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HRMS spectra for compounds 3, 3aa, 6, 7, 9a, 10, 11, 12, 13
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Compound 3a

quino #67-74 BT: 0.63-0.75 AV: 4 SB: 36 0.17-0.47 . 1.39-1.80 NL- 9.03E7

T: FTMS + p ESI Full ms [150.0000-1500.0000]
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Compound 3b

APR-12 #85 HAT:- 0.64 AV-1 ML: 1.13E8
T: FTMS + p ESI Full ms [150.0000-1000.0000]
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Compound 3c

AFF-144 #50 AT: 030 AV: 1 ML: 316ES

T: FTRMS « p ESl Full ms [200. 0000-1 000.0000)
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Compound 3d

APR-348_20100702170150 #33 RT. 0.34 AV- 1 ML 4.17E8
T: FTMS + p ESI Full ms [150.0000-1000.0000]
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Compound 3f

APR-365_20190702170637 #33 RT: 0.34 AV:1 NL: 1.13E8
T: FTMS + p ESI Full ms [150.0000-1000.0000]
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Compound 3g

APR-384_20190702171210 #53 RT: 0.54 AV: 1 NL: 2.73EB

T: FTMS + p ESI Full ms [150.0000-1000.0000]
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Compound 3i

APR-41 #28 RT: 029 AV: 1 ML 1.58E&8

T: FTMS + p ESI Full ma [200.0000-1000.0000]
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Compound 3j

APR-151#74 RT: 071 AV:1 NL:4.41ES
T: FTMS + p ESI Full ms [100.0000-1300.0000]
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Compound 3k

APR-562 #55 RT: 0.55 AV: 1 NL: 3.54E8

T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Compound 3l

APPR-45 £37 AT: 038 AV:1 NL- 1.95E8
T: FTMS - p ESl Full ms [200000040- 1 000.0000)
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Compound 3m

APR-562_20210210172040 #58 RT: 0.57 AV: 1 NL: 3.77E7
T: FTMS + p ESI Full ms [133.4000-2000.0000]
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Compound 3n

APR-343_20201016172510 #45 RT: 045 AV: 1 NL: 293E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
403.02856
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Compound 3p

APR-566 #29 RT: 0.30 AV:1 NL: 7.12E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Compound 3q

APR-378 #348 RT: 2.30 AV: 1 NL: 2.86E4

F: ITMS + p ESI Full ms [100.00-1000.00]
A7T2.1623
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Compound 3r

APR-403 #37 RT:0.37 AV:1 NL: 9.21E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
100~ 47412442
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Compound 3s

APR-552 #39 RT: 039 AV:-1 NL-BB5E7

T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Compound 3t

APR-240_20180409171321 #38 RT: 0.39 AV: 1 NL: 4.24E8
T: FTMS + p ESI Full ms [200.0000-1000.0000]
358.04370
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Compound 3u

APR-553_20201017123640 #53 RT: 053 AV:1 NL: 4.09E6
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Compound 3v

APR-559 #49 RT: 0.50 AV:1 NL: 213E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Compound 3w

APR-368_20201017115101 #49 RT: 0.49 AV: 1 ML: 2.31E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
100 490.02832
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Compound 3x

APR-564 #344-354 RT: 0.80-0.82 AV: 11 NL: 2.58E7
T: FTMS + p ESI Full ms [300.0000-450.0000]
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Compound 3y

APR-337_20201016172201 #41

RT: 0.41

T: FTMS + p ESI Full ms [100.0000-1000.0000]
330.14882
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Compound 3z

APR-339 #160 RT: 1.14 AV: 1

ML: 1.10E5

F: ITMS + p ESI Full ms [100.00-1000.00]
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Compound 3aa

APR-7TAT-A®40 RT: 0.38 AV: 1 NL: 6.94EB
T: FTMS + p ESI Full ms [133.4000-2000.0000]
371.1607
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Compound 6a

APR-489_20210226162604 #1059-1069 RT: 2.46-2.49 AV: 11 NL:2.86E7
T: FTMS + p ESI Full ms[150.0000-2000.0000]
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Compound 6b

APR-349_181102141251 #198 RT:1.34 AV: 1 NL: 1.45E5
F: ITMS + p ESI Full ms [100.00-1000.00)
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Compound 7a

APR-488 #45 RT:0.46 AV:1 NL: 1.94E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
—— 464.14124
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Compound 7b

APR-658 #37 RT:0.38 AV:1 NL:2.88E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
464.14096
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Compound 9a

APR-679 #41 RT: 0.40 AV:1 NL: 6.83E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
100 419.31735
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Compound 10a

APR-512 #37 RT: 0.39 AV:1 NL: 2.30E8

T: FTMS + p ESI Full ms [150.0000-1000.0000]
370.14371

Relative Abundance

100+

| ae] 5 s] w s]
wm = o = LIF‘I

-
=

n

tn

L
=

— ] [
4] = t,

=

n

=]

338.34143

274.27383 |

238.08611

200

300

392.12524

400

445.21204

500

600
miz

685.43463

700

761.26111

900

1000



Compound 10b

APR-533_20191014172041 #45 RT: 0.44 AV: 1 NL: 2.97E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Compound 10c

APR-538 #37 RT:0.38 AV:1 NL: 1.40E7

T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Compound 10d

APR-569 #61 RT: 0.61 AV: 1 NL: 2.70E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Compound 10e

APR-543 #41 RT: 0.41 AV:1 NL: 1.25E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
100 34412863
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Compound 11a
APR-373 #39

RT: 0.39 AV:1 NL:1.11E8

T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Compound 11b

APR-695 #54 RT: 0.52 AV:1 NL: 3.53E8
T: FTMS + p ESI Full ms [133.4000-2000.0000]
424.0764
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Compound 12

APR-540 #39 RT: 0.40 AV:1 NL:5.59E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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95

. 466.1986

1119.0494 909.4079

Relative Abundance
()]
T

20 483.1757

2521017 326.1536

(&)
11l

T

\ ol 1y lig \ h[l |. 1 l .llhl O || bt R | N
R e L L L LA L L L Ly L L L LA L] L L Ly LA LA L) LA LA L) LA L L LA bt L LA Lt R LA R LA B

10 200 300 400 500 600 700 800 900 1000
m/z

o



Compound 13

APR-602 #53 RT: 0.53 AV:1 NL: 2.44E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
372.16040
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