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Sequence 2, Confidence: 0.7447737231863633

Step 1

Type: Bromo Suzuki-type coupling, Confidence: 0.952

Cc1nc(N(C)C(=O)Cc2ccc(Br)cc2)sc1S(C)(=N)=O.OB(O)c1cc(F)ccc1F>>CC1=C(S(=O)(=N)C)S
C(N(C(CC2C=CC(C3=CC(F)=CC=C3F)=CC=2)=O)C)=N1

Step 2

Type: Unrecognised, Confidence: 0.92

CC(=O)OI(OC(C)=O)c1ccccc1.CO.Cc1nc(N(C)C(=O)Cc2ccc(Br)cc2)sc1S(C)=O.NC(=O)[O-].[N
H4+]>>Cc1nc(N(C)C(=O)Cc2ccc(Br)cc2)sc1S(C)(=N)=O

Step 3

Type: Amide Schotten-Baumann, Confidence: 0.969

CNc1nc(C)c(S(C)=O)s1.O=C(Cl)Cc1ccc(Br)cc1>>Cc1nc(N(C)C(=O)Cc2ccc(Br)cc2)sc1S(C)=O

Step 4

Type: N-Boc deprotection, Confidence: 0.971

Cc1nc(N(C)C(=O)OC(C)(C)C)sc1S(C)=O.ClCCl.O=C(O)C(F)(F)F>>CNc1nc(C)c(S(C)=O)s1



Step 5

Type: Sulfanyl to sulfinyl, Confidence: 0.942

CO.CSc1sc(N(C)C(=O)OC(C)(C)C)nc1C.O.[O-][I+3]([O-])([O-])O[Na]>>Cc1nc(N(C)C(=O)OC(C)(
C)C)sc1S(C)=O

Step 6

Type: Bromo Buchwald-Hartwig amination, Confidence: 0.962

C1COCCO1.CC1(C)c2cccc(P(c3ccccc3)c3ccccc3)c2Oc2c(P(c3ccccc3)c3ccccc3)cccc21.CNC
(=O)OC(C)(C)C.CSc1sc(Br)nc1C.O=C(/C=C/c1ccccc1)/C=C/c1ccccc1.O=C(O[Cs])O[Cs].[Pd]>
>CSc1sc(N(C)C(=O)OC(C)(C)C)nc1C

Step 7

Type: Amino to bromo, Confidence: 0.996

Br[Cu]Br.CC#N.CC(C)(C)ON=O.CCOC(C)=O.CSc1sc(N)nc1C>>CSc1sc(Br)nc1C


