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Qualitative Analysis Report

Data Filename ZTX-39.d Sample Name  ZTX-39

Sample Type Sample Position P1-F9

Instrument Name Instrument 1 User Name

Acq Method s-.m Acquired Time  5/18/2023 4:50:38 PM
IRM Calibration Status DA Method PCOL.m

Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Volitage Collision Energy Ionization Mode
135 [} ESI
x10 5 |-ES! Scan (0.18-0.23 min, 6 Scans) Frag=135.0V ZTX-39.d Subtract
267.0625
(IC11 H12 N2 O6)-H)-
12
1
08
06
04
268.0656
02 (IC11 H12 N2 O6}-H)- 269.0697
! (IC11 H12 N2 O6]-H)-
26625 2665 266.75 267 26725 261.5 267.75 268 26825 2685 26875 269 26925 269.5 269.75
Counts vs, Mass-to-Charge (m/z)
Peak List
m/z z [Abund ormula Ton
209.0338 1 |2816.58
235.0358 1 [9729.64
267.0625 1 1121359.35 C11 H12 N2 06 (M-H)-
268.0656 1 |14528.97 C11 H12 N2 06 (M-H)-
270.0838 1 [3141.56
335.0498 1 [8412.65
403.0368 1 |4803.73
535.1317 1 12949.66
982.9902 1 |5705.52
1033.9881 1 |8808.86
Formula Calculator Element Limits
Element Min Max
C 3] 100
H 0f 200
0 0| 30
N 0] 3
ormula Calculator Results
[Formula TCalculatedMass [CalculatedMz Mz [Diff. (mba T, (ppm
[c11 H12 N2 06 | 268.0695) 267.0623]  267.0625| -0.20] -0.75] _7.0000]
--- End Of Report -

Figure S1: HR-ESI-MS spectrum of 1 (speranberculatine B)
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Figure S2: *H-NMR (600 MHz, CDs0OD) spectrum of 1 (speranberculatine B)
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Figure S3: **C-NMR (150 MHz, CDs0D) spectrum of 1 (speranberculatine B)

© 2024 ACG Publications. All rights reserved.




R l Y | U — 1 L
ztx39
ztx39  hsac
. H7/C7
[~ 50
+«~ HB/C6
H6'/C6’ -
<+— H2/C2
5.‘8 5.‘6 5.‘4 5‘2 5‘0 4.8 4.‘6 4.‘4 4.‘2 4.‘0 S.IB 3.‘6 S.Id. &IE &IO ZE 2 2.‘4 2.‘2 2.‘0 1.|8 1.|6
2
Figure S4: HSQC spectrum of 1 (speranberculatine B)
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Figure S5: HSQC spectrum (63.80-4.16 ppm) of 1 (speranberculatine B)
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Figure S7: HMBC spectrum (62.80-5.40 ppm) of 1 (speranberculatine B)
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Figure S8: ROESY spectrum of 1 (speranberculatine B)
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Qualitative Analysis Report

Data Filename ZTX-38.d Sample Name ZTX-38
Sample Type Sample Position P1-F8
Instrument Name Instrument 1 User Name
Acq Method s-.m Acquired Time  5/18/2023 4:49:29 PM
IRM Calibration Status L DA Method PCDL.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
135 0 ESI
x10 4 |-ESI Scan (0.22 min) Frag=135.0V ZTX-38.d Subtract
45 267.0624
(IC11 H12 N2 O6-H)-
1
08
06
04
268.0653
02 (IC11 H12 N2 O6}-H)-
0
2664 2666 2668 267 2672 2674 2676 2678 268 2682 2684 2686 2688
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ton
112.9856 1 112364.33
235.0356 1 |13044.95
253.0464 1 19036.88
267.0624 1 111440.88 C11 H12 N2 06 (M-H)-
313.068 1 141159.43
314.0712 1 |6498.47
349.1181 1 |2601.92
381.0542 1 [3627.93
1033.9881 1 129397.3
1034.9907 1 |5856.94 -
Formula Calculator Element Limits
[ETement in ax
C 3| 100
H 0| 200
[o} 0o 30
N 0| 3
Formula Calculator Results
[Formula________ [CalculatedMass [CalculatedMz Mz [Diff. (mDa ~(ppm,
[cir 12Nz 06 | 268.0695| 267.0623]  267.0624] -0.10] -0.37] 7.0000]
--- End Of Report -~

Figure S9: HR-ESI-MS spectrum of 2 (speranberculatine C)
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Figure S10: *H-NMR (600 MHz, CDs0D) spectrum of 2 (speranberculatine C)
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Figure S11: *C-NMR (150 MHz, CDs0D) spectrum of 2 (speranberculatine C)
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Figure S12: HSQC spectrum of 2 (speranberculatine C)
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Figure S13: HMBC spectrum of 2 (speranberculatine C)
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Figure S14: ROESY spectrum of 2 (speranberculatine C)
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Figure S15: *H-NMR (600 MHz, CDs0D) spectrum of 3 (speranberculatine A)
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Figure S16: **C-NMR (150 MHz, CDs;OD) spectrum of 3 (speranberculatine A)

© 2024 ACG Publications. All rights reserved.

14



TX-32(FAH).1.1.1r L2 605 10
8

L2 s0<10%

5.24

L2 10x10

—407

T N N

2,30 10"
L2 zox10*
L2 10x10
L2 00x10%

1 L1.90x10"

S R I Y1)
19

T

3

L1 sox10
L1.70x10"
[
L1 5010
L1 4010
R
L1 z20x10
L110x10%
L 1.00x<10*
L o.00x 10"
L s 00x10"
L 7.00x10"
L 6. 00x 10"
L5 00x10"
L 1. 00 10"

[ 5. 00 10"

L2 oox<10"
o ] g R Fo oo
‘ ol

T T T — T T © T T T
7.0 6.5 6.0 5.5 5.0 as o 5.5 5.0 25 2.0 s 1o 0.5
£1 (ppm

L1.00x 10"

170.45
169.56

to.00x10"

17141
N\ 165.63

156.25
— 100.80
— 95.81
2599
~ 24.01

N

L8.00x 10"
L7.00x 10"
. o
L6.00x 10
L5 00x 10"
L4.00x 10"
1"

L3.00x 10

L2 00x 10"

} ‘ L 1.00x 10t
!
‘ |
A i Ll 0.00

T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 10 30 20 10 0
£1 (ppm)

Figure S18: **C-NMR (150 MHz, CDsCI) spectrum of 3 (speranberculatine A)
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