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Figure S1. The results of the DP4+ analysis of 1

Functional Solvent? Basis Set Type of Data
mPW1PW91 PCM 6-31+G(d, p) Unscaled Shifts
91.85% |4l 8.13% |dl 0.00% |4l 0.01% -
Nuclei I sp2? xperimental Isomer 1 | Isomer 2 | Isomer 3 | Isomer 4 | Isomer 5
(% X 125 123.8 124.8 124.5 123. 3
C X 139.5 143. 4 146. 1 142.5 143. 1
C 80. 4 82.4 83.2 83.0 83.7
C 79.5 79.6 81.0 85.5 84.9
C 35.4 39.8 40.6 38.6 38.8
C 29 29. 7 3.1 27.4 29. 1
C 11.9 13. 4 13.6 14. 4 12.0
C 16. 4 16. 8 20.0 18.7 15.9
C 14 17,3 15.9 20.8 17.6
C 50. 4 50.9 52.2 51.9 50.6
H X 6 6.4 6.4 6.4 6.5
H X 6. 31 7.14 7.18 7.16 6. 90
H 3.39 3.38 3.53 3.56 3.25
H 1.53 1. 53 1. 46 1. 16 1. 47
H 1.38 1. 52 1.55 1. 55 1.82
H 1.24 1. 04 1. 14 1.01 1. 24
H 0.85 0.82 0. 86 0.7 0.83
H 1.29 1 1.47 1.25 1. 25
H 0.9 0. 96 1.01 0.99 0. 65
H 3.16 3.22 3.39 3.30 3.25
Isomer 1 | Isomer 2 | Isomer 3 | Isomer 4 | Isomer 5

sDP4+ (all data) 37. 45% 61.81% |4l 0.28% 0. 46% -
uDP4+ (H data) al94.52% |afll 0.43% |4l 0.08% |afl 4. 96% -
___uDP4+ (C data) |4l 7.28% |al85.10% |af 5.95% |afl 1.67% -
uDP4+ (all data) |a93.78% |¢l 5.03% |af 0.07% |afl 1.13% -
DP4+ (H data) al96.33% |afl 0.56% |4l 0.02% |4l 3.09% -
DP4+ (C data) 4l 6.18% |all93.61% |4l 0.18% |4l 0.03% -
DP4+ (all data) A91.85% gl 8.13% |4l 0.00% |4l 0.01% -

sDP4+ (H data) 4132.31%  |afl41.14% |4l 6.83% |4l 19.72% =
sDP4+ (C data) @42. 52% |all55.10% |aff 1.52% |4l 0.86% =
il ul il

Table S1. Experimental and calculated '3C NMR chemical shifts of 1

No. Calculated (dc, ppm)
Experimental (1R 12R,  (11S,12R,  (11R, 125, (118,125,
(dc, ppm) 138)-1 138)-1 139)-1 139)-1
9 125 123.8 124.8 124.5 123.3
10 139.5 143.4 146.1 142.5 143.1
11 80.4 82.4 83.2 83.0 83.7
12 79.5 79.6 81.0 85.5 84.9
13 354 39.8 40.6 38.6 38.8
14 29.0 29.7 31.1 27.4 29.1
15 11.9 134 13.6 14.4 12.0
17 16.4 16.8 20.0 18.7 159
18 14.0 17.3 159 20.8 17.6
OCH3 50.4 50.9 52.2 51.9 50.6
R? 0.9985  0.9982  0.9966 0.9975
MAE 1.78 2.73 3.00 2.21

CMAE 1.51 1.44 1.86 2.01




Table S2. Experimental and calculated '"H NMR chemical shifts of 1

No. Experimental Calculated (Ju, ppm)
(Ju, ppm) (1R, 12R, (118, 12R, (1R, 125, (118, 128,
135)-1 135)-1 139)-1 139)-1
9 6.00 6.40 6.43 6.37 6.52
10 6.31 7.14 7.18 7.16 6.90
12 3.39 3.38 3.53 3.56 3.25
13 1.53 1.53 1.46 1.16 1.47
14a 1.38 1.52 1.55 1.55 1.82
14b 1.24 1.04 1.14 1.01 1.24
15 0.85 0.82 0.86 0.71 0.83
17 1.29 1.27 1.47 1.25 1.25
18 0.90 0.96 1.01 0.99 0.65
OCH3 3.16 3.22 3.39 3.30 3.25
R? 0.9953 0.996 0.9934 0.992
MAE 0.17 0.23 0.26 0.22
CMAE 0.114 0.112 0.130 0.125

Figure S2. Key MOs in important transitions of most populated conformer of 1

MO 105 MO 110 (HOMO) MO 111 (LUMO)



Figure S3. Linear regression analysis between experimental and calculated '*C and

'H NMR chemical shifts of isomers of 2
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Figure S4. The results of the DP4+ analysis of 2

Functional Solvent? asis Se Type of Data
mPW1PW91 PCM S Unscaled Shifts
m 0. 30% 99. 67% |4l 0. 00% 0. 03% -
Nuclei | sp2? perimental Isomer 1 | Isomer 2 | Isomer 3 | Isomer 4 | Isomer 5
(= X 125 123.8 124.8 124.5 123.3
C X 138. 4 143. 4 146. 1 142. 5 143. 1
C 80. 6 82.4 83.2 83.0 83.7
C 80.2 79.6 81.0 85.5 84.9
C 35.7 39.8 40.6 38.6 38.8
C 29.2 29.7 31.1 27.4 29.1
C 12 13.4 13.6 14. 4 12.0
C 18.5 16. 8 20.0 18.7 15.9
(» 13.8 17.3 15.9 20.8 17.6
C 50.6 50.9 52. 2 51.9 50.6
H X 5.98 6.4 6.4 6.4 6.5
H b ¢ 6. 42 7.14 7.18 7.16 6. 90
H 3.45 3.38 3.53 3.56 3.25
H 1. 47 1. 53 1. 46 1.16 1. 47
H 1.4 152 1.55 1.55 1.82
H 1.28 1. 04 1. 14 1.01 1.24
H 0.87 0.82 0. 86 0.7 0.83
H 1.31 1.27 1. 47 1.25 1. 26
H 0.83 0. 96 1.01 0.99 0. 65
H 3.16 3.22 3.39 3.30 3.25
Isomer 1 | Isomer 2 | Isomer 3 | Isomer 4 | Isomer 5

sDP4+ (H data) 53.60% |l 6.40% |q126. 70% -

sDP4+ (C data) 94.48% |l 0.79% |dl 0.41% =

sDP4+ (all data) ﬂ 1.12% |4l98. 57% ﬂ 0. 10% ﬂ 0. 22% =

uDP4+ (H data) gl 3.10% |4l 0. 33% |4l 32. 28% -

uDP4+ (C data) gl 1.22% |gl94. 12% gl 3.53% |l 1. 13% =

uDP4+ (all data) [al19.23% |dl71.52% |dl 0.29% |4l 8. 96% =

DP4+ (H data) dl 8.80% |4l 0.11% |gl45. 72% -
DP4+ (C data) 3 #99.90% |4l 0.03% |4l 0.01% -
DP4+ (all data) . M99.67% |4l 0.00% |4l 0. 03% -




Table S3. Experimental and calculated 3C NMR chemical shifts of 2

No. Calculated (¢, ppm)
Experimental ~ (11R.12R,  (11S,12R,  (11R,12S, (115,125,
(dc, ppm) 135)-2 135)-2 139)-2 135)-2
9 125 123.8 124.8 124.5 123.3
10 138.4 143.4 146.1 142.5 143.1
11 80.6 82.4 83.2 83.0 83.7
12 80.2 79.6 81.0 85.5 84.9
13 35.7 39.8 40.6 38.6 38.8
14 29.2 29.7 31.1 27.4 29.1
15 12 134 13.6 14.4 12.0
17 18.5 16.8 20.0 18.7 159
18 13.8 17.3 15.9 20.8 17.6
OCH3 50.6 50.9 52.2 51.9 50.6
R? 0.9975  0.9978  0.9966 0.9969
MAE 2.00 2.48 2.79 2.39
CMAE 1.85 1.41 2.02 2.17

Table S4. Experimental and calculated 'H NMR chemical shifts of 2

No. Experimental Calculated (Ju, ppm)
(Ju, ppm) (1R, 12R, (118, I2R, (1R, 125, (115, 128,
135)-2 135)-2 135)-2 139)-2
9 5.98 6.40 6.43 6.37 6.52
10 6.42 7.14 7.18 7.16 6.90
12 3.45 3.38 3.53 3.56 3.25
13 1.47 1.53 1.46 1.16 1.47
14a 1.4 1.52 1.55 1.55 1.82
14b 1.28 1.04 1.14 1.01 1.24
15 0.87 0.82 0.86 0.71 0.83
17 1.31 1.27 1.47 1.25 1.25
18 0.83 0.96 1.01 0.99 0.65
OCH3 3.16 3.22 3.39 3.30 3.25
R? 0.9951 0.9965 0.9943 0.9922
MAE 0.19 0.27 0.25 0.21

CMAE 0.116 0.102 0.124 0.114




Figure S5. Linear regression analysis between experimental and calculated '*C and

'H NMR chemical shifts of isomers of 3
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Figure S6. The results of the DP4+ analysis of 3

Functional

Solvent?

Basis Set

Type of Data

mPW1PW91 PCM 6-31+G (d, p) Unscaled Shifts
Fﬂﬂgﬂ 0.00% |#100. 00% |gl 0.00% 0. 00% -
Nuclei | sp2? Ixperimental Isomer 1 | Isomer 2 | Isomer 3 | Isomer 4 | Isomer 5
C X 122.3 120.5 121.0 120.0 120.8
C X 140 148. 2 142. 3 142. 8 145. 2
C 76. 1 78.0 78.0 77.7 78.2
C 79.4 78.1 81.6 81.9 84.9
C 34.8 38.3 40. 6 40.7 38.6
C 28.9 30.3 31. 1 25.1 26. 4
C 12 13.3 13.6 13.8 18.7
C 26.7 24.5 29.0 29.3 26.3
C 13. 4 16.8 12.9 18.0 18.9
H X 6. 19 6.7 6.8 6.8 6.7
H X 6. 43 7.17 6. 99 6. 97 7.23
H 3.49 3.68 3.59 3.59 3.40
H 1. 53 1.83 1. 42 1.45 1.75
H 1. 41 1. 36 1.09 1. 10 0.99
H 1.3 1. 19 1.21 1. 87 1. 82
H 0.9 0. 92 0. 87 0.77 0. 81
H 1.35 1. 26 1. 36 1.33 1.32
H 0. 86 0.98 0. 88 0. 87 0.91
Isomer 1 Isomer 4| Isomer 5 |

sDP4+ (H data) [dl12.54% dl 0.02% B

sDP4+ (C data) 0. 04% dl 0.03% -

sDP4+ Sall data! 0.01% =

uDP4+ (H data) 4. 50% -

uDP4+ (C data) 0. 09% 0. 09% =

0. 00% =

DP4+ (H data) . 00% -

DP4+ (C data) . 00% =

DP4+ (all data) . 00% -




Table S5. Experimental and calculated 3C NMR chemical shifts of 3

No. Calculated (¢, ppm)
Experimental ~ (11R.12R,  (11S,12R,  (11R,12S, (115,125,
(dc, ppm) 135)-3 1385)-3 139)-3 139)-3
9 122.3 120.5 121.0 120.0 120.8
10 140 148.2 142.3 142.8 145.2
11 76.1 78.0 78.0 77.7 78.2
12 79.4 78.1 81.6 81.9 84.9
13 34.8 38.3 40.6 40.7 38.6
14 28.9 30.3 31.1 25.1 26.4
15 12 13.3 13.6 13.8 13.7
17 26.7 24.5 29.0 29.3 26.3
18 13.4 16.8 12.9 18.0 18.9
R? 0.9957  0.9983 0.996 0.9959
MAE 2.76 2.22 3.08 3.11
CMAE 2.37 1.32 2.19 2.45

Table S6. Experimental and calculated 'H NMR chemical shifts of 3

No. Experimental Calculated (du, ppm)
(o, ppm) (11R, 12R, (115, 12R, (L1R, 12, (118, 128,
135)-3 135)-3 139)-3 135)-3
9 6.19 6.72 6.81 6.80 6.70
10 6.43 7.17 6.99 6.97 7.23
12 3.49 3.68 3.59 3.59 3.40
13 1.53 1.83 1.42 1.45 1.75
14a 1.41 1.36 1.09 1.10 0.99
14b 1.3 1.19 1.21 1.87 1.82
15 0.9 0.92 0.87 0.77 0.81
17 1.35 1.26 1.36 1.33 1.32
18 0.86 0.98 0.88 0.87 0.91
R? 0.997 0.9975 0.9904 0.9867
MAE 0.24 0.20 0.26 0.30

CMAE 0.106 0.083 0.142 0.225




Figure S7. Linear regression analysis between experimental and calculated '*C and

'H NMR chemical shifts of isomers of 4
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Figure S8. The results of the DP4+ analysis of 4



¥

unctional

Solvent?

Type of Data

mP¥1P¥01 PCI Unscaled Shifts
N S | 0.17% |4l 0.00% |499.83% |4 0.00% -
Nuclei sp2? Isomer 1 | Isomer 2 | Isomer 3 | Isomer 4 | Isomer 5
c 123.2 122. 4 122.5 122.0 122. 4
c X 138.9 143.0 142.9 143.2 143.0
c 80.8 83.5 83.8 83.2 83.9
c 90. 4 91.0 91.4 92.0 91.1
C 35.2 38.5 38.8 38.1 37.7
c 25.6 28.1 28.8 28.9 28.5
c 11.2 13.6 13.4 13.5 12.6
c 25.2 25.3 26.3 25.8 25.9
c 16 17.5 17.3 18.0 17.8
c 105. 3 106. 3 105. 8 106. 8 106. 4
c 38.8 42.8 42.0 42.6 42.3
c 24.8 27.55 26. 94 27.95 27.96
c 11.6 13.17 13.29 14.08 13. 44
c 14.1 15. 63 15. 59 15.72 15.73
H x 6. 12 6.57 6.75 6. 69 6. 74
H x 6.37 7.05 7.00 7.06 7.05
H 3.38 3.43 3.46 3.55 3.51
H 1.47 1.42 1.40 1. 42 1. 46
H 1. 62 1.45 1. 46 1.83 1.77
H 1.2 0.92 1.02 1. 06 1. 14
H 0. 88 0. 89 0.91 0.89 0.87
H 1. 41 1.34 1.32 1.32 1.32
H 0.97 1. 00 0.99 0.93 0.94
H 4.71 4.82 4.85 4.83 4.87
H 1. 62 1.57 1.62 1.59 1.61
H 1.6 1. 761162544 1. 266526707 1. 707151765 1.339702434
H 1.2 1. 262498262 1. 751178568 1. 157815444 1. 725450987
H 0.93  [0.984253303 0. 949861895 0. 968849965 1.020140488
H 0.98  [0.982969465 1.038283163 1.027742854 0. 973494884
Isomer 1| Isomer 2| Isomer 3 | Isomer 4| Isomer 5
sDP4+ (H data) il 3. 86% 0.03% 95. 02% 1. 08% -
sDP4+ (C data) |4l 8.23% [4123.71% |dl42.59% |d/25. 48% -
sDP4+ (all data) 0. 77% 0. 02% 98. 54% E} 0. 67% -
uDP4+ (H data) [dl72.36% |dl 0.16% |l26.96% |dl 0.51% -
uDP4+ (C data) [dl 5.34% |dl10.45% |4l67.53% [dl16.69% -
uDP4+ (all data) [dl17.41% [dl 0.08% |dl82.13% |l 0. 38% -
DP4+ (H data) gl 9.83% |4l 0.00% [4l90. 15% |4l 0. 02% -
1) ZE (PRI il 1. 22%  |qil 6. 89%  [ail80. 05% |[ail11. 83% -
) SN B PR TV il 0. 17%  [all 0. 00% |all99. 83% |dll 0. 00% -
Table S7. Experimental and calculated '3*C NMR chemical shifts of 4
No. Experiment Calculated (dc, ppm)
al (11S,12R,13S,21R,22  (11S,12R,13S,21R,22  (11R,125,135,215,22  (11R,12S,135,21S,22
(§C, ppm) R)-4 S)-4 R)-4 S)-4
9 123.2 122.4 122.5 122.0 122.4
10 138.9 143.0 142.9 143.2 143.0
11 80.8 83.5 83.8 83.2 83.9
12 90.4 91.0 91.4 92.0 91.1
13 35.2 38.5 38.8 38.1 37.7
14 25.6 28.1 28.8 28.9 28.5
15 11.2 13.6 13.4 13.5 12.6
17 25.2 25.3 26.3 25.8 25.9
18 16.0 17.5 17.3 18.0 17.8
21 105.3 106.3 105.8 106.8 106.4
22 38.8 42.8 42.0 42.6 42.3
23 24.8 27.6 26.9 28.0 28.0



24 11.6 13.2 13.3 14.1 13.4

25 14.1 15.6 15.6 15.7 15.7
R? 0.9990 0.9991 0.9991 0.9991
MAE 2.06 2.09 2.36 2.10
CMAE 1.23 1.10 1.21 1.16

Table S8. Experimental and calculated '"H NMR chemical shifts of 4

No. Experimental Calculated (dn, ppm)
(Ou, ppm)  (S12R13S21R22  (11S,12R13S21R2  (1IR,125,135,218,22  (11R,128,135,21S,2
R4 25)-4 R4 28)-4
9 6.12 6.57 6.75 6.69 6.74
10 6.37 7.05 7.00 7.06 7.05
12 3.38 3.43 3.46 3.55 3.51
13 1.47 1.42 1.40 1.42 1.46
14a 1.62 1.45 1.46 1.83 1.77
14b 1.20 0.92 1.02 1.06 1.14
15 0.88 0.89 0.91 0.89 0.87
17 1.41 1.34 1.32 1.32 1.32
18 0.97 1.00 0.99 0.93 0.94
21 4.71 4.82 4.85 4.83 4.87
22 1.62 1.57 1.62 1.59 1.61
23a 1.60 1.76 1.27 1.71 1.34
23b 1.20 1.26 1.75 1.16 1.73
24 0.93 0.98 0.95 0.97 1.02
25 0.98 0.98 1.04 1.03 0.97
R? 0.9958 0.9898 0.9972 0.9820
MAE 0.15 0.20 0.16 0.19
CMAE 0.11 0.15 0.10 0.12

Figure S9. '"H-"H COSY (blue bold lines) and key HMBC (red arrows) correlations of

compound 2



Figure S10. The key NOESY correlations of compound 2

Figure S11. 'H-"H COSY (blue bold lines) and key HMBC (red arrows) correlations

of compound 3



Figure S12. The key NOESY correlations of compound 3

Figure S13 'H-'H COSY (blue bold lines) and key HMBC (red arrows) correlations

of compound 5



Figure S15. 'H-'H COSY (blue bold lines) and key HMBC (red arrows)

correlations of compound 7



Figure S16. The key NOESY correlations of compound 7

Figure S17. 'H-'H COSY (blue bold lines) and key HMBC (red arrows)

correlations of compound 8



Figure S18. The key NOESY correlations of compound 8

Figure S19. 'H NMR (600 MHz, CDCls) spectrum of compound 1
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Figure S20. >*C NMR (125 MHz, CDCI3) spectrum of compound 1
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Figure S21. DEPT spectrum of compound 1



WZay-42.62.fid g 5
A8-BZ-N-42 DEPT1352
I I I

—105.00
—79.49
—74.47
—68.03
—50.39
3540
34.73
2897

140 130 120 110 100 90 80 70 60 350 40 30 20 10 0
1 (ppm)

Figure S22. HSQC spectrum of compound 1
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Qualitative Analysis Report

1 (ppm)

Data Filename ESIH202104664.d Sample Name AS-AE-WE-N-42
Sample ID Pasition PL-D2
Instrument Name Agllent GBS20 Q-TOF Acq Method 20160322_MS_ESIH_POS_Lmin.m
Acquired Time 10/20/2021 20:32:53 IRM Calibration Status
DA Method small molecular data analysis method.m Comment ESIH by zhuzhenyun
User Spectra
Fragmentor Voltage Collision Energy Tonization Mode
175 o ESI
%10 5 [+ Scan (i 0.103 min) ESIH202104664.d
3
25
2
1.5 BIG 4165
1
0.5
1137 5076

GO0 8O0 1000 1200 1400 1600 1800 2000 2200 2400 2600 2H00 3000 3200 3400 3600 3800 4000 4200
Counts vs. Mass-to-Charge (miz)

Formula Calculator Results
m/z Calc m{z_|Diff (mDa) __|Diff (ppm) __|lon Formula [ton |
I T3L2036]  431.204] 0.24] U5s|C22 32 Na 07 [(M+hars |

=== End Of Report -

Figure S27. UV spectrum of compound 1
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Figure S30. °C NMR (125 MHz, CDCI3) spectrum of compound 2
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Figure S37. UV spectrum of compound 2
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Figure S40. °C NMR (125 MHz, CDCI3) spectrum of compound 3
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Figure S43. HMBC spectrum of compound 3
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Figure S45. ROESY spectrum of compound 3
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Figure S47. UV spectrum of compound 3
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Figure S50. *C NMR (125 MHz, CDCls) spectrum of compound 4
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Figure S51. DEPT spectrum of compound 4
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Figure S52. HSQC spectrum of compound 4
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Figure S53. HMBC spectrum of compound 4
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Figure S54. 'H-'H COSY spectrum of compound 4
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Figure S55. NOESY spectrum of compound 4
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Figure S56. HRESIMS spectrum of compound 4
Qualitative Analysis Report
Data Filename ESIH202 104665.d Sample Name AS-AE-WE-N-38
Sample ID Pasition P1-D3
Instrument Name Agilent Go520 G-TOF Acq Method 20160322_MS5_ESIH_POS_Lmin.m
Acquired Time 10/20/2021 20:34:10 IRM Calibration Status
DA Method small molecular data analysis method.m Comment ESIH by zhuzhenyun
User Spectra
Fragmentor Voltage Collision Energy Tonization Mode
175 0 ESI
%10 & |+ Scan (it: 0.163-0.196 min, 5 scans) ESIH202104665.d
35 463.2683
3
25
2
1.5
1 454.2715
0.5
A 470.2579
L3
457 458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 414

Formula Calculator Results

Counts vs. Mass-lo-Charge (miz)

Ion Formula

[Inn

m/z Calc m{z_|Diff (mDa) | Diff (ppm)
| 463.2683] _ 463.269 0,66

1.47]C26 H39 07

[(M+H}+

-+~ End Of Report -



Figure S57. UV spectrum of compound 4
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Figure S58. IR spectrum of compound 4
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Figure S59. 'H NMR (600 MHz, CDCls) spectrum of compound 5
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Figure S60. *C NMR (125 MHz, CDCls) spectrum of compound 5
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Figure S61. DEPT spectrum of compound 5
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Figure S62. HSQC spectrum of compound 5
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Figure S63. HMBC spectrum of compound 5
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Figure S64. 'H-'H COSY spectrum of compound 5
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Figure S65. NOESY spectrum of compound 5
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Figure S66. HRESIMS spectrum of compound 5
Qualitative Analysis Report
Data Filename ESIH202104666.d Sample Name AE-AE-WE-N-39
Sample ID Position P1-D4
Instrument Name Agilent G620 G-TOF Acq Method 20160322_MS_ESIH_POS_1min,m
Acquired Time 10/20/2021 20:35:27 IRM Calibration Status
DA Mathod small molecular data analysis method.m Commeant ESIH by zhuzhenyun
Usar Spectra
Fragmentor Voltage Collision Energy Tonization Mode
175 o ESL
%10 5 |+ Sean (it 0.211-0.253 min, 6 scans) ESIH202104666.d
1
463.2688
0.9
0.8
0.7
0.6
0.5
0.4
0.3 484.2721
0.2
04 465.2742 4702580
o
457 458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474 475
Counts vs. Mass-to-Charge (mdz)
Formula Calculator Results
mfz Calcm/z lDiFf (mDa) lDFff {ppm) Ilnn Formula llnn |
[ 4632686 463.269] 0.19] 0.41C26 H33 O7 [+ |

- End Of Report —



Figure S67. UV spectrum of compound 5
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Figure S68. IR spectrum of compound 5
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Figure S69. 'H NMR (600 MHz, CDCl3) spectrum of compound 6
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Figure S70. *C NMR (125 MHz, CDCls) spectrum of compound 6
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Figure S71. DEPT spectrum of compound 6
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Figure S72. HSQC spectrum of compound 6
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Figure S73. HMBC spectrum of compound 6
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Figure S74. 'H-'H COSY spectrum of compound 6
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Figure S75. NOESY spectrum of compound 6
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Figure S76. HRESIMS spectrum of compound 6

Qualitative Analysis Report

o

o

o

f1 (ppm)

Data Filename ESIH202105122.d Sample Name AB-W2Z-N-52
Sample ID Position PL-AZ
Instrument Name Agilent GA520 Q-TOF Acq Method 20160322_MS_ESIH_POS_Lrnin.m
Acquired Time 11/24j2021 13:55:43 IRM Calibration Status
DA Method small molecular data analysis method.m Comment ESIH by fangsu
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
175 0 ESI
%10 5 |+ Scan (i 0.112-0.176 min, & scans) ESIH202105122.d
2 265.1073
7
6
5
4
3
2
1 266.1109
267.1141
o
257 258 254 260 261 262 263 264 265 266 267 268 269 270 27 272 273 214 215
Counis vs. Mass-to-Charge {msz)
Formula Calculator Results
m/z Calcm/z [Diff (mDa) __|Diff (ppm) __|lon Formula [1on ]
| 2651073 265.1071] -0.25] -0.93][C14 H17 05 liM+H+= ]

-= End Of Report ===



Figure S77. UV spectrum of compound 6
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Figure S79. 'H NMR (600 MHz, CDCl3) spectrum of compound 7
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Figure S80. *C NMR (125 MHz, CDCls) spectrum of compound 7

A8-WZ-Nobled. Fid
= T
AB-VZ-NBAT

90

80

60

F40

F30

10

661~
0807

£5'8T—
tLvE—

ST'89~
—m.va

SSpL

wor—

6¥'611—

8E0€T—
IL'YET—

ozeri—

SL'LST—

woLT—

CDC13 13C-BB

61—
L61—
q




Figure S81. DEPT spectrum of compound 7
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Figure S82. HSQC spectrum of compound 7
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Figure S83. HMBC spectrum of compound 7
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Figure S84. 'H-'H COSY spectrum of compound 7
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Figure S85. NOESY spectrum of compound 7

| ‘LI[L_JLJLU

£1 (ppm)

ser
EE— OC13  NOESY ¢ o
F1
Y é‘
+2
p—— ¥
3
o
f (]
4
2] )
. 0 ts
§
= # 16
= §f i i
¢
18
T T T T T T T T T T T T T T T T
8.0 .5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 10 0.5 0.0
£2 (ppm)
Figure S86. HRESIMS spectrum of compound 7
Qualitative Analysis Report
Data Filename ESTH202105123.d Sample Name AB-WZ-N-54
Sample ID Position PL-A3
Instrument Name Agllent GB520 Q-TOF Acq Method 20160322_MS_ESIH_POS_1min.m
Acquired Timea 11/24/2021 13:57:00 IRM Calibration Status
DA Method small molecular data analysis method.m Comment ESIH by fangsu
User Spectra
Fragmentor Voltage Collision Energy Tonization Mode
175 o ESI
®10 5 [+ Scan (n: 0.096-0.213 min, 15 scans) ESIH202105123.d
5 307.1180
5
4
3
2
§ 3081223
301.1408 309, 1250
299 300 301 302 303 304 305 306 307 308 309 30 311 312 313 314 35 e 37

Counts vs. Mass-lo-Charge {m/z)

Formula Calculator Results

mfz

Calcm/z |piff (mba) [ton Formuta [1on |

[ 307.118]

[Diff (ppm)
36]

307.11786] 0. -1.16]C16 H19 06 liM+H+ |

- End Of Report =



Figure S87. UV spectrum of compound 7
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Figure S88. IR spectrum of compound 7
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Figure S89. 'H NMR (600 MHz, CDCls) spectrum of compound 8
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Figure S90. *C NMR (125 MHz, CDCls) spectrum of compound 8
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Figure S91. DEPT spectrum of compound 8
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Figure S92. HSQC spectrum of compound 8
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Figure S93. HMBC spectrum of compound 8
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Figure S94. 'H-'H COSY spectrum of compound 8
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Figure S95. NOESY spectrum of compound 8
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Figure S96. HRESIMS spectrum of compound 8

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

Acquisition Date  2022-05-17 10:32:19
D:\Data\A501\WYL\2022120220517\B502-WZ-N-56_GC3_01_4306.d
Ic-ms_as_ms-0.5MIN.m Operator
B502-WZ-N-56 Instrument

Demo User

compact 8255754.20156

Acquisition Parameter
Source Type ESI
Focus Not active
Scan Begin 50 miz
Scan End 2500 m/z

1.8 Bar
220°C
4.0 imin
Waste
0°C

Set Nebulizer
Set Dry Heater
Set Dry Gas

Set Divert Valve
Set APCI Heater
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0nA

lon Polarity
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Set End Plate Offset
Set Charging Voltage
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lon Formula
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m/z err[ppm] mSigma #mSigma Score
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Figure S97. UV spectrum of compound 8
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Figure S98. IR spectrum of compound 8
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Figure S99. 'H NMR (600 MHz, CDCl3) spectrum of compound 9
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Figure S100. *C NMR (125 MHz, CDCls) spectrum of compound 9
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Figure S101. DEPT spectrum of compound 9
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Figure S102. HSQC spectrum of compound 9
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Figure S103. HMBC spectrum of compound 9
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Figure S104. '"H-'H COSY spectrum of compound 9
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Figure S105. NOESY spectrum of compound 9
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Figure S106. HRESIMS spectrum of compound 9
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Figure S107. UV spectrum of compound 9
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Figure S108. IR spectrum of compound 9
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