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Counts vs. JE#fLL (m/z)

Best Formula(M) Ion Formula Tgt (m/z) m/z Diff (ppm)

TRUE C32H4009 C32H4109 569.2745 569.2762 2.99

Figure S1. HR-ESI-MS spectrum of compound 1

Rudolph Research Analytical
Monday, 10/11/2021

This sample was measured on an Autopol VI, serial number 90079,
manufactured by Rudolph Research Analytical,Hackettstown,NJ.

LotID : QJZ-8
Set Temperature : 20.0
Temp Corr : OFF

n Average Std.Dev. Maximum Minimum

6  116.102 0.0000 116.102 116.102

S.No Sample ID Time Result Scale OR°Arc WLG Lgmm Conc. Temp. Comment
1 QJz-8 10:45:38 AM 116.102 SR 0.137 589 100.00 0.118 197

2 QJZ-8 10:45:45 AM 116.102 SR 0.137 589 100.00 0.118 19.7

3 QJZ-8 10:45:53 AM 116.102 SR 0.137 589 100.00 0.118 19.7

4 QJz-8 10:46:00 AM 116.102 SR 0.137 589 100.00 0.118 197

5 QJZ-8 10:46:08 AM 116.102 SR 0.137 589 100.00 0.118 19.8

6 QJZ-8 10:46:15 AM 116.102 SR 0.137 589 100.00 0.118 19.8
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Figure S2. OR valve of compound 1 in MeOH
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Figure S3. UV spectrum of compound 1 in MeOH
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Figure S4. CD spectrum of compound 1 in MeOH
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Figure S5. "H NMR spectrum of compound 1 in CDCl3
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Figure S8. HMBC spectrum of compound 1 in CDCI3
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Figure S9. HSQC spectrum of compound 1 in CDCl3
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10

1.0

7.5
ppm



x10 6 |BF  +ESI {3l (rt: 10.726 min) Frag=135.0V 20210823-QJZ-6X.d
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Counts vs. B (n/z)

Best Formula(M) Ion Formula Tgt (m/z) m/z Diff (ppm)
TRUE C32H4009 C32H4109  569.2745 569.2765 3.51
Figure S11. HR-ESI-MS spectrum of compound 2
Rudolph Research Analytical
Monday, 10/11/2021
This sample was measured on an Autopol VI, serial number 90079,
manufactured by Rudolph Research Analytical,Hackettstown,NJ.
LotlD : QJZ-6
Set Temperature : 20.0
Temp Corr : OFF
n Average Std.Dev. Maximum Minimum
6 74.889 0.3140 75.333 74.667
S.No Sample ID Time Result Scale ORC°Arc WLG Lg.mm Conc. Temp. Comment
1 QJZ-6 11:09:52 AM 75.333 SR 0.113 589 100.00 0.150 19.7
2 QJZ-6 11:10:00 AM 75.333 SR 0.113 589 100.00 0.150 19.7
3 QJZ-6 11:10:08 AM 74.667 SR 0.112 589 100.00 0.150 19.7
4 QJZ-6 11:10:15 AM 74.667 SR 0.112 589 100.00 0.150 19.8
5 QJZ-6 11:10:23 AM 74.667 SR 0.112 589 100.00 0.150 19.8
6 QJZ-6 11:10:30 AM 74.667 SR 0.112 589 100.00 0.150 19.8
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Figure S12. OR valve of compound 2 in MeOH
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Figure S13. UV spectrum of compound 2 in MeOH
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Figure S14. CD spectrum of compound 2 in MeOH
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Figure S15. "H NMR spectrum of compound 2 in CDCls

XSJ-QJZ-6 C13 and DEPT NMR (125 MHz, CDC13)
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Figure S17. '"H-'H COSY spectrum of compound 2 in CDCl3
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Figure S18. HMBC spectrum of compound 2 in CDCl3
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XSJ-QJZ-6 HSQC
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x10 5 |15 +ESI £33 (rt: 10.933 min) Frag=135.0V 20210823-QJZ-19X. d
7 569. 2760
6.5 ([C32 H40 09]4H)+
6
5.5
5
4.5
n
3.5+
34
2.5
2]
1.5
N
0.5
o) | 586. 3006 591. 2569 597. 2326
512 514 516 518 554 556 558 560 562 564 566 568 510 512 574 5716 518 580 582 584 586 588 500 592 504 596 598 600
Counts vs. WAL (n/z)
Best Formula(M) Ion Formula Tgt (m/z) m/z Diff (ppm)
TRUE C32H4009 C32H4109  569.2745 569.2760 2.63
Figure S21. HR-ESI-MS spectrum of compound 3
Rudolph Research Analytical
Saturday, 10/09/2021
This sample was measured on an Autopol VI, serial number 90079,
manufactured by Rudolph Research Analytical,Hackettstown,NJ.
LotID : QJZ-19
Set Temperature : 20.0
Temp Corr : OFF
n Average Std.Dev. Maximum Minimum
6 63.974 0.2866 64.615 63.846
S.No Sample ID Time Result Scale ORC°Arc WLG Lg.mm Conc. Temp. Comment
1 QJZ-19 04:13:14 PM 64.615 SR 0.084 589 100.00 0.130 19.7
2 QJZ-19 04:13:21 PM 63.846 SR 0.083 589 100.00 0.130 19.7
3 QJZ-19 04:13:28 PM 63.846 SR 0.083 589 100.00 0.130 19.7
- QJZ-19 04:13:36 PM 63.846 SR 0.083 589 100.00 0.130 19.7
5 QJzZ-19 04:13:43 PM 63.846 SR 0.083 589 100.00 0.130 19.7
6 QJZ-19 04:13:51 PM 63.846 SR 0.083 589 100.00 0.130 19.8
Signature

Figure S22. OR value of compound 3 in MeOH
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Figure S23. UV spectrum of compound 3 in MeOH
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Figure S24. CD spectrum of compound 3 in MeOH
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Figure S25. 'H NMR spectrum of compound 3 in CDCls
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Figure S27. 'H-'H COSY spectrum of compound 3 in CDCl3
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Figure S28. HMBC spectrum of compound 3 in CDCl3
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x10 6 |55 +ESI #93 (rt: 11.263 min) Frag=135.0V 20210823-QJZ-9-X.d
569. 2754
" ([032 H40 09]+H)+
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Counts vs. FAH (n/z)
Best Formula(M) Ion Formula Tgt (m/z) m/z Diff (ppm)
TRUE C32H4009 C32H4109  569.2745 569.2754 1.58
Figure S31. HR-ESI-MS spectrum of compound 4

Rudolph Research Analytical
Monday, 10/11/2021
This sample was measured on an Autopol VI, serial number 90079,
manufactured by Rudolph Research Analytical, Hackettstown,NJ.
LotID : QJZ-9
Set Temperature : 20.0
Temp Corr : OFF
n Average Std.Dev. Maximum Minimum
6 70.000 0.4000 70.400 69.600
S.No Sample ID Time Result Scale OR-°Arc WLG Lg.mm Conc. Temp. Comment
1 QJZ-9 10:32:39 AM 69.600 SR 0.087 589 100.00 0.125 20.2
2 QJZ-9 10:32:47 AM 69.600 SR 0.087 589 100.00 0.125 201
3 QJZ-9 10:32:54 AM 69.600 SR 0.087 589 100.00 0.125 201
4 QJZ-9 10:33:01 AM 70.400 SR 0.088 589 100.00 0.125 201
5 QJZ-9 10:33:09 AM 70.400 SR 0.088 589 100.00 0.125 20.0
6 QJZ-9 10:33:20 AM 70.400 SR 0.088 589 100.00 0.125 20.0
Signature

Figure S32. OR value of compound 4 in MeOH
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Figure S33. UV spectrum of compound 4 in MeOH
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Figure S34. CD spectrum of compound 4 in MeOH
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Figure S36.3C NMR and DEPT spectrum of compound 4 in CDCl3
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Figure S37. 'H-'H COSY spectrum of compound 4 in CDCl3
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Figure S38. HMBC spectrum of compound 4 in CDCl3
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X8J-QJz-9 HSQC
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Figure S39. HSQC spectrum of compound 4 in CDCl3
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Figure S40. NOESY spectrum of compound 4 in CDCl3
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x10 6 £t 4EST £9# (rt: 11.561 min) Frag=135.0V 20210823-QJZ-7X. d

124
*| 569. 2756,
L1 ([€39 H40 09]+H) +

0.94
0.8+
0.7
0.6
0.5
0.4
0.34
0.2

0.1 9560
. 591. 2562
551. 2665 | 586. 2997 | 597. 2376

512 5l 516 518 550 552 554 556 558 560 562 504 566 568 510 512 574 56 518 580 582 584 586 588 500 592 594 506 508 600
Counts vs. JRAFEE (n/2)

Best Formula(M) Ion Formula Tgt (m/z) m/z Diff (ppm)

TRUE C32H4009 C32H4109 569.2745 569.2756 1.93

Figure S41. HR-ESI-MS spectrum of compound 5

Rudolph Research Analytical
Monday, 10/11/2021

This sample was measured on an Autopol VI, serial number 90079,
manufactured by Rudolph Research Analytical,Hackettstown,NJ.

LotID : QJZ-7
Set Temperature : 20.0
Temp Corr : OFF

n Average Std.Dev. Maximum Minimum

6 112654 0.4365 112.963 112.037

S.No Sample ID Time Result Scale OR-°Arc WLG Lg.mm Conc. Temp. Comment
1 QJz-7 10:58:17 AM 112037 SR 0.121 589 100.00 0.108 20.1

2 QJz-7 10:58:25 AM 112037 SR 0.121 589 100.00 0.108 20.1

3 QJz-7 10:58:32 AM 112963 SR 0.122 589 100.00 0.108 20.1

4 QJz-7 10:58:40 AM 112963 SR 0.122 589 100.00 0.108 20.0

5 QJz-7 10:58:47 AM 112963 SR 0.122 589 100.00 0.108 20.0

6 QJz-7 10:58:54 AM 112963 SR 0.122 589 100.00 0.108 20.0

Signature

Figure S42. OR value of compound 5§ in MeOH
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Figure S43. UV spectrum of compound 5 in MeOH
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Figure S44. CD spectrum of compound 5 in MeOH
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Figure S45. 'H NMR spectrum of compound 5 in CDCls
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XSJ-QJZ-7 C13 and DEPT NMR (125 MHz,
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Figure S46. 3C NMR and DEPT spectrum of compound 5 in CDCl3
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XSJ-QJZ-7 1H 1H COSY
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Figure S47.'H-'H COSY spectrum of compound 5 in CDCl3
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Figure S48. HMBC spectrum of compound 5 in CDCl3
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Figure S49. HSQC spectrum of compound 5 in CDCl3
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x10 6 [B & +ESI f3f (rt: 7.180 min) Frag=135.0V 20210823-QJZ-10-X.d
24 * 585, 2717

24 ([CB2 H40 010]+H)+
1.8
1.6
1.44

1.24

0.8
0.6
0.4
0.2

525. 2489
o] i 567. 2581 ] 597. 2525 607. 2514 623. 2246

630. 3278
| 655. 2320

525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625
Counts vs. B (n/z)

630 635 640 645 650 655

Best Formula(M) Ion Formula Tgt (m/z) m/z Diff (ppm)
TRUE C32H40010 C32H41010  585.2694 585.2717 3.93
Figure S51. HR-ESI-MS spectrum of compound 6
Rudolph Research Analytical
Monday, 10/11/2021
This sample was measured on an Autopol VI, serial number 90079,
manufactured by Rudolph Research Analytical Hackettstown,NJ.
LotID : QJZ-10
Set Temperature : 20.0
Temp Corr : OFF
n Average Std.Dev. Maximum Minimum
6 87.143 0.4760 87.619 86.667
S.No Sample ID Time Result Scale ORC°Arc WLG Lg.mm Conc. Temp. Comment
1 QJz-10 10:17:24 AM 86.667 SR 0.091 589 100.00 0.105 20.3
2 QJz-10 10:17:32 AM 86.667 SR 0.091 589 100.00 0.105 20.2
3 QJz-10 10:17:39 AM 87.619 SR 0.092 589 100.00 0.105 20.2
4 QJz-10 10:17:47 AM 86.667 SR 0.091 589 100.00 0.105 20.2
5 QJz-10 10:17:54 AM 87.619 SR 0.092 589 100.00 0.105 20.1
6 QJz-10 10:18:02 AM 87.619 SR 0.092 589 100.00 0.105 20.1

Signature

Figure S52.0R value of compound 6 in MeOH
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Figure S53. UV spectrum of compound 6 in MeOH
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Figure S54. CD spectrum of compound 6 in MeOH
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Figure S55. "H NMR spectrum of compound 6 in C3DsO
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Figure S56.>*C NMR and DEPT spectrum of compound 6 in C3DsO
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Figure S57. "H-"H NMR spectrum of compound 6 in C3DsO
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Figure S58. HMBC spectrum of compound 6 in C3DsO
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XSJ-QJZ-10 HSQC
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Figure S59. HSQC spectrum of compound 6 in C3DcO
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Figure S60. NOESY spectrum of compound 6 in C3DsO
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x10 & [BF +ESI f3#8 (rt: 8.131 min) Frag=135.0V 20210823-QJZ-17-X.d

2.44
* 587.2878
2.2 ([c32 H42 010]+H)

1.8
1.6

144
1.2

0.8+
0.6
0.4
0.2

569. 2739 sa5.2711 || | | 604.3113 609 2660 615. 2419

548 550 552 554 556 598 500 502 504 506 G0B 510 572 574 516 598 580 562 584 546 588 590 592 594 59 598 600 602 €04 €06 608 610 612 el el6 els 6l0 edz 634 el
Counts vs. BFH (n/z)

Best Formula(M) Ion Formula Tgt (m/z) m/z Diff (ppm)

TRUE C32H42010 C32Ha3010  587.2851 587.2878 4.59

Figure S61. HR-ESI-MS spectrum of compound 7

Rudolph Research Analytical
Saturday, 10/09/2021

This sample was measured on an Autopol VI, serial number 90079,
manufactured by Rudolph Research Analytical, Hackettstown,NJ.

LotID : QJZ-17
Set Temperature : 20.0
Temp Corr : OFF

n Average Std.Dev. Maximum Minimum

6 60.000 0.0000 60.000 60.000

S.No Sample ID Time Result Scale OR-°Arc WLG Lg.mm Conc. Temp. Comment
1 QJz-17 04:36:50 PM 60.000 SR 0.102 589 100.00 0.170 19.7

2 QJz-17 04:36:57 PM 60.000 SR 0.102 589 100.00 0.170 19.7

3 QJz-17 04:37:05 PM 60.000 SR 0.102 589 100.00 0.170 19.7

4 QJZ-17 04:37:12 PM 60.000 SR 0.102 589 100.00 0.170 19.7

5 QJZ-17 04:37:20 PM 60.000 SR 0.102 589 100.00 0.170 19.8

6 QJz-17 04:37:27 PM 60.000 SR 0.102 589 100.00 0.170 19.8

Signature

Figure S62. OR value of compound 7 in MeOH
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Figure S63. UV spectrum of compound 7 in MeOH
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Figure S64. CD spectrum of compound 7 in MeOH
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XSJ-QJZ-17 1H NMR (500 MHz,
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Figure S66. 3*C NMR and DEPT spectrum of compound 7 in CDCI3
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Figure S67. '"H-'H NMR spectrum of compound 7 in CDCl3
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Figure S68. HMBC spectrum of compound 7 in CDCl3
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XSJ-QJZ-17 HSQC
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Figure S69. HSQC spectrum of compound 7 in CDCl3
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x108 | AR +ESI {34 (rt: 8.332 min) Frag=135.0V 20210823-QJZ-18-X.d

549.2473 569.2758

* 587.2873

([C32 H42 010]+H)+

604. 3126
.

609. 2672 616. 3090

625. 2384

Counts vs.

Bl (n/z)

Best Formula(M) Ion Formula Tgt (m/z) m/z Diff (ppm)
TRUE C32H42010 C32H43010  587.2851 587.2873 3.75
Figure S71. HR-ESI-MS spectrum of compound 8
Rudolph Research Analytical
Saturday, 10/09/2021
This sample was measured on an Autopol VI, serial number 90079,
manufactured by Rudolph Research Analytical, Hackettstown,NJ.
LotiD : QJZ-18
Set Temperature : 20.0
Temp Corr : OFF
n Average Std.Dev. Maximum Minimum
6 90.833 0.0000 90.833 90.833
S.No Sample ID Time Result Scale OR-°Arc WLG Lg.mm Conc. Temp. Comment
1 QJZ-18 04:25:19 PM 90.833 SR 0.109 589 100.00 0.120 20.2
2 QJZ-18 04:25:27 PM 90.833 SR 0.109 589 100.00 0.120 20.1
3 QJZ-18 04:25:34 PM 90.833 SR 0.109 589 100.00 0.120 201
4 QJZ-18 04:25:42 PM 90.833 SR 0.109 589 100.00 0.120 20.1
5 QJZ-18 04:25:49 PM 90.833 SR 0.109 589 100.00 0.120 201
6 QJZ-18 04:25:56 PM 90.833 SR 0.109 589 100.00 0.120 20.0
Signature

Figure S72. OR value of compound 8 in MeOH

41

538 540 542 544 546 548 550 552 554 556 558 560 562 564 566 568 570 572 574 576 578 580 582 584 586 588 500 592 594 506 598 600 602 604 606 608 610 612 614 616 618 620 622 624 626 628 630




Absorbance (AU)

Circular Dichroism (mdeg)

0.8

0.7

0.6

0.5

0.4

0.3

0.2

0.1

20

15

10

SR PRSPPI P PRI JPPPIPI SN et T

200 220 240 260 280 300 320 340 360 380 400
VWavelength (nm)

Figure S73. UV spectrum of compound 8 in MeOH

200 220 240 260 280 300 320 340 360 380 400
Wavelength (nm)

Figure S74. CD spectrum of compound 8 in MeOH
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XSJ-QJZ-18 1H NMR (500 MHz,
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Figure S75. "H NMR spectrum of compound 8 in CDCls

CDC13)

XSJ-QJz-18 C13 and DEPT NMR (125 MHz,
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Figure S76. 3C NMR and DEPT spectrum of compound 8 in CDCl3
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XSJ-QJZz-18 1H 1H COSY
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Figure S77. '"H-'H NMR spectrum of compound 8 in CDCl3
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Figure S78. HMBC spectrum of compound 8 in CDCls
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XSJ-QJZ-18 HSQC
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Figure S79. HSQC spectrum of compound 8 in CDCl3
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Figure S80. NOESY spectrum of compound 8 in CDCl3
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x105 |&F +ESI 3 (rt: 9.550 min) Frag=135.0V 20210823-QJZ-14K.d
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Counts vs. RFH (n/z)
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Best Formula(M) Ion Formula Tgt (m/z) m/z Diff (ppm)
TRUE C32H38010 Cs2H39010  583.2538 583.2552 2.40
Figure S81. HRESIMS spectrum of compound 9
Rudolph Research Analytical
Saturday, 10/09/2021
This sample was measured on an Autopol VI, serial number 90079,
manufactured by Rudolph Research Analytical Hackettstown,NJ.
LotID : QJZ-14
Set Temperature : 20.0
Temp Corr : OFF
n Average Std.Dev. Maximum Minimum
6 77.778 0.3833 78.049 77.236
S.No Sample D Time Result Scale ORC°Arc WLG Lg.mm Conc. Temp. Comment
1 QJZ-14 04:47:14 PM 77.236 SR 0.095 589 100.00 0.123 201
2 QJz-14 04:47:22 PM 78.049 SR 0.096 589 100.00 0.123 201
3 QJzZ-14 04:47:29 PM 77.236 SR 0.095 589 100.00 0.123 20.1
4 QJZ-14 04:47:37 PM 78.049 SR 0.096 589 100.00 0.123 20.0
5 QJzZ-14 04:47:45 PM 78.049 SR 0.096 589 100.00 0.123 20.0
6 QJZ-14 04:47:52 PM 78.049 SR 0.096 589 100.00 0.123 20.0
Signature

Figure S82. OR value of compound 9 in MeOH
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Figure S83. UV spectrum of compound 9 in MeOH
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Figure S84. CD spectrum of compound 9 in MeOH
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(500 MHz, CDC13)

XSJ-QJZ-14 1H NMR
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Figure S86. 3C NMR and DEPT spectrum of compound 9 in CDCl3
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