liquid droplet manipulation platform. J.
Guo, X. Deng
303. Quantitatively revealing the distribution of
water within hydrophobic polymers via differential
scanning calorimetry and theoretical prediction
of hydrated polymer thermal profiles. C. Liu, A.
Tripathi, J. Tsavalas
304. lonovoltaic device for monitoring ion
dynamics in aqueous-phase. W. Lee, S. Yoon, H. Jin,
J.Han, Y. Cho, Y. Kim
305. Electrical energy generation from water
droplets infiltration in porous copper oxide
nanowires film. H. Jin, S. Yoon, W. Lee, J. Han, Y. Cho,
Y. Kim

SECTION A

San Diego Convention Center
TBD

Water & Tribological Interfaces
Posters
F. Mangolini, M. Ruths, Organizers

5:30-7:30
306. Potential-induced nonlinear friction behavior
between silica microsphere and gold surfaces in
aqueous solution. S. Li, P. Bai, Y. Li, Y. Meng, L. Ma, Y.
Tian
307. Intrinsically lubricating hydrogel coatings for
HIV prevention. M.B. Elinski, A.l. Bennett, H. Wang,
W. Chen, WY. Lin, J.A. Bauermeister, S. Yang, R.
Carpick

308. Non destructive method to calibrate

the torsional spring constant of atomic force
microscope cantilevers in viscous environments. C.
Cafolla, A.F. Payam, K. Voitchovsky

309. Static friction phase diagram for hydrogel-like
materials. T. Shoaib, R.M. Espinosa-Marzal

310. Understanding the IL-solid interface using
water as molecular probes. M. Han, R.M. Espinosa-
Marzal

311. Investigating pressure-solution and frictional
behavior of calcite with an extended surface forces
apparatus. Y. Diao, R.M. Espinosa-Marzal

Structure at Solid-Liquid Interfaces: Effects of
Confinement & Chemical Patterning

Sponsored by ANYL, Cosponsored by COLL

SECTION A

San Diego Convention Center
Room 5B

Adsorption & Reaction at Surfaces: Symposium
in Honor of Charles T. Campbell

Mechanisms & Kinetics

Cosponsored by CATL
J. Rodriguez, D. Starr, S. L. Tait, Organizers
Z.Dohnalek, J. Zhu, Presiding

8:00 312.Interactions between arsenic and ferric iron
during ferric coprecipitation treatment: Effect of
arsenic on ferric oxides formation, and possible
formation of ferric arsenate complexes. Q. Shi, S.
Zhang, C. Christodoulatos, X. Meng

8:20  313. Vibrationally energy-driven reactions of CO,
on Cu surfaces. J. Nakamura

8:50  314. Oxygen reduction reaction on Pt electrodes:
From kinetics and spectroscopy to new materials.
S. Linic

9:20  315. Kinetics of 1,4-bis (phenylethynyl) benzene
(DEB) in Pd/C catalyzed hydrogenation. H.N.
Sharma, E. Sangalang, C. Saw, G. Cairns, W. McLean,
R.S. Maxwell, L. Dinh

9:40  316. Mechanistic studies for the water-gas shift
reaction on Cu-ceria catalysts. J. Rodriguez

10:10 Intermission.

10:30 317. Recent advances in methods for finding
the mechanism and rate of surface processes. H.
Jonsson

11:00 318.lon imaging measurements of velocity
resolved reaction rates: New insights into CO
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oxidation on Pt.J. Neugebohren, D. Borodin, HW.
Hahn, J. Altschaffel, A. Kandratsenka, D. Auerbach,
C.T. Campbell, D. Schwarzer, D.J. Harding, A.M.
Wodtke, T. Kitsopoulos

11:30 319. Kinetics studies of the direct conversion of
methane to methanol by Cu/mordenite zeolites:
What can they tell us about fundamental and
process related aspects of the “Holy Grail” of
catalysis?. M. Newton, A.J. Knorpp, D. Stoian, H.
Emerich, J.A. van Bokhoven

SECTION B

San Diego Convention Center
Room 6F

Surfaces & Interfaces in the Environment:
Symposium in Honor of Vicki Grassian

Catalysis, Surfaces & Minerals

Cosponsored by ENVR and WCC
A. P. Ault, J. Baltrusaitis, Organizers, Presiding

8:30  Introductory Remarks.

8:35  320. Surface chemistry of transition metal doped
MgO nanoparticles and their reaction products in
situ. ). Baltrusaitis, M. Silva, D. Kiani

9:00  321. Metal nodes in metal-organic frameworks as
active sites for gas-phase catalytic hydrogenation.
D.M. Shakya, O.A. Ejegbavwo, R. Thayalan, S.
Farzandh, AJ. Brandt, S.D. Senanayake, A. Ebrahim,
A. Frenkel, J.R. Monnier, K.D. Vogiatzis, N.B.
Shustova, D.A. Chen

9:30  322. Nanostructured adsorbents and catalysts for
environmental applications. W. Song

9:50  323. Kinetics study of heterogeneous reactions of
n-butylamine with succinic acid using an ATR-IR
flow reactor. Y. Liu, X. Gao

10:10 324. Coupling molecular catalysts with light-
harvesting surfaces for solar CO, reduction. P.
Huang, S. Pantovich, J. Rondeau, S. Xu, G. Li

10:30 Intermission.

10:40 325. SFG spectro-microscopy for self-assembled
materials. W. Xiong

11:00 326. Heterogeneous molecular interactions at the
silica/water interface. D. Lesnicki, Y. Fang, K. Wall,
S. Parashar, M. Gaigeot, V. Vaida, V.H. Grassian, M.
Sulpizi

11:20 327. From calcite to nanospheres: Closing the
surface gap between cloud condensation nuclei
activity and water adsorption. C.D. Hatch, PR.
Tumminello, M. Cassingham, R. Parham, K. Morris,
H. Hayes, H. Dana, C. Botner, O. Eddings

11:40 328. Surface chemistry of airborne mineral dust
aerosols: Environmental and health implications.
G. Rubasinghege

SECTION C

San Diego Convention Center
Room 31B

Confined Dynamics of Molecules & Particles at
Interfaces, in Pores & under Crowded Conditions

Dynamics in Crowded Conditions

J. Conrad, D. K. Schwartz, Organizers, Presiding

8:30  Introductory Remarks.

8:35  329. Colloidal glass transition in confined spaces.
E.R. Weeks, C. Cao, X. Huang, C.B. Roth

9:10  330. Appearance of a slow mode of polymer
surface diffusion on polymer brush-patterned
surfaces in aqueous solution. C.G. Clarkson, A.
Johnson, G.J. Leggett, M. Geoghegan

9:35  331. Advancements in fluorescence correlation
spectroscopy super resolution optical fluctuation
imaging (fcsSOFI) to quantify anomalous diffusion
in crowded environments. L. Kisley

10:00 332.Complex salt dependence of polymer
diffusion in polyelectrolyte multilayers. D.F. Kienle,
D.K. Schwartz

10:20 Intermission.

10:30 333. Modeling the Brownian hydrodynamics of
intracellular motion. R. Zia, A. Maheshwari, D. Endy,
E. Gonzalez, A.M. Sunol

11:05 334. Brownian motion within lipid bilayers is
correlated over large distances. R.L. Schoch, |. Barel,
F.L. Brown, G. Haran

11:25 335. Controlling the location of membrane
components in planar supported bilayers. S. Sun, C.
Liu, P.S. Cremer

SECTIOND

San Diego Convention Center
Room 31A

Colloid & Surface Chemistry in Industry:
Applications & Career Opportunities

Financially supported by Natural Immunogenics
Corporation
N. A. Falk, R. I. Maccuspie, Organizers, Presiding

8:30  Introductory Remarks.

8:35  336. Career using colloidal and surface science
in government, academia, and industry. R.l.
Maccuspie

9:05  337.R&D careers at the Clorox Company: Making a
difference every day. N.A. Falk

9:35  338. My experience from grad school to an
industrial career at P&G. D. Hosseinpour

10:05 339. Careers at the industry-academia interface:
Insights from sustainable nanotechnology and
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10:35
10:50

11:20

11:50

entrepreneurship. M. Hull

Intermission.

340. Not what | had thought: Surprising
commercial applications of colloidal nanoparticles.
S. Oldenburg

341. Contact lenses, insulation, memory foam,
and composite lumber: Surface science is in
everything!. S. Diamanti

342. One research chemist’s career path in the
public sector. J.M. Gorham

SECTION E

San Diego Convention Center

Room 30E

Nanomaterials

Metal Nanocrystals

J. A. Hollingsworth, J. R. McBride, R. Nagarajan, Organizers
E. Chan, Presiding

9:00

9:30

10:00

10:20

10:40

11:00

11:20

343. Assembly of anisotropic quantum dots from
periodic superlattices to aperiodic quasicrystals. O.
Chen

344. Growth mechanism of five-fold twinned
nanowires from multi-scale theory and
simulations. K.A. Fichthorn

345. Citrate-coated, size-tunable octahedral
platinum nanocrystals: Novel route for advanced
electrocatalysts. M. Moglianetti, J. Solla-Gullon, P.
Pompa

346. Maneuvering the surface chemistry of
plasmonic Mg nanoparticles. J. Asselin, C.
Boukouvala, J.S. Biggins, E. Ringe

347. Integration of sequential reactions in

a continuous flow droplet reactor: Route to
architecturally defined bimetallic nanostructures.
J.S. Santana, S.E. Skrabalak

348. General synthetic strategy toward metal
stannides, materials for next generation batteries.
A. McGrath, S. Ganapathi, F. Ronning, S. Ivanov
349. Liquid cell electron microscopy reveals origin
of heterogeneity of individual nanocrystals and
their 3D atomic structures. B. Kim, J. Heo, J. Kim, S.
Kim, J. Park

SECTION F

San Diego Convention Center
Room 30D

Formulation Strategies to Control the
Physicochemical Parameters of Drug & Nucleic
Acid Delivery Systems

M. A. llies, Organizer
K. Sakurai, Organizer, Presiding

8:30  350. Tuning long-acting HIV drug release from a
nanogel-based in situ forming implant. A.R. Town,
J. Taylor, K. Dawson, E. Niezabitowska, N. Elbaz, A.
Corker, E. Garcia-Tufién, T.0. McDonald

9:00  351.Fabricating Janus particles using seeded
emulsion polymerization: Loading and
simultaneous release of two drugs. E. Dehghani,
M. Salami-Kalajahi, H. Roghani-Mamagani, V.
Karimkhani

9:30  352. Solubilization of binary mixture of
hydrophobic solutes in multicompartment
polymer nanoparticle. R. Nagarajan

10:00 Intermission.

10:30 353. Designed FN3 domains for extrahepatic
delivery of oligonucleotides. S. Goldberg

11:00 354. Polypeptide-based polyplexes to boost
effective gene silencing in CNS disorders. I.
Conejos-Sanchez, E. Gallon, A. Nifio-Pariente,
J. Smith, A. Guzman, L. DiCanio, S. Pluchino, R.
Franklin, M.J. Vicent

SECTION G

San Diego Convention Center
Room 30C

Frontiers & Challenges in Nanoparticle-
Mediated Chemical Transformations

Nanocatalysts for Energy Applications

H. Fan, J. He, Y. Sun, Organizers
O. Chen, Organizer, Presiding
H. Wang, Presiding

8:30  Introductory Remarks.

8:35  355.Single-site catalysts on nanostructured
semiconductor surfaces for solar CO, reduction. E.
Shaaban, N. Okolie, P. Huang, G. Li

9:05  356. Single surface charges on aliovalently doped
semiconductor nanocrystals determine their
photoluminescence properties. A.R. Freyer, P. Sercel,
Z. Hou, B. Savitzky, L. Kourkoutis, A.L. Efros, T.D.
Krauss

9:35  357. Selective photochemistry with quantum dots.
Y.Jiang, E.A. Weiss

10:05 358. Hot carriers in action: Plasmon-driven
photocatalysis and photocorrosion. H. Wang

10:35 Intermission.

10:45 359. Plasmon-mediated charge transfer and
energy transfer in photocatalysis. N. Wu

11:15 360. Photoinduced hot charge transfer at
aluminum nanohole array/C_ interfaces. x. Liu,

Y. Qian, g. deng, M. Mirotznik, B. Debbrecht, B.G.
Delacy, Y. Rao
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11:45 361. Potential dependent plasmonic catalyzed
cleavage of the C-Br bond of 8-bromoadenine on
silver electrodes of nanostructures. J. Liu, W. Sun,
M. Zhang, J. Zhou, D. Wu, Z. Tian

SECTIONH

San Diego Convention Center
Room 29B

Water & Tribological Interfaces
Bioinspired Polymer Coatings

F. Mangolini, M. Ruths, Organizers
X. Banquy, A. Pitenis, Presiding

8:30  362. Stimuli-responsive and nanostructured
polymer films for modulating adhesion and friction
between surfaces: Fabrications, applications and
limitations. S. Giasson, C. Drummond, L. Giraud, P.
Vialar-Trarieux

9:00  363. Lubrication and wear protection of soft
materials using bioinspired polymers. X. Banquy, J.
Faivre, L. David, S. Benayoun, B. Ratna Shrestha, K.
Matyjaszewski, G. Xie

9:30  364. Interaction forces and nanotribology of
surfaces modified with bioinspired polymer
coatings. M. Ruths

9:50  365. Tribological properties of polyelectroryte
brushes in water. A. Takahara

10:10 Intermission.

10:20 366. Multi-responsive hierarchical coatings:
Synthesis and characterization. A. Guerron, S.
Giasson

10:40 367.Soft and slippery: Microgel-coated surfaces
under shear. P. Vialar, S. Giasson, C. Drummond

11:00 368. Low-pressure contact experiments reveal
multiple modes of relaxation in polyacrylamide
hydrogels. C.L. Johnson, J. Kim, A.C. Dunn

11:20 369. Water content and lubricity in aqueous gels.
G.D. Degen, A. Pitenis

11:40 370. Water content and adhesion in aqueous gels.
G. Degen, A. Pitenis

12:00 371.Humidity-dependent and aqueous-immersion
AFM: Nanotribological analysis of biomedical
coatings. G.D. Haugstad, G. Yu, A. McCormick, K.
Wormuth, M. Zeng

SECTION |

San Diego Convention Center
Room 30A

Hierarchical Assembly of Peptide & Protein:
From Interaction & Structure to Application

M. Dong, S. Zhang, Organizers, Presiding

8:30  372. Nanostructured protein capsules. T. Knowles

9:00  373.Transmission mechanism of pathological
alpha-synuclein. X. Mao

9:30  374.Phosphorylated amyloid protein forms
different stains leading to neurodegenerative
diseases. Y. Li

10:00 375. Peptide networking of beta 2 microglobulin
over nano-gold colloidal particles’ surfaces. K.
Yokoyama

10:20 376. Peptide assembly nanostructures: Structure,
modulation and clinical applications. Y. Yang, L.
Zhu, C. Wang

10:50 377.Determination of polypeptides conformation
in water with infrared nano-spectroscopy. A.
Centrone

11:20 378. Characterizing the microscopic dynamics of
biological macromolecules during folding reactions
via direct observation of transition paths. M.
Woodside

11:50 379.Bioinspired siRNA delivery system based on
higher order architecture of designer peptides. K.
Slowinska

12:10 380. NMR characterization of spider silk protein
nanoparticle pre-assemblies. D. Onofrei, D. Stengel,
S.). Trescott, R.Z. Alabdali, AY. Soni, I.A. Villalba, B.
Addison, G.P. Holland

Nanotechnology & Single Cell Analysis in
Biology & Medicine
Nanoscience

Sponsored by ANYL, Cosponsored by BIOL, COLL, MPPG
and PHYS

Ambient Pressure Spectroscopy in Complex
Environments

Sponsored by CATL, Cosponsored by COLL

Structure at Solid-Liquid Interfaces: Effects of
Confinement & Chemical Patterning

Sponsored by ANYL, Cosponsored by COLL

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology

Synthetic Cells

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE
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SECTION A

San Diego Convention Center
Room 5B

Adsorption & Reaction at Surfaces: Symposium
in Honor of Charles T. Campbell

Adsorption & Binding at Surfaces

Cosponsored by CATL

J. Rodriguez, D. Starr, Organizers
S. L. Tait, Organizer, Presiding

L. Gamble, Presiding

1:40  381.Interaction of atomic oxygen with the Ag(111)
surface. S.B. Isbill, S. Roy

2:00  382.0Oxygen dissociation on the Ag/Cu(111) near
surface alloy. L. Cramer, E.H. Sykes

2:20  383.On-surface topochemistry of helicenes. K.
Ernst

2:50 Intermission.

3:10  384.Lithium-doped TiO,(110): Electronic structure
and reactivity. R.S. Somaratne, J.E. Whitten

3:30  385. Synthetic surface chemistry: Versatile route to
low-dimensional nanostructures. J. Gottfried

4:00 386. Designing nanostructures for plasmon-
enhanced spectroscopies to probe chemistry at
surfaces. C. Coplan, W. Scholl, M.A. Ticknor, M.M.
Swartz, C.A. Lancaster, J.S. Shumaker-Parry

4:30  387. Neutron scattering investigations of
molecular interactions with surfaces of
nanomaterials. J.Z. Larese

SECTION B

San Diego Convention Center
Room 6F

Surfaces & Interfaces in the Environment:
Symposium in Honor of Vicki Grassian

Aqueous Surfaces to Ocean & Organic-Surface
Interactions

Cosponsored by ENVR and WCC
A. P. Ault, J. Baltrusaitis, Organizers, Presiding

2:00 388. Heterogeneous reactions on atmospherically
relevant sea spray aerosols. K.A. Prather

2:20  389. Environmental marine interfaces: Inherent
electric fields from dipole and electrolyte
organization. H.C. Allen

2:40  390. Catching the freshwater wave: Lakes, aerosols,
and algal blooms. A.P. Ault, N.E. Olson, N. May, J.
Axson, K.A. Pratt

3:00  391.Integrated computational and experimental

strategies to explore air-water interfaces in sea
spray aerosols and related model systems. R.E.
Amaro

3:20  Intermission.

3:30  392. Physical chemistry of environmentally
relevant multicomponent interfaces. H.A. Al-
Abadleh

3:50  393.Surface-mediated photochemical pathways
for the formation of HONO and NO,. J.G. Navea

4:10  394.Surface chemistry at a primarily
undergraduate institution. J.D. Schuttlefield
Christus

4:30  395. Thermodynamics and phase of sea spray
aerosol droplets using microfluidics. L. Nandy, S.
Liu, C. Dutcher

SECTION C

San Diego Convention Center
Room 31B

Confined Dynamics of Molecules & Particles at
Interfaces, in Pores & under Crowded Conditions

Interfaces & Pores

J. Conrad, D. K. Schwartz, Organizers, Presiding

2:00 396. Nanoparticle diffusion at liquid-solid
interfaces and its implications on in situ liquid
phase TEM studies. U. Mirsaidov

2:35  397. Dynamics of fluorescein embedded to
amyloid beta peptide 1-40 at nano-scale gold
surface. K. Yokoyama

3:00 398. Characterization of carfentanil and
remifentanil in solution and on surfaces. M.L.
McEntee, M. Winemiller, A. Walz, F. Hsu, A.
Schenning, M.L. Sheahy, I. lordanoy, J. Landers, G.W.
Peterson

3:25  Intermission.

3:35 399. Interfacial, confined, and concentrated
colloidal diffusion. M.A. Bevan

4:10  400. Electrostatic barriers to nanoparticle escape
from cavities in a porous matrix. H. Wu, R. Sarfati,
D. Wang, D.K. Schwartz

SECTIOND

San Diego Convention Center
Room 31A

Colloid & Surface Chemistry in Industry:
Applications & Career Opportunities
Financially supported by Natural Immunogenics

Corporation
N. A. Falk, R. I. Maccuspie, Organizers, Presiding
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2:00  401. From Ph.D. lab bench researcher to multi-
national startup cofounder. T.A. Dankovich

2:30  402. How does your academia experience support
successful industrial career in colloidal science and
nanotechnology?. N. Qin

3:00 403. Colloidal science: Advancing human health. D.
Gorka

3:30  Panel Discussion.

SECTIONE

San Diego Convention Center
Room 30E

Nanomaterials

Modulating the Photophysics of Colloidal
Nanocrystals

J. A. Hollingsworth, J. R. McBride, R. Nagarajan, Organizers
A. Smith, Presiding

1:30  404. Photophysical properties of mixed-
dimensional heterojunctions. S. Padgaonkar, S.
Amsterdam, H. Bergeron, T.J. Marks, M. Hersam,
E.A. Weiss

2:00  405. Investigating the role of aliovalent doping
of quantum dots: From magnetic frustration in
Fe:ZnSe (CdSe) to plasmonic behavior in Sn:In.0..
G.F. Strouse

2:30  406. Discovery and controlled assembly of
lanthanide-doped nanoparticles for ultra-low-
threshold upconversion microlasers. E. Chan

3:00 407.Insitu elucidation of oxidation pathways to
high quality magnetic nanoparticles. J. Watt, D.
Huber, A. Begay

3:20  408. Evaluating the effect of dopants on the
oxygen storage behavior of bixbyite vanadium
sesquioxide (V,0,) nanocrystals. L. Reimnitz, D...
Milliron

3:40  409. One-pot construction of Au-FeO @SiO,
core-shell nanostructure with both high catalytic
activity and good thermal stability. H. Yin, Z. Guo

4:00 410. Stabilization and functionalization of iron
oxide colloidal nanoparticles for applications at
harsh environment. W. Wang

4:20  411. Microwave synthesis of tailored lanthanide
oxide nanoparticles and their surface modification
to generate homogeneous nanocomposites. L.J.
Treadwell, J.P. Lassa, C. Wheeler-Davis

4:40  412. Ultrafast charge carrier dynamics of indium-
alloyed thick-shell InP/ZnSe quantum dots. N.
Freymeyer, S. Click, K.R. Reid, J.R. McBride, S.J.
Rosenthal

SECTION F

San Diego Convention Center
Room 30D

Formulation Strategies to Control the
Physicochemical Parameters of Drug & Nucleic
Acid Delivery Systems

K. Sakurai, Organizer
M. A. llies, Organizer, Presiding

2:00  413.Re-engineering immuno-exosome as
theranostics. S. Aryal, S. Rayamajhi, T. Nguyen, R.
Marasini

2:30  414.Transglutaminase-mediated lipid bilayer
decoration with proteins using lipid-fused
peptide amphiphile substrates. M. Takahara, R.
Wakabayashi, K. Minamihata, M. Goto, N. Kamiya

3:00  415. Vesicle-to-sheet morphological control of
lipid bilayers using polycation-chaperoned peptide
system. T. Ochiai, T. Takenaka, W. Sakamoto, T.
Masuda, N. Shimada, A. Maruyama

3:30  416. Impact of thermal annealing on
physicochemical properties, serum stability,
and transfection efficiency of pyridinium based
lipoplexes. U. Satyal, H. Nguyen, V.D. Sharma, M.A.
llies

4:00 417.New synthetic lipid chains incorporated in the
structure of cationic amphiphiles for nucleic acid
delivery. A. BOURAOUI, M. Berchel, R. Ghanem, V.
Vie, L. Deschamps, O. Lozach, T.L. Gall, T. Montier, P.
Jaffres

4:30  418. Novel formulation strategies to overcome
endosomal barriers for enhanced nucleic acid
delivery. S. Patel, G. Sahay

SECTION G

San Diego Convention Center
Room 30C

Frontiers & Challenges in Nanoparticle-
Mediated Chemical Transformations

O. Chen, H. Fan, J. He, Y. Sun, Organizers
G. Li, Presiding

1:15  Introductory Remarks.

1:20  419. Withdrawn

1:50  420. Effect of surfactant on nanosynthesis
of noble metal nanocrystals: Case of
dioctadecyldimethylammonium chloride (DODAC).
H. Lv, D. Xu, B. Liu

2:20  421. Organochalcogenide reagents for the phase
control of transition metal sulfides and selenides. J.
Macdonald, E.A. Hernandez-Pagan, E.H. Robinson,
J.M. Rhodes, Y. Zhao, J. Veglak
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2:50 Intermission.

3:00  422. Polymer-guided synthesis of asymmetric
multicomponent nanoparticles with enhanced
catalytical activity. Z. Nie

3:30  423. Engineering metal-oxide interface at atomic
scale in well-defined nanoparticles for catalytic
conversion of small molecules. H. Zhu

4:00 424.Heterogeneous nanostructure integration for
energy conversion and production. P. Gao

4:30  425. Metal-organic framework coated
nanoparticles. C. Tsung

SECTIONH

San Diego Convention Center
Room 29B

Water & Tribological Interfaces

Specialty Lubricants & lonic Liquids

F. Mangolini, M. Ruths, Organizers
C. Drummond, W.T. Tysoe, Presiding

2:00  426. Biobased lubricant additives from vegetable
oils and other renewable feedstocks. G. Biresaw, G.
Bantchev, R.E. Harry-O’kuru

2:30  427.Influence of surface coverage on friction
performance of stearic acid on iron oxide. A.M.
Schilowitz, A. Jaishankar, A. Jusufi, J. Vreeland, S.
Deighton, J. Pellettiere

2:50  428.Tricresyl phosphate reactions with ferrous
surfaces: Effect of surface composition, molecular
isomer, and atmospheric content. J. Mogonye, R.
Pesce-Rodriguez, A. Kajeh, A. Martini, S. Berkebile

3:10  429.Using ionic liquids as lubricant additives
together with friction modifiers. W. Li, C.K. Kumara,
H.M. Meyer Ill, H. Luo, J. Qu

3:30  Intermission.

3:40  430. Laboratory studies of spacecraft fluid
lubricants. J.M. Helt, P.P. Frantz, SV. Didziulis

4:00 431. lonic liquids as environmentally friendly
additives for hydraulic fluids. X. He, H. Luo, T.J.
Mathews, J. Qu

4:20  432.Synergistic interactions between thiolate-
protected silver and palladium nanoparticles
and their tribological properties. C. Kumara, H.M.
Meyer I, J. Qu

SECTION |

San Diego Convention Center
Room 6E

Biomaterials & Biointerfaces

S. Romero-Vargas Castrillon, Organizer
J. Groll, Presiding

2:00  433.Sputtering-enabled intracellular X-ray
photoelectron spectroscopy (SEI-XPS): New lab-
based technique to investigate the biological fate
of metal nanoparticles. M. Moglianetti, A. Turco, C.
Malitesta, P. Pompa

2:20  434.Design near infrared absorbing triplet-triplet
annihilation nanoparticles and application in
tumor immunotherapy. L. Huang

2:40  435. Orchestrating cellular organization and
phenotype in small diameter bi-layered vascular
grafts by heterotypic scaffold design. T. Jlingst, I.
Pennings, T. Rosenberg, D. Gawlitta, J. Groll

3:10  436. Silica nanofibers-based extracellular matrix
scaffolds with tunable nanostructure. Y. Nie, N.
Hao, J. Zhang

3:30  437. New synthesis methodology for making FITC
labeled PMMA nanoparticles: Understanding
effect of crosslinked vs. surfactant-stabilized
nanoparticles on conjugation. N. Mirza Nasiri, B.
Kamras, S.B. Marpu, D.P. Simmons, R.A. Petros, M.A.
Omary

3:50  438.Role of core stiffness in regulating the
intracellular fate of GM3-functionalized polymer
nanoparticles. B. Eshaghi, N. Alsharif, K.A. Brown, S.
Gummuluru, B.M. Reinhard

4:10  439.Reactive oxygen species sensitive dendrimers
for chronic wound healing. S. Wijetunge, Y. Sun

4:30  440. Preparation and properties of POSS/HA
composite film layer. Y. Xiao, W. Liu, x. zhang

Nanotechnology & Single Cell Analysis in
Biology & Medicine

Nanoscience

Sponsored by ANYL, Cosponsored by BIOL, COLL, MPPG
and PHYS

Water, Ice, & Clathrate Hydrate Geochemistry:
Molecular Structures, Microscopic Properties, &
Energetics

Sponsored by GEOC, Cosponsored by COLL and PHYS

Ambient Pressure Spectroscopy in Complex
Environments

Sponsored by CATL, Cosponsored by COLL

Structure at Solid-Liquid Interfaces: Effects of
Confinement & Chemical Patterning

Sponsored by ANYL, Cosponsored by COLL

Future of Biomacromolecules at a Crossroads of
Polymer Science & Biology
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Tissue Engineering

Sponsored by POLY, Cosponsored by BIOL, CARB, CELL,
COLL, ENVR, MEDI, PHYS and PMSE

'Altb, kl I "J I =
[ e—

SECTION A

San Diego Convention Center
TBD

Sci-Mix
R. Nagarajan, Organizer

8:00 - 10:00
139, 143, 146, 148,152,168,171,172,173,174,
175,176,177,181, 186, 187, 188, 197, 200, 204,
205, 206, 224, 228, 229, 230, 233, 234, 238, 239,
247,248, 251, 252, 253, 254, 261, 262, 263, 269,
270, 273, 274, 277, 279, 280, 281, 285, 286, 287,
288, 290, 293, 294, 299, 300, 302, 307, 308, 309,
310, 311. See Previous Listings
594, 595, 626, 637, 673, 694, 695, 696, 698, 699,
714, 719. See Subsequent Listings.

DAY I\

|
SECTION A
San Diego Convention Center
Room 5B

Adsorption & Reaction at Surfaces: Symposium
in Honor of Charles T. Campbell

Electrocatalytic & Liquid Interfaces

Cosponsored by CATL

D. Starr, S. L. Tait, Organizers

J. Rodriguez, Organizer, Presiding
K. Ernst, Presiding

8:30  441. Can surface science help explain biology?. L.
Gamble

9:00  442. Aqueous-phase adsorption energies of model
bio-oil compounds on Pt and Rh: Comparison
between experiment and theory. N. Singh, B.R.
Goldsmith, J. Akinola, I. Barth

9:20  443. Active structures and species of modified
transition metal oxide electrocatalysts for the
oxygen evolution reaction. B.E. Koel

9:50 Intermission.

10:10 444.Role of open circuit and external potentials to
control electrocatalytic reductions. J.A. Lercher, OY.
Gutierrez Tinoco, Y. Liu

10:40 445. Electrocatalytic alcohol oxidation by size-
selected Pt clusters. A.C. Cass, H.F. McKnight, S.L.
Anderson

11:00 446. Ambient pressure X-ray photoelectron
spectroscopy with application to solar water
splitting materials. D.E. Starr

11:30 447. Greatest hits album: Campbell group. C.T.
Campbell

SECTION B

San Diego Convention Center
Room 6F

Basic Research in Colloids, Surfactants &
Interfaces

Colloidal Assembly

R. Nagarajan, Organizer
S. Fujii, Presiding

8:30  448. Self-assembly of soft colloids into
quasicrystals. M. Dulle, T. Jurczyk, T. Gruhn, S.
Forster

9:00  449. Switchable regioselective assemble of
triblock microparticles based on surface material
recognition. M. Liu, X. Zheng, D. Pine, M. Weck

9:20  450. Magnetic assembly of anisotropic
nanostructures into responsive photonic crystals.
Z.Li,Y.Yin

9:40  451. Investigation of the aggregates formation
mechanism of Amyloid beta 1-40 coated nano-
gold particles. K. Yokoyama

10:00 452. Polyhedral liquid marbles. S. Fuijii, F. Geyer,
Y. Asaumi, D. Vollmer, H. Butt, J. Fujiwara, Y.
Nakamura

10:30 453. Block copolymer assembly of ligand stripped
nanocrystals. G. Ong, D.J. Milliron

10:50 454. All-organic crystalline colloidal array for full
color electrophoretic reflective display. W. Lee, H.
Lee, E. Park

11:10 455. Templated capillary assembly of liquid
colloidal particles. C. Shillingford, M. Weck

SECTION C

San Diego Convention Center
Room 31B

Confined Dynamics of Molecules & Particles at
Interfaces, in Pores & under Crowded Conditions

Reactions & Structure in Confinement

J. Conrad, D. K. Schwartz, Organizers, Presiding

8:30  456. Catalytic activity in nanoporous materials
with inhibited transport: Pore diameter
dependence of PNB conversion to aldol in MSN.
JW. Evans, A. Garcia, L.I. Slowing

COLL — DIVISION OF COLLOID AND SURFACE CHEMISTRY 170
Draft Technical Program as of July 10, 2019



8:55  457.Enhanced selectivity in air separation by
tumbling movement through a bilayer nanoporous
graphene membrane. S. Wang, D. Jiang

9:15  458. Transforming the potential energy landscape
to suppress deactivation pathways in surface
supported catalysts. S.C. Hayden, H. Li, A. France-
Lanord, E. Converse, T. Pilyugina, B.S. Hanna, J.C.
Grossman

9:40  459. Self-assembly of deformable soft hydrogel
microspheres at the air/water interface. H. Minato,
Y. Sazuka, M. Takizawa, K. Honda, D. Suzuki

10:05 460. Surface segregation of binary particles
in photonic colloidal assemblies. Z. Hu, N.C.
Gianneschi

10:25 461. Structure and dynamics of a confined ionic
liquid studied by an x-ray surface force apparatus.
M. Mezger, M. Valtiner, V. Honkimaki

10:50 462. Investigation of water adlayers confined
between 2D interface. Q. Li

11:15 463. lonic liquid confined between metallic
surfaces: What is the role of image charges?. S.
Ntim, M. Sulpizi

11:40 464. Effect of confinement on phase transitions of
hydrocarbons in nanoporous materials. H. Cho, T.
Jordan, M.D. Deo

SECTIOND

San Diego Convention Center
Room 31A

Targeted Delivery of Nanomedicines In Vivo

P. del Pino, Organizer
N. Feliu Torres, W. J. Parak, Organizers, Presiding

8:30  Introductory Remarks.

8:35  465. Design and synthesis of inorganic
nanomaterials for medical applications. T. Hyeon

9:05  466. Aqueous stable gold nanostar/ZIF-8
nanocomposites for light triggered release of
active cargo inside living cells. P. del Pino

9:35  467. Engineering metal-organic-framework
nanoparticles for enhanced chemoradiation of
breast cancer. M. Neufeld, A. DuRoss, M. Landry,
C.G. Sun

10:05 Intermission.

10:35 468. Fluorinated nanomaterials for efficient nucleic
acids delivery with medium serum. T. Zhang, Y.
Huang, X. Ma, W. Guo, X. Liang

11:05 469. Design and implementation of gold-
nanoparticle formulations as MUC1-directed
cancer vaccines. R. Flammengo, V. Mangini, |.
Companién, A. Guerreiro, G. Bernardes, F. Corzana

SECTIONE

San Diego Convention Center
Room 29B

Nanomaterials
2D Nanoparticles

J. A. Hollingsworth, J. R. McBride, R. Nagarajan, Organizers
B. Sadtler, Presiding

8:30  470. Modulation of precursor reactivity in colloidal
syntheses of WSe,-based nanostructures. A.M.
Schimpf, J.Q Geisenhoff

9:00 471. Colloidal Pb-free halide perovskite and group
IV nanomaterials. M. Panthani

9:30  472.Tuning the band gap of semiconducting two-
dimensional materials by changing the structure
of polymer assembled on their surface. M.A.
Mahmoud

9:50  473. Effect of the heterostructure on charge
transfer processes in Pbse/Cdse Janus quantum
dots functionalized by Ru(ll) dyes. S. Kilina, J.
Mohammed

10:20 474.Spanning the atomic to the agglomerate
dimensions in colloidal dispersions of 2D lead
halide perovskites. C.J. Dahlman, N.R. Venkatesan,
P.B. Corona, R.M. Kennard, N. Smith, M.E. Helgeson,
M.L. Chabinyc

10:40 475. Synthesis and characterization of modified
hydroxyapatites. S. Alexandratos, H. Benhaim, A.
Ashfaqg, E. Amin

11:00 476. Air-stable CulnSe, nanocrystal transistors and
circuits via post-deposition cation exchange. H.
Wang, D.J. Butler, D.B. Straus, N. Oh, F. Wu, J. Guo, K.
Xue, J. Lee, C.B. Murray, C.R. Kagan

11:20 477.Fundamental study of graphene oxide-metal
nanoparticle material hybrids for electromagnetic
energy interference mitigation: Systematic
structure/function analysis. J.R. Uzarski, W. Gary, S.
Karna

SECTION F

San Diego Convention Center
Room 30E

Formulation Strategies to Control the
Physicochemical Parameters of Drug & Nucleic
Acid Delivery Systems

M. A. llies, Organizer
K. Sakurai, Organizer, Presiding

8:30  478. Understanding the excipient’s effects on
functionality of glass and polymer pre-filled
syringes. L. Fang
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9:00

9:30

10:00

10:30

11:00

11:30

479. Protein-excipient interactions via diffusion
NMR: Case study of zwitterions. A. Erfani, N.
Pickering, J.L. White, J.D. Ramsey, C. Aichele

480. Furry nanoballs bearing D,"/D," silicone:
Synthesis, structural characterization, and their
robust stability in vivo. J. Matsuno, S. Fuijii, J. Lee, R.
Takahashi, K. Sakurai

481. Versatile single chain polymer nanoparticles
in controlled drug delivery. J. Paats, N. Hamelmann,
P. Kroger, J.M. Paulusse

482. Chaperone effect of cationic comb-type
copolymers for an amphiphilic peptide disturbing
lipid membranes. W. Sakamoto, N. Shimada, A.
Maruyama

483. Macromolecular HPMA-based nanoparticles
with cholesterol for solid tumor targeting:
Synthesis, internal structure, and interaction with
blood plasma proteins. S. Filippov

484. Quantifying drug adsorption to lipid
membranes using second harmonic generation.
G.Y. Stokes

SECTION G

San Diego Convention Center
Room 30D

Frontiers & Challenges in Nanoparticle-
Mediated Chemical Transformations

Hybrid Nanomaterials & Applications

O. Chen, H. Fan, J. He, Y. Sun, Organizers
B. Liu, Presiding

8:30
8:35

9:05

9:35

10:05

10:15

10:35

10:55

11:15

Introductory Remarks.

485. Modulation of surface states on bimetallic
nanoicosahedra toward catalytic energy
conversion. C. Kuo, M. Lu, Y. Chuang, D.A. Cullen
486. Highly tunable platform for biomimetic
catalysis from nanocrystal-polymer composites.
M. Cargnello, A. Riscoe, C. Wrasman, A. Herzing, S.
Bare

487. Nanoscale metal-organic supercontainers as
biomimetic catalysts. Z. Wang

Intermission.

488. Hierarchical nanocrystal assembly driven by
structural transformation of biomolecules. E. Zhu,
S.Wang, Y. Huang, H. Heinz

489. Mechanically initiated free radical
polymerization. Z. Wang, J.L. Ayarza, A. Esser-Kahn
490. Coupling magnetic and plasmonic anisotropy
in hybrid nanorods for mechanochromic films. Z. Li,
Y.Yin

491. 3D-porous plate-like Ag nanostructures for
efficient CO, electroreduction. 5.C. Abeyweera, Y.
Sun

11:35

492. Remotely operable and highly functional
plasmonic nanoreactors for NIR-light-induced
bioorthogonal catalysis in living cells. A. Kumar, I.
Lee

SECTIONH

San Diego Convention Center
Room 5A

Colloids & Nanomaterials for Water Purification

C. Drew, Organizer, Presiding

8:30
8:35

8:55

9:15

9:35

9:55

10:15

10:35

10:55

11:15

11:35

11:55

12:15

Introductory Remarks.

493. Enhanced virus removal in a practical sand
filter. L. Samineni, B. Xiong, R. Chowdhury, T.H.
Nguyen, C. Maranas, D. Velegol, M. Kumar, S.B.
Velegol

494, Use of rotifers as self-propelling biohybrid
microcleaners. F. Soto, M.A. Lopez-Ramirez, I.
Jeerapan, A. Nourhani, J. Wang

495. Determining the properties of flocs made of
aluminum oxide particles and lignin-acrylic acid
polymers. P. Fatehi

496. Bioinspired nanomaterials for water
remediation. S.V. Patwardhan, E. Routoula, H. Patel
497. Space-confined seeded growth of black silver
nanostructures for solar steam generation. J. Chen,
Y.Yin

498. Remediating aqueous waste with
supramolecular gels to create smart materials with
high-tech applications. D.K. Smith

499. Imprinted copolymer/SiO, hybrid for selective
adsorption of bisphenol A. K. Chin, S. Chang

500. Electrospun nanofibrous poly-cyclodextrin
membrane for efficient removal of polycyclic
aromatic hydrocarbons (PAHs) and heavy metals
from water. A. Celebioglu, F. Topuz, Z.I. Yildiz, T.
Uyar

501. Core-shell Fe-SiO,-polyamine magnetic
nanoparticles for metal recovery using a
continuous flow pipeline reactor. E. Rosenberg, R.
Latterman, E. Deluca

502. Hydrophobic-force-driven removal of organic
compounds from water by reduced graphene
oxides generated in agarose hydrogels. C. Cheng
503. Surface modified magnetic nanoparticles

as efficient adsorbents for heavy metals removal
from wastewater: Progress and prospects. M.O.
Ojemaye, 0.0. Okoh, A. Okoh

Concluding Remarks.
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SECTION |

San Diego Convention Center
Room 6E

Biomaterials & Biointerfaces

S. Romero-Vargas Castrillon, Organizer
K. Burke, Presiding

8:30  504. Visualizing the inner architecture of poly(e-
caprolactone)-based biomaterials and its impact
on performance optimization. B. Li, Y. Wu, A.J.
Bauer

8:50  505. Substrate-independent micropatterning of
polymer brushes using chemical vapor deposition-
based polymerization initiator films. R. Kumar, A.
Welle, I. Kopyeva, F. Becker, J. Lahann

9:10  506. Is hydroxyl functionality a prerequisite for
inducing stasis in human pluripotent stem cell
colonies immersed within block copolymer worm
gels?. N.J. Penfold, M. Sponchioni, I. Canton, S.P.
Armes

9:30  507. Upper critical solution temperature (UCST)
behavior of core cross-linked polymer micelle in
water. S. Yusa, M. Ohshio, K. Ishihara, A. Maruyama,
N. Shimada

9:50  508. Tailoring surfaces of silk fibroin films to
control protein adhesion. D. Heichel, S.P. Ward, D.H.
Adamson, K. Burke

10:20 509. Mechanochemical phenomena in free and
constrained polyacrylamide hydrogels induced by
osmotic swelling. A. Parameswar, K. Fitch, D. Bull, V.
Duke, A.P. Goodwin

10:40 510. Catechol-modified poly(oxazoline)s with
tunable degradability facilitate cell invasion
and lateral cartilage integration. J. Blohbaum, O.
Berberich, J. Tessmar, T. Blunk, J. Groll

11:00 511.Scalable synthesis of on-demand degradable
hydrogel particles. P. Shieh, J.A. Johnson

11:20 512. Effect of the shape on phagocytosis:
Phagocyte type matters!. H. Safari, E. Saito, W.
Kelley, L. Carethers, L. Shea, O. Eniola-Adefeso

Water, Ice, & Clathrate Hydrate Geochemistry:
Molecular Structures, Microscopic Properties, &
Energetics

Sponsored by GEOC, Cosponsored by COLL and PHYS

Surfactant & Colloid Science Applied to
Formulations

Sponsored by AGRO, Cosponsored by COLL

DAY

|
SECTION A
San Diego Convention Center
Room 5B

Langmuir Lectures, NanolLetters Award Lecture,
ACS Materials & Interfaces Award Lecture

R. Nagarajan, Organizer
L. Tribe, Presiding

2:00 Introduction of Langmuir Lecturer, A. Sen.

2:10  513. Fantastic voyage: Designing self-powered
nano/microbots. A. Sen

3:00 Introduction of of Langmuir Lecturer, K. Ariga.

3:10  514.Langmuir science teaches everything:
Molecular machine operation, nanocarbon
synthesis, and life regulation at liquid interfaces. K.
Ariga

4:00 Introduction of ACS AMI Lecturer, J. Schiffman.

4:10  515. Interfacing polymer materials with
microbiology. J.D. Schiffman

SECTION B

San Diego Convention Center
Room 6F

Basic Research in Colloids, Surfactants &
Interfaces

Molecular Self-Assembly

R. Nagarajan, Organizer
Z. Niroobakhsh, Presiding

2:00 516. End-group ionisation enables the use of
poly(N-(2-methacryloyloxy)ethyl pyrrolidone) as
an electrosteric stabiliser block for polymerisation-
induced self-assembly in aqueous media. R.
Gibson, S.P. Armes

2:20  517.Hydrodynamic instabilities in fatty
acid/surfactant self-assembling systems. Z.
Niroobakhsh, J. LaNasa, A. Belmonte, R. Hickey

2:50  518. Rediscovering micelle-like behavior of
resorcinarene capsules and their unique
aggregation number corresponding to Platonic
structures. S. Fujii, K. Sakurai, 