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S1. '"H NMR spectrum of the target compound II.
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Figure S2. "H NMR spectrum of the target compound III-a.
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Figure S3. 'H NMR spectrum of the target compound III-b.
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Figure S4. 'H NMR spectrum of the target compound IlI-c.
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Figure S5. 'H NMR spectrum of the target compound I1I-d.
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Figure S6. 'H NMR spectrum of the target compound IlI-e.
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Figure S7. "H NMR spectrum of the target compound III-f.
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Figure S8. '"H NMR spectrum of the target compound III-g.
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Figure S9. 'H NMR spectrum of the target compound III-h.
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Figure S10. 'H NMR spectrum of the target compound III-i.
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Figure S11. 'H NMR spectrum of the target compound I1I-j.

726 CDCI3

T T T T T T T T T T T T T T T T y v
85 80 75 70 65 60 55 50
11 (ppm)

Figure S12. 'H NMR spectrum of the target compound ITI-k.
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Figure S13. 'H NMR spectrum of the target compound III-1.
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Figure S14. 'H NMR spectrum of the target compound I1I-m.
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Figure S15. 'H NMR spectrum of the target compound I1I-n.
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Figure S16. '"H NMR spectrum of the target compound IlI-o.
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Figure S17. 'H NMR spectrum of the target compound III-p.
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Figure S18. 'H NMR spectrum of the target compound IlI-q.
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Figure S19. '"H NMR spectrum of the target compound IlI-r.
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Figure S20. '"H NMR spectrum of the target compound III-s.
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Figure S21. '*3C NMR spectrum of the target compound II.
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Figure S22. '3C NMR spectrum of the target compound IlI-a.
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Figure S23. 1*C NMR spectrum of the target compound III-b.
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Figure S24. '3C NMR spectrum of the target compound IlI-c.
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Figure S25. '*C NMR spectrum of the target compound III-d.
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Figure S26. '*C NMR spectrum of the target compound IlI-e.
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Figure S27. *C NMR spectrum of the target compound III-f.
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Figure S28. '*3C NMR spectrum of the target compound I1I-g.
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Figure S29. '*C NMR spectrum of the target compound III-h.
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Figure S30. '*C NMR spectrum of the target compound III-i.
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Figure S31. *C NMR spectrum of the target compound III-j.
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Figure S32. 1*C NMR spectrum of the target compound III-k.
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Figure S33. 1*C NMR spectrum of the target compound III-1.
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Figure S34. 1*C NMR spectrum of the target compound III-m.
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Figure S35. 1*C NMR spectrum of the target compound III-n.

£591
£9°81
0z6l
1812
665
0047
97T
1167
[0
85°0€
SyIE
88°7€
9'EE
6956~
987
wu,ﬁ%
S61LE
SUvh—
wir—

88°79—
85°69—

S6'ETI
1>
689717

ELYEl—

0L SPI~
16971

0€'8LI—

LYP61—

fl (ppm)

Figure S36. '*C NMR spectrum of the target compound IlI-o.
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Figure S37. 1*C NMR spectrum of the target compound III-p.
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Figure S38. 1*C NMR spectrum of the target compound III-q.
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Figure S39. '*C NMR spectrum of the target compound I1I-r.
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Figure S40. '*C NMR spectrum of the target compound III-s.
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Figure S41. HR-MS spectrum of the target compound IlI-a.
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Figure S42. HR-MS spectrum of the target compound III-b.
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Figure S43. HR-MS spectrum of the target compound I1I-c.
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Figure S44. HR-MS spectrum of the target compound I1I-d.



%10 6 Cpd 1: C28 H41 N O3 S2: + FBF Spectrum (rt: 9.616-9.782 min) LFY-10.d Subtract

1.5
504.2600
1.4 4 ([C28H41NO3S2]+H)+

131 526.2420

12 ([C28H41NO3S2]+Na)+

1.1 1

0.9 1
0.8 A
0.7 | 0o S\H/N OH
0.6 - S

0.5 1
0.4 A
0.3 1
0.2 4

0.1 A

495 500 505 510 _ 515 520 525 530 535 540 545 550
Counts vs. Mass-to-Charge (m/z)

Figure S45. HR-MS spectrum of the target compound I1I-e.
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Figure S46. HR-MS spectrum of the target compound III-f.



x10 5 Cpd 1: C27 H39 N O2 S3: + FBF Spectrum (rt: 10.042-10.524 min) LFY-7.d Subtract

2.8 1

2.6 1 506.2219
([C27H39NO2S3]+H)+

1.8 4

1.6 7

1.4 (\S
1.2 o O/\/S N\)
T

0.8 1
0.6 1
0.4 A
0.2 1 528.2056
([C27H39NO2S3]+Na)+
0 T - - T T T - — T T T
490 495 500 505 510 515 520 525 530 535 540 545 550
Counts vs. Mass-to-Charge (m/z)
Figure S47. HR-MS spectrum of the target compound III-g.
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Figure S48. HR-MS spectrum of the target compound I1I-h.
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Figure S49. HR-MS spectrum of the target compound I1I-i.
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Figure S50. HR-MS spectrum of the target compound III-j.
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Figure S51. HR-MS spectrum of the target compound III-k.
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Figure S52. HR-MS spectrum of the target compound I1I-L
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Figure S53. HR-MS spectrum of the target compound III-m.
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Figure S54. HR-MS spectrum of the target compound III-n.
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Figure S55. HR-MS spectrum of the target compound IlI-o.
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Figure S56. HR-MS spectrum of the target compound III-p.
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Figure S57. HR-MS spectrum of the target compound I1I-q.
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Figure S58. HR-MS spectrum of the target compound III-r.
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Figure S59. HR-MS spectrum of the target compound I1I-s.



. Molecular Rotatable H-bond .
Canonical ) H-bond donors TPSA (A2?) iLOGP
Compound Formula Weight Bonds acceptors ABS
SMILES (<5 (<140 (<5
(<500) (<100 (<10
CC(O)C1=CC=C2
C(CCc3ce)ce
CooH43N
II-a CC23C)C(=0)0C 0.8 501.79 8 2 1 86.93 4.53 0.17
CSC(=S)N2CCC( =
C)CC2)=Cl
OCICCN(CC1)C(
=S)SCCOC(=0)C
CasHaiN
1II-b 1(C)CCCC2(C1C 018 503.76 8 3 1 107.16 4.77 0.55
Cele2eee(c1)C(C) >
O)C
S=C(N1CCN(CCI
)C(=0)C)SCCOC(
CooH4oN
II-c =0)CI(C)CCCC2( 0sS 530.79 9 3 0 107.24 4.73 0.17
C1CCclc2cce(cl) 2
C(O)O)C
OCICCCN(C1)C(
=S)SCCOC(=0)C
CasHaiN
Il-e 1(C)CCCC2(C1C 0:S 503.76 8 3 1 107.16 4.94 0.17
Cele2ece(e)C(C) |

OcC




III-h

OCCNICCN(CC1
)C(=S)SCCOC(=0
)C1(C)CCCC2(C1
CCclc2cecec(el)C(
O)O)C

Ca9HasN
20352

532.80

10

110.40

5.29

0.55

I-i

OCCICCN(CC1)
C(=S)SCCOC(=0)
crcyceeez(ct
CCclc2cecec(el)C(
O)O)C

Ca9H43N
03S>

517.79

107.16

4.98

0.17

I11-j

OCCCICCN(CC1
)C(=S)SCCOC(=0
)C1(C)CCCC2(C1
CCclc2cecec(el)C(
O)O)C

C3oH4sN
03S>

531.81

10

107.16

4.98

0.17

-k

OCCCI1CCCCNI1
C(=S)SCCOC(=0)
crcyceeez(ct
CCclc2cecec(el)C(
O)O)C

C30H4sN
03S>

531.81

10

107.16

4.75

0.17

Table S1. Evaluation data of drug properties of target compounds.




