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Web Search . -
Mol-Instincts 6 Mol-Instincts Chemical Property Database

Search the Properties of Chemical Compounds

v Fo A

Tt st Dbl Bt Select search method

Search using chemical name. 2D-structure, or properties after selecting the appropriate tab above.

Type any identifier like Chemical Name, CAS RN.. Molecular Formula, Smiles, (Standard) InChi, ﬂ
Examples of Chemical dentifisrs > Filter by types Compounds: ALL T

Mol-instincts currently includes compounds with C, H, N, O, and S only. (Extending to F, Cl. Br, |, Si, P and As will be available scon)

Find compound Q

Can't find your compounds?  Tryour @ Real Time Property Predictor™ %
Real Time Property Predictor werks for any compound with €, H, N, O. 5, F. €I, Br, | SI, P and As.

= Search a compound : Three searching methods are available
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Compound search TYPE 1

Search the Properties of Chemical Compounds

Use our PC navigator for full function

Text Search XD  structure Search & é Property Search

Search using chemical name, 2D-structure, or properties after selecting the appropriate tab above.

Examples of Chemical dentifiers = Filter by types Compounds: |N—L kS |

Maol-instincts currently includes compounds with C, H, N, O, and S enly. (Extending to F, Cl, Br, |, 5i. P and As will be-available soon)

Find compound | Q

Can't find your compounds?  Try our @ Real Time Property Predictor™ " %
Real Time Property Predictor works for any compound with C H, M, ©, 5, F, Cl, Br, I, i, Pand As.

= TYPE 1 : Text Search using textual identification of compound
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Compound search TYPE 2

Search the Properties of Chemical Compounds

Use our PC navigetor for full function

Aaq R Jj Property .

® Exact Structure Search

0
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©) substructure Search

Filter by Types of Compounds:

| AL v

wozzIO:

. 5 Find compound | Q)

= TYPE 2 : Structure Search using 2D structure of compound
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Compound search TYPE 3

Search the Properties of Chemical Compounds

Usea gur PC navigator for full function

Xy  structure Search i Property Search

Atom Minimum Maximum
gt 6 6
H
Number of Atoms: N
S
....... v
Filter by Type of Compound . ALL v |

Find compound Q

= TYPE 3 : Property Search using physical property of compound
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Search Result 1000 + compounds found. Click a compound image below to view the data and information. Quick Guide

1234567891011

MOLINSTINCTS 1D: 0001-5nm9
@ Formula: CGHE

IUPAC Name: benzene N
SMILES: cleceee!
InChl; InChi=1/C6H6/c1-2-4-6-5-3-1/h1-6H CI ICk Resu It
Matched String: benzene
Matching Accuracy: 100.0%
sH MOLINSTINCTS 1D: 0001-1gyx
Formula; C6HBS
IUPAC Name: benzenethiol
SMILES: Sclecececc?
InCht: InChi=1/C6H65/c7-6-4-2-1-3-5-6/h1-5,7H
Matched String: benzenethiol
Matching Accuracy! 86.1%
MOLINSTINCTS 1D: Q000-4vkd
Formula: ClaH22
lan  IUPACName: octylbenzene
SMILES: €cceccleleceeel
InChl: InChi=1/C14H22/c1-2-3-4-5-6-8-11-14-12-9-7-10-13-14/h7,9-10,12-13H,2-
6,8,11HZ,1H3
Matched String: octylbenzene
Matching Accuracy: 86.1%

= Select the compound from the result list
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m Wieb Search
‘;ﬁal—lﬂsﬁl‘lds About I Search | Pricing | LogOQuti Signup

Hi, cetest00@chemessen.com ¥

[ ssaren snother compeind by name % xg g QuickTeur > | Quick Guide >

Save Data as IKC

MOLINSTINCTS ID:  0001-Snmg : Avallable tO save
Formula: CoHE Save Descriptor as CSV
IUPAC Name: henzene
SMILES: clccccel
InChis INChI=1/C6H6/c1-2-4-6-5-2-1/h 1 -6H
Cite this record : MIID:0001-5nma
L i 5 =

Available to select

0206570 - -
0,289630
0265163
0.263842

487025 =1%
47.6939 < 1% bar

471919 <18

= View the property data: 7 different types of compound property information
= Save data as IKC : Compatible with other simulation software such as Aspen Plus

= Save descriptors as CSV : More than 2,000 descriptors exported to a CSV file by
open in MS Excel
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Property View TYPE 1

Property Data Property Data Molecular Quantum Medicine / Drug
(Constant) (Temp. Dependant) Dexﬂptnrﬁ Infmnat}mﬁ Information

T [ T T

— Absolute Entropy of ideal Gas 5t 298,15 K and 1 bar

Spectra Data Analysis Data

Muol-Instincs 641857 =1 calfmal. K
By
Mollnstncs 0244079 - -
By
By Gani 0:206570 - -
— Critical Compressibility Factor _
Moldnstincts 0.268630 - -
By
By Joback 0.265163 - -
By Gani 0.263842 - -
Moldnstincts 487025 =% bar
By
By Joback 476330 = 1% bar
By Gani 47,1919 =1% bar
By MolInstincts 562 5568 = 1% K
By Joback 5700280 = 1% K
By Gani 565.8850 =1% K

= TYPE 1: Thermo-Physical Property - Constant (35 different categories)
=  Comparison with experimental value
=  Comparison with the existing method as JOBACK, GANI METHOD

= Prediction value of the compound as Gas/Liquid/Solid
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Property View TYPE 2

Property Data Property Data Molecular Quaﬁtum Medicine /[ Drug : .
{Constant) (Temp. Dependent) Descriptor ﬁ Information ﬁ Information SpeciaBat Anaiysis fod
Property | | Please Choose... v Unit ‘ ‘

Please Choose... e
Temeper| Jo% Capcky.of Iiead Gas @ Points @ Increment 10

Heat Capacity of Liguid
Heat of Vaporization

Liguid Density

Surface Tension

Thermal Conductivity of Liguid
Thermal Conductivity of Gas
Vapor Pressure of Liguid
Viscosity of Liquid
Viscosity of Gas

Second Viral Coefficient

Data Table

= TYPE 2 : Thermo-Physical Property Temperature dependent (11 different categories)
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Property View TYPE 2

{Constant) (Temp. Dependent) Descriptor Information Information

Heat Capacity of Ideal Gas ¥ Unit | cal{mol.k
Temeperature Range 273.00 1500.00 @ Points @ Increment 10

Graphic Chart

Property Data Property Data Melecular l Quantum I Medicine / Drug Spectra Data Analysis Data

Property

70 -

60.2808 |

%

60 - a

57.3623

@ o
50 | : @
¢
40 . - @ rolinstincts 57.3623
L
30 - © 10BacK 0.2308
)

;o C—

10 T T T T T T T T T
o 3 1 0 ] ] i 3 |
5P 535 5 o &P 55 s S i @ ® m
b ) o o b o AT AL R kY

Data Table

= Available to set the number of points or temperature range
= Point value on a graph

= Prediction value pursuant to temperature in data table
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Property View TYPE 3

Property Data

(Constant)

Property Data
(Temp. Dependent)

Molecular

Desc riptﬂ-r

Quantum
Information

Medicine [ Drug

Information Spectra Data

Analysis Dafa

&

S I

10
1
12
18

14

Constitutional descriptors
Topological descriptors

Walk and path counts
Connectivity indices
Information indices

List of 2D autocorrelation indices
Edge adjacency indices
Burden eigenvalue descriptars
Topological charge indices
Eigenwvalue-based indices
Randic molecular profiles
Geometrical desariptors

REF descriptors

3D-MoRSE descriptors

Number of atoms

Relative number of C atoms
Relative number of H atoms
Relative number of O atoms
Relative number of N atoms
Relative number of 5 atoms
Number of single bonds

Relative number of single bonds
Relative number of double bonds
Relative number of triple bonds

Mumber of aromatic bonds

Relative number of aromatic bonds

Relative number of rings

Relative number of benzene rings

12.0000

0.500000

0.500000

0.00

0.00

0.00

6.0000

0.500000

0.00

0.00

6.0000

0.500000

0.683300

0.083300

= TYPE 3 : Molecular Descriptor (24 different fields)
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Property View TYPE 4

Property Data Property Data Malecular Quantum Medicine / Drug . :

{Constant) (Temp. Dependent} Descriptor ﬁ Information Information Spectzd Bita Anstysisitiata
Atoms 12 -
Charge b
Multiplicity 1
Electrons 42
Alphs Electrons 21

Electrans Z1
Basis Functicns 102
Contracted Shelis 36
Highest Angular Momentum 2
Largest Deg. of Contrsction L]
Primitive Shells 20
‘iria! Ratio 20101040641 10760E00
Total Energy -2 322455501 66834 1 E*02
Atomic Numbers
6566656
1SR R
Wuclear Charges
6.00000000E=00 £.00000000E-00 5.00000000E6+00 6.000000008+00 6.00000000E+00
6.00000000E=001.00000000E-00 1,00000000E+00 1.00000000E+00 1.00000000E+00
1.00000000E-00 1.00000000E=00
Cartesian Coord.
0 00000000E+00 0.00000000E-00 2 63927 183E=00 4 9303B066E-32 2. 28561299E+00
131902182600 -2, 79906863E-16 -2 28561 280E+00 1.31202182E+00 1.61607064E-16
2.2B561255E-00-1.31962182E-00 3.23222478F-16 0.00000000E+00 -2 639371 183E-00
-2 79906863E-16-2.28561299E+00 -1 318621 82E+00 0.00000000E=00 0.00000000E+00
4 69351366E-00 403038066632 4 D6467540E+00 2 2467 1737E+00 -4.5777 1 824E-16
-A4.06461540E=-00 2 34671 737E+00 2.87389001E- 16 406461 540E+00 -2 34671737E+00
5, 747B9645E-16 D.00000000E+00 -4.65351366E+00 4 5777 1824E-16 -4.06461540E+00
-2 34671737600
Cartesian Gradient
0.00000000E=00 0.00000000E-00 0.00000000E+00 0.00000000E+00 0.00000000E+00
0.00000000E+00 0.00000000E-00 D.00000000E+00 0.000000008+00 0.00060000E+00 -
= TYPE 4 : Quantum data
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Property View TYPE 5

e e Ly S Specrs oota Anabis Dat

e — .
1 MNumber of atoms 12.0000

2 molecular weight 78.1118

3 dipole moment 0.00

4 Lﬂg_P (Ocranol-Water Partition Coefficient) 2.1520(= (.1}

5 LogS (Water Solubility) -1.6622 (=0.1)

6 number of acceptor atoms far H-bonds (N,0) 0.00

7 number of donor atoms for H-bonds (N;3) 0.00

8 Ghose-Crippen molar refractivity 26.0580

) Ghose-Crippen octanol-water partition coeff. (logP) 1.8300

10 Meriguchi octanol-water partition coeff. (logP) 2.2550

1" Lipinski Alertindex 0.00

12 Drug-likeness non-drug

13 Activity Score for GPCR ligands -3.6030

14 Activity Score for lon Channel Modulators -3.6410

15 Activity Score for Kinase Inhibitors -3.8030

16 Activity Score for Nuclear receptor ligands -3.9990

= TYPES : Drug-Related Property (16 different data )
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Property View TYPE 6

Property Data Property Data Molecular Quantum Medicine [ Drug AHSiveE Bata
{Constant} {Temp. Dependent) Des_t_ri';:ltmfﬁ Infufmaﬂuﬂ& Information ¥= =
e IR Spectra VCD Spectra MNMR Specira

¥ Peak Mormalization Scaling Factor 0.26 FWHM 1.00 Apply Save IR as |DX
e | rroorey | rers

1 398.144928 o

2 398.935488 0.0001 @ I [ @
3 597.10224 o l

a 597.126528 o 20

5 666782552 100

(7] G88.985664 o 40

7 820.762044 o

8 B830.595648 o &

a 930.352128 o

10 930.845568 0.0005 -

11 970.634688 o

12 979.135968 o

13 979.682208 o o8

14 1026.314496 42053
15 1026.718944 41933 izo
16 1138370592 o
TE 1159.538016 o 140
18 11539.773216 o ADICIQ 35‘[}4 30‘05 ZSIDEI 19‘95 14‘92 9;6 5[‘]2

= TYPEG6:IR/VCD /NMR spectra data

= Available to save IR data as JDX file accessible by open in MS Excel, Word, or Notepad
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Property View TYPE 7

et P B L e [
Information, save and copy
Coordinates
Measurements

Normal mode

Orbitals

"= TYPE 7 : Molecular Orbital Information
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