An example of nano-QSAR based on thequas-SMILES

Here the special version of the CORAL to build um@del of
membrane damage caused by Jmanoparticles under different
conditions is represented.

Detailed description of this system quasi-QSAR ABAR) is
available in PDF of article placed in this folder.
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MNome Ultima modifica Tipo
. DataBases 1771272014 14:41 Cartella di file
. MyCORALSEA 17/12/2014 14:36 Cartella di file

L ReadMe.pdf

-~

J (21-InR-TA9E-mutagenicity-5MILES

J (4)-LD50-Rat

| (5)-DaphniaMagna

J (B)-semi-Optimal-DCW

| (7)-Metals-and-Ions

J (B)-Anti-5arcoma

| [@)-RateConstants

J (10)-LD50-rat-MOSP

) (11)-Duchowicz's CORAL

. (12)-quasi-SMILES-for-nancQSAR-Demo

26/11/2014 15:07

17/12/2014 13:23
17/12/2014 13:23
17/12/2014 13:23
17/12/2014 13:23
17/12/2014 13:23
17/12/2014 13:23
17/12/2014 13:23
17/12/2014 13:23
17/12/2014 13:23
17/12/2014 12:51

Adobe Acrobat D...

Morme Ultima modifica Tipo
J (1)-Enthalpy-k)-maol 17/12/2014 13:23 Cartella di file
| [2)-logBeeToxicity 17/12/2014 13:23 Cartella di file

Cartella di file
Cartella di file
Cartella di file
Cartella di file
Cartella di file
Cartella di file
Cartella di file
Cartella di file
Cartella di file

Cartella di file



Mome

1 Model
1. Search
| #FFTNadvice.txt
| #Flnput-1.tdt
[ #FTRMNCLBTST-1.txt
| AOstbd
Eﬁ] Chemosphere 93 (2013) 2650-2655. pdf

Uttirma modifica

17/12/2014 13:45
17/12/2014 13:24
17/12/2014 13:45
21,/06,/2013 16:34
21,/06,/2013 16:34
27/06,/2011 08:23
13/11/201313:53

| ¥ CORALSEA.exe

17/12/201413:11

| METHOD txt
'EC] quasi-SMILES-comments. pdf

2. Run CORALSEA.exe

3. Click “Load method”

17/12/2014 12:55
17/12/2014 13:49

ke CORAL: Loading o .
Method: Scheme: Additive or Multiplicative | ™ Graph [” Gavope & HSGH;;;.:;; r cr I sMiLES
E U [ eco I~ #FG-aps — o .
E Load method | |Method.txt [T oect pt2 [ ws2 [Cics [ 4s
O ec2|_ pt3 [ w=3 |_ nnc [ c4 [ ===
| [ c3 [ BOND
| SMILES File {training-[calibration]-test sets) | NOSP
Ittz [~ HALO
[~ PAIR
ExPR Target function for the Monte Carlo optimization:
Sub-traming set | " Classic Scheme ar htlr
% Balance of correlations WEIX
I~ IdaCtcCr dcwfgml‘“
[
i |
@
b TET £
D:m dpmcf.fion
The field of search [~ Classification
N epoch FEE
E = EXPE Start threshold value. ..o, sk
Califiration set I
I Maximal threshold value.................. i
Mumber of the Monte Carlo probes... it
[
e |
[
[
P — EXFFR e | R I~ Outliers |S
257 52 SLEm. X
I oad system L I DemonCw
l Wog NWIII NWIID NID1 NWISR Wall DEFECT X
[~ EvolutionCorr

Place of compound (CAS) in graphical representaﬁonsl Split Info lﬂ |1} |D




4. Click “Phase 2: Building up preferable

model (T*)N*

Fe =%
——— =
| Additive scheme | T Graph [~ cavge [ HGwe ., [ SMILES
4 M eco rmﬂ?"l—csps
EI Save method | Method txt M oecti” pt2 [ ve2 Gis [ o
Tecz[ p3 [T vs3 [T [ c4 [ sss
Phase 1: Search for preferable model (T* N*) | [ c3 [~ BOND
SMILES File {training-[calibration]-test sets) [ NOSP
¥ [~ HALO
FTEMNCLBTST-1.
| = [~ PAIR
ExFR Target function for the Monte Carlo optimization:
Sul-traiing sof I % Classic Scheme
I- € Balancs of corrslations
[~ IdealCLCL
L
E‘ Phase 2: Building up preferable model (T* N*)
D;m IO:I dpvaci.fion IO::l
The field of search [~ Classification
Nenach ]20
E - EXFR Start threshald value.......o..cooooooo.. ll
Calibraticn sel | —
I Waximal threshold value................... -
Mumber of the Maonte Carlo probes... 3
L
|
T
0
e EXPR ¥ Outliers Il_
fesi sal Load spstem | [System e ¥ DemoDCW
I W% NIII NWII0 NI6l NIS0 Wal DEFECT
¥ EvolutionCorr
Place of compound (CAS) in graphical :'cpresenfaﬁm}sl Split Info IU |0 |D |D IO lﬂ IU

o]

5. Insert Threshold =2

Method: |

Additive scheme

CALC

SMILES

¥

[T Graph [ Gao-gps [~ HiGaps rer

[~ eco LT Bla

[T eci” pt2 [T ws2 [Fcs [ za=
[Teczl B3 [T ws3 [ nnc [ C4 [ sas

" c3 [ BOND
SMILES File (training-[calibration]-test sets) [ NOSP
r

. HALO
FTRNCLBTST L.
| = ™ PAIR

EXPR Target function for the Monte Carlo optimization:
Sub-traming set | (% Classic Schema
{" Balance of correlations
[~ Ideal C1CY'
Ij = 14 N * * ol
= | Bhase 3 Building up preferable moXel (12 4% |
‘}_ D |o:1 d. . |o:1
Define prefereble threshold and press Continue leimJE| i prEciiion
The field of search [~ Classification
co= IO Cl= Il N ’20—
E - EXPR Start threshold walue. oo ll
Calibration set | —
I Maximal threshold value.................. 2
Mumber of the Monte Carlo probes.... 3
[
|
T
[
) EXFR @ outiers [T
Fest sel Load system | [Gystembe ¥ DemoDCW

Woe NWIlL

¥ EvolutionCorr

split info ]0_|0_|0

Place of compound (CAS) in graphical mpreseman‘o.l}sl

o]




6. Click (i) “Continue”; and (i) “YES”
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according to description from ReadMe.pdf
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