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NMR Spectra, HRMS Spectra and analytical HPLC trace for

Target Compounds
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ZRMQ-1 #21-33 RT: 0.17-0.26 AV: 7 NL: 1.45E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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Figure S1. '"H NMR, 3C NMR, HRMS and analytical HPLC trace for ZRMQ-1
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Figure S2. 'H NMR, 3C NMR, HRMS and analytical HPLC trace for ZRMQ-2
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ZRMQ-3#22-31 RT: 0.18-0.24 AV: 5 NL: 9.12E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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Figure S3. 'H NMR, 13C NMR, HRMS and analytical HPLC trace for ZRMQ-3
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Figure S4. 'H NMR, 3C NMR, HRMS and analytical HPLC trace for ZRMQ-4
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Figure S5. 'H NMR, 3C NMR, HRMS and analytical HPLC trace for ZRMQ-5
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Figure S6. 'H NMR, 3C NMR, HRMS and analytical HPLC trace for ZRMQ-6
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Figure S7. 'H NMR, 3C NMR, '°F NMR, HRMS and analytical HPLC trace for
ZRMQ-7
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ZRMQ-8 #20-32 RT: 0.16-0.24 AV: 6 NL: 3.59E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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Figure S8. 'H NMR, 13C NMR, HRMS and analytical HPLC trace for ZRMQ-8
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ZRMQ-9 #22-30 RT: 0.18-0.23 AV: 4 NL: 4 44E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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Figure S9. 'H NMR, 3C NMR, HRMS and analytical HPLC trace for ZRMQ-9
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ZRMQ-10 #22-32 RT: 0.18-0.24 AV: 5 NL: 4 69ES
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100 204.1031

95
=
85
80
75
70
65
60
55
50
45

Relative Abundance

40
35
30
25
20

407.1
15 07.1980

150 200 250 300 350 400 450 500 550
m/z

<t E>
mV

750 K MIZEA 254nm

9. 336

500

250

532
3.634
2
4. 723
6.908

0.0 2.5 5.0 7.0 10.0 12.5 15.0 17.:5 20.0

<>
oM #%A 254nm

WS | OREFEIIE] | A
1 2. 532 0.188
2 3. 634 0. 098
3 4.278 0.076
1 4.723 0.144
5 6. 908 0.147
6 9.336 99. 347

HiF 100. 000

Figure S10. '"H NMR, '3C NMR, analytical HPLC trace and HRMS for ZRMQ-10
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ZRMQ-11#21-30 RT: 0.17-0.23 AV: 5 NL: 3.40E8
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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Figure S11. '"H NMR, *C NMR, HRMS and analytical HPLC trace for ZRMQ-11
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ZRMQ-12#18-30 RT: 0.15-0.23 AV: 6 NL: 3.
85E9T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
100 232.1161
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Figure S12. 'H NMR, 13C NMR, HRMS and analytical HPLC trace for ZRMQ-12

ole

[{e)
~lolel®

G i
R e e R e e e o




11000
10000
9000
8000
7000
6000
5000
+-4000
3000
2000

1000
o

+-1000

891
mﬁf
€l .N/

OSWQ 052

0SWa 052 =
OSWa 152 =

OSWQ 1S'Z
osWacse

OZTHEE'E~,

5L
9.'¢

————
8. mW.

S8L

90— =

ez
ﬂN,N_.V.

Fuo9
Fsoe

60

ELoL

E00°L

fea

e

fr=

1 (ppm)

1600
+1500

1400

1300

1200

1100

1000

900

800

700

600

100

300

200

100

=100

Lrve

mm.vNW

oL'9e
OSWQA 8E'6E
OSINa 656

e
OSWa 00°0F
OSWQ LZ'0r
OSWA ZE0F
OSWA Zr oY
OSWaA e9°0F
1809

poELL
Zrpll
86911
B9 LLL
Srich
erszL
LE'9z1
SrozL
10621
€e cﬁ%
TreEl
sreeL
g69e1
rEpL—
ProvL—
SZ'6rL-7
SE05L .\
19151 \
15651
9EvaL—

6691 —

1 (ppm)



ZRMQ-13#21-29 RT: 0.17-0.23 AV: 5 NL: 1.30ES
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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Figure S13. '"H NMR, '3C NMR, HRMS and analytical HPLC trace for ZRMQ-13
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Figure S14. '"H NMR, 3C NMR, °F NMR, HRMS and analytical HPLC trace for
ZRMQ-14
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ZRMQ-15 #20-34 RT: 0.17-0.26 AV: 7 NL: 1.69ES

T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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'"H NMR, 3C NMR, HRMS and analytical HPLC trace for ZRMQ-15
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ZRMQ-16 #20-35 RT: 0.17-0.28 AV: 8 NL: 4.08E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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Figure S16. 'H NMR, 13C NMR, HRMS and analytical HPLC trace for ZRMQ-16
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ZRMQ-17 #21-30 RT: 0.17-0.23 AV: 5 NL: 4.36E9

T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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Figure S17. '"H NMR, '3C NMR, HRMS and analytical HPLC trace for ZRMQ-17
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ZRMQ-18 #20-32 RT: 0.16-0.24 AV: 6 NL: 3.43ES
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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Figure S18. 'H NMR, 13C NMR, HRMS and analytical HPLC trace for ZRMQ-18
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ZRMQ-19 #20-32 RT: 0.16-0.24 AV: 6 NL: 1.18E8

T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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Figure S19. 'H NMR, 3C NMR, HRMS and analytical HPLC trace for ZRMQ-19
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ZRMQ-20 #20-31 RT: 0.17-0.24 AV: 6 NL: 3.64E8
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]

- 448.2132
95
90
85
80
75
70
65
60
55 2246106
50
45

Relative Abundance

40
35
30
25
20

15 274.2741
10 288.2897
318.3004
5 234.1320 344.1870

0 'y |
200 250 300 350 400 450 500 550 600 650
mfz



<Eif &>

mV
& far il A 254nm]|
400 ™
300-]
200
100d Z3 Gee
0 : o &S S = od = = o
o ] T T T T
0 10 15 20 25 30
min
>
i #%A 254nm
WS | fRETI ) %
1 1. 813 0. 063
2] 2.019 0. 088
SER T 0.233
4] 2.920 0.211
5|  3.320 0.124
6| 3.535 0. 424
7] 3.783 0. 328
8| 4.775 95.933
9 6.054 0. 280
10| 6.408 0. 053
11| 6.966 0. 169
12| 7.544 0. 345
13| 8.224 0. 246
14| 11.035 0. 098
15| 11452 0. 060
16| 14.254 0.023
17| 23.342 0.227
18| 24.617 1. 096
Bif 100. 000

Figure S20. 'H NMR, 13C NMR, HRMS and analytical HPLC trace for ZRMQ-20
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ZRMQ-21 #19-33 RT: 0.15-0.26 AV: 8 NL: 2.94E8
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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Figure S21. '"H NMR, *C NMR, HRMS and analytical HPLC trace for ZRMQ-21
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ZRMQ-22 #22-29 RT: 0.18-0.23 AV: 4 NL: 4.20E8

T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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Figure S22. '"H NMR, *C NMR, HRMS and analytical HPLC trace for ZRMQ-22
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ZRMQ-23 #21-30 RT: 0.17-0.23 AV: 5 NL: 1.48E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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Figure S23. 'H NMR, 13C NMR, HRMS and analytical HPLC trace for ZRMQ-23



