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A. Supply molecules in .mol or .sdf file format

B. Various drug likeness filters available in DruLiTo

C. Example window for customization of the drug likeness filter

D. The molecules passing drug likeness filter are shown in green
colour, while the molecules violating drug likeness filter are
shown in pink colour

E. Result windows for drug likeness filter

F. The coordinates of molecules passing the drug likeness filters
can be exported in .sdf file format.




HOW TO USE DRULITO

STEP1: Click on re===" ‘Browse’ button and select the
molecule either in *.mol or *.sdf file format.
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STEP2: Click on the [caicu=te Fen=mes ‘Calculate Properties’
button which calculates all the descriptors.
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STEP3: Click on the Drug likeness rule box according to the
users need. The user can even customize the rules as per the
need by clicking on the ‘customize’ button.
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STEP4: Click on the ‘Apply Filter’ button to apply
the selected rules.
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1 Untifle.. 27005 1043 0387 5 3 8609 7892 1 30 0 3 21 2 8 1
2 DCLOO.. 27005 1043 -0387 5 3 8699 7892 1 30 0 3 21 2 8 1
3 DCLO0.. 24008 1379 0972 3 2 7748 1 30 0 3 19 2 5 0
4 DCLO0.. 42192 3411 1482 3 1 967 3 34 0 3 21 3 4 1
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9 DCLO0.. 34612 1.152 4 4 5 0 44 0 5 30 3 8 0
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21 DCLO0.. 3431 6 1 9965 7 41 0 3 19 3 7 1
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STEPS: Check the respective tab of Drug likeness rules to
see the conceded candidate among the molecules provided by
the user.
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STEPG6: Check the ‘Summery’ tab of Drug likeness rules to
see the total number of candidate among the molecules
passing and violating all the rules.

7 DruliTe =& =
File Help
[P{opemes I Lipinski'sRule I GhoseFilter I CMC-50-Like RuleI VeberFilter I MDOR-Like Rule ] BEB Likeness | uwQED | wQED N\Se\eum’lners! Summary i
Selected Filters | Total Number of Molecule Filter | Total Number of Molecule Violated the Rule
Lipinskies Rule of Five 21 0
Ghose_Filter 3 18
CMC-50 Like Rule 0 21
Vebers Rule 19 2
MDDR Like Rule 1 20
BB8B Likeness Rule [ 2
Unweighted QED 20 1
Weighted QED 19 2
All Selected Filters 0 21
D:\mangesh\other projects\clinical triah5_20.saf { Browse ] { Calculate Properties ] [ Apply Filter ] Reset
Molecules completed(21)
(] Lipinski's Rule customize (¥ GhoseFiter | customize (4] cMC-50-Like Rule | customize (] veverFilter cuslomize
(/] MDDR-Like Rule customize (/) BBB Likeness | customize () Unweighted QED customize (/] weighted QED customize




‘slﬂ‘,

S.A.S. NAGAR

$

s \*
Uy 307

Department of Pharmacoinformatics
National Institute of Pharmaceutical Education and Research (NIPER S.A.S. Nagar)
Sector 67, S.A.S. Nagar, Punjab - 160 062, INDIA




