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Q [Calculation > 3D coordinates] &= 27 U v 7
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I Hashed fingerprints (FPs)...
MACCS 166 fingerprint...
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Flik 7 OFEAITWE T, alvaDesc CaIR AIREZR G T D —H X, [View > Descriptor list] 2> H BT 25 2 &N TEET,
FLIEF ORBEHLHEMIC OV TIE BB H®O [52 HFiid FIiconT] £7201F alvaDese = —H—~v==27 10 [5.
Descriptors] % Z&ME L 72 &0,

(1) [Calculation > Descriptors (MDs)...] % &R

Calculation  Analysis  Charts  Settings
' Descriptors (MDs)... F5
Hashed fingerprints (FPs)...
\ MACCS 166 fingerprint...

Structural patterns...

3D coordinates

(2) WRFRRFA 7w (T CTHHELZWEERF4@8IR (4EIFLE TO ALl 2% L, [0K]

<TERFBREATRT>

| Select descriptors - O >
| e @

| Selected: 5799 / 5799 = I ' +  Filter by all
Filter by all @—} Filter by name or description

Filter by name or list of names (exact match)

» @ [1] Constitutional indices )
3 @ (2] Ring descriptors Filter by name
5 @ [3) Topological indices Filter by description
> @ [4] Walk and path counts Filter by block or subblock
3 @ [5] Connectivity indices

I3 B (6] Information indices
5 @ [7] 2D matrix-based descriptors
3 B (5] 2D autocorrelations
3 @ (9] Burden eigenvalues
5 @ [10] P_VSA-like descriptors . @
$ @ [11] ETA indices |
3 82 Edge adjacency indices
3 B [13] Geometrical descri ptors

|| 5 @ [14] 3D matrix-based descriptors
3 B [15] 3D autocorrelations
5 @ [16] ROF descriptors
5 @ [17] 3D-MoRSE descriptors
5 @ [18] WHIM descriptors
5 @ [19] GETAWAY descriptors

All MNone Exclude 3D Add filtered Load template Save template | = @

| Gareel

@

O iR OBR
WHAFRTIE, TR TFOFET oy 7 NY R MFRENTVET, 70 v JADERORIDO L > ~—2 %21 v
ITHE, TryZIZEENTVWHRBTBNEAERINET, Fov I/ Ry 7 2% 7 Vv 7352 LT, B
BRRAFERECTEET, Yuvs (F77vvl) OECHDIFov IRy I 2% 7 ) r3bE, ZIICEENDE
TOFBR T2~ CERINVERERTEET, 7 ey 7 0HO—HMOFEBRFRERSNATHWDHRETIE, T2y 7R
VI AN T[] DEICRRTINET,
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[All] D ATCEIR
None] D ATCIEEIR

[
[Exclude 3D]  : 3D fEibFZ <
[Add filtered]  : #% Y IAZE DFLIR T % 4 TR
@ BEBRLTHIERFOE (ORHIEHR TRE 250w 150
@ BwBRFIARAIDOTANEZI T

AT T4 72 E R AT DHE, HETHRBRTOAY A MIEREINET, fOv— DT A2 %70y
7B E, MBESRMN GERTFANSRE, BB TOBBEEED TRE, e 2RETEET,
BOIABBLOLBFEETEIRLIEZWESE., £TFO [Nonel 227 Vv 7 LTREIREZZ U7 L=, [Add filtered] %
7V vy 7 LET, BRCEIEADOFERF23H 0 | KV IALZ OB 2B L2 WIGAIXHIZ [Add filterd] 27 U v
JLET, Az V7328, Bl FO—BEHEIZRS ZENTE, BIRL-RR 2B CEET,
® @|RFEFIL—1
[Save template] : IR L7=F0 DV A b &ET 7 L—hE LTRIFELET (adtpl BT 714 V),
[Load template] : fR1F L7=FCiR TV A hDT > 7 b — R &EFEHIAALET,

[Note] 3 WkITJEAZ % £57= 72\ SMILES T4y %1 & A ) L7=454 D Warning
3 R ICJEAZ & FF72 72\ SMILES Ty T 2 FiAAA TR Y | 3D BAEFHFE 21T > TWRWES, ITO L 5 725w
HRFRINFET, HETERZWVIRITERTFEZRATI2NE I DESROENDLDT, AT HEHEIE. [Yes] Z&IRL
TLIEEIW, 7236, [No] ZEIRT D & 3 Witk +OfEIZRENE (77 4L FTld"na") & LTHAINET,

| alvaDesc 3.0.6 X

A 3D descriptors cannot be calculated because 3D atom
* coordinates are missing.
Do you want to remove these descriptors?

Select Yes to remove them, No to keep them, or Cancel

| to generate 3D coordinates first using the appropriate
| menu.

Yes No Cancel
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alvaDesc Tlx, AFDO7 4 > H—T7V  hOHEEITH Z N TEET,
+ BExtended Connectivity Fingerprint (ECFP/ ECFPV3)
+ Path Fingerprint (PFP)
* MACCS 166 Fingerprint
T4 H=TV U FOFEMIONWTIIBEERD [53 74 =TV MZHOWT] | E£72013 alvaDesc = —HF—~v ==
7@ [6. Fingerprints] % Z&H < 7250,

261/ v>ait T4 H—T) > + ECFP/ECFPV3 /PFP Mt E

(1) [Calculation > Hashed fingerprints(FPs)...] % &R
Calculation Analysis Charts Settings
Descriptors (MDs)... F5
Hashed fingerprints (FPs)...
MACCS 166 fingerprint...

Structural patterns...

3D coordinates

(2 FEATa U ERFEL, [Caleulate] 227 U v (5ENET 74V NREDEFE, ECFP % FT)
FHEBF DK EIZ OV T alvaDesc = —H—~ = = 7 /L™ [6.2 Hashed fingerprints] (ZFEEH SN TWDH DT, FH LA
DIZWHIZTBRIZE N,

<HEA S avEALATRIT>

€) New fingerprint — O X

@ Type

| © Extended Connectivity FINGERPRINTS (ECFP)
() Path FINGERPRINTS (PFP)
(O Extended Connectivity FINGERPRINTS (ECFPV3)

\
@ i Options Atom options @

Size: 1024 e 8 Atom type
) —— @ Aromaticity
‘ Bits per pattern: - % [Attached hydrogens
Minimum length: 0 - (] Connectivity (total)
| ————————= [ Total bond order
} Maximum length: 2 : () Connectivity (no H)
. @ Count fragments @ Charge
() Ring memberships in SSSR
(] Smallest ring size in SSSR
@ Bond order
Isotopes
Stereochemistry
Ring membership
cas
O Type

HET L7400 H—TFV v FEIEE



®

@  Options

Size : T =7 hL (true/false DT —FF) OREX

Bits per pattern g E = a— RO S E Y O

Minimum length ~ : BEND 7 F 7 A FOF/NFA X

Maximum length  : BRILEND T F 7 A FOFKRYA X

Count fragments S-SV THEO BN AEBET D / B0t T RBIEOTFEOE O AT

@  Atom options

Atom type CRFOF S TREIT D0

Aromaticity DR DFFF VA KT 5 D

Attached hydrogens : f&& L T2 /KFEOE TR AT 25 0

Connectivity (total) : &AL TV D RO CRAIT 2 7

Total bond order T ORBEB R DOBE N BET D

Connectivity (no H) : A L TV 2 KFELS DT HTXAF 5 0

Charge DB OB NE BE T D

Ring memberships in SSSR : JE TR W< DOBRIZHTE L TW 202 % XBI3 2 0 SECFPV3 TlXak &Rl
Smallest ring size in SSSR  : [T FTE T 28OV A X&ZET D0

Bond order DR A TRE R XA D

Isotopes : RINEARZ KRBT 5 ) SCECFPV3 D 4.3% & 7]
Stereochemistry CNLRLFEEBET D) $CECFPV3 D &% & ]
Ring membership  : BRIZJRT 5 i+ % XH3 % 7 SCECFPV3 D A3% i 7]

1|

ARERENETRINDIOT, MREHERT D
FERBmEO T 0> Roid, X T U TLE - TH[File > Save fingerprints > (7 4 > H—7 U > b)) ] O EEFRRT
LHZERTEET,

<fEREHE>

€) ECFP_1024_m0-2_b2 c (Atom type|Aromaticity|Connectivity (totall|ChargelB.. — O X

Version: 2.0.0
Type: Extended Connectivity FINGERPRINTS (ECFP) @
Size (bits): 1024
| Bits per pattern: 2
| Minimum fragment length: 0
Maximum fragment length: 2
| Count fragments: True
Atom options: Atom type|Aromaticity|Connectivity (total)|Charge|Bond order

Total melecules: 93
Processed melecules: 93

Number of distinct fragments - (average per molecule): 652 - (7.01)
Number of total fragments - (average per molecule): 3104 - (33.38)

Number of distinct fragments of length 0 (%) - (average per molecule): 32 (5.06%) - (0.35)
Number of distinct fragments of length 1 (%) - (sverage per molecule): 123 (22.60%) - (2.08)
Number of distinct fragments of length 2 (%) - (sverage per molecule): 426 (65.34%) - (4.58)

Number of total fragments of length 0 (%) - (average per molecule): 1180 (38.02%) - (12.69)
Number of total fragments of length 1 (%) - (average per molecule): 1152 (37.11%) - (12.39)
Number of total fragments of length 2 (%) - (average per molecule): 772 (24.87%) - (6.30)

Minimum density: 0.20%
Maximum density: 31.35 %
Average density: 5.25 %

Density distribution:
0.00% - 10.00 % : 86.02 %
10.00 % - 20,00 % : 12.90 %
20,00 % - 30,00 % : 0.00 %
30.00 % - 40,00 % : 1.06 %
40,00 % - 50,00 % : 0.00 %
50.00 % - 60,00 % : 0.00 %
60.00 % - 70,00 % : 0.00 %
70.00 % - 80,00 % : 0.00 %
80,00 % - 90,00 % : 0.00 %
90,00 % - 100,00 % : 0.00 %

ECFP_1024_m0-2_b2_c (spectrum)

08
06 ‘
|
Bit idx: 465 - frequency 0.559

04

0z
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Save all molecules () Save filtered molecules

—

Save fingerprints | Savestatistics | Save fragment matrix | Save fragment list @




O HEEROKEIER
FHRAFEITRRCRE Lo T A —Z —Fme, BB S 7 7 A Mo, vy MEER EOREHERNP D
ShET,

@ TA4H=FVL AT FT L
By MIOYER 7 Z 7ICRKRENET, TY— a7y s 35 LEhoa e —RENRTEET,
T TORBICS AT —N—=F5L 0y FOFLLEPERINET,

@ BREEERSF
[Save fingerprints]  : 3 FHEDT 4 =TV v b EEFE (X T KD xt)
[Save statistics]  QOFHEMROFIERZ AT (txt)
[Save fragment matrix] : 7> ¥ Z & ® SMARTS Eil SN2 7 77 A b2 A4 THle v MERGF (¥ 7XKEID txt)
[Save fragment list] : SMARTS ZFEINT=T7 T 7 AL " A T T L OFGEHERZHRAF (¥ 7KLY txt)
NECFPV3 I IEHEI R D=8 SMARTS KD 7 7 7 A b &M L COERADT, fragment matrix & fragment
list DHI7EH 0 8 A,
MSMARTS KFLUIZHOWTIE, BEEWD [5.6 SMARTS iLIEIZ SN T] & ZBRL &,

[Note] ECFP & D H JIfEFiz>1T

FHEAEREE O FESICE, FATREO T A =2 —FROFFERAR S INET, ZoFidd, By MEE
(Density : {(bLAEMHED 7 4 > H—FV L bT [1] Lo TWHE Y hOEE) OBFERLHEASNET, By MEEN
BWEE, 740 A=V RO 1] Oy bREL A0 FHEEFHZB W T FREOE WA RIS < /85
REMERH VD T, B, Ny vafb7 o v H—T IV hTl, BR5277 7 A FBREICE Y MZEID S ToNDE
MNEENEETHZ NV T, ZHUE, 74—V bV A XPR/NINGEERL, "F—2TEDE Y MK
(Bits per pattern) 23D 72WEEICE IV RLF KRV £, By MEEIX, T4 =TV FOFA X RE— T
DY > M (Bits per pattern) . Ix K7 7 7 A > b (Maximum length) 72 ED/RT A —F —Z@UNHEST L5 2 & T,
vy MEEEZMZ OO, BT OREEDREMICRBCEZ D7 0o =7V U FEERTEET, iz, HOKRICIET
FTIA MEOEFR R ELREHENTVET, ZORENSIL. T—F & v b O(LFREM O LMY TS OB S
REDERERDLIZENTEET,

FERBEHERO T, 740 T—=7V 2 FOFZE Yy NOFEBE (spectrum) BT 7 7R RENET, ZDOFFT7T
3. By FOSHERBRICHRELZY, T—2ty NEEOEEESIT LIV 75 NTEET,

2.6.2 MACCS 166 74 > H—T1) v FDEtE

(1) [Calculation > MACCS 166 finger print...] & &R
Calculation Analysis Charts  Settings
Descriptors (MDs)... Fs
Hashed fingerprints (FPs)...
MACCS 166 fingerprint...

Structural patterns...

3D coordinates

(2) FHAMRNFRINDDOT, MREHRTD

10



<$§5T%EE >

| € MACCS 166 fingerprint — O X

|
Total molecules: 93
Processed molecules: 93 |

Number of distinct keys identified in the dataset: 151/166
| Number of total keys identified in the dataset: 2370
| Average number of keys identified in a molecule: 25.484

List of the most common MACCS keys:

TR a

MACCS166 fingerprint spectrum

0: L ‘.,..I.,l.|II|I...J.,IJ.,I|I.‘.II‘.{.h,.Ju.llh|.“||“||‘“|J|“I|J”H|III”‘|H“‘|| ”“‘ H |‘| hm | H !
Save all molecules () Save filtered molecules

AR ORI TR (2.6.1 Ny v 2k T A —7VU >k ECFP/ECFPV3 /PFP OFHH) L RIEETY,
[Save MACCS166]1 227 Vv 7 T HL5TED 166 By bDT7 4 U H—TV v MPMRFETEET (¥ 7XKGIY axt),

2.7 NEBERDOHRAAH

alvaDesc TIZ/MMBEE (WWELUAMCEEN TV DL 7T 4 FH) 25rA 2 T FET, ZOREIIERT, %
L TWb 7 7 A ABRIL, SMILES 7 7 A /b (.smi .smiles), SDF 7 7 4 /L (mol .mdl . sdf .sd)., TF A 7 7 A )L

(txt .csv .tsv) TT, FBEKIL., HAIRAATE D TOERFE —FTHLHIICWATWHEIRLERSY, 1 EREICEDL 2
— RRMETT, #RAATEERIL, 36 BEREORR 70 v 7 12 h, sfERShEZERFERIT L YT, e
TIIRKR, MO EEITOENTEET,

ST EFAIANTE SDF FERDOHEE 7 7 A WTIFTSANBEE R EENTNDLD T, AR THET,

(1)  [File > Import external variables...] % 3&fR
SN AE R AR E T, A2 —ERINL, LITEFRAIAALT SDF 7744 2.1 5 THEE 7 7 A VO AT - HEfi
TH Y —RLESDF 7 7 A V) ZELET, 77 A VOBRE R T, IEETRT 74V TTHRA N7 74
sV TAll supported text file] (272> T\ 5 DT, [MDL file format] <° TAll files| (CEE L T7 7 A L EFR - BN L
TLEEN,

File Edit View GCalculation Analy

Open molecules...  Ctrl+O

Open recent molecules >

Open project...
Save project...

Save fingerprints >

Save analyses >

Script wizard...
Import external variables...

Exit Alt+F4

11



(2) BVIAHFERBHEHNPERSND DT, NEE MR L T[OK]
SENIEFICRETTICFDE AL ET,

BRI L7720 EB N H 2561, TROXZ D ICHARAERWI T LD~y X —% 7 ) v 7 LTA L PHEORRIZLT
<TE&EW,

| - o ox

Decimal separator .

Missing string na

No. DTXSID PREFERRED_NAME CASRN INCHIKEY IUPACNAME SMILES INCHISTRING MOLECULAR FORMULA AVE
DTXSID2( alpha-1,2,34,5,6-He) 319-84-6 JLYXXMFPP (1R 2R 3R 4R 55, CI[C@H] InChl=1/C6H6CI C6HECIE 290,
DTXSID&( 2-Hydroxyatrazine  2163-68- NFMIMWN  4-(Ethylamino)- CCNC1=!|InChl=15/C8H 1< CBH1SNSO 197.
DTXSID7( Bisphenol A 80-05-7 | ISBACLAFK 4,4'-(Propane-2 CC(Q)(C1 InChl=15/C15H1 C15H1602 228.
DTXSIDX Carbaryl 63-25-2 | CVXBEEMK! Naphthalen-1-y CNC(=0) InChl=1S/C12H1 C12H1INO2 201,
DTXSID3( Boron 7440-42- ZOXJGFHDI Boron (8] InChi=15/8 B 10.8
DTXSID3( Tributyl phosphate | 126-73-8 STCOOQWI Tributyl phosph CCCCOP( InChi=1S/C12Hz C12H2704P 266.
DTXSIDX( Dicrotophos 141-66-2| VEENJGZXV (2E)-4-(Dimethy COP(=0) InChl=1S/C8H 1€ C8H16NOSP 237. |
DTXSID&( Norflurazon 27314-13 NVGOPFQZ 4-Chloro-5-(me CNC1=C( InChi=15/C12H¢ C12H9CIF3N30 303
DTXSID3( Dibromochloroacetic 5278-95- UCZDDMGI Dibromo(chlore OC(=0)C InChl=1S/C2HBr C2HBr2CI02 252, |
DTXSID4 lodoform 75-47-8 | OKJPEAGH! Triiodomethane IC(I)I InChi=1S/CHI3/i CHI3 393, |
|
|

NTYCING Trihrnmnas-atic acid | 76.06.7  OIDNVIVHL Trhramascotic | O~V Inlhi- 1€/ MR, FIMRAND 208

k (o) o

- - = 4

(3) FEAAHLNTET T 2 LWEIAMBER S BMF R SNET () v FRARND Y —2 v — ORI ABINICEIRED Y
i—a—)o

File Edit View Calculation Analysis Charts Settings Help
Ne. Molecule Name INPUT FOUND_BY DTXSID i
1 ﬁ Moleculel DTXSID2020684 DSSTox_Substance_ld DTXSID2020684
2 JQJL . Molecule2 DTXSIDG037807 DSSTox_Substance Id DTXSIDE037807
N
3 /@@ Molecule3 DTXSID7020182 DSSTox_Substance_ld DTXSID7020182
4 - L o @ Moleculed DTXSID9020247 DSSTox_Substance_Id DTXSID2020247
AC
-
Molecules: 93 MDs: 0 Hashed FP: 0 - MACCS: no

12



[Note] 7y F##it 7 7 A NG & SMBEI D FEAIA T
SEZE 450 [File > Import external variables...] A =2 — PO AR T ENRTEETN, 7F AT 7 AV
(.txt.csv .tsv) DA, [File > Open molecules...] 72653 FHEE 7 7 A L Et AT BRICIMNBE R A T AIA TN E D D>

EZRROIIAT RIPREREINET, ZOWF [Yes] iR T 5 &, SMILES & NAME BISOFI 4% L L CHE
IR IAENE T,

1) SMILES #&#eT F A h 7 7 A /b (txt .csv .tsv)

[File > Open molecules...] 7*5 SMILES Z &7 A M7 7 A )L EZBIRT B L. LLTFD X 9 2B 1A B Fe M [ /3

FRENET,

Mwmﬂ(ﬁ)k&wumﬂ(%)ﬁﬁ@wﬁéﬂiﬁﬂ HTLEDO~Ny H—% s )y I35 LR Fb
CBOTHRETAZLELTEET, Ny A —EFERNT 7 A NEFREFAFTLOEEIX, £ O THeader] @

%;y&%%br<ﬁéwo:@ﬁﬁm L. ZFOMh, HHRIAHDOEFEREEIT) Z LN TEET,

(215 FHEE 7 7 A VDOATF « Y] TR LIZEPA D=V b X 7 v u— N L7 CSVIER T 7 A V&Gt A

AT [INCHI STRING] FNZEATHREENTWD Z EBNFKETIE L L #tA AL E®H A, [INCHI STRING] ¥

FHIBRLTLE 2, SITERLS R EDNHEE LTHDE T 7 A VOFERIABREIT>TLIEE,)

© - o X
8 Header O Tab () Semicolon | = Decimal separator . Column header colour
First row @ Comma [ Space Missing sting ~ na SMILES: contains the molecule source
Name: contains the molecule name
(D) Consecutive delimeters as one | | Other Text qualifier
No. DTXSID PREFERRED NAME CASRN INCHIKEY IUPACNAME SMILES MOLECULAR FORMULA AVERAGE MASS MONOISOTOPIC MASS (
1 htpsi//c '« ‘Dibromochloronitro’ 1184-83- TWDGXJVD Dibromol(chlon [O<J{N+] CBr2CINO2 253.27 250.798432
2 hnps « dnchloronitromethal 1976/6/2 LFHISGNCF Trichloro(nitro) [O-J[N+] CCI3NO2 164.37 162.899461
3 https:/c Diuron 330-54-1 XMTQQYY} N'-(3,4-Dichlor EN(QCl= CoH 10CI2N20 233.09 232017018
4 https://c ‘24-Dinitrophenol 51-28-5 UFBJCMHN 2 4-Dinitropher OCI=CIC C6H4N205 184.107 184.012021
H https://c [Deisopropylatrazine. 1007-28- IVENSCMC( 6-Chloro-N~2- CENCI=l CSHBCINS 1736 173.046823
6 https://c Kepone 143-50-0 LHHGDZSE  1,1a,3,33,4,5,5.¢ QIC12C(= C10C1100 490.61 485.683442
7 https://c Quinoline 91-22-5  SMWDFEZZ Quinoline C1=CC2= CoH7N 129.162 129.057849 1
8 https://c [Methomyl 16752-77, UHXUZOCF Methyl N-[(me [CNC(=0) CSH10N202S 162.21 162.046299
9 https://c Tnbufos 78-48-8 | ZOKXUAHZ S.S,S-Tributyl pl (CCCCSP(: C12H270PS3 3145 314.096166

[ ok Cancel

HNEEPEETNTWBIEEIE, [OK] %227 VU v LTR~ED L, AEEEE
TRENFET, [Yes] BINT S &, RTOMBERN A THAAENET,

Ellll

RAIALINBRD XA T 1T NEK

alvaDesc 3.0.6 X l

e Import the other fields as external variables?

Bil2) SRS E G e SMILES 7 7 A /L (.smi .smiles)
SMILES 7 7 A MG ENDIMBER A G AR Z LB TEET, HEFATHF A M7 7 AR
(txt.csv.tsv) DFEIT, Bl 1 & AERIZ T DFAHFIAHBRHIINBER & R IM AT Z E N TE E 44, SMILES 7
7 AL (smi.smiles) FROLEIL, IMNBELROBAIALL A T 0 TIEFRR IR N2, [File > Import
external variables...] A =2 = BALRGRAIALKERH D £T, ZDOEFA, SDF 7 7 A VDA L FREkIC, RO
ii&@@ﬁﬁﬁ%ﬁﬁﬁ%%éhiﬁ ZOWETIE, Ny —%7 Vv (AL UBTHERR) §5H2&
T, AR ERVIBEREIRET D2 L bTEET

o _ - o X
8 Header @Tb  (JSemicolon | Decimal separator . Column header colour
Firstrow 1 [ Comma (] Space Missing sting ~ na column to exclude
() Consecutive delimeters as one | Other Text qualifier
No. DIXSID PREFERREDNAME CASRN INCHIKEY [UPACNAME MOLECULAR FORMULA AVERAGE MASS MONOISOTOPIC MASS  (
1 [FSIR] 1tps://< | Dibromochloronitro 1184-89- TWDGXIVD Dibromolchlon CBr2CINO2 26227 250798432
2 JOHIN#] https://c Trichloronitromethar 1976/6/2 LFHISGNCF Trichloro(nitro)| COI3NO2 16437 162.899461
3 ENIGEL= https://c Diuron 330-54-1 XMTQQYY} N'-(3,4-Dichlor| COH10CI2N20 233.09 232017018
|14 OCI=CIC https://c 2.4-Dinitrophenol  51-28-5  UFBICMHN 2.4-Dinitropher| C6HAN205 184.107 184.012021
5 IEENCE= https://c Deisopropylatrazine | 1007-28- IVENSCMC( 6-Chloro-N~2- CSHBCINS 1736 173.046823
3 CICI2C(= https://c Kepone 143-50-0 LHHGDZSE  1,1a,3,32,4,55,5 C10C1100 490.61 485.683442
7 C1=CC3= https://c Quinoline 91-22-5 SMWDFEZZ Quinoline COHTN 129,162 129,057849
8 ENCI=0) https://c Methomyl 16752-77 UHXUZOCF Methyl N-[(me | CSH10N202S 16221 162.046299
9 EEECSPE https://c Tribufos 78-48-8  ZOKXUAHZ SS,S-Tributyl pl C12H270PS3 3145 314096166
Ok Cancel
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28 HEHRORE
R REET OO 7 7 ANLD T +—~ v MILLTIZR D £7°,

Q il rE R R
 ZTROIVTRRARNT A (axt) (GFFOL&REE R T)
» A~y —fFE SMILES 7 7 A /b (txt) (4%4yF® SMILES % &1»)
*  MDL 7 7 A /L(sdf) (2D/3D) (V2000 FZ=)
» T BAT—I T v (xlsx) (41O 2D Eif%, SMILES % &)
Q 74 H—7FV > FEEER
. 2TEGYFHF AR 7741 (ixt)
O ey bk
e MATZ4—~vv F77 A/ (adpr)

28.1 R FEIEHRDORE

(1) [File > Save descriptors...] % 3R

File Edit View GCalculation Analy

Open molecules...  Ctrl+0
Open recent molecules >
Open project...

Save project...

I
Save descriptors...  Ctrl+S

Save fingerprints >
Save analyses >
Script wizard...

Import external variables...

Exit Alt+F4

(2) BRYA T TREFELEWVERFA2ERL, [OK]

€ Save descriptors — a X

Selected: 5799/ 5810
Filter by all Y
| |

> @ [1] Constitutional indices
@2 Ring descriptors
> @3 Topological indices
> @ [4] Walk and path counts
> @s Connectivity indices
5> @ [6] Information indices
5 @ [7] 2D matrix-based descriptors
|3 @ [8] 2D autocorrelations |
> @ [9] Burden eigenvalues
5 @ [10) P_VSA-like descriptors
5 @ [11] ETA indices
> @ N2 Edge adjacency indices
5 @ [13) Geometrical descriptors
5 @ [14] 3D matrix-based descriptors
5 @ [15] 3D autocorrelations
> @ [16] RDF descriptors
5 @ 117 3N-MnRSF descrintors
]

1

All None Exclude 3D Add filtered Load template Save template

© Single file (O One file per block

Save all molecules Save filtered molecules Cancel

14



[Note] i FEHERERDBIRY A 7 1 712N T

" BIRZ A 7 a7 OEREX 250 FRIBTORE] 22 L Tl EE0n,

»  [EE FE2HIX[Single file(BE—D 7 7 A L & LU TRAF)] F 721%[One file per block(FLib -7 r v 7 ZTEIiZ7 7
ANVERIE)EBINTE E9,

. TunB V7 (331 74020070 Z] 2R) 21To78A1X. —%&F FO [Save all molecules]/
[Save filtered molecules] ANV, %FZ 7V v I LTERIRT D ET A NEZ Y THRDOGT DHRERLT
THIENTXET,

= BN — U EEE LIS AIE[35]. AMIAE A BAAA TR AIXB6)0FR T T m y Z I S L, o
FLR 7 & [FARIC®RINT 5 Z R TEET,

(3) RAFANCAEHINZ FITT 203 RONDD T, FEITT 25813 [Yes] . LA2WGEIT [No] &R
AENE [Yes] 2R L CABHIZ AT L TAET, BEHIBMOFEMI OV TIE, [5.4 ZEHIBICSOWT] 2 25K
<TZ&VY,

alvaDesc 3.0.6 X

e 5,799 descriptors have been selected. Do you want to
perform variable reduction before proceeding?

Yes No Cancel

(4) (3)T[Yes] ZEIR LA T, BHEIEA =2 —NFREND DT, M2 E LT [OK] & %R
SENIHE LT, UTORZ Y —ray FORETEHEIEEZFEITLTAHET,

<EEHBA ==2—>
' €) Variable reduction — X

@ @ Constant values [1,647]

@- [ ] Percentage of constant values [1,649] greater than 95.0
@ @ Standard deviation [1,648] less than: 0.0001

@ ("] Pair absolute correlation larger or equal to:  0.9500

(5)| [J At least one missing value [3,301]

@ @ All missing values [0]

Ak |4 r |4

Carce

2T [E UAE O FEak -+ % H bk

fIE L= EIE LL AN R CIE O Feak 7 2 M B

BERADBBME LV /NS (EOEXE &R E TR Ll 12 HIBR

AT FMPBEEI ETH LR F (0—F7) ZHIER Ok otk & OB LY K& W72 HIER)
KEME GHARE RS na) 281 2 TH & Dtk 1 & HIBR

ETHRPME GHAER R na) Th 2 itib+ 2 HIBR

®©@60 60600

[Tips] RMMEDH FI1E, Settings A = == — > Options...?> Output % 7, Missing Value 7> 5 B DOEE « XFHN~EE T
4 (F 744 b :na),
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(6) 77 ANERERRL TR
LTO7 7 A NVBREZERTE £,

. Tabbed text file (*.txt) TR TEY TR TR N T 7 AL E UTRTT

»  SMILES file with header (*.txt) : 44> 7 SMILES # &t~y X —{fZDFF A 77 A L & L TR

»  MDL file format (*.sdf) 22D 721 3D D MDL 7 7 A L & L TIRAF

»  Excel Workbook (*.xlsx) LS FOEB(ED B EIRF) E SMILES # 5=/ ¥ U —2 7 v 7 & LTRIF

[Tips] ZEHNRHEZDOFEEF7 7 L— FERFT D

EHEHEIE 2 FIT L CRER 2 /17 L7=1%. B [File > Save descriptors...] %8R U CERib TR INEm 2 B < &, ZE%H!
it OFERFDRIRINTREIZR > TWD DT, HTO [Save Template] R¥ b7 7 L— hELTRIFLTE
< Z LT, BEHIBHEAOTRRTEy NEHEMATLIZ ENTEET,

28274 A=V b HERKEDRE
Save A =2 —nB 7 4 A=Y v b EER R A FFRR L CRELET,

*  File > Save fingerprints > fR1F L7727 ¢ ' —7 U h & &R
File Edit View Calculation Analysis Charts Settings Help

Open molecules... Ctrl+O Name MW AMW Sv

Open recent molecules >

Open project...

Save project... romochloronitrometh... 253.27 36.1814285714286

Save descriptors... Ctrl+S

Save fingerprints > MACCS fingerprint

Save analyses > ECFP_1024_m0-2_b2_c (Atom type|Aromaticity|Connectivity (total)|Charge|Bond order)

Script wizard...

Imnart avtarnal variahlac

T4 A=V FOHERERBEFEAERINDLDT, FHICHAIRERZ DO RZRGFTEET,
ML, (26 740 —FV v hDEE] OEBEAY 2B IE S0,

[Note] 74 v U TH%D3FDHERFT D

Tanz Yy (1331 7402 ) 702 2R) 2T 7H613, AR —%F F O [Save all
molecules]/ [Save filtered molecules] NANZ72 D, %EEZ 7 Vv 7 LTRIRTDET A NE U U THROST DI ELRT
THZ LN TEES,

283 7R Y FEERDEE

ANTF =5, R TFHEOHGERER., Fio. IPNEREOREE T Y27 L LTRIFTEET, 7 7 A /LT alvaDesc
M H @ lalvaDesc project file (*.adprj ) | B T4, alvaModel & ZHIH D Hix, ZD 77 A L&A B — b L,
QSAR/QSPR ET WARZIZME AT 5 Z LN TEET,

(1)  [File > Save project...] & &R

File Edit View Calculation Analy
Open molecules...  Ctrl+O

Open recent molecules >

Open project...
Save project...

Save descriptors... Ctrl+S

Save fingerprints >
Save analyses >
Script wizard...

Import external variables...

Exit Alt+F4

(2) 77 A% ERIFEFREZRE L TRF
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3. SR LTAIRt BE 2 —HE
OB, BT OREMRO TN, Wiy — R E O FIRE R LT

3.1 BEES

oY 7 by =TIk BRI PRI 22 oA A A EE T, [Analysis] A == —/n b, BEAEMNT. HEOH., TR0
M. t-SNE W& E47 C&x £9, G0N Tlx, g % —> ([3.4 #E X — OFE]) OB EE b RN RICED
HIENTEET,

[Note] #2551

FHBASIHT « FERL M « -SNE /38T Tidk, ST FATRINC B BIRICEEHIR 3T i E T,

TIZTIE TRTER 1 2FRWC TS ES EHEREN 0.0001 K] TIEARWVGER BSOS RERY 3, 72
B, ERFEEOBMEIIA T a VERECTEETSLZ bt d, ([54EKHIBICONT] 25H1)

3.1.1 BE SR
BB A O EECIERE R 770 O AR i T — 2 2 FR L4, b efid iy —> ([34 &7 —r 0
)] B8 BEFTEER T,

(1) [Analysis > Univariate statistics...] & &
Analysis Charts Settings Help
Univariate statistics...

Correlation analysis...

Principal Component Analysis >
t-SNE analysis >

@ HERORR
O fFEEFT5E. UTFOL S REREEATRSNET, FRT208F7 18 v 7 OBIR

@ @

@ Univariate statistics = [m] X
All v | (filter by name or description) B — @
No. Name Mean Std.dev. Maximum  Minimum Notzero Missings Description

131.6109 995.3300 92 molecular weight |

1

2 AMW 19.2816 25.3058 183.8400 4.8983 92 1| average molecular weight

3 Sv 15.7023 10.7777 84,6492 1.2269 86 7 sum of atomic van der Waals volumes

4 Se 23.4280 19.0141 146.2208 0.3236 92 1 sum of atomic Sanderson electronegat

5 Sp 16.3755 11.1809 88.8758 21023 92 1| sum of atomic polarizabilities (scaled o

[ Si 25.9777 21,5994 165.7822 0.4788 92 1 sum of first ionization potentials (scale

7 Mv 0.7043 01718 1.2269 0.4931 86 7 mean atomic van der Waals volume (sc

8 Me 1.0077 0.1479 13119 0.3236 92 1 mean atomic Sanderson electronegativ

9 Mp 1.2171 1.8284 13.8068 0.5444 92 1 mean atomic polarizability (scaled on (

10 Mi 1.0955 01311 1.1950 0.4788 92 1| mean first ionization potential (scaled « __
(111 stdMW 13.8686 16.4762 98.0938 0.0000 86 0 standard deviation of atomic weights @
112 stdv 0.3253 0.11% 0.5811 0.0000 85 0 standard deviation of atomic van der V \
113 stdE 0.1086 0.0445 0.1910 0.0000 86 0 standard deviation of atomic Sanderso
|114  stdP 0.3996 0.2608 1.3575 0.0000 86 0 standard deviation of atomic polarizab

15 stdl 0.1057 0.0437 0.3328 0.0000 86 0 standard deviation of first ionization pt

16 GD 0.2167 0.1832 1.0000 0.0000 86 0 graph density

17 nAT 23,1183 18.8972 145 1 93 0 number of atoms

18 nSK 12.6882 9.3820 n 1 93 0 number of non-H atoms

19 nAA 3.3441 41872 16 0 4 0 number of aromatic atoms
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@ RRTAIZEEZKYIAHR
@ MRoO—E
Mean L LA

Std.dev. : IEUE(RZE
Maximum : fx KfE
Minimum : &/JME
Not Zero : 0 LISADEE & 25T DL
Missings : KB GHRTE o715
Description : i1 D7
Block CFLIR T e v 74
Sub-Block : Flif ¥ H77m v 74

@ ®RETA=

() HROEEF  MRBHOOREFET A 227 ) v (ZTRYINDTHZX T 7 A0 & LTRFARE)

3.1.2 FaEAS
nfEOFTIRFMOME~ v FE2RRLET, IBER L ORI ETEET,

(1) [Analysis > Correlation analysis...] % &R
Analysis Charts Settings Help
Univariate statistics...
Correlation analysis...
Principal Component Analysis >

t-SNE analysis >

(2) BRZA 707 THH LIV 28R L, [OK] (Z 2 TIEfIE LT Al Z5ER)

(3) MEROMER
T2 FITT 5 &, MEREENAFRINE T, £ DX T [Correlation map] [Correlation list] 7> 5 i 5l m 2 51 0 2 %

HIVET,
. [Correlation map] % 7

n X n OFLlFEOHBEN~ » IR REINET, v v I U RS —R_"—F5 & lmEHICiR 4 &
BB N E RS NET,

18



[ o Correlation analysis
Correlation map  Correlation list

Correlation
Correlation map (3999 descriptors)

CATS2)

<

& $

FRE IEOHE (bR FOERENILE, b —HORBFOMES &< 72 5 fEHm)

St fEEZR L

HE AOHE (bR FOMENEVIELE, b9 —F O FOMMBMEL 22 D)

[Correlation list] % 7
boHFLRFEDOMBEAEY XA FERARLET,

o Correlation analysis
Correlation map Correlation list
[1] - Constitutional indices

v MW - molecular weight

Mean = 235.487 Std. Deviation = 131.611 Min = 6941 Max = 995.330 Missing values = 1 @

correlation < -0.80 v |correlation| < 0.10 v correlation > 0.80 v —@
__No of variahlec: 0 No._of variahles: 508 No_of variables: 72
Descriptor Correlation Missings Descriptor Correlation Missings Descriptor Correlation Missings
‘ MATS8m -0.099 1 | | AVERAGE MASS | 0.9999 0
i mindsN -0.0093 7 MONOISOTOPIC I 09999 0
‘ MaxdsN |-0.0003 7 | SpPos_B(m) l09128 I
MATSSi |-0.0084 1 MWeorr |0.8976 |4
R2s+ [ -0.0967 9 MRcons .0.8949 ‘ 0
SM10_AEA(r) | -0.0956 7 | MRog |0.8349 lo
‘ Mor24m [ -0.0956 7 :9 SpAbs._B(m) :aaeaa 8
1 Eigi5_EAled)  -0.0956 7  X2sol 0.879% 8
‘ | HATS1m -0.0945 9 | XMOD 0.879 8
| CATS2D_04 DP | -0.0933 o |61 |0.8785 lo
‘ VEzsign Be) | -00331 8 ™IV ag7en £
‘ Mor1év -0.0027 9 Wi_B(m) 0.8766 8
‘ SpMaxA_B(m) | -0.0927 '8 ZMiMuPer 08752 1
‘ nRCN -0.0023 o | ZM1Per 08748 [
i ChiDzim)  -00%2 B 'oNo 08742 £
\ Mor11p -0.0920 9 | sp1 0.8682 0
j HATS1p -0.0009 ) |GGi l0.8503 o
‘ TDBO2i |-0.0006 e Ho_B(m) 0.8574 8
‘ FPSA-3 |-0.0002 l10 nTA |0.8549 o
1 VEZsign_A . -0.0899 7 Xov .0.8535 [ 8
| €anar N neon n Lkt CALSY _noecna =

TN U 7= 5008 - 0D BLZE BeRATT D

® 006
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(4) FEROERTF
[Correlation map] % 7
W~y 7 ETHIZ Vw7 95E, v~y TORGFA=Z 2 —BERRINET,

[ Save correlation matrix
I Copy chart
:_ Save chart as...

Save correlation matrix (FHEH1T5% &% 7 XY) D 7 F X b 7 7 A )L TIRTF)
Copy chart (FAB~ v 7% a2 °—)
. Save chart as... (]HP~ » 7" % jpg/.bmp/.png & TLRIF)

3.1.3 ERA I

HE LB o7 4 v =7V v M-S ER DT (Principal Component Analysis, PCA) %17 L £ 3, PCA I,
YOtHE T v 3 RLD—2T, ZRILOT — 4 ZRKIGCTERET HFRIETT, BEMIE, 7T —F OB RRE LD
FE RO, EOFMZIR>TH LWL (B8 1284, PClL) 28 EL. RICEDOHE BERT28OP CRE LT —X
DIENRIRK &2 DM (55 2 Effsr. PC2) ZREL., ...EMBVIELET, PCL PC2 LW o FHFHEEOREVERDZH
WHZET, RIEEHELT2DY 7 7HRICKRBTHIENTE, SR FHOBBRESH L2, SMEEN T 2570
JIGAR—FBIN LT T HE, T—4ty NEIEOMHEA EZHTRET DO H ET,

(1) [Analysis > Principal Component Analysis >34T 58] Z &R (Z Z Tl & LT PCA on descriptors... 2 &)

MR E U CEBIRATRER T — 2 (OWFRBEHRDBZE T LT D Z LR -
. 575tk (Descriptors)
» KET4UH—T Vb
. Extended Connectivity Fingerprint (ECFP/ ECFPV3)
. Path Fingerprint (PFP)
. MACCS 166 Fingerprint

Analysis Charts Settings Help

Univariate statistics... W AMW Sy Se
Correlation analysis... r

Principal Component Analysis > PCA on descriptors...

t-SNE analysis > PCA on MACCS...

HIBrOMOCIOrONTromeT... ECFP_1024_m0-2_b2_c (Atom type|Aromaticity|Connectivity (total)|Charge|Bond order)

(2) EBRFBRXAT TN S LEVEBRFEERL, [OK] (22 TEfFlE LTAL ZER)

(3) MEHROMER
iR & RAT T2 &, LLTFO & 5 iRl nTzrInE 4,

AN LT~ U RARA — V28T EHR/MNRTE, H7 0y MU AA—"—F 2 ERB 0 F O W

FRINET, BAKETOZEBIEOFTEMIOWVWTIL, [32 VT 7HRR] O [/ 7 7w ECRRERERE] 2 TE<
=&,
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File Edit View Calculation Analysis Charts Settings Help

@ Loadings (PCO1 - 45.2% / PCO2 - 15.68%) ﬁ@ Scores (PCO1 - 45.2% / PCO2 - 15.68%) 18 Grid
4 [ S L ° Marks  None ~
ar o8] : - X axis - PCO1 - 45.2%
ol 1204 axis - PCO1 - 45.
04 100~ PCO1 - 45.2%
- o/ 801 PCO2 - 15.68%
r PCO3 - 5.83%
o+ 4
\ * 601 PCO4 - 456%
021 PIRA PCOS - 4.36%
04- @
. i PCOG - 24T%
N 06 bl %.
/ \ 0 )
-0.8- Wp e ¥ axis - PCO2 - 15.66%
o 0 | N 201 ge
b : | H ] = H PCO1 - 45.2%
1 -5 0 as 0 100 200 PCo2 - 15.68%
y A PCO3 - 5.83%
Info Source AtomWeights M: N PCO4 - 4.56%
rce  AtomWeights Matrices i=o PCOS - 436%
No. 1 + —I— N PCOA - 147%
NAME Dibromochloronitrome] e 'i@u
FORMULA CBr2CINO2 o ¢ Color
Atom count 7 7 8
Hydrogen count 0 J\ fiter]
Bond count 6 L S
- I -
Cyclomatic number 0 I "
MW molecular weight
Mass 22210 AMW average molecular weight
Implicit hydrogens 0 o 10 n 12
3Dcoordinates  Calculated NN Size
Partial charges Calculated ~
9 _~ LI Mo Co z
fiter
13 1 15 16 B
Nitro group centred on atom 2 (N) have &
2D matrices based descriptors (distance " s Mw molecular weight
VE_M indices and VR_M indit _|_<@; hd ) OF A T.f\/\ AW average molecular weight
. \ . W A
'
Molecules: 93 MDs: 5,799 (std) Hashed FP: 1 - MACCS: yes EVs 11 3D coordinates: calculated

O FESAFREOTvy b (FRBFELEZ T4 ATV kDT r Y )

@ FEHBEROTEY N (FHTOTa )

® MWW BEXTAay (ZVyr7F5E@ONRERRICRY, Tay MNEHEBIER)

@  FRBE

»  Grid : 7Y v FERD ON/OFF

*  Marks : [Name] #&RT 27y MIEBFERE 70 T—7V b (O) 1514 (@) BFExR
»  Xaxis : XBZRRET D EWRS IR (% ERDOBILT 5% %)

. Y axis : Y ERIZERE T D F LA & B IR

= Color : #R LR FoEE2 A TER (@)

»  Size EBRLELBTFOEZEZT vy OV A XK (@)

FEROLRAT
Q KBARETHEZ v 7 T5E, BEA=Z2—BNERRENET,

4)

Copy chart
Save chart
Save data

Reset selection

Lasso selection

»  Copy chart (Hfill% 2 U v 7 HR—FNizar—)
= Save chart ({#AHX % jpg/.bmp/.png B2 CTHRTE)
. Savedata (a2 v hOEE X TREID T F A N7 7 A )V TLRAT)

Q  [File > Save analysis > PCA] A =2 —2 b b OMEREZ LN TEET, TRV THFA N7 714 1N
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File Edit View Calculation Analysis Charts Setti

Open molecules...  Ctrl+0
Open recent molecules > e ®

| 4
Open project.. ..
Save project... ®
Save descriptors... Ctrl+S 4

Save fingerprints >
Save analyses > PCA

Script wizard...

Import external variables...

Exit Alt+F4
Name

= =

0 Save Principal Component Analysis — X

Scores b Save

Loadings
Eigenvalues 8

- Scores (FEKFr1FR)
*  Loadings (FOAMNE)
= Eigenvalues ([E#41H)

[Note] k3 OREAE & F5HRITONT

TR IR T BEAMEIL, FERIICD ST T —ZOFHORESEZRL, ERAREVERNEET —F 2ED
HMz L RFELTVWET, F5RT, FERSOEAMEZ ETRTOBEAEOGF THID Z L TRO LN, TDOER
ABEROFERIZEDDHEERLET,

3.1.4 t-SNE 247

HE LR TFR7 4 v =TV M-S < t-SNE  (t-distributed Stochastic Neighbor Embedding) 0#7 & 347 L £,
t-SNE 347 b R STTHIR T LT Y XA D—>2TY, MK TOT —F AOBELEZREMICEL, EE L {bkahErsL
7L B bAWERNZ R TERET S LT, RESHERER TSRS BRTEMICB T 28 (bahoirirk,
BPEZ 2 RoeFHE LIS b T2 2 A TEET, PCA SHr &bt LT, IEMEOREEME T sDICENLTWET, F
72, PCA BHTIZTC D LR TCZEM R R T 5 DITx L, t-SNE SATIE DR IITZER 2 2 IITICHIB L THET L0\ 9%
Wh Y FET,

(1) [Analysis > t-SNE analysis > 04T %l 5] 238 (Z Z TIEAl & L T t-SNE on descriptors... % E&R)

Sfretg L LCENARERT — 2 (WTILbEENTE T LTWD Z L&) ¢
. sy 1Rtk (Descriptors)
» BT H—=T Vb

*=  Extended Connectivity Fingerprint (ECFP/ ECFPV3)

" Path Fingerprint (PFP)

. MACCS 166 Fingerprint

Analysis Charts Settings Help
Univariate statistics... W AMW Sv Se
>

Correlation analysis...

Principal Component Analysis

t-SNE analysis > t-SNE on descriptors...
HIRTEITEE OOt t-SNE on MACCS...

ECFP_1024_m0-2_b2_c (Atom type|Aromaticity|Connectivity (total)|Charge|Bond order)
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@

®

®)

IR TRIRF A T r s D, G Lzl 7230, [OK] (Z 2 Tidfil e LT All 238

il R DR

i RATT DL, BLTFO L) R REEARRSNET,

File Edit View Calculation Analysis Charts Settings Help

Br

Info Source Atom Weights Matrices
No. 1

NAME Dibromochloronitrometh
FORMULA CBr2CINO2

Atom count 7

Hydrogen count 0
Bond count 6
Cyclomatic number 0
Mass 253.270
Implicit hydrogens 0
Calculated
Calculated

3D coordinates
Partial charges

Nitro group centred on atom 2 (N) have b
20 matrices haced desrnintors (distance/d

Molecules: 93

WO EC o A RS 0T & BT,

@O tSNE7m v h
@

@ FTRE
Grid
Marks
Color

Size

FEROLRAT

@ t-SNE (Cost: 0.260)

100-
80~
60~
40- L ]
L J L ]
20~ ® ° L ]
L J L
0 ° ® ®* @ * @ .. L
2011009 B0 0. g B @
2 ° e o g ° °
a0 @ e o L ]
® o Py
-60- ° L J Y
LA 3
-80- ° ® ° L ] r's
1001 L J L |
-100 80 60 -40 20 0
No. Molecule Name

MDs: 5,799 (std)

Diuron

2,4-Dinitrophenol

Hashed FP: 1 - MACCS: yes

: 7' v R&EIRD ON/OFF
: [Name (43¥4)] 1D ({LA# No.) | [Value (FHHEME) | 2BRIT DL 7y MIFER
IR LR T O & 6 CTEROR
DRI LR T OEE 7 1w oA XDk

Dibromochloronitrometh...

Trichloronitromethane

Mw

25327

164.37

a33n

184.12

AMW

36.1814285714286

23.4814285714286

9.71291666666666

10.8305882352941

EVs: 11

@ Grid
e e 3
Color
filter)
Mw molecular weight
AMW average molecular weight
Sv sum of atomic van der Waals volum
Se sum of atomic Sanderson electrone
Sp sum of atomic polarizabilities (scale
Si sum of first ionization potentials (sc
Mv mean atomic van der Waals volume
Me mean atomic Sanderson electroneg:
Mp mean atomic polarizability (scaled o
Mi mean first ionization potential (scale
o Sdamibord shoni oo af dbosiis dontole
Size
filter)
MW molecular weight
AMW average molecular weight
Sv sum of atomic van der Waals volum
Se sum of atomic Sanderson electroner
Sp sum of atomic polarizabilities (scale
Si sum of first ionization potentials (sc.
Mv mean atomic van der Waals volume
Me mean atomic Sanderson electroneg:
Mp mean atomic polarizability (scaled o
Mi mean first ionization potential (scale
v S S e PO =
3D coordinates: calculated

FEAMX. [32 7 7 7FR] DB E ZELEEW,

Q BN ETHEZY v 7458 BAMXNORFEA =2 —RERENET,

Copy chart
Save chart
Save data

Reset selection

Lasso selection

=  Copy chart (HAiRIZZ V7 HR— RNz’ —)
. Save chart (1A [X| % .jpg/.bmp/.png & THRAF)

*  Savedata (Fm vy FDOEEZZ TXUIY T XA N7 7 A L TREF)
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Q  [File > Save analysis > t-SNE] A =2 =L b R EZ M N TEET, (FTRUDTHA 7 7 A LN

| File Edit View Calculation Analysis Charts Sett

Open molecules...  Ctrl+0
Open recent molecules > '. . ® °
) &
Open project... .‘. :
Save project.. Py ® ® ®
]
Save descriptors... Ctrl+S
Save fingerprints >
Save analyses > PCA
t-SNE
Script wizard...
Import external variables... 1 T
60 -40
Exit Alt+F4
Name

32 JSIRTF
[Chart] A == —/bH, B A 7 F A (Histogram), ¥ 7 7 (Bar plot), #Ai[X (Scatter plot), PCA 7’2 v b (PCA
plot), t-SNE/#r7"' 1 > b (t-SNE plot) #F/RTZ £,

321 S TBEEDIEE
LA NI T LM T T, B EOF R ECREERBREIZEANICEE RO T, ZZICEEDET,

(7 Z 7 i O #iE]
Q  EKAED - Te oy PRI RO RN
¥ U ARA =V THRMEAN, 7oy MU A4 —"—F 5 LRk R0 FOFR P RS ET,

p=ill

Q ®RORE H27 Vv 7 A=a—)

Copychart V7 7AA—V% 7Y v AR—RiZar—
Save chart 2 T T A A—T % jpg/.bmp/.png T THRAF
Save data T T7OEE S TR TXANT 7 A VTR

Q HFo#ER (T4 BY) )
{[EVIRESIN Ty NS T T EE Y v
FEHIPHEIR - £ Vv LT ERT o7
BUTHEIR 527V v 7 >Lassoselection (ICF = v 7 AN, 7Y v 7 LizEE KT v 7
BRPUEER : 457 VU v 2 > Reset selection % 3R

24



322 ER NS L

Q  [Chart > Histogram] % 3R L THER
H—ofik I3 2o maRr~LET,

File Edit View Calculation Analysis Charts Settings Help

X axis - MW BGid [Mean @
30- @ Bins 10
¥ axis - MW
254
L (fiter
154 MW molecular weight
AMW average molecular weight |
10- S sum of atomic van der Waals volum
Se sum of atomic Sanderson electrone:
51 Sp sum of atomic polarizabilities (scale
si sum of first ionization potentials (sc
04 ST My mean atomic van der Waals volume
6941 105760 204619 03458 w0229 s01.135 599,974 698813 7,652 896491 %5330 Me mean slomic Sanclerson electronegy
Mp mean atomic polarizability (scaled ¢
No. Molecule Name MW AMW Sv ~ ™ mean first ionization potential (scale
V| sanw standard deviation of atomic weigh
stdV standard deviation of atomic van de
1 Dibromochloronitrometh... 253.27 36.1814285714286 6.8557 a421 stdE standard deviation of atomic Sande
stdP standard deviation of atomic polari:
stal standard deviation of first ionizatior
GD graph density
nAT number of atoms
2 ! Trichloronitromethane 16437 23.4814285714266 64603 8611 nsK number of non-H atoms
e nAA number of aromatic atoms
o o A number of terminal atoms
ngT number of bonds
N s nBO number of non-H bonds
3 2_ "\ |Diuren 2331 9.71291666666666 16.0466 2459 neM number of multiple bonds
SCBO sum of conventional bond arders (F
REN number of rotatable bonds
RBF rotatable bond fraction
"».\'7 . nDB number of double bonds.
4 . g 2 4-Dinitrophenol 18412 10.8305882352941 12.1436 18723 e number of tiple bonds
\ . nAB number of aromatic bonds
7 <: > o™ number of Hydrogen atoms

Molecules: 93 MDs: 5,799 (std)

5 — Ml

CNCHC)

FRBRE

Grid : 7V v R&RD ON/OFF
Mean  FEJEDF IR D ON/OFF
Bins L X (B0 OEE
Y axis T B AN T LICERT S

Hashed FP: 1 - MACCS: yes

RLIR ¥ % 3 4R

25

Evs 11

3D coordinates: calculated

BEG D FEZT A2y (7 v 732 EQ@PFRICRY, 7oy MEEATEK)




3235357

u]

[Chart > Bar plot] Z#4R L CHE/R

RO c OfEEET T 7I2FRLET,

File Edit View Calculation Analysis Charts Settings Help

1000—@
800+

¥ axis - MW

600~
400~
D_Illllllllllnll. II|| 1 I
4] - ] 10 15 20 P2 30 35 40 45 S0 55 &0
No. Molecule Name Mw AMW Sv
o
1 o Dibromochloronitrometh... 25327 36.1814265714286 68557
: e
2N
2 . | Trichloronitromethane 16437 23.4814285714286 64603
VN
7 Sy
\_/
3 <:> 2-\ Diuron 23n 9.71291666666666 16.0466
N\
b
4 ° 2,4-Dinitrophenol 18402 10.8305882352941 121436
\I on
-
Molecules: 93 MDs: 5,799 (std) Hashed FP: 1 - MACCS: yes.

Grid
Mean
Axis

Y axis

F v — N
WEY Y HELT A2 (70 v 7T 5 L@BHFRFARY
RIRRIE

2 7Y v R#EIROD ON/OFF
: FEJEDF IR D ON/OFF
: XY @il 0 FIR D ON/OFF

b A2 KT T AICERTD

RLIR ¥ % 3 4R

26

Evs 11

Se

e 5 vt %

8421

8611

@Gid (IMean (JAxis
e SO
Y axis - MW

filter)

MW molecular weight

AMW average molecular weight |

sum of atomic van der Waals volum
sum of atomic Sanderson electrone:

Sp sum of atomic polarizabilities (scale
Si sum of first ionization potentials (sc
Mv mean atomic van der Waals volume
Me mean atomic Sanderson electroneg.
Mp mean atomic polarizability (scaled o
Mi mean first ionization potential (scale
stdMW standard deviation of atomic weigh
stdV standard deviation of atomic van de
stdE standard deviation of atomic Sande
stdP standard deviation of atomic polari;
stdl standard deviation of first ionizatior
GD graph density

nAT number of atoms

nSK number of non-H atoms

nAA number of aromatic atoms

nTA number of terminal atoms

nBT number of bonds.

nBO number of non-H bonds

nBM number of multiple bonds

SCBO sum of conventional bond orders (-
RBN number of rotatable bonds

RBF rotatable bond fraction

nD8 number of double bonds

nT8 number of triple bonds

nAB number of aromatic bonds

nH number of Hydrogen atoms

30 coordinates: calculated

7wy N AER)




3.2.4 K
Q  [Chart > Scatter plot] & #IR L THR
2~40 (X, Y#h, ., 2y M A X) OFRBRFOEEHAMARICEKRLET,

@

File Edit View Calculation Analysis Charts Settings Help I
Xaxis - MW/ Y axis - QED : @6Gid (JAds @
Se
i1
. P 1462 Marks None v
: ®
= X % ° 1316 X axis - MW
20 ¢ 9 ™ 17.0
wsedee s 1025 .
06 i
ee® & o ? 0 © 879
%, 0 @ &9, . 73 MW molecular weight
o4 o e % ® % . AMW average molecular weight
o ' . ° s87
PY Sv sum of atomic van der Waals volum
2 ® 44 = 2 =
02
25
e ¥ axis - QED
0=
X L 03 Drug-like indices
o 100 200 300 400 500 600 700 800 900 1000
(filter]
No. Molecule Neme MW AMW v Se
I Infective-50 Ghose-Viswanadhan-Wendoloski ar
QEDu Quantitative Estimation of Drug-like |
W Qe Quantitative Estimation of Drug-like
1 Dibromochloronitrometh... 25327 36.1814285714286 68557 841
o? e Color - Se
2 Trichloronitromethane 16437 23.4814285714286 64603 8611 5
AMW average molecular weight
Sv sum of atomic van der Waals volum |
Se sum of atomic Sanderson electrone:

3 )_’\\ Diuron 231 9.71291666666666 16,0466 2459 -
O+ Size-Sv

(filter)

4 o — 2,4-Dinitrophenol 18812 10.8305882352941 121436 w7 || MW molecular weight
\ _<()>_° AMW average molecular weight |
@ \—/ Sv sum of atomic van der Waals volum
Molecules: 93 MDs: 5,799 (std) Hashed FP: 1- MACCS: yes Evs 11 3D coordinates: calculated

® Fr— MHH
@ HEEYVEAZTAay (U y735EQ@NEERRICRY, Tay NEESIEK)
@ RFERE

Grid : 7'V » RF&/RD ON/OFF

Axis D XY @il O F R D ON/OFF

X axis D X EHCER E T D Rl 1 & R

Y axis S Y SRR E T DRIk T & IR

Color DB LG T O A B THRR

Size CRINLEFER T OEE 7 1y FOY A Rk

[Tips] BHAERIC XD HT—V 7
[Color] DR EIX, BEMEHKIZT THRENERBIBETE, IV —TJ it iR F-TH2LbTEET (TR
I oF— %t v FOFTE),

X axis - MW / Y axis - QED
. Group
Bl G1
3 Gz
B G2
I G4

I G5

T T
0 200 400 600 800 1000 1200 1400 1600 1800 2000 2200
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3.25 EEAAHEPCATAY k
Q  [Chart>PCA plot] % 3R L THER
ETCAT 2 72 T OFE RBE AR R SN ET, B OFEMIC OV TR, 13.1.3 ERmmoir] & T8 EIV,

326 t-SNERH 7Oy k
Q  [Chart > t-SNE plot] % i®R L THER
BT IZAT 2 e OFERBE AR R I E T, BEOFEMII O TIE, 1314 -SNESHT) & TEIZ S0,

[Tips] 7’v v FDFoR A FERTROGIY B Z

Analysis X Charts A == —CHR/R L7 vy MNAEHENS, JTONFO—EEEIZRE Y 72WI5E1EL, Charts X = =2 —»
LHAERRINTWE Yoy b (VRSN TWA Ty M) #BIRTAHET vy hOFRKRE OFF ICTEE4, 7
0y NAEHEERTSZETRRZONICTLZENTEET,

33 Z4NBY VT EMUBEZ / SFRT
ZOETIE, V=7 v — FERBHEHTODTOT 4 NE ) TR NEZ, BrA=a— (View A=a—) "HTE5
FTRREREZRENLUET,

33L 74 NAY T LIMUER

U—7v— hNRREmETIE, T4 NE ) TR NEZEITIZENTEET, 74NV Z VT EERTDZ
LT WRRALEHT — X2 DR RFEDOEEEM T e AT o2 N TcEET, flxiX, BEELHOY — s
MOAT V== T DI=DIZY B AXF—DN— IV ETRTT 0T 2B LD . QSAR 7 /MAERORTLIE L L CTHUE
EBRALEV T ENTEET,
DFDOT 4 NE Y s (BR) 1377 7EREEMNSIT) ZEHTE ([32.1 7T 7EEORIE] 28R, Z0BEAIL.
BRINC Y T AL —ZFR LY | T OBEOHIEICE EN LG E BRI LD 375 2 L B A[RETTY,
TRV —7 v— N EREH ETOBREICONTHRMANLET,

CHUBEOBIEIZY — 7 o — FNRARTITNE T,
Q  [View > Grid > Molecule worksheet] % 3R

View Calculation Analysis Charts Settings Help

Grid > Molecule grid Ctrl+D
View molecule name *  Molecule worksheet Ctrl+D
Annotations >

Column selection... Shift+Ctrl+D
Hydrogens >
Colors >y

XKEIDOEZ v a vy TEARLET ey NERERDERINTWDEEAIT, Charts A =a—20bBERRINTWL T2y M
(VD3O TWDH ey M) Z#IRL TRRZ OFFIZL TL7EE W,
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OBFDOTANEY T
AD LT T OFRNERER G ORHETINL TRYIAAZITI ZENTEET, D TOHOHBEERELTL 7 4 V¥
Vo7, & R L7 o 27, Bl TOEEHESTZT7 4 NE IV TEITH>ZENTEET,

(1) HREECXDZTANF YT HTEED A~y ' —[Molecule] %47 U » 7 L[Filter if > Match] X |%[Not match] %
2R
Match (J8E L2 oS 2 &b ?) ). £721E. Notmatch (FER2WH D)) TRVIALNDTE £9, SENIH
L LT, [Match] Z5BIRL T, RUBVBIC B A UR 1 SBER L -BELEELTLET,

lo. Molecule Name
; Filter if > Match
— Not match
"7 "a I

FEET D ER o E X R O W 2> 5 SMARTS B CTA I LE T,

€ Molecule — O x

Match clccccc1[CLBrlLF]

SMARTS A 35l : cleceecl[Cl,Br,LF]
¥SMARTS FELUTHOWTIE, BEEHRD [5.6 SMARTS FIEICHOWT] & BB Z &0,

(2 [OK]ZZ7 VU vyZ LTRYVIARZEITD E, ~yF—llun—F (LxH2D) OT A arBFERENET

File Edit View Calculation Analysis Charts Setting elp
No. Molecule Y Name MW AMW

\
W ./ ‘
| \ /7 )"‘_ "
‘ N\ 3 _(@_A." . |Diuron 2331 9.71291661
‘ f A

22 r‘< Flufenacet 363.37 98208108 |
Jo-
| Info Source At ¢ * ¢
No. 3
NAME Dit B /\[@,
FORMULA Cal 26 = ) w.. |Fluconazole 306.31 9.0091176 |
0]
Atom count 24 o

Hydrogen count 10
Bond count 24 o

Cyclomatic number 1
= o i ) 3
! Mass o 32 = Bromoxynil 276.91 19.779285

|| Implicit hydrogens 10 r

Molecules: 10 of 93 MDs: 5,799 (std) Hashed FP: 1 - MACCS: yes
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(B) BDFLIXFEINCEDTANZY VT 3F 4D~y X — [Name] 427 V v 7 L., [Filter if] b &MU %2 E
DT EDOLTIOHR T ML, XFINEFMHA LTI A NZ ) T EI{THZENTEET,

Name MW A
Sort in ascending order
Sort in descending order
253.27 36
Fiker if N Equals.. Equals... i~
P e Does notequal... :~&—F L7
h Hide column . . "
o Begins with... D IRE D
Begins with... )
Freeze column Ends with... Ends with. .. PO D
Trichloronitromethane | Contains... Contains... C~EED
Does not contain... Does not contain... : ~%& & £ 721

AL (TFAN) OH T ATHREEOERIENFRETT,

@) TERFEEZELBZTANEZI T BB DO~y HZ—%42 U v/ L, [Filter if] 7 b & MR 246 E
HAENRAS>TNDEH T LiE, BHEOEMLLL « LTFREORUEEBELTCTA4NZ Y T E2ITHOZENTEET,

MW AMW Sv
Sort in ascending order
Sort in descending order
36.1814285714286
Equals... DSl (=x)
= 5 Equals.. Does not equal... DA (Fx)
i Does not equal... Greater than... c LD REW (>x)
Hide column
Greater than... Greater the or equal to... : LAk (=x)
Freeze column Greater than or equal to... Less than. .. CFUREN (< X)
16437 Less than... R
Less than or equal to... Less the or equal to... : AT (=x)

= SRS ME) O T ATHRBEOBRIENFRETY,

(B) TANZ VT EMERTHIZIE, ~yF—%FH 27V 2 > [Clear all filters] (2TD 7 4 /L& —%fifkR) XIX[Clear
filter from] (™~ &' —44) GRIRLIZFID 7 4 VH —ZfRlR) %381

[Mm]74w$)77%®ﬁt? T4 =7V v MR RORAE
DT ANE Y T EAT o L RICEHRRER 2R 2556 PRAF I 1R FH R R s O —3F T2 & 5 [Save all
molecules]/ [Save filtered molecules] 7J‘7 Va UREBRIRTE B X 91272 £97, [Save filtered molecules] (ZF = v 7 & AiL
Ll TUNEZV T LI TORBROBERGETEET,
=05k T DR i T4 H—T U s OEE RS

| € save descriptors — o x | € ECFP_1024_m0-2_b2_c (Atom typelAromaticity|Connectivity (total)|ChargelB..  — s] X

Version: 2.0.0

| Selected: 0/ 5814 Type: Extended Connectivity FINGERPRINTS (ECFP)
Filter by all Y | Size (bits): 1024

| Bits per pattern: 2
Minimum fragment length: 0

» [ [1] Constitutional indices Maximum fragment length: 2
> O [2] Rin: iptor: Count fragments: True
U [2] Ring dmr'Plo y Atom options: Atom type|Aromaticity|Connectivity (total)|Charge|Bond order
» [ [3] Topological indices
3 (0 [4] Walk and path counts Total molecules: 93
— Processed molecules: 93
3 [ [5] Connectivity indices
3 [ [6] Information indices Number of distinct fragments - (average per molecule): 652 - (7.01)
— . Nismhar nf trtal franmante - (auarans nar molacyla): 1104 - (32 38)
» [J [7] 2D matrix-based descriptors I
3 [0 [8] 2D autocorrelations | ECFP_1024_m0-2 b2 ¢ (spectrum)
3 [ [9] Burden eigenvalues | oe
1|3 O 110] P_vsA-like descriptors U e

|13 O 1] ETA indices
1

»

All None Exclude 3D Add filtered Load template Save template l L
mMMMH .Lmhﬂiiu

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

50
© Single file (O One file per block
10 Save all molecules (O Save filtered molecules

I O save all molecules O Save fitered molecules I Ok [ save fingerprints | Save statistics | Save fragment matrix | Save fragment lst
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@ BT VTEZ
FIEE 72 XBFIEIC OB 2N cE 7,
Q ~v¥—%4%7Y v >[Sortinascending order] (FJH) 3% [Sortin descending order] (F&JE) % 3N

Mame

Sort in ascending order

Sort in descending crder

Filter if >

Hide column

Freeze column

File Edit View Calculation Analysis Charts Settings Help
No. Molecule Y Name @ MW AMW
B
—
] ; . /. N\
\ A 32 '_—{ O J—>o* |Bromoxynil 276.91 19.77928571421
\ / |\ —
<Oy
'/
/
3 "\ |Divren 2331 9.71291666666
‘(\_Q/ h
Info  Source Ato ¢ * -
No. 3
NAME Diur W p
B~
FORMULA CoH 53 - Fipronil 43717 145723333333
Atom count 24 Q?
Hydrogen count 10 ‘
Bond count 24 .
- N
Cyclomati ber 1 [(e)) )
yclomatic number (S ﬁ,flgj v |Fluconazole 306.31 9,00911764705+
Mass 233, —0l
Implicit hydrogens 10 -
LMnIecuIes: 100f 93 MDs: 5,799 (std) Hashed FP: 1 - MACCS: yes Structural patterns: 4

FNE - BENEDN AN Z EITD L~y X —ICVAT— I DRRENET,
[Sort in ascending order] (FME) i [Sort in descending order|ZHE 7 U v 7 32 &L, WX 2RI 52 LN T
TET,

@EDMDEZ Y v I A==2— (W T LDRTYR)

Hide column P AT LADHERR GEFRIRIC LIZFIOBINIE | O X O r~—r BFR S ET)
Unhide column [~y ¥ —4&] : [~y X —&|DH T LDOHFERR

Unbhide all column CEBTONT AEHER

Freeze column AT LEEET D (Molecule FIOFIZRREIN, A7 12— L THHERERRINET)

[Tips] 7 2 D@INER
A=z —® [View > Grid > Column selection...] Z IR L, FLiR T OBIRY A 7 11 7 HFRR LI WERR 7 287 - &
IRTDHIENTEET,
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332 NFDRTHE—E (View A =a1—)
[View]| A =2 = b iE, D FDOERBRSCNA T, NERBREEZRET DN TEET,

a  [View > Grid]
7V y RRRT—27 o — ROV EZ D TEET,

T NS
S - S

o e -
=/ v? %’u
: }
b : AN
"
Mo @_ R e
e T = - R . P s .
% , C)- =X :"' RS

[Molecule worksheet] 7 —72 3 — h /R

[Molecule grid] 7'V v K&ER

O [View > View molecule name]

SFHEEDORENLDOE FIChF4E2F R LET,

1 - Dibromochloronitromethane

Br

Cl Br

O  [View > Annotations]
HERUZ T~ (T OF 5/ ER) 2Bl £,

7?r 0.025"
|
5C|—4(|3—SBI' -O.OGCbﬁo?ﬁmBr
N N
ZNS op7N
10 30 20139 0430

[Atom index] JRFDF 5 % KR [Partial charge] B4y & faf %

d  [View > Hydrogens]
HEXDOKFZEORTBAEHRELET,

5 5 5

M

>_
>_

Cl

O

[Off] #7372 L

MH,

B

Cl

MH

>_

Cl

y Q}'N\_

[On hetero atoms] ~7 2 Jii-F |

32

[On terminal atoms] K% JF 7 |



[On hetero and terminal atoms] [On all] & COJE T E [Show H bonds] /K DfEE & For
~T R L RO A -

[Note] WERAIAFED B BN OWNT

T 7 A MR E TS T D #t A HIEIZ I R FE S AN S L E S, MDL 7 7 A /L E721X MOL2 7 7 A /L
THERIAKFE Z HBEII L7z < 72 W41, [Settings > Options - > Cluculation % 7 ]®[Add implicit hydrogens (MDL,
MDL2)]DF = v 7 &4 L, T 7 A L EFHAHAIAATLIZE, (SMILES TR A TeG A I3 E ISR /RIKE A0 &
NEJ,)

U [View > Colors]
WEXDONT—) IR AT ERELET,

P 1

Br Br

Cl Br

A z

N \\
0 0
[CPK] CPK /R [Monochrome] HEFER
] ! -
\
q )< )> T
o
T Z
P Vg
[White background] H i & [Black background] 75 5

U [View > Highlights]
WERXDONA TA PRIRERELET, Wamning RROH I NA T A MEGITY U A —N—F 5 LEENERE
RENET,

27 2 3
0
// B
N — o= aH = )
. .
Cl ~ . =W
L_harged atom (- B
\\ ¥
[)
[Warnings] 45 D&~ [Substructure] [Bemis-Murcko features]

SMARTS A Jj L 7-4% 1 & s R Bemis-Murcko features %7~

33



[View > Coordinates]

I THEED 2D/3D £k =YY 2 ¥ 9, [Use coordinates from file] Z3IRT 5 &, ANT 7 A VDIFRN DO FE FHFKR
(2D TAN LBE1E 2D £oR, 3D fFHE S L83 3D KR) Sk, [3D] Frid 3D FEEEEHRN H 558 D7

SERRTRENET,

26 26
. \\I I
0~ 10T
HO \, ./’ .\_1
A\
[2D] 2D 7~ [3D] 3D %7~ (3D FEFE N & B 54)

[View > Molecule detail]
T 2R 5y F DFEMIE RO SRV DPRRSNET,

File Edit View Calculation Analysis Charts Settings Help

5
Br |
Cl Br
N
0 (0]
| Info Source AtomWeights Matrices
No. 1
|| NAME Dibromachloronitromethane:
FORMULA CBrzCINO2

Atom count 7

| Nitro group centred on atom 2 (N) have been standardized

‘

j—

(@)
RENS?

. N Wy

{Molecules: 93 MDs: 0 Hashed FP: 0 - MACCS: no EVs: 11 Do

[View > Descriptor list]

fHEZ2RAMN S O FRldFO—RN Y A hFRRENET,

) Descriptors list = [m] *
All ~ | (filter by name or description) E
| Number of descriptors shown: 5799
Mo, Mame Description Block Sub-Block Type 3D
1 molecular weight Constitutional indices Basic descriptors I
2 AMW average molecular weight Censtitutional indices Basic descriptors Double |MNo
3 Sw sum of atomic van der Waals velumes (scaled on Carber| Constitutional indices Basic descriptors Double No
||a Se sum of atomic Sanderson electronegativities (scaled on t Constitutional indices Basic descriptors Double |No
I 5 Sp sum of atomic polarizabilities (scaled on Carbon atom) | Constitutional indices Basic descriptors Double |No
& Si sum of first ionization potentials (scaled on Carben atorr| Constitutional indices Basic descriptors Double |Ne
7 My mean atomic van der Waals volume (scaled on Carbon @ Constitutional indices Basic descriptors Double No
|8 Me mean atomic Sanderson electronegativity (scaled on Car Constitutional indices Basic descriptors Double No
1|9 Mp mean atomic polarizability (scaled on Carbon atom) Constitutional indices Basic descriptors Double No
10 Mi mean first ionization potential (scaled on Carbon atom) | Constitutional indices Basic descriptors Double |No
1 stdMW standard deviation of atomic weights Constitutional indices Basic descriptors Double |MNo
; 12 stdV standard deviation of atomic van der Waals velume (sca| Constitutional indices Basic descriptors Double No
13 stdE standard deviation of atomic Sanderson electronegativit Constitutional indices Basic descriptors Double No
14 stdP standard deviation of atomic polarizability (scaled on Ca Constitutional indices Basic descriptors Double No
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34 EENRF—CDEHE

BELIEEENRZ =B FICEENLINE D ERE - FEL, FigEs LTk 22 R TEET, HiENH
— 0% SMARTS R TIBELET ., fHHET D&, MiE Y -V ORBECHFEAE EORREE0RB T 72 vy 708 35
HFHOZ7vay 7 L LTEMESNET,

()

@)

[Calculation > Structural patterns...] & &R
Calculation Analysis Charts  Settings
Descriptors (MDs)... Fs
Hashed fingerprints (FPs)...
MACCS 166 fingerprint...
Structural patterns...
3D coordinates
RRINDZAT 17 THIE NS — 0 O AT &SR EXEITV, [OK]
FAT a7 OBIER
Q ETICHDIARZr %27 )y 7L, HILWHEZEBMLET,
Q FABMESnDDOT, ZZHD SMARTSSIOBNEZH T AT U v LT, #ELIZWVIEE $Y — 1 % SMARTS ¥
KXTANLET, ZZTIEHIE LT, BLFD 2 0DMENRY =2 AL THET,
. B IVIR R : [CX3](=0)[OX2H1]
N = - [F,C1,Br,I]
g B — 2 D AT
€) structural patterns — (m] X
No. SMARTS NAME Pattern
1 [CX3](=0)[0X2H1] PATTERN_1 y m\
2 [FCI,BrI] PATTERN_2 F.Cl,
[Note] WG — 2 D AT L HIBRIZOWT
SMARTS % AJJ LT Enter £E7- AN EADHNHBE 2 Y v 735 L Pattern FNTHEEN R RS ANLET,
o BEOMENRE—2EANTHEIE, [Ad AF &2V v 7 LTEREML T ES N,
*  NAME JTHEE 2 — 40 E@JJ\jJ &N FETA (PATTERN 1, PATTERN 2...), B & XTI Y v
735 T & TIFF % fRAE TR
. G N2 — 2 ZHIBR LW i No S DK T HEFEI U v 7 LTITEKREZ RN L, [Remove
selected] "H¥ &7 U v 7 Liﬁ_o No~w X —% 27 U v 735 L= pRIRCE, —FEHIBRD
ATHE T
Q XBEZSLTHEA T2 T THEREEZITV, [OK] %227 Vv 7 LTHEEZFEITLET,
AENET 74NV MEREOETEEITLET, A7V a VEOFME, BT EY—vBREXATar] %
TZRLTES N,
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<BENRF—UBREFXAT0T>

€ Structural patterns = O X

No.

1

SMARTS NAME Pattern

[CX3](=0)[OX2H 1] PATTERN_1 y \

[FCI,Br) PATTERN_2 EC,

Molecule standardization

Aromatization type: pacic

Nitro groups as: -N(=0)=0

@

() Count structural patterns occurrences @

Add Remove selected Test SMARTS — @

I I
@ | Ok ] Cancel
BERY—r DU R B
[Add] R ¥ > CIHH ZHBIEBML, SMARTS i ¥ — L 4 EMmETEET, SMARTS # AhT5 &, BE)
T Pattern FNIZHEEN TR RINET, HEZHIBRLIZWEAIX, NodDFEFEZ7 Vv 7 LTUTEEERIN L,
[Remove selected]| RZ > %27 Vv 7 LET,

O F DR
Wi N Z — RIERNC, HEBRMEE = b AR ESMITEEL L ET,
> Aromatization type (5 &%) : Basic General
(Basic TIIHFRICEN _ERELHILERFBFRERLBBLELA(LY V0 N-FF 2 FIEER),
General TIEHHFER L L CRMINET,)
»  Nitro group as (= b2 #%) : -N(=0)=0,-N*(=0)=0"
KA D X A T DFEHIIZ DV TIL, alvaDesc = —H—~< == 7 /L. ® [4.1 Molecule representation] % ZZHf<
7ZE,
BENRE—VOHBEREV T N EF T a v
> Y REE NS — VB FIET DRGNS — BT s g (FFFEL 2R 1 0, FF(ET D 1 1)
> AR MEAY—URTFRICHBRT AEEARRE L, MEY - ERICH I ERD

Add/Remove selected 78 ¥ >
[Add] AR Z o THEE R Z — 2 B FHLEN, NoSNDFEFE 7Y v 7 LTITRIKEZ I, [Remove selected] %
vERfTLHA AR TEET,

Test SMARTS 7R & >

CORELEIY v FB L Test SMARTS & A 7 10 7 i3gem @ = o o
SENFET, ZOF AT r s TiE, SMILES B TAS &hfnsgy Hessmemes S oo
THEREIZ DOV T, SMARTS (2 X 57BI &7 C& 9, Ao

74— RIZT A PR DLFD SMILES Z AN L., Ao~ =

4 =L RICHRH L2V R /8% — > @ SMARTS 2 AS LT 7 <<:>_< 2
S, A7 u70 IS, RIS S% — O (Mach B ° o

count) NFERENET,
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(3) RO
R LG 2 — o O RIE, 35FHORR 7 ry 7 & LTEMISNET,
r REASNY A EENRY - OFEORE (WHEEE DY T OA TV a CERDIC LG EIEE DM
)
*  N_PATTERNS : #7E9 % 72 D 4%1E ¥ — o DR
*  N_PATTERN_OCCURRENCES : fFfET D412 — > 0¥ (HBeEE v o247 v a vEashicLi
WLEIEA Uy N ENTEETORGE Y — 8, B3I L7846 1% N_PATTERNS & [ UiEANH 7))

CHEBERNE D Y T AT Y g AR LA o 1

File Edit View Calculation Analysis Charts Settings Help

No. Molecule Name PATTERN_1 w PATTERN_2 N_PATTERNS  N_PATTERN_OC... i ‘
3 Hl. ‘
9 | \‘\\ Molecules 1 1 2 2
1 “\
W
H(
N
1 Molecule11 1 1 2 2
Br Br
Br
0
51 >—'— Molecules1 1 1 2 2
o
Br
v
|Molecules: 93 MDs: 0 Hashed FP: 0 - MACCS: no Structural patterns: 4

Molecule9 DA%, PATTERN 1 (B/LAR U BE) 23 1->, PATTERN 2 (N Z U JRT) N3G ENTWETNR,
PATTERN | & PATTERN 2 Offiid 1 (%584 — 2V OFEENR R I, MHEZIEIEE I L7ev) . N _PATTERN
OCCURRENCES D% 2 (N_PATTERNS & [AffE) &7g-> Tk,

cHEESE T T AEE TV g v EAEIC LR E OB

File Edit View Calculation Analysis Charts Settings Help

No. Molecule Name PATTERN_1 w PATTERN_2 N_PATTERNS  N_PATTERN_OC...
Hl. ‘
9 \ Moleculed 1 3 2 4
e o
W
H(
N
1 Molecule11 1 3 2 4
Br Br
Br
0
51 >—'— Molecules1 1 3 2 4
o
Br
|Molecules: 93 MDs: 0 Hashed FP: 0 - MACCS: no Structural patterns: 4
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Moleculed DA #1%. PATTERN 1 OfElL 1 (VAR U EEORHEL) . PATTERN 2 OfiZ 3 (a7 U FET OB HE) .

N_PATTERN OCCURRENCES Offiix 4 (%1% % %8 L 7= PATTERN 1 & PATTERN 2 OF1) &7eoTWET,

—BEIAER L7z TEET,

[Tips] 7V v 7 AR—FEFHLBE XY=V A FDAS
7V w7 R—=FREFATSE, SMARTS &Y — ZEFRIFHCAT L0, EEEE Y- 285 A M &

WHERELEI VI LT VT4 7 LIEREET, TOHZ U v 7 HR— RIZa—L TRV SMARTS # Ctrl + V
(macOS TlE command+V) TX—A ML TANTDHZEMTEET,
THXADNZT 4 ZEND SMARTS # a2 B—F 5F, [SMARTS (AX—RAFE7-3 ¥ 7XKEV) fFE T — 4]
ORI L TEL &, A= M HEZ — 4 b BEIIC [NAME] S AT S E T,
#) [CX3](=0)[OX2H1] Carboxylic_acid

I 51T, ISMARTS (AX—RFFH TRYIY) HiEAX— 4 OBXTITToRE L, EHiT2ELD
Tav—L T &, BHOME Y — v E —fRBINT5Z b TEET,
1) [CX3](=0)[OX2H1] Carboxylic acid
[F,C1,Br,I] Halogen

© Structural patterns - o X @ Structural patterns

No. SMARTS NAME

Pattern No. SMARTS NAME

PATTERN_1

[CX3](=0)[OX2H 1]  Carboxylic_acid o
; / ™~ -

2 [FCLB]

A= ERD VA RNIAERIRZEDT A NET 4 ¥ TIERTE T, Excel ZFHTAHZ L TEET,

Excel T 1% B2 SMARTS, 25 BICHiE T —ZE AN LI A N EERL, %% E2abt—795 2 LT,
FOFEEMOMITDHZ ENTEXET,
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4, BHYIC

1|

alvaDesc 3.0 A X — T v 7 HA REZEWEEE, b ne 5> &8k Lz,

Z 2 TliX. alvaDesc 3.0 DIEARMIRENFIZHOWT, BRI 2T — X (2SS = GUIEEFI TR L TE £ Lz, #rdh
TWABEICITEICHEBRRMEN T OAICHABESRTOWAHEBELH Y 308, TEAETFHLY G TRM VL E
L7ze TNODOERZER INSHEES. ¥ alvaDesc 2 — P —~=a 7 V2 ZEICR Y BE2ED CHEEX-WE BnE
7,

F 7z, alvaDesc 1T T ORBEEAFHHET LY 7 b TTR, AL TH D Alvascience tLD Y 7 MU = 7 A A — T,
alvaDesc CatH S 7= RS E I12FE SV T QSAR/QSPR D& T /L& H#E %9 % alvaModel/alvaRunner <°, alvaDesc D — &8 D
Gk 7% alvaModel TIELGNTET NV EFES>TERNLH LD T45 7 / RAEKT 5 alvaBuilder, 5377 — %y hOF
2L —v 3 %4TH alvaMolecule E WO V7 by =T HERH DV ET, WTNLEEOFEMT M 2% ZREEL TWET
DT, THEAHIEEERYECTEK LIV, HNWREMSLIARANR IS VWELLESL, ity =7 A b
FAQ % ZHEWe2 0T 7 = NP R — MEE TTEBE S 72 E 0,

e T =Y R — MR
sales@affinity-science.com help@affinity-science.com

alvaDesc & < ®»2'E M (FAQ)

https://www.affinity-science.com/alvadesc-faq/

B, BRITOB— =12 1F alvaDesec 213 U &35 Alvascience t- 7 b 3MERH &, 5IHENTWA IO U A b
bEH I TWET, alvaDesc 2 ER ED L H IfEDLN TV DD, TESEBIZLTWEEFudE BnEd,

Citations - Alvascience

https://www.alvascience.com/citations/

VORI A FONEEZFEEROPTTIER L, ZWIRICEIL T TWEETIEFENTT,
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5. BERH
5.1 AJLTH#sEE

[Help] A ==2—75(%, alvaDesc 2 —HF—~v =27 LEZRLIYD, X—=V a7 v 77— MEREHALEYV T 5

TERENTEET,

a

[Help > View help]

alvaDesc 1 —HF —v =2 7 V& F R LET, 2—P—~v=a2 7 MIHIMLERRO T, 77 U FOBKUITAY ~Hbk
LTHL EERTY, VT OIS, 4. Molecules/5.Descriptors/6.Fingerprints/7.Structural patterns (2 Foil -0 &
Tl LR GO LS TWET,

A :
Clvascience
(a %) alvaDesc 3.0 - User manual

[Help > Product license]
TA B RERPFRRSNET,

[Help > Log file]

R 77 ANERNTEEST, TN TOANTORR 7 ZHICLTLZIN, EHEEEFEENTHINATWD@ED
HWHEIX [Log level: 0 (EEN] IR ELTHBEET, v/ LAV EREETL (e 72 G023 25) HEI1X, [Log level]D
HazZHEL, Okl z27 Uy 27 LES, ul 77 A&+ 55813, [Save As] Z#R L £,

€) Log file - alvaDesc 3.0.6 — X
]

Log level d = Save As

Warning: enly turn on the log for debugging purposes

[Help > About alvaDesc]
BAEON—T a3 UNEREMRT D Z LN TEE9, [Check for updates] IZF = v 7 ANTHELE, Ty 7 T— 1
R D ENA VA M= DX n— Y VI PRRRENET, AV =T v 77— hOBHRITIE, ¥ U
o— R U I NRFRENT, VBT —XE Alvascience thica % 7 v A ko9 FRENET,)
[How to cite alvaDesc:] DFL#IEL, FW3C7e &I alvaDesc Z 51 HT HERICHEH LT ZE 0,
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® About - alvaDesc 3.0.6

alvaDesc

v3.0.6
Win64, x86_64 - 2025/01/27

Update:
18 Check for updates
| Your version is up to date

How to cite alvaDesc:

Alvascience, alvaDesc (software for molecular descriptors calculation) version
3.0.6, 2025, https://www.alvascience.com

@
¢ I .
Clvascience

https://www.alvascience.com

[ Close

5.2 SFERBFIZONT

a

Q

LR L X

DRI, T OME SRR AL L CE LB E T, ERNBETEMEME (QSAR) °E =HIHE
EFEFHEFERE (QSPR) T fHEH &L CUWE 9, Todeschini & Consonni D LHkTliE, RO LI ICERI L TNET,
[53 FReak 7 L1, A TORBFHIRBUCT o a— NI LB HE . A A 2 8E - L S v ERRRE RIS #
DEMBLN « BFE TNEO FA&hE R CTH 51 (Todeschini, R., & Consonni, V., 2000, Handbook of Molecular Descriptors,
Wiley) .

THEZL O TRBTFPIRESIND LIRS b, DRl 030 9 NERERB 2N — VR TO X HITE
ZINFE LT, alvaDesc D73 FREBFIT T H O—VIZHERLL TV E T,

BFDOTRY 7 F R T L TARETHDH I &
T OENEIEIZS L TARETHD Z &

AR T L IT) AL > TEREINLTNDZ &
SFHEEICEL THLNCERSNIICAE R H 2 Z &

P Dd PR

s

7B, ALERBOZFRLEFTHUTO LS RERICLY
D i‘g—o

FLIRF-RHE Y —VC R B DR EEN G OND Z e D

R TFOFEEEHEND T L—LT— IRV — L%y FDLEET L DEN

» EEBEMEORRRIST AR LT AT RARLT T Y X A DOIROEN

» R OFBEICERTIRREEOH DT A —F—0, BB TOFHETICHEA SN SRT — 2 (FREE,
BREMEE OfE 2R L) O

= ATCERRT D EN

Rl DR
DFRBFITIFESESERDESTEND Y TT0, —RRTIEO 2L LT, (L HHEEN /LN D #E KT
BN D TER DY 7,

- OWETEIT

FEFORAICET A EREZE L WS FRANOE LN DR TT,
) sy, JRAfEATDH T b
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. 1 Roeitik+
LFEEDORRTIERL — O PR Y —2BELET,
Bl) BREEOA TN RFHLOT T A b fEEF—
= 2WItRCHEF
{LFHEED 2D KELDDIRE L, B THOJRFOMER AT 1R E S5~ E T,
fi) BCOAHRRR . PR e U—fK
» 3SR T
D77 703D REEAFEALCHEA S, JRTBOBELET T2, K2 3RGZEMATED IMESLE
BLET,
#51) WHIMs (Weighted Holistic Invariant Molecular descriptors), GETAWAYs (Geometry, Topology, and Atom-
Weights AssemblY descriptors)

O alvaDesc Tt Alfg72 45 Tk 1
alvaDesc Tt AlRE72 4y TRl 71X, =—¥ —~<== 7/ (Help > View help) M[5. Descriptors] {27 B v 7 Z L IZ
BANRHEH SN CWET, F72. [View > Descriptor list] 235 bt +O— B2 K RTH I ENTEET, B TOY
=7 YA MIHFRIBRTO—ENFLHEH I TWET (https:/www.alvascience.com/alvadesc-descriptors/) ,
R TITHAEM OT ey 7120 TWET, BEANY—CEHE LZSGAIX 35 FAIC, ML EFHAAALTEY
BIF36FROT Ry 7 L LTBIMMSNET,

53 Z42H=TYrrIZoWNT
Q 74 H—=7VrrEiT
T4 A=V NEIE, GTHEEICRBIT kA AR MCERLIZbDOTY, 74— v Mgk
WOWIHEEEFFETE ATD, TA LT —F_X—ZARBEFHENT H570ICEAINE LA, QSAR E T /LD
ZORFIC KNN (K If5E) 77u—F 0 X ) RBREFTMELHICESSETVOBEICHLIER I TWET,
T4 =7V ME, #EX—ny v afb 7o H—T7V v bO 2FEEICHEINET, alvaDesc Tid, fEEFx
— DN OPNFRF T r v ZIZEENTWDIEN, ROIED T 4o H—F VU v hEFRTEET,

& ¥ —
. MACCS 166 7 4 »F1—7U » |

Ny YafbZ 4 =7V ok
. Extended Connectivity Fingerprints (ECFP and ECFPV3)
) Path FingerPrints (PFP)

O #dx—

WEX —IL, T2 RKBT 572 DIl SN EERFEOES & L TERINE T, alvaDesc TiE, Hkx Z2ifis
F—NEFEFNTEY, ZLEFERF7Tr v 7 IZEGENTWET (2D atom pairs 7 1 v 7 OFEER1-<° pharmacophore
descriptors 7 & v 7 @ CATS 2D fRik 1-72 &),

F 72, alvaDesc TIE MACCS 166 7 « > 7 —7"V > N OFEMNAIRETT, MACCS 166 7 4 ' H—7V v M, E&RS
72 166 OREERIFFE DI DB E Y A XD T — N7 hL T, X7 MOFE > M, FEE ORISR RS 5
TRZHEETDINEI»E 0 FET 1 TRLET,

Q »ryvafkzgr =7V Fk
Ny valhT 4 =T v ME FENSER SN ENRE Y XA 2R T, 2 FEEERRE LTI Tod
THEEZHHLET, YOMEOBITERNICRE > TE LT, Ny v allaffio THEY A XDT— LT MLE
B A RNCEHLUET,
Ny Va2 BEUTIRER) (deterministic) Th D72, HEFETRO NI A —Z—=RHE L THNIEX, FFEDT T 7 A
MIFEIWZTZ 4 o =7V FNOREOE y MEGIZEEMITONET N, Ny afbEnle 70 o T—=7Y D
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vy MEAPL IOV THELHBE T2 LTI TEET A,

Ny v aBBERRTSZ LT, BROMEBENFEOE Yy NEBEERORY MACEBMTHZ LR TEDLLNH AY

v BBV ETN, —FHT, By MEE (BR57 77 A MRy NLET LR8N H D) BREETLEND

KELH ET,

Ny albk T 4 U H—=T VU FORFEE LT, iz, Whbwd 4 —2 A (darkness)] EMEIENDHORH Y £,
=7 R A%, 740 T—=7V 0 ] Oy NOEIGERLET, 7 —F Y NOFHWR L — 7 2 ADMHEN
B ESELN ARG L 2 A RN E L R, — I THE = R ABMMERNE T ¢ =TV v YA XEHEINTE B ]
BERHLZEERLET,

alvaDesc Tld, Extended Connectivity Fingerprints (ECFP, ECFPV3)& Path FingerPrints (PFP)D 2 DD/ Ny ¥ 2k ~”

A H—=T V) NEFETEET,

. Extended Connectivity Fingerprints (ECFP, ECFPV3)
ECFP & ECFPV3 @ 2 DR 5 FikE3H Y £, ECFPV3 T alvaDesc /3— 3 & 3.0 TH7ZITBME .
ECFP THIFITE 547 v a LTMA T, FNLIAE, s, BEEOHFMICHT 247 v a v &2FHT, &
5IZ, ECFP LMl L i LB 2 3T & £,

Extended Connectivity Fingerprints (ECFP) X, KFELSDRFENENEHLE L THLNDMAET T 7 A b

%, FE L7 (maximum length) FTHIHET A ETIERESNET (DIEEHV), n EHRKTIT T A D

E£EE LT, ECFPn LR T Z &3 TX £, alvaDesc TlX[Maximum length] /37 A — &% —3 PRI H =5 DT,
[Maximum length: 2] D354 1% ECFP4 & 72 1) £77,

WORNE, R 02 OET T T AL b (FHFWOANA T4 M) O#BIBI T, RL7Z7 A2 MIRELAOH
TFEIRLTWET,

Ve /;;;\ Ve /)C_H?\ CH, // /;:7!-1;‘\ CH, // /_c H;‘\ cH,
Radius 0 I\\OQ ch/.‘ I\f@éfc»qf/l @gfcua \C@C/H?/- @70”3 \f@ic;ffl c@gfcm
\‘\,___,./ \‘\, / \‘\,_;_,.1

7 ey 7 eHy N
/

p “ CH, CH, CH, CH, CH,
v () () G- - - B G
Radius [ |
\\LON CH?/‘ ‘\\LON ch.j @ CHy LON CH, l\ON CHy LON CH, @N CHy
S~ S 4
GH, CHy CH, CH, CH, CH, CH,

WA ENTZT T T A NI TR cey McREESNET, Ny vafb7 0 =7V » F T, Rn
MOaDE I, By MEENEZLZENHY £,
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df 4-

cH,

d- o Eé'% 9

N

Extended Connectivity Fingerprints (ECFP) (%, & & & LHEEIEHET U o VRIS S E L, BIETIEAN
AAN—T"y NAZ V—=2 7 (HTS) RV Ay RR—ADRBA Y V—= FIRO SR E, S ERA®R
WIESERA S THET,

DERSEE T DEESI DD DT, HIZ KNN 7 7 u—F = ADMET ¥ Tl 2 &de U — Nk 7 =
— X7 EORFTELMEICE S < QSAR B LN QSPR EF NV OREFIC B A STV ET,

Path FingerPrints (PFP)
Path FingerPrints (PFP) iX, 0 FHNOKKRLUSNDFFEZEAE LT, #HEINLRAE (Maximum length) &
TOFTXTOEMOLER B nel) O7 77 A2 FeRkHINSIET L2 L TRLLET,

PUFIE, [Maximum length: 2] © 7 5 7" 4 > M ikBifFl <4,

CH,

o}

Q CH,

-8B 0B

cH3 / cn; cH, cHy

CH; CH,

PN
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DT, @ilsnierI 72 oy MRETYT, RO Ey MEERTT,

©H, CHy CHy CH,
o
o o o o
@ﬁﬁ, @ﬁm, @gw, @§%3 @§%%
N N N N
GHy CHy CH; CHy

& | & g @M®\
/ / \ \
1

[21[2]o]o]1]1]ofa]2fo[s]2]1]0f1] .. [2]2]2]1]0]1]1]0]o]

N ] ! 7l
&b [N N 8- [
& & ¥ 3 & &

Path FingerPrints (PFP) Tl %, 5B G & MoMEOMRA]. BHEMEORE, BLIMEM T A 77 Y Ol
MWW E FITT D7D I TWET,

5.4 EHELIZDOLT
alvaDesc TIXZH D5 TRl 23R TEX 5720, BHHIEY — &2 FE L T ET, alvaDesc OEBHI Y —/VIZiE,
ZE M FEHFRF D DS ST A AR T 1A T o S =l V-WSP (Fast Variable Reduction Method Adapted from Space-Filling
Designs) A& EFNTNET, W@MM%VMmP7w:)zALome\m%mwan%Q«—“_ﬁﬁLfmiﬁmf\
ZTHHHITBML 72 &V, (https:/www.affinity-science.com/alvadesc-fag-cat2/ [FEik T % R 179 5 B O L ¥ HIl  (Variable
reduction) A 7T a > DFEM)
EHAEBIL, T THUEORIR S REBMEE b OB FZHIBR L7720, Bk FHOMBEOBRELZRE LYV T52&T
FATCEET, FHE LR FORIERFICEBHIN A FATTEETH, ZORLLTOREN AR TT,

Q & THE UEORER Tz HIFR
Q  ELEHEL AR CEO TR T % HIBR
Q FEFRESEEID NSV (EOIXSSE L THARYY) b7 & Bk
Q  ~UAEBESEEL ETH DR (0—T7) ZHlkk (% Lo+ & OMBIA LY KRS W2 HIER)
Q  KREME GHERER2 na) 231 25THH DR+ % HIER
O 2THAXKWE GHERR na) Th oLl 72 1k
AT HBICHESWTERHIRZ T 2 Haid, BICEEF26 3720 TR T—F DOILRMERE B2 KIRT 2 2

kﬁ?%ifcgﬁmﬁ%ﬁ5;kf\Q%RQWR%TW%%%?%@;i09ﬁ®%%®%5ﬁm¥ﬁyF%mﬁ#
HZENTEET,

F72, alvaDesc Ti&, FABEMT. LRI OHT, t-SNEOHTHFIC, BB CEBHEAFZITSND L )T T0EY, 22

T, if&iﬁt/lO%Bﬁﬁb‘fﬂﬂﬁxmiﬁ/@ﬁ{ﬁ%ﬁ 0.0001 AKiwi] OFLRTHAHIBRSNET, Z OEHERZEDBRIEX
F T a B EET H I EMTEET (Settings > [Calculation] # 7 > [Constraints]N, [Minimum standard deviation for
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analysis]) .

a Options... = O X
GeneraIOu(pu(

Calculation options

[CJ Round atom coordinates

8 Use existing partial charges

@ Add implicit hydrogens (MDL, MOL2)

Disconnected molecule option: ' Standard

Constraints
Maximum number of circuits: 5000
Maximum number of smallest rings for detour distance calculation: 30

Maximum number of atoms for path and walk descriptors calculation: 2000

arfar a4

I Minimum standard deviation for analysis: 0.0001

l Ok Cancel

55 AXYRSA UL —7z—R (CLD) MoDRTHE

CLI 2R3 2 Z & T, Windows Da~> R7ar 7 heloa~vy K745 alvaDese DNy FUH A2 FEFTTE %
Ty ZRODTERIGEC, o7 FV r—va v EHE L THERTIEAICELLET,

CLI % {79 5121%. alvaDescCLI FE{T7 7 A VEMA L ET, 7 7 4/ b ORIFRITLL ISR £5,

0S alvaDescCLI 78X

Windows C:¥Program Files¥Alvascience¥alvaDesc¥alvaDescCLl.exe
Linux /usr/bin/alvaDescCLI

macOS /Applications/alvaDesc.app/Contents/MacQOS/alvaDescCLI

RRDT74 V7 FUNLETTDHE1F. BREAK Path ZFIH T2 & 7 A RATHREE TICHETTE 5D THEFITT,

% 1) moleculars.smi |2 & E4 55 FD MACCS166 7 4 > H—F U > &3 T 5
| > alvaDescCLI --input=molecules.smi --inputtype=SMILES --maccsfp |

# 2) BEHEAJIIZ SMILES TA S SN2 T OFT X TOTIMTEFHE L, #EFR%E output.txt ITFE X AL
| > alvaDescCLI --input --inputtype=SMILES --descriptors=ALL --output=output.txt |

5] 3) alvaDescCLI D~V 7 % FKoRxd 5
| > alvaDescCLI --help |

Flo, A7 VTR 77 ANVEERL, CLINDETTHZ LT, MxpA 7 v a VAR LIRS /RETT,
CLI OFIAFEREI. A7 VT N7 7 A7 8 FEMICOWTIL alvaDesc = — ¥ —~ = =2 7 /L D[3. Command-line
Interface] & ZE& < 72 &\,

5.6 SMARTS FRi&IZD VT

SMARTS (SMiles ARbitrary Target Specification) (%, Daylight Chemical Information Systems, Inc. ({2 X > CBI Sz, 4
FHEED /N — R E LR T 272D DFFE (RiLHIE) T, oF D 2D 4 5| & L CRlk v RE72 SMILES % $i&
RLIEDOT, L) FRAEERK NS =~y F U 7 RARETT,
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(#51%]

SMILES # % D E£ILiE LIz —v
»  SMILES O X TDFEL/N—/V & %D FE EFHFT6E
>  SMILES IZHN %, mERiEHE LB D4y 1tk % & e

TR g — v OFEIR
> SMARTS L, FFEDy TG L HEIEET 22 b, — RN Z - L LTRIATHZ L L AME
B A% (CHy) #RBLTHEHA
- FREAMEOEV Y SMARTS @ [CH4]
—4 DDOKFEEFFOREMIRIKRBIR T DI~ v F
- FERMEDIKV Y SMARTS : C
SEEOEDKFEEFFORBPERER I~y T (mFy, =70 /a2 ixlb~sy 57 5)

SMARTS # X DOFERIZ OV TIE, alvaDesc =— ¥ —=~ == 7 /L 7.1 SMARTS Syntax, F721% Daylight DV = 7 _X—T %
T TZE W,

* SMARTS Tutorial https://www.daylight.com/dayhtml tutorials/languages/smarts/index.html

5.7 BEHR

BAZEILIZ X % alvaDesc (2B 5 3Cik
Mauri, A. (2020). alvaDesc: A tool to calculate and analyze molecular descriptors and fingerprints. In K. Roy (Ed.),
Ecotoxicological QSARs (pp. 801-820). Humana Press Inc. https://doi.org/10.1007/978-1-0716-0150-1_32

t-SNE 3712 B89~ % SCHk

Hinton, G., & Roweis, S. (2003). Stochastic neighbor embedding. Advances in Neural Information Processing Systems

ZHENETFED V-WSP 7L =Y R A2 BT 2 SCik

Ballabio, D., Consonni, V., Mauri, A., Claeys-Bruno, M., Sergent, M., & Todeschini, R. (2014). A novel variable reduction
method adapted from space-filling designs. Chemometrics and Intelligent Laboratory Systems, 136, 147-154.
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MACCS 166 7 « » H—7"Y o MZBIT 2 SCHik
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Extended Connectivity Fingerprints (ECFP) |Z B89~ % Uik
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