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Sequence 1, Confidence: 0.7477809235683877

Step 1

Type: Thioxo to imino, Confidence: 0.91

CC(=O)OI(OC(C)=O)c1ccccc1.CO.Cc1nc(N(C)C(=O)Cc2ccc(-c3cc(F)ccc3F)cc2)sc1S(C)=O.Cl
CCl.NC(=O)[O-].[NH4+]>>CC1=C(S(=O)(=N)C)SC(N(C(CC2C=CC(C3=CC(F)=CC=C3F)=CC=2)=
O)C)=N1

Step 2

Type: Iodo Suzuki-type coupling, Confidence: 0.961

Cc1nc(N(C)C(=O)Cc2ccc(I)cc2)sc1S(C)=O.OB(O)c1cc(F)ccc1F>>Cc1nc(N(C)C(=O)Cc2ccc(-c3
cc(F)ccc3F)cc2)sc1S(C)=O

Step 3

Type: Amide Schotten-Baumann, Confidence: 0.968

CNc1nc(C)c(S(C)=O)s1.O=C(Cl)Cc1ccc(I)cc1>>Cc1nc(N(C)C(=O)Cc2ccc(I)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: Unrecognised, Confidence: 0.966

CN(C)C=O.CS[Na].Cc1nc(N(C)C(=O)OC(C)(C)C)sc1Br>>CSc1sc(N(C)C(=O)OC(C)(C)C)nc1C


