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steps to explore the Molcode Toolbox

molcodeg St Browse through your files, simultaneously upload and

% ToolBox

[l wewnoeme optimize your mol files. Select a property and appro-

B Property / Model priate model to predict theoretical values.
> SELECT PROPERTY: EE%
| Human Serum Albumin binding (IS4 - =
> SELECT MODEL:
[N=85 n=5 R2=0.81 R2cw=0.78 F=68.06 s - D
> LOAD DATA: @ Mol file ) Mol directory . . .
\ [ Browse [ Upload | Navigate through the library of compounds. Investi-
[ Molecular Info gate structures of interest. Check their structure and

& 59-46-1 e aw Molecule Descripto e = . . .

g :25229; Property name: Human Serum Albumin binding [Lng(HSA)] Number of C atoms 14.00 property-descrlptor Values In the mO|ECU|e Vlewer and
s 50:60:0 Predicted property value: | 041 Partial Surface Area of O atoms 0.20] |2 molecular information tables.

pe o Charged (zefirov) Surface Area of H atoms 8.68,

g izgfi; ! gv‘ffjrfréc: (PDZ;N:g) mf“iﬁwzmof -4.04E-02
[ atin Charged Surface Ares

a 6452717 Min nat atnmie charna (7afirau) far anu _a s T

& 64544076 [ Reports

T Tile: | 054 model fo Human Serum Albumin binding [lgk{(54)] . Draw, correct or modify your structures or modify the

70458-96-7 . and 3D regression-base icti i

& 71536 e T B H existing ones from our models set. Predict the values
L mmme Dependent variable: Human Serum Albumin binding [logk(HSAJ]

& 7387105 Humber o descrptors: 5 of the new molecules and save them in the Toolbox.

& 81812 Descriptors to chemicals ratio: 5.88E-02
g 82419-36-1 Descriptor list: « D1 - Number of € atoms

LAl s Chuaged (Gation oo Avas f H atoms

& 84057-84-1 « D4 - Difference (Pos - Neg) in Charged Part of Partial Charged Surface Area (AM1)
- g.' 84625-61-6 « D5 - Min net atomic charge (Zefirov) for any atom type

85721-33-1

& 87-08-1 Descriptor types: Theoretical calculation

& B7848-33.5 adel algorithm: uman Serum Abumin bindin - 0,51 +9.64E.02'D1 6.09°D2 -0.12'D3 9.01°DA 6,34 - .

& s161716 P e Create a QMRF report for overall statistics and predic-
g 94-20-2 . . .

& saas Fitnes regression parameterscalculated or s 0548 ;R0 Costitentof deermvatn) tions of all sets currently loaded in the Molcode
S . ~ Fren0s Feter v Toolbox. Investigate the molecular descriptor values
} Modified molecules [size=1] ! “‘/alvdatmn: leave-one-out cross-validation (02L00-0.78} I ’) and ana|yze the reSUItS.

Useful information

Molcode Toolbox uses semiempirical quantum mechanics to calculate molecular features (descriptors) for all compounds. Prior to these calculations, molecular mechanics is also applied.
We also develop custom Toolboxes for our clients needs, if there is a need unmet by standard Toolboxes.



