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Sequence 7, Confidence: 0.6907506749870734

Step 1
Type: Thioxo to imino, Confidence: 0.91
CC(=0)0I(OC(C)=0)clcceecl.CO.Celnc(N(C)C(=0)Cc2ccc(-c3cc(F)ccc3F)cc2)scl1S(C)=0.Cl

CCI.NC(=0)[O-].[NH4+]>>CC1N=C(N(C)C(=0)CC2C=CC(C3C(F)=CC=C(F)C=3)=CC=2)SC=15(
C)=N)=0
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Step 2
Type: Bromo Suzuki-type coupling, Confidence: 0.95

Cclnc(N(C)C(=0)Cc2ccc(Br)cc2)scl1S(C)=0.0B(O)clcc(F)ccclF>>Cclnc(N(C)C(=0O)Cc2ccc(-
c3cc(F)cce3F)cc2)sc1S(C)=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)ccl>>Cclnc(N(C)C(=0)Cc2ccc(Br)cc2)sc1S(C)=0
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Step 4
Type: N-Boc deprotection, Confidence: 0.971
Cclnc(N(C)C(=0)OC(C)(C)C)sc1S(C)=0.CICCI.O=C(O)C(F)(F)F>>CNci1nc(C)c(S(C)=0)s1

\ o
\ s 7 NQ\/N\\(% al RNF
HN S
R @ PEL R o
o

OH



Step 5
Type: Sulfanyl to sulfinyl, Confidence: 0.942

CO0.CSc1sc(N(C)C(=0)OC(C)(C)C)Nc1C.O.JO][I+3]([O-D(O-])O[Na]>>Cc1nc(N(C)C(=0)OC(C)(
C)C)sclS(C)=0
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Step 6
Type: Unrecognised, Confidence: 0.966
CN(C)C=0.CS[Na].Cc1nc(N(C)C(=0)OC(C)(C)C)sc1Br>>CSclsc(N(C)C(=0)OC(C)(C)C)nclC
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Step 7
Type: N-Boc protection, Confidence: 0.972

CC(C)(C)OC(=0)OC(=0)OC(C)(C)C.CNc1nc(C)c(Br)s1.CICCI>>Cc1nc(N(C)C(=0)OC(C)(C)C)sc
1Br
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Step 8
Type: Bromo N-arylation, Confidence: 0.968

CCO.CN.Cclnc(Br)sc1Br>>CNclnc(C)c(Br)s1
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Step 9
Type: Amino to bromo, Confidence: 0.992

Br.Cc1nc(N)sc1Br.0.0=NO[Na].[Cu]Br>>Cclnc(Br)sc1Br
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