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Problem Definition and Goals

Problem: There are numerous peer-reviewed publications and public
websites that contain experimental data that could be used to improve
existing QSAR/QSPR models. Commonly these data are not available in an
ideal form: often limited to PDF supplementary info files for publications (with
names or CASRNs and no electronic structure formant. However, when
aggregation of these data has been attempted curation has been necessary.

Goals: Provide a de facto dataset for water solubility data that can be used
to build multiple models and eventually a consensus model. Identify specific
sets of chemicals that can improve existing models. Curate these data to
ensure chemical identifiers represent the same chemical structure,
physicochemical property data has consistent units, etc. Make these data
available as downloadable data for use in QSAR/QSPR models and reuse in
other databases. The project was started using aqueous solubility data
available from the OCHEM database (https://ochem.eu/).
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Abstract

The U.S. Environmental Protection Agency’s CompTox Chemicals Dashboard
(https://comptox.epa.gov/dashboard) hosts a plethora of environmentally-
relevant chemical information, including physical property data suitable for
QSAR/QSPR modeling. The development of these physical property
datasets has generally involved the curation of publicly-available experimental
data. The ease of accessing this data, along with the overall quality of the
dataset (i.e. machine-readable formatting, inclusion of experimental
conditions, etc) is highly variable. This purpose of this work is to identify the
challenges associated with acquiring physical property datasets, with a focus
on obtaining water solubility values for organic compounds. Common issues
discovered Iin this data will be presented, along with solutions that can be
easily implemented in a high-throughput manner. The end result will be a
standard workflow a researcher can follow when curating physical property
datasets. This abstract does not necessarily represent the views or policies of
the U.S. Environmental Protection Agency.

Issues Discovered During Aggregation and Curation

SMILES - |CASRN |~ |NAME - | ARTICLE ~ | PUBMED| ~ | Water ¢ = |UNIT {Wa ~ | Water ¢ = | UNIT {W ~

C1=C[NHO]=C2[NHO]=C[MHO]=CC2=[M 91-18-9 pteridine AT11278  NA 0.0343 log{mol/L 0.0343 log(mol/L]

C1=CC=C3[MHO]=CC=CC2=C1 91-22-5 Quinaline AT11278  NA -1.3251 log{mol/L -1.3251 log{mol/L]
COCI1=CC=CC=CI1[N+]{[O-])=0 91-23-6 2-nitroanisole AT11278  NA -1.3572 log{mol/L -1.9572 log{mol/L]

MC1=CC2=CC=CC=C2C=C1 91-39-8 2-NAPHTHYLAMINE AT11278  NA -2.8795 log{mol/L -2.8795 log{mol/L]
0=C10C2=CC=CC=C2C=C1 91-64-5 Coumarin AT11278  NA -1.886 log(mol/L -1.886 log(mol/L]
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[#7]C1=[NHO]C{=[NHO]C([#7])=[NHO]1591-76-9 BENZOGUANAMINE A111278 NA -2.4942 log{mol/L) = -2.4942 log(mol/L]
[#6]N{[#6]) CCN{CC1=CC=C[5H0]1)C1=91-80-5 methapyrilene A111278 NA -2.6383 log{mol/L)  -2.6383 log(mol/L]
NC1=CC=C(C=CICI)C1=CC=C(N)C(Cl)= 9441 3,3"-DICHLOROBENZIDINE A111278 NA -4,912 log{mol/L -4,912 log(mol/L]
0C1=CC=C{C=C10)C1=CC=CC=C1 92-05-7%,  4-PHENYLCATECHOL A111278 NA -2,0659 log{mol/L)  -2.0659 log(mol/L]
C1=CC=C{C=C1)C1=CC{=CC=C1)C1=CC-92-06-8  m-TERPHENYL A111278 NA -5.183 log{mol/L -5.183 log(mol/L]
0C1=C{0)C=C2C=CC=CC2=C1 92-44-4 2,3-WAPHTHALENEDIOL A111278 NA -2.7377 log{mol/L)  -2.7377 log(mol/L]
CCN(CCO)C1=CC=CC=C1 92-50-2 ETHANOL,?-(ETHYLPHENYLAMINO)- A111278__ NA -1.9171 log{mol/L)  -1.9171 log(mol/L]
C1=CC=C{C=C1)C1=CC=CC=C1 92-52-4 biphenyl 468 log{mol/L)  -4.3468 log(mal/L
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OC1=CC=C{C=C1)C1=CC=CC=C1 92-69-3 p-phenylphencl 812 log{mol/L -3.4812 log(maol/L,

[0-][N+](=0)C1=CC=C(C=C1)C1=CC=C!92-93-3 P-NITROBITFENYL 'A111278 -5.2094 log(mol/L)  -5.2094 log(mol/L]
C1=CC=C(C=C1)C1=CC=C(C=C1)C1=CC- 92-94-4 1,14, @ JERPHENYL A111278 -7.107 log(mol/L -7.107 log(mol/L

n
CC(=0)C1=CC=C2C=CC=CC2=C1 93-08-3 1,4#-MAPHTHALENYL)ETHANONE A111278 -2.7964 log(mol/L)  -2.7964 log(mol/L. S O I Ve d by u S I n g th e

OC(=0)C1=CC2=CC=CC=C2C=C1 93-09-4 _ 2-APHTHOIC ACID AL11273 -3.5639 log{mol/L -3.5639 log(mol/L]

| [#6]C1=CC2=[NHO]C([#6])=CC=C2C=C] 95—3_:-3_ quinaline, 2,7-dimethyl- A111278 ol/L!
'CGC{:O}ClzCC:CCzCl 25-58-3 Benzoic acid, methyl ester CAS RN recorded as ol/L,
1| [#6]0C(=0)C1=CC=C[NHO]=C1 %

CC(OC1=CC=C(Cl)C=C1C)C({D)=0 NA MECOPROP, MCEPP, M ol/L
CC{OC1=CC(Cl)=C{Cl)C=C1CI)C{0)=0 NA 93-72-1, 30365-50-5 A111278 -3.4667 log{mol/L) = -3.4667 log(mol/L]

OC(=0)coC1=Cc({Ccl)=C{Cl)jC=C1Cl 93-76-5 '2,4,5-trichlorophenoxyacetic acid A111278 -2.9633 log{mol/L
OC{=0)cccoci=cc{cl)=c{cl)c=c1cl 93-80-1 2,4,5-TB A111278 -3.8294 log{mol/L
CC(=0)CC{=0)C1=CC=CC=C1 93-91-4 1,3-Butanedione, 1-phenyl- A111278 -2.6268 log{mol/L
O=C{0C({=0)C1=CC=CC=C1)C1=CC=CC-93-97-0 BENZOIC ACID, ANHYDRIDE Al11278 -4.3546 log{mol/L

-2.6268 log(mol/L

=wame SIgNificant information loss.
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) -3.8294 log(mol/L
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CCi=Ce=tac=te=tea=Cl I1-57-6 2-methylnaphthalene ALLLI7E |NA -3.762|log(mol/L -3.762 | log(mol/L] C h e m I Ca I n a m eS CO n ta I n I n g Oth e r CCOC(=0)C1=C{C=CC=C1C[0)=0)N(=C6828-46-2  Phthalic acid, 3-nitro-, 2 ethyl ester — T RSB — -1.9163 log{mol/ NA
CCN(CC)C1=CC=CC=C1 91-66-7  n,n-diethylaniline A111278  NA -3.0278 log{mol/L) ~ -3.0278 log(mol/L] Id e ntlfl e rS I I ke CAS R N a re n u m e ro u S ] NC(CCI=CC(1)=C(0C2=cc(j=c(0)c=c]  2/3/6393 [l TORORVETEDBPRENT ] 3 5. DIIODO- L-TYROSI e 5 NA
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~ _ - NC{=0)N\N=C\C[O)C{0)C[0)C(O)CO 6936-69-2  D-Galactose, (aminocarbonyl)hydrazone -0.4257 log{mol/L) -0.4257 log(mol/L)
BrC1=CC=C(C=C1)C1=CC=CC=C1 92-66-0  4-BROMOBIPHENYL, 526 log{mol/L) ~ -5.5526 log(mol/L, RI g ht - A We I I - kn Own | SS u e Wh e re Exce I COCOC(<0)CioteeNac: s eI NICOTNIC £oiD, BT PoTeR o oamo/ o eelmall)
azi ] )
N1C2=CC=CC=C25C2=CC=CC=C12 92-84-2 Phenothlazme. 4 981 log{mol/L -5.0981 log r‘ncul,-"L: rt t CAS R N t d t b OCCCOC|{=0)C1=CC=CC=C1 6946-99-2  1,3-Propanediol, monobenzoate -1.2558 log{mol/L)
crioje colectoooen g TACETYLA y y 104 log(mol/L -3.3104 log(mol/L CO nve S O O a eS Ca n e CC(=0)CC(=0)0C1CCCCCl 6347-02-0  Butanoic acid, 3-oxo-, cyclohexyl ester -2.9037 log{mol/L)
)
)
)
; _ ] )
CoCIClOCHOfeoleTeel g g rropenediol H2methoxyphenoxy). ALZT 05982 log(mol/L) | 05982 loglmol/Lf TEXT(CASRN | ” ) | CCOC(=0)CNIC-NC2-CICI<OIN(CICH7025-96-1 | 7#.purine 7-acetic acid, 1,236 tetrahydro- 13- 1 1,588 log(mol/L) :
COC1=C{OC)C=C(CC=C)C=C1 9adi5-24" Methyleugenol A111278 -2.552 log{mol/L -2,552 log(mol/L — Va u e’ yyyy—’ ' " ' '— I n a n Ce(C)01comconctan o1 [AENOINE SorOMe s (e e e e A
A11127 . y
d byl I/ d CCCCP(=0}{CCcCccjocc 7100-92-7  Phosphinic acid, dibutyl-, ethyl ester -1.2005 log{mol/L
- .. adjacent cell. It's also common to see
: NC1=CC=C{C=C1)5{=0)(=0)C1=CC=C(( 7146-68-1  BENZENAMINE, 4-[{4-CHLOROPHENYL)SULFONYL]- -4.1267 log{mol/L
i1107s Chemical Name (C=C1)5(=0)(<0) ( { } o
' C h e I I I i Cal n a r r l eS tru n Cated With CCOC1=CC=C{C=C1)N(C{C)=0)C{C)=0 7174-45-0  Acetamide, N-acetyl-N-(4-ethoxyphenyl)- -1.947 log{mol/L
-2.9633 log(mol/L] CCCCOP(=0){0CC)OCCCC 7242-58-2  Phosphoric acid, dibutyl ethyl ester -1.8456 log{mol/L

Ismiies ~|CASRN [~ |NAME ~ | ARTICLE ¥ | PUBMED| ~ | Water < ¥ | UNIT {Water | | water { * |UNIT {W| = | Tempe| = |UNIT {1 = | lonic st v [UNIT {I{ v |comme ~ [pH [+ |uNIT {g = | INCHI_KEY
1 CcCj=0)cc{=0)c(c)(c)C NA 5,5-dimethyl-2,4-hexadione AB4 11749573 -1.63 log{mol/L) -1.63 log{mal/L) NA - NA - NA NA - LCLCVVVHIPPHCG-UHFFFAQYSA
1 CCCCHEC 627-19-0  1-pentyne AB4 11749573 -1.64 log{mol/L) -1.64 log{mal/L) NA - NA - NA NA - IBXNCIKFFQIKKY-UHFFFAOYSA
] COC{=0)NS(=0)({=0)C1=CC=C{N)C=C13337-71-1  asulam s e il mmlinnn i) il mmbinnen L NA NA - VGPYEHKOIGNJKV-UHFFFAQYSA
COC{=0)C1=CC=CC=C1C(=0)0C 131-11-3  dimethyl phthalate : : : L NA NA - NIQCNGHVCWTISM-UHFFFAOYSA
J0C(-0)CNC(=0)CI=CC=CC=C1  495-69-2  hippuricacid Inconsistent representation of stereochemistry |- NA  NA - QUAFMBKCNZACKA-UHFFFAOYSA
4 CCCCC(CC)CN 104-75-6  2-ethylhexylamine L NA NA - LTHNHFOGQMKPOV-UHFFFAOYSA
CCNC(=0)C{C)OC{=0)NC1=CC=CC=C1 16118-49-3 carbetamide | 11749573 -1.83 log(mol/L) ' -1.83 log({mol/L) NA - ' NA NA - AMRQXHFXNZFDCH-UHFFFADYSA
1 0CC{0)C10C20C(0C2¢C10)C{Cl)(Cl)cl 15879-93-3  chloralose 11749573 -1.84 log{mol/L) -1.84 log{mal/L) NA - - NA - OJYGBLRPYBAHRT-UHFFFAQYSA
] CCCCCCON 111-68- i 11749573 -1.85 log{mol/L) -1.85 log{mal/L) NA - - - WIYIASZWHGOTOU-UHFFFAOYSA
d COC(=0)C1=CC=CC=C1 = 11749573 -1.85 log{mol/L) -1.85 log{mal/L) NA - - . PJVMETYPHYUOC-UHFFFAOYSA
JCCi1({c)cacce(c){C2)c1=0 11749573 -1.85 log{mol/L) -1.85 log{mal/L) NA - - - LHXDLOBQYFFVNW-UHFFFAQYSA |
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1 CICCCBr ; 11749573 -1.85 log{mol/L) -1.85 log{mal/L) NA - - - SCIUQSIBMSM-UHFFFAOQYSA

] C=CC=C 106-95-0 i 11749573 -1.87 log{mol/L) -1.87 log{mal/L) NA - - - KAKZBPTYRLMSJV-UHFFFAQYSA
0=C10C2=CC=CC=C2C=C1 91-64-5 11749573 -1.89 log{mol/L) -1.89 log{mal/L) NA - - - ZYGHIZDHTFUPRI-UHFFFAQYSA

4 0C(=0)C1=CC=CC=CICl 118-91-2  o-chlorobenz ' gl -1.89 log{mol/L) -1.89 log{mal/L) NA - - - IKCLCGXPQILATA-UHFFFAOYSA

4 CC{=0)NC1=CC=CC=CIN{=0})=0 552-32-9  2-nitroacetanilide 11749573 . -1.91 log{mal/L) NA - - - BUNFNRVLMKHKIT-UHFFFAOYSA
clcc(clycal 96-18-4 19573 -1.92 log{mol/L) e = - CFXQEHVMCRXUSD-UHFFFAOYSA

] NC1=CC=CC2=C1C=CC=C2 134-32-7 19573 -1.92 log{mol/L) - - RUFPHBVGCFYCNW-UHFFFAOYSA

] CC1=NC2=C(C=CC=C2)c(C)=C1 1198-37-4 19573 -1.94 log{mol/L) - - ZTNANFDSJRRZRI-UHFFFAOYSA

 NC1=NC=NC2=C1C=CN2C10C(CO)C{0 69-33-0 19573 -1.95 log{mol/L) - - HDZZVAMISRMYHH-UHFFFAOYSA

1 CC1=MNC2=C(N1)C=CC=C2 615-15-6 49573 -1.96 log{mol/L) - - LDZYRENCLPUXAX-UHFFFAOYSA

1 COC1=CC=CC=C10 90-05-1 49573 -1.96 log{mol/L) - - LHGVFZTZFXWLCP-UHFFFADYSA
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i Clc=C(Cl)Cl 79-01-6 49573 -1.96 log{maol/L) - - KETRAVWGXDOKEL-UHFFFAOYSA
FC1=CC=C(F)C=C1 540-36-3 49573 -1.97 log{maol/L) - - QUGUFUIAFISSW-UHFFFAOYSA

] cc{c)=cccoic){o)c=C 73-70-6 49573 -1.99 log(mol/L) - - CDOSHBSSFIOMGT-UHFFFAOYSA

4 NC[{=N)N5{=0){=0)C1=CC=C|{N)C=C1 57-67-0 49573 -1.99 log(mol/L) - - BRBKOPJOKNSWSG-UHFFFAQYSA
Ccil{c)c2cccic)c|=0)c2 76-22-2 49573 -1.99 log(mol/L) - - DSSYKIVIOFKYAU-UHFFFADYSA

] CCCCCC(=0)0C 106-70-7 49573 -2 log{mol/L) -2 - MNUKZAGKMHTUAFE-UHFFFAOYSA

g CCc)ccl 513-36-0 49573 -2 log{mol/L) -2 - OTBFPMEWCOKYFLR-UHFFFAOYSA

i FC1=CC(F)=CC=C1 372-18-9 49573 -2 log{mol/L) -2 - UEMGWPRHOOEKTA-UHFFFAQYSA

4 CC{=C)C=C 78-79-5 49573 -2.03 log{maol/L) -2.03 - RRHGIUOMNOFWUDK-UHFFFAOYSA

] COC1=C{0)C=CC{=C1)C{0)=0 121-34-6 49573 -2.05 log(mol/L) -2.05 H C - WKOLLYMINQIZCI-UHFFFAQYSA

i CC{C)=CCCC{C)=CC=0 5392-40-5 49573 -2.06 log{maol/L) -2.06 3 WTEVQBCEXWBHNA-UHFFFAOYSA
C=CCCL{CC=C)C(=0)NC(=0)}NC1=0  52-43-7 49573 -2.06 log(mol/L) 206 ot - FDQGNLOWMMVRQL-UHFFFAQYSA

d CC1=CC=CC2=CIN1C=MMN=C152 41814-78-2 ftricyclazole 11749573 -2.07 log{maol/L) -2.07 log{maol/L) NA - - - DOJCHOOQLCLEDLL-UHFFFAOYSA

4 BrCCCBr 105-64-8 1,3-dibromopropane 11749573 -2.08 log{maol/L) -2.08 log{maol/L) NA - - - VEFLKXRACNIHOVW-UHFFFAOQYSA
CNC{=0)ON=C1C({CI)C2CC{C#N)C1C2 15271-41-7 tranid 11749573 -2.08 log{maol/L) -2.08 log{maol/L) NA - - - QCAPGRMMDFIOMB-UHFFFAQYSA

Above, Left: There are issues where stereochemical information is present
iIn some chemical identifiers and not in others for a certain value. This can
lead to issues for specific endpoints that are dependent on differences in
stereochemistry. QSAR/QSPR models may not specifically take
stereochemistry into account but registration of experimental data would.

SMILES * | CASEN * |NAME = IARTICLE = | PUBMED, * | Water{ = UNIT {Water | * | 'Water ¢~ |UNIT {W| * | Tempe * | UNIT {T ~ |lonic st ~ | UNIT {l{ = |comme | pH

n | |
== == TR ) ) ; ]
OC{C1=CC=CC=C1)C1=CC=CC=C1 91-01-0 benzhydrol ALLLI7E |NA 2.5494| log(mol/L 2.5494| log(mol/L| I eft I SS u eS I I ke : 3 M I L I : 3 bel n CC{C)COC(=0)C1=C{C=CC=C1C(0)=0)I6744-88-3  Phthhuk acid, 3-nitro-, 2-isobutyl ester AS643  NA -3.0467 log{mol/L) -3.0467 log(mol/L) 20 °C NA NA NA NA
C1CCC2CCCCC201 91-17-8  DECAHYDRONAPHTHALENE A111278  NA -5.1918 log{mol/L)  -5.1918 log(mol/L .

CC(C)CCOC(=0)C1=C{C=CC=C1C({0)=06744-92-9  Phthalic acid, 3-nitro-, isopentyl ester A5643 NA -3.0689 log{mol/L -3.0689 log(mol/L) 20 °C NA NA NA NA

) (

: : _ . CC1=CC(C)=C(C{C)=C1)P{0)=0 6781-97-1  phosphinic acid, mesityl- AS5643 NA -2.7896 log{mol/L) -2.7896 log(mol/L) 25 °C NA NA NA NA

CI-CCr-{NHOIC-CINAOI=C2C-C1 91190 Quinoxaline anm w - omwean omieor rapresented  instea y an occicojonc-c oo0s 754 |33 propanedion 2. propenyionT roosIna ootlogmolly | ossalostmoy A - Na  na Ina vk
idi ) (

CN{C{=N)NN({=0)=0)N{=0)=0 9/9/6810 jaglaaidins, N-methyl-N,N'-dinitro- A5643 NA -0.6104 log{mol/L -0.6104 log(mol/L) 25 °C NA NA NA NA

CCC[C)NC[MN)=5 6814-99-9  Thiourea, {1-methylpropyl)= AS5643 -1.1391 log{maol/ MA

CCCCOC{=0)C1=C{C=CC=C1C(0)=0)Ni6828-47-3  Phthalic acid, 3-nitro-, 2-butyl ester AS5643 - CAS numbers Converted to dates NA

ClC1=CC=C{0C2=CC{Cl)=CC=C2)C=C1 6842-62-2  3,4"-Dichlorodiphenyl ether =3 A = NA

NC(CCC(Q)=0)C(0)=0 6893-26-1  D-glutamic acid -1.2194 log{mol/L -1.7194 Tog(mo MA
NC{CO)C{0)=0 6398-95-9  SERINE -0.3861 log{mol/L -0.3861 log(mol/L) NA
NC[CcCC{o)=0)c(0)=0 gEamic acid -0.9916 log{mol/L -0.9916 log(mol/L) NA,
Clc1=CCc=C{OC2=C(Cl)C=CC=C2)C=C1 6903-65-7 24-DICHLORODIPHENYL ETHER -5.52 log{mol/L -5.52 log{mal/L) MNA
CC{=0)NC{NC{C)=0)C1=CC=CC=C1 6907-68-2 Acetamide, N,N'-(phenylmethylene)bis- -1.3144 log{mol/L -1.3144 log(mol/L) MA
NC1=CC=C(C=C1)5{=0)({=0)NC1=CNC( 6912-98-7 IBenzenesulfonamide,4-amino-N-{1,2,3,4-‘te‘trahydr I -2.764 log{mol/L -2.764 log(mol/L) MA
coci=c{cljc{cl)=cc(clj=cicl 6936-40-9  BENZENE, 1,24, 5-TETRACHLORO-3-METHOXY- -5.1307 log{mol/L -5.1307 log{mol/L) MNA
MNA
MNA
-0.9239 log(mol/L) NA
-1.2558 log(mol/L) - NA
MNA
MNA
MNA
MNA
MNA
MNA

Ao 000o00

CC{SC(C)C{N}=0)C(N}=0 6944-30-5  Propanamide, 2,2'-thiobis- -0.9239 log{mol/L

-2.9037 log(mol/L)
-2.365 log(mol/L)
-0.6525 log(mol/L)
0.9311 log(maol/L)

CSC1=NC=NC2=C1MN=CC=MN2 §966-78-5  Pteridine, 4-(methylthio}- -2.365 log{mol/L

f t' ccc(c)c[N)c{a)=0 9/3/7004 Isoleucine -0 log{mol/L
u n C IO n cN{c)c{c){c)co 7005-47-2  DMAMP )

NC(CC(N}=0)C{0)=0 7006-34-0  asparagine -0.8755 log(mol/L)

Ao 0000

ccloci=c{cjc=ci{cl)c=C1)c{0)=0  7085-19-0 MCPP -2.466 log{mol/L Tru ncated NA
MNA

MNA

coc1=NC(Cl)=Cc{=C1)C({Cl){cl)cl 7159-34-4  4-Picoline, 2-chloro-6-methoxy-alpha,alpha,alpha -4.3635 log{mol/L -4.3635 log(mol/L) ¢ MA
-1.947 log(mol/L) ¢ NA

-1.8456 log(mol/L) ¢ NA

CCCCOP(=0)({0C)oCCCC 7242-59-3  Phosphoric acid, dibutyl methyl ester -1.4995 log{mol/L (
OC(=0)C1=CC=CC2=C1C=CC=N2 7250-53-5  5-Quinolinecarboxylic acid -2.6774 log{mol/L (
(

ac|ccljc(ojc{o)ciojccl 7251-85-6  D-Mannitol, 1,6-dichloro-1,6-dideoxy- -0.6835 log{mol/L

-1.4995 log(mol/L) 25 ° NA
-2.6774 log(mol/L) ¢ NA
-0.6835 log(mol/L) ¢ NA

)
)
)
)
)
)
)
)
)
)

SMILES *|CASRN |~ |NAME ~ | ARTICLE ~ | PUBMED| ~ | Water < = | UNIT {Water | = | Water 1.7 UNIT {W = | Tempe|~ |UNIT {T = |lonicst ~ |UNIT {l{ = |comme = |pH |~ |UNIT {g = | INCHI_KEY v
CCCco 71-36-3 1-Butanol A171 10850781 0 log{mol/L) 0 log(mol/L) NA - NA - NA NA - LRHPLDYGYMQRHN-UHFFFAQYSA
0C1=CC=CC=C1 108-95-2  Phenol A171 10850781 0 log{mol/L) 0 log(mol/L) NA - NA - NA NA - ISWSIDIOOBIBQZ-UHFFFAQYSA
0C1=CC=CC=C1 NA Phenol A5370 19226181 0 log{mol/L) 0 log(mol/L) NA - NA - NA NA - ISWSIDIOOBIBQZ-UHFFFAQYSA
CCCco NA 1-Butanol A5370 19226181 0 log{mol/L) 0 log(mol/L) NA - NA - NA NA - LRHPLDYGYMQRHN-UHFFFAQYSA
c\c=C\c{0)=0 3724-65-0  crotonic acid AS643  NA 0 log{mol/L) 0 log(mol/L) NA : NA - NA NA - LDHOCZIRKDOVOX-NSCUHMNNSA
o[c@H]{[c@@H]{0)C(0)=0)C(0)=0. 51-42-3 NA AS643  NA 0 log{mol/L) 0 log(mol/L} NA - NA - NA NA - YLXIPWWIOISBDD-KZKMUFAMSA
CCCco NA 1-Butanol AS0390  NA 0 log{mol/L) 0 log(mol/L} NA - NA NA NA - LRHPLDYGYMQRHN-UHFFFAQYSA
CCN[P](cl){Cl)NEC NA NA A103509 NA 0  #NAME? 0 log(mol/L) NA - NA NA NA - USSSOXLMZPPDSI-UHFFFAOYSA
CCN[Pt]{O){0){O){O)NCC NA NA A103509 NA HNAME? 0 log(mol/L) VA - NA HFFFAOYSA
O[Pt]1{0){0){0)NC2CCCCCINT NA NA A103509 NA HNAME? 0 log(mol/L) VA - b_UHFFFAOYSA
N[Pt]1{N){OC(=0)CCC{O)=0)(0C(=0) NA NA A103509 NA HNAME? 0 log(mol/L) VA UHFFFAOYSA

COC(=0)CCC(=0)O[Pt]1{N){N){OC{=C NA NA A103509 NA #NAME? 0 log(mol/L) [NA Invalid property data UHFFFADYSA

COC(=0) AT103509 NA H#MNAME? 0 log(mal/L) fNA FUHFFFAOYSA

(
(
(
(
(
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(
(
(
(
(
{ _ -
Coc(=0) A103509 NA HNAME? 0 log(mal/L) jNA i IncorreCtly ConvertEd tO a UHFFFAQYSA
(
(
(
(
(
(
(
(
(
(
(
(
(

N[PHIL(N Leading Zeros on A103509 NA #NAME? 0 log({mol/L) } valid format L UHFFFAOYSA

N[Pt]1(N A103509 NA HNAME? 0 log{mol/L) [NA - C-UHFFFAOYSA
CCOC(=0 CAS numbers A103509 NA HNAME? 0 log(mol/L) NA - IHFFFAQYSA
CCoc{=0 A103509 NA HNAME? 0 log(mol/L) [NA - ' ' 'NA - 'CGTXEOBYNSQVLV-UHFFFAQYSA
(olu o) M— ppyp— A103509 NA #NAME? 0 log{mol/L) [NA - NA - HVFPKBDKSKFHGH-UHFFFAOYSA
N[Pt]1{N){OC{=0)CCC{=0)NC2CCCC2 NA NA A103509 NA #NAME? 0 log{mol/L) [NA - NA - CXGWWVPBZJUNPN-UHFFFAOYSA
N[Pt]123(N)OC{=0)CC(=0)01.0=C{CC NA NA A103509 NA #NAME? 0 log{mol/L) [NA - NA - KIAMCWXPDFXUMW-UHFFFAOYSA
0=C1CC{=0)0[Pt]23(NCCN2){01)OC(: NA NA A103509 NA #NAME? 0 log{mol/L) [NA - NA - DLOXGXILLTTYBT-UHFFFAQYSA
0=C10[Pt]23(NCCN2)(OC{=0}C11CCE NA NA A103509 NA #NAME? 0 log{mol/L) [NA - NA - DPPEVBJQAOMGQA-UHFFFADYSA
N[Pt]123(NCACCCCCA)OC(=0)CC{=0)t NA NA A103509 NA 0  #NAME? 0 log{mol/L) [NA - NA - OFPACIQPTZBGQO-UHFFFAQYSA
C\C=C\C{0)=0 3724- crotonic acid A108291 NA 0 log{moal/L) 0 log(mol/L) NA - NA - LDHQCZIRKDOVOX-NSCUHMNNSA
CNCC{0)C1=CC=C{0)C(0)=C1 51-42-3 ADRENALINE TARTRATE (1:1) A111278 NA 0 log{mol/L) 0 log(mol/L) NA - NA - UCTWMZQNUQWSLP-UHFFFAOYSA
0C1=CC=CC=C1 NA Phenol A111541 NA 0 log{mol/L) 0 log(mol/L) NA - NA - ISWSIDIOOBJBQZ-UHFFFAOYSA
CCCCo NA 1-Butanal A111541 NA 0 log{mol/L) 0 log(mol/L) NA - NA - LRHPLDYGYMQRHN-UHFFFAQYSA
NA 000115-10-6 A111695 = 27463195 3 log(mmol/L) 0 |paloaal/ll ALA ALA ALA NA 93dd04fed5ae60877d0cB8efhf6la7d
NA 000536-75-4 A111695 = 27463195 3 log(mmol/L) 01 NA 93dd04fed5ae60877d0cB8efbf61a7fd
Cccco NA A112073 NA 0 log(mol/L) 0l . . LRHPLDYGYMQRHN-UHFFFAQYSA
NC{CCCNC{N)=N)c{0)=0 NA A112076 = 24456022 0 log(mol/L 0l Invalld InChI KeyS ODKSFYDXXFIFQN-UHFFFAOYSA
CCC{C)(O)CHT NA A112076 = 24456022 0 log(mol/L 0l QXLPXWSKPNOQLE-UHFFFAOYSA
Cccco 71-36-3 A112473 12146628 0 log(mol/L 0l LRHPLDYGYMQRHN-UHFFFAQYSA
Cccco NA A112523 26457702 0 log(mol/L 0 log(mol/L) NA - NA NA NA NA LRHPLDYGYMQRHN-UHFFFAQYSA
NIC@H](CCCn:[c#](:[n]):[n])C{[O-1)=( NA A112523 26457702 0 log(mol/L 0 log(mol/L) NA - NA NA NA NA 63b8601e5597f6d0798e 921202504442
0C1=CC=CC=C1 NA A112523 = 26457702 0 log(mol/L 0 log(mol/L) NA - NA NA NA NA NA ISWSIDIOOBJBQZ-UHFFFAOYSA

Above, Right: Other problems include the inclusion of superfluous text such
as leading zeros on CAS numbers and incorrect data types in certain data
columns (e.g. invalid InChlKeys). Property data that has undergone a unit
conversion can have problems such as too many significant digits and
incorrect values due to improper entry of the original dataset.
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Water Solubility

3 Download Summary ™

HAZARD Type - Average ¥ Median Range

Experimental 8.55e-4 5.26e-4 5.25e-4 10 1.51e-3
ADME
Predicted 5.78e-4 7.56e-4 5.35e-4 1o 1.31e-3
EXPOSURE

BIOACTIVITY

SIMILAR COMPOUNDS Experimental

GENRA (BETA) & Download Experimental Data ¥

RELATED SUBSTAMCES

Tetko, Igor V., et al. “Estimation of aqueous solubility of chemical compounds
SYNONYMS using E-state indices.” . ). Chem. Inf. and Comp. Sci. 41.6 (2001): 1488-1493
e . )
LITERATURE L

Kovdienko, et. al. Molecular informatics 29.5 (2010): 394-406.
LIMKS

COMMENTS

CompTlox Chemicals Dashboard appears In the
Experimental Section under the Properties Tab for each
property endpoint associated with that chemical.

* We continue to harvest and curate experimental data
for display of multiple physicochemical and fate and
transport properties on the Dashboard.

Retrain existing QSAR models using this newly
harvested property data and note any improvements
this approach offers.

New data harvested to date will be displayed in the
March 2020 release of the dashboard.
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