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HPLC Purity of Inhibitors. HPLC purity was determined by two methods using a
Varian Microsorb MV 100-5 C18 column (4.6 x 150 mm, 5 um particle size) with
detection at 254 nm and the indicated HPLC conditions (Methods A—E) as described
below.

HPLC Conditions:
Solvent A: 50 mM aqueous triethylammonium bicarbonate (TEAB) buffer.
Solvent B1: CH3;CN/H,0 (9:1)
Solvent B2: CH;CN/H,0 (7:3)
Flowrate: 0.5 mL/min.
Detection 254 + 4 nm
HPLC column: Varian Microsorb MV 100-5 C18 250 x 4.6 mm

HPLC Methods:

Method A: 0-25 min: gradient 5%—100% B1; isocratic 25-29 min: 100% B1

Method B: 0-20 min: gradient 20%—-80% B1; isocratic 20-25 min: 80 % B1

Method C: 0-30 min: gradient 2%—100% B1; isocratic 30—34 min: 100% B1

Method D: 0-25 min: gradient 5%-100% B2; isocratic 25-28 min: 100% B2; 28-33
min: gradient 100%-5% B2; 33-35 min: isocratic 5% B2.

Method E: 0-20 min: gradient 20%-80% B2; isocratic 20-26 min: 80% B2; 26-28
min: gradient 80%-20% B2; 28-37 min: isocratic 20% B2.
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Table S1. HPLC Purity of Inhibitors

Compound Number Method tret (Min) Purity (%)
9 D 15.6 96.2
E 15.0 95.8
10 D 14.8 97.2
E 15.5 96.9
11 D 15.7 98.5
E 15.0 99.1
12 D 12.5 98.5
E 14.4 97.9
D 15.8 98.5
13 E 15.0 99.1
D 13.7 97.9
14 E 15.1 98.3
15 A 14.2 95.9
B 16.0 98.9
16 A 13.6 95.1
B 17.4 95.2
17 A 16.6 99.0
B 16.1 98.9
18 A 10.8 97.7
B 104 97.6
19 D 14.8 99.2
E 12.9 98.9
D 12.8 99.0
20 E 114 98.7
D 14.3 98.7
23 E 13.8 98.1
D 14.5 98.4
24 E 12.5 99.0
D 13.2 97.5
25 E 12.6 97.8
26 A 9.81 98.4
C 7.44 99.0
A 15.8 97.6
27 B 10.5 95.5
A 16.1 95.9
28 B 114 95.3
A 15.7 98.8
2 B 10.7 973
A 15.1 98.5
30 B 10.6 98.7
31 A 15.7 98.3
B 104 95.8
A 17.5 99.7
32 B 12.8 98.3
A 15.8 99.1
>8 B 10.8 98.3
A 21.9 95.4
63 B 15.9 96.3
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