What is new in the Database Manager version 1.7.5

The system provides to users flexibility to create ODB databases starting from excel and tab
files. If you collect your chemicals data in a software platform which allows you to make export to xls
(Excel 2003) or tab files you can convert these data to ODB files and to use facilities provided by the
Database Manager v. 1.7.5.

A. How to create ODB databases from excel files

Structure of the excel file exported from JChem software platform is illustrated below:
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Open this file directly in Database manager:

B Dstabase Manager vL74 (Professions)
File View Statistics Search Database Mode Administration Help

New  Open

Click here to

open xls file
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Note: the xIs file should not be operating in your computer at this moment.
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Select an xIs file:

File View Statistics Search Database Mode Administration Help

Ir @ =] @
New  Open Saves. Pirl  Cose | Pieview Stalsics Flesble | Impol  Ewpot  Repot | Demo  Ent
& open ==
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Organize « New folder =y 0 @
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B Desktop 4] FCTE389_1019.835 10/19/201210:37 .. TAB File 9K8
18 Downloads | B FeTsaza 010,05 2/12/2013 1140 AM_ Microsoft Office E.. __ 2,142KB
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File name: FCT6389_1019.xls

Click here to
continue

The system asks you to provide a directory where the ODB file will be created:

r
a Create database

& Downloads
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Aﬁ Music
[&=] Pictures
B videos
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File name:  [23 ¥ ns\Honma'\Test of the new functionalies\FCT63;

T : - ; ‘. Test of t functi |
UU | ', <« Local Disk (D:) » Backup » Collaborations » Honma » Test of the new functionalies v‘ ,H Search Test of the new functio... O
Organize » New folder == - ®
-
St Favorites Name Date modified Type Size
B Desktop Mo items match your search,

Save as type: | Oasis Database (~.ODB)

4 Hide Folders

Save | [ Cancel ]

Confirm or change the ODB file name and click on Save to continue.

Then the following window will appear:




r@ Impart file D:\Backup\Collaborations\Honma\Test of the new functionalies\FCTA389_1019.ds -l . )
| | | | | | |2
ﬁsn’ucmre Mal Weight Formula Chemical nam Ames_Result JECFA_Mo |CAS# comment Serial_ID SMILES Data_source Data_source 4
1 95, 12709808 C6HBO trans, trans-/ 1 1175 142-33-6 C\C=C\C=CVFCT 239
2 143, 1851955 C10HSN 6-Methylquin 1 1302 91-62-3 kya2008112: CC1=CC2=CFCT 269
3 7206269836 C3H402 Pyruvaldehyc 1 937 78-98-8 AmesDB_Seri CC({=0)C=0FCT 139
4 140, 1355966 C7HA03 Furfuryl acet 1 739 623-17-6 CC(=0)OCCFCT 145
5 84, 11640167 C5HBO 1-Penten-3¢ 1 1147 15629-58-9 CCC{=0)C=(FCT 232
6 98, 14299774 C6H100 2+Hexenal |1 1353 G725-26-3 CCC\C=C\C=FCT 290
7 132, 1591945 C9HBO trans-cnnam 1 656 104-55-2 AmesDB_Seri 0=C\C=C\CIFCT 117
8 84, 11640167 C5HBO 2-Pentenal |1 1354 764-39-6 CC\C=C\C=(FCT 295
9 110, 1106032 C6HE02 2Furyl meth 1 1503 1192-62-7 CC{=0)C1=(FCT 320
10 192.2111968 C11H1203  |Ethyl 3-phen 1 1576 121-39-1 ccoc(=0)CFCT 340
11 145, 1858062 C10H100  4-Phenyl-3b 1 820 122-57-6 CC(=0)\C=CFCT 167
12 148, 2017055 C10H120  |trans-Anethc 1 217 4180-23-8 COC1=CC=CFCT 42 Sl
File name: D:\Backuph\Collaborations\Honma\ Test of the new functionalies\FCTG389, |Records: 368
I with column names X cancel
b

At this stage you should decide whether to accept the original columns names or you want to change
them.

Note: Benefit of using xIs instead of tab files is that the columns already have names which can be
imported directly.

Accept the columns with their names:

2 Import file D:\Backup\Collaborations\Honma\Test of the new functionalies\FCT6389_1019.xls l = | E &I
CdId Structure |MOI Weight ‘Formula ‘Chemical nan|Ames_ResuIt|JECFA_No ‘CAS# ‘comment |SeriaI_ID |SMZ -
96.12709808 C6HBO trans, trans- 1 1175 142-8336 CcC _l
2 143,1851955 C10H9N &-Methylguin 1 1302 91-62-3 kya2008112; CC
3 7206209836 C3H402 Pyruvaldehy 1 Q37 78-93-8 AmesDB_Seri cC
4 140.130590€ C7HBO3 Furfuryl acet 1 739 823176 Ccc
5 84.1164016%C5HBO 1+enten-3-¢ 1 1147 1629-53-9 ca
5] 98.14299774 CAH100 2-Hexenal |1 1353 6728-26-3 Cai
7 132.1591945 COH30 trans-cinnam 1 G656 104-55-2 AmesDE_Seri 0=
8 84.1154016% CSHBO 2Pentenal 1 1364 764-39-6 CC
5602 2-Furyl meth' 1 1503 1192-62-7 CC
Press here to accept
. L 1203 | Ethyl 3-phen’ 1 1578 121-39-1 CQ
columns with original
H100 | 4-Phenyl-3-b 1 320 122-57-0 CC
names H120 trans-Anethc 1 217 4180-23-8 o -
3
¢ Di\BackuphCollaborations\Honma\ Test of the new functionalies\FCTB389 Records: 368
& Import X cancel

List of names will be saved automatically and loaded next time when a new file is imported.

The system also allows you to edit existing columns names or to delete and define new names. Make
right mouse click on the name. This window appears:



'@ Define column names
#

Delete column name

{E Definition of multi parameter
¥ Delete multi parameter

Choose Delete column name:

i @ Import file D:\Backup\Collaborations\Honma\Test of the new functionalies\FCT6389_1019.xls [ = | = ﬂ_hj
Cdid |Sh'udure |MOI Weight |Formula |Chemical nan|Ames_ResuIt| JECFA_MNo |CAS # comment |SeriaI_ID |SMZ o
96, 12709808 C6HBO frans, trans-|1 1175 T Define column names Tl—l
143,185195CC10HIN | 6-Methylquin 1 13o| ¢ Delete column name I C
3 72.0626983€C3H402 Pyruvaldehyt 1 937 T Definition of multi parameter C
4 140, 136596€ CTHEO03 Furfuryl acet 1 739 | W Delete multi parameter C
5 84.11640167 C5HEO 1-Penten-3¢ 1 1147 1629-58-9 CCi
[ 98, 14299774 C6H100 2Hexenal 1 1353 0728-26-3 CC
7 132.159194E CIHB0 trans-cinnam 1 656 104-55-2 AmesDB_Seri O=
g 54.11640167 C5H30 2Pentenal 1 1364 764-39-6 CcC
9 110. 1106032 CaHa02 2Furyl meth: 1 1503 1192-62-7 CC
10 192,2111966 C11H1203  Ethyl 3-phen’1 1576 121-39-1 CCi
11 146, 1858062 C10H100 4-Fhenyl-3-b 1 820 122-57-6 CC
12 148,2017055 C10H120  trans-Anethc 1 217 4180-23-8 Co -
1 [ b
File name: D:\Backup\Collaborations\Honma\Test of the new functionalies\FCT6389, Records: 368
v Wwith column names x Cancel

The column name disappear:

f @ Import file D:A\Backup\Collaborations\Henma\Test of the new functionalies\FCT6389_1019.xls [ = | B éj ]
Cdid |5tr|..|ct|..|re |Mo| Weight |Formula |Chemical nan|Ames_ResuIt| JECFA_Mo |CAS¢ |comment | ISMZ =
96, 12709808 C6HB0 frans, frans-| 1 1175 142836 Comment 1 C'\Ci—l
143.1851955 C10HIN G-Methylquin 1 1302 91-62-3 kya2008112; cC
3 72.0626983€ C3H402 Pyruvaldehy 1 937 73-98-8 AmesDB_Seri CcC
4 140.136596€ CTHBO3 Furfuryl acet 1 739 623-17-6 CC
3 34, 11640153 C5HB0 1-Penten-3¢ 1 1147 1629-53-9 Co
& 93, 1429977 CEH100 2-Hexenal |1 1353 6725-26-3 CC
7 132,1591945 C9H30 trans-cinnam 1 656 104-55-2  AmesDB_Seri 0=
8 34, 11640167 C5H30 2-Pentenal |1 1354 764-39-6 CC
9 110,1106033 C6HE02 2-Furyl meth 1 1503 1192-62-7 CC
10 192,2111968 C11H1203  |Ethyl 3-phen’ 1 1576 121-38-1 Co
11 146,1858062 C10H10C  |4-Phenyl-3b 1 a20 122-576 CC
12 148.2017055C10H120  |trans-Anethc 1 217 4180-23-8 CO -
« 3
File name: D:\Backup\Collaberations\Honma\Test of the new functionalies\FCT6389 |Records: 368
[ With column names X cancel
h

Now you can defile new column name:



¥
@ Import file D:\Backup\Collaborations\HonmahTest of the new functionalies\FCT6389_1019.xds

:.EIQ

cdid Structure |Mn| Weight |Furmula |Chemim| nariAmes_Resu\tlJECFa_Nu |CA5# |mmment | SM
1 96. 12709805 C6HBO trans, trans- 1 1175 142-83-6 | Comment 1 [ Define column names
2 143.1851956C10HSN | 6-Methylquin 1 1302 91-62-3 kya2008112: #  Delete column name
3 T2.0626953€ C3H402 Pyruvaldehye 1 437 78-38-8 AmesDE_Seri cc
4 140.1365966C7HB03  Furfuryl acet 1 738 623-17-6 cc
5 84,11640157 C5HBO 1-Penten-3-¢ 1 1147 1629-58-9 oo
I3 98.14299774CEH100  2-Hexenal |1 1353 6728-26-3 oo
7 132.1591945 C9H30 trans-cinnam 1 6855 104-55-2 AmesDBE_Seri 0=
] 4,11640157 C5HB0 2Pentenal |1 1364 764-39-6 cc
g 110,1106033C6HE02 | 2-Furyl meth 1 1503 1192627 cc
10 192,2111956 C11H1203 | Ethyl 3-phen 1 1576 121-39-1 oo
1 1461858062 C10HI00 | 4-Phenyl-3-b 1 820 122-576 cc
12 148,2017055C10H120 | trans-Anethe 1 217 4180-23-8 o .
< 3
File name: D:\Backup'\Collaborations\Honma\ Test of the new functionalies\FCT6389 |Records: 368
¥ with column names Import I x Cancel |

The following window appears:

@ Import file D\Backup\Collaborations\Honma\Test of the new functionalies\FCT6389_1018.xls

Column names

dld
Mol Weight
Formula
IChemical name
lames_Result
ECFA_No
CAS
Comment info
Serial_ID
EMILES
Pata_source
Data_source_ID
Date
Ctructure
omment

4

Cdid Structure |Mo\ Weight |Formu\a |Chemia\ nariAmes_RemlIIJECFA_Nn |CAS# |cnmment
96, 12709808 C6HB0 trans, trans- 1 1175 142836 | Comment 1

2 143.1851955 C10HSN &-Methylquin 1 1302 91-62-3 kya20081127
3 72.0626983€ C3H402 Pyruvaldehy 1 437 75-98-8 AmesDB_Seri
4 140.136596€ CTHBO3 Furfuryl acet 1 739 623-17-6
5 84.11640167 C5H80 1-Penten-3¢ 1 1147 1629-53-2
] 98.14299774 C6H100 2Hexenal |1 1353 6728-26-3
7 132.1591945 C9H3O trans-cinnam 1 656 104-55-2 AmesDB_Seri
8 84, 11640167 C5HB0 2Pentenal |1 1354 To+-38-6
9 110.1106032 C6HE02 2Furyl meth| 1 1503 1192-52-7
10 192.2111968C11H1203  Ethyl 3-phen 1 1576 121-39-1
11 146.1858062C10H100  4-Phenyl-3-b 1 820 122-576
12 143.2017055C10H120  trans-Anethc 1 217 4180-23-8

™
File name: D¢\Backup\Collaberations\Honma\ Test of the new functionalies\FCT6389 |Records: 368

¥ with column names Import I x Cancel |

Names colored in pink have already been used as captions of the other columns. Black colored names

are free to use. Choose the corresponding name and confirm by _d button.

Nevertheless, you can define name which does not exist in the list of names:

Column names

dId

Mol Weight
ormula
hemical name
mes_Result
ECFA_No
ASE
omment info
erial_ID
MILES

ata_sol
ata_sof

tructur
omment

ate Click on he

A

g4 dx




This window appears:

.
MNew column name [&J

The new column name is listed along with the other names. Find it in the list and confirm to accept it:

F I |
Column names

m

Click on here to
accept

Hd 4

Users are allowed also to remove permanently names from the list. Select the name and delete it:

r -
Column names

Vol Weight -
Faormula
I_hemical name
lAmes_Result
PDECFA_Mo
CASZ
IComment info
Serial_ID

m

Click on here to
delete

e

If you want to close the Column names window press —& button.

Now you should select a multi parameter. This is the parameter for which different integer values could
be provided in the database. Here, the multi parameter is the Ames_Result because it may possess
negative (0), positive (1) or equivocal (2) data.

Note: System allows you to use integer values only, i.e. 0, 1, 2, etc. Please do not use text, e.g. negative,

positive and equivocal.



Selected the multi parameter by making right mouse click on the Ames Result column name:

.
(& Import file DABackup\Collaborations\Honma\Test of the new functionalies\FCT6389_1019.xls ol 50
Cdrd Structure |Mcl Weight |Forrnu|a |Chen1iml nar‘Ames_ romilarers we losea I lecrial o [sM =

@@ Define column names ™
1 96, 12709808 CEHE0 trans, frans- 1 CiC
¢ Delete column name
2 143,1851955 C10HIN 6-Methylguin 1 CC
4|§' Definition of multi parameter |
3 72.062659836 C3H402 Pyruvaldehye 1 CCi
K Delete multi parameter
4 140.135596€ CTH303 Furfuryl acet 1 CC
5 B84, 11640167 C5H30 1-Penten-3¢ 1 1147 1629-58-9 CC
-] 98, 1429977 CoH100 2Hexenal |1 1353 6728-26-3 CC
7 132.1591945 CSHE0 trans-cnnam 1 656 104-55-2 AmesDE_Seri 0=
3 84, 11640167 C5H30 2-Pentenal |1 1304 764-39-6 cc
9 110,1106032 CeHG02 2-Furyl meth) 1 1503 1192-62-7 CC
10 192.2111968 C11H1203  Ethyl 3phen’ 1 1578 121-39-1 CC
11 146,1858062C10H100  4-Phenyl-3-b 1 320 122-57-6 cC
12 143.2017055C10H120  trans-Anethc 1 217 4180-23-8 CO -
« b
File name: D:\Backup\Collaborations\Honma\ Test of the new functionalies\FCT6389, [Records: 368
v with column names x Cancel |
L. .

Along with selection of the multi parameter users need to define parameters which are associated to
this parameter. These are any specific characteristics supporting the multi parameter, e.g. comment,
Serial ID, etc:

-
@ Impaort file D:\Backup\Collaboraticns\Honma'Test of the new functionalies\FCT6389_1019.xls | = | B Eg |
1 1 I]aca_Resultl JECFA_No |cr.\s# |mmment |5eria|_ID |5M: -
Select characteristics i:l
1175 142-83-6 i
Cdid -
Structure 1302 91-62-3 kya2008112] CcC
Mol Weight 1
Formula 937 78-98-8 AmesDB_Seri CC

JECFA_MNo
comment 739 623-176 co

5 E;;”,j'_—gfwce 1147 1625-58-9 o
& e 1353 6723-26-3 co
7 556 104552 AmesDB_Seri 0=
8 1364 764-39-6 oc
3 1503 1192-62-7 o
10 1576 121-33-1 cc
1 820 122576 o
12 148.2017056C10H120  |trans-Anethc 1 217 4180-23-8 .
] |:| 3

File name: D:\Backup\Collaberations\Honma\ Test of the new functionalies\FCT6389, [Records: 368

[ With column names & Import I X cancel |

When defined, the multi parameter will be yellow colored:



@ Import file D:\Backup\Collaboraticns\Honma\Test of the new functionalies\FCT6389_1019.xls l =NR= &

Cdid |5tructure |Mol Weight |Formula |Chemical nar“hmes_ResuI" JECFA_No |CAS# |comment |5eriaI_ID |SI’~"IZI -
1 96.12709308 C6HBO trans, trans- 1 1175 142-83-6 C'I,CI_I
2 143.1851955 C10HIN 6-Methylguin| 1 1302 91-62-3 kya2008112; CC

3 7206269836 C3H402 Pyruvaldehy 1 Q37 TE3-95-8 AmesDE_Seri ccC

4 140, 136596€ CTHBO03 Furfuryl acet 1 739 623-176 CC

5 8411640163 C5HBO 1-Penten-3¢ 1 1147 1629-55-9 CC

5] 98.1429977< CoH100 2Hexenal |1 1353 6728-26-3 CC

7 132.1591945 C9HE0 trans-cinnam 1 656 104-55-2 AmesDB_Seri 0=

3 34, 11540167 C5H30 2-Pentenal |1 1364 754-39-6 CC

9 110.1106032 C6HE02 2Furyl meth: 1 1503 1192-52-7 CC

10 192,2111968 C11H1203  Ethyl 3-phen B9-1 co

Press here to

11 146.1858062C10H100 | 4-Phenyl-3-b 76 cC

continue
12 148, 2017055 C10H120 trans-Anethc

[

23-8 Co -
k

File name: D:\Backup\Collaborations\Honma\Test of the new functio <\FCTH389 Records: 368

X cane

v with column names

The following window appears:

r ~
Conversion modes ﬁ

Converter MODE Conformer generation
i
& 4 o
O
e © Seeopton|
MOPAC mode
O i
< o o
-
e L5 Setopiors |
-
C Server name/|F
C Cache mode:
Usze cache
Iv Transfer only
W T

Caching
D atabase name [GLOBAL FOR 'WHOLE PROGRAM)
|C:\Program Files [*BE%Common Files\0AS1S-LMCAD atabase Manager w1 2

Mode: |Use cache j

Physical chem properties

lagt.ow options | WS options |

o 0K | X Carcel | I

Do not forget to choose the option Transfer bad structures. This option allows you to import chemicals

with errors in smiles, which can be edited manually. These structures can be inorganic chemicals,
organo-metals, etc. Press OK.



File View Statistics Search Database

M ' B L

=
Saveds, Frint Clos

Mode  Administration  Help

&
e | Freien Staiies Fledble

el
Impor

epart ‘ Deme  Ext

New  Open Expot
Glycerol
Structure # Chemical name SMILES |&MES_RESULT

2. (57067 Alylisothiocyanate 2 1560
3. (57114 Steaiic acid C[=0)0JCCCCOECCECCCECerT 0 18
4601248 Phenethyl aleohol clICC0keeect 0 987
5. 54186 Formic acid =00 0 7
6. |B4197 Acetic acid CiC)=0)n o Ll
7.|85850 Benzoic acid Cl=0)0jctceceet 0 850
8 [66251 Hezanal C-0)CCCED 0 %2
9. 67630 Isapropyl alechel cercn 0 277
10. 67681 Acetone CICICD 0 13
1167685 Methylsulfiryimethane CS(CD 1 507
1271238 Prapyl alcahel ciojce 0 az
1271363 Eutyl alechol ciojees o 85
1471410 Ayl alcohol ciajoece 0 88
1575047 Etfylarine CEM 0 1579
16. /75070 celaldehyde Cicl=0 0 a0
17.75310 Isopropylamine CIEICN 0 1581
1875503 Trimethylamine CNICIC 0 1610
19. 77838 Ethyl methylpherylalyidate €1(E2ACIC(C-0I0CE)I2)ecece 0 1577
20| 76551 lsophorane C(=0)C=E(EICENCIE o 112
21,7670 Linalool CICND)C=C)CCC=CIE 0 358
22,7819 Issbutylamine CICICICN 0 1583
23. 78831 Isobutl alcohol CICICICO 0 251
Datbase affliation Stucture parameter 1OPAC statu
l— AVES_RESULT [0
e e Conformer parameters | ~Cenformer
Quality assuranc: ETVWNBWGW ‘;glgmsu

Tedtparameters |
Hare. [ value.
£3HB03

(A FETER83 018,008

[Database: FCT6389_1019.0DB

The ODB is alrea

B. How to create ODB database from tab files

[Structures: 367

dy created.

If you prefer to build your database from tab file click Open and choose the file

& Database Manager v,
File View Statisp

T

Mew Open

B
Saveds.

& Cpen

Click here and

select a tab
file

Eip

BN

jexible

‘ Impot Ewport  Report ‘ Demo

il
Ext

=

RS - oo

o» Honma b Test of the new functionalies

= |‘, \ \ Search Test of the new functio.. J |

Organize v Newfolder

0 Favorites

B Desktop
18 Downloads

%] Recent Places

i Libraries
%] Documents
& Music
) Pictures

B videos

m

18 Computer
&, Local Disk (C:)
(s Local Disk (D)
 Page drive (F)

€ Network

>~ 0l @

Name ) Date modified Type Size

4 organo_metalz.smi 10/18/2012140 PM  SMIFile 1K8

5] FCT6389 1019 selectionads 2A3/20131:25PM  Microsoft Office E... 192K8

t&) FCTE389_1019 for Times.0DB 2/13/20134:37PM  Chemical base 9,024 K8

] FCT6389_1019.x1s 213/20131:25PM  Microsoft OfficeE..  2163KB
[ 1] FeTe389_ 101900 10/19/2012 1037 .. TAB File 19K8

[ FCT6389_1019.008 2/14/20139:58 AM_ Chemical base 9,024 K8

Filename: FCT6389 1019 tab

+ | All supported formats (*.0Di




The following window will appear:

r@ Import file D:\Backup\Collaboraticns\Honma\Test of the new functionalies\FCT6389_1019.tab E@Iﬂ‘
| | | | | | | | WE

C\C=C\C=C\96.1271 "CeHao" "trans, trans| 1 1175 "142-83-6" 'C\i_l

2 CC1=CC2=C143.1852 |"C10HIN™  “6-Methylguir 1 1302 "91-62-3"  |"kya2008112 "CC

3 CC{=0)C=0 72.0627 "C3H402"  "Pyruvaldehy 1 937 "78-98-8"  "AmesDB_Sel "CC

4 CC(=0)OCC!140.1356 |"C7HB03™ |Furfuryl ace 1 739 "823-17-6" "CC

3 CCC(=0)C=(34.1164 "C5Ha0" "1-Penten-3- 1 1147 "1629-58-9" "CC

[ CCC\C=CYC=98.143 "C6H100" | "2-Hexenal” |1 1353 "6728-26-3" "CC

7 0=C\C=C\C]132.1592 | "C9H8O" “trans-cinnan 1 656 "104-55-2" | "AmesDE_Sel "0:

8 CC\C=C\C=(34.1164 "CSHao" "2-+Pentenal”| 1 1354 "764-39-6" "CC

9 CC(=0)C1=(110.1106 |"C6H&02" |"2+Furyl meth1 1503 "1192-62-7" "CC

10 CCOC(=0)C1192.2112  |"C11H1203" "Ethyl 3-pher 1 1576 "121-39-17 "CC

11 CC(=0)\C=C146.1858 |"C10H100" “4Fhenyl-341 820 "122-57-6" "CC

12 COC1=CC=(148,2017 |"C10H120" “frans-Aneth 1 217 "4180-23-8" T~

Il |:| 3

File name: D:\Backup\Collaborations\Honma\Test of the new functionalies\FCT6383 |Records: 367

[~ With column names X cancel |

As seen, the columns names are empty and you need to define them manually:

Make right mouse click on an empty column and select Define column names:

@ Import file DA\Backup\Collaborations\Honma\Test of the new functionalies\FCT638%_1019.tab

! ! ! | I I I I [Cl
1 Cic—c T Define column names ns, trans. 1 1175 "142-83-6" Ty
2 cci(..¥ |[Delete column name Wethylquir 1 1302 91623 | kya2008112 ¢
3 CC(=0)C=0|72.0627 "C3H402"  |"Pyruvaldehy 1 937 "78-98-8" |"AmesDB_Se| "Co
4 CC(=0)OCCI140.1366 | "C7H803" "Furfurylace 1 738 "623-17-6" "CC
5 CCC(=0)C=(84.1164 "C5HBO" "1-Penten-3- 1 1147 "1629-58-3" "Co
-] CCC\C=CYC=98.143 "CBH100"  "2-Hexenal” |1 1353 "6728-26-3" "CC
7 0=C\C=C\C/132.1592 |"CSHBO" "trans-dnnan 1 658 "104-55-2" |"AmesDB_Se| 0=
3 CC\C=C\C=(84.1164 "CSHEO" "2-Pentenal” 1 1354 "764-33-8" "CC
9 CC{=0)C1=(110,1106 "CeHBO2" | "2Furyl meth 1 1503 "1192-62-7" "Co
10 CCOC(=0)C1192.2112 | "C11H1203" "Ethyl 3-pher 1 1575 "121-33-1" "CC
11 CC{=0)\C=C 146. 1858 "C10H100™ |"4-Phenyl-3+ 1 820 "122-57-6" "Co
12 COC1=CC=(148.2017 |"C10H120" "rans-Aneth 1 217 "4180-23-8" et
<« 3
File name: D:\Backup'\Collaborations\Honma'\ Test of the new functionalies\FCT6383 |Records: 367
[~ with column names X cancel |

Select the corresponding name from a list of names:

10



f @ Import file D:\Backup\Collaborations\Honma\Test of the new functionalies\FCT6389_1019.tab | == PS .|1
clc=Clc=Cl96.1271 |‘C6H80‘ |‘trar15, hans-ll |11?5 |'142—83—6' | | |‘c\i—|
2 cCi- Cdurlm - I I ethylquir 1 1302 91-62-3" | 'kya2008112 "cc
3 cc(| B ™ fuvaldehy 1 a37 78-08-8" | "AmesDB_Ser cc
4 (= fq:mh;i'geht Wyl ace 1 739 §23-17-67 cc
5 cccf Eﬁ'e";:gl name anten-3- 1 1147 *1629-58-97 cc
5 cccy ‘J"E”::e;iﬁ:“'t exenal” |1 1353 “§728-26-3" cc
7 0=C| g:nfnfent | is-cinnan 1 656 "104-55-2° | "AmesDB_Ser “0:
8 co\gl feesa tenal”| 1 1364 *764-39-6" "cc
q cc(% | :ﬂ:i_m i Eyi mett 1 1503 1192627 cc
10 ccot Iyl 3-pher 1 "cc
a ! benisii|  Press here to “
12 cocl ll ﬁ _d _ﬂ (ps-aneth 1 confirm o .
< r
File name: D:\Backup\Collaborations\Honma\Test of the new functiz ‘_SSFCTGBSQ_ |Records: 367
[~ with column names q/ Import x Cancel |
Select the corresponding name of each of the columns.
User is also allowed to type a new column name:
r@ Import file D:\BackuphCollaborations\Honma\Test of the new functionalies\FCT6389_1019.tab | = = &
c\c=C\c=Cl96.1271 |‘C6H80' |‘trar15, hans-ll |11?5 |‘142—83—6' | | |‘c\i—‘
2 cCl1s Colur‘nn F - I I ethylquir 1 1302 916237 'kya2008112 "cc
3 co(= waldehy 1 a37 78088 "AmesDB_Sel cc
4 (= Wuryl ace 1 738 623-17-6" e
5 e enten-3- 1 1147 *1629-58-9" o
& ccc) exenal” |1 1353 "§728-26-3" o
7 o=l 856 *104-55-2" | "AmesDB_Sel “0:
1 Press here to
8 coydl ) 1364 764-33-67 "cc
3 ccll define new name 1 1503 "1192-62-7" "cc
10 ccof 1576 *121-39-1" cc
1 co(= a20 =122.57-67 cc
12 cocl 217 “4180-23-87 o .
1] D r
File name: D:\Backup\Collaboraticns\Honma\Test of the new functionalies\FCT6383 |Records: 367
[~ with column names X cancel |

Type a name which will be new in the list:

-
Mew column name u

FPlease, type new column name

IDepich'on|

oK I Cancel |

Press OK and find listed the new name:

11



F

Column names

o ¥

You can also delete a column name:

Press here to

select the name

@ Import file DA\Backup'Cellaborations\HonmahTest of the new functionalies\FCT6389_1019.tab

PRI

cdid Depictic — 1~ L L L Es_REsuItIJECFA_Na |cns# |Ccmment infiSEriaI_ID | -
B Define column names i:l
! cie=q ¢ Delete column name 175 142836 el
2 CCi= 1302 "91-62-37  |kya2008112 "CC
T Definition of multi parameter
3 CC(=0 937 "78-98-8" | "AmesDEB_Ser "CC
¥ Delete multi parameter
4 CC{=0oeerrmrmos Turaryrate s 739 "623-17-6" "CC
5 CCC(=0)C=(84.1164 "C5H8O" "1-Penten-3-1 1147 "1629-58-9" e
& CCCYC=C\C=98.143 "CEH100" | "2-Hexenal” |1 1353 "6728-26-3" "CC
7 O=C\C=CY\C!132,1592 |"C9H8O" "trans-dinnan 1 856 "104-55-2" |"AmesDB_Sel "0:
8 CC\C=C\C=(84.1154 "C5HEO" "2-Pentenal” |1 1354 "764-39-6" "CC
9 CC(=0)C1=(110.1106 |"C6HE02" |"2-Furyl meth1 1503 "1192-62-7" e
10 CCOC(=0)C|192.2112 | "C11H1203" "Ethyl 3-pher 1 1578 "121-39-17 e
11 CC(=0)\C=C146.1858 |"C10H100"  “4-Phenyl-341 520 122-576" cC
12 COC1=CC=( 148.2017 |"C10H120" |“rans-Aneth 1 217 "4180-23-8" T -
<[ r
File name: D:\Backup\Collaborations\Honma'\Test of the new functionalies\FCT6383 [Records: 367
[~ with column names X cancel |

When all column names are defined the window looks like that:
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f & Import file D\Backup\Collaborations\Honma\Test of the new functionalies\FCT6389_1019.tab l B J1
Cdld |Depich’on |MOI Weight |Formula |Chem\cal nan|nmes_ResuIt|JECFA_No |CAS¢ |Comment inﬁ|SeriaI_ID | -
1 iC\C=C\C=C196.1271 "CEHBO" “trans, trans: 1 1175 "142-83-6" I"C\i_l
2 CC1=CC2=C 143.1352 "C10HSM™  "B-Methylquir 1 1302 "91-62-3"  "kya2008112 O
3 CC(=0)C=0 72,0627 "C3H402"  "Pyruvaldehy 1 937 *7a-88-2"  "AmesDB_Sel O
4 CC(=0)0CC. 140, 1366 "CFHBO3™  "Furfuryl ace 1 739 623-17-67 CC
5 CCC{=0)C=(84.1164 "C5HEO" "1-Penten-3- 1 1147 "1629-58-9" "CC
[ CCC\C=C\C=98.143 "CEH100™  |"2-Hexenal” |1 1353 "6728-26-3" CC
7 0=C\C=C\C|132.1592 | "CoH80" “trans-cinnan 1 656 "104-55-2" |"AmesDE_Sel "0:
3 CC\C=C\C=(34.1154 "C5HEO" "2+entenal” 1 1364 "T64-39-6" O
9 CC(=0)C1=(110.1106 "CAHE02™  "2Furyl meth 1 1503 "1192-62-7" "CC
10 CCOC(=0)C|192.2112 | "C11H1203"|"Ethyl 3-phen 1 1575 "121-39-17 CC
11 CC(=0)\C=C146.1358 "C10H100™ "4Fhenyl-341 820 "122-57-67 T
12 COC1=CC=(148.2017 "C10H120" “trans-Aneth 1 217 "4180-23-8" T~
4 r
File name: D:\Backup\Collaborations\Honma\Test of the new functionalies\FCT6389 |Records: 367
[~ with column names f Impart | x Cancel ‘
.

Now, the multi parameter Ames_result and its characteristics need to be defined:

I @ Import file D:\Backup\Collaborations\Honma\Test of the new functionalies\FCT6389_1019.tab l =N J1
cdid |Depicﬁon |MOI Weight |Formula |Chemical narﬂqmes_ResuanECFA_No |CAS¢ |Comment inﬁ|SeriaI_ID | -
1 iC\C=C\C=C)96.1271 "CEHB0" “trans, trans{1 1175 "142-83-6" "C\i_l
2 CC1=CC2=C143.1852 |"C10HIN" |"6-Methylguir1 1302 "91-62-3"  |kya2008112 "CC
3 CC(=0)C=0 72.0627 "C3H402" | "Pyruvaldehy 1 937 *78-98-8"  "AmesDB_Ser e
4 CC(=0)0CCI140.1366 |"C7HB03" |"Furfurylace 1 739 "623-17-6" "CC
5 CCC(=0)C=(84.1164 "C5HB0" "1-Penten-3-1 1147 "1629-58-9" "CC
] CCC\C=C\C=98.143 "CBH100" | "2-Hexenal” |1 1353 "6728-26-3" "CC
7 0=C\C=CYC1132,1592 |"C9H30" “trans-cnnan 1 656 "104-55-2" |"AmesDB_Se| "0:
g CC\C=C\C=(84.1164 "C5HB0" "2-Pentenal”|1 1364 *764-39-6" "CC
9 CC(=0)C1=(110.1106 |"C6HE02" |"2-Furyl meth1 "CC
10 CCOC(=0)C1192,2112  |"C11H1203"|"Ethyl 3-pher 1 Press here to "CC
1 CC(=0)\C=C146.1858 | "C10H100" |"4-Phenyl-3-t1 continue s
12 COC1=CC=(148.2017 |"C10H120" |“trans-Aneth 1 TC -
<« [ G
File narne: D:\Backup\Collaborations\Honma'\ Test of the new functional T6389 |Records: 367
[~ with column names x Cancel |
h

Then, the ODB is created.

C. What can we do with created ODB file

When imported the OBD looks like that:
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S rion oscca]

i FCTI 118,000 st

=]

Press view and configure your browser:

a Database Manager v.1.7.4 (Professional E’ E!Eacku \ﬂ:llﬂxxzﬁoﬂs\Hunmdﬁst of the new functionalies\FCT6389_1019.0I

Help

Statistics  Searc

Configure browser

Model Browser

Collapse all

Expand all

Ll B A S

12,
13
14
15,

The red colored box includes the buttons which allow you to arrange the view of your browser. New
functionalities here are Up and Down buttons. They give you possibility to change order of columns:

h Database Mode Administration

[=]

Close

Statistics

&
Flewble | Impot  Export

67-08-7

67-11-4
60-12-8
64-18-6
64197
65850
66-251
B7-63-0
B7641

_|B7EB5

71238
71-36-3
71-41-0
7504-7

Chemical name

Allylisothiooyanate Cl=8J=NCC=C z
Stearic acid C[=0)[0JCCCCCCCCCCCCCEoEE 0
Phenethyl aloohol c1(CCOjecec] 0
Fomic acid C=00 0
Acelic acid CCI-00 0
Berzoic acid Cl=0J0)et ceeeel 0
Hesanal CI=0IECCCC 0
Isopropyl alcshal oo 0
Aeetane CIC)C=0 0
Methylsulfinyimethane C5(C)-0 1
Fropyl aloohel ciojc 0
Butyl aloohol ciojcee 0
Ayl aloohol ciojecce 0
Ethylamine CICH 0

Browser layout settings

2D Structure

¥ Show 2D structure
Layout

 Left

@ Right

" Bottom

[ Show ordinal numbers
IV Show detail:

¥ Show DB Affliations
¥ Show string parameters
[¥ Hide gmply boxes

[~ Show CRC

[~ Show calculation date

I Show converter status

Columrs

CAS #Y
Chemical name 98
SMILES Sy
/SN ¥
Shi. parameter P8
Mum, perameter 98
2D depict 38
Boolean parameter U8

Confarmer parameter "8

teqer parameter 9

Row height
Moo 5

o« 0K

A up | L Downl

38 Delete
[ Clear

Coluring

Chemical name
SMILES
AMES_RESULT

JECF4_No
oD

o

Click here to change

order of columns

X Cancel

1660
116

129

14



Browser layout settings

2D Structure

W Show 2D structure.
Lapout

" Left

* Right

" Bottom

¥ Show orcinal numbers
% Show detalls

¥ Show DB Affilations
¥ Show stiing paramelers
¥ Hide emply boves

I~ Show CRC

I Shaw calculation dete

I Show converter status

Row height
Moo 5

o 0K

Colurnre:

CAS #
Chemical name %8
SMILES %
C/sN
Sir. parameter 98
Mum. parameter %
20 depict
Boolean parameter 98

Confarmer parameter %81

Integer parameter W&

Columns

CaS #
Chemical name
SMILES
AMES_RESULT
CoiD

Press OK to

continue

X Cancel

The newly configure browser appears:

(E) Database Manager v.

4 (Professional
File View Statistics Search Database

\Collaborations\Honma\Test of the new functionalies\FCT63
Mode  Administration  Help

L= =] R )
New Open  Savehs. Closs Statistics  Flexible: Impott  Expot Report Demo Exit
Glycerol
Stiucture # CAS # Chemical name SMILES CoID

. 57.067
. 67114
. 60128
. 64186

. 65650
. 66251

2
3
4
5.
6. £4197
7.
8.
9. 67630
0.

. 67641
11 67685
12. 71238
13, 71363
171410
15, 75047
16. 75070
1775310
18, 75503
19. 77838
20. 78531
21 78706
22. 78819
23. 78831

Database afflation

GQualiy assurancs

Text parameters
Name Vialue

Formuia C3H803

Allliscthincyanste

Stearic acid

Phenethyl alcohol

Formic acid

Acetic acid

Benzoic acid

Hevanal

Isopropyl aicohol

Acetone

Methylsulfinyimethane

Propyl slcahol

Butyl slochol

Ayl aizahol

Ethylamine
Acetaldehyde

Isopropylartine

Trimethylamine

Ethyl methylphenylaeidate

0C-C

C(=0I0JCCCCCCCCCCECOeree
cl{CCOjeccest

00

CIOI=0)0

C(=0)0)ctcoces!

cl-ojcecee

cieicn

CICICO

cs(CR0

e

s

cpjceee

cem

Ce-0

COICN

cNEIC
S1CACICIC=0)0CCI02eceect

Isophorone CI=0)C-CICCEIEIC
Linalool CIOIONC=CICCC=CIEIC
Iscbulylaming CIENCKN
Isobuty aloohol oo

Shucture perameters

AMES_RESULT ;[0

con &8

JECFA_No 08

MOL_WEIGHT 92.00380

MOPAC status

Conformer perameters

13
23
120
153
138

114
116
119
343
112
350
360

27
161
352
147

Confarmer

{@a FCT6309 103,008

Database: FCT6380 1019.0DB

There is a new functionality which allows you to sort the information included in each of the columns.

Structures: 367

Make double left mouse click in a column name and sort by:

1560
16

13
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3 Otase Mmger 1 DR S e o e ey oo

File View Statistics Search Database Mode Administration Help

I&%E‘Eém‘@

New Open  Saveds. Print. Close: Freview Statisics  Flewible

L&

Impoit  Export Repnrl‘ Dema  Ext

Glycerol

Structure # Chemical name AMES_RESULT

#  Ascending

2. Bl scthiocyanate CI=SINCE-C 2 kil [Descending
357114 Stearic acid CI=0)(0)CCCCCCCCCCCCCCCe o 135 116
4. BOZ8 Phensthyl alcohal c1[CCOJcooeel o 281 987
5. 64186 Formic acid Ci=0)0 0 11 73
B. B4137 Aoetic acid CIE) =00 0 13 &l
7. 65850 Benzoic acid Cl=0)(0)eTeccecl 0 29 250
8. BE-251 Hexanal Cl=0]CCCCe o 120 32
9. 67630 Isoprapyl alcohal cioycio 0 153 2w
10. 57641 Acetone CICIC)=0 0 138 139
11. E7E8-5 tethylsulfinglmethane CS8[C)=0 1 158 807

In this case, Ascending sort of the Ames Result is chosen:

) Datsbase Manag:

File View Statistics Search Database Mode Administration Help

X e B & o L | = |

New  Open Savebs.. Firl  Close | Frevew Statisics Flexble | Impot  Expon  Repont | Demo  Exit

2-Methyl-2-pentenal

Structure # CAs# Chermical name SMILES AMES_RESULT
1
2. 101860 alpharHexplcinnamaldehyde 1(C={BCIC=0)CCCCCC eceee] 0 a0 686
3. B5405676 pMethony-alphamethylcinamaldehyde 1(C={eiCCIC=0]cce{0C)c] 0 4 689
4. 2111753 phentha1 BdenT-al Cl=C)(CICICC=CIC=0)CCT 0 42 973
5. 116267 2,55 Timethyleyclohena-1, Tdienyl methanal  CA[CYCIC(C-0)=CICE-CEN 0 4 977
6. 5392405 Citral CICH={ICC=0ICCE=CICIE 0 44 1225
7.101-333 alphaMethylcinnamaldehyde G1(C={eEIC)C=0)cooeel 0 45 683
8. 122407 alphaimylcinnamaldehyde o1(C={eiCC=0)CCCCTjoone! 0 45 685
9. 1504741 oMethowpcinnamaldehyde C1(0C)elC={e)C=Djceoet 0 47 688
10. 620020 Shethylfurural CHC=0)=CC=CICI0N 0 4@ 745
11. 6750034 2 4Nonadienal Cl=0JE={CC=icoece 0 4 1185

This option is available for all columns in the database.

CAS order and Natural order also allow you to sort chemicals. Use CAS order to sort chemicals by
increasing of their CAS number and Natural order to sort chemicals by their order of receipt. Double left
mouse click allows you to switch from CAS to Natural order:

Press OK to
continue

CeSPHECC
CLOMOIOOCCECOCErEenT
I pocee
oo
ackon
D)0t coseet
LRl
e
K0
G
12 nne Frop deskar aore T

JOH

If you want to see the supporting characteristics of the multi parameter make left mouse click on the
Ames_Result:
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[FAF-IET) IsOpIapyiamIne [ u
18.|75:50-3 Trimethylamine CH[CIC 0
19. 77838 Ethyl methylphervlglycidate &1(C2(CICIC=0)0CC)02)coace] 0
20. 78531 Isoph IC=CICICCCC)C a
21.| 78706 Linalo Click here to NC=CICCC=CICIC 0
22, 73813 lsobul . . JCH 0
open in window
23. 78831 lsobut o 0
EPRESTIEY Lot b ledebonscde o 2
[~ Databaze affiliatiors 1 Structure p
AMES_RESULT 0;[0]
oD 89
~Quality asswance————————— | JECFA_No S09
MOL_WEIGHT 92.09380

Text p

Narne WV alue
QCCojco

Farmula C3Ha03

360
59

278
161
352

Ee)

[MOPACSstatus

~Conformer parameters— 1 Confarmer|

), FCTE389_1079.0DE ||

|Database: FCT6389 1019.00B

Window appears:

[Structures: 367

-
{5 Parameter: AMES_RESULT

Data_source|Data_source

x Cancel |

The system allows you to calculate structural and conformational parameters:

a Database Manager v.1.7.4 (| al) -

DAABackup\C:

HonmalTest of the new functionalies\FCT6389_1019.008 |

File View Statistics Search Database

Mode [ Administration | Help

FL S B o | o dasizs | @ [
Mew  Dpen Sawehs.. Pt Close | A Restore from database from backup pot | Demo Exit
Glycerol
Delete Parameter
Structure # CAS # Rename Parameter MILES
Set DB Affiliation
2. 57-06-7 Apply Converter I [=5]=NLCC-C
3./57-11-4 Apply filter b J[=0)(0)CCCCCCCCCCCCCCCie
4. 60120 Apply rule [CCOJececed
5. 54186 UnselectAll (=010
Delete Conformers 3
6. |B4-137 [CI=010
Calc LogKow and BCF
7. 65-850 [=0)[0)cTcecee]
Update parameter value
8. B6-25-1 Add chemical name synonyms [=0JCCECT
9. 7630 Delete selected structures (CICI0
1067641 Consistency Scan (CI-0
11. 67685 Administration Menu2 S(C1=0
12, 711-238 Fropy! alcohal Clojcc
13, /71-363 Butyl alcohol Clojcce
14 71-41.0 Ayl alcohol Clojccee
15.75-04-7 Ethylaming CICIM

Choose to apply converter to the current structure, all structures or from structure # to the last

structure in the file.



Apply Converter on:

1. Current structure

2. All structures

3. From structure

After calculations:

16, 7504-7
17. 75070
18 75310
19, 75503
20. 77838
21

78-53-1
22. 78706
23 788149

<

Datahase affiliation

Quality assurance

Stucturs qualiy, High
Converter made; AutaPrecise

Test parameters

Name Value
C3HEO3

CalcTrace Ch

Ethylarnine
Acetaldehyde

Isopropylamine
Trimethylamine

Ethyl methylphenylglycidate

M

Cic)0

CICICN

CNIEIC
I(C2CINC=0I0CCI02)eceeet

Isopharone C1(=0]C=CICICCCICICT

Linalool CICjonC=CcCC=Ccioic

|sabutylamine CICNCIEN

Structure parameters MOPAC status:

AMES_RESULT 0;[0] Precise
BALABAN_D2 3.185751
BALABAN J 5.176409 Conformer parameters: Conformer
CDID 89 A_max [(a.u.. 0.25911 |+
ENTROPY 4.200542 BCF_Cover: 0 2
Exp_log(Kow) -1.76000 CALC. HEAT... -163.43460 3
INFO_CHI 1.922023 D_max [(a.u... 0.24672
INFO_WIENER 6.37570 Diameff [A] 5.454559 4
JECFA_No 909 Diammax [A] 7.004294 5
Log(Kow) [mol.Lo-1mal-1Lw] -1.65240 Diammin [A] 4.846817 6
log_Kp -4.11389 DIPOLE_MO... 1.85408 7
logBCF 0.4260407 E_GAP [eV] 13.73480 8
logBCF_MaxTox -1.23269 E_HOMO [eV]  -10.69731 9
logBCFmax 0.9641899 ELECTROME... -3.83046

lncBCE

4

2 sonza

Elertranhiicite 1 NAR753
4

E3 FCTBE383_1019.008

Database: FCTA389_1019.0DB

Structures: 368

D. Append new data to existing ODB database

To append data to already existing database you need to repeat the procedure for conversion of xls or

tab to ODB file:
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) Database Manager v1.7.4 ional) - D:\Backup\C Test of the new functionalies\FCT6389_1019.008 i
File View Statistics Search Databsse Mode Administration Help

6t & B & o &

New Openy_Savehs. Piint Close. Freview Statistics  Flesible

B @ B

Impart Expot  Report Demo Exit

Glycerol

Stiucture #

[

F

S
Click Open to i iuaiot AP ok s e uncissoake R

choose xIs file : =
Date modified Type Size 5
460128 | B Deskiop k| FCT6389_1019.00B 2712/20134:22PM  Chemical base 9,024 KE 67
5 64186 18 Downloads 7] FCT6389 1019.tab 10/19/201210:37 .. TAB File 19kB 3
o537 1 %] Recent Places = g -
e | 5] FCT6389.1019 selectior 2/12/201310:40 AM _ Microsoft Office E 193K ¥
1| & Libraries T3] organo_metal2.smi T0/18/2012 140 PV SML File TKB P
6. /66251 | [# Documents t5] Test_Times_t1.00B 2/13/2013936 AM  Chemical base 10,800 KB E
9. 67630 o Music E 77
10. 67641 | & Pictures a
1. 67685 | B8 videos i
D | Press OK to 2
1371863 &, Local Disk (C) e . . F
1471410 | . Local Disk (D) initiate |Oadlng
15. 75047 | s Pagedrive (F) | | 573
16 75000 || n
17, ey || W Nebverk B 521
TS File name: FCT6389_1019_selection.xls ko
1977838 | 577
20 735 A ———— = 12
21. 78706 Linalool CICIONC=CICCE=CICIE il 161 E=S
22. 7819 Isobutylamin CINCIN 1 352 1563
2378831 Isobutyl slcchol ceiccn i 147 251
EYRETTR [, [~ 2 B

[~Database ffiiatio | [~Stucture parameter [-MOPAC statu:
‘ AMES_RESULT 0;[0]
com 85
Tualty sssurarc JECFA_No 508 Conformer parameters | Cenfoimer |
MOL_WEIGHT 5209380

Test parameters |

Mame Walue
occoca
Formula C3HE03

FCTE385_1019008

Select ODB which already exists and append the new chemicals to this file.

. 5
£ Creste dstshase ]
w“ || < Local Disk (D) » Backup b Collsborstions » Honma » Test of the new functionalies new function. P |

i

Organize »  New folder - @
P Name ‘ Date modified Type Size

M Desktop ] FCT6389 1019008 2/12/2013422PM__ Chenical base 9024 KB

1§ Downloads 5] Test_Times 11.008 2132013936 A Chenmical base 10,300 KB

% Recent Places

=4 Libraries
= Documents
@ Music
[&5] Pictures
B8 videos

m

1% Computer |
&, Local Disk (C:)
 Local Disk (D:)
a Page drive (F:)

Click here to
continue

File name: FCT6389_1019.0DB

Save as type: | Qssis Database (.0DB) / v]

 Hide Folders Save




P ™
Warning u

File exists. Append to it?

Cancel

If you do not want to change columns names check in With column names option. Then, define the

multi parameter and its characteristics:

- =S

@ Import file D:\Backup\Collaborations\Honma\Test of the new functionalies\FCT6389_1019_selection.xls

cdid Structure |Mol Weight |Formula |chemial n n{ﬂm = Reautl ECEA M lcas= lenmment — [Serial_1D |5M: -

Define column names
1 96,12709808 C6HE0 trans, trans-| 1 @ C‘I,CD
¢ Delete column name
2 143.1851955 C10HSN G-Methylquin 1 CcC
3 720626983 C3H402  Pyruvaldehyc1 | 47 Definition of multi parameter | co
¥ Delete multi parameter

4 140.136596E€ CTH303 Furfuryl acet 1 P CCi

5 84.11640167 C5HE0 1Penten-3c1 1147 1629-58-9 co

] 98.1429977< C6H100 2Hexenal |1 1353 6723-26-3 co
7 132.1591945 CSH30 trans-dnnam 1 656 104-55-2  AmesDBE_Seri 0=
HIE 84.11640167 C5HE0 2-Pentenal |1 1354 754-39-6 cc
HlIEd 110.1106032 C6HE02 2-Furyl meth 1 1503 1192-62-7 CCi
[ 10 192,2111968 C11H1203  Ethyl 3-pheni1 1575 121-39-1 co
11 146.1858062C10H100  4-Phenyl-3-b 1 820 122-57-6 CCi
1|12 148.2017055C10H120  trans-Anethg 1 217 4180-23-8 CO -
| < 3

File name: D:\Backup\Collaborations\Honma'\Test of the new functionalies\FCT6389 |Records: 31
i
i v with column names « Import I X cancel |
" -
r

Select characteristics

CdId

Structure

Mal Weight

Formula

JECFA_Mo

comment

Serial_ID

Data_source

Data source ID

Press here to

continue

| v x|




) Import file DABackup\Collaborations\Honma\Test of the new funcionalies\FCT6380_1010 selectionxls | (= () e
cdid Structure |Mol Weight |Formu|a |Chemim| ran(fames_Resuil ECFA_No |CA5# |comment |SeriaI_ID |5M: -
1 96.12709808 CEHBO trans, trans- 1 1175 142-83-6 C"l,[l_l
2 143.1851955 C10HSN 6-Methylguin 1 1302 91-62-3 kya2008112; CC
3 7206269836 C3H402 Pyruvaldehyi 1 937 73-98-8 AmesDBE_Seri CCi
4 140.136596€ CTHBO3 Furfuryl acet 1 739 623-17-6 CCi
5 8411640157 C5HBO0 1Penten-3c1 1147 1629-58-9 CC
[ 98, 14299774 CoH100 2Hexenal |1 1353 6728-26-3 CC
7 132.1591945 C9HBO frans-cinnam 1 556 104-55-2 AmesDB_Seri =
(] 8411640157 C5HBO0 2Pentenal |1 1354 764-35-6 cc
e 110.1106032C6HE02 2Furyl methr 1 1503 1192-62-7 CCi
ull 10 192.2111968C11H1203  |Ethyl 3pheni1 1576 121-39-1 CC
gl 11 146.1858062C10H100  |4-Phenyl-3b 1 CCi
Press here to
12 148.2017055C10H120  |trans-Anethc 1 Co -
i < [ continue 3
File name: D:\Backup\Collaborations\Honma\ Test of the new functio 6389 [Records: 31
I
1 [V with column names X cancel |
|
r Conversion modes ﬂ‘
Converter MODE——————— [ Conformer generation————
£ Mo Conformers
@ Automated PRECISE ) See options & Rapid

= Acouiate

 Automated 04515 2} See options “MOPAL mod
. LONT) | € MINDO
" Automated Approvimate (' See aptions fall=E ¢ cHDa
€ MNDOD
" Manual St options
[T Remote caloulations
" Saturation Set aptions l%
¢ DEMO MODE 1 Ses options || | Cache made

Use cache -

¥ Transfer only
¥ {Transfer bad struchurss

Caching
Database name [GLOBAL FOR WHOLE PROGRAM)

TNy ager v.1 EI
Press here to

continue

/—4—({
’—b ok I x Cancel | I

[ Physical chem

When imported, the system immediately identifies chemicals which exist in the current database:

[ Confirm M1

.

File Ix\Backup'Cellaboratiocns\Henma'\Test of the new functionalies\FCTG389_1019_selection xls contains chemicals that alredy exist in DB,
WY Would you like to see log file Di\Backup\Collaborations\Honma\Test of the new functionalies\FCTE389_1019_selection_Existing_Records_Log.bd?

Press here to continue and open

the list of existing chemicals
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The list of existing chemicals in Excel:

@ H9-© =

- - -

~ Home Insert Page Layout Formulas Data Review View
o ;
= Cut s = ~
B b cu Calibri Sl | A ||| = =8| | Siwrap Text General
P‘ : 53 Copy A :
aste - - - - - - -
- jFormat Fainter |B i | ” | | | | EMHQE&CEMH | $_ i | |
Clipboard (F Font F] Alignment (F Mumber
| a1 e fe | 142-83-6
A B C D E F G H | J K

142-83-6 !trans, tran C{=0)C={t The same chemical exist in DB. The total number of records will be decreased.
91-62-3  B6-Methylc c12¢{ce(C) The same chemical exist in DB. The total number of records will be decreased.
78-98-8  Pyruvalde C(C)(=0)C The same chemical exist in DB. The total number of records will be decreased.
623-17-6 Furfuryl a1 C1{COC(C The same chemical exist in DB. The total number of records will be decreased.
1629-58-9 1-Penten- C(=0){C=C The same chemical exist in DB. The total number of records will be decreased.
6728-26-3 2-Hexenal C(=0)C={t The same chemical exist in DB. The total number of records will be decreased.
104-55-2  trans-cinn cl{C={t}C( The same chemical exist in DB. The total number of records will be decreased.
764-39-6 2-Penten: C(=0)C={t The same chemical exist in DB. The total number of records will be decreased.
1192-62-7 2-Furyl m¢ C{C){=0)C The same chemical exist in DB. The total number of records will be decreased.
10 |121-39-1 Ethyl 3-ph C(=0)(C1C The same chemical exist in DB. The total number of records will be decreased.
11 |122-57-6 4-Phenyl- C[C}{=0)C The same chemical exist in DB. The total number of records will be decreased.

W00~ !

You are informed that these chemicals exist in the ODB. Copy CAS, make right mouse click and find the
chemical in the database:

8 Database Manager v.1.7.4 - D:\Backup'Callabi Honma'Test of the new functionalies\FCT6389_1019.0DB

File View Statistics Search Database Mode Administration Help

¥ & = ‘ | 1
New  Open Saveds. il Closs | Plevew Slalisios Flexbls | lmpot  Espot  Repot | Dema  Ext
Propyl alcohol
Stucturs # [ces e [ ehenicslnsme [smes AMES_RESULT toID
1. 56615 Glpcercl COycoco [ 89
2 57067 Al isothiocyanate [[=5)=NCC=C 2 25
3 67114 Steanic acid C(=0)[0JCCCCCCCCCCCCCCin o 135
4. 60128 Phenethyl alcohol c1{CCOJcooeel o 261
5. 64135 Formic acid =000 [ 1
6. 64197 Acetc acid CCY-00 [ 13
7. B5850 Benzoic acid C(=0)[0)ccecect il 219
8 EE-251 Hexanal C[=0jCCCCC o 120
9 67630 Isopropl aloohol coien [ 153
10. 67641 Acstone CIOC-0 [ 138
11. 67685 Methylsulinimethane C5(C)=0 1 15

. 71-36-3

. 71410
. 75047
. 75070
_ 7310
. 75-50-3
. 77838
| 78551

RINE

Butyl alcohol
Ampl aleohol

Ethylamine

Aeetaldehyde
Isopropylarine
Trimethplarine

Ethyl methylphenylalycidate
Isophorane

e
C{oeeee
1
1

o

CIN

(00

CICICH

CNICIC
I(CACICC-010CCI02Ieceet
C1=0)C=CICICCCICICT

FICINE=Mrrr =

Find CAS

Enter CAS:

142-836

Find the chemical in
the ODB

Have a look at the multi parameter values of the selected existing chemicals:
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L1£.
213.
214,

216.
217,
218.
219,
220.
221,
222
223
224,
225,

LT

141-34
141979
142621

142077
150-60-7
150-78-7
151-10:0
288-471
290-379
a0 -00-8
326-61-4
334-455
350-03-8

A o

rDatabasze affiliaion————————————————————

Guality assurance—————————————————————

‘—Structure pararneter

RAPArOXYCIranenal amenyl aceal

Ethyl acetoacetate

Hexanaic acid

Lauric acid

Benzyl disulfide
p-Dimethospbenzens
m-Dimethoxybenzens
Thiazole

Purazine

Methyl linolenate
Pipeonyl acetate
Decanoic acid

I-dcetylpyridine

Primmnbl

C(=0)(CCIC)=0)0CC
C{=0)0)CCCCe

LI L LU L L UL UL

[(=0)(0)CCCCCOCCOET
cl1[C55Cc2coecoc?)ocooe]

c1[0C)cee(0C) el
c1[0C)ec{0C)cec]
C1=CH=C51

clechccnl

C=0)(COCCOCCE={e) CO0={e)COC={e}CoC)0C

c12c(cc{COCIC)=0)ec)0C02
Cl=0)0JCCCCCCCCC

CIC)[=0)c1 coenel

[l Nl (i Wy

ol o o o o =2 o o o o

AMES_RESULT 1[0;1] |
[oli) T
JECFA_No 1175
MOL_WEIGHT 96.12710

In this case, the multi parameter Ames_Result has now two different values.

E. How to select a default value of the multi parameter

One of the most notable modifications of the DBM is that users have flexibility to select default value of

the multi parameter when more than one value is available:

216. 143077

217 150-60-7

218. 150-78-7

219. 151100

220, 288-471

221.

290-37-9

222 301-00-8

223, 326-61-4

224 334-48.5

225 350-03-8

Lauric acid

Benzyl disulfide

p-Dimethoxybenzene

m-Dimethoxybenzene

Thiazole
Pyrazine

Methyl inolenate

C{=0(0)CCCCCOCCCon

c1[C55Cc2coooc)cococ]

c1[0C)coc(0C)ecd
c1[0C)cc(0C)cecd

C1=CH=C51

clocncend

C[=0][CCCCCCCC={e}CCC={c}CCC={ciCCCIO0

Click on the multi
parameter row

[C)=0)ec)0C02
CCCCCC

chcl

oo o o o

3IC A1 N7 O FCiimmmbl - 1
D atabase affiliatior ~Stucture p /
|AMES_RESULT 1;[0;1] |
CDID 1
Huality assurahce———————————————— JECFA Mo 1175
I || MoL_wetGHT 96.12710

Window appears to show you the characteristics supporting both conflicting values:
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F B
(S Parameter: AMES RESULT 1 [E=EEE

— e < -
Value comment Data_source|Data_source
[v] Comment 2 222 Source 2

x Cancel |

Users have given the opportunity to consider which of the existing values of the multi parameter is more
reliable. Using the supporting information included in the comments (Japan language is supported) user
should be able to decide which value to be considered as default. Make right mouse click on the
selected value:

r & Y
) Parameter AMES RESULT ol 0

— e . -
Value |mmment |Data_souroe|Daia_souroe |
1 Comment 1 239 Source 1

|source 2

& Selected value

Select default value
L

& Copy selected row
& Copyall rows |

Confirm from here

x Cancel |

For example, negative Ames result is considered to be more reliable. Default value is always written out
of the square brackets:

216. 142077 Lauric acid Cl=0))CCoCCCoCete 0 132
217 150607 Benzyl disulfide c1[CS5Ce2eecee]ooenel o 184
218, 160-78-7 p-Dimethosybenzens c1(0C)ece(0C)ecT 1] 297
219, 151100 m-Dimethoxybenzens 1[0C)eel0C)cee 0 296
220. 288471 Thiszole C1=CN=CS1 1 19
221, 290:379 Purazine clencenl o 259
222 301008 Methyl linolenate Cl=0)CCCCOCCC={elCCC={elCCC={ciCOr)ac |0 160
223 326614 Piperanyl acetate c12c{ecCOC(C)=0)ee1)0C02 o 250
224 334485 Decanoic acid C[=0)(0)CCCCCCCeT 1] 123
225, 350038 Iscetylpyridine CIC)i=0jelceenct 0 312
296 43 Aa0 LS a— e ) b 13
Databass affilation —Sbch [ MOPAC status
|| AMES_RESULT 0;[0;1] |
| CDID 1
T JECFA_No 175 Confomer parameters | Confomer |
MOL_WEIGHT 96.12710
Test
Name Value
CEHEO

System allows you to change the selected default value. This is important option when acquire new
Ames data which need to be reevaluated.
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Note: flexible search by Ames result in the database is provided for the selected default value only.

F. How to prepare ODB suitable for TIMES

The DBM gives you the option to save created database and load it in TIMES:

() Database Manager v.1.7.4 (Professional) - DA\Backup\Collaborations\Honma\Test of the new functionalies\FCT6389_1010.008 ]
View Statistics Search Database Mode Administration Help

Ctrl+N
Open Ctrl+ O
Savehs...
Close
Close All
Page Setup...
Print Preview
Print... Ctrl+P
1. D:\Backup\Collaborations\Honma'\Test of the new functionalies\FCT6389_1019.0DB
2, D\Backup'Collaborations\Honma'\Responces\DBM\FCT6389_1019_new.ODB
3. D:\Backup'\Collaborations\Honma'\Respences\DBEM\FCTG383_10196¢.0DB
4. D:\Backup'Collaborations\Honma\DBM examples'Japan AMES L.ODB
5. D:\Backup'Collaborations\Honma\DBM examples\FCTE389_with_name.ODE
6. D:\Backup'Liver Genotoxicity\Training set\263_training_set.ODB
7. D:\Backup\MMN\training set\235_training_set_MNT.ODB
8. D:\Program Files (x86)\OASI5-LMC\TIMES.2.27.6'EndPointsGDB\in vive Micronucleus_2_24225 TRAINING_SET_MNT.ODB
9. D:\Program Files (x86)\OASIS-LMC\TIMES.2.27 B\EndPointsGDB\in vive Liver Genotoxicity_2_24251_training_set.ODB

10. D:\BackuphLiver Genotoxicity\in vivo Liver Genotoxicity 2_2\Example\EXAMPLE_LIVER_GT.ODB

Exit
This window appears:

Save structures on:
1. Current structure

2. All structures

3. From structure

When Save is performed you can load the ODB file in the TIMES. Chose models to make predictions of
chemicals with or without metabolic activation.
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