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gl o DSSTox Ancient History
Goal: Linking chemical structures to data enabling SAR T Toxicity Dsta
* First release of data files in 2004 ShHuchures o el
e Focused on high impact sets of data :@:II'F 1:-"‘"
e Carcinogenic Potency Database % ”_"'“ EY = =11

 Drinking water disinfection by-products “Jﬁ;
e EPA’s Integrated Risk Information System
 FDA’s Maximum Daily Dose dataset

* EPA’s Fat Head Minnow Toxicity dataset DSSTox SDF Files E_‘
* etc... Standardized
Docurnented

 Managed all chemical registration for ToxCast and Tox21 R
chemicals Application-independent

* By 2014, roughly 20K manually curated substance records Bl

N -




SEPA - i
e Generalized DSSTox Storage Architecture
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Source Substance Generic Substance Structures
DTXRIDs DTXSIDs DTXCIDs
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Chemical Registration

ACToR-DSSTox Chemical Registration

Structure
Search

Browse/Curate
Records

Export D55Tox Chemotypes Manage

Chemical Lists

Manage

Property Data

Add Deleted
Casrns

CAS-RN matched
<bznull</b>

You are viewing the
record associated with
DTXSID5028665
CASRN: 68515-48-0

Q. [ 68515-48-0 ]
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Calculate from Structure

Substance_ID: DTXSID5028665

CAS: 68515-48-0 |
Name: |DINI3I branched

Substance Type: | Mixture/Formulation v
QC Level: 'DSSTox_High 7|

Data Source:

STN(DSSTox) -

mixture of dinonyl phthalated

QC Notes:

Compound_ID:
Chemical Shown:

Private Notes:

Source of CAS-Compound:

Double Stereo:
Chiral Stereo:
Chemical Form:

| Markush Query

v

Unspecified v

| Organic v |




United States

s Chemical List Registration

SSCAS-RN ssName Hit Desc Hit Substance_ID Hit Casrn Hit Name

13-Ethyl-17-ethynyl-17-hydroxy-
1,2,6,7,8,9,10,11,12,13,14,15,16,1
. Norgestrel Structure matched SMILES DTXSID10859541 NOCAS_859541 tetradecahydro-3H-
cyclepenta[a]phenanthren-3-one
(non-preferred name)

Mapped Identifier matched

Norgestrel NAME1 DTXSID3036496 797-63-7 Levonorgestrel
o Norgestrel miﬁsg Identifier matched DTXSID3047477 6533-00-2 di-Norgestrel
Map hit Cancel
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Substance_ID: DTXSID3036496 Compound_ID:

cas: 797-63-7 | Chemical Shown: Substance_ID: DTXSID3047477 Compound_ID:
Name: |Levonorgestrel CAS: ‘6533—00—2 | Chemical Shown:
Substance Type: | Single Compound v TS | IR Name: dI-Norgestrel

QC Level: DSSTox_High v Private Notes:

Substance Type: Mixture of Stereoisomers v |
Data Source: STN(DSSTox) v Source of CAS-Compound:

: e e QC Level: DSSTox_High v




SEPA |
s DSSTox Chemistry Schema

19 Tables

] compound_relationships ¥ ] compotinds v ] generic_substance_compounds ¥ ] other_casms. =
i INT(11) id INT(11) i INT(11) ' INT(11)
% fk_compound_id_predecessor INT(11) dsstox_compound_id VARCHAR(255) » fk_generic_substance_id INT(11) ot _generic_substance I INT[11)
% fic_compound_id_succasser INT(11) chiral_stereo VARCHAR(255) » fi_compound id INT(11) casm VARCHAR{255)
Source VARGHARI25S) double_stere0 VARCHAR(255) relationship VARGHAR(255) <as type VARCHAR(255)
refationship VARGHAR(255) —— chemical_type VARCGHAR(255) source VARGHAR(255) ‘source VARCHAR(255)
created by VARGHAR(255) } organic._form VARCHAR{255) croated_by VARCHAR(255) } 17 . qo_noes VARCHAR(1024)
updated_by VARGHAR(255) | mry_file TEXT updated by VARCHAR(255) | } created by VARCHAR(255)
created_at DATETIME } mol_fle TEXT created_at DATETIME } } updated_by VARCHAR(255)
updated_at DATETIME } mol_fle_3d TEXT updated_at DATETIME } :] generic_substances v | estod a1 DATETIVE
> | smiles TEXT > | id INT(11) } vpcaed al DATETIME "] substance_relationships v
y ‘L,", inchi TEXT v } fs_ge_level_id INT(11) | : W INT(1)
joham_inchi_key VARCHAR(255) I L,Au, dsstox_substance_id VARCHAR(25S) [~ Tk_generic_substance_id_predecessor INT(11}
indigo_inchi_key VARCHAR(255) I = synonym_mv = cas VARCHAR(255) fx_generic_substance_id_successor INT(11)
acd_iupac_name VARGHAR(5000) I 4 BIGINT(20) preferred_name VARCHAR(255) relationship VARCHAR(255)
acd_index_name VARGHAR(5000) | k_goneric_substance, id INT[11) substanee_type VARGHAR(255) + source VARCHAR(255)
pubchem_iupac_name VARCHAR(5000) I entifier VARCHAR(2000) S qc_notes VARCHAR(1024) gc_notes VARCHAR(1024)
mol formula VARCHAR(255) e | <incnym. tyse VARCHARISO) qc_notes_private VARGHAR(1024) mixture_porcentage DECIMAL(10,0)
mol_weight DOUBLE ank INT(11) source VARCHAR(255) H————— | percantage_type VARCHAR(255)
monoisotopic_mass DOUBLE > created_by VARCHAR(255) | is_nearest_structure TINYINT(1)
fragment_count INT(11) updated_by VARGHAR(255) ! is_nearest_casm TINVINT(1)
has_defined_isotope TINVINT{1) T IS, created_at DATETIVE ereated_by VARGHAR(255)
adical_count INT(11) Lljac ey v ! updated_at DATETIME " upciated_ by VARGHAR(255)
pubchem_cid INT(11) 9 INT(11) [ > } ] synonyms v oreatod_at DATETIME
chemspider_id INT(11) name VARCHAR(255) I > 3 INT(11) updated_at DATETIME
] chemical lists v chebi 0 INT(1 1) label VARCHAR255) I . } 5 fc_generic_substancs 1d INT(11) 5
o INT(11) croated_by VARGHAR|25S) descrplion VARCHAR2SS) || | } } eniifier VARCHAR(1024)
name VARCHAR(50) updated_by VARGHARI255) created_by VARCHAR(255) | | synonym_quality VARCHAR(255)
label VARCHAR(255) creatod_at DATETIME updated_by VARCHAR(255) } } synonym_type VARCHAR(255)
long_description TEXT updated_at DATETIME created_ai DATETIME } |_jg > ac_noles VARCHAR(1024)
nect_centact VARCHAR(255) moi_image_png BLOB updated_at DATET IME | created_by VARCHAR(255)
source_contact VARCHAR(255) nas_stersochemistry TINVINT(1) » } updated by VARCHAR(255)
source_contact_email VARCHAR(255) pubchem sources INT(11) # created_at DATETIME
source_website VARCHAR(1024) 5 ] source_substances ¥ ] source_generic_substance mappings ¥ updated_at DATETIME
source_chemical_ui_prefix VARCHAR(1024) . & INT(11) o INT(1H) ‘source VARCHAR(255)
source_referance VARCHAR(1024) fic_chemical_list_id INT(11) fi_source_substance_id INT(11) %
source_doi VARGHAR(255) dsstox_record_id VARGHAR(255) fk_generic_substance id INT(11)
input_weighing VARGHARI255) H<  extomal id VARGHARRSS) connection reason VARCHAR(255)
ist_type VARGHARI255) W T p warnings VARCHAR(255) linkage_score FLOAT
ist_update_mechanism VIARGHARI255) AT crealed by VARCHAR(ZSS) |y i © curator_validated TINYINT(1)
st accesslly VARCHAR(ZSS) fi_source_substance_id INTI11) updaled by VAGHAR(ZSS] - olos VARCHAR(1024)
curation_complate TINVINT(1) ontior VARCHAR1024) ] o ereated st ATETINE croated_by VARCHAR(25S)
source_tata_updated_at DATE | enttior_typo vARGHAR258) } updaled_at DATETIME updated by VARCHAR(255)
T::’Z‘::;CC:T:ZJ } f&_souroe_substance_dentfier_parent INT(11) } qc_noies VARCHAR(255) created_at DATETIME
created_at DATETIME } craatar] by VARGHAR(Z55) : ponen P OATETINE »
| updated_by VARCHAR(255)
updated_at DATETIME Ly
block_updates TINYINT(1) creaea I DATETIME
updated_at DATETIME
short_description VARCHAR(500)

label VARGHAR(255)
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g ChemTraCk Inventory ~ Partnerships ~ Ordering ~ Data Single Chemical Search Hi Chris 1

Uploaded MOSAIC Files €& Mapped & Available Bottles Unmapped Bottles ZE) External Bottles €E) Add New MOSAIC X | Create External Bottle

Mapped & Available Bottles

Show | 10 v entries Search:

Barcode Type |t Barcode COA Summary Compound Name CAS QTY Available Units Vendor SAM CPD Can Plate? Comment
Aluminium EnE- Sigma
INVALID_SUPTX0013222_INVALID | ALID_SUPTX0013222 INVALID i= 2660 i= phthalocyanine 42-8 1000 mg Chemical SAMO004888816 CPDO003650672 Yes
chloride Company
Nickle(III) carbonate 12607- sigma
INVALID_SUPTX0013294_INVALID | ALID_SUPTX0013294_INVALID i= | | 2735 i= - 250000 mg Chemical SAM004888887 CPD003650704 Yes
basic hydrate 70-4
Company
Sigma
EPA_Vial_Source_Storage BFO0OD79587 i= 18768 i= Pentabromophenol 608719 178 mg Chemical SAMO006061824 CPD001224527 Yes
Company
Sigma
. — — . . 85-44- . =
EPA_vial_Source_Storage BF00079581 i= 18774 1= Phthalic anhydride 103 mag Chemical SAMQ06061820 CPD001252223 Yes
Company
Sigma
q — — 7631- . =
EPA_Vial_Source_Storage BFO00O79583 i= 18772:= TRIPOLI 86-9 196 mg Chemical SAMO006061823 CPD001252283 Yes
Company
4,4'-Methylenebis(2- Sigma
EPA_Vial_Source_Storage BFO0O0D79582 i= 18773 := N )" 101144 188 mg Chemical SAMO06061819 CPDO01307314 Yes
chloroaniling)
Company
4-sec-Butyl-2,6-di-  17540- Sigma
EPA_Vial_Source_Storage BFO0O0D79585 i= 18770:= el i8s mg Chemical SAMO006061825 CPDO004560455 Yes
tert-butylphencl 75-9
Company
Sigma
. = — 8001- B =
EPA_Vial_Source_Storage BFO0079584 i= 18771:= Creosote 58-9 178 mg Chemical SAMO00G061821 CPDO04757028 Yes
Company
tert-Amyl methyl 994- Sigma
EPA_Vial_Source_Storage BFOOD79586 i= 18769 = v Y 194 mg Chemical SAMO06061822 CPDO04757029 Yes
ether 05-8
Company
Sigma
— = -
EDA \ial Qanrra Ctarana RENNNTASAN i= 1R7IR = 3"3 91-94 109 mn Chamiral CAMNNANARTIRZ2A CDNNNATS7NIN  Vac m
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F|nd Chem|ca|5 Q g ChemTrack Inventory - Partnerships ~ Ordering ~ Data
Info! Find by multiple bottles
Show 10 v  entries Search:
aspirin
bpa Searched By Found By |f DTXSID Name CASRN Neat(mg) 0-24mM Stock(ul) 24-100mM Stock(ul) Number of Bottles
50-00-0
S fi .
tylenal © tylenol YRONym Irem - by 102020006  Acetaminophen 103-90-2  HIGH HIGH HIGH 15
tce Valid Source
Expert
Q' bpa Validatad DTXSID7020182 Bisphenol A 80-05-7 HIGH HIGH HIGH 329
Synonym
Expert
@ tce Validatad DTXSID2021319 Tetrachloroethylene 127-18-4 MOMNE MONE MNOME 3
Synonym
T ,ﬂ.ddltlona| Fi|ter5 Barcode Supplier QTY Units Concentration (mM) Solubility Solvent
) TX009583 LightBiologicals - mg - -
All | Soluticn | Neat
TX009584 LightBiclogicals - mg - -
Concentration Minimum Tox21_201196_legacy - - - - -
Minimum Amount | Amount © 50-00-0 CAS-RM DTXSID7020637 Formaldehyde 50-00-0 NONE NONE NOME 0
- A d .
© aspirin N';';:z“e DTXSID5020108 Aspirin 50-78-2  HIGH HIGH HIGH 14
Barcode Supplier QTY Units Concentration (mM) Solubility Solvent
| .
00891165 Enamine - mg - -
TX003515 Sigma Chemical Company 17831 ul 20 DMSO
TX003516 Sigma Chemical Company 19 mg - -

: . i 2 o
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g ChemTraCk Inventory - Partnerships ~ Ordering ~ Data Single Chemical Search
All Shipment Files External Shi Unload Shinment File £
@ ChemTraCk Inventory ~ Partnerships « Ordering ~ Single Chemical Search Hi Chris

Raw Ship Shipment File
Show | 10 v p

UToronto-Peng | Vial Details
Created at|?
2018-08-06 ) ) )
13:59 Shipment File Details
2018-07-321 File name File Size Comment Vendor Name Order ID EPA Internal Order ID Evotec Order ID Evotec Shipment ID Shipped Date
15:05

EPA_Mosaic14753.csv 40303 UToronto-Peng 298 147532 11292 20180806
2018-07-31
14:52
@ Back to index page

13:04
2018-07-31
10:30
2018-05-18 Export XLS Plate Maps
14:28 & Unblinded | & Blinded
2018-05-18 Vial Details
13:14

Show | 10 v  entries Search:
2018-05-11
16:47 Barcode |i Vial_Barcode |: ISM Blinded Sample ID = Sample ID Structure ID Amount(mg) CAS_REGNO Supplier_Sample_ID = More
2018-05-11 0194733407 1502666 OC(=0)C(F)(F)C(F) 1502666 SAMD07001824 CPD004576314  100.0 375-22-4
16:40 (FYC(F)(F)F
2018-05-11 1141925960 1502704 OCC(F)(F)C(F) 1502704 SAM0O07001851 CPDOO7000659  100.0 423-65-4
16:36 (FIC(F)(F)C(F)

(FIC(F)(F)C(F)

! (FYC(F)(F)C(F)
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VT LTy e
S mame VARGHAR(255) O umer_d INTI11).
o VARCHAR255) R e i
Bhone 1 VARCHARZSS) | o mvancrancess)
Sprwne mcrar [ S —
ather_deais TEXT !  Gammens TEXT
| shart_name VARCHAA(255) [
SIS I S S
- ik contac e VARGHARESS ) | o e emvarinnass
W I »epa_contact_name VAACHAR|255) 1  avotech_shipmant_r
st mame VARCHARZSS) ||y apcranngss) 1 ongra_ e vaRGHARZS)
Olast_name VARCHARRSS) ! “amai| VARCHAR255) I  enemical_sal VARCHARIZ56)
w4 WTIH ) [ Eam—— [ PP ——
QmAVARCHARESEL 5 || agery VARCHARI2SS) © target_sonc._mm WT(11)
O thie VARCHARIZE areated_ai DATETIME > shipped_date INT{11)
phone | VARGHAR@3S) & updated al DATETIVE > asd INT(11}
pnanaZ VARCHARESS)  enta_pasiner TIVINT(1)  asem VARCHAR(ZSS)
Ot VARCHAREZSS) ) US8_H6DOS MR, VA RGHA RIZSS)
ool VARCHAR(235)  pime_sat_anunt INTI11)
Oother_dataly TEXT {F“l pia_sat INTI11)
Sarszied i DATETIE I  savent VARCHAR25S)
s DATETE I T Oaliquot_dte TEXT
> dopariment VAGHARZS5] : P P
9 conioct_ype_INTI 1) | -
/[ T B —
1 | smevanoanzss e
I 20 VARGHAR(255)  upasmian_at DATETIAE

e
prarty INTO1T)
atempts INTI 11)

> handier TEXT
s e TEXT

run_ai DATETME
locHen_ut DATETIME
teibo_w1 DATETIME
locked by VAFCHAR(255)

g _sumst WT(E1)
O progress_max WTI11)
SeomUm T
ot T

b type VARCHAR(255)

-4  oiver_detalls TEXT

O vandor_id INT{1 1)
> cousiry VARCHAR(255)]
 crasted at DATETIME
> upcated at DATETIME
 camaz WINTIH1)

Pr
e GRTN
fhaname VARCHAR 266,
e e VAGHAGESE)
 Tha_kilobytas INT(! 1)

> updated 3 DATETIME.

10

s orsr_saINTIYY)
 addrese Jd INTI11)
 erde_conceniation_ia INT( 1)
 axtensl TRVINT]1)
 plate_detsl VARCHAR(2SS]
 amourt NTI11)

O sanus VARCHAR(2SS]
 amount_ unt VARGHAR(258)
eroe_aIT

 misiure TINYINT )

T NTI1)

Sism TEXT

 sanple. 8 VARCHAR(2SS)
st VARCHAR2SS)

- stncture_neal_amw DECIMAL(10,0)
sampe_spper VARGHAR?SS)
 suggher_siructum_a VARGHAR|255)
 auot_pie_borcode VARCHARIZSS)
» aliguot_well_id VARCHAR|255)
it vl bacods VARCHARZSS)
st amoum DECIMAL(162]

- aliquot amourm_unit VARCHAR 255)
> sampie_sppnarance VRCHAR2SS)
 sieuclure,_name VARCHARZSS)

> cne_rogoo VARCHA(255)

Fammin
 ehigment e id INT|11)

> plale_ count INTI1Y)

 ehi 8 VARCHARISS)
 lizoct_plate barcods VARCHAR(285)
 croates a1 DATETIME
 updatos_al DATETRME

")
 shigment ie_ INTI11)

* plase_barcode VARGHARESS |
 botsa_ig T 11)
 concentrBon INTI1 1)

© cancantraban unil VARCHARSS)
 ameunt INTH11)

 amourt unt VARCHAR(255)
& costod_at OATETIME

& upcated_st DATETIIE
 barco s VARCHARSS)
 wel_io VARGHAR(ZSS)

TR NTI)

 tavcode, parent VARCHAR(255]
 barcode VARCHARZS5)

St VRGHAR255)

5 compound._nama VARCHARIZSS)
0o VARGHAR(2SS)

G vARCHARL2SE)

Ve VARCHARZSS)

> vondr_par,_number VARCHAR/255)
> cty et mg T
oyt NT11)

> concantation,mm INTHY 1)

>y wvatatio_umors BT(11)

> Srctue.sea1 S VARGHAR(258)
 sam VARGHARSS)

o VARCHARZSS)

> po.umber VARCHAR(255)

amwa
am 7T

 sampsa_ig VARCHAR(25S)
 Suctre 1 VARCHARL2SS)

) sructurereal s VARGHAR259)
 sampte. sl VARGHAR(2SS)
e e 1 VARCHAR(255)
S —
 Snct el 8 VARCHAR55)

» alquon_solvent VARGHAR(ZS5)

s cone FLOAT

s o it VARCHARIZSS)
st whame T 1)

st whame il VARCHARSS)
> campl,sppeanance VARCHARES5)
st e VARCHAR255]

' cas rogo VARCHAR(255)

) supphar_ssmpi o VARGHAESS)

T

 shrment fie & M)
bl el YARCHARI2S5)
 pte_s 1)

 lgacy 8 VARCHAR2SS)
agasy_samps VARGHAN(ESS)
oy samgle_id VARCHAR(ZSS)
»craslod_ DATETIME
»updalea 31 DATETIME

> macped b TRVINT)

nVARCHARIZSE)
ol Mckyis KTI )
Suser 1T

Gveoa sy i INTI]
cromtacal ATETIME
5 Upasa ADATETME
B 58 UATCHAR 255)

LT
 ball,_bascogs VAACHARI2S5)
3 coatatde_sstey INTI11)

> mveeory_souree VARCHAR(255)

> coa_precues_no VARCHAR2SS)
 coa_al_number VARCHAR 255)
 c0a_chemical_name VARCHARZSS)
 coa._casen VARCHARIESS)

o molecutar weit INT(11)
 coadensey VARCHARRSS)

> coa_puriy_percantage YARCHAR(2SS)

 commarcil souece VARCHAR(258)
——

gt T3

 date_rocond_cded VARCHAR255)

ChemTrack Schema

57 Tables

T
 narme VAACHARI258)

 lnbei VARCHAR266)
 descrggion TEXT

> rasted_by VARGHAR255)

> sl VARCHAR 255}

et DATETIME

5 upaeteg ot DATETIME

S gt NTY11)

 conciions VARCHARIZSS)
 corplete,auery VARCHAR255)
 wpdated by UAACHAR(258)

T
S emora TEXT
e BTEXT
o count INT(1T)
 wmratie i NT11)

 upoatea_ DATETIME
O errar o TEXT

e uiIVARCHAR 2581
o Kicttes INTIH 1)
. rocond count WT(1)
ekl oy s 6 T}
O user st T{11)

s bascode VARCHARESS)

> purty DECIMAL( 104}

 soutizeg barose VARGHAA(2SS)

 souce barcods VARCHARIZSS)

260_narma VARCHAR255)

 upduces T 11}
> precsseing TRV}
8 v TINYINTI1)
> bote_count INT(11)
 russe DATETIME
 upaiodat DATETME

Ca T

 usor 1 INT(Y)

> achon VARCHAR|255)
»lazason_a YARCHAR(ZSS)
> lcaon._bYARCHAR(ZSS)

T
S el ARCHAZSS)

& oocypted_passwort VARCHARIZSS:
 rode_pactore_Joken YARGHAZSS)
 ros8_pasewora_sent_at DATETIVE

S remember csaod ol DATETINE.

@ s I s INTI1)

 cument sign_in 3 CATETIME

st sgn in 3t DATETIME
ourent_sgn_n_ip VARGHARESS)

3 upaated_st DATETIME

e ga0y_i8 VARGHAR255)
© crealed 31 DATETINE
© updalod 1 DATETIME
 magpod cther TRVINT(S )

Pa NI
Cuss_aNTI

> aston VARCHAR(255)
Ctackstde INTIH1)

> upested at DATETIME.

*o
O LImR21_ia VARGHARZSS)
 Lirginal_semgie ia VARCHARIZSS)
L panner VARCHARI2SE)

© Ltex2i . sd VARCHAR{255)
5 Ltex2t _ege. i VARCHAR(255)
 _pulchem mgic VARCHAR255)
1 puchem_sd INT| 1]

Ot pusaham_a INTI11)

L puetem_nama VARGHARI2SS)
S Lpubenem_gas VARCHARIZSS)

> Lae_grade i VARCHAREZSS)

m

 SOLUBILIZED_BARCODE TEXT
LTS BARCODE TEXT
 SOUACE BAACODE TEXT

S PURITY TEXT

© PURITY_WETHED TEXT

"

user_iype NARCHARI2SS)
@ croatea_ st DATETIME
& upaatan a1 BATETIME

T
> post_soe o INT11)
Jeonid MO

5 creatd_ai DATETME
5 upaated_sl DATETME

 lte_mcord_added VARCHAR|255)
 souity VAACHAR255)
 50UBHN,_dotais VARCHARIZSS)
©v0a_smmmary_bs NTI1T)

Onan_slare TIRVINTIS)
 stépped_barcode VARCHAR255)
i _vaabie_rg_ANT(11)

et VARGHAR(255)

Swrr TEXT

 commaets TEXT

s molt VARCHAR(265)
0e_strct_mal_amw VARCHAR(255)
 dsaile TEAT

0 mas_piaed_sone_mm VARCHAR(ZSS)
 dte_mostid VARGHAR(2SS)
erealed 3t DATETIE

 updatad =1 DATETIME
el boktia TINVNT 1)

 soUly._soNont VARGHAR2SS)

RN

et vato W1

 randornly._plsced_controls TINVINTL)
' randornly_placed.contols_num INTCHT)

Neta This section an ardors and agroamarts Is nawar.

samT
e INT(H)

2 vangor INT(HT)
 tash_order i VY1)
S ——l]

© order_safus id INT1)
> chemeal_st_a INTI1 1)

Y T

order_soncenwrason_is INTI)
o1 DATETIVE
o a1 DATETINE

Rp— )

S— ]

5 o TIVINT

 uaing siancard_epicases TINYNT(

T vigINT

5 upastea_at OATETMME

+ T
© order NI 11)

3 soume._subetancs KINT(11)
> conteok TRVINTI1)

O stan_nuroer NT(11)

Fawm
Voo INTL 1)

» crsstod_t DATETIUE.
 updaled 34 DATETIE
5 agreement_dINT(1)
s e VARCHARI2SS)

AN 1)

 name VAACHAR255)
 easied st DATETIME

 upaaied a1 DATETIME

 cveated by UARCHAR(255]
 actren TINVINTEY)
> revoka_season TEXT

> user_a INT(11)
> updsted_by VARCHAR(ZSS)
 rarkINT(1 1y

e
& apesment & WT(11]
 te_sze WT(11)

- te_nama VAFGHARRSS)
- croaan by VARGHA(255)
e VARGHAAL258)
 seatnd ol DATETIVE
 updiec i DATETIVE
 Hersmo VARCHAR(ZSS]
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Source Substance Generic Substance Structures
DTXRIDs DTXSIDs DTXCIDs
CHEMTRACK
% Many:1 % 1:Many 1:Many
M
PDF Store COA Summary Bottles Samples Shipments
(Plate-wells or
Vials)
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Sharing the DSSTox Database

© ChemTrack ventory -  Partnerships - Ordering -+ Data

Multiple Chemical Search

show 10 v enties

Searched By | Found By If DTXSID Name CASRN | Neat(mg)
Synonym from

© tylenol oy oM DTXSID2020006 Acetaminophen  103-902  HIGH
Expert
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RapidTox Dashboard
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R o Conclusions

* The Comptox Chemicals Dashboard is great
* The desire to make our data available resulted in a web of tight coupling

* This tight coupling inhibits improvement and flexibility

* Separation of concerns in different data layers adds complexity and
overhead but removes restrictions

* APIs provide greater flexibility for maintaining backward compatibility
than direct database querying
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