HRMS (ESI) Word file

N-(2-Acetamido-3,4,6-tri-O-acetyl-2-deoxy-f-D-glucopyranosyl)-/N'-5- methyl acylthiosemicarbazide( 6a)

ESI-HRMS (m/z): Calcd for C17H26N4O09SNa (M+Na)+: 485.1313; Found: 485.1326.

x10 6 |C17 H26 N4 09 S: +ESI Scan (7.6-11.6 sec, 5 Scans) Frag=175.0V 117.d

" 485.1326
091
0381
0.74
061
051
0.4
03
02

463.1503
0.1 347.1262 (M+H)+ ‘ 501.1059
|

359.2410 381.2982  398.1430 413.2674 433.2364 |

340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550 560 570 580 590 600 610
Counts vs. Mass-to-Charge (m/z)

N-(2-Acetamido-3,4,6-tri-O-acetyl-2-deoxy-f-D-glucopyranosyl)-5-methyl-1,3,4-thiadiazole-2-amine (7a)

ESI-HRMS (m/z): Calcd for Ci7H24N4O5SNa (M+Na)': 467.1207; Found: 467.1202.

x10 5 |+ESI Scan (6.4-11.5 sec, 6 Scans) Frag=135.0V L10-2.d Subtract
6.5+

6
5.5

5
4.5+

467.1202

4
3.59
34 445.1381
2.5
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1.5
14
0.54
O’

483.0936
428.3341 440.3688 ‘ 464.1118| | | | 489.1015

420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525

Counts vs. Mass-to-Charge (m/z)

N-(2-Acetamido-3,4,6-tri-O-acetyl-2-deoxy-f-D-glucopyranosyl)-5-phenyl-1,3,4-thiadiazole-2-amine (7b)

ESI-HRMS (m/z): Calcd for Cy;H,6N4OsSNa (M+Na)+: 529.1364; Found: 529.1365.

x10 5 |C22 H26 N4 08 S: +ESI Scan (7.3-11.3 sec, 5 Scans) Frag=135.0V liqux-4-1ull.d
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0.2+ (M+H)+
ol 5203317 5252876 |
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Counts vs. Mass-to-Charge (m/z)




N-(2-Acetamido-3,4,6-tri-O-acetyl-2-deoxy-f-D-glucopyranosyl)-5-(4-methylphenyl)-1,3,4-thiadiazole-2-
amine (7¢)

ESI-HRMS (m/z): Calcd for C23H20N405S (M+H)': 521.1701; Found: 521.1703.

X105 [C23 H28 N4 08 S: +ESI Scan (7.9-8.9 sec, 2 Scans) Frag=135.0V ligxq1.d
5.675 *521.1703 5221727
5.65 (M+H)+ (M+H)+
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5.6
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5.5251
5.5
5475
5.45-
54251
54
5.375-
5.35-
5.3251
5.3
52751
5.251
5.225 523.1710 524.1717 525.1737
5.2 (M+H)+ (M+H)+ (M+H)+
5175 518 5185 519 5195 520 5205 521 5215 52 5225 523 5235 524 5245 525 5255 526 5265 57 5275 528 5285
Counts vs. Mass-to-Charge (m/z)

N-(2-Acetamido-3,4,6-tri-O-acetyl-2-deoxy-f-D-glucopyranosyl)-5-(3-methoxyphenyl)-1,3,4-thiadiazole-2
-amine (7d)

ESI-HRMS (m/z): Calcd for C»3H25N4O9S (M+H)+: 537.1650; Found: 537.1662.

x10 6 [C23 H28 N4 09 S: +ESI Scan (5.9-11.9 sec, 7 Scans) Frag=135.0V liqux-7-1ull.d
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064 538.1686

(M+H)+

0.4

539.1668

02 MR 5401678 541.1688

(M+H)+ (M+H)+

5325 533 5335 534 5345 535 5355 536 5365 537 537.5 538 5385 539 5305 540 5405 541 5415 542 5425 543 5435 544 5445 545 5455 546 5465 547 5475 538
Counts vs. Mass-to-Charge (m/z)

N-(2-Acetamido-3,4,6-tri-O-acetyl-2-deoxy-f-D-glucopyranosyl)-5-(4-fluorophenyl)-1,3,4-thiadiazole-2-
amine (7e)

ESI-HRMS (m/z): Calcd for C;,H,sFN4OsSNa (M+Na)+: 547.1269; Found: 547.1269.

x10 5 |+ESI Scan (8.9-16.0 sec, 8 Scans) Frag=135.0V L12-2.d

34 547.1274

1.8+ 525.1454
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0.24 544.1186 | | | | 569.1087 619.5200

515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620
Counts vs. Mass-to-Charge (m/z)




N-(2-Acetamido-3,4,6-tri-O-acetyl-2-deoxy-f-D-glucopyranosyl)-5-(2-chlorophenyl)-1,3,4-thiadiazole-2-
amine (71)

ESI-HRMS (m/z): Calcd for Cy;H,sCIN4OgSNa (M+Na)+: 563.0974; Found: 563.0970.

x10 5

2.2
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1.4
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14
0.8
0.6
0.4+
0.2

+ESI Scan (9.8-16.9 sec, 8 Scans) Frag=135.0V L13-2.d Subtract
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Counts vs. Mass-to-Charge (m/z)

n

N-(2-Acetamido-3,4,6-tri-O-acetyl-2-deoxy-f-D-glucopyranosyl)-5-(4-iodophenyl)-1,3,4-thiadiazole-2-
amine (7g)

ESI-HRMS (m/z): Caled for Co,H,5IN4OgSNa (M+Na)': 655.0330; Found: 655.0316.

x10 5 |+ESI Scan (6.2-11.3 sec, 6 Scans) Frag=135.0V L8-2.d
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Counts vs. Mass-to-Charge (m/z)

N-(2-Acetamido-3,4,6-tri-O-acetyl-2-deoxy-f-D-glucopyranosyl)-5-(4-nitrophenyl)-1,3,4-thiadiazole-2-
amine (7h)

ESI-HRMS (m/z): Caled for C2rHasNsO1oSNa (M+Na): 574.1214; Found: 574.1208.

x10 5
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+ESI Scan (6.2-12.2 sec, 7 Scans) Frag=135.0V L11-2.d
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Counts vs. Mass-to-Charge (m/z)




N-(2-Acetamido-3,4,6-tri-O-acetyl-2-deoxy-f-D-glucopyranosyl)-5-(4-acetoxyph-enyl)-1,3,4-thiadiazole-2-
amine (7i)

ESI-HRMS (m/z): Calcd for C4H,sN40;0SNa (M+Na)+: 587.1418; Found: 587.1410.

x10 5 |+ESI Scan (12.0-18.0 sec, 7 Scans) Frag=135.0V L14-2.d
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Counts vs. Mass-to-Charge (m/z)

N-(2-Acetamido-3,4,6-tri-O-acetyl-2-deoxy-f-D-glucopyranosyl)-5-(4-N, N-dimehylphenyl-1,3,4-thiadiazol
e-2-amine (7))

ESI-HRMS (m/z): Caled for Co4Hz NsOsSNa (M+Na)': 572.1786; Found: 572.1776.

x10 5 |+ESI Scan (6.4-15.4 sec, 10 Scans) Frag=135.0V L9-2.d Subtract
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Counts vs. Mass-to-Charge (m/z)

N-(2-Acetamido-3,4,6-tri-O-acetyl-2-deoxy-f-D-glucopyranosyl)-5-(2-pyridyl)-1,3,4-thiadiazole-2-amine
(7k)

ESI-HRMS (m/z): Calcd for C2;H,5N505SNa (M+Na)': 530.1316; Found: 530.1320.

x10 4 |+ESI Scan (17.3-20.3 sec, 4 Scans) Frag=100.0V L1-3.d
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Counts vs. Mass-to-Charge (m/z)




N-(2-Acetamido-3,4,6-tri-O-acetyl-2-deoxy-f-D-glucopyranosyl)-5-(2-thienyl)-1,3,4-thiadiazole-2-amine

(7

ESI-HRMS (m/z): Calcd for CooH24N405S,Na (M+Na)": 535.0928; Found: 535.0930.

x10 5
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+ESI Scan (7.3-15.3 sec, 9 Scans) Frag=135.0V L16-2.d
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Counts vs. Mass-to-Charge (m/z)
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N-(2-Acetamido-2-deoxy-f-D-glucopyranosyl)-5-(4-methylphenyl)-1,3,4-thiadiazole-2-amine (8c¢):

ESI-HRMS (m/z): Caled for Ci7H2,N405SNa (M+Na)': 417.1203; Found: 417.1202.

x10 4
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+ESI Scan (13.0-18.0 sec, 6 Scans) Frag=100.0V L7-2.d
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Counts vs. Mass-to-Charge (m/z)

418 420 42

N-(2-Acetamido-2-deoxy-f-D-glucopyranosyl)-5-(3-methoxyphenyl)-1,3,4-thiadiazole-2-amine (8d):

ESI-HRMS (m/z): Caled for C17H,,N406SNa (M+Na)": 433.1152 ; Found: 433.1150.
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+ESI Scan (15.6-20.6 sec, 6 Scans) Frag=100.0V L8-3.d
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Counts vs. Mass-to-Charge (m/z)




N-(2-Acetamido-2-deoxy-f-D-glucopyranosyl)-5-(4-nitrophenyl)-1,3,4-thiadiazole-2-amine (8h):

ESI-HRMS (m/z): Calcd for C16H;9NsO;SNa (M+Na)+: 448.0897 ; Found: 448.0895.
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6 H19N5 07 S: +ESI Scan (28.0-16.0 sec, 9 Scans) Frag=175.0v L&-2.d
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Counts vs. Mass-to-Charge (miz)

N-(2-Acetamido-2-deoxy-f-D-glucopyranosyl)-5-(4-N, N-dimehylphenyl-1,3,4-thiadiazole-2-amine (8j):

ESI-HRMS (m/z): Caled for CisHasNsOsSNa (M+Na)': 446.1469; Found: 446.1468.
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+ESI Scan (17.4-23.4 sec, 7 Scans) Frag=100.0V L6-2.d
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Counts vs. Mass-to-Charge (m/z)




