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Figure S1 '"H NMR spectrum of 2 (in CDCl3)
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Figure S2 *C NMR spectrum of 2 (in CDCls)
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name FTMS-24020060_Pos_20240227_000009.d Acquisition Date 2/27/2024 6:29:58 PM
Sample 5ba Instrument Bruker Solarix XR FTMS
Comment Operator Peking University

Imeﬂs7 FTMS-24020060_Pos_20240227_000009.d: +MS
x10

54

1+
125031603

1]
1266.31277
o ll “l ?. N

1220 1240 1260 1280 1300 1320 miz
Meas. m/z # lon Formula Score m/z_err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
1250.316025 1 CB83H48NO12 100.00 1250.317102 09 05 7.4 61.0 even ok
1272299170 1 C83H47NNaC12 100.00 1272.299047 -0.1 -0.3 921 61.0 even ok

Figure S3 Mass spectrum of 2
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Figure S4 'H NMR spectrum of 3 (in CDCl3)
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Figure S5 "°C NMR spectrum of 3 (in CDCls)
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Figure S6 HMBC NMR spectrum of 3 (in CDCls)
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name FTMS-23100086_Pos_20231016_000003.d Acquisition Date 10/M16/2023 5:23:37 PM
Sample 7 Instrument Bruker Solarix XR FTMS
Comment Operator Peking University
Intens. FTMS-23100086_Pos_20231016_000003.d: +MS
«1094
084 1+
1248,29725
0.6
0.4+
0.2
1+
1264.29423
00 127027852 128026908 128625662
' 1250 1255 1260 1265 1270 1275 12680 1285 miz
Meas. miz # lon Formula Score miz err [ppm] Mean err [ppm] mSigma  rdb e Conf N-Rule
1248207246 1 CBIH4ENO1Z  100.00 1248301452 34 6.3 151 620 even ok
1270.278523 1 CBIHASNNaO1Z 100.00 1270.283397 38 38 1.5 620 even ok
1286.256625 1 CEBIHASKNOIZ  100.00 1286.257334 0.6 0.7 200 620 even ok
Figure S7 Mass spectrum of 3
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Figure S8 'H NMR spectrum of 4 (in CDCl3)
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Figure S9 "°C NMR spectrum of 4 (in CDCls)
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Figure S10 HMBC NMR spectrum of 4 (in CDCl3)
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name FTMS-23080047_Pos_20230809_000011.d Acquisition Date 8M0/2023 5:17:21 PM
Sample 8 Instrument Bruker Solarix XR FTMS
Comment Qperator Peking University
Inlens. FTMS-23080047_Pos_20230809_00001L.d: +MS
%1091 1+
113023318
2.0
1.5q
1.0
1168.20632
0.54
" l 1 1+
| 1146,22513
ool A AAJLL L, ‘ i i 116226660
1130 1136 1140 1145 1150 1155 1160 1165 1170 miz
Meas. m/z # lon Formula Score m/z_err [ppm] Mean err [ppm] mSigma rdb e~ Conf N-Rule
1130.233181 1 C7BH3BNOS 100.00 1130.238458 4.7 1.5 na. 62.0 even ok
1168206318 1 C7BH35KNOS 100.00 1168.194340 -10.3 -8.4 827 620 even ok
Figure S11 Mass spectrum of 4 (in CDCls)
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Figure S12 '"H NMR spectrum of 5 (in CDCls)
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Figure S13 °C NMR spectrum of 5 (in CDCl3)
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Figure S14 HMBC NMR spectrum of 5

S8



Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name FTMS-23080084_Pos_20230816_000005.d

Acquisition Date 8/16/2023 7:17:13 PM

Sample g Instrument Bruker Solarix XR FTMS
Comment Qperator Peking University
Intens, FTMS-23080084_Pas_20230816_000005.d: +MS
<108 1r
1059.17622
2
&4
44
2
y 108016640 1096.13519
+
1+
J ] 1074,16719 fHenaTEas
0 L A D | |4
1050 1080 1070 1080 1080 1100 miz
Meas. miz # lon Formula Score mi/z err[ppm] Mean err [ppm] mSigma rdb e~ Conf N-Rule
1058.185959 1 C74H28NO8 100.00 1058.180843 47 -20 3932 820 even ok
1080.166395 1 C74H27NNaO8 100.00 1080.162888 -3.2 =24 159.7 620 even ok
1096.135192 1 C74H27TKNO&  100.00 1096.136825 1.5 -0.0 79.8 620 even ok
Figure S15 Mass spectrum of 5
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Figure S16 'H NMR spectrum of 6 (in CDCls)
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Figure S17 *C NMR spectrum of 6 (in CDCls)
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Figure S18 HMBC NMR spectrum of 6 (in CDCl3)

S10



Analysis Info

Analysis Name

Peking University Mass Spectrometry Sample Analysis

FTMS-23090115_Pos_20230915_000002.d Acquisition Date

Report

9/15/2023 9:52:31 PM

Sample 10 Instrument Bruker Solarix XR FTMS
Comment Operator Peking University
Intens, FTMS-23090115_Pos_20230915_000002.d: +MS
x108 1+
1058:20377
3] ’ OH
24 \Q’
6 ® = 00'Bu
1+
1074.19875
1+
L 10634 15574 1079:13340
1056.16155 . 1+
: ‘ \ l 109019272 1590 12860
” ‘ l ‘ | .I (e ) f )y ) | 108623814 ‘h [ .)l [ .
1055 1060 1085 1070 1075 1080 1085 1090 1095 1100 miz
Meas. mfz # lon Formula Score mfz err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
1058.203769 1 C71H32NO10  100.00 1058202073 1.6 0. 851 57.0 even ok
1063.155737 1 C71H28NaCG10 100.00 1063157468 16 08 39 580 even ok
1079133402 1 CF1H2BKO10 10000 1079131405 19 23 115 580 even ok
Figure S19 Mass spectrum of 6
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Figure S20 'H NMR spectrum of 7 (in CDCls)
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Figure S22 Mass spectrum of 7
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Figure S21 °C NMR spectrum of 7 (in CDCl3)
Peking University Mass Spectrometry Sample Analysis Report
Analysis Info FTMS-23120273_Pos_20231229_000005.d
Analysis Name 11 Acquisition Date 12/29/2023 5:57:07 PM
Sample Instrument Bruker Solarix XR FTMS
Comment Operator Peking University
C59(00C4HI)203(0H)2
Intens, FTMS-23120273_Pos_20231229_000005 d: +MS
x108 I
g 814269
6
4-
1+
891 10052 1+
2 ‘ 1002.13998 1
| 1007:07292 1+
i ‘ | . 1018.17251
| | | 1+
| \ | | N | il 1023.06816
0 / Al L 1 I b 1 L 1= v | | |
985 990 995 1000 1005 1010 1015 1020 miz
Meas. m/iz # lon Formula Score miz_err [ppm] Mean err [ppm] mSigma rdb e~ Conf N-Rule
986142690 1 CB7H24NO9 10000 986 144558 19 06 61 570 even ok
991.100520 1 CB7H20N208 100.00 991.099953 -0.6 ER| 2.2 580 even ok
1007.072918 1 C67H20KO9  100.00 1007.073890 1.0 09 12.0 580 even ok
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Figure S23 *C NMR spectrum of 8 (in C2D2Cls:CD30D = 50:1)
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Figure S24 IR spectrum of 5
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Figure S25 IR spectrum of 7
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Figure S26 UV-Vis spectra of 5 and 7 in CHCI2CHCl2

S14






