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Table S1. Physico-chemical data for compounds 1-3.

Compd  Eluent Formula MW S?)Z l)d (12/[;
la B C10H10N4O; 218.21 60 220
1b A C11H0N4O4 262.22 60 200
1c B C11H12N4O5 248.24 31 161
1d C C5H12N4O, 280.28 86 151
le B C16H14N4O; 29431 20 154
1f B Ci6H11F3N4O; 348.28 70 165
1g B Cy5sH,CIN4O, 314.73 50 220
1h B C1sH13CIN4O, 328.75 48 145
1i B C,5H14CIF;N,0O, 410.78 54 132
1j B Ci6H11F3N4O; 364.28 86 217
1k B Co4H9F3N40; 468.43 72 90
11 B Cy7H15F3N4O; 378.31 65 150
1m B CioH;5F3N4O4 420.34 63 170
In B CyoH17F3N4O4 434.37 59 118
2a A Ci1H11N;0, 217.22 90 137
2b A CoH 1 1N;04 261.23 66 98
2c B C11H1IN;O4 233.22 22 133
2d A Ci6H15N;50, 279.29 58 97
2e A C16HoCIF3N;0, 367.71 47 113
3a D Ci0H11N305S 253.28 40 168
3b D C11H11N;05S 297.29 50 121
3¢ D CioH11N304S 269.28 50 130
3d D Cy5H13N505S 315.35 59 121
3e D C15sHoCIF3N;058 403.76 20 129

Eluent: A petroleum ether/ethyl acetate 9:1; B petroleum ether/ethyl acetate 7:3; C dichloromethane/
petroleum ether/ethyl acetate 7:2.5:0.5; D dichloromethane/methanol 9:1.
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Table S2. Relative energy, in vacuo and recalculated using the continuum solvent model PCM,
equilibrium percentages at 298 K, and significant torsional angles of the B3LYP/6-311+G(d,p) calculated
minimum energy conformations of compounds 2d and 3d.

%ﬁagszs % Era water % 2 nC®) w5 w5
(keal/mol) (kcal/mol) ! 2 3 4 5
Compd 2d
2d-1 0.00 45.9 041 23.9 174 -14 -125 35 97
2d-2 1.38 4.5 0.80 12.4 -176 -25 8 43 100
2d-3 0.10 38.7 1.80 2.3 173 -14 -109 -46 95
2d-4 1.40 4.3 0.74 13.7 176 19 -9 -43 85
2d-5 1.15 6.6 0.00 47.7 174 87 -126 33 68
Compd 3d

3d-1 2.52 0.5 1.62 4.1 -119 -179 -106 47 89
3d-2 0.68 11.6 1.43 5.7 73 63 -98 26 81
3d-3 0.63 12.8 1.84 2.9 72 63 -81 -38 80
3d-4 2.58 0.5 2.03 2.1 -127 -63 -109 49 102
3d-5 3.30 0.1 2.89 0.5 61 -78 -109 32 110
3d-6 4.13 0.0 4.67 0.0 62 -85 -89 -34 113
3d-7 2.95 0.3 3.35 0.2 -115 -58 -114 -80 104
3d-8 0.46 16.8 1.10 10.0 -83 179 51 43 88
3d-9 0.35 204 1.08 104 77 57 -32 43 77
3d-10 0.00 36.8 0.00 63.9 74 57 -36 -38 79
3d-11 3.13 0.2 3.33 0.2 101 -61 -39 44 103
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Figure S1. 3D Plot of the populated conformations (P > 1%) of compounds 2d and 3d.
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Table S4. '"H-NMR Data of Compounds I and 1-3 (CDCls; chemical shift in ppm).

Compd 'H NMR
I 7.15(s, 1H, NH), 7.55-7.70 (m, 8H, ArH), 9.55 (s, |H,NH)
I 7.55-7.65 (m, 6H, ArH), 7.70-7.80 (m, 2H, ArH), 9.40 (s, 1H, NH), 9.70 (s, 1H, NH)
la  2.50 (s, 3H, CHs), 7.15-7.65 (m, SH, ArH), 9.00 (br s, 1H, NH), 9.40 (br s, 1H, NH)
1b  4.05 (s, 3H, CHs), 6.45 (br s, 2H, NH), 7.10-7.40 (m, SH, ArH)
e 445 (i 1H, OH), 4.55 (d, 2H, CHy), 4.80 (d, 2H, CH,0H), 7.25-7.40 (m, SH, ArH), 8.10 (br s,
¢ 1H,NH), 10.15 (s, 1H, NH)
1d  6.85 (brs, 1H, NH), 7.10-7.70 (m, 10H, ArH), 9.35 (br s, 1H, NH)
le  4.55 (brs, 2H, CH,), 7.10 (br s, 1H, NH), 7.25-7.65 (m, 10H, ArH), 7.75 (br s, 1H, NH)
1f  7.45-7.80 (m, 9H, ArH)
Lg¢ 705 (i 1H, ArH), 7.30-7.35 (m, 2H, ArH), 7.40 (d, 2H, ArH), 7.70 (d, 2H, ArH), 7.80 (d, 2H,
€ ArH), 9.24 (s, 1H, NH), 9.28 (s, 1 H, NH)
325 (s, 3H,N-CH;), 7.10-7.15 (m, 1H, ArH), 7.25-7.35 (m, 4H, ArH), 7.50 (d, 2H, ArH), 7.60
(br's, 1H, NH), 7.65 (d, 2H, ArH)
i 285 (s,3H,N-CH;), 3.40 (s, 3H, N-CHy), 6.85 (d, 2H, ArH), 7.38 (d, 2H, ArH), 7.55 (s, 4H,
ArH)
o 6.85-6.95 (m, 2H, ArH), 7.55-7.70 (m, 6H, ArH), 9.20 (br s, 1H, NH), 9.72 (s, 1H, OH), 10.15
Y (brs, 1H,NH)
1k 322 (s, 3H,N-CH;), 5.12 (s, 2H, CHy), 7.10 (d, 2H, ArH), 7.30-7.60 (m, 9H, ArH), 7.63 (d, 2H,
ArH), 7.85 (s, 1H, NH)
o 3:22(s,3H,N-CH;), 5.42 (br s, 1H, OH), 6.96 (d, 2H, ArH), 7.40-7.65 (m, 6H, ArH), 7.85 (s,
1H, NH)
1 235(s,3H, COCH), 3.23 (s, 3H, N-CH), 7.30 (d, 2H, ArH), 748 (d, 2H, ArH), 7.55 (d, 2H,
ArH), 7.75 (d, 2H, ArH), 7.95 (s, 1H, NH)
1y 235 (s 3H, COCH;), 2.80 (s, 3H, N-CH), 3.42 (s, 3H, N-CHs), 6.85 (d, 2H, ArH), 7.26 (d, 2H,
ArH), 7.39 (d, 2H, ArH), 7.62 (d, 2H, ArH)
2a 2.40 (s, 3H, CHs), 3.80 (s, 2H, CH>), 7.30-7.50 (m, SH, ArH)
2b  3.90 (s, 2H, CHs), 3.95 (s, 3H, OCHj), 7.35-7.50 (m, SH, ArH), 8.80 (br s, 1H, NH)
3.20 (brs, 1H, OH), 3.85 (s, 2H, CH,), 4.80 (s, 2H, CH>OH), 7.25-7.55 (m, SH, ArH), 8.10 (br
2¢
s, 1H, NH)
2d  3.65 (s, 1H, NH), 3.85 (s, 2H, CH»), 7.30-7.50 (m, 10H, ArH)
2e  7.45(d, 2H, ArH), 7.55 (d, 2H, ArH), 7.65 (d, 2H, ArH), 7.75 (d, 2H, ArH)



Supplementary Material (ESI) for Medicinal Chemistry Communications
This journal is (c) The Royal Society of Chemistry 2010

3a® 225 (s, 3H, CHs), 4.65 (s, 2H, CHy,), 7.35-7.45 (m, SH, ArH)

3b  4.00 (s, 3H, OCHs), 4.70 (s, 2H, CH,), 7.35-7.45 (m, SH, ArH), 7.80 (br s, 1H, NH)
3¢’ 4.45 (s, 2H, CHy), 4.55 (s, 2H, CH,OH), 7.20-7.30 (m, SH, ArH)

3d  4.75 (s, 2H, CHa), 7.30-7.65 (m, 10H, ArH)

3e  7.35(d,2H, ArH), 7.55 (d, 2H, ArH), 7.75 (d, 2H, ArH), 7.95 (d, 2H, ArH)

“ DMSO-ds; * CD;0D.



"H NMR Spectrum of compound I (CDCls).
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"H NMR Spectrum of compound I (DMSO-dy).
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"H NMR Spectrum of compound 1b
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'H NMR Spectrum of compound 1c¢

Supplementary Material (ESI) for Medicinal Chemistry Communications
This journal is (c) The Royal Society of Chemistry 2010

ppm

T

10

T

47.83

11



"H NMR Spectrum of compound 1d
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"H NMR Spectrum of compound 1e
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'H NMR Spectrum of compound 1f
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'H NMR Spectrum of compound 1g
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"H NMR Spectrum of compound 1h
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'H NMR spectrum of compound 1i
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"H NMR spectrum of compound 1j
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'H NMR spectrum of compound 1k
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"H NMR spectrum of compound 11
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'H NMR spectrum of compound 1m
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"H NMR spectrum of compound 1n
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"H NMR spectrum of compound 2a
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"H NMR spectrum of compound 2b
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"H NMR spectrum of compound 2¢
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"H NMR spectrum of compound 2d
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"H NMR spectrum of compound 2e
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"H NMR spectrum of compound 3a
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"H NMR spectrum of compound 3b
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"H NMR spectrum of compound 3¢
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"H NMR spectrum of compound 3d
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"H NMR spectrum of compound 3e
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