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N-{[7-(4,5-dihydro-1H-imidazol-2-yl)-2-(p-tolyl)-6,7-dihydro-

2H-imidazo[2,1-c][1,2,4]triazol-3(5H)-ylidene]carbamothioyl}benzamide (2)
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'H-NMR spectrum of 2 in DMSO-ds (500 MHz)

FREQUENCY PPH HEIGHT FREQUENCY PPH HETGHT FREQUENCY PPH HEIGHT
5314.491 10.633 6.6 3223.781 6.451 1.9 1745.914 3.493 2.9
3923.293 7.850 26.9 2219.087 4.440 7.9 1669.248 3.340 2.1
3915.968 7.835 29.4 2210.786 4.423 18.2 1663.389 3.328 2.1
3897.412 7.798 31.1 2202.973  4.408 22.1 1244907 2.491 26.5
3889.111 7.781 32.9 2194.672 4.391 z.3 1243.442 2.488 34.6
3784.124 7.571 5.8 2190.277 4.382 2.8 1241.977 2.485 24.8
3776.799 7.556 15.2 2181.975 4.366 21.4 1155.546 2.312 96.9
3768.986 7.541 9.9 2176.604 4.355 15.7 609.126 1.219 2.7
3734.316 7.471 20.86 2173.674 4.349 19.0
3726.503 7.456 30.4 2167.326 4.336 7.4
3719.179 7.441 14.1 2165.373 4.832 7.6
3644.955 7.293 30.1 1768.864 3.539 107.4
3636.654 7.276 27.1 1754.215 3.510 2.6
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BC-NMR spectrum of 2 in DMSO-ds + TFA (125 MHz)

FREQUENCY PPM HEIGHT FREQUENCY PPM HEIGHT

9197 819 182.527 18.4 5663.112  112.628 21.8

8289.989 164.872 16.6 5374.573  106.890 7.7 ‘
8043.229 153.364 8.0 2668.430 53.071 18.8

8004.932 159.203 21.8 2288.994 45.524 15.1 ‘
7966.634  158.4a1 23.4 2217.186 44.096 39.1

7928.336 157.679 5.9 2061.384  40.997 20.8

7735.977 153.854 25.7 2040.434 40582 63.9 ‘
7545.359  150.063 16.9 2019.169 40.157 129.3

7437.429 147.916 12.8 1998.280 39.742 152.8

6917.798 137.582 24.0 1977.390 39.327 130.8 v‘I
6781.145 134.864 18.1 1956.500 38.911 66.9 |
6759.385 134.431 17.4 1935.176  38.487 21.6 f
6663.205 132.518 22.1 1043.540 20.873 28.8 [.
6530.904 129.887 65.9 i
6476.068 128.797 76.1 |
6466.929 128615 76.6

6239.754 124.097 9.6

6120.074 121.717 66.6

$951.216 118,358 22.5
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MS spectrum of 2 (ESI)

<Spectrum>

Retention Time:2.817(Scan#:339)
Max Peak:449 Base Peak:447.15(379358)

Spectrum:Single 2.817(339)

Background:None Polarity:Pos Segment] - Eventl
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2H-imidazo[2,1-c][1,2,4]triazol-3(5H)-ylidene)amino]-

(phenylamino)methylene}benzamide (3)

N-{[(7-(4,5-dihydro-1H-imidazol-2-yl)-2-(p-tolyl)-6,7-dihydro-
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'H-NMR spectrum of 3 in DMSO-ds (500 MHz)

FREQUENCY PPM HEIGHT FREQUENCY
6362.832 12.731 4.4 3626.337
A065.816 8.135 20.7 3618.035
4058.492 8.120 21.0 3542.83%
3911.998 7.827 32.% 3535.999
3903.697 7.810 34.7 3528.674
3783.573 7.570 18.3 3084.311
3775.760 7.554 19.9 2127.710
3746.949 7.497 4.9 1797.612
3738.625 7.482 15.3 1731.690
3782.788 7.469 15.5 1672.604
3723.999 7.451 24.9 1245.820
3716.674  7.436 31.6 1154.506
3709.838 7.423 12.4
8657.588 7.318 18.5
3649.775 7.302 31.9
3641.962 7.287 19.2
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BBC-NMR spectrum of 3 in DMSO-ds (125 MHz)

FREQUENCY PPM HEIGHT FREQUENCY PPM HEIGHT
21986.2 174.950 2.9 5042.1  40.121 203.4
20014.6 159.262 12.4 5021.0  39.953 237.8
19473.8 154.959 13.7 4999.9 39,785 198.5
19008.7 151.258 5.9 4979.7 97.9
18455.4 146.855 4958.6  39.457 32.3
17486.9 139.148 2640.9  21.015 27.1

17049.7 135.669
16529.0 131.526
16375.5 130.305

1
17157.0 136.524 1
1
1

16297.9 129.687 [3
16232.7 129.168 61.3
16224.0 129.099 39.2
16163.6 128.618 37.0
15351.4 122.156 12.7
15309.2 121.820 53.0
51.521 15.7
48.701 2.9
44.394 4.8
40.457 32.6
40.381 11.1
40.289 102.1
40.213 17.6
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MS spectrum of 3 (ESI)

<Spectrum>

Retention Time:2.233(Scan#:269)

Max Peak:695 Base Peak:506.25(467051)
Spectrum:Single 2.233(269)

Background:None Polarity:Pos Segment] - Eventl

506
400000
300000
200000
100000 }
: \;
132 e s 308 333 438 475 ‘ 528 581 619 637 671 79 759 787 |
100 150 200 250 300 350 400 450 500 550 600 650 700 750

m/z



