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Log in Info

Link:

https://apps.ideaconsult.net/ambit3

Please use the latest versions of browsers

Username: ambit3

Password: Jan2016
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Practical exercises

Exact Search

» o«

— Search structures using chemical names “Caffeine”, “caffei” (fragment search)

— Search structure using CAS No. 111-96-6 and display substances containing
this structure as constituent/impurity

— Search structure and Derek prediction data using SMILES “CC(=O)N(C)C”
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Practical exercises

Similarity and substructure search

— Draw the following structure using the structure editor and search similar structures
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Practical exercises

Substance search

— Search substance “Triglyme” and check the available composition and endpoint data

— Search substances which have LD50 values > 5000 (dermal) and are not sensitising
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Practical exercises

— Run Toxtree prediction for the following chemical

— Create an assessment for Category amines, C12-18-alkyldimethyl (e.g. “N,N-
dimethylhexadecan-1-amine”, CAS 112-69-6) with regard to genetic toxicity in-vivo
and short-term toxicity to fish
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— Search structures using chemical names “Caffeine”, “caffei” (fragment search)

#  Search structures and associated data

Exact structure | Similarity  Substructure  URL

[IEnable fragment search

Showng 1 oes or[ 20 [3] enires 4 previous tixt b
Disgram  CasRN  ECnumber  IGLIDSR Names Trade Name WUPAC name s
55082 2003621 | ECBS-61. caflemelii-Puine26.done, 37-0hydro-137-  TheinelKoflem(Caleinat 37-Timetny- | - cn2
N ® rimeinyl-{1,37-trmetnyl-3 7-dhydro-iH-purine-  2,6-dloxopurinel3,7-Dinydro-137- ®
[y 2,6-dione[Cafeinel1,3,7-trimetnyl-2.6-dioso- nmenyl-1H.purine-
A 26-dione[Then|Guaraninel7-

12,3 6-tetrahydropurine; 1,2.7-Trimetnyl-
13,

X urine-2,6-dione,
4-methyltheobromine: 3,7-dihydro-1.3.7-timethyl-  3.7-dihydro-1.3.7-trimethyi-
oci

Alert-Pep; Cafeina caffenium, Cafipel, eldiairic ¢

wasserfrelateinalCaftein|1 3.7-

#  Search structures and associated data

Exact structure Substructure caftef,

Similarty vRL

ngffle fragment search!

Showng Rpoesor 20 [o] entes 4 prevous iext b
Siagram casrn Names Trade Name WUPAC name s
550345 Gmetnoycafeine|1H-Purine-2.6-done. - - cox
3.7-inyaro-8-methory-1.3.7-rmetny- o
~
PN
8082 caffeine(1H.Purine-2.6-done, 3.7-ahyaro-1.37- | ThelnelKofleinCateinal137-Trimethyl- | - cn2
/ {rmethyk-1,3.7-rmethyl-37-dhydro-tH-purne-  2,6-cioropurinef3.7-Dihydro-1.3.7- e

26-done[Thein|Guaranine[7-

12,3 6-tetranyaropurine; 1,3,7-Trimethyl-
1

A-methyitheobromine: 3.7-dhydro-1.3 7-trmethyi- | 3.7-dihydro-1.3 7-trmetnyi-
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— Search structure using CAS No. 111-96-6 and display substances containing this
structure as constituent/impurity

| Exact structure - Similarity  Substructure  URL [1Enable fragment searn® 111-96-6 - ‘
‘ Identifiers | Datasets Export ‘
showing from 1 to 4 in pages of 20 [~]entries 4 Previous Next b
Diagram CasRN | ECnumber  IUCLID5R/ Names  TradeName  IUPAC name  SMILES  Std.InChlkey  Std.InChl  REACH registration da
h i Identifiers I Substances
H Taunus -
I Germany
-2-  Glymes Diethylene giycol 1UCS-343..  mono constituent  Diglyme ECB5-19..  Clariant constituent
I dimethyl ether (DEGDME, @ substance @ Produkte
Diglyme) ICS MSe DE71 Deutschland
GmbH
Suizbach am
Taunus
Germany
-3- | bis(2-methoxyethyl)ether . mono constituent European constituent
substance Chemicals
Agency /
Helsinki /
FEinland
& Glymes Ethylene glycol 1UC5-ebg-- mono constituent Monoglyme = ECBS-73-. Clariant
dimethyl ether (EGDME, @ SLIEETES Produkte
Monoglyme) ICS MSe DE71 (Deutschland)
GmbH
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— Search structure and Derek prediction data using SMILES “CC(=O)N(C)C”

Trade name 44

= Exact structure  Similarity  Substructure  URL.
[EP - *

e Identifiers | Datasets
De 1SSCAN - gt *e
[ Showing from 1 to 1 in pages of 20 [] entries 4 Previous Next b
O sswcnme * Diagram CasRN EC I15UUID
|

-
B¢ | comatsnan *e | identifers | substancfe
[Erarr— *: Name
C Average Molecular Mass @
De 1UCLIDS e e *s
. DX.Oestrogenicity.bacterium @
Ooe 10218 vt CID_sinctues | K5 DX.Oestrogenicity.dog @
= DX.Oestrogenicity.Escherichia coli @
=) L
“ DX.Oestrogenicity.human @
*5 DX.Oestrogenicity.mammal ©
DX.Oestrogenicity.monkey @
T =] L
= DX.Oestrogenicity.mouse @
O« e P *e DX.Oestrogenicity.primate @
oz

DX.Oestrogenicity.rabbit @

[ oases

[Enable fragment search

Trade Name

value
87.12

IMPOSSIBLE
IMPROBABLE
IMPOSSIBLE
IMPROBABLE
IMPROBABLE
IMPROBABLE
IMPROBABLE
IMPROBABLE
IMPROBABLE

IUPAC name  SMILES

std. InChi key

std. Inchl

SameAs
Average Molecular Mass

http://x i

http:// e

http://www.opentox.org/echaEndpoints.owl#Endpoints

htp://x e

http://www.opentox.org/echaEndpoints.owl#Endpoints
http://www.opentox.org/echaEndpoints.owl#Endpoints

http:// it

http://www.opentox.org/echaEndpoints.owl#Endpoints
http://x ke

)

Export i‘

REACH registr;

Dataset

Dataset E

Source "

Dataset

Dataset
Dataset

Dataset

Dataset
Dataset

Dataset
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Similarity and substructure search
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— Draw the following structure using the structure editor and search similar structures

[10nly hits with substance date

X &Q L womwem

5.
o=

i Identifiers | - Datasets

Snowng tom110.4in pages of 20 [<] entres 4 prevous text b
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— Search substance “Triglyme” and check the available composition and endpoint data

A Search substances by identifiers Name (regexp) © External identif

Help: Substance:

| Substances | Advanced search | Download Chemical substanc

materil wih a defi
cnemical composts
Showing from 1 to 1in pages of 10 |=]substances  Previous Next b
REACH auide 7

Hono-canstiuent€

. Substance Name Substance Substance Type  Public Reference Owner Tnfo tconsten @
name  substance UUID
substances. Main
Glymes Triethylene glycol 1UCS-203e228e-...) mono Triglyme | ECBS-40dcbefi..  Clariant Produkte constivent @ agai
= dimethyl ether (TEGDME substance ® {Deutschland) J—

GmbH / Sulzbach

Triglyme) ICS MSe DE71 GmbH / Sulzbach by Name: Substanc
am Taunus / name or public nam
Germany starting with the s

string (case insens

© Name (regexp) @ External identifier

#  Search substances by identifiers - IUC5-203e228e-7422-4i76-9068-82033f398d88

IUC Substance Composition Eco Tox (5. Env Fate (1 P-Chem (7 Tox (11
{ | Come | | 1

Expand all | Collapse all

Triglyme

7.2.1 Acute toxicity - oral (2) v
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— Search substances which have LD50 values > 5000 (dermal) and are not sensitising

ambit @ee Search v Assessments v Import v Enhanced functions *  Admin v Help ambit3] Log out

A Search substances by endpoint data = Hit list

0

2. Acute toxicity - inhalation (S)
[s56] Erance

|| Updste resuits
e,

| » P-Chem
{
[ Showing from 1 to 21 in pages of 100 |[7] substances 4 Previous Next b

» EnvEate
| .  Substance Name Substance Substance Type  Public Reference owner nfo

e uum name | substance UUID
( ™ b:

O m@7.2.1. Acute toxicity - oral (S) B

a -1-  4-nitrotoluene (IUC4 DSN  IUC4-79206c66-... Existing Chemical IUCe-67bfdic3-.. | OECD/ 1UCLID4 = DSN

| O il ® [&] I hemical bfd
{ ] 20) ® ® Paris / 20
{

7.2.3. Acute toxicity - dermal (S) [J-2-  wiphenyl phosphate (IUC4  [UC4-567530b9-.. ~Existing Chemical 1UC4-3987fa7: QECD /. 1UCLID4 = DSN
- " = DSN 113) El ® Paris / 113
Units France
O-3- 2-naphthol (IUC4 DSN 1UC4-5dfe5d0a: Existing Chemical 1UC4-cf6abada-. QECD /. 1UCLID4 = DSN
5 o1 ® @ Paris / 121
France
O-a- N-tert- 1UC4-0f0e6cac-...  Existing Chemical 1UC4-525ech QECD /. 1UCLID4 = DSN
Interpretation of the results = butylbenzothiazole- @ ® Paris / 51
2-sulphenamide (1UC4 France
DSN 51)
S5 13- tyl- - - - - =
Skin irrtation / Corrosion () -5 N-1,3 1UC4-5c2d4279-...  Existing Chemical 1UC4-78b9c014-...  QECD 1UCLID4 = DSN
= N-phenyl- ® ® Paris / 80
eye irrtation (S [430] p-phenylenediamine (1UC4 France
DSN 80)
Skin sensitsation (S) [671]
O-6- N 1UC4-38ccf707-...  Existing Chemical 1UC4-4e4663a6-...  OECD / 1UCLID4 = DSN
etation Ohphe results
= (1uc4 DSN 13) ® ® Paris / 13
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Enhanced functions ~ Admin ~

— Run Toxtree prediction for the following chemical

Algorithms  » ® Name ©uUID © Nam

\)J\ /w Models Al models

dext b
Exact structure | Similarity.  Substructure  URL EIEnable fragment search @ C=CC(=0J0CG1C01 s -
o | Available structure attributes (1/1) 4 previous Next B Toxicity prediction modules (14/14) unselect expand run hide
2| casmn 106901 2 # Cramer ruies [ (i) (2 ‘13
3 E [
2 || 1UCLD § Reference substan [ Low (Ciass ) )
Names
| 2:3-epoxypropy! acrytatei2-Propencic acid. oxiti | Q1 Normal constituent of the body No
SwILES [ Q2 Contains functional groups associated with enhanced fosicty No L
Q3 Contains elemens ofher fhan C.4H,0,N.dvalent S No
2 | | RPORDASANLAFCMMUHEFFAOYSAN (as simply Jphati hycrocarpon or a No
2| | swmcn 1S CEHEO e 261046355 | (O5-BENEENE GETVaINe i crtan substtuents No
[ ncn=ts/Cor03c1 26134 530512 7 eterocycic Yes
o | | REACHogitiion dete | 39,41 5019 (8 Lactone or cyclc diester No
2 | . 10 3 membered heterocyc Yes Class High (Glss I
e | igh clss 1) i
L S —— i3 # Extended Cramer rules [ (i) () .
Structure diagram - Intermediate (Class Il) ) =

( Tow Clase) )

(1 Nomal constituent of the body No
(2 Contains functional groups assoclated with enhanced toxicity No.

Q3 Contains elements other than C.H.O.N.divalent S No

143 Possibly harmful divaent sulphur (not detected via Q3)... No
(Q5.Simply branched afiphatic hydrocarbon or a common carbohydrate No
(Q6.Benzene derivative with certain substituents No

(Q42.Possibly harmful analogue of benzene... No
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— Create an assessment for Category amines, C12-18-alkyldimethyl (e.g. “N,N-
dimethylhexadecan-1-amine”, CAS 112-69-6) with regard to genetic toxicity in-vivo
and short-term toxicity to fish

— Results: see the following assessment in the public server:

Assessment 1 D:\docs draft datamanagerl 2efefd65-080d- Remove
demonstration \assessments 442e-9306-1625d1aeca2?

No.2-DMA




