Additional File 3, 4 Figures
“MS-Ready” structures for non-targeted high-resolution mass spectrometry screening studies  
[bookmark: _Hlk514142228]Andrew D. McEachran1,2*, Kamel Mansouri1,2,3, Chris Grulke2, Emma L. Schymanski4, Christoph Ruttkies5 and Antony J. Williams2*

1Oak Ridge Institute for Science and Education (ORISE) Research Participation Program, U.S. Environmental Protection Agency, 109 T.W. Alexander Dr., Research Triangle Park, NC  27711 USA
2National Center for Computational Toxicology, Office of Research and Development, U.S. Environmental Protection Agency, 109 T.W. Alexander Dr., Research Triangle Park, NC  27711 USA
3 Current address:  Integrated Laboratory Systems, Inc., 601 Keystone Dr, Morrisville, NC 27650, USA
4Luxembourg Centre for Systems Biomedicine (LCSB), University of Luxembourg, 6, avenue du Swing, L-4367 Belvaux, Luxembourg. 
5Department of Stress and Development Biology, Leibniz Institute of Plant Biochemistry (IPB), Weinberg 3, 06120 Halle (Saale), Germany. 

Email addresses:
Kamel Mansouri:  kamel.mansouri@nih.gov
Chris Grulke:  grulke.chris@epa.gov 
Emma L. Schymanski: emma.schymanski@uni.lu
Christoph Ruttkies:  christoph.ruttkies@ipb-halle.de 

Andrew D. McEachran				Antony J. Williams
mceachran.andrew@epa.gov 				williams.antony@epa.gov 
Mail Drop D143-02					Mail Drop D143-02
109 T.W. Alexander Dr.				109 T.W. Alexander Dr.
Research Triangle Park, NC  27711 USA		Research Triangle Park, NC  27711 USA
Phone:  1-919-541-3001				Phone:  1-919-541-1033




[image: ]
Figure S1.  Homepage of the US EPA’s CompTox Chemistry Dashboard (https://comptox.epa.gov).  Individual DTXSID pages can be accessed by entering a name, synonym, CAS number, or InChIKey.  Data can also be queried from this page by using the Product/Use Categories and Assay/Gene search options.  Advanced Search, Batch Search, and Lists can be accessed on the top left.  Downloadable files can be accessed from the bottom panel under “Connect” and at the top under “Downloads”.
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Figure S2.  Batch Search page of the Chemistry Dashboard (https://comptox.epa.gov/dashboard/dsstoxdb/batch_search).  Batches of chemical identifiers can be entered in the text box.  MS-Ready Structures are searched when formulae are entered after selecting “MS-Ready Formula” or when “Monoisotopic Mass” are selected.  A step-by-step indicator at the top walks users through the data input and download process.
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Figure S3.  Batch Search download options.  Once the input box is completed and output format is selected, additional data can be selected for inclusion in a download file.  Data includes associated identifiers, structures (including MS-Ready SMILES), properties, metadata (data sources, exposure predictions, etc.) and presence in lists.
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[bookmark: _GoBack]Figure S4.  Results of a batch search download of C14H22N2O3 using MS-Ready Structures.  Default columns are INPUT, FOUND_BY, DTXCID_INDIVIDUAL_COMPONENT, FORMULA_INDIVIDUAL_COMPONENT, SMILES_INDIVIDUAL_COMPONENT, DTSXID, and PREFERRED_NAME.  CAS-RN, Data Sources, and PubChem Data Sources were selected for inclusion in the results.
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A YouTube video regarding using the Dashboard for Non-Targeted Analysis
March 7th, 2018 at 9:43:36 AM

AYouTube video discussing the application of the CompTox Chemistry Dashboard to support non-targeted analysis by mass spectrometry is available. This short video summarizes the advantages
of the dashboard in terms of data quality and focused data set for environmental non-targeted analysis. View it here on Youtube
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1 [INPUT FOUND_BY DTXCID_INDIVIDUFORMULA INDIVIDUAL COMP( SMILES_INDIVIDUAL_COMPIDTXSID PREFERRED_NAME CASRN DATA_SOURCES PUBCHEM_DATA_SOURCES
2 |C14H22N203 S Ready Formula DTXCID202628 [C14H22N203 ICC(CINCC(0)COC1=CC=C(CCDTXSID2022628  Atenolol 29122687 75 185
3 |C14H22N203 MS Ready Formula DTXCID001179  C14H22N203 'CC(CINCC(0JCOC1=CC=C{NCDTXSID0021179  Practolol 6673354, 4 2
4|C14H22N203 S Ready Formula DTXCID1028780  C14H22N203 CCCCCC(=0NC(=O)N(C2CC DTXSID4043354  Bucolome 841736 2 2
5 |C14H22N203 MS Ready Formula DTXCID202628  C14H22N203 CC(CINCC(O)COCT=CC=C(CCDTXSID0045753  Ro{+)-Atenolol 56715130 2 72
6 |C14H22N203 S Ready Formula DTXCIDI027998  C14H22N203 COC1=C(OC)C(OC)=C(CN2CC DTXSID1045407  Trimetazidine dihydrochloride 13171250 21 0
7 |C14H22N203  MS Ready Formula DTXCIDI027998  C14H22N203 COC1=C(OCIC(OC)=C(CN2CC DTXSID2043531  Trimetazidine 5011347 21 2
8 |C14H22N203 MS Ready Formula DTXCID202628  C14H22N203 CC(CINCC(OJCOCT=CC=C(CCDTXSID10233405 Esatenolol 93379645 u EQ
9 |C14H22N203  MS Ready Formula DTXCID8041111  C14H22N203 CCOC1=CC{N)=C(OCC)C=CINDTXSID1068693  Benzenamine, 2 5-diethoxy-4-{4-morpholinyl)- 51963827 10 66
10 |C14H22N203  MIS Ready Formula DTXCID202628  C14H22N203 CC(CINCC(OJCOCT=CC=C(CCDTXSID4020111  di-Atenolol hydrochloride 51706402 7 19
11C14H22N203 IS Ready Formula DTXCID80123125 C14H22N203 CCN(CC)CCNC(=0)COC1=CC: DTXSID50200634  N-{2-Diethylaminoethyl)-2-{4-hycroxyphenoxy)aceta 52662-27-8 7 12
12|C14H22N203  MIS Ready Formula DTXCID0046195  C14H22N203 CCNC1=CC(NC(=0)CC)=CC=CDTXSIDIO71719  Propanamide, N-[3-(ethylamino)-4-(2-methoxyethox 68703-73-1 6 16
13C14H22N203 IS Ready Formula DTXCID80100259 C14H22N203 CCCH(CC)C(=0)C=CN(CN2CC DTXSID201777682.4(1H,3H)-Pyridinedione, 3,3-diethyl-1-(morpholino 23192-94-1 5 "
14 |C14H22N203 IS Ready Formula DTXCID4099405  C14H22N203 CCCH(CCIC(=0JNC(=0)N(C2C DTXSIDBO1769141-Cyclohexyl 5 5-dithylbarbituric acid 22384243 4 7
15 |C14H22N203 IS Ready Formula DTXCID0965421 C14H22N203 CCCC(C)CH(CC=C)C(=O)N(C)( DTXSID50335556  1.3-dimethyl-6-pentan-2-yl-6-prop-2-enyl-1,3-diazina 28239-49-8 4 9
16 C14H22N203 IS Ready Formula DTXCIDG0416340 C14H22N203 COCCN(CCOC)C1=CC=CC(NCDTXSID70465521 N-{3-{Bis(2-methoxyethyljamino]phenyljacetamide 24294-01-7 4 2
17 |C14H22N203 IS Ready Formula DTXCID70198822 C14H22N203 CCN(CC)CCOC(=O)cTeec(N)ec DTXSID0145298 WIN 2595 102583-624 3 9
18 C14H22N203 IS Ready Formula DTXCID0200159 C14H22N203 CCene(Clecc10CC(=0)OCCH DTXSIDA0157522  Acatic acid, ((2-ethyl-6-methyl-3-pyridinyljoxy)-, 2-1 132401764 3 9
19 C14H22N203 IS Ready Formula DTXCID00201095 C14H22N203 CC(C)eee(e(C)ec1OCCN(CIC) DTXSID10168483  Phenetole, beta-{N.N-dimethylamino)-2-isopropyl-5- 16809-64-6 3 9
20 |C14H22N203  MS Ready Formula DTXCIDB094350  C14H22N203 'CCOC(=0)C1=CN=C(OCCN(CIDTXSIDI0171859  Nicotinic acid, 6-{2-diethylaminoethoxy).- ethyl este 18617-61-1 3 13
21|C14H22N203  MS Ready Formula DTXCID20136173 C14H22N203 CN(C)CCOCCCOC(=0)C1=CC DTXSIDI0213682 Benzoic acid, p-amino-, 3-{(beta-{dimethylamino)eth 63917-77-1 3 1
22|C14H22N203  MS Ready Formula DTXCIDB0123125 C14H22N203 CCN(CC)CCNC(=0)COC1=CC: DTXSID40217736 Acetamide, N-{2-{diethylamino)ethyl)-2-(4-hydroxyp 6738-66-5 3 9
23|C14H22N203  MS Ready Formula DTXCIDE0141912 C14H22N203 CCCCOC1=CC=C(CNNC(=0)CDTXSID30219421 Carbazic acid, 3{p-butoxybenzyl)-, ethyl ester 69353124 3 13
24 |C14H22N203  MS Ready Formula DTXCID30821503 C14H22N203 COC1=CC=CC=C10CC(O)CN' DTXSID30390269 1-(2-Methoxy-phenoxy)-3-piperazin-1-yl-propan-2-ol 162712-35-8 3 3
25 |C14H22N203  MS Ready Formula DTXCIDE01012742 C14H22N203 CC(CINCC(OJCOCT=CC=CC(CDTXSIDI0B74616 BENZENEACETAMIDE, 3-{2-HYDROXY-3[(1-METI29121-29-7 3-
26 |C14H22N203  MS Ready Formula DTXCIDB01016713 C14H22N203 OC1=NC(=O)N=C(O)C11CCCCDTXSID30877641 2,4-Diazaspiro[5. 10Jhexadecane-1.3 5-trione. 143288636 3-
27|C14H22N203  MS Ready Formula DTXCID00230300 C14H22N203 COC(=0)C1=CC(CN(C)C)=C(ODTXSID10279144  Methyl 3,5-bis[(dimethylamino)methyl}4-hydroxybe 6279-66-6 2 6
28|C14H22N203  MS Ready Formula DTXCID10251147 C14H22N203 CC{=0)CC(C)(CIC1=NOC(CC((DTXSID00300012 2,2-dimethy-3-{3-(2-methyl-4-0xopentan-2-yi)-1.2-0:29945-93-65 2 13
29 |C14H22N203  MS Ready Formula DTXCID50289782 C14H22N203 COC(=0)CCC(=OJN(C)CC#CCIDTXSID60333699  Methyl 4-{methylf4-(pyrrolidin-1-yl)but-2-yn-1-yljami 124045494 2 17
30 C14H22N203  MS Ready Formula DTXCID50399390 C14H22N203 COC(CNCC(=0)NCCC1=CC=CDTXSID00448569  Acatamide, 2.{(2.2-dimethoxyethyljamino]-N-(2-phe 90142-14-6 2 12
31|C14H22N203  MS Ready Formula DTXCID00226965 C14H22N203 CCC(CC)CCH(CC(C)=C)C(=O)t DTXSIDS0275529  5-(2-ethylbutyl)6-(2-methylprop-2-enyl)-1,3-diazinar 66968-21-6 1 10
32 |C14H22N203  MS Ready Formula DTXCID40305420 C14H22N203 COC1=CC(OC)=C(OC)C=C1CH DTXSID70354360 12,45 Trimethoxy-benzyl)-piperazine 366083-64-2 1 29
33|C14H22N203 S Ready Formula DTXCID30822717 C14H22N203 COC1=CC=CC=CIN1CCN(CC{DTXSID80334474  3-[4-(2-methoxyphenyl)piperazin-1-yl]propane-1,2-di 92493-68-0 1 19
34 |C14H22N203  MS Ready Formula DTXCID70420998 C14H22N203 C(N1CCOCCOCCOCCH)C1=CIDTXSID20470180 1.4,7-Trioxa-10-azacyclododecane, 10-3-pyridinyl 876017-61-7 1 El
35 |C14H22N203  MS Ready Formula DTXCID001008001 C14H22N203 CCCCOC(=0)NC(CO)CC1=CC DTXSIDB0474280 _butyl 1-{4-aminobenzyl)-2-hydroxyethylcarbamate ~ 188404-34-4 1 15
36 |C14H22N203  MS Ready Formula DTXCIDB0435871 C14H22N203 0=C1CC2(CCCCC2)C(=0)NIC DTXSID10435061  2-Azaspiro[d.S]decane-1,3-dione, 2-(4-morpholinyl 61589-115 1 4
37 |C14H22N203  MS Ready Formula DTXCIDB0969323 C14H22N203 CCOC(OCC)C(NC(=0)CN)C1=IDTXSID20498900  N-(2,2 Diethoxy-1-phenylethyl)glycinamide 67602011 1 5
38 |C14H22N203  MS Ready Formula DTXCIDA0485973 C14H22N203 COC1=CC=C(OCCNCCCCC(N DTXSID40535184 5-{[2-(4-Methoxyphenoxy)ethyilaminojpentanamide 90068-43-2 1 5
39 |C14H22N203  MS Ready Formula DTXCID40502230 C14H22N203 COC1=CC(OC)=C(CN2CCNCC DTXSID00551446  1[(2.4.6-Trimethoxyphenyl)methyllpiperazine  113698-83-2 1 13
40 |C14H22N203  MS Ready Formula DTXCIDB041111  C14H22N203 CCOC1=CC{N)=C(OCC)C=C1M DTXSIDI0583716 2.5 Diethoxy-4-{(morpholin-4-yl)aniline—hydrogen chi 136334-84-4 1 19
41|C14H22N203  MS Ready Formula DTXCID50950263 C14H22N203 COC1=CC=CC=C1C(NJCNC(= DTXSIDE0585751 _tert-Butyl [2-amino-2-{2-methoxyphenyl)ethylJcarbai 939760-42-6 1 12
42|C14H22N203  MS Ready Formula DTXCIDB863123 C14H22N203 CCCCC(CC)COCI=CC=C(N)C(DTXSID70614234  4-{(2-Ethylhexyl)oxy]-2-nitroaniline 59428169 1 5
43|C14H22N203  MS Ready Formula DTXCID10932944 C14H22N203 CN(C)CCCOCH=CC=C(C=C1)CDTXSID0697323  3-Amino-3-{4-{3-{dimethylamino)propoxy]phenyljpro 773125-18-1 1 1
44 |C14H22N203  MS Ready Formula DTXCIDB0651317 C14H22N203 COCT=CC(CN)=C(CNC(=0)OC DTXSID10700569 tert-Butyl {[2-{aminomethy)-4-methoxyphenyljmeth 862205-34-3 1 10
45 |C14H22N203  MS Ready Formula DTXCID10681869 C14H22N203 COC1=CC=C(C=C1)CIN(O)C((DTXSID00731125 2-(4-Methoxyphenyl)-4.4.5 5-tetramethylimidazolidi 41359.25-5 1 8
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