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Figure S1. FTIR spectrum of the target compound (3a)
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Figure S3. 3C-NMR spectrum of the target compound (3a) in CDCl;




Sample Name LFY01
User Name
Sample Type sample

Position P1-Al Instrument Name Instrument 1

Inj Vol 0.05 InjPosition
IRM Calibration Status  Success Data Filename LFyol.d

ACQ Method Yijing10-95% Bmin Zheng.m Comment Acquired Time 4/20/2020 3:06:01 PM

x10 3

09

08

07

06

05
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03

0.2

0.1

Cpd 1: 10.181: + FBF Spectrum (rt: 9.882-10.298 min) LFY01.d Subtract

457.2505
([C26HIBN203S]+H)+

479.2317
([C26H36N2035]+Na)+

448 450 452 454 456 458 460 462 464 466 468 470 472 474 476 478 480 482 484 486 488 490 492 494 496
Counts vs. Mass-to-Charge (m/z)

Figure S4. HR-MS spectrum of the target compound (3a)
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Figure SS5. FTIR spectrum of the target compound (3b)
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Figure S6. 'H-NMR spectrum of the target compound (3b) in CDCl;
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Figure S7. BC-NMR spectrum of the target compound (3b) in CDCl;
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Sample Name LFY02 Position PL-A2 Instrument Name Instrument 1

User Name Inj Vol 0.05 InjPosition

Sample Type Sample IRM Calibration Status  Success Data Filename LFY02.d

ACQ Method yiling10-95% Bmin Zheng.m Comment Acquired Time 4/20/2020 3:20:44 PM

xi0 2 |Cpd 1: 8.304: + FBF Spectrum (n: 8.254-8.404 min) LFY02.d Sublract
8
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([C28H42N203S+H)+
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Counts vs. Mass-to-Charge (m/z)

Figure S8. HR-MS spectrum of the target compound (3b)
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Figure S9. FTIR spectrum of the target compound (3¢)
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Figure S10. 'H-NMR spectrum of the target compound (3¢) in CDCls
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Figure S11. 3C-NMR spectrum of the target compound (3¢) in CDCls
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Sample Name LFY04 Position PL-A4 Instrument Name Instrument 1

User Name Inj Vol 0.05 InjPosition

Sample Type Sample IRM Calibration Status  Success Data Filename LFY04.d

ACQ Method yiling10-95% Bmin Zheng.m Comment Acquired Time 4/20/2020 3:50:11 PM (UTC+08:00)
x10 2 |*ESIScan (rt: 9.961 min) Frag=135.0¥ LFY04.d
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Counts vs. Mass-to-Charge (m/z)

Figure S12. HR-MS spectrum of the target compound (3¢)
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Figure S13. FTIR spectrum of the target compound (3d)
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Figure S14. 'H-NMR spectrum of the target compound (3d) in CDCl;

o oS © < 0 o ©ow© =}

< S< © o ®© SERSRRS] [rs) = © W — Lot~ 0O NONDLHDD
L L N < M~ o~ % © CHM NN ~ASHOD

o S5 ol <3 < == s} [ s e+ e e e e e oo

= ©©O © < < @ aaa =) =~ o = < NS =00

— —_— = —— o = e © < < MONANNN N — —
N N N VL e

. . . . . . .
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 0
f1 (ppm)

Figure S15. 3C-NMR spectrum of the target compound (3d) in CDCl;



Sample Name LFY03 Position PL-A3 Instrument Name Instrument 1
User Name Inj Vol 0.05 InjPosition

Sample Type Sample IRM Calibration Status  Success Data Filename LFY03.d

ACQ Method yiling10-95% Bmin Zheng.m Comment Acquired Time 4/20/2020 3:35:26 PM (UTC+08:00)

x10 3 |*ESI Scan (rt: 9.593 min) Frag=135.0¥ LFY03.d
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Counts vs. Mass-to-Charge (m/z)

Figure S16. HR-MS spectrum of the target compound (3d)
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Figure S17. FTIR spectrum of the target compound (3e)
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Figure S18. 'H-NMR spectrum of the target compound (3e) in CDCls
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Figure S19. 3C-NMR spectrum of the target compound (3e) in CDCls
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Sample Name LFY0S Position PL-AS Instrument Name Instrument 1

User Name Inj Vol 0.05 InjPosition

Sample Type Sample IRM Calibration Status  Success Data Filename LFY05.d

ACQ Method yiling10-95% Bmin Zheng.m Comment Acquired Time 4/20/2020 4:04:52 PM

xip 6 |Cpd 1: 9.031: + FBF Spectrum (n: 8.981, 8.114-9.247 min) LFY05.d Subtract

574.2534
1 (IC33HIBFNIOIS}H+H)+

569 570 571 572 573 574 575 576 577 578 579 580 581 582 583 584 585 58 587 588
Counts vs. Mass-to-Charge (m/z)

Figure S20.HR-MS spectrum of the target compound (3e)
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Figure S21. FTIR spectrum of the target compound (3f)
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Figure S22. "H-NMR spectrum of the target compound (3f) in CDCl;
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Figure S23. 3C-NMR spectrum of the target compound (3f) in CDCls
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Sample Name
User Name
Sample Type
ACQ Method

LFY06

Sample

Position P1-AG
Inj Vol 0.05
IRM Calibration Status  Success

Yijing10-95% Bmin Zheng.m Comment

x10 5
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1
08
06
04
02

Cpd 1: 9.228: + FBF Spectrum (; 9.178-9.377 min) LFY06.d Subtract

574.2534
(IC33H36FN303S]+H)+

0

Instrument Name
InjPosition

Data Filename
Acquired Time

Instrument 1

LFY06.d

4/20/2020 4:19:37 PM
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Counts vs. Mass-to-Charge (m/z)
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Figure S24. HR-MS spectrum of the target compound (3f)
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Figure S25. FTIR spectrum of the target compound (3g)
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Figure S26. 'H-NMR spectrum of the target compound (3g) in CDClj;
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Figure S27. BC-NMR spectrum of the target compound (3g) in CDCl;
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Sample Name
User Name
Sample Type
ACQ Method

LFYO7 Position PL-A7 Instrument Name Instrument 1
Inj Vol 0.05 InjPosition
Sample IRM Calibration Status  Success Data Filename LFY07.d
¥ijing10-95% Bmin Zheng.m Comment Acquired Time 4/20/2020 4:34:19 PM

xi0 5 |Cpd 1: 9.790: + FBF Spectrum (rt: 9.741-10.007 min) LFY07.d Subtract
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14 ([C33H36BrN303S]+H)+
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1.05

636.1715
([C33HIBBNIOIS]+H)+

632 633 634 635 636 637 638 639 640 641
Counts vs. Mass-to-Charge (m/z)

Figure S28. HR-MS spectrum of the target compound (3g)
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Figure S29. FTIR spectrum of the target compound (3h)
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Figure S30. 'H-NMR spectrum of the target compound (3h) in CDCl;
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Figure S31. 3C-NMR spectrum of the target compound (3h) in CDCl;
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Sample Name
User Name
Sample Type
ACQ Method

LFY08

Sample

Yijing10-95% Bmin Zheng.m

x10 &

115

11

055

045
0.4
035
03
025
02
0.15
01

0.05

Position PL-AS Instrument Name Instrument 1
Inj Vol 0.05 InjPosition

IRM Calibration Status  Success Data Filename LFY08.d

Comment Acquired Time 4/20/2020 4:49:04 PM

Cpd 1: 9.023: + FBF Spectrum (r; 8.957, 9.206-9.289 min) LFY08.d Sublract

586.2735
([C34H38N304S] +H}+

581 582 583 584 585 586 587 588 589 590 501 592 583 594 595 596
Counts vs. Mass-to-Charge (m/z)

Figure S32. HR-MS spectrum of the target compound (3h)
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Figure S33. FTIR spectrum of the target compound (3i)
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Figure S34. 'H-NMR spectrum of the target compound (3i) in CDCl;
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Figure S35. 3C-NMR spectrum of the target compound (3i) in CDCl;
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Sample Name LFY09 Position PL-A9 Instrument Name Instrument 1

User Name Inj Vol 0.05 InjPosition

Sample Type Sample IRM Calibration Status  Success Data Filename LFY09.d

ACQ Method yiling10-95% Bmin Zheng.m Comment Acquired Time 4/20/2020 5:03:46 PM

xio 6 |Cpd 1: 9.160: + FBF Spectrum (n: 9.110-9.360 min) LFY09.d Sublract

586.2734
095 ([C34HIINIOAS]+H)+

583 584 585 586 587 588 589 590 591 502 593 594
Counts vs. Mass-to-Charge (m/z)

Figure S36. HR-MS spectrum of the target compound (3i)
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Figure S37. FTIR spectrum of the target compound (3j)
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Figure S38. "H-NMR spectrum of the target compound (3j) in CDCl;
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Figure S39. 3C-NMR spectrum of the target compound (3j) in CDCls
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Sample Name LFY10 Pesition P1-B1 Instrument Name Instrument 1

User Name Inj Vol 0.05 InjPosition

Sample Type Sample IRM Calibration Status  Success Data Filename LF¥10.d

ACQ Method Yijing10-95% Bmin Zheng.m Comment Acquired Time 4/20/2020 5:18:29 PM

xio 5 |Cpd 1: 9.103: + FBF Spectrum (n: 9.053-9.269 min) LFY10.d Sublract
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Counts vs. Mass-to-Charge (m/z)

Figure S40. HR-MS spectrum of the target compound (3j)
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Figure S41. FTIR spectrum of the target compound (3k)
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Figure S42. 'H-NMR spectrum of the target compound (3k) in CDCl;
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Figure S43. 3C-NMR spectrum of the target compound (3k) in CDCl;
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Sample Name LFY11 Position PL-B2 Instrument Name Instrument 1

User Name Inj Vol 0.05 InjPosition

Sample Type Sample IRM Calibration Status  Success Data Filename LFYild

ACQ Method yiling10-95% Bmin Zheng.m Comment Acquired Time 4/20/2020 5:33:14 PM

xi0 5 |Cpd 1: 7.985: + FBF Spectrum (n: 7.918-8.184 min) LFY11.d Subtract

22

21 572.2574
([C33HITNICAS]+H)+

0.8
0.7
06
05
04
03
02

0.1
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Counts vs. Mass-to-Charge (m/z)

Figure S44. HR-MS spectrum of the target compound (3k)
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Figure S45. FTIR spectrum of the target compound (31)
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Figure S46. 'H-NMR spectrum of the target compound (31) in CDCl;
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Figure S47. 3C-NMR spectrum of the target compound (31) in CDCl;
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Sample Name
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Sample Type
ACQ Method
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Figure S48. HR-MS spectrum of the target compound (31)
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Figure S49. FTIR spectrum of the target compound (3m)
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Figure S50. 'H-NMR spectrum of the target compound (3m) in CDCls
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Figure S51. 3C-NMR spectrum of the target compound (3m) in CDCl;
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Sample Name
User Name
Sample Type
ACQ Method

LFY16

Sample

Position P1-B7 Instrument Name Instrument 1
Inj Vol 0.05 InjPosition
IRM Calibration Status  Success Data Filename LFYi6.d
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Figure S52. HR-MS spectrum of the target compound (3m)
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Figure S53. FTIR spectrum of the target compound (3n)
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Figure S54. 'H-NMR spectrum of the target compound (3n) in CDCl;
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Sample Name LFY14 Position P1-BS Instrument Name Instrument 1
User Name Inj Vol 0.05 InjPosition
Sample Type Sample IRM Calibration Status  Success Data Filename LFY14d
ACQ Method ¥ijing10-95% Bimin Zheng.m Comment Acquired Time 4/20/2020 6:17:23 PM
xio 4 |Cpd 1: 8.928: + FBF Spectrum (n: 8.862-9.094 min) LFY14.d Sublract
48
46
44 601.2471
([C33H36NAOSS]+H)+
42
4
38
36
34
32
3
28
26
24
22

08
06
04

02

596 507 508 599 600 601 602 603 604 605 606 607 608 603 610 611 612 613 614 615 616 617 618
Counts vs. Mass-to-Charge (m/z)

Figure S56. HR-MS spectrum of the target compound (3n)
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Figure S57. FTIR spectrum of the target compound (30)
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Figure S58. 'H-NMR spectrum of the target compound (30) in CDClj;
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Sample Name LFY15 Position P1-B6 Instrument Name Instrument 1
User Name Inj Vol 0.05 InjPosition
Sample Type Sample IRM Calibration Status  Success Data Filename LFY15.d
ACQ Method ¥ijing10-95% Bimin Zheng.m Comment Acquired Time 4/20/2020 6:32:07 PM
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Figure S60. HR-MS spectrum of the target compound (30)



