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2. Online SMILES Translator and Structure File Generator
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[NH+]C(C)C(=0)N2C(CCC2)C(=0)NC(CHC(=0)N3C(CCC3)C(=0)NC(CC=CC[NH+])C(=
0)[0-]
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NCI/CADD Group

Online SMILES Translator and Structure File Generator

Form | News | Help | Acknowledgments

Display on screen
C12C3C4C1C5C4CIC25 SMILES TxT file
f = SOF
{Start Structure Editor D!
Please choose this fie‘td if you want to submit @ MOL (only single structure generated)
your own SMILES strings or create a SMILES
string using the Structure Editor. A submitted
file has precedence, so delete any entry below
if you want to submit a new SMILES string.

C:\UsersiuseriDesktopiUSC ¢ CHTEE.
Please choose this field if you want to translate
your own files. The service will automatically
recognize SO files (single and multiple
structure), text files with multiple SMILES
fields, MOL files and PDB files (and in fact any
other format CACTVS recognizes).

Use
Kekule or
@ Aromatic
SMILES representation (choose “Aromatic” for
closer approximation to Daylight USMILES)

5D, PDB or MOL files should contain
920

D
coordinates

If the input file contains a single structure, the output will also be single structure. Multiple
structure input formats will generate multiple structure output for those formats that support this.
Otherwise, only the first structure will be used. SD files will contain a UNIQUE_SMILES field for
unique SMILES and an USER_SUPPLIED_SMILES field for the user-supplied SMILES (if avaliable)

BT ~Online SMILES Translator and Structure File Generator
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bioavailability )’ 4-®l = &+ ¢ fie Zhehoral bioavailability -* *t 30% -

I-Lab 2.0 Module view History view Help Buy Credits
Modules « Predicted Values - Human Oral Bioavailability (v5.0.0.184)
i Phys Chem oral bioavailability less than 30%

EHADME 0 0 CH3 Probability that compound has:
P g %F(Oral) > 30%: 0.033
[abil

Bty 9%F(Oral) > 70%: 0.008

Active Transport

Absorption (& Solubility

DBP (Plasma binding) gStabiIitY (PH<2)

vd

pop Sulbatrate @Passive absorption

Pgp Inhibitor m (First-pass metabolism
 Toxicity (W P-ap efflux
#-NMR Active transport
#Naming
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4. Gastro Plus
Gastro Plus # M 38 & 3 AN i & jplarpt fe fL 3 so B 43 M A7 18 % e o
By - BT %E > R GastroPlus 2 A @ agmg =4 > 4 it £
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EGastroPlus(IM): ~tings\kl_170\Desktop\team4.mdb

File Edt Database SimulationSetup Controlled Release

Tools Modules (Optional) Help

( Compound I Physiology

| Phamacokinetics |

Stop | Start

~Single Simulation Input
Simulation Length ['llil 24

~Single Simulation Output

Simulation Time Elapsed (h): [ 24,

Obs Calc
Faz:[ 0 [ 5645
FDp%: [ 0 [ 56434
Fx[ o[ 313
Cmax (ug/ml): [ 0 [ 031974
TMax(hy: [ o[ 2
AUC O-inf (ug-h/mi): [ 0. [ 11753
AUC Ot (ugh/ml): [~ 0 [ 11707
CMax Liver (ug/ml):| 044762

[thrombin_mol2

Figure (c) Capsugel

Al properties are predictions from ADMET Predictor v5.0

| Sol Modet 6.1 |logD Model: Struct6.1 | Diss Modet Johnison

ISd-PutSizec OFF | Sol-BileSalt: OFF | Diff-BileSalt: OFF

Bl- ~ Simulation of Gastro Plus

thrombin_mol2 - Absorption & Dissolution
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bonds) =#cP » AT HBEHT 714 A% Dr. lan Haworth 34 @ # %
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(complexity) @ % w # % = ¥ Thrombin ligand molecule 2 » ¥ &Up|ZE o
ST HpedR ] JEHEELEHR S P E - RFI AT R EERE

(rotatable bonds) { > % 4m 2 7 % T & - BTt A AT RN

B AL AL

\“-K_\_‘ original | Moleculel | Molecule2 | Molecule3
Molecular |951.12 |552.67 480.56 414.54
weight
#hydrogen | 14 9 7 7
bond
donors
# 24 14 12 7
hydrogen
bond
acceptors
TPSA 372.11 (224.04 188.16 130.47
#rotatable |25 14 10 9
bonds
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thrombin MOL - Absorption & Dissolution
[ —Resut-AntDiss-1 [ — Result-AmtAbs-1 ¥ — Resut-AmtPv-1 ¢ — Total SC-1 |

-
2>
s

Mass (mg)
e e o 2 = = o
2 &8 2 2 2 28 8

=
=
s

3
- 1
=

01?3456789101:112131115151718192021?22321
Time (h)

o
S
s

B4 ~ & 4> Thrombin ligand

mol3 - Absorption & Dissolution
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