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TH NMR, 3C NMR, IR spectra, HRMS and HPLC for products 12a-f .................c.cccoevveirirevinrereirennen, S2

General remarks

All starting materials and reagents were purchased from commercially available sources and used without
further purification, unless otherwise indicated. "H NMR spectra were recorded on a Bruker Avance III 400
MHz spectrometer. Chemical shifts (in ppm) were calibrated with CDCl;. 13C NMR spectra were obtained by
using the same NMR spectrometers and were calibrated with CDCl;. Infrared (IR) spectra of compounds
dispersed in potassium bromide were recorded using a FTIR-8400S spectrometer, and values are reported as v
in cm!. High resolution mass spectrums (HRMS) of targets were recorded on a Thermo Fisher LTQ Orbitrap

XL. The biological activity test was performed by Wuhan Bafeier Biotechnology Service Co., Ltd.
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8 3#1 RT:0.01 AV:1 NL: 2.09E6
T: FTMS + p ESI Full ms [300.00-1100.00]
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Data File D:\ChemStation'3\Data\20821-83\Dailycheck 2021-83-83 15-41-23\802-P2-F1-12A-P.D Data File D:\ChemStation'3\Data\2821-83\Dailycheck 2021-83-83 15-41-23\802-P2-F1-12A-P.D
Sample Name: 12A-P Sample Mame: 12A-P
RN SN EE SN EEEE R Peak RetTime Type Width Area Helght Area
Acq. Operator @ B Seq. Line : 2 # [min] [min] %
Sample Operator : B R B B B e EECT TP ETY PEEPP TS |
Acg. Instrument @ QQ Location : P2-F1 9 1.739 BB @.8588 4.72654e4 1.55836e4 @.1856
Injection Date : 3/3/2821 3:55:38 PM Inj : 1 i@ 2.e13 BB 8.1633 2.87928e5 2.49394e4 B.6435
Inj Volume : 8.588 pl 11 2.355 BB 8.1476 2.57118e5 2.64670e4 8.5746
Different Inj Volume from Sample Entry! Actual Inj volume : 3.080 ul 12 2.458 BB 8.8729 1.6483Be5 3.82862e4 8.3684
Method : D:\ChemStation\3\Data\2821-83\Dailycheck 2821-83-83 15-41-23\Posetive-SCAN- 13 2.732 BB 8.1416 5.26381e5 4.71487ed 1.1765
18min.M (Sequence Method) 14 2.911 BB ©9.8582 5.46258e4 1.914087ed 8.1221
Last changed : 1/15/2821 2:18:86 PM by EE 15 3.113 BB 8.8658 B.928BBed 2.41833ed 8.1996
MED1 TIC. MS File (DAChemStation' 3 Datai202 1-03 Dadycheck 2021-03-03 15-41-23002-P2-F1-124-PD) ES-API, Pos. Scan, Frag: 100 16 3.334 BB 9.1458 5.78882e5 5.1B198ed 1.2741
2 17  3.525 BB ©.8859 9.8919%e5 1.8242%e5 2.2189
1750000 18 3.815 BB 8.8578 1.36841e5 3.49825%e4 8.3858
1500000 19 4.129 BB 8.1195 5.11662e5 6.15757ed 1.1436
1250000 28 4.311 BB 8.8847 1.39617e5 3.83448e4 @.3128
1000000 21  4.517 BB 9.8716 1.56917e5 3.55181e4 8.3587
750000 22 4.813 BB 8.1677 4.56899e5 3.52899%e4 1.81%4
200000 23 5.873 BB 8.1878 1.99214e5 2.42772ed @.4452
260000 24 5.356 BB 8.1375 6.83883e5 7.69448e4 1.5267
25 5.649 BB 9.1835 1.33781e6 2.087398eS5 2.59508
L 26 6.828 BB 9.1893 1.38436e7 1.75581e6 29,1526 :
VWO A, Wavengi=259 nm (2021 D3 aiycheds 20270508 1641 23002 F2F - 25F 0] 27 6.595 BB ©9.7889 8.51516e6 1.47178eS  19.0315
AL o 28  6.985 BB 9.8820 4.350884e5 7.79966e4 8.9722
1200 ﬁ 29 7.832 BB 9.8592 1.92598e5 5.41928ed 8.4305
38 7.159 BB 8.1171 7.28893e5 1.8B485e5 1.6894
Lt | 31 7.388 BB 9.1316 4.88922e5 5.14687ed 1.8743
&00 ‘ 32 8.389 BB 8.2373 2.16545e6 1.31459e5 4.8398
500 33 8.887 BB 8.1256 1.39849e5 1.57535%e4 @.3188
a00 ‘ | 34 9.548 BB 9.1413 9.24357e6 B.67265e5  20.6595
& | o 35 18.219 BB 8.1771 8.13948e5 §.908208e4 1.8192
o K % | a 36 18.438 BB 9.8837 2.52168e5 4.86320e4 B.5636
(=3
045 o s iy l\‘—"— it 37 18.683 BB B.1552 2.45881e5 2.63268e4 B.5478
ﬁ 4 é é 1I|:| mir| 38 11.128 BB 8.8381 3.16668e4 1.37784e4 B.87e8
3% 11.241 BB 9.8888 1.85898e5 3.76859%e4 8.4137
RSN NN NI SN S 48 11.399 BB 8.8552 9.93142ed4 3.83185ed @.2228
Area Percent Report 41 11.619 BB 8.1354 1.82892e5 2.108275ed B.4888
Totals : 4.47425e7  4.61953e6
sorted By 4 Signal
Multiplier z 1.0808
Dilution g 1. 8808
Use Multiplier & Dilution Factor with ISTDs Signal 2: VWD1 A, Wavelength=254 nm
Peak RetTime Type Width Area Height Area
Signal 1: MSD1 TIC, MS File #  [min] [min] [maL*s] [maU] k4
Peak RetTime Type Width Area Height Area 1 ©.276 BB 8.8345 5.11521 2.42548 8.8546
# [min] [min] } 2 4.857 BB 8.8735 9.27845 1.87883 0.08991
N T | EEEr] Errrre |=meeamnna- Jraeennanaa |ammnmnan | 3  6.122 BB ©.1847 931@.88965 1345.76624 599.4175
1 B.166 BB 8.8572 1.88784e5 2.9174led B8,2251 4 18.242 BB 8.2771 48.15726 2.38623 B.4288
2 @8.345 BB 9.8724 1.620866e5 3.79418e4 8.3622
3 8.449 BB 9.8734 1.45887e5 3.081289%e4 8.3261 Totals : 9365.44858 1352.37678
4 B.676 BB 8.1422 2.44685e5 2.1B86d4ed 8.5469
5 8.942 BB 8.8755 1.6163%e5 3.56667ed 8.3613
6 1.148 BB 8.1717 3.7@8654e5 2.90060e4 0.8284 I EEEEEEEE NN EIIEIESTIESESESEEEEEEE : -
7 1.586 BB 8.8413 3.63770ed4 1.468lded 8.8813 **¥ End of Report ***
g8 1.651 BB 8.8763 1.66968e5 3.62581led 8.3732
20 3/17/2821 5:41:48 PM R Page 1 of 2 00 3/17/2821 S:41:40 PM FiF Page 2 of 2
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9_4#20 RT: 0.30 AV: 1 NL: 9.82E5
T: FTMS + p ESI Full ms [300.00-1100.00]
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Data File D:\ChemStation3\Data\2821-83\Dailycheck 2821-983-85 16-87-37\883-P2-F1-128.D
Sample Mame: 12B

Data File D:\ChemStation\3\Data\2021-83\Dailycheck 2821-83-85 16-87-37\883-P2-F1-12B.D
Sample Name: 12B

O B 0 O Peak RetTime Type Width Area Height Area
Acq. Operator i Seq. Line : 3 #  [min] [min] z
sample Operator : B4 e e L B B |---==menm- |-==mmmu- |
Acqg. Instrument : QQ Location : P2-F1 9 3.688 BB 8.8474 6.3158%4 2.97284ed B.8474
Injection Date 3/5/2821 4:39:49 PM In] ¢+ 1 12 3.756 BB 9.8518 3.1578%e5 1.13440e5 8.2368
Inj Volume : @.588 pl 11 3.918 BB 9.8896 6.94928e5 1.21891e5 8.5212
Different Inj Volume from Sample Entry! Actual Inj Volume : 5.808 pl 12  4.117 BB 9.8619 1.86497e6 2.45772e5 B.7987
Method : D:\ChemStation\3\Data'2821-83\Dailycheck 2821-83-85 16-87-37\Posetive-SCAN- 13 4.458 BB 9.2838 1.87897e6 7.41028ed B.8892
18min.M (Sequence Method) 14 4.539 BB 8.8742 6.36068e5 1.43967e5 B.4771
Last changed 1/15/2821 2:18:86 PM by Fif 15  4.729 BB 9.84808 2.28521e5 8.49991ed a.1714
M5O TIC, MS File [D\ChemStation' 3\ Data202 1-03 Dalycheck 2021-03405 16807-3N003-F2-F1-12BD) ES-API, Pos, Scan, Frag: 100 16 4.887 BB 9.8373 1.47424e5 6.62672e4 B.1186
7000000 -4 17 4.992 BB 9.8816 7.56356e5 1.65495e5 8.5673
000000 &Q'{é‘. 18 5.186 BB 8.8673 5.49894e5 1.14542e5 B.4124
£000000 (%,q \ 19 5.255 BB 8.8464 1.91744e5 6.56834ed B.1438
gy 28 5.31@ BB 9.8428 1.58725e5 6.18523ed a.1198
L : 21 5.448 BB 8.8737 6.88161e5 1.27896e5 B.5181
2000000 22 5.521 BB 8.8695 5.85838e5 1.25738e5 a.3794
2000000 g &= k 3%93 23 5.784 BB 9.8788 5.98941e5 1.22651e5 B.4432
1000000 o e At 3 24 5.986 BB 8.8678 7.55346e5 1.87BB8e5 B.5665
E i - L A 35  5.852 BB 8.8479 2.31251e5 B.8846%ed4  8.1734
1|EI = 26 6.148 BB 8.8887 6.14495e5 1.83298e5 B.4683
VWO A, Wavdlengi=253 nm (2021 03 Daiyeheck 20010578 607 57005 F2F 196 ) 27 6.326 BB @9.8556 3.97591e5 1.29130e5 a.2982
AL - 28 6.416 BB 9.8414 2.72425e5 1.85765e5 B.2843
ﬁ 29 6.559 BB 8.8488 1.98618e5 7.29B83ed B.1498
1o | 3@ 6.528 BB 9.8323 4.83@879%e4 2.62795e4 8.8362
. | 31 6.785 BB 8.8586 7.18832e5 1.98655e5 8.5325
i | | 32 6.819 BB 9.8374 2.43492e5 1.88711eS a.1826
L 33 6.984 BB 8.8963 7.12943e5 1.84813e5 8.5347
o0 | | 34 7.147 BB 8.8843 4.33668e5 9.82326ed a.3252
400 | | - 35 7.215 BB 8.8332 7.47828e4 3.745623e4d 8.8568
00 Eﬁ @ E g g g l\__ é 36 7.343 BB 8.8978 7.62511e5 1.43235e5 8.571%
-] (o Y L] . LB, = | , =
03 T T T == T 2 37 7.452 BB 9.8518 2.98157e5 1.82154e5 a.2236
2 i 3 3 1o i 38 7.595 BE  ©.09885 6.51716e5 1.45556e5  B.4888
39 7.595 BB 9.8475 3.16816e5 1.11258e5 8.2376
O O B B 0 0 0 0 0 0 O O 48 7.796 BB 9.2476 1.85347e7 9.1515@e5 13,9012
Area Percent Report 41 5.878 BB 1.3564 2.62838e7 2.27965e5 19.7132
—————————————————————————————————————————— RN ENEEEE RSN 42 9.184 BB 9.8584 5.42429e5 1.61875e5 8.4068
43 9.363 BB 9.1189 4.9518%e5 5.82478ed 8.3714
Sorted By z Signal 44 9.519 BB 9.2624 6.11554e7 3.B4697e5 45,8672
Multiplier g 1.00088 45 18.946 BB 8.8523 7.23825e4 2.385687ed 8.8543
Dilution 5 1.0888 46 11.197 BB 8.8718 9.82486ed 2.17728ed B.8677
Use Multiplier & Dilution Factor with ISTDs 47 11.333 BB 8.8579 4.73918e4 1.34942ed 8.8355
48 11.439 BB 9.8525 4.6867% 4 1.45385e4 B.8346
49 11.548 BB 8.8778 5.81154e4 1.20473ed 8.8376
Signal 1: MSD1 TIC, MS File 58 11.719 BB 9.8842 1.38391e5 2.21334ed B.1838
51 11.962 BBA 8.1885 1.47173e5 2.4411led B.1184
Peak RetTime Type Width Area Height Area
# [min] [min] % Totals : 1.33331e8 9.17845e6
e (e R T S e R G| S s b P |
1 8.869 BB @.84561 B.71589e5 2.92272e5 B.6536
2 ©.228 BB 8.8714 1.25332e6 2.68363e5 8. 3488
3 @.599 BB 9.3348 1.91878e6 3.73965e4 B.7641 Signal 2: wWD1 A, Wavelength=254 nm
4 8.811 BB @.8965 1.84955e5 2.79135e4 @.1387
5 2.351 BB @8.2296 1.42388e6 8.24696e4 1.08673
6 3.237 BB @.2581 6.81986e6 3.28538eS5 4.5144
7 3.464 BB 8.8687 3.71742e5 9.9123%e4 8.2788
8 3.544 BB @.8455 2.08286e5 8.32187e4 8.1502

o0 3/17/2021 5:42:15 PM R

oo 3/17/2821 5:42:15 PM B
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Data File D:\ChemStation\3\Data\2021-83\Dailycheck 2621-83-85 16-87-37\003-P2-F1-12B.D
Sample Name: 12B

Peak RetTime Type Width Area Height Area
#  [min] [min] [mAU*s] [mAU] %
R R R R |- mmeee | mmmmme e |=nmmeees | _
1 ©.285 BB 9.0397  16.99486 6.45918 ©.0888
Z 2.391 BB 9.0932 10.70474 1.70661 ©.0560
3 3.446 BB 0.1656 34.34824 2.67956 0.1796
4 4.907 BB 9.0942  18.14193 2.77633 0.0948
5 6.630 BB 9.1237  28.56381 3.09431 0.1493
6 7.881 BB 0.1284 113.65849 14.11537 0.5911
7 8.091 BB 0.1697 1.88615e4 1633.13965 98.6084
8 10.245 BB 0.2871 44.37164 2.36259 ©.2320
Totals : 1.91277e4 1666.33360 12b

*** End of Report **¥
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10_1#20 RT:0.31 AV:1 NL: 9.71E5
T: FTMS + p ESI Full ms [300.00-1100.00]

Relative Abundance
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Joata File D:‘\ChemStation\3\Data\2021-82\Dailycheck 2021-82-24 14-19-88\881-P2-F1-12C.D

Data File D:‘\ChemStation\3\Data\2821-82\Dailycheck 2021-82-24 14-19-88\881-P2-F1-12C.D

Sample Name: 12C Sample Name: 12C
EEEEEEEEESEEESSEISSSSSSssSssSSssSsssssEss = = = . = e Peak RetTime Type Width Area Height Area
Acq. Operator : i Seq. Line : 1 # [min] [min] %
sample Operator : Fif e T I P EL T e
Acg. Instrument : QQ Location : P2-F1 9 2.334 BB @.8689 3.B3263e5 1.81698e5 B.6386
Injection Date : 2/24/2821 2:28:89 PM Inj : 1 1@ 2.557 BB @.8936 3.88481e5 5.39228ed B.6258
Inj volume : 8.588 pl 11 2.981 BB 8.3631 1.12868e6 4.21750e4 1.8568
Different Inj Volume from Sample Entry! Actual Inj Volume : 1.808 pl 12 3.883 BB 8.8729 2.67463e5 5.57840ed 8. 4488
Method : D:\ChemStation\3\Data\20821-82\Dailycheck 2021-82-24 14-19-88\Posetive-SCAN- 13 3.286 BB 8.1369 5.778@8%e5 6.34345e4 8.9586
18min.M {Sequence Method) 14 3.659 BB @.8538 2.58775e5 7.94428ed 8.4126
Last changed : 1/15/2821 2:18:86 PM by R 15 3.866 BB 8.1486 5.43773e6 6.64830e5 8.9463
MSD1 TIC, MS File [D\ChemStation\ 3Dzt 202 1-02Daitycheck 2021-02-24 14-12-08001-P2-F1-12C0) ES-API, Pos, Scan, Frag: 100 16 4.434 BB 8.8724 7.81189e5 1.474248e5 1.1535
& ,"ﬁ B g E 17 4.653 BB 8.1195 1.58912e5 2.28241ed 8. 2483
1750000 SgER Cr m 3 18  4.791 BB ©.8369 2.63719e4 1.19696e4  @.B434
1500000 g - ﬁ ’;‘iﬁ'w_\_yl' 1 |" 19  4.961 BB @.@675 2.89398e6 4.82928e5  3.4451
1250000 by & ‘/“}7\'{ Vol Jl 28 5.163 BB 8.9820 7.70851e5 1.5115%e5 1.2669
T f 1 || 21 5.388 BB 8.8728 1.29388e5 3.85267ed 8.2127
\ 22 5.438 BB @.8587 B.6B963ed4 2Z.43865ed B.1438
23  5.723 BB 8.1525 1.49837e6 1.33897eS 2.4528
24 5.828 BB @8.8358 5.21688e4 2.4383%4 8.0358
25 5.927 BB 8.8866 6.32454e5 1.15374e5 1.8485
26 6.225 BB 8.8996 1.38528e6 2.53417e5 2.1473
27 6.485 BB @.8618 3.94695e5 1.82754e5 8. 6454
28  6.614 BB @.8731 5.55582e5 1.28347eS 8.9141
29 6.815 BB 8.8983 2.85317e6 4.39713eS 4.6941
3@ 7.894 BB 8.8544 3.24862e5 1.81142e5 8.5345
31 7.287 BB 8.1847 1.54612e6 2.85547e5 2.5437
32 7.61e BB 8.3862 1.77429e7 7.44B842e5 29,1912
33 9.646 BB @.1576 1.73484a7 1.43935%e6 28.5422
34 18.115 BB 8.1188 3.86538e5 3I.84345%e4 B.5843
1003 = moo @ | § 35 11.569 BB 8.8522 4.93496e4 1.57442e4 6.8312
303 % i g;f‘, ;_gr J s 36 11.838 BB ©.831@ 2.67574e4 1.4368%4  0.8448
03— k T == i . —
2 i f 3 P mn|  Totals : 6.87817e7 6.12006e6
Area Percent Report
————————————————————————————————————————— L Signal 2: VWDl A, Wavelength=254 nm
Sorted By Signal Peak RetTime Type Width Area Helight Area
Multiplier 1.9888 # [min] [min] [mau*s] [mau] %
Dilution 1 1.86800 e T |=mma]mmmnna- | EETETEEE |emmmmmnan Jammmmman |
Use Multiplier & Dilution Factor with ISTDs 1 @.20e2 BB a.85as 9.21872 2.72375  @.1874
2 8.274 BB @.8343 9.12222 4.2813% B8.1854
3 4.484 BB @.87el 53.58673 11.53983 1.8876
Signal 1: MsD1 TIC, MS File 4 6.826 BB @8.@838  18.69857 2.12259  @.2175
5 6.198 BB @.8783 9.71839 1.87831 0.1974
Peak RetTime Type Width Area Height Area & 6.442 BB @8.8794  12.65298 2.36632 @.2572
# [min] [min] X 7 6.899 BB 8.8457 7.68678 2.65815 B.1562
e EorErrH | EEEE] e | CECCETrre |=eeeannnaa |mnenaman | 8 §.883 BB 8.1471 4778.58488 437.83783 96,9691
1 8.327 BB 9.2181 1.38452e6 8.92503ed 2.1462 9 16.248 BB a.2697 36.51831 2.14351 8.7421
2 8.793 BB 9.8828 B.51476ed4 1.5280%ed B.1481
3  @.989 BB 8.1474 1.26414e6 1.13851eS 2.8798 Totals : 4919.61157 467.47168
4 1.351 BB 8.8787 1.78421e5 2.94917ed B.2884
5 1.551 BB 8.8617 7.21586e4 1.87981ed 8.1187
& 1.735 BB 8.1229 4.79319e5 5.57382ed B.7886 SN NSNS SN R N
7 2.812 BB 9.8687 2.3BB21e5 6.36435e4 0.3529 *#* End of Report ***
8 2.130 BB @.8568 1.53883e5 4.59730e4 8.2538
00 3/17/2821 5:43:38 PM Fif Page 1 of 2 00 3/17/2821 S5:43:38 PM Rif
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%T

2534.63cm-1
1107 1560.750m-1
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11_18#20 RT: 0.28 AV: 1 NL: 2.47E4
T: FTMS + p ESI Full ms [200.00-1100.00]
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HRMS m/z: caled for C34Hs55sBrN;OS 760.2837,

found 760.2833 [M+H]".
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Data File D:\ChemStation‘3\Data\20821-82\Dailycheck 2021-83-83 11-27-17\882-P2-F1-12D-2.D Data File D:\ChemStation‘3\Data\2021-82\Dailycheck 2821-83-83 11-27-17\882-P2-F1-12D-2.D
Sample Mame: 12D-2 Sample Name: 12D-2
————————————————————————————————————————————————————————————————————— Peak RetTime Type Width Area Height Area
Acq. Operator : FRiE Seq. Line : 2 # [min] [min] %
sample Operator : F}if S ELTTEEEY PR P Jommmmena- Jemmemnnaa- |ammmnnaa |
Acq. Instrument : QQ Locatien : P2-F1 9  3.811 BB 8.8792 1.81847e5 1.895080ed @.2083
Injection Date : 3/3/2821 11:41:32 AM Inj : 1 18 5.123 BB 8.1196 1.7776@8e5 2.82885ed 8. 3665
Inj Volume : 8.588 pl 11 5.698 BB @.1838 5.5523%9e5 1.18552eS 1.1447
Different Inj Volume from Sample Entry! Actwal Inj Volume : 38.808 pl 12 5.923 BB 9.8972 1.24293e6 1.94300e5 2.5624
Method : D:\ChemStation\3\Data\2821-82\Dailycheck 2821-83-83 11-27-17\Posetive-SCAN- 13 6.296 BB 8.1112 1.34567e7 1.77225e6 27.7419
18min.M (Sequence Method) 14 6.928 BB B.3842 5.1166%6 1.67696e5 18,5484
Last changed 1 1/15/2821 2:18:86 PM by #&5 15 7.138 BB @.4822 3,.35781e6  1.088813eS 6.9223
MSD1 TIC. M5 File {D\ChemStation\3\Datat202 1-02 Daiycheck 2021-03-03 11-27-1T002-P2-F1-120-2.0)  ES-API, Pos. Sean. Frag: 100 16 g8.198 BB 8.1864 1.99188e6 1.T71485e5 4.1862
g 17 8.442 BB 8.1311 5.64656e5 7.19395ed 1.1641
17500003 o 18 2.568 BE  ©.2984 9.79249¢5 4.14284e4  2.8188
1500000 | 5 15  9.864 BB  8.1987 1.14186e6 7.66872e4  2.3548
1250000 “ | 2 28 9.646 BB 8.15088 9.3343%9e6 £.1388de5  19.2434
1000000 sﬁ | §g T 21 1@.284 BB B.1538 3.78488e5 3.24145e4 8.7638
250000 “ ” = © 22 18.424 BB 0.8608 4.82968e4 1.34875ed 8. 8996
soond, || B 8B g i 23 11.348 BB ©.1211 1.36184e5 1.61219e4  ©.2806
oo L I‘__?___Ep_"__ﬁ._:’r""“ 24 11.622 BB  ©.0656 3.12637e4 B8475.00586 ©,0645 _
25 11.772 BB B.8968 1.97258e5 2.69847e4 @, 4867 H
0 R
£ 1 i . Y
VWO A, Wavdengi=254 nm [2021-02Dalycheck 20210503 112711002 F2F1-12020) Totals : 4.83869¢7  5.22683e6
mAlLl (=]
- i
£ | Signal 2: VWDl A, Wavelength=254 nm
2000
1500 | Peak RetTime Type Width Area Height Area
1000 | #  [min] [min]  [mAU*s] [mau] %
SEiva S w G e RECEER] ] PR J-mmmmeeee J-mmmmeeee |-=memeen | Br
a ;I L_E @ 1 8.313 BB 8.1842 214.86385 28.89772 ©.8889 I\/
0 by " ' . T 2 6.149 BB 8.8557 6.59791 1.84547 @.8270 =
! ]! b 5 1o i 3 6.378 BB £.1139 2.41144ed 3353,68726 98,8521 o
4 7.819 BB 8.8558  12.88343 3.37198  B.8495 (e} ]
--------------------------------------------------------------------- 5 18.257 BB 8.2765  44.81236 2.48643 B.1884 /
Area Percent Report 12d
sEssesssesssEsssEsssssssssssssssssEsssEsSsESESESESESEsESEsEsEsEssssss Totals : 2.43919e4 3389.48878
Sorted By : Signal
Multiplier 3 l.e88 | ecssscssssssssssssssssssssEsssEsssEsssEsssEsssSsssSsssSssssssEsssssss
Dilution 2 1.8888 *** End of Report *+*
Use Multiplier & Dilution Factor with ISTDs
Signal 1: MSD1 TIC, MS File
Peak RetTime Type Width Area Height Area
# [min] [min] k4
1  ©.249 BB 8.8765 7.88296e6 1.37238e6  14.4370
2 ©.501 BB 8.2673 4.87618e5 2.83735e4 8.8483
3 9.965 BB 8.8512 3.72127e4 1.21105e4 8.8767
4  1.898 BB B.0886 B.65145e4 1.45721ed 8.1784
5 2.839 BB 8.9672 6.6448204 1.76495e4 @.1378
& 2.817 BB 8.4895 7.95323e5 2.39837ed 1.6395
7 2.984 BB 8.8484 2.9850684 1.15848e4 a.8615
8 3.662 BB 8.1947 1.27741e6 E.95370ed 2.6335
00 3/17/20821 5:43:83 PM R Page 1 of 2 00 3/17/20821 5:43:83 PM Fif Page 2 of 2
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%T
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12_1#20 RT: 0.30 AV: 1 NL: 7.58E5
T: FTMS + p ESI Full ms [300.00-1100.00]
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T

N o LN Br

75 % e

il 12e¢

. HRMS m/z: caled for C43H;,BrN;00S 884.4089,
] found 884.4088 [M+H]".
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%T

118 2344./33cm-1
1531.62cm-1 664.1/3cm-1
- 781.16cm-1
1107 900.260m-1 A
1690.37cm-1 8gfl42cmf1
8Bk.36cm-1
1001 1077 54cm-1 /
410.82cm-1
A 1178.53m-1 43 5;9 1 485.830m-1
366.79cm-1 743.99cm- .83cm-
90 9 / cm: \
848.11cm-1
8p7.56cm-1
1235.70¢m- 093.84crp1
80+ 031.45¢m- 879.03cm-1
. 1287.32cn-
O’S\\ /\ 2889.78¢m-1 el
o K/N Br I \ 6}34 1
06.84cm-
70+ H*Z=/<< \ 377.22cm
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13_3#1 RT: 0.00 AV:1 NL:1.93E5
T: FTMS + p ESI Full ms [300.00-1100.00]
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- HRMS m/z: caled for C43HgoBrN3;OgS 882.3932,

] found 882.3921 [M+H]".
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Data File D:\ChemStation\3\Data\20821-82\Dailycheck 2021-82-25 @98-51-19.881-P2-F1-12F.D Data File D:\ChemStation\3\Data\2821-82\Dailycheck 2821-82-25 98-51-194881-P2-F1-12F.D
Sample Name: 12F Sample MName: 12F
--------------------------------------------------------------------- Peak RetTime Type Width Araa Height Area
Acqg. Operator 5 Seq. Line : 1 # [min] [min] S
sample Operator : FBif S ECTTEEHY PEES PERPeEE |mmemmena- |=mmmmmaaas |ammmmman |
Acq. Instrument : QQ Location : P2-F1 9 2.344 BB 9.8608 1.8064Be5 4.89646ed B.4363
Injection Date : 2/25/2821 8:53:13 aM Inj : 1 1a 2.738 BB 8.2841 9.14882e5 6.18712e4 2.2874
Inj Volume : ©8.508 pl 11 2.870 BB 9.8818 2.66088e5 5.31B47ed B.6424
Different Inj Volume from Sample Entry! Actual Inj Volume : 1.808 ul 12 2.998 BB 8.1112 4.38716e5 5.42277ed 1.8596
Method : D:\ChemStation\3\Data\2821-82\Dailycheck 2821-82-25 88-51-19%\Posetive-SCAN- 13 3.223 BB 9.1330 6.17598e5 §&.52736e4 1.4916
18min.M (Sequence Method) 14 3.499 BB 8.8556 1.88945e5 3.94852ed 8.2438
Last changed 1 1/15/2821 2:108:86 PM by ®iF 15 3.887 BB 8.1133 6.66324e5 5.79463ed 1.66893
MSD1 TIC, MS File (DA ChemStabon 3\ Data202 1402 Dadycheck 2021-02-25 08-51-10001-F2-F1-12F.0)  ES-AP, Pos, Scan, Frag: 100 16 4.579 BB 8.1228 5.8249485 5.85172a4 1.2136
1750000 4 17 5.819 BB 8.8737 9.68135e5 1.98926e5 2.3382
FEhs 18 5.214 BB 8.8589 1.88521e5 3.19964e4 8.2621
15 5.442 BB 8.8652 2.13452e5 5.15783e4 8.5155%
dEmon 28 5.758 BB  ©.1248 3.42126e5 3.768@@5ed  B.5263
1000000 21 5.886 BB ©.8522 4.16385e4 1,32933ed 8.1805
750000 22  6.887 BB 9.8601 1.21922e5 3.29310e4 8.2945
500000 23 6.288 BB 9.1843 4.15861e5 6.89488e4 1. 8844
250000 | ~ 24 6.287 BB 8.8585 2.92434e5 B.2865%9e4 B.7863
0 N 25 6.469 BB 8.8924 2.45757e6 4.18961e5 5.9353
T - 26 6.877 BB 9.8697 1.12047e6 2.47658e5 2.7861
27 7.824 BB 8.8689 3.16329e5 £.39953e4 8.7648
mAL 3 - 28 7.355 BB 8.8856 5.8353Be5 9.92872ed 1.4853
4un— T 29 7.58@ BB B9.5695 1.17984e7 2.52691e5  28.4753
.'!&J—; 3a 9.635 BB 8.1333 1.59395e7 1.67978e6 38.4959
EVE, 31 1@.859 BB 8.2154 1.82576e6 &.82951e4d 2.4773
2003 ! Totals : 4.14857e7  4.89377e6
1503 |
1004
=i § g - H\\‘ g
ER R IR — e Signal 2: VWD1 A, Wavelength=254 nm
2 4 5 3 1o i
Peak RetTime Type Width Area Height Area
--------------------------------------------------------------------- # [min] [min]  [maU*s] [mau] % 12f
Area Percent Report LT EEEFEEEY EEEEY PEFEREE |=======n-- |==mmmmmmna |=mmmmmnn |
————————————————————————————————————————————————————————————————————— 1 8.278 BB a.a327 4.96144 2.44785 8.1285
2 4.443 BB 8.8472 18.25191 6.84429 B.4725
Sorted By : Signal 3 4.554 BB 8.8477 11.33489 3.78137 8.2934
Multiplier & 1.0000 4 6.451 BB 8.8668  17.83849 3.76777  0.4411
Dilution = 1.0888 5 g2.881 BB 8.1184 3748.53491 448.23956 96,8438
Use Multiplier & Dilution Factor with ISTDs 6 18.229 BBA 8.3876 78.31895 3.57383 1.8286
Totals : 3B62.43988 467.77387
Signal 1: MSD1 TIC, MS File
Peak RetTime Type Width Area Height Area = . . . sEeneeene
# [min] [min] % *&* End of Report ***
) L ] [ETRTT et PRSP
1 8.395 BB 8.1784 5.82B95e5 4.52955e4d 1.4878
2 8.511 BB 9.8784 5.46142e4 1.29375e4 2.1319
3 B8.868 BB 8.1386 2.373B@e5 2.27676ed 8.5733
4 1.363 BB 9.1801 1.72193e5 2.79517ed 8.4159
5 1.492 BB ©9.8531 3.19825e4 1.86438e4 8.8772
6 1.677 BB 8.8657 4.38638ed 1.084728ed 8.185%
7 1.813 BB 8.8837 5.13171e5 8.9578%e4 1.2394
g8 2.168 BB 8.8984 3.45225e5 5.31188ed B.8338
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