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Supplemental Table 1. UPLC purity of investigated compounds

Condition: Mobile phase: A: 0.1% Formic acid, B: Acetonitrile.
Stationary phase: waters acquity UPLC® HSS 1.8 um C18 (2.1 x 50 mm)

(1) 95% to 1% of A in B for 3.3 min, 1% of A in B for 0.55 min, 1% to 95% of A in B for 0.05 min, and 95% of
A in B for 0.1 min. Flow rate: 0.75 mL/ min for 6a-d, 9b, 11a-b, 12, 20a-c, 21d, and 21g-h.

(2) 95% of A in B for 0.5 min, 95% to 10% of A in B for 2 min, 10% of A in B for 0.5 min, 10% to 95% of A in
B for 0.1 min, and 95% of A in B for 0.4 min. Flow rate: 0.5 mL/ min for 9a, 14, 21a-c, 21e-f, and 21i-j.

Purity Purity Purity
Name Name Name
(%) (o) (%)

6a 99.0% 12 95.4% 21d 97.2%
6b 95.8% 24 95.1% 21e 95.1%
6¢ 99.5% 20a 98.8% 21f 96.2%
6d 98.8% 20b 96.1% 21g 95.3%
9a 98.5% 20c¢ 95.8% 21h 96.2%
9b 97.6% 21a 98.0% 21i 97.0%
11a 95.8% 21b 98.9% 21j 95.4%
11b 96.7% 21c 97.5%




Supplemental Table 2. Binding profiles of potential candidates for other GPCRs*

Ki (nM)® or % inhibition at 10 pM*®

GPCRs
9a 20a 21a 21c 21d 21e 21g 21i 21j
Serotonin | 5-HT,, | 1741 194 971 509 692 575 3312 245 961
5-HT,, | 905 1052 N/A? N/A N/A N/A 1056 N/A N/A
5-HT,, | 1006 449 1204 1150 1655 N/A 1825 3137 1932
5HT,, | N/A N/A N/A N/A N/A N/A N/A N/A N/A
5-HT,, | 222 617 1244 727 844 1328 276 1368 3141
5-HT,, 187 170 118 157 181 443 189 269 183
5-HT,. | 577 2021 1326 1496 2105 5782 354 9727 5057
5-HT, 195 103 53 58 92 148 195 29 246
5-HT,, | N/A N/A N/A N/A N/A N/A N/A N/A N/A
5-HT, 287 258 730 1857 1626 2333 363 2157 1314
5-HT,, | N/A N/A N/A N/A N/A N/A 2247 N/A N/A
Adrenergic | alpha,, [ N/A 2209 N/A N/A N/A N/A 2114 N/A N/A
alpha,; | 2190 1400 3938 N/A  >10,000 N/A 1635 N/A N/A
alpha , [ 2556 2416 N/A N/A 7311 N/A 1407 N/A N/A
alpha,, [ 1346 740 1967 2584 2141 5573 1161 3336 3114
alpha,; | 235 672 577 909 386 2835 571 2949 646
alpha,. | 313 113 195 524 532 1761 78 1291 183
beta, 5897 3713 N/A N/A N/A 6518 1891 N/A N/A
beta, 669 5834 N/A N/A N/A N/A 616 N/A  >10,000
beta, 1496 1386 4527 N/A N/A 5565 2958  >10,000 4359
Dopamine D, 2402 4292 N/A N/A N/A N/A 2007 N/A N/A
D, 232 185 216 74 89 N/A 170 40 76
D; 0.83 1.32 0.19 0.36 0.25 0.46 0.61 0.28 0.34
Dy 579 938 377 2183 239 N/A 582 514 878
Ds 1467 N/A N/A  >10,000 N/A N/A 8692 N/A N/A
Opioid MOR 1556 3020 1076 N/A 2405 N/A 2156 N/A 2771




KOR 107 116 N/A 642 2326 N/A 170 N/A N/A

DOR | NA  NA N/A N/A N/A NA  NA N/A N/A

Histamine | H, 1492 1357 1508 591 0.95 675 102 84 1465

H, 2614 1650 2793  N/A N/A N/A 2478  N/A 3683

H; 5580  N/A N/A 4725  >10,000 N/A 4812  N/A N/A

H, 6425 3462  N/A N/A N/A NA  NA N/A N/A

Muscarinic | M; 2355 N/A N/A 3392 >10,000 N/A 3432  NA N/A

M, 1205 4931 N/A 1657  N/A 9441  N/A N/A 2968

M; 4750 N/A 1264  N/A N/A 1547  N/A N/A N/A

M. 1602 N/A N/A 930 N/A N/A 1094  N/A N/A

Ms 5038 N/A N/A 2388 4223 N/A  N/A N/A N/A

Sigma sigma 473 522 241 N/A 293 N/A 694 381 204

sigma, | 391 11499 1774  N/A  >10,000 N/A 1543 992 1491

BZP Rat Brain Site | N/A N/A N/A N/A N/A N/A N/A N/A N/A

GABAA NA  NA N/A N/A N/A NA  NA N/A N/A

t];‘l’ggglr‘;f ?]giVTe) 87 511 89 57 90 N/A 100 289 390

tggggi‘t}:j’?ﬁg) 772 3514 391 N/A 842 N/A 1940 3198 1104

Sero“"(lggfg‘;s"o”“ N/A 5845 3009 NA NA NA NA  NA 415
]f:cnezpotgira(zlfgig 1454 9 9 N/A 1220 11 6 N/A 8

A1l compounds were converted to HCl salts prior to tests. °Ki values were determined by at least three experiments.
% of inhinition was measured using 10 uM of each compound. “N/A; not active means less than 50% inhibition
that was obtained in primary binding assay at 10 uM of the compound.



Supplemental Table 3. List of reagents and solvents

Name Formula Purity Purchased from
HBTU C11Hi6FsNsOP 97% Matrix Scientific
DIPEA CsHioN 98% Advanced chemtech
TFA CF;COOH 99% Sigma-Aldrich
Sodium carbonate Na,COs >99.5% Sigma-Aldrich
Dimethylamine (CH3)NH 2 M in THF Sigma-Aldrich
Sodium _ .
) ] (CH3COO);BHNa 97% Sigma-Aldrich
triacetoxyborohydride
N-(3-Boromopropyl) _ _
o Ci1iH10BrNO; 98% Sigma-Aldrich
phthalimide
N-(4-Boromobutyl) _ .
o Ci2H12BINO, 98% Sigma-Aldrich
phthalimide
Potassium carbonate K2COs 99% Fisher chemical
Hydrazine hydrate NH:NH: - H:O 50-60% Sigma-Aldrich
Reagents Thionyl chloride SOClz >99% Sigma-Aldrich
4-(Thiophen-2-yl)benzoic _ .
] CuHs0.S 97% Sigma-Aldrich
acid
Triethylamine (Et;N) (C2Hs):N >99% Sigma-Aldrich
Ammonia solution NH;3 7 N in MeOH Sigma-Aldrich
4-methyl-5-phenyl-4H-1,2,4- )
) ) CoHoN3S 95% Chembridge
triazole-3-thiol
Triphenylphosphine PPhs 99% Sigma-Aldrich
(CH3),CHOOCN=N ) .
DIAD 98% Sigma-Aldrich
COOCH(CHz3)2
Iodomethane CHsl 99.5% Sigma-Aldrich
3-Bromopropylamine BrCH,CH,CH,NH; - ) .
. 98% Sigma-Aldrich
hydrobromide HBr
N-Methylethanamine C,HsNHCH3; 97% Sigma-Aldrich




Ethylenediamine CHsN; >98.0% TCI
Ethyl trifluoroacetate C4H;sF50, >99.0% TCI
Allyl bromide CH,=CHCH,Br 97% Sigma-Aldrich
Di-tert-butyl dicarbonate ) .
((BocyO) [(CH3);COCO].0 >98.0% Sigma-Aldrich
oc)2
4-Fluorobenzaldehyde FCsH4CHO 98% Sigma-Aldrich
2-Naphthoyl chloride CioH,COCl 98% Sigma-Aldrich
4-Quinolinecarboxylic acid CioH7NO> 97% Sigma-Aldrich
4-(4-Pyridiyl)benzoic acid C12HoNO2 >99% Sigma-Aldrich
Indole-2-carboxylic acid CoH7NO, 98% Sigma-Aldrich
Imidazol[1,2-a]pyridine-2- . _
o CsHeN2O: 85% Sigma-Aldrich
carboxylic acid
Isonicotinic acid CsHsNO; 99% Sigma-Aldrich
4-(Thiophen-3-yl)benzoic
" CuHs0.S 95% Ambeed
aci
3-(Dimethylamino)benzoic _ .
" (CH3):NCsH4CO:H >97% Sigma-Aldrich
aci
3-Thiophenecarboxylic acid CsH40,S 99% Sigma-Aldrich
1-Methylindole-2-carboxylic _ )
y C10HoNO2 98% Sigma-Aldrich
aci
DMF HCON(CHz3)2 99.8% Sigma-Aldrich
Dichloromethane CHxCl; >99.8% Sigma-Aldrich
MeCN CHiCN 99.8% Sigma-Aldrich
THF C4HsO >99.9% Sigma-Aldrich
Solvents
Dichloroethane CICH,CH-Cl 99.8% Acros organics
EtOH CH;CH,OH 100% Decon laboratories
Acetone CH;COCH; 299.5% Sigma-Aldrich
MeOH CH;OH 99.8% Sigma-Aldrich




Analyses of HRMS



Compound: 6a

Single Mass Analysis

Tolerance = 3.0 mba / DBE: min=-1.5 max =500
Element prediction; Off

Mumber of isctope peaks used for i-FIT =2

Monoisotopic Mass, Even Electron lons

989 formulale) evaluated with 4 results within limits {up to 100 closest resulis for each mass)
Elements Used:

C: 052 H 0103 M 03 0:0-8 F:1-3 23Na: 0-1

24-Mov-2015 KiM
HY_1_085 32 {0.841) 1: TOF MS ES+
3,89e+003
100 41225972
%_
] 413 3013
it G 414.3045
PSRV PR /SR i ol st 2L L i B S -
I EIIJ{] 400 600 800 1000 1200 14040 1600 1800 2000
Compound: 6b
Single Mass Analysis
Tolerance = 3.0 mDa { DBE: min=-1.5, max = 50.0
Element prediction: Off
Mumber of isotope peaks used for i-FIT =3
Monoisctopic Mass, Even Elecfron lons
1239 formula(e) evaluated with 3 results within limits {up to 50 best isotopic matches for each mass)
Elements Used:
C:0-80 H:0-160 N:0-12 0: 011 23Na: 01 F: 149
13-Dec-202207.03:06
HY_1_B3 23 (1.128) 1; TOF MS ES+
5 35e+002
p— 393 3043
i 426,3136
%—
| 27 3206 763.6274
{879 3773515 A34.3104 5101449 7476332 |-104.6207
5 252.1035305 CE e g 634.3209 ™ |, _795.5512857 3566918 4411980 4052 oy
' : I ; I 4EI}ID I 54|:ID I Blgbﬂ I ?tII'GI I Sl.l.lﬂ I BI.‘IJD I 1t||1]C|



Compound: 6¢

Single Mass Analysis

Tolerance = 3.0 mDa / DBE: min=-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Eleciron lons

1027 formula(e) evaluated witn 4 results within limits {up to 50 best isotopic matches for @ach mass)
Elements Used:

C:0-80 H:0-1680 M: 012 O:0-11 23Na: 01 Br 11

13-Dec-202207:58:11
HY_1_8123(1.129)

1: TOF M5 ES+
4301703 RN
100 ? 432.1889
s
] 4331738
4263288 4§34 1720 4451684
1 4133210 a6 1529 5181359 4a57370 — ‘ Lol S O SRR R e
T 450 4200 4250 430.0 435.0 4400 4450
Compound: 6d
Single Mass Analysis
Tolerance = 10.0 mDa / DBE: min=-1.5, max = 50.0
Element prediction: Off
Mumber of isotope peaks used for i-FIT =2
Monoisotopic Mass, Even Electron lons
148 formula(e) evaluated with 4 resulis within limits (up to 100 closest results for each mass)
Elements Used:
C:0-20 H: 050 N:0-5 C:0-5 23Na: 01 Br:141
10-Dec-2018 KIM
HY_|_083 13 {0.631) 1: TOF MS ES+
2 1Be+005

100- 444,1872
%_
: o 4471524
418.1308 4481989
S55.4335 387 1617 41"“55‘ |f b | rf 486,1829
0= G s R L R 55 Vi 1 ;

T EARESLEREA LA RANRRER) RS
7o 3a0 380 400 LAl 420 430 449 450 480 470

494 1876
4501470 ik
480 440



Compound: 9a

Single Mass Analysis

Tolerance = 3.0 mDa / DBE: min=-1.5 max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

1179 formulale) evaluated with & results within limits {(up to 10 best isolopic matches for each mass)
Elements Used:

C:0-50 H:0-100 MN:0-10 O:0-10 23Me:0-1 5:1-1 Br 1-1

13-Jun-2021

KM
HY_2 163 OFF_SAMPLE 13 (0L733) 1: TOF MS ES+
2 81e+005
100 A74.1381 976.1435
E:,-h_

| 575.1374|577 1346

] 5781329 575 1379 581 1629
566 A 571 9573.572.7500 : B.1611 5901508 F

D_mﬁ#ag'zrfﬁ%'grw'ﬂwﬂ" H'r'1rl|| r||||1r|||||||||1||1|rr1‘ 1“11mﬂw1quﬁ1wrﬁﬁﬁw&ﬂﬂ ﬂ']llz

5650 5880 5700 5720 5740 5760 5780 5800 5820 5840 5860 5880  590.0 5820

Compound: 9b

Single Mass Analysis

Tolerance = 4.0 mDa / DBE: min =-1.5 max = 50.0
Element prediction; Off

Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

2209 formulaie) evaluated with 11 resulls within limits (up to 50 best isofopic matches for each mass)
Elements Used:

C:0-50 H:0-100 WN:0-6 O:0-6 F: 01 23Na: 01 S:0-1 Br 14

17-Feb-2020 KIM
GHY_1_157 17 (0.817) 1: TOF MS ES+

3.89e+004
100 580.1564

3812687 4342307 436 13945101262 550.6382

126.4726
663 4530 7044863 736.5502

280 ;Wl'.'l 420 440 450 4B0 500 520 540 560 580 BO0 620 640 80 €80 70D 720 740 76O

10



Compound: 11a

Single Mass Analysis

Tolerance =3.0mDa [ DBE: min=-1.5 max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Election lons

1177 formulale) evaluated with 5 results within limits {up to 10 best isotopic malches for each mass)
Elements Used:

C:0-50 H: 0100 N:0-10 O:0-10 23Na: 01 S:1-1 Br1-1

27-Fab-2021 KIN
HY_2_174_2 54 (1.597) Cm (54.57) 1: TOF MS ES+
2.31e+004
AT 578,1657
e
. 57831674
1 580,1608
. 5252853 5506306 ‘ { 540.0778 657.3562
; : P 569.3116 001473 613.3242 3 B47.4800 O

R LB Ly D L e S L bR LAy L n s L R B DR A AR L LA L AR D Lk LA LD LA KRS N hanay LRt Ly LT

520 5§30 G40 550 580 570 580 580 800 610 620 G30 G40 650 680 E70

Compound: 11b

Single Mass Analysis

Talerance = 3.0 mDa / DBE: min =-1.5, max =50.0
Element prediction: Off

Mumber of isotope peaks wsed for i-FIT = 3

Manoisctopic Mass, Even Electron lons

1221 formulaje) evaluated with & results within limits {up to 50 best izotopic matches for each mass)
Elemerts Used:

C:0-100 H:0-200 M 0-10 ©:0-10 23Na: 01 S5:1-1 Bro 141

13-F2b-2020 KIM
HY_|_157 12 (0.596) 1. TOF M5 ES+
3 308+004
- 5921716
o]
] 5931797
J ‘ 504 1757
o 4923077 5152230 5310813 5ap 4730550 60605632088  Do0-269] 1778 6101826 641.2430 6634552
o L AR AT Y L ML Lol o T MR | || S :

480 800 510 6520 530 540 550 560 Y0 580 5B 400 610 620 830 840 650 880

11



Compound: 12

Single Mass Analysis

Tolerance = 3.0 mDa / DBE: min =-1.5 max = 100.0
Element prediction: Off

Number of isctope peaks used for i-FIT = 3

Meonoisolopic Mass, Even Electraon lons

B19 formulaie) evaluated with 4 results within limits {up to 10 best isotopic malches for each mass)
Elements Used:

C:0-80 H:0-892 MN:0-10 0O:0-13 23Na: 01 Br. 11

04-Jan-2021 Kint
HY_02_130 37 (1,113) Cm (37:40-3:6) 1: TOF MS ES+
2 518+004
- 3450813
%_
] 346.0812
4 288.0039 312.9414 3283159 53.9680 371.8772 410,0790 424.9728 448.8914 4552033
MR, ... BV 5 RS I T | WY (RSSO ANPGRS OO . s L B o

270 280 280 300 310 320 330 34ﬂ 35'D 360 30 S-Eﬂ- SHﬂ 400 410 420 430 440 450 460

Compound: 14

Single Mass Analysis

Tolerance = 3.0 mDa [ DBE: min =-1.5 max = 100.0
Element prediction: Off

Mumber of isctope peaks used fori-FIT =3

Monoisotopic Mass. Even Electron lons
224 formulale) evaluated with 1 results within limits (up to 10 best isotopic matches for each mass)

Elements Used:
C:17-17 H. 0100 MN:C10 O:0-10 23Na: 01 5:141
06-Mar-2021 KM
HY_2_74_HR 26 (0.844) 1: TOF 43S ES+
1.22e+004

fo0- 303.1516

j 2080397

o

1

1‘ ?N.TEEG

1543 407 2qg7  817.3320 8272006 44 5057 1077.2405 1507.3759 1574 4104 17454382 1896.3915

iz
2000

12



Compound: 20a

Single Mass Analysis

Tolerance=2.0mDa / DBE: min=-1.5 max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons
2724 formula(e) evaluated with 8 resulls within limits (up to 25 best isotopic matches for each mass)
Elaments Used:

C:0-108 H:0-200 MN.0-16 O:;0-24 23Na 01 S:1-1 Br 11
03-Dec-2020 KIn
HY_02_109 18 (0.773} 1: TOF MS ES+
7.09e+004
o 540 1588
%
§ 551, 1644
| -
208.0392 3.3207
586.1349
o] 1226 0491 5450621 A F o28. qu,j?n 7438 970.7603 11992853 13583545 ’1'732 2:2:&
i RAASE LEAR LASSN LARLE LARRY LEAES RAREY LAY LALLY LARLE RELLS LIRSS R T PETTTTTTTTT SRR RS RN RN S R
100 | 200 300 = 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500
Compound: 20b
Single Mass Analysis
Tolerance = 3.0 PPM [ DBE: min = -1.5, max = 100.0
Element prediction: Off
Mumber of isotope peaks used for i-FIT =3
Monoisctopic Mass, Even Electron lons
547 formula(e) evaluated with 2 resulis within limits {up o 25 best isotopic matches for each mass)
Elements Usad:
C:0-108 H:0-200 MN:0-6 0:06 23Na:0-1 5:1-1 Br 11
05-Dec-2020 KN
HY_02_114 28 (0.B44) Cm {26:25) 1: TOF MS ES+
1.66e+004
p— 5881383
|
| 589.1338
1 A 810 1197
G“ 4oz.3135 108481  omompy 9505240 2 ||, 512.1384 538 5026 Lfeeent  7os13sy
™rTr ™ ™ TTTT TITT TT T T TETT[TIT TR [ TTER PP TR TTTA[FEE STTTIToIaT LI I L B L B L LB i T |"|||"|"|r|||
480 500 i 520 | 540 560 580 600 620 : 660 580 700
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Compound: 20c

Single Mass Analysis

Tolerance = 3.0 mDa / DBE: min =-1.5, max = 100.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

1609 formulale) evaluated with 9 results within limits {up to 10 best isctopic matches for each mass)
Elements Lzad:

C:0-50 H:0-92 MN:0-10 O:0-13 23Na:01 511 Br1-1 F 14

13-Jan-2021 KM
HY_2_134 47 (1.408) Cm (47.48) 1. TOF MS ES+
2.80e+004
100+ B656.1411
1
|
1 B58.1462
1 79.1260 8774908 13733191 1adp 3077 16953268 %9 17 1800 3341
200 400 00 800 1000 1200 1400 1600 1BIDD 2000
Compound: 21a
Single Mass Analysis
Tolerance = 3.0 mDa { DBE: min=-1.5 max = 100.0
Element prediction: Off
Mumber of isotope peaks used for i-FIT =3
Monoisolepic Mass, Even Electron lons
1051 formuta(e) evaluated with 6 results within limits (up to 25 best isctopic matches for each mass)
Elemeants Used:
C:0-58 H: 075 MN:0-8 O:0-11 23MNa: 01 Br 11
24-Moy-2020 KM
HY_02_080_Z4nov2020 13 (0.641) 1: TOF MS ES+
5 15e+004
542 1640
100- 9 544 1609
%—
545 1619
i 546.1581 566, 1440
4 541 2750 "
: I§25.3?55 ?‘?9"917: EE‘-I?.ESZE I FAN , I 551}.:515? , !561.1\?56 IEIB# i14||52 ; IE?D.1?1B’_5??_52;”:S&
525.0 B30.0 535.0 540.0 £45.0 550.0 5550 560.0 5BE.0 570.0 E75.0

14



Compound: 21b

Single Mass Analysis

Tolerance = 3.0 mDa / DBE: min=-1.5, max = 100.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT =2

Monoisolopic Mass, Even Electron lons

1049 formulale) evaluated with 8 results within limits {up to 25 best isotopic matches for each mass)
Elements Used:

C. 058 H:0-75 M08 O:0-11 23Ma: 01 Br 14

24-Moy-2020 Kin
HY_02_091 12 (0.596) 1: TOF MS ES+
4.35e+004
160~ 5431622
%_
4 546.1705
] 423 2151 1108.2091
208.0385 sentacz
| 4262008
RN W P 52008 | 736 3852 9553448 10873208 L,']ﬂ?.aﬂﬂa 12415322 1 oong
Crrrerrrer T ML R L o B i B oy L e e i R e e L e R s R R na e e ka1 17

100 2I'.|]D 300 400 &00 800 700 800 00 1000 1100 1200 1300 1400 1500

Compound: 21c

Single Mass Analysis

Tolerance = 3.0 mDa | DBE: min =-1.5 max=100.0
Element prediction: Off

MNumber of isotope peaks used for i-FIT =3

Monoisolopic Mass, Even Electron lons

1116 formulale) evaluated with B results within limits (Up to 25 best isotopic matches for each mass)
Elements Used:

C:0-58 H:0-75 MN:0-8 O:0-11 23MNa: 01 Br: 11

24-Now-2020 KIM
HY_02_092 6 (0.284) 1: TOF MS ES+
2.382+005
571,1835

100

; 569 1775..

i 2841755

] 5721821

e 327.2193 £

1 2391144 en 3212 5731868

29,2209 162,
G ||||||||1"|1'rl'l'rl1|I‘rlllllllll|III|III||!IIl‘I|I|IIII|IIII|IIII|-Ill|llll|llll|llr|r|||||||||||||'|||I|;|||||||'||l|l||*|‘|||"|||'||||'|"|

160 200 300 400 500 G600 700 H00 a00 1000 1100 1200 1300 1400 1500
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Compound: 21d

Single Mass Analysis

Tolerance = 3.0 mDa | DBE: min =-1.5 max=100.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
1018 formulale) evaluated with @ results within limits (up to 25 best isotopic matches for each mass)
Elements Used:

C:0-50 H:0-768 MN:08 Q011 23Na:01 Br1-1
24-Nov-2020 KM
HY_02_093 18 (0.B61) 1: TOF MS ES+
7.138+003
ey 533.1602
Lra
1 534.1524
4 .
1 5551456 6569.1803
2] 4891616 499.228 5112702 85,2051 6293202 eseins  ss3Tr 174637
460 = 480 sﬁn M0 sio om0 | a0 | eto | edo e | emn | ek | 700 Th0
Compound: 21e
Single Mass Analysis
Tolerance = 3.0 mDa [/ D3E: min=-1.5 max=100.0
Element prediction: Off
Number of isotope peaks used fori-FIT =3
Monoisotopic Mass, Even Electron lons
1020 formulafe) evaluated with 5 results within limits (up to 25 best isctopic malches for each mass)
Elements Used:
C:0-58 H 075 MN:0-8 011 23Na: 01 Br1-1
24-Nov-2020 KM
HY_DZ_095 18 {0.851) 1: TOF M5 ES#+
9.47e+002
5341501
biadl 532 1550
1 511 2646 556.1418
s 5541401
1 5132687 5412606 5571797
5809.1807
. 457.2320 531.1500 |
| 4s23208 4973 stasaryl | | YL | ‘l | se2 353 rlfsm 1563 567.2165 603.1729
B By i o e R e e e e ..'.., Footeestt e : ...'.'....|...'.','1..':,‘.".,....' miz
490 500 510 520 530 E40 580 250 580 590 600

16



Compound: 21f

Single Mass Analysis

Tolerance =20 mDa / CBE: min=-1.5 max = 100.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Eleciron lons

2045 formula(e) evaluated with 8 results within limits {up fo 25 best isotopic matches for each mass)
Elements Used:

C:0-108 H:0-200 N: 016 O:0-24 23Na: 0-1 Br 141

03-Dec-2020 KIM
HY_02_111 10 (0.507) 1: TOF MS ES+
5 10e+005
- 4831451
11'0_
| 496 1545
1 1009,2823
4 251.1876 BT, 1565
o 12081465 ) e i 642.3348 825.4420 9332610, | 10132850 1157589 10555530 14814215

L B N e R A R RN LR AR RN LR EER f""'l""l""i""l" TPERTT[ITTT[fAFT[ROTT |-||>|||||||-||||-|-|||||'|.

100 200 300 400 500 600 700 8OO 200 1000 1100 1200 1300 1400 1500

Compound: 21g

Single Mass Analysis

Tolerance = 3.0 mDa / DBE: min = -1.5, max = 100.0
Element prediction: Off

Mumber of isotopa peaks used for i-FIT =3

Monoisctopic Mass, Even Electron lons

1178 formulale) evaluated with B results within limits (up 1o 10 best isolopic matches for sach mass)
Elements Used:

G:0-50 H:0-100 M:0-10 O 010 23Ma:0-1 5:1-1 Br: 1-1

(5-Fab-2021 FIn
HY_2_ 163 31 (0.925) 1; TOF MS ES+
1.25e+004
100 576,1366
%_
3 8771370
= -
1 57B.1310
4 5252795 588.1138 610.0959
550, 530?553 559, 312? 6242573
O—r |r: T ||5|s-lr:3u?aﬂ ----- L 1 |?FT?- ™ 1r-' T “'5552?“4 TJ"P"JW T -i-o'-r'.'—l—l-r1"|—r'r-|-tl-rr—|—'—|—|— miz

26 530 535 540 545 550 555 5E0 56'5 E?G 575 580 5$5 590 505 B{ID 605 610 615 620 625 630
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Compound: 21h

Single Mass Analysis

Tolerance = 3.0 mDa / DBE: min=-1.5 max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Eleclron lons

1426 formula(e) evaluated with 8 resulis within limiis (up to 50 best isotopic matches for each mass)
Elements Used:

C 080 H;0-160 N:0-12 ©O:0-11 23Na:0-1 Br 11

13-Dec 202208:02:15
HY_4 510 (0.508)

1 TOF MS ES+
107e+005
i 5051834 5371893
o
538 1887
5392048
o 5264463530 056322 U750 534.399 N 5432474 it
i O N TR S e i Ml i e e i i N TR ) o L T

T ey ® ] T T
525.0 627.5 53'!}.0 £325 5350 537.5 540.0 5425 545.0 547.5 5500 552.5 55850

_ssamesniem .,

Compound: 21i

Single Mass Analysis

Tolerance= 3.0 mDa / DBE: min=-1.5, max=100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisctopic Mass, Even Electron lons

2007 formulale) evaluated with 14 results within limits {up to 10 best izotopic matches for @ach mass)
Elements Used:

C:0-50 H:0-100 MN:0-10 ©:0-10 23Na: 01 S5:0-1 Br 11

10-Feb-2021 K
HY_2_167 30 (0.598) 1 TOF M5 ES+
1 54e+004
100+ 498.1060_500.1058
%_
4 501.1140
1 apassa 4738824 481.2630 497 2485 ‘ SIS §20,087T2_522 0861
5 : £920 476 3045 9812630 4pa og5g 1lf 512,0916.514.1259 W ) s
L S L S IBRBSRSRRR L7l o LS PO AT IR
4B50  470.0 4750  480.0 4850 4900 4950 5000 5050 500 5450 5200 @ 5250
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Compound: 21j

Single Mass Analysis

Teolerance = 3.0 mDa [/ DBE: min =-1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Menoisotopic Mass, Even Electron lons

1181 farmulale) evaluated with 8 results within limits (up to 10 best isotapic matchas for each mass)
Elements Used:

C:050 H:0-100 MN:010 ©O:0-10 23Ma: 01 Br:1-4

17-Fab-2021 KIM
HY_2 189 2 31 (0,624} 1: TOF MS ES+
6.37e+003
S 45,1745 _547.1609
%_
] 5481747
5481817
522.6404 5252773 5302544 5439412 561.1821 1520 569.2216 571 9706
YOO R0 Wi Bnime | LY ST ]

1 L e 11
516.0 53200 250 &30.0 5350 545.1} 545.0 560.0 5550 560.0 5650 5700 5750
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H or °C NMR spectra
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