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S1. Data cleaning steps for data from the Polyinfo database

The data cleaning steps performed in this study are illustrated in Figure S1. For

each polymer data entry in the PolyInfo database, the structure (MDL mol file)

provided by the PolyInfo database is first converted to SMILES format and then

compared with the SMILES string generated by OPSIN! using the structure-based

name of the same entry. If they are the same, this data entry will be assumed to be

reliable. If they are not the same, we will further check whether the OPSIN structure

is the same as the chemical formula of the constitutional unit (elements are in

alphabetical order) provided by the PolyInfo database. If the answer is yes, this data

entry will be assumed to be reliable. It is assumed that this step can filter out some of

the errors of polymer structures in the Polylnfo database.
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Supplementary Figurel. The data cleaning procedure of the PoLyInfo database.

S2. Descriptors used to build the models for the identification of the
reaction group

Since chemists usually take observation of neighborhood conditions of important
functional groups to determine if one reaction will happen or not. It is straightforward
to use the sub-graph of the monomer to model the neighborhood conditions. In this
study, we used the sub-graph with distance <=N to the bond (where N is an arbitrary
integer) and we chose N=5 in this study. Several supplementary figures and tables are

provided below to make reader get the idea. Supplementary figure 2, 3 and

supplementary Table 1 illustrate an example of addition reaction. Supplementary

figure 4, 5 and supplementary Table 2 illustrate an example of ring opening reaction.

Similarly, supplementary figure 6 and supplementary Table 3 illustrate an example of

ring opening reaction. The final descriptor sets used in the study are provided in

supplementary Table 4, 5, 6.

Descriptors used to build the models for each reaction type are summarized in

following sections.



An example of addition reaction:

=
2 s

Supplementary Figure 2. A simple case of addition reaction. The left part is the

monomer structure, the right part is the polymer structure. There are two double

bonds in the monomer structure, and only the right double will open. Therefore, the

left double bond can be marked as “not open” and the right double bond as “open” in

training set.
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Supplementary Figure 3. The figure shows how to employ the neighborhood
condition of each double/triple bond. This is a N<=2 condition. (a) The “C=C" bond
to be calculated the neighborhood condition. (b) The neighborhood conditions of

walk=0,1,2 respectively.

Supplementary Table 1. The training set and the descriptor set of Supplementary

Figure 1 and Supplementary Figure 2 with N=0.

Data\Des Desl (0=C) Des2(C=C) Answer (bond open)
0=C 1 0 0
C=C 0 1
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An example of ring opening reaction:

b5

Supplementary Figure 4. a simple case of ring opening reaction. If one of the three
bonds in the left monomer structure is open, then the right polymer structure provided
by PoLyInfo database can be obtained. These three ring bonds will be marked as

“open”, and other ring bonds will be marked as “not open”.

(b)
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Supplementary Figure 5. a simple case of generating neighborhood condition of a
bond. (a) The bond selected to calculate the neighborhood condition. (b) The

neighborhood conditions with walk <=2.

Supplementary Table 2. The training set and the descriptor set with walk <=1 of

the simple case.
Data\Des | Desl | Des2 Des3 Des4 Des5 Des6 |Answer
(CC) | (Cc=C) | (cc(c)c=C) | (cc=CC) | (cc(e)ee) | (cecco)
Ccc(c)c=C 1 0 1 0 0 0 1
Cc=CC 0 1 0 1 0 0 1
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C=CC(C)C

cc(c)cc

An example of ring opening reaction:

(a)

(b)
K

(c)

Functional Groups Reactions
1: R-OH + R-H
2: R-OH + R-CI

1: R-H R-?
2: R-Cl —& R-?
3:R-OH R-?

I Cl

e A

0/\/0

A\/\O/\O/A

Supplementary Figure 6. This figure shows the case is reaction #2. (a) A simple

database of functional groups and reactions. (b) The monomer structures. (¢) The

polymer structures.

Supplementary Table 3. The training set and descriptor set of the above case.

Desl m1l | Des2_m1l | Des3_m1 | Des4_m2 |Des5_m2| Des6_m2
Case\Des Answer
(R-H) (R-CI) (R-OH) (R-H) (R-CI) (R-OH)

Casel
0OCCO(m1)
6 0 2 2 2 0 2
+
CICCl(m2)
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Descriptors used to build the models for each reaction type are summarized below.

A. Addition: Double/Triple Bond Opening Descriptors (SMILES Format)

Walk O Descriptors

c=C N=0 p=s CHN 0=s N=N C=N
[NH24]=0 |C=0 0=p c=s CHC 0=[PH3]

Walk 1 Descriptors

0C=0 CC(s)=0 CS(F)(=0)=0 NS(0)(=0)=0
CC(N)=S CS(C1)(=0)=0 N=C=0 cci=c(c)ccl
CN=C=0 cc=co 0=5(=0)=0 N=C=S
CN=C=S NC=0 CC(N)=C CC=NC
CS(0)(=0)=0 CC=C(O)N CC(C)=NO CC=NN
CN(=0)=0 CS(C)=0 CS(N)(=0)=0 CC(C)=C(0)[O-]
CN=C(N)N C=C=0 CC(C)=0 cc=0
0C(0)=C CC(C)=C=0 cc=C 0C=C
cC(C)=C(C)C cc=c()C S=C=S CC(C)=C
CCHC[SIH3] cc=cc FC=C c1cc=cl
CC(N)=0 CC(0)=0 CCHN CC(F)=C(F)F
CC=CF CIN+]([0-])=0 CC=C[NH3+] NC=C
[CzH]C([ZH])zc([zH]) O[N+]([0-])=0 cC(0)=C 0C=CO
SC=C OC(F)=C(F)F 0C(0)=C(F)F OC=C(F)F
OC(F)=CF CC(F)=C NC(0)=0 CN=C(C)O
[GeH3]C=C ccHC [SiH3]C=C PC=C
CP(C)(C)=0 ccHCC CC([SnH3])=C CS(C)(=0)=0
cc(cl)=C CC(Br)=C cc=ccl CN=NC
clc=C FC(F)=C clc(cl)=C FC=C(F)F
FC(F)=C(F)F FC(F)=C(F)CI FC=CF BrC=C
FC(F)=C=C BrC(Br)=C Fc=c(cl)cl FC(Cl)=C(F)Cl
cc(ch)=c(cicl clc=c(cl)cl C=C=C OC(F)=C(O)F
0C=C(O)F FC(F)=S 0C(0)=0 CP(N)(N)=0
oc=ccl ccHecl SCHCS BC=C

CCHCl ICHCI BrCHCBr CCHCS
CP(0)(0)=0 cC(P)=C CCHC[GeH3] NC(N)=0
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[2H]C([2H])=C(C)C  |CN=NS CS([0-])(=0)=0 clc=ccl
FC(Cl)=C [2H]CHC[2H] CC=C(C)o CP(N)(0)=0
cc([0-])=0 CC=C[SiH3] CC(C)=C[PH4] C[PH2]=0
CP(C)(C)=S OP(0)([0-])=0 CN=0 FC(F)=C(F)Br
FC(F)=C(F)S cc=c(c)Cl CN=C(C)C

Walk 2 Descriptors

CC(=0)C=Cc(:c):c

CCC(=C)C(0)=0

CC(C)(C)N=C=0

Cc(c)(o)c=C c:c(:c)C=Cc(:c):c CNC=C
OC(=0)C(=Cc(:c):s)C#N CCC(=0)c=C Ccci(c)cccece=0
CC(N)C(C)=0 OC(=0)C(=Cc(:c):c)CH#N CCC(=C)cC
OCCHC OC(=0)C=C c:c(:s)C(=0)c(:c):s
CCC(=C)C=C CCcc=Ccc c:c(:c)C=0

CC(=0)c(:c):c

CC(=C)C(=C(CHN)CHN)c(:c):s

CC=C1cCccc1c

C[Si](C)(C)C#Cc(:c):c

CC(=C)C(=C(CHN)CHN)c(:c):c

c:c1cOC(=0)C=C1

CC(=C)C=Cc(:c):c c:c(:s)CHN CCC#N
c:c(:c)CHN CCC(C)=0 NC(=0)C=C
cc(c)c=c(c)C C=CN=C CHCCHN
COC(C)=0 COC(=0)C(C)=C c:c(:c)C=CC=C
OCC#N CC(C)CHN cc(c)c=c
SCC#N c:c(:c)CHCc(:c):c CCC=0
C=CC#N Ccc=Ccc=C NCC=C
cicc=cc1 FC(F)(F)N=0O FC(F)(F)C(=O)C(F)(F)F
CC(F)(F)N=0 CC(=C)c=C cicc=0
CC(=0)C=C CCC(C)=C SC(=0)C=C
CCCHCCHC C=CC=0 c:c(:c)C=C
CCcc=C C=CC=C OC(=N)C=C
0C(=0)C=CC(0)=0 c=Cc1ccl cc(c)(c)c=C
c1ccc=ccl CC(C)Cc(=C)c=C Cc(C)c=Cc=C

Cc(C)(C)c(=C)c=C

CNC(=0)c(:c):c

CN(C)C(=0)c(:c):c

OC(=0)c(:c):c

COC(=0)c(:c):c

CC(=NO)c(:c):c

CCC(=0)c(:c):c

c:c(:c)C(=0)c(:c):c

COS(=0)(=0)c(:c):c

CC(=C)c(:c):c

FC(F)=C(F)c(:c):c

CCC(=NO)c(:c):c

OC(=0)C(=C)c(:c):c

FC=Cc(:c):c

c:c(:c)C(=C(c(:c):c)c(:c):c)c(:

c):c

[O-][N+](=0)C=C

FC(F)(F)C(=0O)c(:c):c

c:c(:[nH2])C=C

c:n(:[nH2])C=C

[2H]C([2H])=C([2H])c(:c):c

CCC(=0)0C
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coc=C CC(C)C(=0)C=C CC(=C)C(C)=0
CC(=C)C#N CCC(=C)C#N CC(C)C(=C)C#N
c:n(:c)C=C [SiH3]CC=C CC(=C)C(0)=0
CO[N+]([0-])=0 [NH3+]OC=C COC(=0)C=C
OC(=0)Cc=Cc=C COC=0 COC=CC
COC(C)=C COC(=O)C(F)(F)F coc=Cc=C
coc=cocC CC(C)(C)c(=0)c=C c:c(:c)C(=0)C=C
Csc=C COC(F)=C(F)F COC(OC)=C(F)F
COC=C(F)F COC(F)=CF CC(=0)C(F)=C
COC(=C)C#N OC(=C)C#N COC(=0)c(C)C
COC(=0)c(C)(C)C COC(=0)C(C)(F)F COC(=0)C(C)(C)F
CNC(=0)0C [O-][N+](=0)c(:c):c CN(C)C=C

CN1Ccc(:c)C1=0

CC1(C)coC(C=C)=N1

CC1(C)N=COC1=0

CC(=C)C(0)=N

CC(=C)C1=NC(C)(C)cOo1

ClGe](C)(C)C=C

cic(:c)CHC COC(=C)C(0)=0 COC(=0)C(0)=C
coc(=0)ccl CC(0)c=C cic(:s)C=C
C[SiH2]Cc=C CP(C)(=0)C=C [nH2]:c(:[nH2])C=C
C1CC2CC1C=C2 c:c1cCC=C1 CCHCc(:c):c
c:c(:0)C=C CCH#C[Si](C)(C)C CISn](C)(C)C(=C)c=C
[SnH3]C(=C)C=C CN1CCCC1=0 occ=C

CN(C)S(=0)(=0)C(C)(F)F

CCS(=0)(=0)c(:c):c

CC(C)(Q)IN+]([O-])=0

COC(=0)C(Cl)=C

0C(=0)C(Cl)=C

COC(=0)C(Br)=C

0C(=0)C(Br)=C

CSC(=0)C(C)=C

CC(=C)C(S)=0

CNC(=0)C=C CN(C)C(=0)C=C CNC(=0)C(C)=C
CC(=C)C(N)=0 0C(=0)C(=C)C#N CC[N+]([0-])=0
CCS(=0)CcC COC(=0)C(F)=C 0C(=0)C(F)=C
0C(=0)C(=C)CF 0C(=0)c=Ccl CC(C)(C)C#N
CN1CC=CC1=0 0=C1NC(=0)C=C1 0C(=0)C(=C)C(0)=0
CC(C)C(=0)Cc(C)=C c:c(:c)N=Nc(:c):c c:c(:c)S(=0)(=0)c(:c):c
CCC(0)=0 0CC(=C)C(0)=0 0=C10CC=C1
CIC(=C)c=C FC(=C)C(F)(F)F FC(F)=C(F)C(F)(F)F
FC(F)(F)C=C CC(F)(F)C=C FC(F)=C=C(F)F
CIC(=C)C(Cl)=C BrC(=C)C=C FC(F)=C(F)C(Cl)=C
FC(=C)C(Cl)=C FC(F)=C(F)C=C FC(=C)C=C
CC(F)(F)C(F)=C(F)F CIC(Cl)=C(Cl)c(Cl)=C FC(F)(F)C(=CC=C)C(F)(F)F
CC(=C)C(C)=C CC(c)(c)c=Ccc=C C1CC=CC=C1
CC=CC(C)=C cic(cl)(cl)c=0 Cc(c)c=0
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FC1=C(F)OCO1 FC1=COCO1 CCN=C=0

COC(=0)CN C=C1CCNC1=0 CN1CCC(=C)C1=0
NCCHCCHC OCCHCCHC CHCCHCCHC
c:c1C=Cc(:c)cl CC(=C)c(:[nH2]):[nH2] 0O0C(=0)c(:c):c
CC(=C)c(:c):[nH2] CNC(C)=0 0S(=0)(=0)c(:c):c
CCcHC[Si](c)(c)C CCC#HC [Na]OS(=0)(=0)c(:c):c
COC(=C)c(:c):c COC(=0)0C [Li]OS(=0)(=0)c(:c):c
COocC(=0)co Coc(=0)c(cl(cncl CN(C)P(=0)(C=C)N(C)C

NP(N)(=0)C=C

CC(=0)n(:c):[nH2]

COC(=0)c(:c):[nH2]

C[si](c)(c)c=C NCC=CC=C coc=ccl
[nH2]:c(:[nH2])CHC CNC=0 CCC#Cc(:c):c
CICH#Cc(:c):c CC([SiH3])CH#C CIS(=0)(=0)C=C
CN1CCCC1=S CN1Scc(:c)C1=0 CS(=0)C=C

NCCH#C c:c(:[nH2])CH#C 0[Si](0)(0)C=C
CC1CCN(C)C1=0 CSCH#CSC NB(N)C=C
c:c(:c)S(=0)C=C C=C(CHN)C#N CIC(=C)C#N
IC#Cc(:c):c 0OC1CC=CC=C1 CSC#CC

c:c(:s)CHC COP(=0)(0C)C(C)=C OP(0O)(=0)C(=C)C(P)=C
CHCCHC CC1=CcoC1=0 CC(=C)c=C(C)c(0)=0
CC(=Cc=C)Cc(0)=0 CC(=C)c(Cl)=C Ccc=C(C)c
CC(=C)C(=C)c(:c):c NC(N)C=C CCHC[Ge](C)(C)C
FS(=0)(=0)C=C CC(C)(Oo)cHC CSC(=0)C=C

c:c(:c)C=Nc(:c):c

CNC(=0)N(C)C

CN1CNC(=0)C=C1C#N

NC(=C)C#N

c:c(:c)C(CHN)=C(C#N)CHN

c:c(:c)N=Nc(:c):s

coc(=0)c(c)cl

CCS(=0)(=0)0C

CCS(N)(=0)=0

CC(=Cc(:c):c)c(:c):c

COC(=0)C(C)0

CN(0)C(=0)C=C

[2H]C([2H])=C(C(0)=0)C([2

CNC(=0)CN CCS(=0)(=0)O[Na]
H])([2H])[2H]
CC(=0)ON ON1CCCC1=0 COC(=0)C(C)N
NOC(=0)C(F)(F)F CNN=Cc(:c):c NCP(0)(0)=0

CCS(0)(=0)=0

c:c(:c)C=Cc(:c):[nH2]

C=CC1=CC(=C)CcCC1

CCC(C=C)=C(C#N)CHN

c:c(:c)P(=0)(c(:c):c)c(:c):c

CCP(=0)(0C)0C

NC(=0)C1=Cc(:c)cOC1=0

CCC(=0)N(C)C

OCC(=0)c(:c):c

[Li]OS(=0)(=0)cC

[Li]OC(=0)CC

0C(=0)C1=Cc(:c)cOC1=0

CNS(=0)(=0)c(:c):c

CC1=C(CO)C2(C)C=CC12C

CC1=C(C)C2(C)C=CC12C

[Na]JOS(=0)(=0)N=N

0S(=0)(=0)N=Nc(:c):c

CCS(=0)(=0)N(C)C

c:c(:c)C=C(C#N)c(:c):c

0=C10CCO1

CNC(=0)NC
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CNC1=NC(=0)C=CN1 C=CC(=0)N=C CC1=CC(=0)N=CN1
CCS([O-])(=0)=0 CNC(=0)COo OC(=0)C(=C)C(F)(F)F
CN(C)C(=0)co c:c(:c)N=Nc(:[nH2]):s CS(=0)(=0)c(:c):c
CCCHCC CC(C)(C)CHC CC(C)=C1c=Ccc=C1
C=C1C=CC=C1 CC1=CCC=C1 CCi1CC=CC1=C(C)C
Ccilcc(=C)c=C1 c:clcCCC=C1 CC=C(C)c=C
Ccc=Cc ccicce=C1 C=CC=CC=C
CC#HcCCc(C)C clcc=co1 CC1=Ccco1
cic(cnec=0 C=C10cco1 FC(F)=C10CCO1
CCN=C=S CC(C)N=C=0 0=C1NCC=C1
NC(P)P(0O)(0)=0 FC(=C)CHN CC(F)(F)S(0)(=0)=0

CC(F)(F)P(0)(0)=0

FC(F)=C(F)C(F)(F)P

CC(F)(F)S(F)(=0)=0

CC(C)C(C)=C

COP(=0)(C=C)N(C)C

NP(0)(=0)C=C

c:c(:[cH2-])C=C [0-]C(=0)C=C C[Si](C)(0)C=Cc(:c):c
C[Si](0)(0)C=Cc(:c):c 0O[Si](0)(0)C=Cc(:c):c CCC(CC)=C[PH2]=0
C=C[PH2]=0 CP(C)(=S)C=C c:c(:[cH2-])C#C
NCC([0-])=0 COC([O-])=C(C#N)C#N COP([0-])(=0)OC
c:c(:c)N(=0)=0 CICC=Cc(:c):c c:c(:0)C=0
CSC(F)=C(F)F c1coc=cc1 CIC1=CC(=0O)NC1=0
CN1CC=C(Cl)C1=0 COC(=0)N=C CCC(C=C)=NC(0)=0

CN(C)C1=CCccc=C1 NC1=CCC(=N)C=C1 CC(=C)N=C

CNC(C)=C CC1=C(C)C(=0)0C1=0

Walk 3 Descriptors

cc1(c)ccaccic=c2 c:c(:c)C(=C)C=C Cclesc(N)c1CHN
CC(=0)CCc(0)=0 CC(=0)CC(C)(C)N c:c:c(C=C(C#N)CH#N):c:c
COC(=0)C=CC=CC CCCC=0 cce(ce)c=c

CC=CCC=C CCCCHCCHCC CN=NS(=0)(=0)O[Na]
ccec=C CC=CC#N OC([0-])=C(C#N)C#N
c:c(:c)CC#N C=CCN=C CCCCHCCHC
CCOC(=0)cc(C)=C COC(=0)C(C)=Cc=CC CCcc=C(C)C
ccicce=cc1 C=CN=C=0 CC(=C)N=C=0
C[Si](C)(c)cc=C c:c:c(:c:c)CH#C COC(=0)C=Cc(:c:c):c:c
CC(C)=Cc=C CCcc=Ccccce cc(cyce=c
c:c(:c)cC=C CCC(C)(O[SiH3])Cc=C CCCcC(C)=C
CC=CC(0)=0 CC=CC=CC c:c(:c)N=C=0
c=Cc1cccl c=Cc1ccecl CC(C=C)c(:c):c
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CCc(c)c=C cc(c)(c)ce=C c=Cc1cccccl
CCCC(=C)C=C CCC(C)c=CC=C CC=CC=C
c:c:c(C=C):c:c Cc(:c):c(C=C):c:c CNC(=0)c(:c:c):c(C):c

CN(C)C(=0)c(:c:c):c(C):c

Cc(:c):c(:c:c)C(=0)Nc(:c):c

Cc(:c):c(:c:c)C(0)=0

COC(=0)c(:c:c):c(C):c

CCOC(=0)c(:c:c):c(C):c

CC(C)OC(=0)c(:c:c):c(C):c

Cc(:c):c(:c:c)C(=0)Oc(:c):c

CCOC(=0)c(:c:c):c:c

Oc(:c):c(C=C):c:c

Clc(:c):c(C=C):c:c

Fc(:c):c(C=C):c:c

c:c:c(:c:c)C#N

CC(=NO)c(:c:c):c:c

CN(C)C(=0)c(:c:c):c:c

CCN(CC)C(=0)c(:c:c):c:c

NCCC(=0)c(:c:c):c:c

OC(=0)c(:c:c):c:c

COC(=0)c(:c:c):c:c

CC(C)OC(=0)c(:c:c):c:c

CCC(=0)c(:c:c):c:c

CCCC(=0)c(:c:c):c:c

c:c:c(:c:c)C(=0)Cc(:c):c

c:c:c(:c:c)C(=0)c(:c:c):c:c

CCOS(=0)(=0)c(:c:c):c:c

Clc(:c):c(C=C):c(Cl):c

Brc(:c):c(C=C):c:c

Cc(:c):c(C=C):c(C):c

Fc(:c):c(C=C):c(F):c

CC(=C)c(:c:c):c:c

FC(F)=C(F)c(:c:c):c:c

FC(F)=C(F)c(:c(F):c):c(F):c

ON=C(Cc(:c):c)c(:c:c):c:c

c:c:c(C=C):c(:c):c

CC(=0)c(:c:c):c:c

COC(=0)C(=C)c(:c):c

FC=Cc(:c:c):c:c

c:c:c(:c:c)C(=C(c(:c:c):c:c)c(:

c:c):c:c)c(:c:c):cic

CC=C[N+]([0-])=0

[O-][N+](=0)C=Cc(:c:c):c:c

FC(F)(F)C(=0)c(:c:c):c:c

c:c:c(C=C):n:c

c:c:c(C=C):c:[nH2]

[2H]C([2H])=C([2H])c(:c([2H

C=Cnlccenl CC(=0)Oc(:c):c

1):c):c([2H]):c
CCCC(=0)oc=C CC(=0)0oc=C CCCC(=C)C#N
C=CN1C(=C)C=CC1=C ccoc=C c:c:c(:c:c)C(=0)0C=C
CCOC(=0)C(C)=C NCCC=C [O-1[N+](=0)0C=C
COC(=0)C=CC [SiH3]CCC=C C=C0OC=0
Cc(cyoc=C Cc(c)(c)yoc=c Ccoc=CcC
FC(F)(F)C(=0)0C=C 0C=CC=C CC=COC(C)(C)C
CC=COC(C)C CCOC=COC Oc(:¢):c(:c:c)C(=0)C=C
CCSC=C CC(F)(F)OC(F)=C(F)F FC(F)=C(OC(F)(F)F)OC(F)(F)F

FC(F)=COC(F)(F)F

FC=C(F)OC(F)(F)F

CC(F)(F)OC=C

CC(=C)0C(C)=0

Oc(:c):c(:c:c)C(=0)0C=C

CCCC(=0)Oc(:c):c

Clc(:c):c(:c:c)C(=0)0C=C

CCC(CC)C(=0)0C=C

CC(C)CC(=0)0C=C

CCC(C)(C(=0)0C=C)C(C)(C)C

CC(F)(F)C(F)(F)Cc(=0)OC=C

CC(F)(F)C(F)(C(=0)OC=C)C(
C)(F)F

CC(C)(C)OC(=0)NC=C

OC(=0)NC=C

FC(F)(F)C(F)(F)C(=0)OC=C

Cc(:c):c(:c:c)C(=0)0C=C

CC(C)(C)CC(=0)0C=C

CCC(C)(C)C(=0)0C=C

CC(C)(C)C(C)(C)C(=0)0C=C

CC(C)C(C)(C)C(=0)0C=C

c:c:c(:c:[nH2])C(=0)0C=C

[O-][N+](=0O)c(:c:c):c:c

CCC(=0)Oc(:c):c

C=CN1C(=0)C=CC1=0
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c:c:c1C(=0)N(C=C)C(=0)c1:

. C=CN1CCCCl CC1(C)N=C(0C1=0)C=C
CC1=NC(C)(C)C(=0)01 C=CC1=NCCO1 CC(=C)C1=NCCO1
CC(C)(F)oC=C CC=COC(C)(C)F CCOC(=C)C(=0)0C
COC(=C)C(=0)0C(C)C ClCC(=0)0C=C C=CC1cccol
C=Cclcccsl CC[SiH2]C=C COC(=0)C(=C)cCc(0)=0
CCOC(=0)C(=C)cC C=COC(=0)c1ceccl CCC(C)(CC)Cc(=0)0C=C
c:c(:c)P(=0)(C=C)c(:c):c c:n:c(C=C):n:c cciccaccic=C2

c:c:c1C=CCcl:c

CC#Cc(:c:c):c:c

C=Cclcccol

CC[Si](C)(C)cH#CC

ccH#C[si](C)(C)c(C)C

CCHCISI](C)(C)c(:c):c

[O-1[N+](=0O)c(:c:c):c:[nH2]

CNCC=C

Cc(:c):c(:c:c)[N+]([O-])=0

Nc(:c):c(:c:c)[N+]([O-])=0

COC(C=C)C(C)O

CCCC(=0)0C(C)C

cc(o)cc=C ccc(oc)c=C C=Cnlcencl
CC[Sn](CC)(CC)C(=C)C=C  |CC(F)OC(F)=C(F)F C=CN1CCCC1=0
CCOC(=0)C=C CC(C)OC(=0)C=C CC(C)(C)OC(=0)C=C

CCN(CC)S(=0)(=0)C(F)(F)C(
cocc=C CC(C)(F)OC(=0)C=C

C)(F)F

CC(C)OC(=0)C(C)=C

OCCS(=0)(=0)c(:c:c):c:c

CC(C)(CO)IN+]([O-])=0

CCOC(=0)C(Cl)=C

CC(C)OC(=0)C(Cl)=C

CC(C)OC(=0)C(Br)=C

CCSC(=0)C(C)=C

CC(C)NC(=0)C=C

CCN(CC)C(=0)C=C

CCNC(=0)C=C CCNC(=0)C(C)=C COC(=0)C(=C)C#N
COCCHN OCCCHN CCCCHN
FCOC(=0)C=C CSCCH#N SCCCH#N

COC(=0)c(:c:c):c(0):c

CCOC(=0)c(:c:c):c(0):c

CN(C(=0)C=C)c(:c):c

CC(C)(C)NC(=0)C=C

CC(C)N(C(C)C)C(=0)C=C

OCC[N+]([0-])=0

CCS(=0)CCco

CC(=C)C(=0)O0[SiH3]

CCC(=C)C(=0)0C

CCOC(=0)C(=C)C#N

COC(=0)C(=C)CF

CCOC(=0)C(=C)CF

CC(C)OC(=0)CC(C)=C

CCC(=C)C(=0)OC(C)C

CC(=C)CC(=0)0Oc(:c):c

CCC(=C)C(=0)0c(:c):c

Coc(=0)c=Cccl

CC(C)(CO)CHN

CCC(CO)C#N

CC(O)CC#N

COC(=0)CC(C)=C

CCOC(=0)C=CC

COC(=0)C=CC(=0)0C

CC(C)N1C(=0)C=CC1=0

CN1C(=0)C=CC1=0

CCOC(=0)C(=C)C(0)=0

COC(=0)C(=C)C(=0)0C

CN(C)C(=0)C(C)=C

c:c(:c)N1C(=0)C=CC1=0

CCN(C)S(=0)(=0)C(F)(F)C(C)
(F)F

CCC(C)C(=0)C(C)=C

c:c:c(:c:c)N=Nc(:c:c):c:c

CC(=0O)NC(=0)Oc(:c):c

c:c:c(:c:c)S(=0)(=0)c(:c:c):c:
C

CCOC(=0)NC(C)=0

CC(C)OC(=0)NC(C)=0
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c:c:c(:c:c)C(=0)O0c(:c):c

CCCC(0)=0

CCC(C)C(=0)0C

CCCC(=C)C(=0)0C

COCCHC

CC(C)OC(=0)C(=C)C#N

CCOC(=0)C(=C)CO

COC(=0)C(=C)CO

0=C10C(=0)C=C1

FC(F)(F)C(F)(F)C=C

CC(F)(F)C(F)(F)Cc=C

FC(F)(F)CC=C

FC(F)(F)C(C=C)C(F)(F)F CC(F)(F)C(F)(F)C(F)=C(F)F  |ICCC=C
clc(Cl)=C(ClC(Cl=C(Cl)Cl  |cccc=Ccc=C cc(c)cc=cc=C
CC(C)=CC=C(C)C CC=CC(=0)0C(C)C 0=CCC#N

cc(c)cc=0 CCCC(=0)0C CC1(C)OC(F)=C(F)01
FC1=C(F)OC(F)(F)O1 CC1(F)OC(F)=C(F)O1 CC1(C)OC=C(F)01
CCCN=C=0 CC(C)CN=C=0 CCOC(=0)CNC

CCNC(=0)0CC

COC(=0)c(:c:c):c(N):c

CCOC(=0)c(:c:c):c(N):c

CN1C(=0)CC(=C)C1=0

c:c(:c)N(C=C)c(:c):c

CCHCCHCCn(:c):c

COCCHCCHCC CCHCCHCCO CCHCCHCCHCC
CCOC(=0)Nc(:c):c c:c:c1C=Cc(:c:c)cl:c C1cc=Ccccc=C1
CC(=C)c(:n:c):n:c c:c:c(C=0):c:c COOC(=0)c(:c:c):c:c

CC(=C)c(:c:c):n:c

CC(=0O)Nc(:c):c

0S(=0)(=0)c(:c:c):c:c

[2H]c(:c):c(C=C):c([2H]):c

C[Si](C)(C)C#Cc(:c:c):c:c

Cc(:c):c(:c:c)CHC[Si](C)(C)C

CCCCHCISI)(C)(C)C

CCCCHC

[Na]OS(=0)(=0)c(:c:c):c:c

CC=C(C#N)CHN

CCOC(=0)C(=CC)C#N

COC(=0)C(=Cc(:c:c):c:c)C#N

CC=C(C#N)C(0)=0

c:c:c(C=CC#N):c:c

CC(=0)0OC(=C)c(:c:c):c:c

COC(=0)Oc(:c):c

[Li]OS(=0)(=0)c(:c:c):c:c

c:c:c(:c:c)S(=0)(=0)c(:c:c):c(

:c):c

[O-1[N+](=0)c(:c:c):c(Cl):c

c:c:c(C=Cc(:c:c):c:c):c:c

CC(C)=C(C(=C(CHN)C#N)clc

ccsl)c(:c):c

CC(C)=C(C#N)C#N

CC(C)=C(C(=C(CH#N)C#N)c(:c

:c):c:c)c(:c):s

Cc(:c):c(:c:c)CH#Cc(:c:c):c:c

c:c:c(:c:c)CH#Cc(:c:c):c:c

CCOC(=0)NC(C)(C)C

CC(C)(C)OC(=0O)Nc(:c):c

OC(=0)C=Cc(:c:c):c:c

CCCC(=0)0CC

c:c:c(:c:c)C(=0)c(:c:c):c(:c):c

CCNC(=0)c(:c:c):c(0):[nH2]

CCOC(C)=0

CC(C)OC(C)=0

CC(C)(C)OC(=0)OC(C)(C)C

COCC(=0)0C(C)(C)C

CIC(CI)(Cl)C(=0)0C=C

CC(=0)nlncccl:c

c:clc[nH]nc1C(=0)0C=C

c:n(:[nH2])CC=C

CC=CC=CCN ccoc=ccl CC=CC=Cc(:c:c):c:c
CC#HCC#HCCCO CCHCCHCCOS c:c:c(CHC):c(:c):c
CnlcenclCH#C C#Cclncc[nH]1 c:c(:c)NC=0
CCHCCHN c:c:c(:c:c)CHCCHN CCOC(=0)0cC=C
OC(=0)0C=C CCC#Cc(:c:c):c:c CCCC#Cc(:c:c):c:c

CICHCc(:c:c):c:c

CCH#C[Si](C)(C)CISiH3]

CCC(CHO)[Sil(C)(C)C
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CC(=C)CC(0)=0

COCC(=0)0C

C=CN1CCCC1=S

CN(S)C(=0)C=C

CC(=0)N1Sc(:c)c(:c:c)C1=0

C[Si](C)(C=C)c(:c):c

cc[sil(c)(c)c=C

CCOC(=0)NC(C)C

CNCCHC

c:c:c(:n:c)CHC

CO[Si](0C)(0C)C=C

CC(=0)CC(=0)0C=C

c:c:c1C(=0)N(c(:c):c)C(=0)c
1:c

C[Si](C=C)(c(:c):c)c(:c):c

CC(C)C1CCN(C=C)C1=0

CC=CC(=0)0C(C)(C)C

CCC(CC)(CC)C(=0)0C=C

CCSCHCSCC

BNB(NB)C=C C=CNC=0 c:c:c(:c:c)S(=0)C=C
c:c(:c)oc=C IC#Cc(:c:c):c:c cocic=Ccc=cci1o
Cc(:c):c(:c:c)CHC [SiH3]c(:c):c(:c:c)CHC Cc(:c):c(CHC):c(C):c
[GeH3]c(:c):c(:c:c)CHC Fc(:c):c(CHC):c(F):c CCSc#CC

CC=CC(=0)0cC=C CcloccclCHC C#Cclcescl

C#Cclccesl CclsccclC#C CCOP(=0)(0CC)C(=C)C(P)=C

COP(=0)(0C)C(=C)C(=C)P(O
)(0)=0

PC(=C)C(=C)P(=0)(Oc(:c):c)
Oc(:c):c

CCHCCHC

COC(=0)C(=CC)C#N

CCOC(=0)NC(0)=0

CC(=C)C1=CCOC1=0

CC1=CC(=0)0C1=0

COC(=0)C(C)=CC

CC(C)=CC(C)=C

CC=CC=C(C)C C=Cnlcncnil c:c:c(:c:c)C(=C)C(=C)c(:c):c
CN(C)C(C=C)N(C)C CCNC(=0)0C=C NC(=0)0C=C
CCOC(=0)CC OC1(CHC)c(:c)c-ccl:c CCSC(=0)c=C

CC(C)SC(=0)C=C

c:c:c(C=Nc(:c:c):c:c):c:c

CC(F)(F)OC(=0)C=C

c:n(:c)C(=0)C=C

CCN1C(C)=CC(=0)NC1=0

CC1=CC(=0)NC(=0)N1

CCN1C(=0)NC(=0)C=C1CHN

CC=C(C#N)N(C)C

Oc(:c):c(:c:c)[N+]([O-])=0

CC(C)NC(=0)C(C)=C

CCN(C)C(=0)C=C

CC(0)OC(=0)C=C

CC(0)OC(=0)C(C)=C

c:c:c1C(=0)c(:c:c)c(:c)Ccl:c

CC(C)=C(C#N)c(:c):c

CC(=C)CC(=0)OC(C)(C)C

CCC(=C)C(=0)OC(C)(C)C

CN(C)CC=C

CCN(C(=0)C=C)c(:c):c

CclcescIN=Nc(:c:c):c:c

Cclcescl1C#N

ccoc(=0)c(c)cl

CCOS(=0)(=0)CC(C)(C)C

CC1(C)C2CCC1(CS)c(=0)C2

CC(C)(C)OC(=0)0c(:c):c

OCNC(=0)C=C

CC(=0)NC(C)=0

CC(C)(N)CS(N)(=0)=0

CC(C)NC(=0)c(:c:c):c:c

CCNC(=0)N(CC)CC

CC(=Cc(:c:c):c:c)c(:c:c):c:c

c:c(:c)OC(=0)C1CO0COo1

ON(C(=0)C=C)c(:c):c

[2H]C([2H])=C(C(=0)oC)C(]
2H])([2H])[2H]

CN(C)CC(=0)NC(C)(C)C

CCCS(=0)(=0)0[Na]

0CCS(=0)(=0)O[Na]

Nc(:c):c(:c:c)C(0)=0

CCN1CCCC1=0

CC(=0)N1CCCC1=0

CN(C)OC(C)=0

CON1C(C)CCC1=0

CCOC(=0)C1CCCN10

CN(C)OC(=O)C(F)(F)F

CC(=0)c(:c:c):c(0):c

COC(=0)C(=Cclcccs1)CHN

0O=C(clccecsl)cleeesl

CC(Cl)OC(=0)C=C
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Oc(:c):c(C=Nc(:c:c):c:c):c:c

c:c:c(C=CC(=0)c(:c):c):c:c

CC=CC(=0)c(:c:c):c:c

c:c:c(C=NNc(:c):c):c:c

CNCP(0)(0)=0

PCNC(=0)C=C

CC1(0)CcCoc(=0)C1

NCCC(0)=0

CC(C)(N)CS(0)(=0)=0

c:c:c(C=Cc(:c:c):n:c):c:c

Clc(:c):c(:c:c)N=Nc(:c:c):c:c

[NH3+]c(:c):c(C=Cc(:c:c):c:c)

.C:C

CCC(=CC)C=Cc(:c:c):c:c

CC=CC1=CC(CC(C)(C)C1)=C(
c)C

CC1=CC(CC(C)(C)C1)=C(C#N
)C#N

c:c:c(:c:c)P(=0)(c(:c:c):c:c)c(
:c:c):c:c

CCOP(=0)(CC(0)0)OCC

CNC(=0)C1=Cc(:c:c)c(:c)0C
1=0

CCNC(=0)C(=CC)C(0)=0

NC(=0)C1=Ccc(:c)0C1=0

CCN(C(C)=0)C(=0)NC(C)C

NC(=0)N1CCCCCC1=0

COCC(=0)c(:c:c):c:c

Cc(:c):c(:c:c)N=Nc(:c:c):c:c

Nc(:c):c(:c:c)C#N

[Li]OS(=0)(=0)ccC

[LiloC(=0)CCC

COC(=0)C1=Cc(:c:c)c(:c)OC
1=0

CCOC(=0)C(=CC)C(0)=0

0C(=0)C1=Ccc(:c)0C1=0

CC=CC(=0)Oc(:c):c

CC(C)C(=0)C=Cc(:c:c):c:c

CC=CC(=0)C(c(:c):c)c(:c):c

c:c10C(=0)C=Cc1

c:c:c1C=CC(=0)0cl:c

CC(C)(N)CS(=0)(=0)O0[Na]

CC(=C)C(=0)0CS

CCN1C(=0)c(:c)c(:c:c)C1=0

c:c:c(:c:c)S(=0)(=0)Nc(:c):[n
H2]

COCC1=C(C)C2(C)C(C)=C(C)
c12C

CC1=C(C)C2(C)C(C)=C(C)C1
2C

[Na]OS(=0)(=0)N=Nc(:c:c):c
:C

CCOC(=0)C(F)(F)C(C)(F)F

CCCS(=0)(=0)N(C)CC

c:c:c(C=C(C#N)c(:c:c):c:c):c:

CC=C(C#N)c(:c):c

Oc(:c):c(:c:c)C(=0)c(:c:c):c:c

CC1COC(=0)01

Oc(:c):c(C=NNc(:[nH2]):s):c:
C

CCNC(=0)NC(N)=N

CC1=CC(=0)N=C(NC(N)=0)
N1

CC1=CC(=0)N=C(N)N1

CCCS([0-])(=0)=0

CCOC(=0)CCN

COCC(=0)Nc(:c):[nH2]

COCC(=0O)Nc(:c):c

CC(C)(C)OC(=0)C(=C)C(F)(F)
F

COC(=0)C(=C)C(F)(F)F

CCN(CC)C(=0)CcOC

COCC(=0)N1CCCcl

c:c:c(:c:c)N=Nclnccsl

CS(=0)(=0)c(:c:c):c:c

CC(C=C)C(F)(F)F

CCCCHCC

cce(c)c=c(c)C

CCC1C(C)C=CC1=C(C)C

CCC1C=CC(C1C)=C(C)C

CC1cc=Cccic

c:c:c1C=CCCcl:c

CCC(CC)(CC)CHC

CCc(C)(C)cHC

C=CCC=C

CC=C1ccC2Ccc1c=C2

C=C1CC2CC1C=C2

CC1Cccacc=Cca2

Ccic(c)caccic=C2

C1=CC=CC=CC=C1

cci(c)cc=co1

ccc(c=0)c(c)C

CC1COC(=C)01

OC(F)(F)C(F)(F)C(F)=C(F)F

OCOC=C(F)F

CC1(F)OC(OC1(F)F)=C(F)F

CCN(C(=0)C=C)C(C)(C)C
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CCCN=C=S

c:c(:c)N=C=S

CC(N=C=0)C(C)=0

CC(N=C)C(C)=0

CC(C)(C)N1C(=0)C=CC1=0

CCN1C(=0)C=CC1=0

c:c:c(:c:[nH2])C#N

CN(C)CP(0)(0)=0

CN(C)C(P(0)(0)=0)P(0)(0)=
0]

CCOC(F)=C(F)F

OC(F)(F)C(F)(F)S(0)(=0)=0

OP(0)(=0)C(F)(F)C(F)=C

CC(C)(F)OC(F)=C(F)F

OC(F)(F)C(F)(F)S(F)(=0)=0

FC(F)=C(F)OC(F)(F)F

CCOP(=0)(C=C)N(C)C

CN(C)P(=0)(Oc(:c):c)C=C

[Fe++][c-]1cccclC=C

CISi](C)(O[SiH3])C=Cc(:c:c):
Cc:.C

C[Si](O[SiH3])(O[SiH3])C=Cc
(:c:c)icic

[SiH3]O[Si](O[SiH3])(O[SiH3
])C=Cc(:c:c):c:c

CC(C)=C[PH2]=0

[2H]C([2H])([2H])OC(=0)0C
=C

c:c(:c)P(=S)(C=C)c(:c):c

[Fe++][c-]1lcccclCHC

c:clcnnnlC=C

COC(C)C(=0)Oc(:c):c

CC(C)(N=C=0)c(:c):c

CCC(=0)C(C)=C

CN(C)cc([O-])=0

CCOC([0-])=C(C#N)C#N

CCOP([0-])(=0)OCC

c:c:c(:c:c)N(=0)=0

CICC=Cc(:c:c):c:c

FC(F)(Br)C(F)(F)N=0

0O=Cclcccol

ccc(c)(o)c=C

FC(F)=C(F)SC(F)(F)F

CN1C(=0)C=C(Cl)C1=0

CCOC(=0)N=C(C)C

COC(=0)N=C1CC=CC=C1

N=C1CC=C(C=C1)N1C(=0)C
=CC1=0

CN=C1CC=C(C=C1)N(C)C

CC(=C)N1C(=0)C=CC1=0

CCOC(=0)NC(C)=C

CC(=C)NC(0)=0

Walk 4 Descriptors

c:c(:c)CCCHC

CC1(C)CC(C=C)=CC(C1)=C(C#N)CH#N

c:c(:c)0C(=0)C=C

c:clccec(C=0)cl

C1C=CC2C3CC(C=C3)C12

C=CclccccclCHC

C=COC(=0)C=C CC(=0)occ=C
c:clccec(C=Cc2ccccc2)nl Cclccec(cl)C#HCclcccecl
CclccceclCHC C=CCCcC=C
[O-][N+](=O)clcccecl CCc(c)(c)cec=C
N#Cclcccccl CC(=0)occ#cC

C=CclccccclC#Cclccccecl

c:c(:c)C=CC(=0)0C=C

c:c(:c)OC(=0)C=Cclcccccl

C[Si](C)(cc=C)C=C

CCCcc=Ccccec

COC(=0)C(=Cc(:c):s)C#N

CN(CC=C)C(C)=0

CN(CC=C)C(=0)C=C

C=CC1ccc=CC1

C=CCN=C=0

C=CCN=C=S

CC(=0)N(CC=C)c(:c):c

CC(=0)N(CC=C)C(C)(C)C

CCC1CC2CC1C=C2
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C=C1C=CC2CC=CCC12

CC(C)=CCCc(C)(C)o

CC(=0)0C(=0)C=C

CCccc=Ccc=C

NCCN=C=0 CCc(cq)ce=C

cceec=C CCOC(=0)C(=Cc(:c):c)CH#N
N#CC(CH#N)=C(C#N)C#N c:c(:c)CN=C=0
cc(cycee=c C=Cccicceccel
C=Cciccceccer c:c:c(CC=C):c:c
c:c(:c)ccec=C CC(C=C)c(:c:c):c:c
Ccc(c)ce=c CCcc(c)c=Cc

Cciccc(=c)cen

CC1CCCC(CL)C=C

CCCCC(=C)C=C

cc(c)(c)cee=c

C=Cclcccccl

CclcceeclC=C

CCclccceclC=C

OCclccceclC=C

CNC(=0)clccceclC=C

NC(=0)clcccecclC=C

CN(C)C(=0)clcccecicC=C

c:c:c(NC(=0)clcccecclC=C):c:c

OC(=0)clcccecclC=C

COC(=0)clcccecclC=C

CCOC(=0)clccececic=C

CCCOC(=0)clccccclcC=C

CC(C)OC(=0)clcccccliC=C

CC(C)COC(=0)clccecciC=C

c:c:c(0OC(=0)clccccclC=C):c:c

NCCOC(=0)clcccecclC=C

NCCOC(=0)clcccecl

COclcceeclC=C

ClclccceclC=C

FclccceclC=C

Cclccec(C=C)c1

Clclccec(C=C)c1

Fclccee(C=C)cl

CC(=NO)clccccecl

CN(C)C(=0)clcccecl

CCN(CC)C(=0)c1cccecl

O=C(N1CCCCC1)clcccecl

CN(C)CCC(=0)clcccecl

0O=C(N1CCOCC1)clcccecl

0OC(=0)clcccecl

COC(=0)clcccecl

CCOC(=0)clcceecl

CCCOC(=0)clcccecl

CC(C)OC(=0)clcccecl

CC(C)COC(=0)clccececl

CCC(=0)clcccecl

CCCC(=0)clcccccl

CCCCC(=0)clccecec

c:c:c(CC(=0)clcccecl):c:c

O=C(clcccecl)clceccccl

CCCOS(=0)(=0)clcccecl

Clclcccece(Cl)c1C=C

CC(C)clcceeclC=C

BrclcccecclC=C

FC(F)(F)clccccclC=C

Cclcec(C)c(C=C)c1

CC(C)clccce(C)ecic=C

Clclccec(Cl)c(C=C)c1

Fclccc(F)c(C=C)c1

Cclcec(F)c(C=C)c1

COclccc(Br)cclC=C

Cclcc(C)cc(C=C)c1
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Cclccec(C)c1C=C

Fclcc(F)c(F)c(C=C)clF

CC(=C)clcccecl

FC(F)=C(F)clcccecl

FC(F)=C(F)c1c(F)c(F)cc(F)c1F

ON=C(Cc(:c:c):c:c)clcccecl

c:c:clc(C=C)ccecl:c

CC(=0)clcccecl

COC(=0)C(=C)c(:c:c):c:c

COC(=0)C(=C)clcccecl

FC=Cclcccccl

clcee(cecl)C(=C(clcccecl)cleccecl)clecce
cl

[O-][N+](=0)C=Cc(:c):c

[O-][N+](=0)C=Cclcccccl

FC(F)(F)C(=0O)clcccecl

Bclccee(C=C)cl

c:clccec(C=C)cl

C=Cclccnccl

Cclccec(C=C)n1

C=Cclccencl

c:clen(C=C)ncl:c

Nclccec(C=C)cl

CC(=0)Oc(:c:c):c:c

0OC(=0)clcccecclC(0)=0

Cclccec(C(0)=0)c(c1)Cc(0)=0

[2H]C([2H])=C([2H])c1c([2H])c([2H])cc([2
H])c1[2H]

CCCCC(=0)0C=C

CCC(=0)OC=C

C=Cclcccenl

c:c:c1n(C=C)c(:c:c)c(:c)cl:c

CCcocC=C

c:c(:c)C(=0)ocC=C

C=COC(=0)clcccccl

Cc(c)coc=C

CCCOC(=0)C(C)=C

CN(C)cce=C

NCCCC=C

COC(=0)C=CC=C

CC=CC=CC(0)=0

cIsi](c)(c)cce=c

[SiH3]CCCC=C c:c(:c)COC=C
cce(c)oc=c CC=COCC(C)C
Ccc(c)(c)coc=C CCCOC=CC

Cc(:c):c(CC=C):c:c

CCC(CC)C(=0)C=C

C=CC(=0)C1CCcccl

OclccceclC(=0)C=C

c:c:c(:c:c)C(=C)C=C

C=CC(=C)clcccccl

CCCsc=C

CCC(CcC)oc=C

CC(F)(F)C(F)(F)OC(F)=C(F)F

FC(F)=C(F)OC(F)(F)C(F)(F)F

CC(F)(F)C(F)(F)OC=C

c:c:c(:c:c)C(=0)C=C

C=CC(=0)clcccccl

Oclccec(c1)C(=0)C=C

Cclccec(c1)C(=0)C=C

CC(=0)OC(=C)C#N

CC(=0)0c(:c:c):c(C):c

COclcceec1C(=0)0C=C

CCCC(=0)Oc(:c:c):c:c

Clclccecec1C(=0)0C=C

Clclccec(c1)C(=0)0C=C

CC(C)C(=0)0C=C

C=COC(=0)C1CCCCcl

CCC(CC)CC(=0)0C=C
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CC(C)CCC(=0)0C=C

CC(C)(C)c(=0)0C=C

FC(F)(F)C(F)(F)C(F)(F)C(=0)OC=C

CC(F)(F)C(=0)OC=C

FC1(F)CC(F)(F)C(F)(F)C(F)(C(=0)OC=C)C1(F
)F

CC(C)(F)C(=0)0C=C

COC(=0)NC=C

CC(F)(F)C(F)(F)C(F)(F)C(=0)OC=C

C=COC(=0)clccnccl

Oclccec(el)C(=0)0C=C

CclcceeclC(=0)0C=C

Cclccec(cl1)C(=0)0ocC=C

CC(C)(CC(=0)0C=C)c(:c):c

[SiH3]c1ccec(c1)C(=0)0C=C

CCCC(C)(C)C(=0)0C=C

CCC(C)(C)C(C)(C)C(=0)0C=C

CC(C)C(C)C(C)(C)C(=0)0C=C

CC(C)(C)CC(C)(C)C(=0)0C=C

C=COC(=0)clccencl

Cclccec(c1)[N+]([O-])=0

[NH3+]clccec(c1)C(=0)0Cc=C

CCC(=0)Oc(:c:c):c:c

C=CN1C(=0)C(=C)C(=C)C1=0

C=CN1C(=0)c2ccccc2C1=0

CC(=C)C1=NC(C)(C)C(=0)01

C#Cclcccccl

FC(F)(F)C(F)(OC=C)C(F)(F)F

CC=COC(F)(C(F)(F)F)C(F)(F)F

CCOC(=C)C(=0)0C(C)C

CCOC(=C)C(=0)0Cc(CC)cC

clccoc=C

0Ccoc=C

FC(F)(F)COC=C

CCCOC(=0)CC(=C)C(0)=0

CCOC(=0)C(=C)CC(=0)0C

CCCOC(=0)C(=C)CC(0)=0

CC1(CCCCC1)C(=0)0C=C

c:c:c(:c:c)P(=0)(C=C)c(:c:c):c:c

C=CP(=0)(cl1cccecl)clccccecd

Cclnc(C)nc(C=C)n1

OCC1cCc2Ccc1c=C2

C1C=Cc2cccccl?

CC#Cclccccecl

CCC[SiJ(C)(c)cHeC

CCHCISi](C)(C)c(:c:c):c:c

[O-]1[N+](=0O)clccencl

c:c(:[nH2])NCC=C

c:c(:c)NCC=C

[O-][N+](=0O)clccccclC(F)(F)F

[NH3+]clccee(cl)[N+]([O-])=0

CNclcecc([NH3+])cc1[N+]([O-])=0

COC(C=C)C(0C(C)=0)C=C

CCCCC(=0)0C(C=C)C(C)O

coc(cc=C)c=C

CCCCC(=0)0C(CC)C=C

CC(=0)OC(CC=C)C=C

CCc(cc=C)oc

CCCCC(=0)O0c(cC)ce

CCC[Sn](CCC)(CCC)C(=C)C=C

FC(F)C(F)OC(F)=C(F)F

CCCOC(=0)C=C

CC(C)COC(=0)C=C

CCC(C)OC(=0)C=C

C=CCOC(=0)C=C

FC(F)(F)COC(=0)C=C

CC(F)(F)COC(=0)C=C

FC(F)(F)C(OC(=0)C=C)C(F)(F)F

FC(F)(F)C(F)(OC(=0)C=C)C(F)(F)F

FC(F)(F)C(F)(OC(=0)C=C)C(F)(F)ClI

FC(F)(CI)C(F)(OC(=0)C=C)C(F)(F)CI

0CCOC(=0)C=C

NCCOC(=0)C=C
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CCCN(CCO)S(=0)(=0)C(F)(F)C(F)(F)C(C)(F)
F

CCC(C)OC(=0)C(C)=C

CC(C)COC(=0)C(C)=C

CC(=C)C(=0)OC(C)(C)C

CCC(CC)(CC)OC(=0)C(C)=C

CCC(CC)OC(=0)C(C)=C

CCC(C)(CC)OC(=0)C(C)=C

CCC(0C(=0)C(C)=C)C(C)C

CC(=C)C(=0)0Oc(:c):c

CC(=C)C(=0)O0c(:c:c):c:c

CC(=C)C(=0)0c(:c:c):c(C):c

CC(=C)C(=0)0Cc(:c):c

CC(OC(=0)C(C)=C)c(:c):c

CC(=C)C(=0)0C(c(:c):c)c(:c):c

CCC(CC)(0OC(=0)C(C)=C)c(:c):c

CC(=C)C(=0)OCCF

CC(=C)C(=0)0ccCl

CC(=C)C(=0)OCCBr

CC(=C)C(=0)OCC(F)(F)F

CC(=C)C(=0)0CC(C)(F)F

CC(Cl)OC(=0)C(C)=C

CCC(CI)OC(=0)C(C)=C

CC(OC(=0)C(C)=C)C(F)(F)F

CC(=C)C(=O)OC(C(F)(F)F)C(F)(F)F

CC(=C)c(=0)oc(ccl)ccl

CC(Br)COC(=0)C(C)=C

CC(=C)C(=0)OC(C)(C)F

CC(=C)C(=0)OC(F)(C(F)(F)F)C(F)(F)F

CC(=C)C(=0)OC(F)(C(F)(F)F)C(F)(F)cI

CC(=C)C(=0)0c(:c:c):c(Cl):c

CC(=C)C(=0)0Oc(:c(Cl):c):c(Cl):c

CC(=C)C(=0)Oc(:c(Br):c):c(Br):c

CC(=C)Cc(=0)0occo

CC(=C)C(=0)Oc(:c:c):c(0):c

CC(0)COC(=0)C(C)=C

CC(=C)C(=0)0Cc(:c):0

CC(=C)C(=0)0CCS

COCCS(=0)(=0)clcceecd

CC(=C)C(=0)OCCN

CC(=C)C(=0)OCC(C)(C)[NH3+]

COCC(C)(C)IN+]([0-])=0

CCC(C)OC(=0)C(Cl)=C

ClCCOC(=0)C(Cl)=C

CCC(C)OC(=0)C(Br)=C

CCC(CC)OC(=0)C(Br)=C

CCC(CC)OC(=0)C(Cl)=C

BrC(=C)C(=0)Oc(:c):c

BrC(=C)C(=0)Oc(:c:c):c:c

CCCSC(=0)C(C)=C

CCCN(CCC)C(=0)C=C

CCCNC(=0)C=C

CCCNC(=0)C(C)=C

CC(=C)C(=0)NCc(:c):c

CC(=C)C(=0)NCCO

CCC(CC)OC(=0)C=C

CCC(OC(=0)C(C)=C)c(:c):c

CCCOC(=0)C(Cl)=C

CC(C)(C)cOC(=0)C=C

C=CC(=0)OCC#N CC(=0)OCCH#N
COCCC#N CCCCCH#N
CC(0)COC(=0)C=C SCCOC(=0)C=C
CCSCCHN CSCCCHN

SCCCCHN CCC(CC)(CC)OC(=0)C=C

c:c:c(OC(=0)C=C):c:c

Cc(:c):c(0OC(=0)C=C):c:c

COC(=0)clccececclOC

CCOC(=0)clccececc10C
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COC(=0)clccec(0)cl

CCOC(=0)clccec(O)c1

c:c(:c)COC(=0)C=C

CN(C(=0)C=C)c(:c:c):c:c

Clc(:c):c(OC(=0)C=C):c:c

Clc(:c):c(OC(=0)C=C):c(Cl):c

c:c:c(OC(=0)C=C):c(:c):c

CCC(C)NC(=0)C=C

CC(0C(=0)c(C)=C)c(c)(c)C

CC(=C)C(=0)NC(C)(C)C

CC(=C)C(=0)OCC[NH3+]

COCCIN+]([0-])=0

CC(=C)C(=0)0C(C)(F)F

CC(=C)C(=0)OC(F)(F)C(C)(F)F

CCS(=0)CCoC

CC(=C)C(=0)0[Si](C)(C)C

CC(=C)C(=0)0CC(C)(C)C

c:c:c(CCH#N):c:c

CC(=C)C(=0)Nc(:c):c

CC(=C)C(=0)Nc(:c:c):c:c

CCOC(=0)CC(=C)C(0)=0

CCOC(=0)C(=C)CC(0)=0

CCCOC(=0)C(=C)C#N

COC(=0)CC(=C)C(=0)0C(C)C

CCC(CC)OC(=0)CC(=C)C(0)=0

CCC(CC)OC(=0)C(=C)CC(0)=0

CC(C)COC(=0)CC(=C)C(0)=0

CC(C)COC(=0)C(=C)CC(0)=0

COC(=0)CC(=C)C(=0)0c(:c):c

0OC(=0)C(=C)CC(=0)0c(:c:c):c:c

0OC(=0)CC(=C)C(=0)0c(:c:c):c:c

0C(=0)C(=C)CC(=0)0Cc(:c):c

OC(=0)CC(=C)C(=0)0Cc(:c):c

CC(C)COC(=0)C(Cl)=C

COCC(C)(C)C#N

CCCC(COC)CHN

COC(C)CCH#N

COC(=0)CC(=C)C(0)=0

COC(=0)CC(=C)C(=0)OC

CCOC(=0)C=CC(0)=0

CCOC(=0)C=CC(=0)0CC

COC(=0)C=CC(0)=0

CCCOC(=0)C=CC(0)=0

CCC(COC)CHN

CC(=C)C(=0)O0c(:c:c):c(:c):c

CCC(CC)N1C(=0)C=CC1=0

CCCOC(=0)C(=C)C(=0)0C

CCOC(=0)C(=C)C(=0)0CC

Cc(:c):c(OC(=0)CC(=C)C(0)=0):c:c

Cc(:c):c(OC(=0)C(=C)CC(0)=0):c:c

CCN(CC)C(=0)C(C)=C

CC(=C)Cc(=0)N1Ccccecl

c:c:c(N1C(=0)C=CC1=0):c(:c):c

c:c:c(:c:c)N1C(=0)C=CC1=0

CCN(CCO)S(=0)(=0)C(F)(F)C(F)(F)C(C)(F)F

CN(CCO)S(=0)(=0)C(F)(F)C(F)(F)C(C)(F)F

CC(=C)C(=0)0CC1CO1

CC(C)CC(C)C(=0)C(C)=C

clccc(ccl)N=Nclcccecl

CC(=C)C(=0)NC(0)=0

COC(=0)NC(=0)C(C)=C

CC(=C)C(=0)NC(=0)Oc(:c:c):c:c

0=5(=0)(clcccecl)clcccecl

CC(=C)C(=0)NC(=0)0CCO

CC(CO)OC(=0)NC(=0)C(C)=C

CC(=C)C(=0)NC(=0)Oc(:c(Br):c):c(Br):c

Brclcc(Br)cc(c1)S(=0)(=0)clcc(Br)cc(Br)c
1

[NH3+]clce([NH3+])cc(c1)C(=0)OCCO

Cclcc([NH3+])cc(c1)[N+]([O-])=0

c:c:c(OC(=0)clcccecl):c:c

c:c:c(OC(=0)C=C):c(:c):[nH2]

CC(=C)C(=0)0c(:c:c):c(:c):[nH2]
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CCCCC(0)=0

CCCC(C)C(=0)0C

COC(=0)C(=C)CCC(C)C

CC(=C)C(=0)OCCHC

CC(C)COC(=0)C(=C)C#N

FC(F)(F)C(F)(F)C(F)(F)C=C

FC(F)(F)CCC=C

CC(F)(F)C(F)(F)C(F)(F)C(F)=C(F)F

ICCCC=C

CC(CC=C)C(F)(F)F

CC(C)OC(=0)C=CC=C

CC(C)OC(=0)C=CC=CC(0)=0

CCCOC(=0)C=CC=C

CCOC(=0)C=CC=CC

O=CCCC#N

CCCCc=0

COC(=0)CCC=0

0C(=0)CCC=0

FC1=C(F)OC(O1)(C(F)(F)F)C(F)(F)F

FC1=C(F)OC(F)(O1)C(F)(F)F

CC(F)(F)C1(F)OC(F)=C(F)O1

CC(F)(F)C1(OC(F)=C(F)O1)C(F)(F)F

FC1=COC(O1)(C(F)(F)F)C(F)(F)F

CCCCN=C=0

CCC(C)CN=C=0

c:c:c(:c:c)N=C=0

O=C=Nclcccccl

CCCOC(=0)CNC(0)=0

CCCOC(=0)NCC(0)=0

CCCCCHCCHCCC

Cc(:c):c(N1C(=0)C=CC1=0):c(C):c

Cc(:c):c(:c:c)N1C(=0)C=CC1=0

COC(=0)clccceccIN(C)C

CCOC(=0)clccececclIN(C)C

CCCOC(=0)clcccccIN(C)C

c:c(:c)N1C(=0)CC(=C)C1=0

c:c:c(:c:c)N1C(=0)CC(=C)C1=0

CC(=0)0C(=0)C(C)=C

CC(=C)C(=0)0C(=0)C(C)=C

C=CC(=0)0C(=0)C=C

c:c:c(:c:c)N(C=C)c(:c:c):c:c

NCC#HCC#CCN1C(=C)C=CC1=C

CCNC(=0)OCCHC

NC(=0)OCCH#CCH#CCO

OCCHCCHCCHC

OCC#HCCHCCHCCO

c:c:c(NC(=0)OCC#C):c:c

NC(=0)OCCHCCHCCHC

CCCOC(=0)NCC

CCCOC(=0)Nc(:c:c):c:c

C1=Cc2cccc3cceclc23

C=CC1cccccec

CC(=C)cincnenl

COclccc(0)cclC=C

O=Cclcccccl

CC(C)(C)00C(=0)clcccecl

CC(=C)clccec(:c)nl

Oclccec(C=C)c1

CC(=0)Nc(:c:c):c:c

CC(=C)clccec(:c)cl

0S(=0)(=0)clcccccl

[2H]c1cc([2H])c([2H])c(C=C)c1[2H]

C[Si](C)(C)C#Cclcccecl

Cclccec(c1)CHCISI](C)(C)C

C[Si](C)(C)C#CclccceclC=C

CISi](C)(C)CH#CCCc(:c):c

[Na]OS(=0)(=0)clcccecl

c:c(:c)C=C(CH#N)C#N

N#CC(=Cclcccccl)CH#N

CCOC(=0)C(=Cclccceccl)CHN

COC(=0)C(=Cc(:c):c)CHN

c:c(:c)C=CC#N

N#CC=Cclcccccl

Nclnc(N)nc(C=C)nl
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CC(=0)0C(=C)c(:c):c

CC(=0)0C(=C)clcccecl

COC(=0)Oc(:c:c):c:c

[Li]OS(=0)(=0)clccccecl

OclccceclC=C

Oclcc(O)cc(C=C)c1

CC(=0)Oc(:c(0):c):c(0):c

c:c:clc(ccecl:c)S(=0)(=0)clcccccl

Cclcec(Cl)c(c1)[N+]([O-])=0

[NH3+]clccec(C=C)cl

C(=Cclcccecl)cleccecl

Cclcec(s1)C(=C(CH#N)C#N)C(=C(CH#N)C#N)c
(:c:c)icic

N#CC(C#N)=C(C(=C(C#N)C#N)clcccccl)cl
ccesl

Brclcccc(C=C)cl

CC(=0)0Oc(:c:c):c(0):c

clccc(ccl)CHCcleccecl

CC(=C)clccec(C)cl

CC(C)(NC(=0)OCCN)c(:c):c

CC(C)(C)OC(=0O)Nc(:c:c):c:c

OC(=0)C=Cc(:c):c

OC(=0)C=Cclcccccl

0CCCC(=0)0Cc(:c):c

Cc(:c):c(0OC(=0)clcceecl):cic

c:clccec(c1)C(=0)clcccccl

c:c:clc(ccccl:c)C(=0)clcccecl

COclncceclC(=0)NCc(:c):c

Cclccec(c1)C(=0)Oc(:c:c):c:c

Cclcec(C(0)=0)c(C=C)c1

CC(0)COC(C)=0

CC(0)C(OC(C)=0)C(0)0

CC(0)C(OC(C)=0)C(C)O

CC(C)(C)OC(=0)OC(c(:c):c)(C(F)(F)F)C(F)(F)
F

Cc(c)(c)yocc(=0)oc(c)(c)c

CC(=0)occo

CC(=C)cinc(N)nc(N)n1

OCcCcc=C

CC(=0)n1nc(C)c(:c)cl:c:c

Cnlnc(C(=0)0C=C)c(:c:c)cl:c

c:c(:[nH2])C(=0)0C=C

c:clccnnlCC=C

C=CC=CC#N

CCOC(=0)C=CC=C

CC=CC=CC(=0)0C(C)C

CC(C)COC(=0)C=CC=C

NCC=CC=CC(0)=0 cccoc=ccl
CCOC(=0)C=CC=Cc(:c):c OC(=0)C=CC=Cclcccccl
COC(=0)C=CC=Cc(:c):c CCCHCCHCCCOS

0=5(=0)(0CC#C)clcccecl

CS(=0)(=0)OCCHCCHCCO

c:clccec(cl)CHC

c:c:clc(ccecl:c)CHC

CN1C(=C)C(=C)N=C1CH#C

C=CINC(=NC1=C)C#C

c:c:.c(NC=0):c:c

c:c(:c)CHCCHEN

N#CC#Cclcceecl CIC(Cl)(Cl)coc(=0)oC=C
COC(=0)ocC=C FC(F)(F)COC(=0)0C=C
CCCOC(=0)ocC=C CCC#Cclcccccl
CCCCC#Cclcccecl CIC#Cclcceecl

CCH#C[Si](C)(C)CISil(C)(C)C

CCH#C[Si](C)(C)CC[SiH3]
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CCCC(CH#C)[Si](C)(C)C

0C(=0)CC(=C)C(0)=0

COC(=0)COC=C

0C(=0)COC=C

C=CC(=0)N1SC=CC1=0

C=CC(=0)N1SC(=C)C(=C)C1=0

C=CC(=0)N1Sc2ccccc2C1=0

C[Si](C)(C=C)c(:c:c):c:c

C[Si](C)(Cc(:c):c)C=C

CCCOC(=0)NC(C)C

CCNCCHC Cclcccc(cl)CHC
Cclccee(nl)CHC CCo[si](occ)(oce)c=Cc
Brclccec(cl)CHC Clclccec(cl)CHC
[SiH3]clccec(c1)CHC [SnH3]clccec(c1)CHC

COC(=0)CC(C)=0

Cclccc2C(=0)N(c(:c:c):c:c)C(=0)c2c1

C[Si](C=C)(c(:c:c):c:c)c(:c:c):c(:c):c

CC1CCN(C=C)C1=0

CC(C)C(C)C1CCN(C=C)C1=0

CC=CC=CC(=0)0C(C)(C)C

CCC(CC)(CC)OC(=0)C=CC=C

CCCC(CCC)(CCC)C(=0)0C=C

ccc(cc)(cc)oc=C

C=CB1INBNBN1

C=Cclcccc20C0cl12

C=CS(=0)clcccecl

c:c:c(0OC=C):c:c IC#Cclcccccl
CC(0)C(0C(C)=0)C=C COC1C=CC=CC10C(C)=0
FC(F)(F)clccceclCHC C[Si](C)(C)clccceclCHC
OCCcCc#C Cclccec(C)c1CHC

C[Ge](C)(C)clccccclCHC

[SiH3]Cclccceccl1CHC

Fclcc(F)c(F)c(CHC)c1F

[SiH3]c1ccec(c1)CHCclcccecl

[GeH3]clccec(c1)CHCclcccecl

CCCC(CH#C)[Sil(C)(C)cC

CCCC(CHO)[SII(C)(C)c(:c):c

CCCSCHCC

C=COC(=0)C=Cclcccccl

Cclcc(C#C)c(o1)C(F)(F)F

Cclcc(CH#C)c(C)s1

Cclec(CHC)c(s1)C(F)(F)F

CCOP(=0)(0CC)C(=C)C(=C)P(0)(0)=0

CCOP(=0)(0CC)C(=C)C(=C)P(=0)(0C)OC

COP(=0)(0C)C(=C)C(=C)P(=0)(Oc(:c):c)Oc(

:c):c

OP(0)(=0)C(=C)C(=C)P(=0)(Oc(:c:c):c:c)Oc

(:c:c):cic

CCCCcHC

CCCCCHCCHC

COC(=0)C(=Cclcccccl)CHN

CCCOC(=0)NC(=0)0C

CC(=C)C1=CC(=0)0C1=0

COC(=0)C(C)=CC(C)=C

COC(=0)C(C)=CC=C

CC=CC=C(C)C(0)=0

CCCC(C)(0[si](C)(c)c)C=C

c:c:c(:c:c)C(=C)C(=C)clcccecl

cc(o)occ=C

CCN(CC)C(C=C)N(CC)CC

CCCNC(=0)0C=C

CNC(=0)0C=C

CCC(=0)0CC=C

OC1(C#C)c(:c:c)c(:c)-c(:c)cl:c:c

c:c(:c)COC(=0)C=CC=C

CCOC(=0)C=CC=CC(0)=0
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c:c:c(OC(=0)clccccclCH#C):c:c

Cclcec(C(0)=0)c(c1)CHC

CCCSC(=0)C=C

CCC(C)SC(=0)C=C

CC(C)CSC(=0)C=C

C(=Nclccceel)clcceecl

CC(=C)c(=0)0c1ccecl

CC(F)(F)C(F)(F)OC(=0)C=C

C=CC(=0)N1C(=C)C=CC1=C

c:c:c1n(C(=0)C=C)c(:c:c)c(:c)cl:c

CNC(C)(C)CC(C)=0

CCC(C)(C)NC(=0)C=C

CCN(CC(C)0)C(=0)C=C

CC(=C)C(=0)OCCH#N

OCCN1C(=0)NC(=0)C=C1C#N

CN1C(=0)NC(=0)C=C1C#N

CC(C)(C)OC(=0)C=CC(0)=0

CC(C)(C)OC(=0)C=CC(=0)OC(C)(C)C

CCC(C)(C)OC(=0)C=CC(0)=0

CC(=C)C(=0)0c(:c:c):c([NH3+]):c

COclccceccl[N+]([O-])=0

C=CC(=0)NC1CC1

CC(=C)C(=0)NC1CCl

C=CC(=0)N1CCCCl

COC(0OC(=0)C=C)C(F)(F)F

COC(0C(=0)C(C)=C)C(F)(F)F

CC(=C)C(=0)0OCc(:c):[se]

0OCCOC(=0)CC(=C)C(0)=0

0CCOC(=0)C(=C)CC(0)=0

Brc(:c):c(OC(=0)C=C):c(Br):c

c:c(:0)COC(=0)C=C

c:c(:c)NC(=0)C=C

c:c:.c(NC(=0)C=C):c:c

0=C1c2ccccc2C(=0)c2cccecl2

Nclccc2C(=0)c3ccccc3C(=0)c2cl

CC(=C)C(=0)0c(:c(C):c):c(C):c

c:c:c(:c:c)C(CHN)=C(CH#N)C#HN

N#CC(C#N)=C(C#N)clcccccl

CCC(CC)(CC)OC(=0)C=CC(0)=0

CC(C)OC(=0)C=CC(0)=0

CC(C)OC(=0)C=CC(=0)0C(C)(C)C

COC(=0)CC(=C)C(=0)OC(C)(C)C

CCC(CC)(CC)OC(=0)CC(=C)C(0)=0

CCC(CC)(CC)OC(=0)C(=C)CC(0)=0

CC(C)OC(=0)CC(=C)C(0)=0

CC(C)OC(=0)C(=C)CC(0)=0

CCC(C)(C)OC(=0)C=CC

CC1CCCC10C(=0)C(C)=C

CC(=C)c(=0)0C1cccl

CCC(CC)(CC)OC(=0)Cc=CC

Cc(:c):c(N(CC=C)C(=0)C=C):c(C):c

CCN(CC=C)C(C)=0

C=CCN(CC=C)C(=0)C=C

Cclsc(N=Nc2cccee2)c(CHN)c1C

Cclc(C)c(scIN)C#N

Cclsc(N=N)c(C#N)c1C

cccoc(=o0)c(c)cl

CCCOS(=0)(=0)CC12CCC(CC1=0)C2(C)C

CC1(C)C2CCC1(CS(0)(=0)=0)C(=0)C2

CCC(OC(=0)C(C)=C)C(C)Cl

CC(C)(C)OC(=0)Oc(:c:c):c:c

CC(C)CNC(=0)C=C

FC(F)(F)CNC(=0)C=C

CC(=0)NC(=0)C=C

OCCNC(=0)C=C

CNC(C)(C)CS(N)(=0)=0

CC(C)(CS)NC(=0)C=C

CC(NC(=0)clcccecl)c(:c):c

ClcCcOC(=0)C=C

BrCCOC(=0)C=C

CCCN(CCO)C(=0)NCC(C)O

CCCNC(=0)N(CCO)CC(C)O

CC(=Cclcccecl)clcccecl

Cc(:c):c(NC(=0)C=C):c:c
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CC(=C)C(=0)0CC=C

CC1(C)OCC(01)C(=0)O0c(:c:c):c:c

ON(C(=0)C=C)c(:c:c):c:c

Cc(:c):c(:c:c)N(O)C(=0)C=C

[2H]C([2H])=C(C(=0)OC([2H])([2H])[2H])C(
[2H])([2H])[2H]

OCC(CO)(CO)NC(=0)C=C

CCN(CC(=0)NC(CO)(C0)CO)C(C)=0

NC(=0)CN(CC(N)=0)C(=0)C=C

C=CC(=0)N1CCNCC1

Oclccec(c1)C(=0)O0c(:c:c):c:c

COclccc(O)ccl[N+]([O-])=0

Oclccec(c1)C(=0)clcccecl

CCCCS(=0)(=0)O[Na]

COCCS(=0)(=0)O[Na]

CC(C)(C)CcOC(=0)c1ccececd

CNclcceeclC(0)=0

OCCN1CCCC1=0

CCCN1CCCC1=0

CC(=C)C(=0)N1CCCC1=0

CC1CCC(=0)N10C(C)=0

CC(=0)ON1C(CCC1=0)C(0)=0

CON1C(CCC1=0)C(=0)0CCO

CC1CCC(=0O)N10C(=O)C(F)(F)F

CC(=0)clccccc1O

CCOC(=0)C(=Cc(:c):s)C#N

CCOC(=0)C(=Cclcce(C)s1)CH#N

Cclcec(s1)C(=0)clccc(N)sl

Brclccec(c1)C(=0)Oc(:c:c):c:c

c:c:c(OC(=0)clccec(:c)cl):c:c

clc(oc(=0)c=C)c(cl)(cl)Cl

Fc(:c):c(OC(=0)C=C):c(F):c

CC(=C)C(=0)Oc(:c(F):c):c(F):c

OclccceclC=Nclcccccl

c:c:c(:c:c)C(=0)C=Cclcccccl

c:c(:c)C=CC(=0)clcccecl

[NH3+]c(:c):c(NN=Cclcccc(:c)cl):c:c

NNclccc([NH3+])cc1[N+]([O-])=0

CCCCC(=C)C(=0)0C

CC(=0)NCP(0)(0)=0

OP(0)(=0)CNC(=0)C=C

COC1(C)CCOC(=0)C1

CNCCC(0)=0

CNC(C)(C)CS(0)(=0)=0

CCC(CC)OC(=0)C=CC(0)=0

CC(C)OC(=0)C=CC(=0)0C(C)C

[O-][N+](=0O)clccec(:c)cl

c:clccec(C=Cc2cccc(:c)n2)cl

[O-]1[N+](=0O)clccec(:0)cl

Cclccec(c1)N=Nclcccecl

CC(F)(F)CNC(=0)C=C

Clclcec(Cl)c(c1)N=Nclcccccl

cc(=C)c(=0)occ(cl)(cncl

[O-][N+](=0)clcccecclC=Cclcceecl

[NH3+]clcce(C=C)c(c1)[N+]([O-])=0

CC1(C)Cc(=C)C=C(C1)C=Cclcccccl

CC1(C)CC(C=Cc(:c):c)=CC(C1)=C(CH#N)C#N

O=P(clcccecl)(cleccecl)cleccecl

CC(C)C(C)(0C(=0)C(C)=C)C(C)C

CCOP(=0)(CC10CC0O1)0CC

CCOP(=0)(CC(0C)0C)0CC

CC(=C)C(=0)0C(CO)CO

CCNC(=0)C1=Cc2ccccc20C1=0

OCCNC(=0)C1=Cc(:c)cOC1=0

CNC(=0)C1=Cc(:c)c(0C1=0):c:c

CC(C)(C)CNC(=0)0CCO

CCC(CC)NC(=0)N1CCCCCC1=0

CNC(=0)N1CCCCCC1=0

CC(=0)COC(=0)C(C)=C

CC(=0)0CC(=0)clccececl

COC(C)OC(=0)C(C)=C

CCC(0C)OC(=0)C(C)=C

N#CclcccccIN=Nclcccccl

S-2



Cclccc(N=N)c(c1)C#N

Cclccec(c1)CHN

[Li]OS(=0)(=0)CCCC

[Li]OC(=0)CCCO

CC(=C)C(=0)0c(:c(:c):c):c(:c):c

CCOC(=0)C1=Cc2ccccc20C1=0

0CCOC(=0)C1=Cc(:c)cOC1=0

COC(=0)C1=Cc(:c)c(0C1=0):c:c

c:c:c(OC(=0)C=Cc(:c):c):c:c

c:c(:c)C(C(=0)C=Cclccccel)c(:c):c

c:c:c1C(C(=0)C=Cc(:c):c)c(:c:c)c(:c)Ccl:c

CCl1c2cccec2C(=0)c2cccccl2

c:c:c10C(=0)C=Ccl:c

Oclccc20C(=0)C=Cc2c1

CNC(C)(C)CS(=0)(=0)0[Na]

CSCOC(=0)C(C)=C

CC(O)CN1C(=0)c2cccec2C1=0

c:c:c(NS(=0)(=0)clcccecl):n:c

CC(=C)COC(=0)C(C)=C

CC(=0)0CC1=C(C)C2(C)C(C)=C(C)C12C

CC1=C(C)C2(C)C(CO)=C(C)C12C

[Na]OS(=0)(=0)N=Nc(:c):c

[Na]OS(=0)(=0)N=Nclcccccl

CC(F)(F)C(F)(F)C(F)(F)c(=0)occo

CN(CCO)S(=0)(=0)CCC(C)(F)F

c:clccec(C=C(C#N)c2cccec2)cl

c:c:c(:c:c)C(=Cc(:c):c)C#N

c:clccec(c1)N=Nclcccecl

Oclccec(C=CC(=0)c(:c:c):c:c)cl

COclccc(C)ec1C(=0)clccccecl

Cclccec(C=C(C#N)c2cccec2)cl

CCCCC(=0)0Oc(:c:c):c:c

0CcC1coc(=0)o1

c:c(:c)COC(=0)clcceecl

CC(=C)C(=0)0Cc(:c):[nH2]

OclcccecclC=NNclnccsl

CNC(NC(=0)NCCO)=NC

CNC(=0)NC1=NC(=0)C=C(C)N1

CNC1=NC(=0)C=C(C)N1

Clc(:c):c(NC(=0)C=C):c:c

[NH3+]CCCS([O-])(=0)=0

0CCOC(=0)CCn(:c):c

CC(=C)C(=0)OCC(N)=0

CC(=0)0OCC(=0)Ncicconl

clccc(ccl)N=Nclccnecl

0C(=0)C(=C)cc(=0)occcl

0C(=0)CC(=C)C(=0)0ccCl

CC(=0)OCC(=0)Nc(:c:c):c:c

CC(=C)C(=0)OC[SiH3]

CC(=C)C(=0)OC[Si](C)(C)C

CC(=0)0CC(=0)N1CCOCCL

CC(=0)0CC(=0)N1CCCCl

CCC(CC)(CC)NC(=0)C=C

Brclccec(C=CC(=0)c(:c:c):c:c)cl

CclccececcIN=Nclcccecl

C=C1SC(N=Nc2ccccc2)=NC1=C

[O-][N+](=0O)clccec(:s)cl

CS(=0)(=0)clcccecl

CCCCS([0-])(=0)=0

CCCccHCC

CCCC(C)C=C(C)C

CC(C)=C1C=CC2cc=Ccce12

C1Cc2ccccc2C=C1

C#CC12CC3Cc(cc(c3)cr)e2

CCCC(C)(C)cHC

0O=CC1Cccccic=0

ccc(c)cc=0

CCC(CC=0)c(:c):c

c:c(:c)C1COoC(=C)01

COCC(=C)C(0)=0

CCOCC(=C)C(0)=0

COC(F)(F)C(F)(F)C(F)=C(F)F

COCOC=C(F)F

FC(F)=C1OC(F)(F)C(F)(O1)C(F)(F)F

S-2



c:c:.c(CN=C=0):c:c

Cclccec(c1)N=C=0

CC(C)(C)N(CC=C)C(=0)C=C

c:c:c(:c:c)N=C=S

S=C=Nclcccccl C=NCCN=C=0
OCCN1C(=0)C=CC1=0 CCCN1C(=0)Cc=CC1=0
CC(=C)C(=0)0oC(=0)C=C N#Cclccnccl

N#Cclccencl

CCN(CC)CP(0)(0)=0

CCN(CP)CC=C

CCN(CC)C(P(0)(0)=0)P(0)(0)=0

CCN(CC=C)C(P)P

CCOC(=0)C(F)=C

FC(=C)C(=0)OCC(F)(F)F

CC(F)(F)COC(=0)C(F)=C

CCCOC(=0)C(F)=C

FC(F)=C(F)OCC(F)(F)F

COC(F)(F)C(F)(F)S(O)(=0)=0

FC(F)=C(F)OC(F)(F)C(F)(F)S

OP(0)(=0)C(F)(F)C(F)=C(F)F

C#HCclccceclC#Cclccccecl

Cclcec(CH#HC)c(c1)CH#HCclccccecl

Oclccc(CHC)c(c1)CHCclcccecl

CC(C)OC(=0)C(F)=C

FC(=C)C(=0)OC(C(F)(F)F)C(F)(F)F

FC(F)=C(F)OC(F)(C(F)(F)F)C(F)(F)F

CC(O)(F)C(F)(F)OC(F)=C(F)F

COC(F)(F)C(F)(F)S(F)(=0)=0

CN(C)P(=0)(Oc(:c:c):c:c)C=C

[CH2-][Fe++][c-]1ccecclC=C

c:c(:[cH2-])COC(=0)C=C

CC(=C)C(=0)0Cc(:c):[cH2-]

Cc1cca2c3cc(c=c3)c2c1

C1cca2ccicicscc(c=c3)c21

C[Si](C)(O)O[Si](C)(C)C=Cclcccecl

C[Si](C)(C)O[Si](C)(a[si](C)(c)C)C=Cclcccc
cl

C[siJ(C)(C)o[si](O[si](C)(C)C)(O[Si](C)(C)C)
C=Cclcccccl

C=CCnlccenl

c:c:c(:c:c)P(=S)(C=C)c(:c:c):c:c

C=CP(=S)(clcccccl)clcccecl

[CH2-][Fe++][c-]1cccclCHC

C=COC(=0)C12CC3CC(CC(C3)C1)C2

CCC(CC=C)O[SiH3]

c:c:cln(C=C)nncl:c

FC(F)(F)C(OC(=0)C=C)(C(F)(F)F)C(F)(F)F

CC(0C(=0)C(C)=C)C(0)=0

CC(0C(C)=0)C(=0)0c(:c:c):c:c

0OCcC1(co)cecaccic=C2

CC(C)(N=C=0)c(:c:c):c:c

0C(=0)C(=C)CC(=0)0Cc1CCCl

0C(=0)CC(=C)C(=0)0Cc1CCCl

CC(0)CC(=0)C(C)=C

CC(=C)C(=0)CC(0)CN

CCN(cc)cc([o-])=0

[NH3+]CCOC(=0)C=C

[NH3+]CCOC([O-])=C(C#N)CHN

[NH3+]CCOP([O-])(=0)OCCO

CCCCC(=0)0CCC

CCCOP([0-])(=0)OCC[NH3+]

0O=N(=0)cl1cccccl

CICC=Cclcccecl

C1CcC2CcC1c1cc=CC21

C(=Cclcccenl)cleececl

COC(=0)C(=C)CCH#N

CCCC(C)(0)C=C

NCCN1C(=0)C=CC1=0

Nclccec(c1)C(0)=0

CIC1=CC(=0)N(c(:c):c)C1=0

CIC1=CC(=0O)N(c(:c:c):c:c)C1=0
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Clc(:c):c(:c:c)N1C(=0)C=CC1=0

CCC(C=C)=NC(=0)OCC(C)N

CCOC(=0)N=C1CC=C(N)C=C1

CN=C1CC=C(C=C1)N1C(=0)C=CC1=0

0]

0C(=0)N=C1CC=C(C=C1)N1C(=0)C=CC1=

CC=C(C=C)N1C(=0)C=CC1=0

CC(=C)NC(=0)OCCN

COC(=0)NC(C)=C

[O-][N+](=0)clccec(:[nH2])c1

B. Ring Opening: Ring Bond Opening Descriptors (SMILES Format)

Walk O Descriptors

C=N c:s PS CpP co

CS CC Cc=C SS N=S

NP N=P NS CHC CN
C[SiH3] O[SiH3] [SiH3][SiH3] oS Cc=0

oP c:[nH2] N[SiH3] C[SiH2] C[GeH3]
Walk 1 Descriptors

C1C2CC12 CN(C)C(C)=0 CCN=C COC=N
c:cicis CN(C)C(N)=0 coc(c)(c)o NCCO
CN(C)co CC(C)N(C)C CCccP COC(N)=0
ccoc CN(C)c(c)(C)C CC(C)(N)C(N)=0 NCCN
ccc(c)c CCN(C)C c1coc1 CC(N)C(N)=0
coc(c)o CCcf(:c):c CC(C)=C(C)C CNC(N)=0
CCCsS Ccco Ccoc(c)c Cccc=C

CCccC Cc=CC CCNC CCc(c)o
CC(O)CN cicc=C1 Cc(o)co CCCN
C1CNC1 NC(=0)CO NCC(0)=0 CCC(0)=0
CNC(0)=0 0occo CN(C)C(0)=S CCC(N)=0
cc1(c)ccl cclce=C1 cc(c)c=C cc1(c)cci(c)c
cciccl CCi12Cc1c2 OC(=C)C=C C=CC=C
CC(=C)C=C cc=c(c)C CCC(C)=C CIC(=C)C=C
c1co1 ccicol cc1(c)col CC(=C)C(0)=C
OC(=C)C(Cl)=C c:c:c(:c):c Oc(:c):c(:c):c c:c(:c):c(:c):c
FC(=C)C(F)=C CC(=C)C(F)=C FC1(F)CO1 cc1(c)cocl
CCc(c)(c)c C=C10C=C1 COc(:c):c Coco
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0OCCS CCSS CSSC COC(C)=0
0C(=0)c(:c):c 0CC(0)=0 0C(=C)C(0)=C 0C(=0)C(0)=0
CC(C)c(0)=0 cciccol ccicoct 0Cc(:c):c
CCS(C)(=0)=0 CCSC 0Cc1cocl ccc(o)o
cc(c)(c)co c1cs1 C1CSS1 SCCS

CSSS SSSS CCics: c1csca
Ccci(c)csca CC1(c)cs: CC1ccs: OC(=0)CS
SCc(:c):c CSc(:c):c SC(=C)C=C CCc(:c):s
Cc(:s):c:c Cc(:c):s:c NS(Cl)=NP CIP(CI)(=N)N=S
NP(CI)(Cl)=NP CIP(Cl)(=N)N=P NP(CI)(CI)=NS CIS(=N)N=P
0occ=C OCC#C CC#HCC CC(=C)C(C)=C
OC(=0)C=C Ccc(c)co Cc(c)c(c)c c:c(:c)-c(:c):c
0=C1CCo1 CNC(C)=0 CNc(:c):c NC(=C)C=C
CS(=0)(=0)c(:c):c  |NC(=0)c(:c):c CSC(C)=0 CCC(S)=0
C=C1Cco1 CC1(c)coci=C 0O=C1CCN1 CC1(C)CNC1
CNC(C)C CC(N)C(0)=0 CCC(N)=S CNC(C)=S
CNC(C)O CCC(N)O CC(0)C(N)=0 COC(C)N
CCC(C)N CN(C)C(0)=0 CC(C)(C)c(:c):c COC(S)=0
CSC(0)=0 COC(0)=0 C1CN1 CN1CC1
CN=C(C)O COC(C)=N C[Si]1(C)C[SiH2]C1 [C[Si]1(C)CcCC1
C1C[SiH2]C1 [SiH3]C(=C)C=C C[Si](C)(O)O[SiH3] |C[Si](O)(O)O[SiH3]

C[Si]1(C)[SiH2][SiH2]

, cc[sil(c)(c)C [SiH3]CC=C SOc(:c):c
[Si]1(C)C
COS(C)(=0)=0 0S(=0)(=0)c(:c):c  |0=S1(=0)ccc1 0=S1(=0)CC1
CC(=C)c(Cl)=C BrC(=C)C=C CC(=C)C(Br)=C CC(F)(F)c(:c):c
CC(F)(F)C(C)(F)F Ccccl(c)cca CC(C)c(C)=C Cc(c)c(q)(c)c
CC(C)C(C)(F)F CC(C)(C)C(C)(F)F  |cC(C)C(C)(O)F CC(O)(F)C(C)(F)F
CCC(C)(C)[SiH3] CC(C)C(C)(C)[SiH3] |c=Cc1cc=C1 cc(c)(c)c=C
CC1(F)CcO1 CC(=0)C=C C=CC=0 c:c:oic
Cc(:c):0:c Ccc(c)(o)o CC(C)C(N)=0 COP(0O)(0)=0
Cccorp Cc=Co coc=C CC(=C)C(0)=0
CC(C)=C(C)N CCC(N)=C CC1(C)CCN1 CC1CCN1
CCINCC1(C)C CC1(C)CNC1(C)C ccc(e)(cnal CC(CI)(CI)C(N)=0
CC(=C)C(N)=C coc(c)(cycl cc(o)(cnc(e)o)cl |cc(eyc(e)o)cl
CN=CO Cn(:c):c(:c):c c:c:c(:c):[nH2] c:c(:c):c(:c):[nH2]

CN1[SiH2]N[Si]1(C)C

CN1[SiH2]C[Si]1(C)C

CISi]1(C)C[SiH2]N1

c.c:s:ic

Cc(:c):c:s

COCN

NCc(:c):c

C1[SiH2]C[SiH2]1
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CSITLCISIHICL CISiI(C)([SiH3])O[SiH |C[Si](C)(O)[Sil(C)(C) C[si]1(C)cC=Cl
3] o)
c:c1C[SiH2]c1 C[Si]1(C)Cecl:c C=C1C[SiH2]C1=C  |[SiH3]Cc(:c):c
CCC[SiH3] CC(=C)C[SiH3] C[Si](C)([SiH3])C#C |[SiH3]CHC[SiH3]
C[Si](C)(C)[Si](C)(C)C |cC1C[SiH2]C1 Ce(:c):c(:c):c Cc[si](c)(0)o
[SiH3]CC[SiH3] CC[Si](C)(C)O C[Si](C)(C)O[SiH3]  |CCC(C)[SiH3]
[SiH3]c(:c):c(:c):c CCsp CSP(C)C CCP(C)S
PC(=C)C=C CC[Ge](C)(C)C [GeH3]CC=C COC(N)=S
C[Si]12(Cl)C[SiH2]C1 [C[Si]1(0)CCC1 CC(C)c(:c):c NSN=S
SN=S=N
Walk 2 Descriptors
Cclcccecl clccceecl Ci1cccccl
CC=C(C(0)=0)C(=C(C)N)C(O
CCN1CCNCC1 Ccc(o)cicol =0
CN1COcc(:c)C1 cciccccol CCCCC(N)=C
CN1CCN(C)cC1 C1COC=NC1 c:c:c1C2C=CC(C=C2)cl:c
ccicc=ccl cc1occ(c)(c)col CC1(Cl)CoC(=0)01
clccocl C1COC=CC1 CCCINCOC1=0
CC1=C(C2C=CC1C=C2)C(0)=
Ccccilocccol OC(=0)N1CCNCC1 o
0Cc1(co)jcococa Ccccc(c)o CCcc=C(C)C
NC1CCCCOo1 C1CCNC1 cciccc(c)ol
CNCCc(C)C Cclcec(C)sl C1CN=CO01
0=C1CNC(=0)01 Ccclocice Cc(cycicee=cca
CCcc1ocic Cclcescl CCl12cccec(ceca)e2
ciccaoczct cicce=cc1 [SiH3]C1CCCCC1
CCC1INC(=0)0C1=0 clccacceeice2 clccacceceie2
C1C0CO01 C1C2CC3CcC12cccs COclcccecl
[SiH3]clcccecl COC1(F)C2CC(C=C2)C1(F)F |CCC=C(C(C)=C)C(0)=0
Cc10cCc11cococ Nclcccecl CN1CcCCC1
Sclcccecl CIC120C0C1(Cl)c1ccac=C1|c1ceac=ccic=C2
Oclccc(O)ccl OC(=N)clcescl FC1(F)CC2CC1C=C2
CC=Ccc(0)=0 Cci(c)occol C1CCspPC1
Pclcccecl Ccl0cc1iccee=cca CCl2ccc(c1)c=C2
Clclccccecl Cci(c)cecaccic=c2 Cclccesl
CCc=Cccc C1cpPscl Cccce=C
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OcCc1cceaccic=c2 coccco CCC1=NCCO1
CCNC(=0)0C 0Occ1(co)coca Cccicccol
clcescl C1Ccaccic=C2 CCCCNC
Ccccoc 0=C1CCCN1 COCCN(C)C
C1CNCOC1 CN(C)CcCc(0)=0 CN1cCcocC1
COCCc(:c):c CC1=CcCccC1 ciccoc:
OCccco CCCC=CC ccicei(c)c
CCCCc(:c):c CCCCCN CCcces
Cccccco c:c(:c)CCc(:c):c CCcccc
Ccccc(e)c cicc=Cc1 CCcc(c)c=C
CCC=Cc(C)C CCc(c)c=CccC N#CC12CC1C2
Cclccec(O)ccl CC(=C)clcccecl c:c(:c)C1=CcCcc1
Cccciococ(c)o1 Clccico1l BrCC1CO1
FCC1cCO1 CCcico1 C=CC1c01
Ccci(ccnco1 Cc(c)(c)cicol OcCc1co1
Oclcccecl CclccceclO OclccccclCl
Clclcccec(Cl)cl Oclccc(Cl)cclcl COclc(Cl)ccecldl
COclccccecl:c c:clccccecl c:c:cleceecl:c

COclcccec(:c)cl:c:c

Oclccec(:c)ecl

Oclccec(:c)c(:c:c)cl

COclccec(:c)cl CC(C)clccceclO OCC1(CO1)c(:c):c
CC1(C0O1)clcceecl FC(F)(F)clcccecl Fclccc(F)c(F)c1F
Cclccc(F)c(F)c1F CC1(CO1)clc(F)ccc(F)clF |CC10CIC
Cc1oci(c)c cci(c)oca(c)c FC1(F)OC1(F)F
clcci(cclcoc FCC1(CF)COC1 Icc1(clcoc
BrCC1(CBr)COC1 CCCOCC CCicccccl
Cl0cCc11cccec CCci(cc)coc Ol1c2cclcec2
CCCOc(:c):c CCOc(:c:c):c:c Cccoco
CCoCoC COCCSS CSSCCo

CCSSCC CCOCCs CCCC(=0)ocC
CCCcCc(0)=0 CCOC(=0)CC CC(=0)occo
coccoc ccocco CCOC(=0)c(:c):c
COC(=0)c(:c:c):c:c OC(=0)clcccecl c:c:c(Oc(:c):c):c:c
OCCOc(:c):c CCCocC(C)=0 Cc(o)ccc(o)=0
Cccccicccol CCC(=0)0oc(C)=0 ccciccc(c)ol
COCC(=0)0C OC(=0)COc(:c):c CC(=0)0cC(=0)co
CC(=0)0C(=0)c(:c):c 0OCOc(:c:c):c:c COCOc(:c):c
COclcc(C)cecclO COclccceclO COclcceec10C
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CCOc(:c:c):c(0):c

CCOC(=0)C(0)=0

COC(=0)C(=0)0C

COC(=0)CC(0)=0

COC(=0)C(C)C(0)=0

CCOC(=0)C(C)C

CCC(C(0)=0)C(=0)0C 0C(=0)CCC(0)=0 ccci(cclcoct
CCcc10c1c cc(c)c1col CCOCC(0)=0
CCOoC(=0)co Cclccece(C)ecl OCclcccccl
COCc(:c:c):c:c CCOCc(:c):c Clcci(cclco1
cclocical CCCCs(C)(=0)=0 CCCS(=0)(=0)ccC
CCCcCscC CCcscc CCclcccccl
CCCc(:c:c):c:c c:c:c(Cc(:c):c):c:c coc(c)cco
coccc(c)o CC(C)oc(=0)co Cccc(cyoc(c)=0
Ccccc(o)o CCcc(oc)oc Cc(c)(c)cicoce
ccci(c)coct CCc1(co)cocl NCC1CO1
C1CSSSS1 cc(c)(c)c1cst CC1Scic
CCC1Cs1 0OCC1Cs1 C1CSsSsC1
CCci(c)csca C1CCsC1 C1CCSsC1
CCCCSS CCCSSC SCCCCS

CCSCCS CSCCSC CCCSSS

CCSSSS CSSSsC COC(=0)CCS
CSCCC(0)=0 COC(=0)csC CCSCC(0)=0
CC(=0)0oc(=0)cs CSSCc(:c):c SSCc(:c:c):c:c
SCclcccecl CCCSc(:c):c CCSc(:c:c):c:c
CSclcceecl Sclcec(S)ccl CCSCc(:c):c
CSCc(:c:c):c:c Cclcec(S)ccl c:c:c(Sc(:c):c):cic
SCCSc(:c):c OC(=0)CCc(:c):s CCCclccesl
CCclccesl CCclccc(C)s1 Ccc(c)cics1
cocc(c)oc CC(0)COoC(C)=0 CCC(=0)0C(C)C

CC(C0O)OC(C)=0

CIS1=NP(CI)(Cl)=NP=N1

CIP1(Cl)=NP(Cl)(Cl)=N[S]=N

1
CIS1=NP=NP(CI)(Cl)=N1 0=C10CCOC1=0 0=C1C0CCO1
cicocco1l Cclcec(:c)ecl Cclccec(:c)c(:c:c)cl
OC(=0)clccec(:c)cl CC(=0)0occ=C cocc=Cc
0CC=CCOo CC(=0)OocCcHC COCC#HCC
OCCH#CCO COC(=0)c(:c:c):c(C):c Cclcceecl1C(0)=0
c:c(:c)OC(=0)c(:c):c CC(=0)0Oc(:c:c):c:c 0=C1ccco1l
0=C1cccceol ciccocct CCOC(=0)C=C
COC(=0)c=CC 0C(=0)Cc=CC(0)=0 cocc(c)c(e)c
CC(C)COC(C)=0 cc(co)c(c)co CCc(coc)c(c)C
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CCC(Co)c(cc)co cocc(c(c)c)c(c)c CC(c)c(co)c(co)c(c)c
Cclcc(O)cec10 c:c(:c)-clcccecl c:c:c(:c:c)-c(:c:c):c:c
CC(=0)O0c(:c:c):c(C):c CC1(C)CcOoC1=0 CC1COC1=0
CCC(=0)O0c(:c):c ccce(c)ee Cc(c)cec(o)=0
COC(=0)cc(C)C CCC(C)CC(0)=0 CCCC(=0)NC
CCCCC(N)=0 CCNC(=0)CC CCCNC(C)=0
CCC(=0)Nc(:c):c CC(=0)Nc(:c:c):c:c CNclcccecl
Cclccc(N)ccl COC(=0)Cc(:c):c OC(=0)Cc(:c:c):c:c

CS(=0)(=0)ciccccecl

CCS(=0)(=0)c(:c:c):c:c

CCCS(=0)(=0)c(:c):c

c:c:c(:c:c)S(=0)(=0)c(:c):c

CS(=0)(=0)Cc(:c:c):c:c

CCS(=0)(=0)Cc(:c):c

CCNC(=0)c(:c):c

CNC(=0)c(:c:c):c:c

NC(=0)clcccecl

0C(=0)CCCS CICC1(CCl)COC1=0 CCC1(cc)coc1=0
cc(cl)(clyc1cc(=0)01 CC1cc(=0)01 CCC(C)CCS

Cscce(c)e CCCSC(C)=0 CCSCc(=0)CC
CCCC(=0)SC Cc(c)cec(s)=0 0C(=0)CCc(:c):c
0CCc(:c:c):c:c COC(=0)CCN CCCN(cC)CC
CCicoccol CC1COoC(=0)c0o1 CC1CocCc(=0)01
cocc(c)(cyco CC(=0)0occ(c)(c)c CC(C)OC(=0)c(:c):c
cocc(co)(ccrccl CC(=0)OCc(:c):c Ccc(cycco
Coccc(c)c CCcc(c)oc CCcc(c)c(o)=0
CCC(C)c(=0)ocC CC(C)OC(=0)c(C)C CC(C)=C10cC(=0)Cc1(C)C
CC1(C)c(=C)0ocCc1=0 Cclcec(C)c(C)cl Cclcceecl-c(:c):c
Cc(:c):c(:c:c)-c(:c:c):c(C):c  |CC1(C)CNC1=0 CC1COC(=0)N1
CCCC(=S)NC CCCCC(N)=S CCCNC(C)=S
CCNC(=S)CC CNCC(C)OC CC(O)CNC(C)=0
CNC(=0)CC(C)0 COC(C)CC(N)=0 ccc(c)oc(c)c
CC(C)OC(C)CN CC(C)C1INC(=0)0C1=0 CC(C)C1INCOC1=0
CC1NC(=0)c(c)o1 CCCINC(=0)CO1 C1NC2CCCC102
CCC10CNC1=0 CCCC(C)NC CCCCC(C)N
CCC(=0)NC(C)C CCC(C)NC(C)=0 CCOC(=0O)N(C)C
NC(=0)OCCO CCN(CC)C(=0)0cC 0O=C1NCCN1
C1CNCN1 CCN1C(=0)NC(=0)C1(C)C |CC1(C)CNC(=0O)N1CCOo
CC(=0)OCCN OCCN1C(=0)CNC1=0 CCN1C(=0)CN(C)C1=0

CCN1C(=0)N(C)CC1(C)C

CCN1C(=0)NC(C)(C)C1=0

CN1CN(C)C(C)(C)C1=0

CC(C)C1N(C)CN(C)C1=0

CC(N)c1cceec

CCN1C(C(C)C)C(=0)NC1=0

CC1CNC(=0)N1CCO

CCN1C(=0)NC(C)C1=0

CCN1C(C)CN(C)C1=0
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CCN1C(=0)NC(=0)C1(c(:c):c

)e(:c):c

CN1CN(C)C(c(:c):c)(c(:c):c)C
1=0

CC(C)(N)clcccecl

CC(C)(c(:c):c)c(:c:c):c:c CC(C)(C)clcceecl C=C1C=CC(=0)0C1=0
c:c:clccCOC1=0 CCOC(=0)SC CCCOC(S)=0
COC(=0)SC(0)=0 CCOC(=0)0C CCCOC(0)=0
OC(=0)0Cc(:c):c CC(=0)N1CC1 CC1=NCCO1
CCC1=Nccco1l CC1=NcCcco1 OC(=N)c1ccccece

OC(=N)clcccecl

CC(F)(F)C1=NCCCO1

CC(C)(C)C1=NCCCOo1

clc(Cl)c1=NCCo1

clc(cl)(cl)c1=Ncco1

C[Si]1(C)C[Si](C)(C)C1

C[Si](C)(C)clcceecl

c:c(:c)[Si]1(CCC)c(:c):c

CISi](C)(O)O[Si](C)(C)O[SiH3

CISi]1(C)O[SiH2]O[Si](C)(C)
01

CISi]1(C)O[SiH2]O[Si](C)(01

)e(:c):c

C[Si](0)(O)clccececl

CIsil(C)(O)o[si}(C)(O[siH3])

c(:c):c

CIsil(C)(O)o[sil(C)(O[siH3])
O[SiH3]

C[Si](O)(O)o[si](C)(C)O[SiH
3]

CC[Si](C)(O[SiH3])O[Si](C)(C
)0

C[Si]1(C)[Sil(C)(C)[Sil(c(:c):c
)(c(:c):c)[Si]2(c(:c):c)c(:c):c

CC[Si]1(C)O[SiH2]O[Si](C)(C
)01

C[si]1(c)cc=cc1

C1[SiH2]cc=C1

ccrsili(ce)csij(c)(c)c1

SOclcccecl

CS(=0)(=0)0c(:c:c):c:c

c:c(:c)0S(=0)(=0)c(:c):c

COS(=0)(=0)c(:c:c):c:c

0S(=0)(=0)c1cccecl

0=51(=0)CCCCl

CCC1(CC)CS(=0)(=0)C1

CC1(C)CS(=0)(=0)C1

CC1CS1(=0)=0

CCclcccc(C)cl CCCc(:c:c):c(C):c CCclccccclC
CCclcc(C)ccclC CCclccceclCC Cclccc(C)c(Cl)c1
CCclcccc(Cl)c1 CCCc(:c:c):c(Cl):c CCclccccclCl
Cclcec(C)c(Br)cl CCclccec(Br)cl CCCc(:c:c):c(Br):c
CCclccceclBr CC(F)(F)C(F)(F)c(:c:c):c:c CC(F)(F)clcccecl
FC(F)(c(:c):c)C(F)(F)c(:c):c  |CCC12CC3CC3(C1)CCC2 CCl2cc34cc3(cc(ca)cr)e2
cl1c23ccceciaccecs C1C23CC4CC12CC(C3)C4 |ccracce3cc(cescl)e2
0C(=0)C1=C(C2C=CC1C=C2
CCc12cc3cc(cescl)e2 CCl1=Cc2c=CcC1c=C2

)C(0)=0

C1=CC2C=CC1C=C2

FC(F)(F)C1(C2CC(C=C2)C1(F
)F)C(F)(F)F

FC(F)(F)C1=C(C2CCC1C=C2)
C(F)(F)F

CC1CC2C=CC1C(=C2C)C(F)(
F)F

CCl1Cc2c=Ccic(c)=Cc2

CC1=CC2C=CC1C1C=CC21

CC(C)C1c=CC1C

CC1C=CC1C

OC(=0)c1ccaccic=C2

CC1Cc2ccic=C2

OC1(F)cca2ccic=C2

N#Cclcccecl

CC1C2CCc(C=C2)C1C(0)=0

N#CC1CC2CC1C=C2

CCC1(CC2CC1C=C2)CH#N
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C[Si](C)(C)C1(CC2CC1C=C2)
CHN

CC1([SiH3])cc2ccic=C2

C[Si](C)(0)C1(CC2CC1C=C2)
CHN

[SiH3]CC1(CC2CC1C=C2)CH
N

C[Si](C)([SiH3])C1(CC2cclc
=C2)CHN

CCN1C(=0)cc(:c)C1=0

NCC1CC2CC1C=C2

CN1Cc(:c)c(:c:c)C1=0

O=C1NCc2cccccl2

CC(C)=C1c=CcC1=C C=C1C=CC1=C CC1CCC=C1
CCiccc=CC1 COC(CC(N)=0)c(:c):c CCC(OC(C)C)c(:c):c
CC(C)OC(CN)c(:c):c CNCC(0OC)c(:c):c CC(O)clcccecl
Occi(cclcoce Cci(c)cecaccecic2 Cci(cyocccol
CC1(C)ccacecice? FC(F)(F)C1(F)OC1(F)F CC1(F)OC1(F)F
Cccicoco1 CcCiccoca Cclcccol
Ccc1(co)cocl COC(=0)CCo COCCC(0)=0
CC(0)(0)CCCc(0)=0 cceci(cc)occol Ccc1(cco)occol
coccc(c)(o)o CCcc1(cc)occol COC(C)CcC(0)=0
COC(=0)CC(C)0 cc(c)occo ccoc(c)cc

CC1CCC2CN(C)C(=0)C12

0O=C1NCC2C3CC(C=C3)C12

CCN1C(=0)CC(C)C1=0

CN(C)clccceel CC1CC(=0)N(c(:c):c)C1=0 |CcCc10C1Cco
0CcC10c1co COP1(=0)occo1 OP1(=0)0CcC0o1
C1COPO1 CCci(cq)csc 0=C1CCCCS1
c1cescel CC(C)(C)Cc1CcC(=0)01 CCC1(COC1=0)c(:c):c
CCclcc(O)ccc10 CCclcccecclOC C=CCi1cc(=0)01
Cc(o)ciccce=co1 CcCiccc=co1 Ccicccol
Cciccocel COC(=0)Ccc=C CCINC(=0)Cc0oC1=0
CC1COCC(=0)N1 0=C1COCCN1 0=C1COC(=0)CN1

CCINCCOC1=0

CC1COC(C)C(=0)N1

CC10CCNC1=0

CC10C(=0)CNC1=0

CC1CNC(C)C(=0)01

CCOC(=0)C(C)=C

COC(=0)C(=C(C)N)C(C)=C

CCC(N(C)C)=C(C(C)=C)C(0)=
0

CCCC(N(C)C)=C(C)C

COC(=0)C(=CC)C(C)=C

CC(=C)N1cCcccl

0=C1CNCCO1

0C(=0)C1CC(=0)01

CCC(CCO)C(0)=0

CCCC(CC)C(0)=0

CCC1(C)CC(=0)N1

CC1(C)CC(=0)N1

CC1NC(=0)C1(C)C

CCC(C)CCN

CC(C)CCC(N)=0

CC(C)C1CC(=0)N1

CC1CC(=0)N1

CC(N)clcccecl

CC(C)CINC(=0)C1(C)C

CC1(C)C(NC1=0)c(:c):c

CC1(C)NC(=0)C1(C)C

C=CC1CC(=0)N1

CCC1CC(=0)N1 CCCC(CI)(CI)C(N)=0 cceec(e)(ccl
CCNC(=0)c(C)(cl)Cl CCC(CI)(CI)C(=0)NC 0C(=0)C1CC(=0)N1
0=C1NCCCO1 CCCNC(0)=0 NCCCCO
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CCCOC(N)=0 CCOC(=0)NC CcleccccIN
Nclccee(c1)C(F)(F)F CC1CCC2(Cl)0C(=0)0C12Cl |0C1(Cl)CC2CC1C=C2
0=C10CCo1 0=C10CCCO1 C1C0ocCocC1
cc1(c)cococl CC1(COCOC1)C(0)=0 0CC1=NCCO1
Oclccc(S)ecl CCN1ccC1 CCn1lc(:c)cc(:c)cl:c:c
Cnlccc2cccecl2 [nH2]:clcceecl C=CC1=C(C=C)C(=C)NC1=C

CN1[Si](C)(C)N(C)[Si]L(C)C

CCN1[Si](C)(C)CSi]1(C)C

CN1[Si](C)(C)CISi]1(C)C

NC(=0)C12CCCC(CCC1)C2

c1ccaccecec(cr)ez2

CCc12cccec(cecer)e2

OC(=N)clcccsl

CN1COc(:c)cC1

c:c:c10CNCcl:c

CN1COc(:c)c(C1):c:c

c:c(:c)N1COcc(:c)C1

c:c(:c)N1COoC=CC1

Cclccec(c1)C(C)(C)C

Cclcec(O)c(CN)cl

c:c(:c)C12CCCC(CCC)C2

CN1COC=CC1

C[Sil(C)(O)O[sil(c)(ccl)O[si
H3]

C[Si]1(C)C[SI(C1)(c(:c):c)c(:

c):c

C[Si](C)(O)O[Si](C)(O[SiH3])
C=C

CISi]1(C)CISI(C)(C1)c(:c):c

cIsijicisii(c)c1

C[sil1(C)o[sil(C)(C)[Sil(C)(C
)O[SiH2]1

C[Si]1(C)O[SiH2][SiH2]OI[Si]
1(C)C

CISi]1(C)CC(=C)C1=C

C[Si]1(C)Cc(:c:c)cl:c

C1[SiH2]c2cccec12

C[Si]1(C)Cc(:c)cl:c:c

C[Si]1(C)Ccc(:c)C1

C1[SiH2]Cc2cccecl2

C=C[Si]1(CC=CC1)C=C

C[Si]1(CcC=CC1)c(:c):c

C[si]1(c)cce=ccl

C1CC=CC[SiH2]1

CC1=CC|[SiH2]C1

CC[Si](CC)(C#CISIH3])[Si](C)
(C)C

CISi](C)([SiH3])C#C[Si](C)(C)
[SiH3]

CC[Si](CC)(CH#C)[Si](CC)(CC)
CHC

C[Si](C)(C)ISi](C)(CH#C[SiH3])
c(:c):c

C[Si](C)([SiH3])c1cceecl

C[Si](CHC)(c(:c):c)[Si](C)(CH
C)c(:c):c

ccic[sij(c)(c)c1

CCclccccecl:c

CCclccec(:c)cl:c:c

CC(C)clcccceclic

CC(C)clccec(:c)cl:c:c

C[Si]1(CC[SiH2]01)O[SiH3]

C[si]1(C)cc[si](c)(0)o1

C[Si]1(C)CC[SiH2]O1

[SiH3]C[Si]1(C[SiH3])CCC1

CISi]1(C[SiH3])cccl

cclsij1(c)cccl

C[Si](c)(c)c1cececca C[Si](C)(C)clcceecl:c C[Si](C)(C)clcccec(:c)cl:c:c
CP(S)clcccecl C[Ge]1(C)CC=CC1 C1[GeH2]CC=C1
CC1=Ccccc1 Nclcec([SiH3])ccl C[Si]1(CCC1)c(:c):c

C[Si]1(CC=CC1)c(:c):c

CC[Si]1(CC=CC1)c(:c):c

clc(cly(clcice(=0)o1

CCN(CCO)C(0)=0

CCCN(CC)C(0)=0

CN1CCOC1=S

S=C1INCCO1

NCclcccecl

CN1CCCOC1=S

S=C1INCCCO1

CN1CCcocC1

CC[Si]1(C)N(C)[Si](C)(C)NLC

Cc(c)[sila(c)csij(cy(cca

CC(Q)[Si11(C)CISi](C)(Cl)CL

C[si](c)(cnciceecce
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CISi]1(CC(=C)C1=C)c(:c):c

C[Si]1(Cc(:c)cl:c:c)c(:c):c

c:c:clc(:c)C[Si]2(c(:c):c)c(:c)
:C

c:c(:c)[Si]1(CC(=C)C1=C)c(:c

) C[Si]1(CCC1)O[SiH3] CC(C)clcccecl

:C

CC(C)clccecclC c:c1cC2C=CC1C=C2 CC(C)clcc(C)eeclcC
N=S=NSN=S NSN=S=NS

Walk 3 Descriptors

CCN1CCOC1=S

CC1=C(C2C=CC1Cc1C=CC21)
C(F)(F)F

CN(C)C1=C(C)c=CcccCl

0]

Cccciccc(e)o1 CCN1C(=C)C(=C)c2cccecl2 |CCACCC2C=CCC12

Cclcc(cc(c1)C(F)(F)F)C(F)(F)

. ClCccca20c2cc CClCcCcCc11coc:
CCN1C(=0O)N(cC)c(c)(c)ca=

ccc1(coc1)c(c)c cc1cec(c)(c)ccl

CC(C)CN1C(=0)c(:c)c(:c:c)C
1=0

CC1(C)coc(=0)0C1

CCCOC(=0)0CC

COC(=0)C1=C(CCCC=C1C(0
)=0)N1CCCC1

Ccocccco

Nclcc(cc(c1)C(F)(F)F)C(F)(F)
F

CC1=CCCCC(N)=C1 cocc1co1 cicccoccecl
ccccicol cccecocc CC(C)=C1C=CC1=C(C)C
C1CCCNCCl CC1COC(=0)01 0=C1CCcoccol
COCCCOc(:c):c S=C1CCCCCCN1 0=CINCCCCO1
c1ccc=cccl 0CCCCCCo cceeeccc
COC(=0)C1=C(C2C=CC1C=C
ccoccocc cceeec=ce
2)C(0)=0
COCCCOC(C)=0 CN1C(=0)c2ccccc2C1=0  |CCCC=CCCC

CCcccce=C

CCCCc=CcC

C1CCCC=CCC1

CC1CCCCcc=C1

COclccce(C)ecl

Oclccc(ccl)C1=CCCC1

c:c:c(:c:c)C1=CCCC1 Cclcec(Cl)ccl CCC10C(C)oc(ccHN)O1
Cc(c)(c)ccico c:c(:c)cico1 CCOclcccececl
COclccceeclC Cclccec(O)cl COclcccececldl
Oclccc(Cl)ecl Oclc(Cl)cc(Cl)ccicl CCOclcccec(:c)cl:icic
COC1=CC=CC(=C)C1=C Oclccec(:c:c)cl:c Oclccec2cccccl2
C=C1C=CC=CC1=C Oc(:c):clccceclic CCOC1=CC(=C)C(=C)C=C1
COclccc(:c:c)e(:c)cl Oclccc2cccec2cel clccc2cccec2cl
CCOclccec(:c)c(:c:c)cl COclcceeclC(C)C COCC1(CO1)c(:c:c):c:c
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OCC1(CO1)clccececl

Oclccec(c1)C(F)(F)F

Cclccec(cl)C1(CO)CO1

Cclccec(cl)C1(C)CO1

Cclccce(c1)C(F)(F)F

Cclc(F)c(F)c(F)c(F)c1F

COCC1(CO1)c(:c(F):c):c(F):c |coCc1(coc)coct clcccoccl
CCCcccco CCccccoc CCCcocCcc
OCCCOc(:c:c):c:c CCCOclcccecl CCOclccc(O)ccl
COclccc(0C)ccl c1ccococa ciccococer
CCcccoco CCccococ CCcococc
cocccecoc CcocCcccco C1CSsscco1

CCCCC(=0)0CC

CCCCCC(=0)0C

CCCCCCC(0)=0

CCCC(=0)0CCo

CCC(=0)0CcoC

CCOCCOC(C)=0

coccocco

OCCOC(=0)c(:c:c):c:c

COCCOC(=0)c(:c):c

CCOC(=0)clccec(C)cl

COC(=0)ci1ccec(C)cl

Cclccec(c1)C(0)=0

CC(=0)0CCOC(C)=0

CCOC(=0)clcceecl

COC(=0)cilccc(O)ccl

COclccc(cc1)C(0)=0

Cclcee(Oc(:c):c)ccl

c:c:c(Oclcceecl):c:c

OCCOclccccecl COCCOc(:c:c):c:c c:c(:c)OCCOc(:c):c
CCOC(=0)clccec(O)c1 COC(=0)clccec(O)cl 0OC(=0)clcccc(0)cl
Cclccec(OCCO)cl CCCCOc(:c:c):c:c CCCCCOc(:c):c

CCCOC(=0)c(:c:c):c:c

CCCCOC(=0)c(:c):c

CCCCCOC(C)=0

CC(0)CCC(=0)0C(C)=0

COC(=0)cccicccol

CC1CCC(CCC(0)=0)01

Ccciccec(ce)ol CCCC(=0)ocC(=0)cC CCcciccec(ca)ol
CC(=0)0C(=0)COc(:c):c COC(=0)COc(:c:c):c:c OC(=0)COc1cccc(0)cl
CCOclccec(O)c1 COclccec(O)cl COCC(=0)0c(=0)co

0OC(=0)COclcccccl

c:c:c(:c:c)C(=0)OC(=0)c(:c):
c

CC(=0)0C(=0)clcccecl

Cclccc(OCO)ccl

COCOclcccccl

c:c:c(OCOc(:c):c):c:c

CC(=0)0C(=0)clcccc(0)cl

CCOCCOCc(:c):c

COclccc(cc10C)C(0)=0

COC(=0)clccc(0)c(0C)c1

COC(=0)clccc(0)c(0)cl

COclccc(cc10)C(0)=0

CCOclccc(C)ccloC

CCCOclcccceclOC

CCCCOc(:c:c):c(0):c

OCCCCOc(:c):c

COC(=0)C(=0)0CCO

COCCOC(=0)C(0)=0

CCOC(=0)C(=0)0CC

CCOC(=0)CC(=0)0C

OCCOC(=0)cc(0)=0

CCOC(=0)C(C)C(=0)0C

CC(C(0)=0)C(=0)0CCO

COCCOC(=0)C(C)C

CCCC(C(=0)0C)C(=0)0CC

CCC(C(0)=0)C(=0)0CCO

CCOC(=0)CCC(0)=0

COC(=0)CCC(=0)0C

COC(=0)CCCC(0)=0

0C(=0)CCCCC(0)=0

Cic(cl)(clccicol

Ci1cccz2oczca

OCCCOC(=0)c(:c):c

CC(=0)0CCCCo

CCOCC(=0)0CC

COC(=0)COCC(0)=0

CCCOC(=0)CcOC

CCCCOC(=0)CO

COC(=0)ci1ccc(C)ccl

OC(=0)cl1ccc(ccl)C(0)=0

OCclccc(cc1)C(0)=0

COCclccc(C)ccl
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CCOCclccccecl

OCCOCc(:c:c):c:c

COCCOCc(:c):c

clcciociccl

COCC(=0)0CCOo

COCCOC(=0)CO

COC(=0)CCCCS

CS(=0)(=0)CCCcc(0)=0

CCCCCS(=0)(=0)CC

CCCCS(=0)(=0)cce

CSCCCCC(0)=0

CCCccescc

CCCCsccc

CCclccc(ccl)C(0)=0

CCCclccc(C)ecl

c:c(:c)CCclcccecl

c:c:c(CCcf(:c:c):c:c):c:c

Cclccec(Cce(:c):c)ccl

c:c:c(Cclecccecl):cic

0CCCOC(=0)CO

COCCC(C)OC(C)=0

COC(C)CCOC(C)=0

CC(0)CCOC(=0)CO

CCOCC(=0)0C(C)C

CCC(C)OC(=0)CoC CC(CCO)OC(=0)CO CCCCCCC(0)0
CCCCCc(0c)oc CCCCC10CCCol CCCC10CC(C)(C)col
CCC10CC(CO)(Co)Co1 CC10CC2(COCOC2)CO1  |COclc(C)ececlC
Cclecee(C)c10 [NH2+]=NCC1CO1 COCC1CS1
C1CCSSCC1 C1CCesccl C1CCCSSCCL
C1CCSCCSCL CCCCCCCs CCCCCess
CCCCCSSC CCCCSSCe Ccesscec
SCCCCCes CCCCCCSCe CCCCsSCes
CCCSCCSC CCSCCSCC CCCCCSSS

CCCCSSSS CCCSSSSC CCSSSSCC

0=C1CCsCCC(=0)01

0=C1CCSCCCo1

CCSCC(=0)0C(C)=0

COC(=0)CSCCS

CSCCSCC(0)=0

CSCC(=0)0C(=0)CS

CSCCC(=0)0C(C)=0

CCSCCC(=0)0C

0C(=0)CCSCCS

CCC(=0)0cC(=0)ccs C1SSCc2ccclcc2 c:c(:c)Cc1cs1
COC(=0)CCSc(:c):c OC(=0)CCSc(:c:c):c:c CCCSclcccececl
CCSclccc(S)ecl CSclccce(SC)ecl COC(=0)CSCc(:c):c
OC(=0)CSCc(:c:c):c:c CCSCclccccecl CSCclccc(C)ecl
SCclccc(CS)ecl 0OC(=0)CCSCc(:c):c CCCSCc(:c:c):c:c

COC(=0)clccc(S)ccl

CSclccc(ccl)C(0)=0

Cclcee(Sc(:c):c)ecl

c:c:c(Sclcccecl):c:c CCSclccc(C)ecl CCCCSc(:c:c):c:c
SCCCCSc(:c):c CSCCcesc SCCSclcccecl
CSCCSc(:c:c):c:c c:c(:c)SCCSc(:c):c CC(=0)0C(=0)CCc(:c):s
COC(=0)CCclcccs1 Cclccc(CCC(0)=0)s1 CCCclccc(C)s1

CCclccc(CC)s1

CCCclccc(CC)s1

CCCOC(=0)cCcC

CCCCOC(=0)CC

CCC(=0)0CCCo

CC(COC(C)=0)0C(C)=0

CCC(=0)0CC(C)oC

CCCC(=0)0CC(C)0

CCCCC(=0)0C(C)C

CCCC(=0)0C(C)Cco

CCC(=0)0c(C)coc

CCC(=0)0CCC(C)0

CCCC(=0)0c(C)cC

CCC(=0)0C(C)CcCco

CIS1=NP(CI)(Cl)=NP(Cl)(Cl)=
N1
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CCCOC(=0)C(=0)0C

CCCCOC(=0)C(0)=0

0=C1CCC(=0)0CCOo1

0O=C1CCcocCco1

CCOC(=0)clccec(:c)cl

COC(=0)C1=CC(=C)C(=C)C=
c1

OC(=0)clccc(:c:c)c(:c)cl Cclccc2cec(C)ecec2cl 0OC(=0)clccc2ccccc2cl
COC(=0)clecc(:c)c(:c:c)cl  |CCCC(=0)0CcC=C CCC(=0)0cc=CC
CC(=0)0occ=cco Cocc=CcocC CCCC(=0)0occHC

CCC(=0)OCCHCC

CC(=0)OCCHCCO

CoccxCcocC

c:c:c1C(=0)0OCCOCcl:c

c:c1cCOCCOC1=0

0=C10CCOC(=0)C=C1

COC(=0)clcceccc1C(0)=0

CclccceclC

c:c:c(OC(=0)c(:c:c):c:c):c:c

Oclccec(O0C(=0)c(:c):c)cl

CC(=0)Oclccec(0)cl

Cclccec(c1)C(=0)0c(:c):c

0O=C1CCccco1

0=C1CCCcCcco1

0=C10CCOCC=C1

CC(CO)C(C)COC(C)=0

CC(C)C(C)COC(=0)c(:c):c

CC(C)COC(=0)c(:c:c):c:c

COoCc(C)c(c)coc

CCC(CO)C(CC)COC(C)=0

CCC(COC(=0)c(:c):c)C(C)C

ccc(coc)c(ce)coc

CCCC(COC(C)=0)C(CC)Co

ccce(coc)c(cee)coc

CC(C)C(CO)c(coc(C)=0)C(C
)C

CC(C)C(COC(=0)c(:c):c)C(C)
C

COCC(C(C)C)C(COC)C(C)C

COclccc(0C)c(C)cl

CC(=0)Oc1ccc(0)c(C)c1

Cclccec(OC(=0)c(:c):c)cl

c:c(:c)OC(=0)clcccccl

0OC(=0)clccc(cel)-c(:c):c

Cclcec(ccl)-c(:c:c):c:c

clccc(ccl)-cleccecl

Cc(:c):c(0OC(=0)c(:c:c):c:c):c:
c

Cclcccecc10C(=0)c(:c):c

CC(=0)0Oc1ccc(O)cciC

CCCCC(=0)0c(:c):c

CCCC(=0)Oc(:c:c):c:c

CCC(=0)Oc1cccecl

CC(=0)0c1ccc(O)ccl

CC(CCC(0)=0)CC(0)=0

CCC(C)CCC(=0)0C

CCOC(=0)CCc(C)C

CCCOC(=0)Cc(C)C

CCOC(=0)Cc(C)cC

CCCC(C)CC(=0)0C

CCCCC(=0)NCC

CCCCCC(=0)NC

NC(=0)CCCCC(N)=0

CCCNC(=0)cCC

CCCCNC(=0)CC

CCCCCNC(C)=0

CCCCCCNC

NCCCCCC(0)=0

CCCOC(=0)CC(0)=0

CCCCC(=0)Nc(:c):c

CCCCCCC(N)=0

CCCC(=0)Nc(:c:c):c:c

CCC(=0)Nclcccccl

CC(=0O)Nclccc(C)ecl

CNclccc(ccl)C(0)=0

COC(=0)clccc(N)ccl

CCOC(=0)Cc(:c:c):c:c

COC(=0)Cclcccecl

Cclccc(CC(0)=0)ccl

CCclccc(CC)ccl

OCCOC(=0)Cc(:c):c

CS(=0)(=0)ci1ccc(cc1)C(0)=
(0]

CCS(=0)(=0)clccc(C)ccl

CCCS(=0)(=0)c1cccecl

CCCCS(=0)(=0)c(:c:c):c:c

CCCCCS(=0)(=0)c(:c):c

CCCCCCS(C)(=0)=0

CCCOC(=0)c(:c:c):c(C):c

CCOC(=0)clccccclC(0)=0

COC(=0)clccccclC(=0)0C

Cclccec(ccl)S(=0)(=0)c(:c):c

c:c:c(:c:c)S(=0)(=0)clccccc
1

0OC(=0)cl1ccc(CS)ccl

Cclcec(CS(C)(=0)=0)cc1
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CCS(=0)(=0)Cclcccecl

c:c:c(CS(=0)(=0)Cc(:c):c):c:c

CCCCNC(=0)c(:c):c

CCCNC(=0)c(:c:c):c:c

CCNC(=0)clcccecl

CNC(=0)clccc(C)ecl

NC(=0)clccc(cc1)C(N)=0

CCOC(=0)CCCS

COC(=0)CCCS(C)(=0)=0

CCS(=0)(=0)CCCc(0)=0

CCCCS(=0)(=0)Cc(:c):c

CCCS(=0)(=0)Cc(:c:c):c:c

CCcci(cce)coci=0

CC1Cccescc

0=C1CCCCCs1

CCOC(=0)CCc(:c):c

COC(=0)CCc(:c:c):c:c

OC(=0)CCclcccccl

CCC(=0)0CCc(:c):c

CC(=0)0CCc(:c:c):c:c

COCCclccccecl

Cclcec(CCO)ccl

c:c(:c)CCOC(=0)c(:c):c

COC(=0)CC(=0)Oc(:c):c

OC(=0)CC(=0)0c(:c:c):c:c

0C(=0)CCC(=0)Oc(:c):c

CCC(=0)0clccec(O)c1

c:c(:c)C(=0)0clcccecd

CN(C)CCC(=0)Oc(:c):c

CCN(CC)CCC(=0)0C

0C(=0)CCN1CCNCC1 CCCN1CCN(C)cCl CCN1CCN(CC)cCl
NCCC(=0)Oc(:c:c):c:c CC1COC(=0)C(=0)01 0=C10CCCCOC1=0
0=C1COCCCCOo1 C1CCOCCOC COCC(C)(C)COC(C)=0

CCC(=0)OCC(C)(C)Co

CCCC(=0)0CC(C)(C)C

CC(0)CCOC(=0)c(:c):c

CC(C)OC(=0)clccec(C)cl

CCC(C)OC(=0)c(:c:c):c:c

CC(CCO)OC(=0)c(:c):c

0=C1CC(=0)0CCCOo1

0=C1CCOCCCO1

0=C10CCCOC1=0

0=C1COCCCO1

CICC1(CCl)coCcc(=0)0C1

CC1(C)COC(=0)C(=0)0C1

CC1(C)cocc(=0)0Cl

CC(C)OC(=0)clecceclC(0)=
0)

CCC(C)OC(=0)c(:c:c):c(C):c

CC(C)OC(=0)clcccccl

CCCC(=0)0Cc(:c):c

CCC(=0)0Cc(:c:c):c:c

CC(=0)0OCclcccecl

OCclccc(CO)ccl

c:c:c(:c:c)C(=0)OCc(:c):c

c:c:c(COC(=0)c(:c):c):c:c

CC1(C)COCCC(=0)0C

CCi1cccoccl

Cccicccecec(=0)o1

CC1CCCC(C)oct

CC1CCCCOC1=0

CC1COC(=0)C=CC(=0)01

CC1COC(=0)c(:c)cCO1

CC1COC(=0)c(:c:c)c(:c)co1

CC1COCc(:c)c(:c:c)C(=0)01

CC1COCcc(:c)C(=0)01

CCOC(=0)CCN(C)C

NCCC(=0)0CCO

CC1COC(=0)CCC(=0)01

CC1COC(=0)CcCccol

CC1COCCCC(=0)01

COC(C)COC(=0)c(:c):c

CC(0)COC(=0)c(:c:c):c:c

CC(CO)OC(=0)c(:c:c):c:c

COCC(C)OC(=0)c(:c):c

COC(=0)C(=0)0Cc(:c):c

0OC(=0)C(=0)O0Cc(:c:c):c:c

Cclcc(cccl-c(:c):c)C(0)=0

COC(=0)ci1ccc(C)c(C)cl

Cc(:c):c(:c:c)-clccc(C)eclC

Cclcccecl-clecceclC

Cccicccceol

0=C1CCCCCN1

0O=C1CCCCCCN1

C1CCCNCCC1

CCCCCCCN

0C(=0)CC1NC(=0)0C1=0

CCINC(=0)0C1=0

S=C1CCCCCN1

CC1CNC(=0)CC(C)01

CC1CNC(=0)cco1

CC1CC(=0)NCCO1

CC1CCNCC(C)01

CCC(C)C1INC(=0)0C1=0

CC(C)CCINC(=0)0C1=0

0O=C1NC2CCCC102

CClccccc(=0)N1

CC1CCCCCN1

CC(N)Cclcccecl

CCN(CC)C(=0)0CCo

COCCOC(=0)N(C)C

NC(=0)OCCOC(N)=0

CCOC(=0)N1CCNCC1
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COC(=0)N1CCN(C)CcCa

0C(=0)N1CCN(CC1)C(0)=0

CN1C(=0)N(CCO)C(C)(C)C1
=0

COCCN1C(=0)N(C)C(=0)C1(
c)C

CC(=0)OCCN1C(=0)NCC1(C
)C

CN(C)CCOC(=0)c(:c):c

NCCOC(=0)c(:c:c):c:c

CC(=0)OCCN1C(=0)CNC1=
0

COCCN1C(=0)N(C)C(C)(C)C
1=0

CCN1C(=0)N(CCO)C(=0)C1(
c)C

CCN1C(=0)N(CCO)C(C)(C)C
1=0

CN1C(=0)N(CCO)C(=0)C1(C
)C

CCC(CC)C1N(CC)C(=0)N(CC)
C1=0

CN1CNC(=0)C1C1CCCCCl

CCC(CC)C1N(CCO)C(=0)N(C
)C1=0

COCCN1C(C(C)C)C(=0)N(C)
C1=0

CC1CNC(=0)N1CCOC(C)=0 o

COCCN1C(=0)C(C)N(C)C1=

CC(C)CIN(C)C(=0)N(CCO)C
1=0

CCN1C(C)C(=0)N(CCO)C1=
0

CCN1C(=0)C(C(C)C)N(CCO)
C1=0

COCCN1C(=0)N(C)C(=0)C1(

c(:c):c)c(:c):c

CCN1C(=0)N(CCO)C(c(:c):c)
(c(:c):c)C1=0

CN1C(=0O)N(CCO)C(c(:c:c):c:
c)(c(:c:c):c:c)C1=0

CCN1C(=0O)N(CC)C(c(:c:c):c:
c)(c(:c:c):c:c)C1=0

CN1C(=0)N(CCO)C(=0)C1(c

(:c):c)c(:c):c

CN1CNC(=0)C1(c(:c):c)clcc
cccl

0=C1CCCCC(=0)01

CCCCC(=0)0C(C)=0

CCCCclcccccl

CCCCCc(:c:c):c:c

CCCCCCcf(:c):c

CC(C)(c(:c:c):c:c)clccccecl

Cclcec(ccl)C(C)(C)c(:c):c

CC(C)(C)clcec(ccl)C(0)=0

CC(=0)0C(=0)Cc(:c:c):c:c

CCC(=0)OC(=0)Cc(:c):c

CC(=0)0C(=0)CCc(:c):c

0=C1CCCCCC(=0)01

0=C10C(=0)c2ccclcc2

0=C10Cc2ccclcc2

c:c(:c)CCCCc(:c):c

c:c:c(CCCc(:c):c):c:c

0=C10C(=0)c2cccclc2

0=C10Cc2cccclc2

CCCOC(=0)SC(0)=0

CCCCOC(=0)SC

0CCCCOC(S)=0

CCOC(=0)sc(=0)oC

0=C10CCCCO1

CCOC(=0)0Cc(:c):c

COC(=0)0OCc(:c:c):c:c

OC(=0)OCclcccccl

CCCC1=NCCO1

CC(C)cC1=NCCOo1

CCCC1=NCCcCOo1

COC(=NC)clcccecl

CC(F)(F)C(F)(F)C1=NCCCO1

Cclcec([SiH3])ccl

c:c:c(:c:c)[Si]1(CCC1)c(:c:c):

c.C

CISi]1(C)O[SiH2]O[Si](C)(C)
0[Si](C)(C)01

C[si]1(C)o[sil(C)(C)O[Sil(C)(
)01

C[sil1(C)o[si](C)(O[Si](C)(O

1)c(:c:c):c:c)c(:c):c

C[Si](O[SiH3])(O[SiH3])c1cc
cccl

C[Si]1(C)O[SiH2]O[Si](C)(O[
Si](C)(01)c(:c:c):c:c)c(:c):c

C[si](C)(C)O[si]1(C)O[Si](C)(
C)O[SiH2]O[Si](C)(C)01

C[Si]1(C)O[SiH2]O[Si](C)(O[
SiH3])0[Si](C)(C)01

C[Si]1(C)O[SiH2]O[Si](C)(0)
0[Si](C)(C)01

CC[Si]1(C)O[SiH2]O[Si](C)(C
)O[Si](C)(C)O1

CCc[si]1(c)o[sil(C)(c)o[SiH
2]0O[Si](C)(C)o1

[SiH3]CCclcccecl

C[Si]1(C)O[SiH2]O[Si](C)(Ol[
Si](C)(C)O1)c(:c):c

S-4




C[Si]1(C)O[SiH2]O[Si](C)(C)
O[Si](C)(01)c(:c:c):c:c

c:c:c(:c:c)[Si]1(c(:c:c):c:c)[Si

1(c(:c):c)(c(:c):c)[Sil(c(:c):c)(
c(:c):c)[Si]1(c(:c:c):c:c)c(:c:

.C.C

CCC[Si]1(C)O[Si](C)(C)O[Sil(
c)(cc)o1

CC[Si]1(C)O[Si](C)(C)OI[Si](C
)(cC)O1

CCC[Si]1(CCC)CSi](CC)(CC)
c1

CC(C)(c(:c):c)clcec(O)ccl

CC(C)(C)clcec(0S)ccl

Cclcec(0S(C)(=0)=0)ccl

c:c(:c)S(=0)(=0)Oclccccecl

c:c:c(0S(=0)(=0)c(:c:c):c:c):

c.C

Sclccec(c1)S(=0)(=0)O0c(:c):
c

COS(=0)(=0)clccec(S)cl

0S(=0)(=0)clcccc(S)cl

0=51(=0)ccccecl

CCCC1(CCC)Cs(=0)(=0)C1  |CCclccc(CC)c(C)c1 CCCclccc(C)c(C)c1
Cclccece(CCc(:c):c)cd Cc(:c):c(CCc(:c:c):c:c):c:c CclccceclCCc(:c):c
CCCclccc(C)eciC CCclccc(CC)c(CC)c1 CCCclccc(C)c(CC)c1
CCclcceeclCCc(:c):c CCCclccc(C)ecicC CCclccc(CC)c(Cl)ca
CCCclccc(C)c(Cl)ca Clclccec(CCc(:c):c)cl Clc(:c):c(CCc(:c:c):c:c):c:c
Clclccecec1CCc(:c):c CCCclccc(C)ecacl CCclccc(CC)c(Br)c1
CCCclccc(C)c(Br)c1 Brclccec(CCc(:c):c)cl Brc(:c):c(CCc(:c:c):c:c):c:c
Brclcccec1CCce(:c):c CCCclccc(C)ecl1Br FC(F)(c(:c):c)C(F)(F)clcccecl

Cclccc(ccl)C(F)(F)C(C)(F)F

CC(F)(F)clccc(cc1)C(C)(F)F )

FC(F)(c(:c:c):c:c)C(F)(F)c(:c:c

.C.C

CCCC12CC34CC3(CC(C4)C1)
c2

CCC12CC34CC3(CC(C4)CL)C
2

COC(=0)C1=C(C2C=CC1C=C
2)C(=0)0C

CC1=C(C)C2C=CC1C=C2

CC1(c)cacc(c=C2)C1(F)F

FC(F)(F)C1=C(C2C=CC1C1C=
CC21)C(F)(F)F

CC1=C(C)c2c=Cc1cic=ce2
1

C1=CC2C1C1C=CC2C=C1

COC(=0)c1ceaccic=c2

CC(F)(F)OC1(F)C2CC(C=C2)C
1(F)F

OC1(F)C2CC(C=C2)C1(F)F

COclccc(ccl)-c(:c):c

Oclccc(ccl)-c(:c:c):c:c

c:c(:c)-clcec(ccl)CHN

Cclccc(ccl)C#N

COC(=0)C1C2CC(C=C2)C1C(
0)=0

Ccic(c)caccic=C2

COC(=0)C1C2CC(C=C2)C1C(
=0)0C

CCCC1(CC2CC1C=C2)CHN

CISi](C)(O[SiH3])c1(cc2ccl
C=C2)C#N

C[Si](C)(C)ccr(ccacceic=Cc2
)CH#N

C[Si](C)(0)cc1(ccaccic=C
2)CHN

CISi](C)(Q)[Si](C)(C)cL(CcC2C
C1C=C2)C#N

[SiH3]OCC1CC2CCc1c=C2

CN(C)CC1CC2CC1C=C2

CCN1C(=0)c2cceccc2C1=0

CCCCC(C)C=CC

cceecc(c)e=C

ccceecc(c)e

CCCCC=Cc(C)C

ccce=ce(c)ce

ccce(c)c=cce

CC1cccacce=Cc12
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CC1CCCC1c1ccc=CCc1

c:c(:c)C1CC(=0)NCCO1

c:c:c(:c:c)C1CC(=0)NCC(01)

c(:c):c

c:c:c(:c:c)C1ICNCCC(01)c(:c)
:C

CC1CC(=0)NCC(O1)c(:cic):c:
C

c:c(:c)C1CNC(=0)CCo1

COC(CN)clccececl CCC(OC)clcccccl cocci(cchcoca
cc1(c)coc(c)(c)ocl c1lcceecccl ccecclocice
c:c(:0)C1CO1 c1coccoc: 0C1(0)ccoc(=0)cca
clcoc2(cccocez)ol CCilcc(=0)occol cciccoccol

CCN1C(=0)C2C3CC(C=C3)C
2C1=0

CN1C(=0)C2C3CC(c=C3)C2
C1=0

CC1CCC2C1C(=0)N(Ccc1col
)C2=0

CN(C)cc1col

CCCN1C(=0)c2ccc(c)czece
=0

CN(C)clcec(ccl)C(0)=0

Cclcec(cc1)N1C(=0)CCC1=

CC1CCC2C1C(=0)N(c(:c:c):c

c:c(:c)N1C(=0)C2C3CC(C=C

0] :c)C2=0 3)C2C1=0
cocci(cycoce Ccocc10cico cocciocicoc
Ccci(coc)coce CC(C)OoP1(=0)0cCcC0o1 CCOP1(=0)0occo1
CCC1(COC1=0)c(:c:c):c:c  |CCCclcc(OC)cecc10C CCclcc(OC(C)=0)cccl0

CCclcccecclOC(=0)c(:c):c

CCCclcc(0)cecclOC(C)=0

CCclcc(O)ceccl10C(C)=0

CCCOC(=0)C=CC

CCCCOC(=0)C=C

CCOC(=0)C=CC(0)=0

COC(=0)C=CC(=0)0C

Cc(0)c1cc(=0)01

clcc(o1)cicee=co1

0=C1CC(01)Cc1C01

C10C1C1Cco1

CC1CCC(=0)01

CCC1CCC(=0)01

CC1CCOC(=0)C1

CCOC(=0)CcC=CC

CCC=CCC(=0)0C

0C(=0)CC=CCC(0)=0

CCCOC(=0)CC=C

CCINC(=0)C(C)OC1=0

CC=C1c(=C)CcoccoC1=0

C=C1CCOCCOC1=0

CC(N)=C1C(=C)COCCOC1=0

CC1=CCCCC(N2CCCC2)=CIC
(0)=0

CC1=CCcce=C1c(0)=0

CCC(N1CCCC1)=C(C)C

COCclccccecl

COC(=0)C1CC(=0)01

COC(=0)C1cccoccl

0C(=0)C1CCOC(=0)CC1

CCCC1(C)CC(=0)N1

CCI1CCCNCC1 c:c(:c)C1CC(=0)N1 C1CC(N1)clcceecl
CC1(C)C(NC1=0)c(:c:c):c:c  |CC1(C)CNC1lclceceel CIC1(CI)CCCCNC1=0
CIC1(CI)CCCCNC1 COC(=0)C1CC(=0)N1 NC(=0)CC1NC(=0)0C1=0
C1CCOCNC1 CCCNC(=0)0occC CCCCNC(=0)0cC

CCCCCNC(0)=0

NCCCCCCO

CCCCCOC(N)=0

CCCCOC(=0)NC

CCCOC(=0)NCC

0=C1CCC(=0)N1clcccccl

CN(C)clccceclC

CC1CCC2C1C(=0O)N(c(:c:c):c
(C):c)C2=0

Cclccec(N)cl
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CN(C)clce(C)ec(c1)C(F)(F)F

Cclcc(cc(c1)C(F)(F)F)N1C(=
0)CCC1=0

CIC120C(=0)0C1(Cl)C1CC2
c=C1

oc1(clyc2cc(c=c2)c1(o)cl

CCCCOC(=0)0C

CCCCCOC(0)=0

COC(=0)C1(C)COC(=0)0C1

CC1(COC(=0)0C1)C(0)=0

COCC1=NCCOo1

CSclccc(O)ccl

CCOclccc(S)ccl

[SiH3]CCN1CCl

NC(=0)Cn1c(:c:c)c(:c)c2cecc
cl2

c:clcccecl:[nH2]

c:clc[nH]c2ccececl2

CCn1c(:c)c(:c:c)c2cceec12

Cnlc2cccec2c2ccceccl?2

NCC(=0)N1CC1

CCCN1[Si](C)(C)C[Si]1(C)C

CC(C)(C)C(=0)N1CCL

0=C(N1CC1)C12CC3CC(CC(
C3)C1)C2

NC(=0)C12CC3CC(CC(C3)CL
)C2

CC12CC3CC(CC(C3)C1)C2

NC(=0)CC12CC3CC(CC(C3)C
1)C2

CCC12CC3CC(CC(C3)CL)C2

CCC(=0)N1CC1

COclccce(cc1)C(0)=N

Oclccc(ccl)C1=NCCO1

c:c:c10CN(Cc1l:c)c(:c):c

CN1COc2ccccc2Cl

C1NCc2ccccc201

NCclccceclO

c:c:c(:c:c)N1COc(:c)c(Cl):c:
Cc

c:c:c(:c:c)N1COC(=C)C(=C)C
1

CCN(CO)clcccecl

Cclccc20CNCc2cl

COclccc(cc1C)C(C)(C)C

CCC(CC)(CC)clcce(O)c(C)c1 1

CCC(CC)(CC)clccc(O)c(CN)c

CN1COc2ccc(C)cc2C1

c:c:c(:c:c)C12CC3CC(Ccc(c3)
c1)c2

c:c(:c)C12CC3CC(Cc(C3)Cl)
c2

CN1COC(=C)C(=C)C1

CN1COc(:c:c)c(:c)C1

C[Si]1(C)O[SiH2]0[Si](C)(CCl
)O[Si](C)(C)01

C[Si]1(C)O[SiH2]O[Si](C)(C)
o[siJ(c)(ccl)o1

[SiH3]CCclccc(Cl)ccl

CCclccc(Cl)ccl

c:c(:c)[Si]1(CCC)clcceecl

c:c:c(:c:c)[Si]1(C[Sil(C1)(c(:c
):c)c(:c):c)c(:c:c):c:c

c:c(:c)[Si]1(C[SiH2]C1)clccc
ccl

CISi]1(C)O[SiH2]O[Si](C)(O[
Si](C)(01)C=C)C=C

C[Si]2(CI[Si](C)(C1)c(:c:c):c:c
)c(:c):c

C[Si]1(C[SiH2]C1)c1cceecl

C[si]1(C)OI[si](C)(C)[sil(C)(C
)O[Si]1(C)C

C[Si]1(C)Cc2cccccl2

C[Si]1(C)Cc(:c)c(C1):c:c

CISi]1(CCC=CC1)c(:c:c):c:c  |CC[Si](C)(CC)cleccecl CC1=CC[Si](C)(C)C1
CCC[Si]1(CCC)CHCISI](C)(C)[ |CCISi]1(CC)CHCSi](CC)(CC)[ |CCCISi]1(CCC)CHC[SIH2][SIH
SiH2]CH#C[Si]1(CC)CC SiJ(C)(C)CHC[Si]1(C)C 2]C#C[Si]1(Cce)cee

C[Si]1(C)[SiH2]C#C[Si](C)(c(:
c):c)[Si](C)(C#C1)c(:c:c):c:c

C[Si]1(C)CHC[Si](C)(C)[Si](C)
(CHCI[SIi11(C)c(:c):c)c(:c):c

C[Si](C)(C)[Si](C)(CH#C)clccc
ccl
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C[Si]1(CHC[SiH2][SiH2]CH#C[
Si]1(C)c(:c:c):c:c)c(:c:c):c:c

cceacsil(c)(c)ct

CC(C)Cclcccec(:c)cl:c:c

CCC1=CC=CC(=C)C1=C

Cclcccec(:c:c)cl:ic

Cclccec2cceccecl?

Cc(:c):clcceecl:c

CC(C)Cclccc(C)ccl

CCclccc(ccl)-c(:c):c

c:c:c(:c:c)-clcccecl

C[Si]1(C)CC(CL)c(:c):c

c:c:clc(ccecl:c)C1C[SiH2]C1

CC(C)C1=CC=CC(=C)C1=C

C[Si](C)(C)O[Ssi]1(C)CCISi](C)
(c)o1

C[Si]1(C)CC[Si](C)(O[SiH3])
o1

C[Si](C)(C[SiH3])c1ccccecd

CIsi(C)(C)CIsiIL(CISi](C)(C)
c)ccc

C[sil(C)(C)C[si]1(C)ccea

ccelsiji(c)cecl

CC(C)[Si]1(CCCL)c(:c):c

c:c(:c)[Si]1(CCC1)C1CcCCecl

CC(Q)[Si]1(ccC1)cdcccec(:c)c
l:c:c

CISi](C)(C)C1=CC=CC(=C)C1
=C

[SiH3]c1ccec(:c:c)cl:c

)(F)F

[SiH3]clccec2cccecl2 [SiH3]c(:c):clcceecl:c CCCclcc(CC)ceclcC

CCCclccc(C)cclccC CP1CCCs1 CP1CCCCs1
Cclcc(cc(c1)C1(CO)COL)C(F [Cclec(cc(cl)CL(C)COL)C(F

CCP(SC)cleccecl (cc(c1)C1(Co)Co)C( (cc(c1)C1(C)COL)C(F)(

F)F

CC1=Ccc(c)(c)ccl

[SIH3]OCC1(CO[SiH3])COC1

CN(C)clcec([SiH3])ccl

C[Si]1(CCC1)clccc(N)ccl

C[Si]1(CCC1)c(:c:c):c:c

Nclcec(cc1)[Si]1(CCC1)c(:c)
:C

C[Si]1(CC=CC1)c(:c:c):c:c

CCCJ[Si]1(CC=CC1)c(:c:c):c:c

CC[Si]1(CC=CC1)clcccecl

COC(=0)N1cccoccel

0C(=0)N1CCOC(=0)CCl

CN1CCOC(=0)CC1

0=C1CCNCCO1

SCCC1NC(=0)0C1=0

CN(C)Cclcccecl

CCN1CCCOC1=S

CN1[Si](C)(C)N(C)[Si]1(C)C=
C

ccc(co)[SiL(c)CISil(C)(C)
c(c)C

C[Si]1(C[SiH2]C1)C1CCCCCL

cce(co)[sil(chelsil(ch(cL
)C(C)C

CI[Si]1(C[SiH2]C1)C1CCCCC
1

C[Si]1(Cc2cccecl2)c(:c:c):c:
c

C[Si]1(Cc2cccec12)c(:c):c

C[Si]1(Cccl:c)clccccecd

c:c(:c)[Si]1(Cc2ccececl2)c(:c)
o

c:c(:c)[Si]1(Cccl:c)clcccecd

COclccc(ccl)CHN

Oclccc(ccl)CH#N

C[Sil(C)(C)o[si]1(C)ccce

CC(=0)Oc1ccc(C)ccl

C1[SiH2]CC1clcccecl

Cclccec([SiH3])c1

CCclccc(C(C)C)c(C)ca

Cclccc2C3C=CC(C=C3)c2c1

C1=CC2C=CC1clccccc21

C=C1C2C=CC(C=C2)C1=C

CCCclccc(C)c(cl)c(C)C

SIN=S=NSN=S=N1

Walk 4 Descriptors

0=C1C2C3CC(C=C3)C2C(=0)N1CC1COo1

CC1(C)0CC2(coc2)col
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CC(F)(F)CCC1=NCCO1

0=C10CCOC(=0)C2=C(CCCC=C12)N1CCCC
1

CCocCc1co1

CC(C)C1=NCCO1

C1CSP(C1)clccececl

CCCCclcc(CC)cecclCCc(:c):c

CCN1C(C2CCCCC2)C(=0)N(C)C1=0

CCCCC1=NCCO1

CCCccicol

c:c(:c)N1COc2ccccc2Cl

c:c(:c)C1=NCCCO1

c:c(:c)C1=NCCO1

CCccccee=cc

CCCCcc=Ccccc

Ccccceeee=C

c:c(:c)OCC1(COc(:c):c)cOC1

CCCCc=Ccccc

CCCCCCNC(=0)CC

CCCCCCNC(=0)c(:c):c

C1CCCCNCCC1

Ccccccccoc

Cccccececcc

CCOC(=0)C1C2CC(C=C2)C1C(=0)0C

cccec(c)c=cecc

Ccocccceecceo

C1CCCCC=Cccc1

CCCccce=Cccc

COclccc(ccl)C(C)=C

COclccc(ccl)C1=CCCC1

C1CC=C(C1)clcccccl

CC(=C)clccc(Cl)ccl

Clclcec(ccl)C1=CCCC1

CCC10C(CC#N)OC(CC#N)O1

c:c:c(:c:c)C1CO1

C10C1clcccccl C(Oclcccecl)ClCO1
c:c(:c)OCC1Cco1 CCOclccc(C)ecl
Cclcec(0OCC2C02)ccl CCOclccccclC
Cclcceccc10CC1CO1 COclccece(C)el
CCOclccec(C)cl Cclccec(0CC2C02)c1
CCOclccecclCl Clclccecc10CC1CO1
COclccc(Cl)ecl CCOclccc(Cl)ec1
Clclcecc(0CC2C02)ccl COclc(Cl)cc(Cl)ccacl
CCOc1c(Cl)cc(Cl)ccacl Clclcc(Cl)c(0CC2CO2)c(Cl)c1
C(Oclccec2cecccc12)C1CO1 CCOclccec2cccccl?2
COclccec2cccccl? C(Oclccc2ceccec2cl)C1Col
CCOclccc2ccccc2cl COclccc2ccececec2cl
CCOclccceclC(C)C CC(C)clccececclOCC1COl
CC(C)OCC1(CO1)clccececd COCC1(C0O1)clccccecl
COclccec(c1)C(F)(F)F CCOclccec(c1)C(F)(F)F

FC(F)(F)clcccc(OCC2C0O2)c1

CC(c)occi(col)cicecec(C)cl

COCC1(CO1)clccec(c1)C(F)(F)F

OCC1(CO1)clccec(cl)C(F)(F)F

CC1(CO1)clccec(c1)C(F)(F)F

CC1(CO1)cic(F)c(F)c(F)c(F)c1F

OCC1(CO1)c1c(F)c(F)c(F)c(F)c1F

COCC1(CO1)cIc(F)c(F)c(F)c(F)c1F
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CC(C)OCC1(CO1)cle(F)c(F)ce(F)c1F

ccocci(coce)coct

Cc1ccccoccer C1ccccocccc
CCcccceecco CCccccecocc
CCccccocce CCcccocccc
CcC1ccez(cocz)cer C1COc2ccc(0C1)cc2
Ci1cccococca COoccccccoc
Cccocccccco CCccocccco
CCcocccecoc Ccocccecocc
Cccoccccco Ccocccceoc

CCCCCC(=0)0CCo

CCCCCCC(=0)0CC

CCCCCCCC(=0)0C

CCCCCCCCC(0)=0

CCCCC(=0)0CcCcoc

CCCC(=0)0CcCcoce

CCC(=0)0CCOCCo

COCCOCCOC(C)=0

ccoccocceoc

OcCcoccocco

COCCOC(=0)clccec(C)cl

CCOCCOC(=0)c(:c:c):c:c

0CCOCCOC(=0)c(:c):c

0OCCOC(=0)clccec(c1)C(0)=0

CCOC(=0)clccec(cl)C(0)=0

COC(=0)clccec(c1)C(0)=0

CCOC(=0)clccec(c1)C(=0)0oC

COCCOC(=0)clccececl

CC(=0)0CCOC(=0)c(:c:c):c:c

c:c(:c)C(=0)OCCOC(=0)c(:c):c

OCCOC(=0)ci1ccc(O)ccl

CCOC(=0)clccc(0C)ccl

COC(=0)clccc(Oc(:c):c)ecl

OC(=0)clccc(Oc(:c:c):c:c)ecd

Cclcec(Oc2cccec2)ccl

CCOclccc(ccl)C(=0)0C

OCCOclccc(ccl)C(0)=0

COCCOclccc(C)ccl

c:c(:c)OCCOclccececl

c:c:c(OCCOc(:c:c):c:c):c:c

COCCOC(=0)clccec(O)cl

COclcccec(c1)C(=0)oCco

CCOC(=0)clccec(0C)c1

COC(=0)clccec(0C)c1

CCOclccec(c1)C(0)=0

OCCOclccec(c1)C(0)=0

COCCOclccec(cl1)C(0)=0

Cclceec(OCCOCc(:c):c)cl

CCOC(=0)clccec(OCC)cl

COC(=0)clccec(0CCO)c1

CCCOclcec(ccl)C(0)=0 Cclccc(OCCCO)ccl
COCCCOclcccecl c:c:c(OCCCOc(:c):c):c:c
CCCCOclcce(C)eca CCCCCOclcccececl

OCCCCCOc(:c:c):c:c

COCCCCCOc(:c):c

CCCCOC(=0)clcceecl

CCCCCOC(=0)c(:c:c):c:c

CCCCCCOC(=0)c(:c):c

CC(=0)0CCCCCCo

CCCOC(=0)clccc(O)cc1

0=C1CCC2CCC(CCC(=0)01)02

0O=C1CCC2CCc(cceco1)o2

CCC1CCC(CCC(0)=0)01
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Cccciccec(cce)ol

CC1CCC(=0)0C(=0)CCCcol

c:c:c10CC(=0)0C(=0)COcc1

0O=C1COc2cccc(0CC(=0)01)c2

0=C1COc2cccc(0CCO1)c2

COclccec(0CC(0)=0)c1

CCOclccec(OC)c1

C=C10CC(=0)0C(=0)COC=C1

OCC(=0)0C(=0)COc(:c:c):c:c

CC(=0)0C(=0)COc1cccccl

COC(=0)COc1ccc(O)ccl

COclccc(0OCC(0)=0)cc1

CCOclccc(0CC)ecl

COCC(=0)0C(=0)COc(:c):c

c:c:c(:c:c)C(=0)0C(=0)clcccecl

Oclcec(cc1)C(=0)OC(=0)c(:c):c

COclccc(cc1)C(=0)0C(C)=0

COC(=0)clccc(0CO)ccl

COCOclccec(cc1)C(0)=0

Cclcec(OCOc(:c):c)ccl

c:c:c(OCOclcccecl):cic

Oclccec(c1)C(=0)OC(=0)c(:c:c):c:c

COclccec(c1)C(=0)OC(=0)c(:c):c

COclccec(c1)C(=0)0C(C)=0

CCOclccec(c1)C(=0)0C(C)=0

CCOCCOclcccecl

OCCOCCOc(:c:c):c:c

COCCOCCOC(:c):c

CCOclccc(cc10C)C(=0)0C

CCOC(=0)clccc(0C)c(0C)cl

CCCOclccc(cc10C)C(0)=0

CCCCOclccc(C)ec10C

COclccceclOCCCCO

COCCCCOc(:c:c):c(0):c

c:c(:c)OCCCCOc(:c):c

COclcc(cccl10)C(=0)0occo

0=C10CCOCCOC1=0

0=C1COCCOCCO1

0=C1CC(=0)occoccol

0=C1Ccoccocco1

CC1C(=0)occoccoci=0

CC1coccoccoci=0

CCCCC1C(=0)0occoccoc1=0

CCCC1C(=0)occoccoc:=0

CCC1c(=0)occoccoc:=0

COC(=0)CCC(=0)0CCO

CCOC(=0)CCC(=0)0CC

COCCOC(=0)CCC(0)=0

0CCOC(=0)CCCC(0)=0

CCOC(=0)CCCC(=0)0C

CCOC(=0)CCCCC(0)=0

COC(=0)CCCCC(=0)0C

COC(=0)CCCCCC(0)=0

0C(=0)CCCCCCC(0)=0

OCCCOC(=0)clcccecl

COCCCOC(=0)c(:c:c):c:c

CC(=0)OCCCOC(=0)c(:c):c

OCCCCOC(=0)c(:c:c):c:c

COCCCCOC(=0)c(:c):c

CC(=0)0CCCCOC(C)=0

CCCCCCCOC(C)=0

CCCOC(=0)COCC(0)=0

CCOC(=0)COCC(=0)0C

CCCCOC(=0)COCC

CCCCCOC(=0)CoC

CCCCCCOC(=0)CO

CCOC(=0)CC(=0)0CCO

COCCOC(=0)CC(=0)0C

CCOCCOC(=0)CC(0)=0

CCOC(=0)C(=0)0CCOoC

CCOCCOC(=0)C(=0)0C

0CCOCCOC(=0)C(0)=0

0CCOC(=0)C(=0)0CCO

Cclcec(ccl)C(=0)0cco
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CCOC(=0)clcec(ccl)C(0)=0

COC(=0)clccc(ccl)C(=0)0C

CCOC(=0)clccc(CO)ccl

COCclccc(ccl)C(=0)0C

CCOCclccc(ccl)C(0)=0

Cclcec(COCCO)ccl

COCCOCclccccecl

CCOCCOCc(:c:c):c:c

c:c(:c)COCCOCc(:c):c

0=C1COCC(=0)ocCco1

0CCOC(=0)CCCCS

CCOC(=0)CCCCS(C)(=0)=0

CCS(=0)(=0)CCCCC(=0)0C

CCCS(=0)(=0)CCCCC(0)=0

CCCCCS(=0)(=0)CCCC

CCOC(=0)CCCCSC

CCSCCCCC(=0)0C

CCCSCCCCC(0)=0

CCcccescece

CCOC(=0)clcec(CC)ccl

CCCclccc(ccl)C(=0)0oC

OC(=0)clccc(CCc(:c):c)ccl

Cclcec(CCc(:c:c):c:c)ccl

C(Cclcccecl)cleccecl

COC(=0)clccc(Cc(:c):c)ccl

OC(=0)clccc(Cc(:c:c):c:c)ccl

Cclcec(Cc2cceec2)cecl

0CCOC(=0)COCC(0)=0

CCOCC(=0)0CCcoC

CCOCCOC(=0)COC

0CCOCCOC(=0)CO

0OCCCCCOC(=0)Co

cocccccoc(c)=0

0=C1COCC(=0)occcol

0O=C1C0OCcCOocCcco1

CC1CCOC(=0)COCC(=0)01

CC1ccoc(=0)cocco1

CC1ccoccocc(=0)o1

CCCCCCCCC(0)0

CCCCCCCC(0C)0C

CCccccciocccol

CCCCCC10CC(C)(C)col

CCCCC10CC(CO)(CO)Col

CCCc1occ2(cococz)col

CCC10CC2(COC(C)0C2)Co1

CCCC(=0)0CCOC(C)=0

CCC(=0)0CCOC(=0)CC

CCOc1c(C)cceclC

Cclccec(C)c10CC1CO1

[N-]=[N+]=NCC1CO1

CCOCcC1Cs1 C1cccssccc
C1Cccscesccl CCccceeees
CCCCCCCCsS CCCcceessc
CCCCCecsscc CCCCCSssccc
CCCCssccce CCcccceesc
CCCccceesce CCCcccscce
CCCCCCCSSS CCCCCCSSSS
CCCCCSSSSC CCCCSSSScC
CCCSSSSCCC 0=C1CSCCSCC(=0)01

0=C1CSCCscco1

CCSCCC(=0)0C(=0)CC

CC(=0)0C(=0)CCSCCS

COC(=0)CCSCCSC

CCSCCSCCC(0)=0

CCCSCCscce
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CSCCC(=0)0C(=0)CCS

c:c:c(:c:c)C1CS1

C1SC1clcccecl

CCC(=0)0C(=0)CCSc(:c):c

CC(=0)0C(=0)CCSc(:c:c):c:c

COC(=0)CCSclccccecl

OC(=0)CCSclccc(S)ec1

CCCSclcee(SC)cecl

CCSclccc(SCC)ccl

SCC(=0)0C(=0)CSCc(:c):c

CC(=0)0C(=0)CSCc(:c:c):c:c

COC(=0)CSCclcccecl

Cclccc(CSCC(0)=0)cc1

CCSCclccc(CS)ccl

CSCclccc(CSC)cecl

CCSCC(=0)0C(=0)CSC

CC(=0)0C(=0)CCSCe(:c):c

COC(=0)CCSCc(:c:c):c:c

OC(=0)CCSCclccececd

CCCSCclccc(C)ccl

OCCOC(=0)ci1ccc(S)ccl

CCOC(=0)clcec(SC)ecl

COC(=0)clccce(Sc(:c):c)ccl

OC(=0)clcce(Sc(:c:c):c:c)ccl

Cclcec(Sc2cccec2)ccl

Sclcec(ccl)C(=0)OC(=0)c(:c):c

CSclccc(ccl)C(=0)0C(C)=0

CCSclccc(ccl)C(=0)0C

CCCSclccec(ccl)C(0)=0

CCCCSclcec(C)ccl

SCCCCSclcccececl CSCCCCSc(:c:c):c:c
c:c(:c)SCCCCSc(:c):c OC(=0)clccc(SCCS)ecl
CSCCSclcee(C)ecl c:c(:c)SCCSclcccecl

c:c:c(SCCSc(:c:c):c:c):c:c

0=C1CCc2ccc(CCC(=0)01)s2

0=C1CCc2ccc(CCCO1)s2

CCclccc(CCC(0)=0)s1

CCCclccc(CCC)s1

c:c1CCC(=0)0C(=0)CCcs1

CCCOC(=0)CCCCs

CCCCOC(=0)CCCC

CCCCCOC(=0)CCC

CCCCCCOC(=0)CC

CCCCC(=0)0CCco

CCCC(=0)0Ccccoc

CCC(=0)0CCCOC(C)=0

CCC(=0)0CC(C)OC(=0)CC

CCCC(=0)0CC(C)0C(C)=0

CCCCC(=0)0Cc(C)oC

CC(0)COC(=0)CccCes

CSCCCCC(=0)0C(C)C

CC(CO)OC(=0)Cccces

CCCCC(=0)0c(C)coc

CCCC(=0)0c(c)coc(c)=0

CCC(=0)0oc(c)cecoc(c)=0

CCC(=0)0CCC(C)OC(C)=0

CCCC(=0)0CCC(C)OC

CCCCC(=0)0CCC(C)0

CCC(C)OC(=0)CCCcs

CCCCC(=0)0C(C)CCo

CCCC(=0)0C(C)cCcoC

CCCCOC(=0)C(=0)0CC

CCCCCOC(=0)C(=0)0C

CCCCCCOC(=0)C(0)=0

CCCOC(=0)C(=0)0CCC

0O=C1CCcccoccol

0=C1CCCCC(=0)0CCo1

CCCCCC(=0)oCcC

0=C10CCOCc2ccclcc2

0=C10CCOC(=0)c2ccclcc2

0=C10CCOCc2cccclc2
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c:c:clccC(=0)OCCOC1=0

c:clcc(:c)C(=0)OCCOC1=0

0=C10CCOC(=0)c2ccccic2

OCCCCCOC(=0)c(:c):c

CCCOC(=0)clccc(C)ecl

COCCOC(=0)clccec(:c)cl

0OCCOC(=0)clccc(:c)e(:c:c)cl

CCOC(=0)clccc2ceccec2cl

COC(=0)clccc2cec(C)ecec2cl

OC(=0)clccc2cec(cec2cl)C(0)=0

CCCOC(=0)CCC(=0)0C

CCCCOC(=0)CCC(0)=0

CCC(=0)0CCCCcco

CCCCCC(=0)0CC=C

CCCCC(=0)0CC=CC

CCCC(=0)0CC=CCO

CCC(=0)0CC=CCOC

CC(=0)0CC=CCOC(C)=0

CCCCCC(=0)OCCHC

CCCCC(=0)OCCHCC

CCCC(=0)OCCH#CCO

CCC(=0)OCCHCCOC

CC(=0)OCCHCCOC(C)=0

0O=C10CCOC(=0)c2cccecl2

c:c:c1C(=0)OCCOC(=0)cl:c

C=C1C(=C)C(=0)0CCOC1=0

0OC(=0)clcccecclC(0)=0

0O=C10c2cccc(0OCc3cceclc3)c2

c:c:clccCOc2cccc(0C1=0)c2

COclccec(0C(=0)c(:c):c)c1

COclccec(0C(C)=0)c1

c:c:c10C(=0)c2ccec(c2)C(=0)0ccl

0OC(=0)clccec(c1)C(=0)0c(:c):c

C=C10C(=0)c2cccc(c2)C(=0)0C=C1

C=C1C=CC(=0)0c2cccc(0C1=0)c2

0=C1CCCCCcco1

0O=C1Ccccccccol

CCCCOC(=0)clccec(C)cl

CCCOC(=0)clccec(c1)C(0)=0

COCC(C)C(C)COC(=0)c(:c):c

CC(CO)C(C)COC(=0)c(:c:c):c:c

CC(C)c(c)cocC(=0)clcceect

CC(C)COC(=0)ciccc(C)eca

CC(COC(C)=0)C(C)COC(C)=0

CCC(COC)C(CC)COC(=0)c(:c):c

CCC(CO)c(cC)cocC(=0)c(:c:c):c:c

CCC(COC(=0)clcceec1)C(C)C

CCC(COC(C)=0)C(CC)COC(C)=0

CCCC(COC)C(CCC)COC(=0)c(:c):c

CCCC(COC(=0)c(:c:c):c:c)C(CC)CO

CCCC(COC(C)=0)C(CCC)COC(C)=0

CCCCC(COC(=0)c(:c):c)C(CCC)COC

CCCCC(COC(C)=0)C(CCCC)COC(C)=0

COCC(C(C)C)C(COC(=0)c(:c):c)C(C)C

CC(C)C(CO)C(COC(=0)c(:c:c):c:c)C(C)C

CC(C)C(COC(=0)cl1ccececl)c(C)C

CC(C)c(coc(Cc)=0)c(coc(c)=0)c(c)c

CC(=0)Oclccc(0C(C)=0)c(C)c1

COclccc(0C(=0)c(:c):c)cclC

Cclcc(OC(=0)c(:c:c):c:c)ceclO

Cclccec(OC(=0)c2cceec2)cl

Cclccc(ccl)C(=0)0c(:c:c):c:c

c:c(:c)OC(=0)clccc(ccl)-c(:c):c

COC(=0)ci1ccc(ccl)-c(:c:c):c:c

OC(=0)cl1ccc(ccl)-cleccecl

Cclccec(ccl)-cleee(C)ecl

Cc(:c):c(0OC(=0)ci1ccc(C)ecl):c:c

Cclcccecc10C(=0)clccccecl

Cclcc(0O)ccc10C(=0)c(:c:c):c:c

COclccc(0C(=0)c(:c):c)c(C)c1

0=C10CCCCCCOC1=0

0O=C1C0OcCcccccol

C1CCcoccocce

Occcceecco
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CCCCCC(=0)0c(:c:c):c:c

0C(=0)CCCCC(=0)Oc(:c):c

CCCCC(=0)0c1cccccl

CCCC(=0)Oclccc(O)ccl

CCC(=0)0Oclccc(0C)ccl

CC(=0)Oclccc(0C(C)=0)cc1

COC(=0)CCC(C)CC(=0)0C

CCOC(=0)CCC(C)CC(0)=0

CCCOC(=0)CCc(c)ce

CCCCOC(=0)CCC(C)C

CCCCCOC(=0)CC(C)C

CCCCOC(=0)CC(C)CC

CCCOC(=0)CC(C)CCC

CCOC(=0)CC(C)CCC(0)=0

CCCCCC(=0)NCCC

CCNC(=0)CCCCC(N)=0

CNC(=0)CCCCC(=0)NC

CCCCNC(=0)CCCC

CCCCCNC(=0)CCC

CC(=0)NCCCCCC(0)=0

CNCCCCCC(=0)0C

CCOC(=0)CCCCCN

CCCOC(=0)CC(=0)0CC

CCCCOC(=0)CC(=0)0C

CCCCCOC(=0)CC(0)=0

CCCCCC(=0)Nc(:c:c):c:c

CCCCCCC(=0)Nc(:c):c

CCCCCCCC(=0)NC

CCCCCCCCC(N)=0

CCCCC(=0)Nclcceecl

CCCC(=0)Nclccc(C)ccl

CCC(=0)Nciccc(ccl)C(0)=0

COC(=0)clccc(NC(C)=0)ccl

CCOC(=0)clccc(NC)ecl

Nclcee(ccl)C(=0)0CCOo

OCCOC(=0)Cclcccecl

CCOC(=0)Cclccc(C)ecl

CCclccc(CC(=0)0C)ccl

OC(=0)Cclccc(CC(0)=0)cc1

COCCOC(=0)Cc(:c:c):c:c

CC(=0)0CCOC(=0)Ce(:c):c

CCCOC(=0)clcce(N)cc1

CCCOC(=0)CCCC(0)=0

CCCOC(=0)clccc(S)ccl

CCOC(=0)clcec(ccl)S(C)(=0)=0

CCS(=0)(=0)clccc(cc1)C(=0)0C

CCCS(=0)(=0)clccc(cc1)C(0)=0

CCCCS(=0)(=0)ciccc(C)ec1

CCCCCS(=0)(=0)clccecec1

CCCCCCS(=0)(=0)c(:c:c):c:c

SCCCCCCS(=0)(=0)c(:c):c

CS(=0)(=0)CCCCCCS(C)(=0)=0

CCCCOC(=0)clccceclC(0)=0

CCCCCOC(=0)c(:c:c):c(C):c

CCCOC(=0)clcccecclC(=0)0C

CCOC(=0)clccececclC(=0)0C

CCOC(=0)clccececclC(=0)0cCcC

NC(=0)CCCCCCC(N)=0

COC(=0)ciccc(ccl)S(=0)(=0)c(:c):c

OC(=0)clcce(cc1)S(=0)(=0)c(:c:c):c:c

Cclccc(ccl)S(=0)(=0)clcccecl

CCOC(=0)clccc(CS)ecl

COC(=0)cl1ccc(CS(C)(=0)=0)cc1

CCS(=0)(=0)Cclccc(cc1)C(0)=0

Cclcec(CS(=0)(=0)Cc(:c):c)ccl

c:c:c(CS(=0)(=0)Cclcccecl):c:c

CCCCCNC(=0)c(:c:c):c:c

CCCCNC(=0)clcccecl

CCCNC(=0)clccc(C)ccl

CCNC(=0)ci1cec(cc1)C(N)=0

CNC(=0)cl1ccc(cc1)C(=0)NC

CCCOC(=0)CCCS(C)(=0)=0

CCOC(=0)CCCS(=0)(=0)CC

COC(=0)CCCS(=0)(=0)Cc(:c):c
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OC(=0)CCCS(=0)(=0)Cc(:c:c):c:c

CCCCS(=0)(=0)Cclcccecl

CCCS(=0)(=0)Cclccc(C)ccl

CCS(=0)(=0)Cclccc(CS)ccl

CS(=0)(=0)Cclccc(CS(C)(=0)=0)cc1

CCCCOC(=0)CCCS

CCccci(ccee)coci=0

CC1CCSC(=0)cCl

CCCCCCC(=0)0c(:c):c

CCCOC(=0)CCc(:c:c):c:c

CCOC(=0)CCclcccccl

COC(=0)CCclccc(C)ccl

CCclccc(CCC(0)=0)cc1

CCCclccc(CCC)ecl

c:c(:c)CCOC(=0)CCc(:c):c

CCCC(=0)0OCCc(:c:c):c:c

CCC(=0)0OCCclcccccl

CC(=0)0OCCclccc(C)ecl

CCclccc(CCOC)cc

OCCclccc(CCO)ccl

c:c(:c)CCOC(=0)clcceecl

c:c:c(CCOC(=0)c(:c:c):c:c):c:c

c:c(:c)C(=0)OCCclcceecl

0=C1CC(=0)0c2ccc(01)cc2

0=C1CCOc2ccc(01)cc2

c:c:c10C(=0)CCC(=0)0ccl

¢:c10C(=0)CCC(=0)0c(:c)c1

0O=C1CCC(=0)0c2cccc(01)c2

0=C1CCCOc2cccc(01)c2

0O=C1CCC(=0)0c2ccc(01)cc2

0=C1CCCOc2ccc(01)cc2

O=C(Oclcccecl)cleccecl

Oclccc(OC(=0)c(:c:c):c:c)ecl

COclccc(OC(=0)c(:c):c)ecl

OC(=0)clccc(ccl)C(=0)0c(:c):c

CCN(CC)CCC(=0)0c(:c:c):c:c

c:c(:c)OC(=0)CCN1CCNCC1

COC(=0)CCN1CCN(C)CcCe

CCN1CCN(CCC(0)=0)cCl

CCCN1CCN(cCe)ccl

CN(C)CCC(=0)Oclcccecl

NCCC(=0)Oc1lccc(O)ccl

CCCC(=0)0CCCCo

CCC(=0)0Ccccoc

0=C1CC(=0)0CCCCOol

0O=C1ccoccccol

COCC(=0)0CCCCo

COCCCCOC(=0)Co

0=C10CCCCOC(=0)c2cceecl2

c:c:c1C(=0)OCCCCOCcl:c

c:c1cCOCCCCOC1=0

0=C10CCCCOC(=0)C=C1

CCC(=0)OCC(C)(C)COC(C)=0

CCCC(=0)OCC(C)(C)coC

CCCCC(=0)OCC(C)(C)Co

CCCCCC(=0)0CC(C)(C)C

0O=C10CCCOCc2cccclc2

c:c:clccCOCCCOC1=0

C=C1C=CC(=0)0CCcCcoc1=0

0=C10CCCOC(=0)c2cccclc2

CC1CCOC(=0)C=CC(=C)C(=0)01

CC1CCOC(=0)C(=C)C=CC(=0)01

CC1CCOC(=0)c(:c:c)ccCO1

CC1CCOC(=0)c2ccec(COo1)c2

CC(C)OC(=0)clccec(c1)C(0)=0

CC1CCOC(=0)c2cccc(c2)C(=0)01

CC1CCOCc2cccc(c2)C(=0)01

CC1CCOCccc(:c:c)C(=0)01

CC1(C)COC(=0)CCC(=0)0C1

CC1(C)COCCCC(=0)0C1

0=C1CCC(=0)0CCCOo1

CICC1(CCl)COC(=0)C(=0)0C1

CC1CCOC(=0)cc(:c)C(=0)01

CC1CCOC(=0)c(:c)cC(=0)01
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CC1CCOC(=0)c(:c:c)c(:c)co1

CC1CCOC(=0)c2ccccc2C(=0)01

0=C10CCCOC(=0)c2ccececl2

CC1CCOCc(:c)c(:c:c)C(=0)01

CC(C)OC(=0)CCCCs(C)(=0)=0

CC(CCOC(C)=0)0C(=0)c(:c):c

CC(CCOC(=0)c(:c):c)0C(C)=0

COC(C)CCOC(=0)c(:c:c):c:c

CC(0)CCOoC(=0)clcceecl

CC(C)OC(=0)clccc(cc1)C(0)=0

CCC(C)OC(=0)clccc(C)ecl

CC(CC0)0OC(=0)c1ccececl

COCCC(C)OC(=0)c(:c:c):c:c

0C(=0)CCCC(=0)0Cc(:c):c

CCCCC(=0)0Cc(:c:c):c:c

CCCC(=0)0Cc1cccecl

CCC(=0)0OCclccc(C)ecl

CC(=0)0OCclccc(CO)ccl

COCclccc(COC)ccl

CCCCCC(=0)0Cc(:c):c

Cclccec(c1)C(=0)0Cc(:c:c):c:c

c:c:c(:c:c)C(=0)0Cclccececl

Cclcec(COC(=0)c(:c):c)ccl

OC(=0)clccec(c1)C(=0)OCc(:c):c

COC(=0)CCC(=0)0Cc(:c):c

OC(=0)CCC(=0)0Cc(:c:c):c:c

c:c:c(COC(=0)clcccecl):cic

Cclcec(ccl)C(=0)0Cc(:c):c

CC1(C)COC(=0)CC(=0)0C1

CC1CCOC(=0)cCl

CC1CCCC(C)c(=0)01

CCCCOC(=0)clccec(:c)c1

CCCOC(=0)clccc(:c)c(:c:c)cl

CC1COC(=0)C(=C)C(=C)C(=0)01

CC1COC(=0)c(:c:c)c(:c)C(=0)01

CC1COC(=0)c2ccecc2C(=0)01

CC1COC(=0)c(:c)c(:c:c)C(=0)01

CCCCCC(=0)0CC(C)0

CCCCCCC(=0)0C(C)C

CCCCCC(=0)0C(C)Co

CCN(CC)CCC(=0)0CCo

CCOC(=0)CCN1CCNCC1

COCCOC(=0)CCN(C)C

CC(=0)OCCOC(=0)CCN

CC1COC(=0)c2ccc(cc2)C(=0)01

CC1COC(=0)c2ccc(COl)cc2

CC1COCc2ccc(cc2)C(=0)01

0=C10Cc2ccc(COC1=0)cc2

0=C1COCc2ccc(CO1)cc2

C1COCc2ccc(CO1)cc2

COC(=0)ciccc(-c(:c:c):c(C):c)c(C)c1

CCOC(=0)clcec(-c(:c):c)c(C)cl

Cclcceecl-clcec(ccl1C)C(0)=0

Cclcec(c(C)cl)-cleec(C)eclC

Cclcec(cclC)C(=0)0cco

0O=C1CCCCCCCN1

0O=C1CCCCCCCCN1

C1CCCCNCCCCl

CCCCCCC(=0)NCC

CCCCCCCCCN

CCCCCCCCNC

CCCCCCCNC(C)=0

COC(=0)CCINC(=0)0C1=0

c:c(:c)CCINC(=0)0C1=0

c:c:c(CCINC(=0)0C1=0):c:c

0=C10CNC1Cclcccccl

0=C10CCOCN2CCN1CC2

0=C10CCOC(=0)N2CCN1CC2

CCN1C(=0)N(CCOC)C(C)(C)C1=0

CCN1C(=0)N(CCOC(C)=0)C(C)(C)C1=0

CN1C(=0)N(CCOC(=0)c(:c):c)C(C)(C)C1=0

CC1(C)CNC(=0)N1CCOC(=0)c(:c:c):c:c

CN(C)CCOC(=0)clcccecl

Cclcec(ccl)C(=0)OCCN
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c:c:c(:c:c)C(=0)OCCN1C(=0)CNC1=0

CN1C(=0)N(CCOC(=0)c(:c):c)C(=0)C1(C)C

CCN1C(=0)N(CCOC(C)=0)C(=0)C1(C)C

COCCN1C(=0)N(CCO)C(C)(C)C1=0

COCCN1C(=0)N(CCO)C(=0)C1(C)C

CCN1C(=0)N(CCOC)C(=0)C1(C)C

CC1(C)N(CCO)C(=0)N(CCO)C1=0

OCCN1C(C2CCCCC2)C(=0)N(CCO)C1=0

CCN1C(=0)C(C2CCCCC2)N(Cccoc)c1=0

CCC(CC)C1IN(CCOC(C)=0)C(=0)N(CcC)C1=0

CC(C)CIN(CCOC(=0)c(:c):c)C(=0)N(C)C1=
0

CC1CNC(=0)N1CCOC(=0)c(:c:c):c:c

CCIN(C)C(=0)N(CCOC(=0)c(:c):c)C1=0

CCN1C(C(C)C)C(=0)N(CCOC(C)=0)C1=0

CCC(CC)C1N(CC)C(=0)N(CCOC)C1=0

COCCN1C(=0)C(C(C)C)N(CCO)C1=0

CCC(CC)C1N(CCOC)C(=0)N(CCO)C1=0

COCCN1C(=0O)N(CCO)C(c(:c):c)(c(:c):c)C1=
0

CCN1C(=0)N(CCOC(C)=0)C(=0)C1(c(:c):c)

c(:c):c

CN1C(=0)N(CCOC(=0)c(:c):c)C(c(:c):c)(c(:c
):c)C1=0

CCN1C(=0)N(CCOC(C)=0)C(c(:c:c):c:c)(c(:c
:c):c:c)C1=0

COCCN1C(=0)N(CCO)C(=0)C1(c(:c:c):c:c)c

(:c:c):cic

CCN1C(=0O)N(CCOC)C(C1=0)(clcccecd)clc
ccccl

OCCN1C(=0)N(CCO)C(C1=0)(clcccecl)clc
ccccl

CCN1C(=0)N(CCOC)C(=0)C1(c(:c:c):c:c)c(:

c:c):icic

CCN1C(=0O)N(C)C(=0)C1(c(:c:c):c:c)clcecc
cl

0O=C1CCccceecc(=0)o1

CCCCCC(=0)0C(=0)CC

CCCCCCC(=0)0C(C)=0

CCCCC(=0)0C(=0)CCC

Cclcec(ccl)C(=0)O0C(=0)c(:c):c

CCclccc(ccl)C(=0)0C(C)=0

CCCCclccc(ccl)C(0)=0

CCCCCclccc(C)ccl

CCCCCCclcccecl

CCCCCCCc(:c:c):c:c

c:c(:c)CCCCCCc(:c):c

Cclcec(ccl)C(C)(C)cleccccl

CC(C)(c(:c:c):c:c)clcec(cc1)C(0)=0

COC(=0)ci1ccc(cc1)C(C)(C)c(:c):c

CC(=0)0C(=0)clccc(cc1)C(C)(C)C

c:c:c(CCCCCc(:c):c):c:c

0=C1Cc2ccc(CC(=0)01)cc2

0O=C1Cc2ccc(CCO1)cc2

CCC(=0)0C(=0)CCc(:c:c):c:c

CC(=0)0C(=0)CCclcccecl

CCCC(=0)0C(=0)CCc(:c):c

0=C1CCCCCCC(=0)01

c:c(:c)CCCCclcccecl

c:c:c(CCCCc(:c:c):c:c):c:c

Cclcec(CCCc(:c):c)ecl

c:c:c(CCCclcccecl):c:c

0=C10CCCCOC(=0)Ss1

0=C10CCCCOCs1

0=C10Cc2ccc(CO1)cc2

C10Cc2ccc(CO1)cc2

CCCCC1=NCCcco1

CCC(CC)C1=NCCo1

C1CN=C(01)C1ccccece

c:c:c(:c:c)C1=NCCO1

C1CN=C(O1)clcccecl

c:c:c(:c:c)C1=NCCCO1
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C1COC(=NC1)clcceecl

Cclcec(ccl)C(0)=N

Cclcec(ccl)C1=NCCO1

CC(F)(F)C(F)(F)C(F)(F)C1=NCCCO1

Cclcec(ccl)[Si](C)(C)C

Cclcec(ccl)[Si]1(CCC)c(:c):c

Cclcec(ccl)[Si]1(CCCl)c(:c:c):c:c

C1C[Si](C1)(clcccecl)elcecccecd

cIsiz(cjolsiic)(c)olsil(c)(c)olsil(C)(C)o
1

C[Si]1(O][Sil(C)(O][Sil(C)(01)clcceeel)c(:c:c
):c:c)e(:c):c

C[Si]1(C)O[Si](C)(C)O[Si](C)(O1)clcccecl

C[Si]2(C)O[Sil(C)(O[Sil(C)(O[Si](C)(O1)c(:c:
c):c:c)clcceecl)c(:c):c

CISil(C)(O)O[Si](C)(O[Si](C)(C)O)clcceccl

ctsij(c)(cjorsija(cjorsil(c)(colsil(c)(cjo
[Si(C)(C)o1

C[Sil1(C)O[Si](C)(C)O[Sil(C)(O[SiH3])O[Sil(
C)(C)o1

CIsil1(C)O[SI|(C)(C)O[SI](C)(O)O[si](C)(C)O
1

CCLsili(C)ofsil(C)(C)Olsi|(C)C)O[SI(C)(C)
0o1

CCC[Si]1(C)O[Si](C)(C)O[Si](C)(C)O[Si](C)(C
)O1

C[Si]1(C)O[Si](C)(C)O[Si](C)(CCc(:c):c)O[Si]
(€)(c)o1

C[Si](0)(0)CCclcccecl

CIsilz(C)o[sil(C)(C)O[si(C)(O[sil(C)(C)01)

c(:c):c

CIsijz(C)o[sil(C)(C)O[si](C)(O[sil(C)(C)O1)

c(:c:c):cic

C[Sil1(C)O[si](C)(C)O[Si](C)(O[Si](C)(C)O1)
clcccecl

C[Si]([SiH3])([SiH3])c1cccecl

C[Si]1(C)[SiH2][Sil(C)(C)[Si1A(c(:c):c)clceec
cl

C[Si]1(O)[Sil(c(:c):c)(c(:c):c)[Sil(c(:c:c):c:c)(
c2cccec2)[Si]1(c(:c):c)c(:c):c

c:c:c(:c:c)[Si]1(c(:c:c):c:c)[Sil(c(:c:c):c:c)(c(:
c:c):c:c)[Si](c2cceee2)(c2cceec2)[Sill(clecc
cc

clcccecl

CCC[Si]1(C)O[Si](C)(CC)OlSi](C)(ccc)ol

CC[Si]1(C)O[Si](C)(CC)OISi](C)(cC)01

CCCC[Si]1(C)O[Si](C)(CC)O[Si](C)(ccc)ol

ccclsili(cce)csij(cce)(cce)cl

cccclsili(ccee)csij(cce)(cee)cl

CC(C)(clcceecl)clcec(O)cecl

CC(C)(c(:c:c):c:c)clcec(0S)ecl

CC(C)(c(:c):c)cdccc(0S(C)(=0)=0)ccl

CC(C)(C)clcec(0S(=0)(=0)c(:c):c)ccl

Cclccc(0S(=0)(=0)c(:c:c):c:c)ccl

Sclccec(c1)S(=0)(=0)Oclcccccl

0S(=0)(=0)clccee(c1)S(=0)(=0)O0c(:c:c):c:
C

0S(=0)(=0)c1cccc(c1)S(=0)(=0)O0c(:c):c

COS(=0)(=0)clcccec(c1)S(0)(=0)=0

COS(=0)(=0)c1ccec(c1)S(=0)(=0)0c(:c):c

CCCCC1(CCCC)CS(=0)(=0)C1

CCCclccc(CCC)c(C)ca

CCclccc(CCc(:c):c)cclC

Cc(:c):c(CCclccc(C)c(C)cl):c:c

Cclccec(CCc2ccecc2C)cl

Cclcec(CCc(:c:c):c:c)c(C)cl

CCclccc(CCc(:c):c)c(C)cl
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CCCclccc(CCC)c(CC)c1

CCclccc(CCcf:c):c)cclCC

CCclcc(CCc(:c:c):c(C):c)ececlC

CCclccceclCCclceecec(C)cl

CCclcc(C)ceclCCc(:c:c):cic

CCclccc(CCc(:c):c)c(CC)cl

CCCclccc(CCC)c(Cl)c1

CCclccc(CCc(:c):c)cclcl

Cclcece(CCc(:c:c):c(Cl):c)ccadl

Clclccec(CCc2ccccc2Cl)cl

Cclcec(CCc(:c:c):c:c)c(Cl)cl

CCclccc(CCce(:c):c)c(Cl)c1

CCCclccc(CCC)c(Br)c1

CCclccc(CCce(:c):c)cclBr

Cclcec(CCc(:c:c):c(Br):c)cclBr

Brclccec(CCc2cccec2Br)cl

Cclcec(CCc(:c:c):c:c)c(Br)cl

CCclccc(CCc(:c):c)c(Br)cl

Cclcec(cc1)C(F)(F)C(F)(F)c(:c:c):c:c

CC(F)(F)clccc(ccd)C(F)(F)C(F)(F)c(:c):c

CC(F)(F)C(F)(F)clccc(cc1)C(F)(F)C(C)(F)F

FC(F)(clcccccl)C(F)(F)clcceecl

CCCCC12Cc34ccs(cc(ca)cr)e2

CC(C)(C)OC(=0)C1=C(C2C=CC1C=C2)C(=0)
0c(C)(C)C

COC(=0)C1=C(C2C=CC1C=C2)C(=0)OC(C)(
c)C

CC(F)(F)C(F)(F)OC1(F)C2CC(C=C2)C1(F)F

CCCOclcec(ccl)-c(:c):c

CCOclcec(ccl)-c(:c:c):c:c

COclccec(ccl)-clcccecl

N#Cclccc(ccl)-clcccecl

c:c:c(:c:c)-clcec(ccl)CHN

0C(=0)C1C2CC(C=C2)C1C(0)=0

CCOC(=0)C1C2CC(C=C2)C1C(=0)0CC

OCCOclccc(ccl)-c(:c):c

CCCCC1(CC2CC1C=C2)CHN

C[Si](C)(C)O[Si](C)(C)C1(CC2CC1C=C2)CHN

C[Si](C)(O)O[si](C)(C)C1(CC2CC1C=C2)CHN

C[Si](C)(CC1(CC2CC1C=C2)C#N)O[SiH3]

C[Si](C)(C)occiccaccic=c2

CC1CCCC1CN1C(=0)c2cccec2C1=0

0=C1C=CC(=0)N1CC1CC2CC1C=C2

CC(C)CN1C(=0)c2ccccc2C1=0

0O=C1NC(=0)c2cccccl2

ccceec(c)c=ccc

cceeeec(c)c=ce

CCCCCeec(c)c=C

CCCCCeeec(c)e

CCCccee=Ce(c)C

ccccee=ce(c)ce

cccce=ce(c)ccc

C1C=CC2C3CC(C=C3)C12

Cc(cyciceaccic=C2

CCc(ccjcacceaccic=C2

ClC2Cc(c1c=C2)c1cee=ccl

CC1CNC(=0)CC(01)c(:c:c):c:c

c:c(:c)C1ICNC(=0)CC(01)clcccecl

c:c:c(:c:c)C1CNC(=0)CC(01)clcccccl

c:c:c(:c:c)C1CC(=0)NCC(0O1)clceceecl

c:c(:c)C1CC(=0)NCC(01)clcccccl

c:c(:c)C1CNC(=0)CC(01)c(:c):c

CC1CCNCC(01)c1cccccl

CC1CNC(=0)CC(0O1)cicceecd

CC(=0)occa(cacoct C10CcC11cCc2cccic2
C10CcC11Cc2Ccc1c=C2 C10CcC11Cc2cccice2
CC(C)(C)COclcccecl Ci1Cccccz20c2cc1
C10C1clcccol 0=C1CCC2(Cco1)occo2
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0=C1NC(=0)C2C3CC(C=C3)C12

0=C1CCC(=0O)N1cCc1co1

CCCCN1C(=0)C2C3CC(C=C3)C2C1=0

CCCN1C(=0)C2C3CC(C=C3)C2C1=0

CC(=0)0CC1Co1

CCOC(=0)clcec(ccl)N(C)C

COC(=0)clccc(ccl)N1C(=0)CCC1=0

CC1C(C)C(=0)N(C1=0)clccc(ccl)C(0)=0

0=C1C2C3CC(C=C3)C2C(=0)N1clcccecl

c:c:c(:c:c)N1C(=0)C2C3CC(C=C3)C2C1=0

c:c(:c)-clccc(0CC2C02)ccl

COclccc(ccl)-c(:c:c):c:c

CCOCC1(C)cocl

COCC10C1COC(C)(C)F

CC(C)(F)OCC10OC1COC(C)(C)F

CCC1(COC(C)=0)COC1

OCCOP1(=0)0CCO1

CCC1(COC1=0)clccececl

CCCCclcc(0OC(C)=0)ccc10C(C)=0

CCCclcc(0C(=0)c(:c):c)ccc10C

CCclcc(OC(=0)c(:c:c):c:c)eecc1O

CCclcccec10C(=0)clccccecd

CCCclcc(0)cecclOC(=0)c(:c:c):c:c

CCCCclcc(0C)ccc10C(=0)c(:c):c

CCCclcc(0C)ccc1OC(=0)c(:c):c

CCclcc(OC(C)=0)ccclOC(C)=0

CCclcc(OC(=0)c(:c):c)ccclOC

0O=Cl0cCcccocce=C1

ccc(oc)c1cc(=0)01

0=C1CC(01)c1cce=Cco1

CCCOC(=0)CC=CCC

CCOC(=0)CC=CCC(0)=0

COC(=0)CC=CCC(=0)0C

CCCCOC(=0)CC=CC

CCCCCOC(=0)CC=C

NC1=C2C(=CCCC1)C(=0)0CCOC2=0

CC=C1C(=0)0CCOC(=0)C1=C

CC(N)=C1C(=0)0CCOC(=0)C1=C

CN(C)C1=C2C(=CCCC1)C(=0)0CCOC2=0

CN(C)C1=C(C)C(=CCCC1)C(0)=0

COC(=0)C1=CCCCC(N)=C1C(0)=0

CCOC(=0)C1CC(=0)01

CCOC(=0)c1ccoc(=0)ccr

COC(=0)C1CCOC(=0)CCl

CC1CCNC(=0)CC1

c:c:c(:c:c)C1CC(=0)N1

0=C1CC(N1)clcccecl

CC1(C)C(NC1=0)clcccecl

CCOC(=0)C1CC(=0)N1 CCclcce(O)ecl
CC(N)Cclccc(O)ccl Oclccc(CC2NCOC2=0)ccl
0=C1NCCCCCCO1 C1CCCOCNCC1

CC1C(C)C(=0)N(C1=0)clcccccl

CclccccclN1C(=0)CCC1=0

CC1C(C)C(=0O)N(C1=0)clccccclC

CclcccccIN1C(=0)C2C3CC(C=C3)C2C1=0

Cc(:¢):c(:c:c)N1C(=0)C2C3CC(C=C3)C2C1=
0

CN(C)clccec(C)cl

Cclccec(c1)N1C(=0)CCC1=0

CC1C(C)C(=0)N(C1=0)c1cccc(C)cl

Cclceec(c1)N1C(=0)C2C3CC(C=C3)C2C1=
0

CN(C)clcee(C)ccl

CC1C(C)C(=0)N(C1=0)clccc(C)cc1

FC(F)(F)clcc(cc(c1)C(F)(F)F)N1C(=0)CCC1
=0
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CC1C(C)C(=0O)N(C1=0)clcc(cc(c1)C(F)(F)F)
C(F)(F)F

CN(C)clcc(cc(c1)C(F)(F)F)C(F)(F)F

Celcc(C)ec(c1)N1C(=0)C2C3CC(C=C3)C2C
1=0

CCCCOC(=0)0CCC

CCCCCOC(=0)0CC

CCCCCCoC(=0)0C

CCCCCCCoC(0)=0

CCOC(=0)C1(C)COC(=0)0C1

CC(=0)0CC1=NcCco1 COclccc(SC)ccl
CCOclccc(SC)ecl CCCOclccc(SC)ecl
0CCCC1=NCCO1 C[Si](C)(C)cCN1ccl

0O=C(Cnlc2ccccc2c2cccccl12)N1CCl

NC(=0)Cn1c2cccecc2c2cccecl2

Cnlcc(:c)c2cceecl2

Cnlc(:c)c(:c:c)c2ceeecd2

CCnlc2cccec2c2cccccl2

c:n(:c)CC(=0)N1CC1

CCC(CC)(CC)C(=0)N1CCL

0=C(CC12CC3CC(CC(C3)C1)C2)N1CCL

CC(C)(C)CC(=0)N1CCL

c:c(:s)C1=NCCO1

C1CN=C(O1)clcccsl

C1CN=C(0O1)clccscl

OC(=N)clccc(OCC=C)ccl

CCOclcec(ccl)C1=NCCO1

COclccc(ccl)C1=NCCO1

CCCOclccc(cc1)C(0)=N

c:c:c(:c:c)N1COc2ccccc2Cl

C10c2ccccc2CN1clceeccecl

c:c1CN(COc1)clcccccl

Cclccc20CN(Cc2cl)c(:c):c

CN1COc2ccc(cc2C1)C(C)(C)C

CCC(CC)(CC)c1lccc20CNCc2c1

C1INCc2cc(ccc201)C12CC3CC(CC(C3)C1)C
2

CN1COc2ccc(cc2C1)C12CC3CC(CC(C3)C)
C2

CCC(CC)(CC)c1ccc20CN(Cc2c)c(:c):c

CC(C)(C)clccc20OCN(Cc2cl)c(:c):c

CC(C)(C)clccc20OCN(Cc2cl)c(:c:c):cic

Cclccc20CN(Cc2cl)clccccecl

Cclccec(c1)C12CC3CC(Ccc(c3)c1)e2

CCC(CC)(CC)c1ccc20CN(C)Cc2c1

CIsijz(c)ofsil(c)(C)olsij(C)(CCho[si](C)(C)
o1

C[Si](0)(0)CCclccc(Cl)ecl

CCclccc(C)ccl

Cclcec(CC[SiH3])ccl

Cclcec(CC[Si](C)(0)O)cc1

c:c:c(:c:c)[Si]1(CCC1)clcceecl

c:c:c(:c:c)[Si]1(C[Si](C1)(clccececl)clecccc

1)c(:c:c):c:c

C[Si]1(C)C[Si](C1)(c(:c:c):c:c)clcccecd

C[Si]1(C)O[Si](C)(O[Si](C)(O[Si](C)(01)C=C)
C=C)C=C

C[Si]1(C[Si](C)(C1)clcceecd)c(:c:c):c:c

C[Si]1(C)C[Si](C)(C1)clcceecd

CCC[Si]1(C)O[Si](C)(CC)O[Si](C)(CCC(C)(F)F
)01

C[Si]1(C)Cc2cccec2C1

C[Si]1(CCC=CC1)clcccecl
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CCCC[Si]1(CCCC)CHCISI](CC)(CC)[Si](C)(C)C
#C[Si]1(ccc)cce

CCC[Si]1(CCC)CHC[Si](CCC)(CCT)[Si](CC)(C
C)CH#C[Si]1(CC)CC

CCCC[Si]1(CCCC)CHCISi](C)(C)[Si](C)(C)CHC
[Si]1(Ccce)ceee

C[Si]1(C)CHC[Si](C)(c(:c:c):c:c)[Si](C)(CHC[S
i11(C)c(:c):c)clcccecl

CISi]1(CH#C[Si](C)(c(:c):c)[Si](C)(CHC[Si]1(C)

c(:c:c):c:c)c(:c:c):c:c)c(:c):c

C[Si](CHC)(c(:c):c)[Si](C)(CHC[SiH3])c1lccec
cl

C[Si]1(C)CHC[Si](C)(c2cccec2)[Si](C) (CHC[Si
]1(C)C)clccececl

C[Si]1(C)CC(Cc(:c):c)C1

C[Si]1(C)CC(Cc(:c:c):c(:c):c)C1

C(C1C[SiH2]C1)clccecc2cccecl2

CC(C)Cclccec2cceecl2

CCclcccc2cecccl?

C[Si]1(C)CC(Cc(:c:c):c:c)C1

c:c(:c)-clcec(CC2C[SiH2]C2)ccl

CC(C)Cclccc(ccl)-c(:c:c):c:c

CCclcec(ccl)-clcccecl

C[Si]1(C)CC(C1)c(:c:c):c(:c):c

C[Si]1(C)CcC(C1)cdccec(:c)cl:c:c

C[Si]1(C)cC(C1)clccec2ceccecl2

C1[SiH2]CC1clccec2cccecl?

CC(C)clccec2ccccecl2

C[Si](C)(C)C[Sil(C)(C)clcceecd

CISII(C)(C[Si]1(C[Si](C)(C)c(:c):c)CCC)c(:c)
:C

C[Si]1(CCC[SiH3])CccCe

CCC(ca)[si]1(ccca)c(:c:c):cl:c):c

c:c:clc(ccecl:c)[Si]1(CCCI)C1CCCCca

c:c:c(:c(:c):c)[Si]1(CCc1)cicececect

CCC(CQ)[Si]1(ccC1)clccec2ceccec]2

CC(Q)[Si]1(CCcC1)clccec2cccecl?2

C[Si](C)(C)clccec2eccecl2

CCCCclcc(CCC)ccclccC

CCCclcc(CCc(:c):c)cecclcC

CCCclcc(C)ececclCClc(:c:c):c:c

CCCclcc(CC)ececlCCc(:c):c

c:c(:c)P1CCCS1

c:c:c(:c:c)P1CCCS1

c:c(:c)p1CCCCS1

c:c:c(:c:c)P1CCCCS1

C1CCP(SC1)clcceecl

CC(c)occa(col)ctece(C)ec(C)ea

COCC1(CO1)clcc(cc(c1)C(F)(F)F)C(F)(F)F

OCC1(CO1)cdcc(cc(c1)C(F)(F)F)C(F)(F)F

CC1(CO1)clcc(cc(c1)C(F)(F)F)C(F)(F)F

CC(C)(F)OCC1col

CC1=CCC2(COC2)cCl

C[Si](C)(C)OCC1(CO[Si)(C)(C)C)coct

CN(C)clcec(ccl)[Si](C)(C)C

CN(C)clccc(ccl)[Si]1(C)CCC1

C[Si]1(CCC1)clcceecl

CN(C)clcec(ccl)[Si]1(CCCl)c(:c):c

CN(C)clcec(ccl)[Si]1(CCCl)c(:c:c):c:c

C[Si]1(CC=CC1)clcccecl

[SiH3]CCCclccc(cel)-c(:c):c

CCCclccc(cel)-c(:c:c):c:c

CCCCJ[Si]1(Ccc=CC1)clcccecl

CCCJSi]1(CC=CC1)clcccecl

NC(=0)OCclcccccl

CCOC(=0)N1CCOC(=0)CC1

COC(=0)N1ccocC(=0)cC1

CSCCCINC(=0)0C1=0

c:c(:c)CN1CCOC1=S

c:c:c(CN1CCOC1=S):c:c

S=C10CCN1Cclcccccl

c:c(:c)CN1CCCOC1=S
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c:c:c(CN1CCCOC1=S):c:c

CCN(Cclcceecl)C(0)=S

ccc(co)[sil1(c)C[sil(C)(c1)ciceeecl

C[Si]1(C)C[Si](C)(Cc1)cicceec

ccc(co)[sil1(cnc[si](cl)(c1)ciceeccl

CIsil1(cnc[sij(cl)(c1)ciceeect

C[Si]1(Cc2cccec12)clcccecl

C[Si]1(Cc(:c)cl:c:c)clcccecl

c:c:c(:c:c)[Si]1(Cc2ccececl2)c(:c:c):c:c

Clc2cccec2[Si]1(clcecececl)cleccecl

c:c:c(:c:c)[Si]1(Cc(:c)cl:c:c)clcccecl

CCCOclccc(ccl)CHN

CCOclccc(ccl)CH#N

CC[siJ(c)(c)olsil1(c)ccce

COclccec(cc1)C(=0)0c(:c):c

c:c(:c)C(=0)Oclccc(ccl)CHN

CC(=0)Oc1ccc(ccl)CHN

c:c(:c)C(=0)Oclccc(ccl)-c(:c):c

CC(=0)Oc1ccc(ccl)-c(:c:c):c:c

C[Si]1(C)CcC(C1)c(:c:c):c:c

C[Si]1(C)CcC(C1)ccccececd

Cclccec(c1)[Si](C)(C)C

Cclccec(cl)[Si]1(C)CCCa

CCCCclccc2C3C=CC(C=C3)c2c1

CCCclccc2C3C=CC(C=C3)c2c1

CCclccc2C3C=CC(C=C3)c2c1

C. Condensation: Functional Groups as Descriptor Set (SMARTS Format)

*_[#8]-clcccecl

1[Sil([#e])([#6])[#8][Si
1([#6])([#6])[#8]-*-1(- |[#6])[#8][Sil([#6])([#6])[#8]-

[#8]-* [#6]-[#8] [#8]-[#14]

[#6]-

[(#7]1[Si]([#6])([#6])[#8][Si]([#6 (48] [#6]=0

1)([#6])[#7](-[#6])-*(-[#6])(-

[#6])-[#8][Si]1([#6])[#6]

[#6]-[#8]-[#6)(-[#6])=0 [#6]-[#8]-* [#6]Cl

[#6]-[#8]-clcceecl [#7]-* O=*-1-[#8]-[#6]-[#6]-[#8]-1
(#6]-[#7]- [#6]-[#7]-

1[si]([#6])([#6])[#8][Si]([#6])(

[#6])-[#6] *-1(-[#6])-[#6]
#16]Cl [#6]-[#6]-[#7](-[#14])- (H6]Br

[#6]-[#6]
[#6]F [#6]-[#7] [#6]-[#8]-[#6]-[#6]-[#8]
[#6]-* [#8]-[#6]-* [#6]-[#6]-[#8]-[#6]
[#7] *-[#6]=0 [#6]-[#6]-[#8]

[#6]-[#6]-[#6]-[#6][Sn]1([#6]-

[#16]-* Cl* [#6]-[#6]-[#6])[#16]-[#6]-

[#6]-*1
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[#6]-[#6]-[#6]-[#6][Sn]1([#6]-
[#6]-[#6]-[#6])[#16]-[#6]-[#6]-

[#6]-[#6]-[#6]-[#6]-
[#8]-[#6]

[#6]-[#6](-[#8])=0

[#6]-*1
S=C=S [#6]-[#6](Cl)=0 [#7]-clcccecl
CH* [#14]Cl [#6]-[#6]

[#8]-c(:c):c:c:c

[#6]=[N+]=[#7-]

[#8]-[#6]-[#6]-[#8]

[#6]-clcccc(-[#6])cl

[#6]-[#6](=0)-[#8]-
[#6]-[#6]-[#8]

[#6]1

[#8]-c1c(cceccl-c(:c):c)-c(:c):c

clcccecl

[#8]-clccecc2cccecl2

[#8]-[#6]C([#6]-[#8])([#6]-
[#8])[#6]-[#8]

[#6]-clccc(-[#6])o1

[#6]-[#8]-[#6](=0)-clcccccl

[#16]

[#8]-c(:c):c

[#8]-[#6]-[#6](-[#8])=0

[#8]-[#6]-[#6]-[#6]-[#6](-
[#8])=0

[#6]-[#6](-[#6])-[#8]

[#8]-[#6]-[#6]-[#6](-[#8])=0

[#6]C([#6])([#6]-[#8])[#6](-
[#8])=0

[#6]-[#6]-[#8]-[#6](-
[#6])=0

[#6]-[#6]-[#6]-[#8]-[#6](=0)-
[#6]-[#6]-1-[#7]-[#6](=0)-
[#8]-[#6]-1=0

[#6]-[#6](-[#7])-[#6](=0)-[#7](-
[#6])-[#6]

[#6]-[#8]-[#7]-1-
[#6](=0)-[#6]-[#6]-
[#6]-1=0

[#6]-[#6](-[#6])-[#7]

[#6]-[#8]-clccc(ccl)-[#7+](-
[#8-])=0

[#6]-[#6](-[#7])-[#6](-
[#7])=0

[#6]-[#8]-clccceccl-[#8]

[#6]-[#6](-[#6])-[#6](-[#7])-
[#6](-[#7])=0

[#7]-[#6]-[#6](-
[#7])=0

[#6]-[#8]-
clc(Cl)c(Cl)c(Cl)c(Cl)cacl

[#6]-[#6]-[#6](-[#6])-[#6]-1-
[#7]-[#6](=0)-[#8]-[#6]-1=0

[#6]-[#6](-[#6])-[#6]-
(#6]-1-[#7]-[#6](=0)-
[#8]-[#6]-1=0

[#6]-[#6](-[#6])-[#6]-1-[#7]-
[#6](=0)-[#8]-[#6]-1=0

O=[#6]-1-[#7]-[#6](-[#6]-
c2cccec2)-[#6](=0)-[#8]-1

[#7]=C=0

[#6][Si]([#6])(CI)CI

[#6][Si]([#6])([#6])[#7]

CIP(CI)(Cl)=[#7]

FC(F)(F)[#6]-[#8]-[#15]

[#6]-clccec(cl)-[#6](-[#8])=0

[#6]-c(:c):c(:c:c)-[#6](-
[#8])=0

Clclccec(Cl)ecl

[#6]-c(:c):c [#6]-clccccclCHN [#6]-[#6]Cl
[#6][S+]1[#6]-[#6]-

Brclcccc(Br)cl [#6]-[#6](CI)CI
[#6]-[#6]1

[#6]C(F)(F)I Ic(:c):c [#8]-clcccecl
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[#6]-[#6](=0)-clcccccl-[#6]

[#6]C([#6])([#6]Br)C([
#6])([#6])[#6]Br

[#6]-[#6](Br)-[#6]Br

[#6]-[#6](-[#6])Br

[#6]-[#6](-[#8])Br

[#8]-[#6](Br)-[#6]Br

CHC

[#6]CHC

[#6]C1([#6])[#6]=[#6]-
c2cccccl2

[#6]-1-[#6]=[#6]-c2ccccc-12

[#8]-[#6]-[#6]-1-[#6]-
[#8]-[#6]-[#8]-1

Clclcc(Cl)cc(Cl)cl

Clclcc(Cl)cc(Br)c1

Brclcc(Br)cc(Br)cl

clccocl

[#6]-clccc(-[#6])c(-[#8])c1

[#8]-[#6](=0)-clccec(-
[#8])c1

[#6]-[#6]-1-[#6]-[#8]-
c2cscc2-[#8]-1

[#6]-1-[#6]-[#8]-c2cscc2-[#8]-1

[#6]-[#8]-clcsc(-
[#6])c1-[#8]

[#6]-clcccol

clcescl

[#6]-clccesl

[#8]-[#6](=0)-clccc(-
[#8])ccl-[#6](-[#8])=0

[#8]-[#6](=0)-clcccccl-[#6](-
[#8])=0

[#6]=[#6]

[#6]-[#6]=[#6]

[#6]-c1cc(Br)scl-[#6]

[#8]-clccsclBr

[#6]-[#6]-[#6]=[#6]

[#6]-clccscl

Brc(:c):s

Brc(:n):s

s:clcsc2cescl2

clcc2scec2sl

clcencl

Brc(:c):c

[#6]-clcc(l)scll

[#6]-clccscll

[#6]-clccscl-[#6]

[#6]-clcsc2cescl2

[#6]-c1lcc(Br)sc1Br

[#6]-clccsclBr

c:.C:s

[#8]-clccscl

clscc2cceecl2

[#16]-[#6]-[#16]

[#16]-clcc(l)scll

[#16]-clccscll

[#6]-clcsccl-[#6]

[#6]-[#6]-clcsccl-[#6]

[#6]-[#8]-clcsccl-[#8]-[#6]

[#6]-[#6]-[#8]-
clcsccl-[#8]-[#6]

[#16]CHN

[#6]-clscccl-[#8]

Brclcescl

c:c(:n)-clccesl

c:c(:c)-clccesl

[#16]-clccscl

[#6]-clscccl-[#16]

s:clccscl

n:clccscl

[#6]-[#6]-1=[#6]-[#6]-[#16]-

[#6]-1=[#6]

[#8]-[#6](=0)-c(:c):c

[#6]-[#6]-[#6]-[#8]

[#6]-[#6]-[#6]-[#6]-[#6]-
[#6](-[#8])=0

[#7]-[#7]

[#6]-[#7]-[#7]

[#6]-[#6](-[#7])=[#6]

[#6]-[#6](-[#7])=0

[#7]-c(:n):n

c:n:n:c(:c)=0

[#6][Si]([#6])([#8])clcccecl

[#6]-n1ccncl

[#6]-n1ccccl

[#6]-clcccecl-[#7]

[#6]-clcccc(-[#7])cl

Clclcccecl

[#6]-c(:c):c(:c:c)-[#7]=C=0

[#6]-[#7]-[#6]

[#7]-c1nc(Cl)nc(Cl)n1
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[#7]-clccec(-[#7])c1

[#6]-c(:c):c(-[#7]):c:c

[#6]-[#7]-clcccecd

Brc(:c):n

[#7]-clcceecl-c(:c):c

[#6]-[#6]-clccceccl-[#7]

FC(F)(F)clcccecl

[#6]-clcccecl

[#6]-clcencl

[#7]-clccec2cec(:c)cccl2

[#6]-clcnccl-[#6](-
[#8])=0

[#6]-clcnccl-[#6]

c:clcccecl

[#6]=[#6]-1-[#6]=[#7]-

[#6]-[#8]-clccc(-[#8]-[#6])c(-

c2cccec-12 [#7])c1
[#6]-[#6]-[#8]-clccc(-[#8]- [#8]-[#6](=0)- (#6]-cloccl-[#6])c(-[#7])cL
[#6])c(-[#7])c1 clcccecl
[#6]-c1ccc(-[#8])ccl [#]-f#8l-clencel- [#15]-[#8]-clcccccl
[#8]-[#6]
Brclcccecl Clclccccecldl Clc(:c):c:c(Cl):c
Brclccc(Br)ccl [#6]-[#16]-clcccccl  |[#7]-clccec2cccecl?

[#7]-clcccecd:c

c:clccec2ccecc(:c)cl2

c:c(:n)-clccc[se]l

c:c(:c)-clccc[se]l

[#6]-n1ccccl-c(:c):n

[#6]-n1ccecl-c(:c):c

[#6]-[#6]-
[#5;a]1n[#5;a]n[#5;a]n1

[#6]-
[#5;a]1n[#5;a]n[#5;a]
nl

[#5;a]1n[#5;a]n[#5;a]n1

[#6]=[#6]-1-[#6]=[#6]-

Fclcceecl [#6]-n1cc2cccec2cl

[#7]=[#6]-1
[#6]-[#8]-clcccc(-[#7])cl [#7]-clccc(-[#7])ccl  |[#8]-c(:c):c:c(-[#8]):c
Fclccc(F)ccl [#7]-clccc(F)ccl Fclccec(F)cl

Fc(:c):c:c(F):c

c:c:clcccecl:c

[#7]-clccc(-[#16])ccl

[#7]-clccc(ccl)S([#8])(=0)=0

[#6]-[#8]-c1lcccecl-
(#7]

n:c(:s)-clccececl

Iclccccecl

c:cin

[#6]-1-[#6]-[#6]-c2cncc2-
[#6]-1

[#6]-1-[#6]-c2cncc2-[#6]-1

[#6]-1-[#6]-[#6]-
c2cncc2-[#6]-[#6]-1

[#6]-[#6]-n1ccccl-[#6]

c:c(:c)[Si](CHC)(CH#C)c(:c):c

[#6]-[#6]-[#8][Si]([#8]-
[#6]-[#6])([#8]-[#6]-
[#6])[#8]-[#6]-[#6]

[#14]

[#6][Sil([#6])(Cl)[#6][Si]([#6])([
#6])Cl

[#6][Si]([#14])(CI)CI

[#e][Sil([#6])(CI)[Si]([#6])([#6
)Cl

[#6][Sil([#6])(C[Si]([#6])(Cl)c(:

c):c

[#6]-[#6]-[#8][Si]([#8]-
[#6]-[#6])([#8]-[#6]-
[#6])c(:c:c):c:c

[#6]-[#6]-[#8][Si]([#8]-[#6]-
[#6])(c(:c:c):c:c)c(:c:c):c:c
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[#6]-[#6]-clcccecl-[#6]

[#6][N+]#N

[#6][N+]([#6])([#6])[#6]

[#6]-[#6][S+]([#6]-[#6])[#6]-
[#6]

[#6]-[#6][S+]([#6]-
[#6])[#6]-c(:c):c

[#6]-c1cc(Cl)cc(Cl)ca

Clclccec(Cl)cl

[#6]-c(:c):c(Cl):c:c

[#8]-clccec(Cl)cl

[#8]-c(:c):c(Cl):c:c

[#6]-[#8]-clccc(-
[#8])ccl

[#8]-clccc(-[#8])ccl

[#6]-[#7](-[#6])-clcccccl

[#7]-clcccecl-[#8]

[#6]-clcccc(Cl)cl

[#8]-clcc(Cl)cc(Cl)c1

[#6][Mg]Br

[#6]-[#6]-[#8]-clccc(-[#8]-
[#6])ccl

[#6]-[#8]-clccc(-[#8]-[#6])ccl

[#6]-clccec(l)cl

[#6]-c(:c):c(l):c:c

[#6]-[#6]-1-[#6]-[#6]-[#6]-
[#16+]-1

[#6]-clcccecl-[#8]

[#7]-c1ccc(-[#8])ccl

[#8]-clcccc(-[#6][S+]2[#6]-
[#6]-[#6]-[#6]2)c1

[#8]-c(:c):c(-
[#6][S+]1[#6]-[#6]-
[#6]-[#6]1):c:c

[#6]-c(:c):c(-[#6][S+]1[#6]-
[#6]-[#6]-[#6]1):c:c

[#6]-c1cccc(-[#6]Cl)cl

[#6]-c(:c):c(-[#6]Cl):c:c

[#8]-c1cccc(-[#6]Br)cl

[#8]-clcccecl-

[#8]-c(:c):c(-[#6]Br):c:c (H61=[#7] Brclcccc2c(Br)cceccl2
c:c(:c)[Ge](CHC)(CHC)c(:c):c Brclccc(Br)[se]l clcc2ccccec2cl
clccccl [#6][Sn]([#6])(CICI [#6]-clcc[se]cl
clcc[se]cl [Na][#16] [#6]-[#8]-[#6]

c:clcoc2cccecl?

[#6]-[#6]-clcccecl-
(#8]

[#6]-[#6]-[#6]-
[#6][Sn]([#6])([#6]-[#6]-([#6]-
[#6])[#6]-[#6]-[#6]-[#6]

[#8]-[#6](=0)-[#7]-clcccecl

[#8]-[#6](=0)-clccec(-
[#16])c1

[#6][Sil([#6])([#6])[#8]

[#6]-[#16]-[#6](-[#6])=S

[#6]-[#5]-1-
[#8]C([#6])([#6])C([#6]
)([#6])[#8]-1

[#8][K]

[#14]-[#7]-1-[#6]-[#6]-[#6]-

[#6]-[#8]-c1c(F)c(F)nc(F)c1F [#15]ClI (H6]-1

Fclcc(F)c(F)c(F)c1F [#6]N(=0)=0 [#8]-[#6]-1-[#6]-{48]-{#6]-
[#6]-1-[#8]

Fe(:c):c 0=[Se] [#6]-[#6]-[#6]-[#6](-[#6])=0

[#6]-clccc2-[#6](=0)-[#8]-
[#6](=0)-c2c1

O=[#6]-1-[#8]-
[#6](=0)-c2cccec-12

[#6]-[#7]-[#6](=0)-[#6](-
[#7])-[#6]-c(:c):c
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[#8]-[#6]-c(:c):c

(#6]-
clcee(ccl)S([#7])(=0)=
0]

[#6]-[#5]-1-[#8]-[#6]-[#6]-
[#6]-[#8]-1

[#7]-[#6](=0)-[#6]C#N

[#6]C([#6])([#8])CHC

[#6][P+](clcccecl)(clcccecl)
clcccecl

[#8]-[#6]-[#6]-c(:c):c

[#6]-[#6]-[#6]-[#7]-
[#6](-[#16])=0

[#16][K]

[Li][#6]

[#6][zn]CI

[#6]-[#6]-[#6]

[#6]-[#6]-[#16]

FC(F)(F)S(=0)(=0)[#8]-
[#14]

[#6]-[#6]-
[#8]P([#6])(=0)[#8]-[#6]-[#6]

[#6]-c(:c):c(-[#8]):c(-[#6]):c

[#6]-n1nnc2cccecl2

[#8]-c(:c):c(-[#8]):c(-[#8]):c

[#8]-[#6](=0)-[#6]CH#N

[#6]-[#6](-[#8])-[#6]-
[#8]

[#6]-[#8]-clccc(-[#8])ccl-
[#8]

[#7]-[#6](-[#7])=0

[#6]-[#7]-[#6]-[#7]

[#6]-[#6](-[#6])-[#6]-[#8]

[#6]-[#6](=[#6])-[#6]-

(#7]-[#6]-[#6]-[#6]-[#7] [#6](-[#7])=0 [#6]-c(:c):n
[#6]-[#5](-[#8])-[#8] c:c(:c)-[#6]C#N [#14]CHC
[#7]-c(:c):c:cic [Na][Se] [#7]-[#6]-[#6]-[#8]
[#7]=S=0 * clcc2scec2nl
clec2cccee2nl [#6]-{#6](=0)- [#6]-[#6](-[#6])=0

clccc(F)ecl

[#6]-[#14](-[#6])-

[#6]-[#14](-[#6])-

[#8][Si]([#6])([#6])[#8] |c:c:c
#8][Sil([#6])([#6])[#8
(#8][Si]([#6])([#6])[#8] [sil([#61)([#6]) (4]
S O=[#6]-1-[#6]=[#6]- 7]
[#6]=[#6]-1

O=[#6]-[#8]-[#6]=0

[#7]-clcccecl-[#7]

[#6]-[#6](=0)-[#6]=0

CI[#6]-[#6]-1-[#6]-[#8]-1

[#7]-clcccecl-[#16]-
[*#1]

[#14]-[#7]-c1lcccecl-[#8]-
[#14]

[#6]-[#6](=0)-[#7]-[#7]

[#16]-[#6](Cl)=0

[#7]-[#7]-clcccecd

[#6]-[#6](=0)C#C [#6]-[#7]-1-[#6]-[#6]-1|[#6]-[#16]

[#6][N]#N (#8]-[#15](-[#8])=0  |[#6]-[#6](-[#7])=S

Br[#6]-[#6]=0 [#8]-[#6]=0 clnnnnl

[#7]-cleceecl-[#6]=0 [#6]-[#6](=0)- O=[#6]-1-[#6]-[#6]-[#6](=0)-
clcccccl [#6]-[#6]-1

[#7]-clcccecl-[#6](-[#8])=0

[#6]-[#6]-1-[#6]-[#8]-1

CI[#6](-*)=0
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[#7]-[#6]-[#6]-[#6]-
[#7]-c1cccc(-[#8])c1 (48] [#7]-[#6]-[#6]-[#6]-[#6]-[#8]
[#7]-clccec2cecec(-
[#7]-[#6]-clcccecl-[#8] [#16]-*
[#8])cc12
[#6]-[#6]-[#8]-[#6](-
*-[#6]=C=[#6] [#8]-[#6]-[#6])-[#8]- [*CHC
[#6]-[#6]
*_[#6]=[#6] [*,#1]CHC[* #1] [*,#1]-[#6]=[#6]-[* #1]
I* CH#N [#6]-[#6](=0)-[#8]-*
[F,Cl,Br,I]-clcccecl [#8]-* [#14]-[F,Cl,Br,I]
[#7]-[#6](=0)-[#6]-
[F,Cl,Br,I,#1]-clcccsl [#7]-[F,Cl,Br,I,#1]
[F,Cl,Br,I]
*-[#8]-[F,C1,Br, |, #1] *-[F,C1,Br,1] Wl LHe(=0)- Tl
[#8])=0

S3. Description of C5.0 algorithm

C5.0 classifier? is a data-mining tool designed to analyze substantial databases
containing millions of records. It can be used to classify a given dataset into discrete
classes depending on discrete- or continuous- valued descriptors. C5.0 is highly
interpretable because C5.0 classifiers are expressed as decision trees or set of rules.
C5.0 is selected as the machine-learning tool of PolyName2Structure system because
chemical reactions are highly related to some specific patterns present in the chemical
structures. If a rule-based training tool was used, then it will be easier to know which
pattern plays an important role in chemical reactions by looking into the decision trees
or the set of rules generated by C5.0.

C5.0 was developed as an improved version of its ancestor C4.53. Compared to
C4.5, C5.0 not only generates more accurate rules with less time and memory, but also
includes several new techniques, such as boosting. The C5.0 classifier contains an
easy-to-use command-line interface. Detailed description of C5.0 is in its published
tutorial®.

C5.0 can generate classifiers based on decision trees or set of rules. In this study,
however, the performance of these two kinds of classifiers shows no big difference.
Besides, the classifiers based on set of rules can be much easier than decision trees to
track the prediction process. Therefore, the set of rules is selected to generate
classifiers as the prediction models of PolyName2Structure system.

Boosting is an innovative technique included in C5.0. It is based on the work,
adaptive boosting, of Rob Schapire and Yoav Freund>. The idea is to generate multiple
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classifiers rather than just one. Then, when a case needs to be classified, each classifier
votes for its predicted class, and the class that has the most votes is the final class of
the case.

To generate multiple classifiers for a single dataset, the first step is to generate a
classifier as default setting. Then, the second step is to generate a classifier that
focuses on the error cases of the first classifier. After that, the third classifier adopts
the same principle: focusing on the error cases of the second classifier. The later
classifiers will do the same procedure: focusing on the error cases of previous classifier.
This process will continue until the pre-determined number of trials is reached, or the
most recent classifier is either extremely accurate or inaccurate.

The default boosting option, specified by "-b" option, will generate 10 classifiers
and vote to determine the class of any given case. In this study, every model uses the
default "-b" option to generate 10 classifiers. The performances of models significantly
increase with boosting options. Increasing the number of classifiers does not make
explicit improvement in the performances of models when the number is at least 10.

Therefore, the default "-b" option is used to train machine learning models.
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