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Figure S1. Pentafluorosulfanyl ureas 1-14
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Scheme S1. General procedure for the synthesis of intermediate isocyanates
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Reagents and conditions: (a) triphosgene, toluene, EtsN, 70 <€, 2 h.

Schemes S2-S4. General synthetic schemes of the final compounds 1-14

Scheme S2. Synthesis of compounds 2-6
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Comp. 2-6

Reagents and conditions: (a) DCM, overnight.

Compound R! R? R? R* Overall yield (%0)
2 3-Cl 4-Cl 4-SFs H 30
3 5-SFs 2-Cl 4-Cl H 47
4 3-SFs 2-Cl 4-Cl H 8
5 5-SFs 2-Cl 4-SFs H 6
6 4-SFs H 3-SFs 2-Cl 9
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Scheme S3. Synthesis of compounds 1, 7-8

Comp.1,7-8

Reagents and conditions: (a) pyridine, 1 h.

Compound R! R? Overall yield (%)
1 3-SFs 4-Cl 17
7 3-SFs H 62
8 4-SFs H 80

Scheme S4. Synthesis of compounds 9-14
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Comp. 9-14

Reagents and conditions: (a) n-BuL.i, anh. TFH, overnight.

Compound R! R? R? R* Overall yield (%0)
9 3-SFs H 4-SFs H 20
10 4-SFs H 4-SFs H 22
11 3-SFs H 3-SFs H 49
12 3-CF3 4-Cl 3-CF3 4-Cl 35
13 5-SFs 2-Cl 3-CF3 4-Cl 22
14 3-SFs 4-Cl 3-SFs 4-Cl 23
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