Synthesis and evaluation of benzothiazole-based analogs as novel, potent fatty acid

amide hydrolase inhibitors

Xueqing Wang,* Katerina Sarris, Karen Kage, Di Zhang, Scott P. Brown, Teodozyi

Kolasa, Carol Surowy, Odile F. El Kouhen , Steven W. Muchmore, Jorge D. Brioni and

Andrew O. Stewart

Table of Contents
Contents Page Number
Elemantal Analysis Data S1-2
Elemental Analyses for compounds 13a-17¢
Compd Molecular Formula % For C 9% For H % For N

No.

13a C2HsN305S, 59.57 (59.57) | 5.67 (5.68) | 9.40 (9.47)
13b Ca3H7N305S, 60.55 (60.37) | 5.87 (5.95) | 9.49 (9.18)
13c CooHy6N4O5S, 57.31(57.61) | 5.79 (5.72) | 11.90 (12.22)
13d Co6H25N303S5,00.4 HYO | 62.57 (62.60) | 493 (5.21) | 8.46 (8.42)
13e CsH»CIFN,O 60.94 (60.54) | 3.41(3.30) | 15.79 (15.69)
13f C19oH»nN4,O 70.78 (70.68) | 6.88 (6.64) | 17.38 (17.28)
13g C17H9NsO 66.00 (65.88) | 6.19 (6.18) | 22.64 (22.37)
13h Ca6H24CIN305S2¢0.1 58.55 (58.56) | 4.52 (4.69) | 7.82 (7.88)

TFA
14a Ca5H23N30,S5,60.5 TFA | 60.98 (61.09) | 4.56 (4.65) | 8.31 (8.28)
15a Co4H23N305S; 57.92 (57.65) | 4.66 (4.42) | 8.44 (8.33)
15b C2H9N303S3¢0.2 H,O | 55.94 (55.84) | 3.83 (4.13) | 8.97 (8.88)
15¢ C23H,1N303S360.3 H)O | 56.16 (56.49) | 4.07 (4.45) | 8.69 (8.59)
15d Cy5H25N303S5300.6 54.65 (54.67) | 4.69 (4.64) | 7.4797.57)
CH,CI,
15e C24H25N30,S53¢0.3 57.58 (57.73) | 524 (5.21) | 8.03 (7.65)
CH>Cl1,+0.2 THF
16a C23H21N303S340.3 57.12 (57.32) | 4.53(4.69) | 7.95(8.29)
THF.0.1 H,O
16b Co4H23N3045,40.6 55.41(55.48) | 4.30 (4.58) | 7.98 (7.89)
CH,ClI,
16¢ Co4H2uN4 O3S, 59.65 (59.98) | 4.90 (5.03) | 11.56 (11.66)
16d C19H9N305S; 52.29 (52.63) | 4.06 (4.42) | 9.73 (9.69)
16e CosH23N3035,60.4 TFA | 59.22 (59.23) | 4.46 (4.51) | 8.21 (8.03)
16f C24H2oN403S5,00.1 H,O | 59.69 (60.01) | 4.27 (4.66) | 11.62 (11.66)
16g C23H20CIN303S300.25 51.99 (51.64) | 3.32(3.73) | 7.68 (7.69)
TFA

16h C24H23N304S53¢0.3 TFA | 53.55(53.93) | 4.04 (4.29) | 8.02 (7.67)
16i C24H23N303S5360.3 TFA | 55.82 (55.55) | 4.46 (4.42) | 8.03 (7.90)

S1




16j Co4H23N304S5340.5 54.03 (54.38) | 4.48 (4.84) | 8.71 (8.88)
NH4Ac
17a Co6HosN30455 57.78 (57.86) | 4.41 (4.67) 7.60 (7.79)
17b Co6HosN30453¢0.4 HO | 57.16 (57.15) | 4.41 (4.71 7.80 (7.68)
17¢ CosH2CIN3O3S3¢0.4 57.96 (58.21) | 3.95 (4.17) | 10.50 (10.44)
H,O

S2




