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Appendix : elemental analysis

Number M olecular formula Carbon Hydrogen Nitrogen
%Calc % Found % Calc. % Found % Calc. % Found

1 CauH2:CIN,O,2HCI,1 H,0 51.49 51.34 5.56 5.39 11.44 11.19
2 CaHxCINO; 0.3 H,0 61.4 61.25 5.31 5.08 10.74 10.77
3 CaHCIN,O;, 0.8H,0 50.03 58.79 5.33 5.20 13.11 13.09
4 CrsHzrCIN,O4 60.19 60.04 5.93 5.99 12.21 12.14
5 CaoHsCIN,O3, 2.35HCI, 0.28 C;HgO 51.62 51.78 5.61 5.98 10.54 10.63
6 CoH2CIN,O,, 1H,0 57.33 57.07 547 515 12.16 12.15
7 CoH3CIN,Os 0.35H,0 60.58 60.48 6.35 6.61 10.47 9.99
8 CysHasCIN,O4 63.81 63.46 6.69 6.67 10.63 10.52
9 CasH3.CIN,Os 0.2 H,0 60.22 50.93 6.10 6.03 10.80 10.73
10 CosHauiCIN,O, 0.2H,0 61.21 61.00 6.45 6.54 11.42 11.43
11 CaH3N4Os 0.1H;0 65.60 65.23 6.57 6.73 11.33 11.32
12 C22H2aN4O4, 2.3HCI, 2.2 H,0 49.67 49.33 5.82 5.70 1053 10.49
13 CasH2sN4O4, 2.4HCI, 2H,0 50.59 50.19 5.98 571 10.26 10.31
14 CasHaoN.Os 0.5H,0 64.05 63.79 6.41 6.22 11.49 11.26
15 CoHuCIN,Os 61.53 61.46 5.93 6.07 10.63 10.57
16 CasHz2oCIN,Os 60.88 60.97 5.70 5.68 10.92 10.61
17 Co7H3N4Os 2HCI 2.7 H,0 52.81 52.48 6.47 6.01 9.12 9.09
18 CsHsCIN,Os 61.53 61.36 5.93 6.04 10.63 10.68
19 CoHzsCIN,Og 2.6HCI 3.4H,0 46.79 46,51 5.0 499 8.08 8.26
21 CysHssCIN:O4 62.04 62.19 6.69 6.63 12.92 12.97
23 CaoH1sCIN,O3, 0.2H,0 50.69 59.46 486 472 13.92 13.99
24 CyHxCIN,O,, 1.45H,0 55.44 55.05 5.29 501 12.31 12.56
26 CaH2CIN,O3, 0.4H,0 60.87 60.68 553 561 12.01 13.03
27 CosHz,CIN,O, 61.21 60.84 5.78 5.78 11.90 11.85
28 CasH24CIFN,O4, 0.6H,0 56.87 56.55 5.23 5.09 1153 1153
29 CasH26CIN,O4, 0.65H;0 60.46 60.82 6.15 6.28 11.28 10.90
30 CasH2eCIN,O, 2.3H,0 2.3 HCI 49.20 48.86 5.93 5.69 9.18 8.88
31 CasH2:CIN,Os 59.20 59.04 5.59 5.64 1151 1151
32 CagHaoFN:Os 61.05 60.77 591 597 13.69 13.68
33 C27H3,CINsO5 0.15H,0 59,53 59.67 5.98 5.89 12.86 12.87
(AZD0530)

38 CaHzsCIN,O3, 0.1 H,0 61.35 61.01 5.9 5.94 13.01 13.16
40 CasH3sCIN5O,, 0.1H,0 61.84 61.48 6.71 6.64 12.88 12.8
43 CioH1oN,0s, 0.1H,0 57.74 57.71 494 476 13.47 13.34
45 CoHgN,O, 61.36 60.89 456 4.42 15.90 16.10
46 CisH1N40,Cl 1.5HCI 1.5H,0 48.35 4817 4.69 429 1057 10.26
a7 CusH1.N30,Cl 0.3H,0 58.66 58.52 414 403 13.68 13.61
65 CaoHz2oCIN3O4 50.78 59.80 502 497 10.46 10.58
73 CuH16N,0,0.4 H,0 50.31 59.10 597 577 9.88 9.81
74 Ci13H14N2040.2H,0 58.73 58.67 5.46 559 10.54 10.27
75 CisH15N2050.2H,0 58,51 58.47 5.37 527 9.10 9.14
76 CaoH21N306 62.41 62.56 5.00 5.33 9.92 9.25
77 CaoH1sCIN3Os 1H,0 55.37 55.01 465 424 9.69 9.30
83 CaiH2N,0s 65.96 65.59 5.80 5.75 7.33 7.28
88 CasH2:CIN,O4 64.80 64.46 5.24 553 10.80 10.73
89 Cp1HxCIN,O,, 0.6H,0, 0.1C,HgO,, 0.05CH,Cl, 56.91 57.00 5.14 492 12.38 12.23
90 CisH15CIN3O,, 0.55H,0, 0.01C,H30, 0.04CH,Cl, 56.28 56.00 6.04 5.64 13.06 13.12
91 CioH24CIN3O,, 0.3H,0 57.16 57.03 6.21 6.02 1052 10.65
93 CaoHssCIN,Og 63.52 63.75 5.50 557 9.26 9.39
95 CasH2,CIN,Og, 0.1H,0 58.11 57.72 531 512 10.84 10.67
105 CsHsFNO, 52.47 5273 1.65 151 7.65 772
106 CHsF.NO, 4857 48.40 291 2.60 8.09 7.95
107 CsH7FNO, 51.34 51,52 3.77 3.68 7.48 7.50

108 CgH4FNO 52.76 52.66 221 220 15.38 15.42






