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Product: CC1N=C(N(C)C(=0)CC2C=CC(C3C(F)=CC=C(F)C=3)=CC=2)SC=1S(C)(=N)=0
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MSSR: 15

MRP: 50

FAP: 0.65

SbP: 3
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Are materials exclusive: True

Enzymatic only: False

Available smiles:

Exclude smiles: CC1IN=C(N(C)C(=0)CC2C=CC(C3C(F)=CC=C(F)C=3)=CC=2)SC=1S(C)(=N)=0
Exclude substructures:



Sequence 0, Confidence: 0.7262175309184802

Step 1

Type: Bromo Suzuki-type coupling, Confidence: 0.952
Cclnc(N(C)C(=0)Cc2ccc(Br)cc2)scl1S(C)(=N)=0.0B(O)clcc(F)ccclF>>CCIN=C(N(C)C(=0O)CC
2C=CC(C3C(F)=CC=C(F)C=3)=CC=2)SC=1S(C)(=N)=0
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Step 2

Type: Unrecognised, Confidence: 0.92
CC(=0)0I(OC(C)=0)clccececl.CO.Celnc(N(C)C(=0)Cc2ccc(Br)cc2)sc1S(C)=0.NC(=0)[O-].[N
H4+]>>Cc1nc(N(C)C(=0)Cc2ccc(Br)cc2)sc1S(C)(=N)=0
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Step 3
Type: Amide Schotten-Baumann, Confidence: 0.969

CNc1nc(C)c(S(C)=0)s1.0=C(Cl)Cclccc(Br)cc1>>Cclnc(N(C)C(=0O)Cc2ccc(Br)cc2)scl1S(C)=0
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Step 4
Type: N-Boc deprotection, Confidence: 0.971
Cc1nc(N(C)C(=0)OC(C)(C)C)sc1S(C)=0.CICCI.O=C(O)C(F)(F)F>>CNc1nc(C)c(S(C)=0)s1
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Step 5

Type: Sulfanyl to sulfinyl, Confidence: 0.942



CO.CSc1sc(N(C)C(=0)OC(C)(C)C)nc1C.0.[0-][1+3]([0-])([O-])O[Na]>>Cc 1nc(N(C)C(=0)OC(C)(
C)C)sc1S(C)=0

\' o
N N\\( 7L o) B Ta
IS\:\S/ o) —— — OH+ /SISS\N\)\OX +H,0 + 70(;\3\;0
/5\\0

Step 6
Type: Unrecognised, Confidence: 0.97

C1CCOC1.CSSC.Cclcesc(N(C)C(=0)OC(C)(C)O)nl.[Li]CcCCC>>CSclsc(N(C)C(=0)OoC(C)(C)C)
nclC
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Step 7
Type: Bromo Buchwald-Hartwig amination, Confidence: 0.964
ClCOCcCo01.cc1(C)c2cccec(P(c3ccecec3)c3ccececee3)c20c2c¢(P(c3ccececce3)c3ccecce3)cccc21l.CNC

(=O)OC(C)(C)C.Cclcsc(Br)nl.0=C(/C=Clclcccccl)/C=C/clcccccl.O=C(O[Cs])O[Cs].[Pd]>>C
clesc(N(C)C(=0)OC(C)(C)C)n1
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