Supporting Information

Potent 4-Aryl or 4-Arylalkyl Substituted 3-Isoxazolol GABA,
Antagonists: Synthesis, Pharmacology and Molecular Modeling

Bente Frglund,”* Lars S. Jensen,” Luca Guandalini,” Carolina Canillo,” Henrik T. Vestergaard,”
Uffe Kristiansen,” Birgitte Nielsen,” Tine B. Stensbgl,” Christian Madsen,” Povl Krogsgaard-

Larsen and Tommy Liljefors.*

Departments of Medicinal Chemistry" and Pharmacology,” Danish University of Pharmaceutical

Sciences, DK 2100 Copenhagen, Denmark.

Address correspondence to:

Associate Professor Bente Frglund, Ph.D.
Department of Medicinal Chemistry

The Danish University of Pharmaceutical Sciences
2 Universitetsparken

DK-2100 Copenhagen

Denmark

Phone: (+45) 35306495

Fax: (+45) 35306040

E-mail: bfr@dfuni.dk



Compound

Microanalysis Calc. (Found)

H N Br
16b  C,H,Br, 44.04 2.69
(44.27) 2.71)
16c  C,H,Br, 44.04 2.69
(44.29) (2.56)
9 C,H,N,O, 64.54 6.37 8.87
(64.38) (6.56) 8.57)
11 C,.H,,IN,0, 46.17 6.33 4.33
(46.53) (6.25) (4.45)
132 C,H,,BrN,0; 60.99 4.94 5.08
(61.13) (5.14) (4.94)
6a CH,,BIN,O,HBr-0.5SHLO  46.27 4.29 5.68 32.4
(46.12) (4.54) (5.72( (32.34)
6b  C,H,BrN,0,-HBr 48.74 431 5.98
(49.00) (4.27) (5.83)
6¢ C,oH,,BrN,O,-HBr 48.74 431 5.98
(48.41) (4.27) (5.60)
6d  C,H,BN,0O,HBr0.5H,0  47.82 4.44 5.87
(48.13) (4.47) (5.61)
6e CoH,,FN,0,-HBr 56.03 4.95 6.88
(56.02) (5.01) (6.76)
6g C,,H,,N,0,S-HBr 55.17 5.32 6.43
(55.51) (5.54) (6.23)
6h  C,H,,N,0,S-HBr-H,0 58.36 5.25 5.45
(57.97) (5.49) 5.35)
6j C,H,,N,0,-HBr-H,0 55.56 4.84 9.59
(55.57) (5.13) (9.72)
6k  C,H,N,0,HBrH,0 62.12 5.63 5.80
(62.03) (5.60) (5.92)




Compound

Microanalysis Calc. (Found)

H N Br
221  C,H,,N,0,H,0 67.30 6.38 6.82
(67.14) (6.30) (6.82)
7 C,.H,,N,0,-HBr-H,0 48.27 5.75 8.04
(48.28) (5.73) (7.88)
2m  C,,H,N,0,0.25H,0 73.28 5.92 6.33
(72.98) (6.07) (6.28)
7m  C,H,N,0,HBrH,0 55.78 5.41 6.97
(56.06) (5.56) (6.67)
2n  C,H,N,0, 73.28 5.92 6.33
(73.22) (6.10) (6.21)
7n  C,H,N,0,HBr0.5H,0 56.26 5.25 7.29
(56.37) (5.42) (7.16)
6f CoH,,CIN,0, HBr 53.86 4.76 6.61
(53.57) (5.04) (6.28)




