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1. '"HNMR Spectra
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1.3. Tet-N,

HJ-MI2-1H-20170503

IH NMR (400 MHz, Chlorofornat) § 2.99 — 2.80 (m, 1H), 2.79 - 2.62 (m 1H)
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1.4. 14-(Methylsulfonamide)tetrandrine (1)

HL-50-H1-20171022. 1. L. 1r
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1.5. 14—(Pr0pylsulfonamtde)tetmndrme (2)
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1.6. 14-(Butylsulfonamide)tetrandrine (3)

S-1-H1=20170304
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1.7. 14-(Trifluoromethylsulfonamide)tetrandrine (4)
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1.8. 14-(Benzenesulfonamide)tetrandrine (5)
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1.9. 14-(2-Fluorobenzenesulfonamide)tetrandrine (6)
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1.11.1 4-(3-Bromobenzenesulfonamtde)tetmndrme (8)

8-1Hr2015 1203
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1.12. 14-(2-Nitrobenzenesulfonamide)tetrandrine (9)

5-14-H1-20170306 -
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1.13. 14-(3-Nitrobenzenesulfonamide)tetrandrine (10)
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1.14. 1 4-(4-F luorobenzenesulfonamtde)tetmndrme (11)
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1.15. 1 4—(4—Chlorobenzenesulfonamide)tetrandrine (12)
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1.17. 14-( 6-chloropyrtdme—.?-sulfonamtde)tetrandrme (1 4)

S5-7-H1-26170804
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1.18. 1 4-(4-Nttrobenzenesulfonam ide)tetrandrine ( 1 5)

Y-53-H1-201170106
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1.19. 14-(3-Methoxybenzenesulfonamide)tetrandrine (16)
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1.21. 14-(2,4,6-Trimethylbenzenesulfonamide)tetrandrine (18)

S5-12-H1-20170306
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1.22. 14-(2,4,6-T, riisopropylbenzenesulfonamide)tetrandrine (19)
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1.23. 14-(4-Tertbutylbenzenesulfonamide)tetrandrine (20)
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1.25. 14-(4-Acetaminobenzenesulfonamide)tetrandrine (22)
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1.27. 14-(Quinoline-8-sulfonamide)tetrandrine (24)
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2. C NMR Spectra

2.1 Tetrandrine
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2.2 Tet-NO,

HJ-NOZ-13C-20170503
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2.4 14-(Methylsulfonamide)tetrandrine (1)

HL-50-C13-20171022. 1. 1. Ir
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2.5. 14-(Propylsulfonamide)tetrandrine (2)
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2.6. 14-(Butylsulfonamide)tetrandrine (3)
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2.8. 14-(Benzenesulfonamide)tetrandrine (35)

HL-51-C13-20171105. 1. 1. Ir
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2.10. 14-(2-Chlorobenzenesulfonamide)tetrandrine (7)
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2.12 14-(2-Nitrobenzenesulfonamide)tetrandrine (9)
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2.14. 14-(4-Fluorobenzenesulfonamide)tetrandrine (11)
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2.16. 14-(4-Bromobenzenesulfonamide)tetrandrine (13)
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2.18. 14-(4-Nitrobenzenesulfonamide)tetrandrine (15)
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2.19. 14-(3-Methoxybenzenesulfonamide)tetrandrine (16)
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2.20. 14-(3,5-Dichlorobenzenesulfonamide)tetrandrine (17)
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2.21. 14-(2,4,6-Trimethylbenzenesulfonamide)tetrandrine (18)
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2.22. 14-(2,4,6-Triisopropylbenzenesulfonamide)tetrandrine
(19)
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2.23. 14-(4-Tertbutylbenzenesulfonamide)tetrandrine (20)
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2.24. 14-(4-Trifluoromethylbenzenesulfonamide)tetrandrine
(21)
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2.25. 14-(4-Acetaminobenzenesulfonamide)tetrandrine (22)
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2.26. 14-(2

23-13C-20171017¢

Naphthalenesulfonamide)tetrandrine (23)
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2.27. 14-(Quinoline-8-sulfonamide)tetrandrine (24)
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3. HRMS Spectra
3.1. Tet-NO,

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

420 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-50 H:0-80 N:0-5 0:0-10

PWD-NO2 384 (2.134)

1: TOF MS ES+
3.82e+006
334.6514
%1 137.9874 241.2025 358.6381  481.3992 6252548 g68.2067 7162769 gag 7447 964558
T T T T T T T T T T T T
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
668.2967  668.2972 -0.5 -0.7 19.5 582.8 0.024 97.63 38 H42 N3 08
668.2953 1.4 2.1 32.5 586.5 3.741 2.37 €50 H38 N O
3.2. Tet-NH,
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
438 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-50 H:0-80 N:0-5 0O:0-10
PWD-HJ-NH2 373 (2.077)
1: TOF MS ES+
2.52e+006
172.9763 810.6639 595.2799
'Q/gé 137.0872 172 | 343.6518 532.2793 595. 638.9221 686.297674 5631 837.4167__915.5087 9«56'5'0:“/2
T T T T T T T T T T T T
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i=FIT Norm Conf (%) Formula
638.3221  638.3230 -0.9 -1.4 18.5 524.6 0.442 64.26 C38 H44 N3 06

638.3190 3.1 4.9 14.5 525.2 1.029 35.74 C33 H44 N5 08



3.3. 14-(Methylsulfonamide)tetrandrine (1)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

1718 formula(e) evaluated with 4 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-60 H:0-80 N:04 0:0-10 S:1-1 CLO0-2 Br01

PWD-1024-HL-50 469 (2.604)

1: TOF MS ES+
1.70e+006
369.6897
%2 130.9883  241.2028 342.2636 481.3980 630.0688 ©% %12 7383733 g3p7455 oposeso 711475
T T T T T T T T T T T
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
738.3733  738.3729 0.4 0.5 23.5 579.1 0.146 86.41 C47 H52 N3 03 S
738.3748 -1.5 -2.0 18.5 588.2 9.226 0.01 C46 H57 N 03 s C1
738.3707 2.6 3.5 14.5 588.7 9.748 0.01 €41 H57 N3 05 s Cl
738.3770 -3.7 -5.0 27.5 581.0 1.997 13.58 C52 H52 N O §
L L
3.4. 14-(Propylsulfonamide)tetrandrine (2)
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
837 formula(e) evaluated with 7 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-60 H:0-80 N:0-5 0:0-8 S:1-1 ChLO-2
PWD-1023-5-6 450 (2.496) Cm (446:452)
1: TOF MS ES+
3.88e+007
372.6690
TQ’gj 113.9644 137.9875 2412027 342.2636 481.3986 5790473 (012870 744.3293 858.3723 9462414
T T T T T T T T T T T T T
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i=-FIT Norm Conf (%) Formula
744.3293  744.3300 -0.7 -0.9 31.5 1038.9 2.338 9.65 C53 H46 N O S
744.3278 1.5 2.0 22.5 1047.3 10.723 0.00 C47 H51 N 03 s C1
744.3270 2.3 3.1 18.5 1049.8 13.208 0.00 C42 H52 N5 O S Cl2
744.3319 -2.6 -3.5 18.5 1036.7 0.163 84.95 C41 H50 N3 08 S
744.3260 3.3 4.4 27.5 1039.5 2.919 5.40 C48 H46 N3 03 S
744.3328 -3.5 -4.7 9.5 1049.7 13.087 0.00 C35 H56 N5 06 S Cl2
744.3256 3.7 5.0 13.5 1050.1 13.513 0.00 C41 H56 N 05 S Cl2



3.5. 14-(Butylsulfonamide)tetrandrine (3)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

552 formula(e) evaluated with 5 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-60 H:0-60 N:0-5 0:0-8 5.0

PWD-1024-5-1 471 (2.614)

1: TOF MS ES+
1.76e+006
100, 1130842, .. __..___ ogei7os 108747 4813084 7163019 758 2418
i 144.9825  226.1799 <7511 403.6623 ' 579.2449 LT TSRS 838.0854000.1400922.5169
: . s ; T . : e haates : > T : [ T ; - i |
100 200 300 400 500 600 700 800 900 1000
Minimums -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
758.3438 758.3441 -0.3 -0.4 23.5 634.2 1.524 21.78 C45 H48 N3 08
758.3423 1.5 2.0 36.5 637.4 4.703 0.91 C57 H44 N O
758.3457 -1.9 -2.5 31.5 635.6 2.880 5.6l C54 H48 N O §
758.3416 2.2 2.9 27.5 633.6 0.939 39.11 C49 H48 N3 03 S
758.3475 -3.7 -4.9 18.5 633.8 1.121 32.59 C42 H52 N3 08 S
L L L
3.6. 14-(Trifluoromethylsulfonamide)tetrandrine (4)
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
186 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-60 H:0-60 N:0-3 0:0-8 S:11 F:33
PWD-1023-5-8 473 (2.625) Cm (467:473)
1: TOF MS ES+
3.50e+007
385.6376 770.2686
1Q/g; 113.9842144 9826 2412020 319.1583 407 1367 481.3973 593.2620 721.9258 813.2681 900.1465 971.1669
A T 3 T - T - T - '\ T T 7 T T T T T T T T miz
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
770.2686 770.2704 -1.8 -2.3 31.5 1071.6 3.855 2.12 C51 H39 N O S F3

770.2664 2.2 2.9 27.5 1068.0 0.254 77.55 C46 H39 N3 03 S F3
770.2723 -3.7 -4.8 18.5 1069.4 1.593 20.34 C39 H43 N3 08 S F3



3.7. 14-(Benzenesulfonamide)tetrandrine (5)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

467 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-50 H:0-80 N:0-5 0:0-10 5:0-1

PWD-Y-51 416 (2.310)

1: TOF MS ES+
3.95e+006
10 172.9770 ARDpEIZ 563.2250 735.2757 826.2040
/gé 137.9875 ' < 319.1599 413.6486 - 594.2704 : 778.3182 ’ 978.4805
: | ; : ' £ ' P : — i H ' : : e ; :
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
778.3182 778.3202 -2.0 -2.6 26.5 557.0 1.850 15.72 C49 H48 N 06 S
778.3162 2.0 2.6 22.5 555.4 0.209 81.14 C44 H48 N3 08 S
778.3216 -3.4 -4.4 31.5 558.6 3.461 3.14 C50 H44 N5 02 S
L L
3.8. 14-(2-Fluorobenzenesulfonamide)tetrandrine (6)
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM [/ DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
536 formula(e) evaluated with 6 results within limits (up to 50 closest results for each mass)
Elements Used:
C:060 H:080 N:O5 0O:0-8 8:01 F: 141
PWD-1023-S-2 460 (2.557) Cm (458:460)
1: TOF MS ES+
1.51e+007
1 3422635 986568 627.5327 753.2612 796.3036
@8_1 . 113.9645 130.9882 241.2024 “7O7°F | 4813981 579.24711 - — T 8583145 9461810
100 200 300 400 500 600 700 800 800 1000
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa FPM DBE 1-FIT Norm Conf (%) Formula
78 034 0.3 984.0 1.001 C47 H43 N3 08 F
49 -1.6 986.4 3.416 C56 H43I N O S F
3016 2.5 988.4  5.449 C59 H39 N O F
796,3009 3.4 985.0  2.041 £51 H43 N3 03 5 F
796.3068 -4.0 983.8 0.788 C44 H47 N3 OB 5 F
796.3074 -4.8 987.5 4.534 C52 H43 N 06 F




3.9. 14-(2-Chlorobenzenesulfonamide)tetrandrine (7)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

386 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-60 H:0-60 N:0-4 0:6-10 S:1-1 CLO0-2

PWD-1024-5-3 473 (2.625)

1: TOF MS ES+
3.76e+006
406.6397
%3 1449823  226.1798  319.1584 | 4306272 579.2473  ©36.3029 769.2308 8122736 9225690946341,
T T T T N T T " T T T T T T T T T T T " T T
100 200 300 400 500 600 700 800 900 1000
Minimum:z -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
812.2736 812.2750 -1.4 -1.7 13.5 640.6 3.202 4.07 C38 H52 N3 010 S Cl2
812.2772 -3.6 -4.4 22.5 637.5 0.042 95.93 C44 H47 N3 08 S C1

3.10. 14-(3-Bromobenzenesulfonamide)tetrandrine (8)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.1 PPM | DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

487 formula(e) evaluated with 4 results within limits (up to 50 closest results for each mass)
Elements Used:

C:060 H:060 N:04 O:010 85:1-1 Br:01

PWD-1024-5-4 482 (2.680)

1: TOF MS ES+
2.5Te+006
1803 130.9880 2412023  319.1584 0T sa6018 570483 6275309 7gg seny B15.1785 8582214 9061992 972.2065
0 T - T A . T = B T T T T T m/z
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 5.1 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
856.2224 856.2216 0.8 0.9 33.5 747.2 13.303 0.00 C51 H38 N 010 s
856.2209 1.5 1.8 31.5 734.8 0.884 41.31 C51 H43 N3 03 S Br
856.2249 -2.5 -2.9 35.5 737.2 3.276 3.78 C56 H43 N O S Br
856.2267 -4.3 -5.0 22.5 734.5 0.599 54.91 C44 H47 N3 08 S Br



3.11. 14-(2-Nitrobenzenesulfonamide)tetrandrine (9)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM [/ DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

130 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-60 H:0-60 N:0-4 0:6-10 5:1-1

PWD-1023-HL-56 463 (2.572) Cm (462:469)

1: TOF MS ES+
8.75e+007
412.1604
1009 1199693140085 2412020 319.1579 4813977 579.2465 0363044  780.2551 823.2977 858.2632 922.6118
ey A S e LT L 2N —— r ‘ 7 miz
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
823.2977 823.2941 3.6 4.4 27.5 1040.0 2.938 5.30 C50 H47 09 s
823.3013 -3.6 -4.4 23.5 1037.1 0.066 93.64 C44 H4T N4 010 s
823.3053 -7.6 =9.2 27.5 1041.6 4.542 1.07 C49 H4T7 N2 08 S
L L L
1.12. 14-(3-Nitrobenzenesulfonamide)tetrandrine (10)
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
130 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-60 H:0-60 N:0-4 0:6-10 5:1-1
PWD-1023-5-9 479 (2.656) Cm (479:492)
1: TOF MS ES+
9.14e+006
4121513
Tufgg 139.9885 241.2021 342.2636 481.3083%12:1455  gy7 5308 780.2563  823.2978 gg7 56299095451 ,
T T T T — T T R T T T T T T T ; T — miz
100 200 300 400 500 600 700 800 900 1000
Minimums -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
823.2978 823.3013 -3.5 -4.3 23.5 1035.8 0.242 78.52 C44 H47 N4 010 s

823.2941 3.7 4.5 27.5 1037.1 1.538 21.48 C50 H47 09 s



1.13. 14-(4-Fluorobenzenesulfonamide)tetrandrine (11)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

128 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-60 H:0860 N:04 0:8-10 S:1-1 F:141

PWD-1023-LJJ-94 463 (2.572) Cm (461:476)

1: TOF MS ES+
8.54e+007
100~ 113.9643 398.6573 627.5318 753.2615 796.3035 9225617
g% i 144.9825 241.2021  319.1584 422.6418 579.2472 ) | | 878.6429 ) miz
T T T T T T T T T T T T
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
796.3035  796.3068 -3.3  -4.1 22.5 1134.2 n/a n/a C44 H47 N3 08 S F
L L
3.14. 14-(4-Chlorobenzenesulfonamide)tetrandrine (12)
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
534 formula(e) evaluated with 5 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-60 H:0-60 N:0-3 0O:0-8 S:1-1 Ch0-2
PWD-1023-HL-59 481 (2.675)
1: TOF MS ES+
1,84e+006
406.6397
TQ%E 139.9886 241.2022 3422639, 4306279 5171288 5or 505y 769.2317 8122742 860.2510 922.6991 e
T T T T N T T " T T T T T T T T T T T " T !
100 200 300 400 500 600 700 800 900 1000
Minimums -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
8l2.2742 812.2736 0.6 0.7 40.5 582.8 9.139 0.01 C57 H38 N3 O s
812.2732 1.0 1.2 26.5 577.2  3.578 2.79 C50 H48 N 03 S Cl2
812.2754 -1.2 -1.5 35.5 575.9 2.273 10.30 C56 H43 N O S Cl
812.2714 2.8 3.4 31.5 575.0 1.341 26.16 C51 H43 N3 03 s Cl1
812.2772 -3.0 -3.7 22.5 574.1 0.499 60.73 C44 H47 N3 08 S C1



3.15. 14-(4-Bromobenzenesulfonamide)tetrandrine (13)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

258 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-60 H:0860 N:04 0:810 S:1-1 Br:0-1

PWD-1023-5-10 476 (2.641) Cm (459:493)

1: TOF MS ES+
1.06e+008

10 429.6164 481.3988 627.5326 753.3154815.1797 858.2220 900.2038 971.0934

/gé : 139.9884 : 241.2?23 496,6393 : : ‘579.246‘9 ) : i i | " i : miz

100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
856.2230 856.2216 1.4 1.6 33.5 1338.8 13.635 0.00 C51 H38 N 010 S
856.2267 -3.7 -4.3 22.5 1325.1 0.000 100.00 <C44 H47 N3 08 S Br

3.16. 14-(6-chloropyridine-3-sulfonamide)tetrandrine (14)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

812 formula(e) evaluated with 8 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-60 H:0-60 N:0-5 0:0-8 S:1-1 Ch0-2

PWD-1023-5-7 462 (2.567)

1: TOF MS ES+
3.97e+006
10q Y 627.5325 770.2263 8132688 B856.3918 922.6099
/ga 139.9886 241.2023 342.2633 | 481.3986 579.2471 ) 3 13 3 . miz
- T - ; — r : — > ; —— T - T : — T -
100 200 300 400 500 600 700 800 900 1000
Minimums -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
813.2688 813.2688 0.0 0.0 40.5 725.8 10.066 0.00 C56 H37 N4 O s
813.2684 0.4 0.5 26.5 719.8 4.051 1.74 C49 H47 N2 03 S Cl12
813.2675 1.3 1.6 35.5 725.7 9.912 0.00 C55 H41 05 S
813.2706 -1.8 -2.2 35.5 718.8 2.995 5.01 C55 H42 N2 0 s Cl
813.2666 2.2 2.7 31.5 716.9 1.169 31.08 C50 H42 N4 03 S C1
813.2653 3.5 4.3 26.5 717.7 1.902 14.93 C49 H46 07 S C1
813.2725 -3.7 -4.5 30.5 722.7 6.907 0.10 C54 H47 0 s C12
813.2725 -3.7 -4.5 22.5 716.5 0.752 47.14 C43 H46 N4 08 S Cl1



3.17. 14-(4-Nitrobenzenesulfonamide)tetrandrine (15)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM [/ DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

130 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-60 H:0-60 N:0-4 0:6-10 5:1-1

PWD-1023-HL-56 463 (2.572) Cm (462:469)

1: TOF MS ES+
8.75e+007
100~ 113.9643 A1eiio0s 6363044  780.2551 823.2077 858.2632 922 6118
%E i 144.9825 241.2020  319.1579 481.3977 579.2465 i i i 5 i miz
T T BRRN T T T T T T T T T T T T T T T
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
823.2977 823.2941 3.6 4.4 27.5 1040.0 2.938 5.30 C50 H47 09 s
823.3013 -3.6 -4.4 23.5 1037.1 0.066 93.64 C44 H4T N4 010 s
823.3053 -7.6 -9.2 27.5 1041.6 4.542 1.07 C49 H47 N2 08 S

1.18. 14-(3-Methoxybenzenesulfonamide)tetrandrine (16)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

130 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-60 H:0-60 N:0-4 0:6-10 5:1-1

PWD-1023-LJJ-95 454 (2.525) Cm (451:459)

1: TOF MS ES+
6.04e+007
404 6678
TQ/(G}33 113.9645 1449828 944 2029 342.2643 428.6532 5700480  096.3063 765.2827 808.3261 858.3034 946.2912
T T T T T T A I o o o e T T Miz
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

808.3251 808.3268 -1.7 -2.1 22.5 1101.6 n/a n/a C45 H50 N3 09 S



1.19. 14-(3,5-Dichlorobenzenesulfonamide)tetrandrine (17)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

201 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-50 H:0-80 N:0-5 0:0-10 5:0-1

PWD-5f 460 (2.557)

1: TOF MS ES+
2.51e+006

10 171.1493 Azbes0 803.1966 896.2162

,gg 139.9881 " ' 319.1595 | 448.6084 579.2505 684.2084 : 846.2400 ' 954.2853,

T T T T T N T T " T T T T T T T T T T T " T T
100 200 300 400 500 600 700 800 900 1000

Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
846.2400  846.2373 2.7 3.2 31.5 486.5 n/a n/a €50 H40 N 010 S

3.20. 14-(2,4,6-Trimethylbenzenesulfonamide)tetrandrine (18)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

264 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-60 H:0860 N:04 0:6-10 F:3-3 S:1-1 Br:0-1

PWD-1023-5-14 484 (2.743)

1: TOF MS ES+
3.00e+006
410.6803

1Q,8 3 139.9881 241.2010 3432936 481.3960 5792433 g7 5208 777.3167 820.3572 8757064  964.1550

T T T T T T T T T T T miz

100 200 300 400 500 600 700 800 900 1000

Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

820.3572 820.3607 -3.5 -4.3 19.5 610.7 n/a n/a C45 H53 N3 06 F3 S



3.21. 14-(2,4,6-Triisopropylbenzenesulfonamide)tetrandrine
(19)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

198 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:1-60 H:0-90 N:0-4 0:510 8S:1-1

§-12-12 443 (2.460)

1: TOF MS ES+
3.23e+006

1nn 130 QRRA 288 10473 A48 2088 452?264 & a5 BED AnO1 QI’\Q' 4490014 AR
”"ﬂ% TTEETAT1.1474 . TTTTYY 318.6622 T Y 476.3026  TUTTYYTL Teeewr oo T padiiidi miz

T T T T T T T T T T T T T T T T T

100 200 300 400 500 600 700 800 900 1000

Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
904.4529 904.4571 -4.2 -4.6 22.5 554.5 n/a n/a C53 H66 N3 08 S

3.22. 14-(4-Tertbutylbenzenesulfonamide)tetrandrine (20)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

236 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-50 H:0-80 N:0-5 0:0-10 5:0-1

PWD-5d 439 (2.439)

1: TOF MS ES+
2.58e+006
417.6918
%1 139.9880 711481 3044414 4416814 5042725 ega20s 713400 gaazmrs  B03%gre 5507
- T ; : T — ; ; =y : ; - T - =
100 200 300 400 500 600 700 800 900 1000
Minimums -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

834.3813 834.3788 2.5 3.0 22.5 450.2 n/a n/a C48 H56 N3 08 S



3.23. 14-(4-Trifluoromethylbenzenesulfonamide)tetrandrine
21)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

258 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-60 H:0860 N:04 0:810 S:1-1 Br:0-1

PWD-1023-5-16 500 (2.774)

1: TOF MS ES+
3.15e+006
100+ 423.6189 803.1902 846.2330 896.2073
/gj 139.9883 241.2016 343.2941 | 448.6055 579.2446 748.9076 - i 951 '7351%/2
T T T T T T T T T T T T
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
846.2330 846.2311 1.9 2.2 20.5 686.3 n/a n/a C44 H49 N 09 S Br

3.24. 14-(4-Acetaminobenzenesulfonamide)tetrandrine (22)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

258 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-60 H:0860 N:04 0:810 S:1-1 Br:0-1

PWD-1023-5-15 480 (2.662) Cm (476:484)

1: TOF MS ES+
8.00e+007

1Q 4176958 627.5330 791.3338 8343760 B882.3512

/gé 139.9884 241.2022  319.1584 441.6779 579.2474 ) . ) : 997.34%?2

T T T T T T T T T T T T
100 200 300 400 500 600 700 800 900 1000

Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

834.3760 834.3788 -2.8 -3.4 22.5 986.9 n/a n/a C48 H56 N3 08 S



3.25. 14-(2-Naphthalenesulfonamide)tetrandrine (23)

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM [/ DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
130 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-60 H:0-60 N:0-4 0:6-10 5:1-1
PWD-1023-LJJ-96 474 (2.630) Cm (465:474)
1: TOF MS ES+
7.81e+007
100~ 113.9645 AL 6275323  785.2867 8283292 B76.3052
/gé i 144.9829 241.2024  319.1583 | 438.6548 579.2477 ) } ) ) 997.30%?2
: | 2 T ; ' Ceee ; ; Lo ' : I : | :
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
828.3292 828.3319 -2.7 -3.3 25.5 1087.5 0.010 99.01 C48 H50 N3 08 S
828.3359 -6.7 -8.1 29.5 1092.1 4.615 0.99 C53 H50 N 06 S
L L L L
3.26. 14-(Quinoline-8-sulfonamide)tetrandrine (24)
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
518 formula(e) evaluated with 7 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-60 H:0860 N:05 O:0-8 S:1-1 Br:0-1
PWD-1023-5-5 449 (2.491) Cm (442:451)
1: TOF MS ES+
6.55e+007
10 241.2029 415.1671 594.2687 786.2808 829.3232
/gé 113.9642 137.9875 ) 342.2632 L 481.3979 i 636.3044 - 858.4177 922.6005 miz
T T T T T T T T T T T T T T
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
829.3232 829.3250 -1.8 -2.2 18.5 1138.2 12.968 0.00 C46 H58 N2 05 S Br
829.3212 2.0 2.4 34.5 1126.3 1.107 33.04 C54 H45 N4 03 S
829.3253 -2.1 -2.5 38.5 1129.0 3.766 2.31 C59 H45 N2 0 S
829.3210 2.2 2.7 14.5 1138.7 13.457 0.00 C41 H58 N4 07 S Br
829.3199 3.3 4.0 29.5 1126.9 1.658 19.05 C53 H49 07 S
829.3271 -3.9 -4.7 25.5 1126.0 0.785 45.53 C47 H49 N4 08 S
829.3191 4.1 4.9 27.5 1138.8 13.589 0.00 C53 H54 N2 S Br
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4.3. Tet-NH,
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n LR .
+ ¢ 619101
— vs0s0L
u €8°LITT
F0 2911
N 28 283t
o] €€ 6821
[ 2E9CEL  yypecl
VI i
k 1€ "80S1
C 60 6851 801191
Q
19 °6¥€C
89 6292
ab '8¥8C
6L "8E6T
L
59 °¢1vE
A"—u- L
&
— S —— . . . — .
SR ETE T R e e Y TR TR,
wn

500

—
1000

—
1500

2500

—
3000

3500

51

WHL (em-1)



4.5. 14-(Propylsulfonamide)tetrandrine (2)
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4.7. 14-(Trifluoromethylsulfonamide)tetrandrine (4)

Thermo QCheck Results
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4.8. 14-(Benzenesulfonamide)tetrandrine (5)

Thel"mo QCheck Results
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4.9. 14-(2-Fluorobenzenesulfonamide)tetrandrine (6)

Thermo QCheck Results
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4.10. 14-(2-Chlorobenzenesulfonamide)tetrandrine (7)

Thermo QCheck Results
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4.11. 14-(3-Bromobenzenesulfonamide)tetrandrine (8)

Thermo QCheck Results
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4.12. 14-(2-Nitrobenzenesulfonamide)tetrandrine (9)

ThermO QCheck Results
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4.13. 14-(3-Nitrobenzenesulfonamide)tetrandrine (10)

Thel‘mo QCheck Results
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4.14. 14-(4-Fluorobenzenesulfonamide)tetrandrine (11)
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4.15. 14-(4-Chlorobenzenesulfonamide)tetrandrine (12)
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4.16. 14-(4-Bromobenzenesulfonamide)tetrandrine (13)

Thel"mo QCheck Results
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4.17. 14-(6-chloropyridine-3-sulfonamide)tetrandrine (14)
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4.18. 14-(4-Nitrobenzenesulfonamide)tetrandrine (15)
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14-(3-Methoxybenzenesulfonamide)tetrandrine (16)
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4.20. 14-(3,5-Dichlorobenzenesulfonamide)tetrandrine (17)

QCheck Results
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4.21. 14-(2,4,6-Trimethylbenzenesulfonamide)tetrandrine (18)

Thel‘mo QCheck Results
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4.22. 14-(2,4,6-Triisopropylbenzenesulfonamide)tetrandrine
(19)

Thel"mo QCheck Results
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4.23. 14-(4-Tertbutylbenzenesulfonamide)tetrandrine (20)

Thermo QCheck Results
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4.24. 14-(4-Trifluoromethylbenzenesulfonamide)tetrandrine
21)

Thermo QCheck Results
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4.25. 14-(4-Acetaminobenzenesulfonamide)tetrandrine (22)

Thermo QCheck Results
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4.27. 14-(Quinoline-8-sulfonamide)tetrandrine (24)

Thel"mo QCheck Results
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