Prediction from an SDF file

This option allows you to get data on lipophilicity, solubility and absorption for a database
written as *.sdf -file.

To get prediction

1. Choose database written in SDF.
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2. As you will get data in this option in a table form, in left box you should mark fields
existing in your file if you need to have themina result file.

3. Introduce pH values, that you need.

4. Use check boxes Predict logP, solubility, and absorption to mark  characteristics of
compound your want to get and choose numbers of nearest  neighbors in each case of
prediction.

5. If you want to know solubility in mg/I or mol/l mark corresponding  radioitems.

6. Press Predict or Cancel.

The table with calculation values will begin to appear in a new window. You may interrupt
calculation pressing the Cancel button.




Prediction from an SDF file

I Rezull of calculation

B bpotioExe | [ Savetotie

o |F.ﬁ logP et pH=20 |IopSw &f pH=2Difog® &t pH=7 4 |logGw =t pH=7 4| logF # pH=B.0 |logSw & pH= o
SpacGood-0i2; 1.5 243 54923 0.z E5958 (&0 57491
SpacBood 003 0.5 n52 25125 1% 43708 188 40058
SpacGood 00254 065 162 9 3753 349 A0 0767 148 00559
SpacGood 0023 0.599 04 3 E022 .75 1441 175 51304
SpecGood Q0316012 a1 £703 112 4 4457 308 40815
SpacBood 0045; 0.46 262 J6214 004 35323 043 32950
SpecGood-01070 065 .89 H5E0 007 58712 007 SN2
SpecGood011110,69 034 5 4638 2a 6151 2 £ 1451
SpecGood0113¢ 0.5 151 54377 03 B 168 034 5129
Specheod 012160 66 162 4 3755 149 200767 345 A005ES W
i of

2/4



Prediction from an SDF file

DERBRY 4BRA -~ - &8 FANN BES . 6
L s B o EEREH PR WS EE -5 A
41 = s| 0

| A i | A o :Ei TH S et A 5 [= b |

1 (5 4, -11:' .'-|I ﬁll'-'.\q:_-..v .1I |'| '|;|_'=_\|5:' :|I _:urlu:n;.;..'.- at pln:n:gP al Fa'llnn;w al {u I-I"‘I'I
Al Bpecizond (E 243 54un b 4 R T He L)
_J_EancGnud & pER: L3RS 192 438 6B -4 DOEE
& | BpecCond (= PR 1 348 0 149 10 Deel
A} SpocGood nea 014 <FHEHLRE .76 51441 1,75 & 120
B SpeciGond o2 313 473 312 s i -a0Es
T Specood LT -FE2,  <3E214 004 JEEES 03 -33EES
8| SpacGond GEs -+ B9 £ B33 S A = o S0F| 5832
a :Eputﬁuud oEa 3L -F4EEG | 5. 151 2.2 ETAE
|10 SpaciGand L -HA3 SRASTYT 034 5D 0. .13
‘|1 Speciood DEs B2 25755 349 S0DPET 349 -0 .CEER
|

‘I?é

L

15

16 ]

17

18/

18

A
31|

2
23

.'Mf

25

F
a7 |

28

2|

30

3l

L4l Molecular descripbors SShasts Feheat] J ] I

tﬁ‘éﬁamm@m will pexdilies! offogirapehaatublog8is-pbhgickran a compio'und' of your interest in

3/4



Prediction from an SDF file

bk AW Ll B U Srrrke S

(B O N s

—
1| e

i omsteal | v

[

Jw-lm.gihﬁr#

Speslusad NS0
TR
s ]
EpueSnsd M L5
TS MZE 0
SpesEnn AITIE 1] A
o~k pa i O () 4 il
paSiand 1TSS
Spre St 011 11083 i
| SperSend 05 1
P S M1 11

Lk

H A

Ll L]

o1 [ e wanjgg.m_j

e U

Lt

ol

474



