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Figure S2. The UV spectrum of compound 1.
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Figure S6. The HSQC (600 MHz, DMSO-ds) spectrum of compound 1.
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Figure S11. The 'H-NMR (600 MHz, DMSO-ds) spectrum of compound 2.
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Figure S12. The 'H-'H COSY (600 MHz, DMSO-ds) spectrum of compound 2.
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Figure S13. The HSQC (600 MHz, DMSO-dp) spectrum of compound 2.
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Figure S14. The HMBC (600 MHz, DMSO-ds) spectrum of compound 2.
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Figure S15. The ROESY (600 MHz, DMSO-ds) spectrum of compound 2.

Figure S16. The HRESIMS of compound 3.
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Figure S17. The UV spectrum of compound 3.
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Figure S18. The 'H-NMR (600 MHz, Acetone-ds) spectrum of compound 3.
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Figure S19. The *C-NMR (150 MHz, Acetone-ds) spectrum of compound 3.
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Figure S20. The 'H-'H COSY (600 MHz, Acetone-ds) spectrum of compound 3.
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Figure S21. The HSQC (600 MHz, Acetone-ds) spectrum of compound 3.
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Figure S22. The HMBC (600 MHz, Acetone-ds) spectrum of compound 3.
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Figure S23. The ROESY (600 MHz, Acetone-ds) spectrum of compound 3.

Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 1500 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
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Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
259.1330 1 C16H1903 259.1329 0.4 184 1 10000 7.5 even ok
2771436 1 C16H2104 277.1434 -0.7 37.7 1 10000 6.5 even ok
295.1541 1 C16H2305 295.1540 -0.4 55.0 1 10000 55 even ok
317.1362 1 C16H22NaO5 317.1359 -0.9 134 1 10000 55 even ok

Figure S24. The HRESIMS of compound 4.
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Figure S25. The UV spectrum of compound 4.
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Figure S26. The 'H-NMR (600 MHz, DMSO-ds) spectrum of compound 4.
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Figure S27. The *C-NMR (150 MHz, DMSO-ds) spectrum of compound 4.
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Figure S28. The 'H-'H COSY (600 MHz, DMSO-ds) spectrum of compound 4.
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Figure S29. The HSQC (600 MHz, DMSO-dp) spectrum of compound 4.
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Figure S30. The HMBC (600MHz, DMSO-ds) spectrum of compound 4.
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Figure S31. The ROESY (600 MHz, DMSO-ds) spectrum of compound 4.

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 Umin
Scan End 1500 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
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Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
317.1360 1 C16H22NaO5 317.1359 -0.2 51.7 1 100.00 55 even ok

Figure S32. The HRESIMS of compound 5.
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Figure S33. The UV spectrum of compound 5.
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Figure S34. The 'H-NMR (600 MHz, DMSO-ds) spectrum of compound 5.
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Figure S35. The 'H-'H COSY (600 MHz, DMSO-ds) spectrum of compound 5.
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Figure S36. The HSQC (600 MHz, DMSO-dp) spectrum of compound 5.
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Figure S37. The HMBC (600MHz, DMSO-ds) spectrum of compound 5.
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Figure S38. The ROESY (600 MHz, DMSO-ds) spectrum of compound 5.
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Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 1500 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
Intens. ] +MS, 4.0-4.2min #239-249|
X104
319.1518
44
391.2844
31
27
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i l
295.1540
i 'I bl L | In 1T lA 335'}?6'1; 1 353.}?8().. 3A6A9.‘3511 i 1 -t L lA 1 Aandd
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Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
279.1592 1 C17H19N4 279.1604 44 9.7 1 57.04 105 even ok
2 C16H2304 279.1591 -0.4 104 2 100.00 55 even ok
3 C15H20N4Na 279.1580 -4.2 129 3 55.47 7.5 even ok
3141963 1 C16H28NOS 314.1962 -0.5 8.9 1 100.00 35 even ok
2 C15H25N5NaO  314.1951 -3.9 10.9 2 5567 55 even ok
3 C17H24N50 314.1975 38 226 3 4440 85 even ok
319.1518 1 C14H19N603 319.1513 -1.4 6.7 1 9001 85 even ok
2 C13H23N207 319.1500 -5.6 7.5 2 4026 35 even ok
3 C16H24Na0O5 319.1516 -0.5 7.8 3 10000 45 even ok
4 C17H20N4NaO 319.1529 37 208 4 4583 95 even ok

Figure S39. The HRESIMS of compound 6.
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Figure S40. The UV spectrum of compound 6.
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Figure S41. The 'H-NMR (600 MHz, DMSO-ds) spectrum of compound 6.
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Figure S42. The *C-NMR (150 MHz, DMSO-ds) spectrum of compound 6.
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Figure S43. The 'H-'H COSY (600 MHz, DMSO-ds) spectrum of compound 6.
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Figure S44. The HSQC (600 MHz, DMSO-dps) spectrum of compound 6.
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Figure S45. The HMBC (600 MHz, DMSO-dps) spectrum of compound 6.
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Figure S46. The ROESY (600 MHz, DMSO-ds) spectrum of compound 6.
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Source Type ESI " lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 /min
Scan End 1500 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
Intens. +MS, 3.6-4.0min #216-239|
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Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule

361.1619 1 C18H26NaO6 361.1622 0.8 6.0 1 10000 55 even ok

Figure S47. The HRESIMS of compound 7.
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Figure S48. The UV spectrum of compound 7.
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Figure S49. The 'H-NMR (600 MHz, DMSO-ds) spectrum of compound 7.
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Figure S50. The *C-NMR (150 MHz, DMSO-ds) spectrum of compound 7.
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Figure S51. The 'H-'H COSY (600 MHz, DMSO-ds) spectrum of compound 7.
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Figure S52. The HSQC (600 MHz, DMSO-dps) spectrum of compound 7.
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Figure S53. The HMBC (600 MHz, DMSO-dp) spectrum of compound 7.
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Figure S54. The ROESY (600 MHz, DMSO-ds) spectrum of compound 7.

34

£1 (ppm)



AcquisitEn Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 Vmin
Scan End 1500 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
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Figure S55. The HREISMS of compound 8.
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Figure S56. The UV spectrum of compound 8.
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Figure S57. The 'H-NMR (600 MHz, Acetone-ds) spectrum of compound 8.
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Figure S59. The 'H-H COSY (600 MHz, Acetone-ds) spectrum of compound 8.
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Figure S60. The HSQC (600 MHz, Acetone-ds) spectrum of compound 8.
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Figure S64. The UV spectrum of compound 9.
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Figure S68. The HMBC (600 MHz, DMSO-ds) spectrum of compound 9.
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Figure S70. The HREISMS of compound 15.
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Figure S71. The UV spectrum of compound 15.
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Figure S72. The 'H-NMR (600 MHz, DMSO-ds) spectrum of compound 15.

43



Voo O

NN o NN ®O o (<)) m T [ = =0

MmO N N W M 0 ¢ <+ — O N N NN

MmO AN A A — — QN v-cr\og:cno

oo W M Sia Ny i CUURG vt (O S Sin X

MmmMmmMm N n—0o0oa T 0 [3e] DO M—=HOON O T

o = NS OV n <+ MmO MmN A
Sk ) Ve \ W A

I | J |‘

i | | 1 | |

!

. L1 L .

f38UULU
360000
340000
320000
300000
280000
260000
240000
220000
200000
180000
160000
140000
120000
100000
80000
60000
40000
20000
0

Figure S73. The *C-NMR (150 MHz, DMSO-ds) spectrum of compound 15.
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Figure S74. The 'H-'H COSY (600 MHz, DMSO-ds) spectrum of compound 15.
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Figure S75. The HSQC (600 MHz, DMSO-ds) spectrum of compound 15.
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Figure S76. The HMBC (600 MHz, DMSO-dps) spectrum of compound 15.
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Figure S77. The ROESY (600 MHz, DMSO-ds) spectrum of compound 15.
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Figure S78. The HREISMS of compound 16.
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Figure S79. The UV spectrum of compound 16.
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Figure S81. The '*C-NMR (150 MHz, DMSO-ds) spectrum of compound 16.
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Figure S82. The 'H-'H COSY (600 MHz, DMSO-ds) spectrum of compound 16.
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Figure S83. The HSQC (600 MHz, DMSO-ds) spectrum of compound 16.
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Figure S84. The HMBC (600 MHz, DMSO-dps) spectrum of compound 16.
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Figure S85. The ROESY (600 MHz, DMSO-ds) spectrum of compound 16.
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Figure S86. The HREISMS of compound 17.
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Figure S88. The 'H-NMR (300 MHz, DMSO-ds) spectrum of compound 17.
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Figure S89. The '*C-NMR (75 MHz, DMSO-ds) spectrum of compound 17.
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Figure S90. The 'H-'H COSY (300 MHz, DMSO-ds) spectrum of compound 17.
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Figure S91. The HSQC (300 MHz, DMSO-ds) spectrum of compound 17.
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Figure S92. The HMBC (300 MHz, DMSO-dp) spectrum of compound 17.
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Figure S93. The ROESY (300 MHz, DMSO-ds) spectrum of compound 17.

8 #321-336 RT: 6.32-6.45 AV:8 NL: 3.28E8B
T: FTMS {1,1} + p ESI Full ms [120.00-2000.00)
379.2123
C21 H31 Og
372.2386 6-5 RDBE
1003 1.970|0 ppm
90 I'
80 ||
@ ?OE II
S 3 3552117 |
3 604 Ci9Hz1 06 |
S 1 45RDBE |
< 50 0.6054 ppm |
o - I
> 3 393.1681
= A0 |
ﬁ 3 | C24H25 05
30 | 12.5 RDBE
] 357.0207 | -3.9193 ppm
20 366.1971 ' 397.1795
- Co7H250 | Cor H
- | 27 Hos O3
102 15.0 RDBE
. 26180 pom | 15.5 RDBE
3 | T |I |, 391.1199 | | -0.7277 ppm
L S e e L R | S B s e S B e R B B S
350 380 370 380 390 400
m/z

Figure S94. The HREISMS of compound 18.

54



No spectra library hits found]

100% at 14.70 min

Peak #12

%o

239.3

nm

595

70,0

200

Figure S95. The UV spectrum of compound 18.
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Figure S96. The 'H-NMR (300 MHz, DMSO-ds) spectrum of compound 18.
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Figure S97. The *C-NMR (75 MHz, DMSO-ds) spectrum of compound 18.
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Figure S98. The 'H-'H COSY (300 MHz, DMSO-ds) spectrum of compound 18.
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Figure S99. The HSQC (300 MHz, DMSO-dps) spectrum of compound 18.
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Figure S100. The HMBC (300 MHz, DMSO-dp) spectrum of compound 18.
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Figure S101. The ROESY (300 MHz, DMSO-ds) spectrum of compound 18.
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Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 1500 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
Intens. ] +MS, 3.7-4.0min #220-241]
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Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
377.1934 1 C19H30NaO6 377.1935 0.2 4.9 1 10000 4.5 even ok

Figure S102. The HREISMS of compound 19.
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Figure S103. The UV spectrum of compound 19.

I
9

L +€6'0
= 960
v A | S

= 1660
= heeo
6T
T860| .
2 466°0 <
Feeo| o
Fort

P
5

6916 b = Foor| _
m%m.m\ - o
T668' . -

HSO.&

90609

59

f1 (ppm)

The 'H-NMR (600 MHz, DMSO-ds) spectrum of compound 19.
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Figure S105. The 'H-'H COSY (600 MHz, DMSO-ds) spectrum of compound 19.
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Figure S106. The HSQC (600MHz, DMSO-dp) spectrum of compound 19.
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Figure S107. The HMBC (600MHz, DMSO-ds) spectrum of compound 19.
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Figure S108. The ROESY (600 MHz, DMSO-ds) spectrum of compound 19.
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Acquisition Paramefér

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 1500 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
Intens. { +MS, 4.0-4.3min #242-261]
x104-
| 377:1931
1.01
0.8
061 391.2839 7
0.4- 413.2657
408.3081
0p] 3603228 372.2377 -
2- § 419.3149
l l l 381.2968 4o, 35 j l
0.0 addad ..A.AJ‘A IPUN AT D ST SV TITOU U T TN IS oTerwouws § D i..'“ ada
360 370 380 390 400 410 420 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
377.1931 1 C19H30NaO6 377.1835 1.1 8.5 1 10000 45 even ok
2 C16H22N10Na 377.1921 -2.5 1563 2 6694 105 even ok
3 C20H26N4NaO2 377.1948 46 19.3 3 3692 95 even ok
Figure S109. The HREISMS of compound 20.
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Figure S110.The UV spectrum of compound 20.
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Figure S111.The 'H-NMR (600 MHz, DMSO-ds) spectrum of compound 20.
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Figure S112. The 'H-'H COSY (600 MHz, DMSO-ds) spectrum of compound 20.
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Figure S113. The HSQC (600 MHz, DMSO-dp) spectrum of compound 20.
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Figure S114. The HMBC (600 MHz, DMSO-ds) spectrum of compound 20.
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Figure S115. The ROESY ((600 MHz, DMSO-ds) spectrum of compound 20.

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 1500 m/z Set Collision Cell RF 600.0 Vpp Set Divert Valve Source
Intens + +MS, 3.3-3.5min #199-212
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Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
3722381 1 C20H30N502 372.2394 36 16.0 1 5100 85 even ok
2 C19H34NO6 372.2381 0.0 16.7 2 100.00 35 even ok
3 C18H31N5NaO2 372.2370 -2.9 20.0 3 5533 55 even ok
4 C16H26N11 372.2367 -3.6 225 4 4420 95 even ok
377.1935 1 C19H30NaO8 377.1935 -0.1 9.8 1 10000 4.5 even ok
2 C16H22N10Na 377.1921 -3.7 16.7 2 4332 105 even ok
3 C20H26N4NaO2 377.1948 34 196 3 4324 95 even ok

Figure S116. The HREISMS of compound 21.
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Figure S117. The UV spectrum of compound 21.
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Figure S119. The 3C-NMR (75 MHz, DMSO-ds) spectrum of compound 21.
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Figure S120. The 'H-'H COSY (300 MHz, DMSO-ds) spectrum of compound 21.
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Figure S121. The HSQC (300 MHz, DMSO-ds) spectrum of compound 21.
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Figure S122. The HMBC (300 MHz, DMSO-dp) spectrum of compound 21.
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Figure S123. The ROESY (300 MHz, DMSO-dps) spectrum of compound 21.
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Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 Umin
Scan End 1500 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
Intens. +MS, 3.3-3.3min #195-200|
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Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
398.2537 1 C21H36NO6 398.2537 0.1 6.5 1 100.00 45 even ok
403.2089 1 C21H32NaO6 403.2091 04 36 1 100.00 55 even ok

Figure S124. The HREISMS of compound 22.
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Figure S125. The UV spectrum of compound 22.
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Figure S126. The 'H-NMR (600 MHz, DMSO-ds) spectrum of compound 22,
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Figure S127. The *C-NMR (150 MHz, DMSO-ds) spectrum of compound 22.
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Figure S128. The 'H-'H COSY (600 MHz, DMSO-ds) spectrum of compound 22.
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Figure S129. The HSQC (600 MHz, DMSO-ds) spectrum of compound 22.
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Figure S130. The HMBC (600 MHz, DMSO-dp) spectrum of compound 22.
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Figure S131. The ROESY (600 MHz, DMSO-ds) spectrum of compound 22.
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Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 1500 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
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Meas. m/z # lon Formula m/z  err [ppm] mSngma #mSigma Score rdb e Conf N-Rule
359.1829 1 C19H28NaO5 359.1829 -0.1 8.2 1 100.00 55 even ok

Figure S132. The HREISMS of compound 23.

73



No spectra library hits found!

100% at 26.84 min

Peak #1

%o

215.0

281.4

nm

70,0

10,0

250

200

Figure S133. The UV spectrum of compound 23.
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Figure S134. The 'H-NMR (600 MHz, DMSO-ds) spectrum of compound 23.
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Figure S135. The 'H-'H COSY (600 MHz, DMSO-ds) spectrum of compound 23.

el L

60

F70

80

90

F100

F110

F120

F130

140

F150

7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
£2 (ppm)

Figure S136. The HSQC (600 MHz, DMSO-ds) spectrum of compound 23.
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Figure S137. The HMBC (600 MHz, DMSO-dp) spectrum of compound 23.
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Figure S138. The ROESY (600 MHz, DMSO-ds) spectrum of compound 23.
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Figure S140. The 'H-'H COSY (600 MHz, Prydine-ds) spectrum of 1a.
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Figure S141. The ESIMS of 1a.
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Figure S142. The 'H-NMR (600 MHz, Prydine-ds) spectrum of 1b.
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Figure S145. The 'H-NMR (600 MHz, CD30D) spectrum of 7a.
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Figure S148. The 'H-NMR (600 MHz, CD3;0D) spectrum of 7b.
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Figure S151. The 'H-NMR (600 MHz, CD3;0D) spectrum of 8a.
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Figure S152. The 'H-'H COSY (600 MHz, CD;0D) spectrum of 8a.
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Figure S153. The ROESY (600 MHz, CD30D) spectrum of 8a.
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Figure S154. The ESIMS of 8a.
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Figure S155. The 'H-NMR (600 MHz, CD30D) spectrum of 8b.
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Figure S156. The 'H-'H COSY (600 MHz, CD;0D) spectrum of 8b.
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Figure S157. The ROESY (600 MHz, CD30D) spectrum of 8b.
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Figure S158. The ESIMS of 8b.
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Figure S160. The ESIMS of 17a.
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Figure S162. The 'H-'H COSY (600 MHz, CD3;0D) spectrum of 17b.
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Figure S164. The 'H-NMR (600 MHz, CD3;0D) spectrum of 17c¢.
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Figure S165. The 'H-'H COSY (600 MHz, CD30D) spectrum of 17c¢.
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Figure S167. The 'H-NMR (600 MHz, CD3;0D) spectrum of 18a.

AEaav 17
t~ 2]
= o
oo
— ...u%mnvnur.-nl
|w - .
Z ae)
= ]
s s | I
il
.
Wﬂ
ng

2 (ppm)

Figure S168. The 'H-'H COSY (600 MHz, CD30D) spectrum of 18a.
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Figure S170. The 'H-NMR (600 MHz, CD30D) spectrum of 18b.
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Figure S171. The 'H-'H COSY (600 MHz, CD3;0D) spectrum of 18b.
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Figure S173. The 'H-NMR (600 MHz, CD30D) spectrum of 25a.
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Figure S174. The 'H-'H COSY (600 MHz, CD;0D) spectrum of 25a.
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Figure S175. The ESIMS of 25a.
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Figure S176. The 'H-NMR (600 MHz, CD30D) spectrum of 25b.
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Figure S177. The 'H-'H COSY (600 MHz, CD3;0D) spectrum of 25b.
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Figure S178. The ESIMS of 25b.
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Figure S179. The 'H-NMR (600 MHz, CD30D) spectrum of 26a.
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Figure S180. The 'H-'H COSY (600 MHz, CD;0D) spectrum of 26a.
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Figure S182. The 'H-NMR (600 MHz, CD3;0D) spectrum of 26b.
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Figure S183. The 'H-'H COSY (600 MHz, CD3;0D) spectrum of 26b.
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Table S1. SMILES table of compounds 1-26.

Z
°

SMILES

CC(CYO)[C@H](ONC[C@]2([RID[C@]L([H])CC(C(/C=C(C)/C)=0)=C[C@@H]2[R2]

[ ] [
CCO)O)[CeH](O)C[C@@]2([R1D[C@]1([H)CC(C(/C=C(C)/C)=0)=C[C@H]2[R2]
CC(C)(O)[C@H](01)C[C@]23[C@]1([H])C/C([C@@H](0)[C@H]203)=C/C=C(CO)/C

CCOO)[C@HIONCIC@@]2(0)[C@]1([H)C=C(C#CC(C)=C)[C@@H](O)[C@H]20

CC(OO)CONC[C@(O)[C@]1([HNC=C(CHCC(C)=C)[C@@H](O)[C@@H]20

CCOO)C@HIONCIC@2(0)[C@]1(HNCC(C@@H](0)[C@@H]20)=[C@]=CC(C)=C

CCOO)C@HIODCIC@2(0)[C@]1(HNCC(C@@H](0)[C@@H]20C(C)=0)=[C@]=CC(C)=C

CCOO)C@HIONCIC@12(0)[C@]1([HNDCC(C([C@H](0)C(C)(C)03)=0)=C3[C@@H]20

O |0 ([ Q[N | AW N -

CCOO)C@HIODCIC@2(0)[C@]1(HNDCC(C(C(HNC(CHC)03)=0)=C3[C@@H]20C(C)=0

[
=}

C=C(O)CHC[C@H]1C[C@@](OC(C)O)[C@@H](O)C2)([HDIC@]2(03)[C@H3[C@@H]10

11

CCOO)C@H)ODCIC@]23[C@]I(HNCC(C@@H](O)[C@H]203)=[C@]=CC(C)=C

12

CCOO)C@H)ONCIC@R2O)C@]I(HNCC(C@@HI(O)[C@@H)2CH=[C@]=CC(C)=C

13

CCOO)C@HIODCIC@2(0)C@]1([HNCC(C(C([HNC(CHC)03)=0)=C3[C@@H]20

14

CC1(C)CC(C2=C(01)C=C(C[C@H](C(C)(0)C)03)C3=C2)=0

15

O[C@@H]1C(/C=C/CCCCC)=C(COC@@]2([H])OC(C)(C)[C@H](0)C[C@@]2(0)C1[H]

16

O[C@@H]1C(/C=C/CCCCC)=C(COC@@]2([H])OC(C)(C)[C@H](0)C[C@@]2(0)[C@H]10

17

O[C@@H]1C(/C=C/CCCCC)=C(COC@@]2([H])OC(C)(C)[C@H](0)C[C@@]23[C@@H]103

18

O[C@@H]1C(/C=C/CCC(HD[C@@H](0O)C)=C(CO)[C@@]2([HNOC(C)(O)[C@HI(0)C[C@R@]23[C@@H]1
03

19

O[C@@H]1C(/C=C/C[C@H](0)CCC)=C(CO)[C@@]2([H])OC(C)(O)[C@H](0O)C[C@@]23[C@@H]103

20

O[C@@H]1C(/C=C/[C@@H](0)CCCC)=C(CO)[C@@]2([HNOC(C)CO)[C@H](O)C[C@@]23[C@@H]103
or

O[C@@H]1C(/C=C/[C@H](0)CCCC)=C(CO)[C@@]2([H])OC(C)(O)[C@H](0O)C[C@@]23[C@@H]103

21

O[C@@H]1C(C=C/[C@@H](0)CCCO)=C(CO)[C@@]2([HNOC(C)O)[C@H](0)C[C@@]23[C@@H]103
or

O[C@@H]1C(/C=C/[C@H](0)CCCC)=C(CO)[C@@]2([H])OC(C)(O)[C@H](O)C[C@@]23[C@@H]103

22

CCCCC/C=C/C1=C(CO)[C@@]2([H])OC(C)(C)[C@H](0)C[C@@]23[C@H](O3)[C@]1([H])OC(C)=0

23

CCCCC/C=C/C1=C(CO)[C@@]2([H])OC(C)(O)[C@H](O)C[C@@]23[C@H](03)C1=0

24

O[C@@H]IC(C=C/CCCO)C([HNC)=C(CO)[C@@]2([HDOC(O)(O)[C@H](O)C[C@@]23[C@@H]103

25

O[C@@H]IC(C=C/C[C@@H](0)CCO)=C(CO)[C@@]2(HNOC(C)O)[C@H](O)C[C@@]23[C@@H]103

26

O[C@@H]1C(/C=C/CCCCC)=C(COC(C)=0)[C@@]2([H])OC(C)(C)[C@H](0)C[C@@]23[C@@H]103

101




Table S2. Results of cytotoxicity and antibacterial activity assay of compounds 1-26.

Cell growth
Cytotoxity
No. Antibacterial activity (MIC, pM) (%) at 10
(ICs0, uM)
pug/mL
A.
A.baumannii
baumannii P M. )
(BAA1605) + S. aureus Mouse lymphoma cell line
(BAA1605 o aeruginosa tuberculosis
colistin (0.1 (29213) L5178Y
) (27853) (H37Rv)
uM)
1 >100 >100 >100 >100 >100 58.5 >20
2 >100 >100 >100 >100 >100 65.4 >20
3 >100 >100 >100 >100 >100 64.8 >20
4 >100 >100 >100 >100 >100 774 >20
5 >100 >100 >100 >100 >100 64.3 >20
6 >100 >100 >100 >100 >100 68.3 >20
7 >100 >100 >100 >100 >100 67.1 >20
8 >100 >100 >100 >100 >100 77.8 >20
9 >100 >100 >100 >100 >100 53.0 >20
10 >100 >100 >100 >100 >100 56.1 >20
1 >100 >100 >100 >100 >100 76.5 >20
12 >100 >100 >100 >100 >100 66.7 >20
13 >100 >100 >100 >100 >100 775 >20
14 >100 >100 >100 >100 >100 67.2 >20
15 >100 >100 >100 >100 >100 54.4 >20
16 >100 >100 >100 >100 >100 53.2 >20
17 >100 >100 >100 >100 >100 70.5 >20
18 >100 >100 >100 >100 >100 64.8 >20
19 >100 >100 >100 >100 >100 78.1 >20
20 >100 >100 >100 >100 >100 70.1 >20
21 >100 >100 >100 >100 >100 63.6 >20
22 >100 50 >100 >100 >100 442 >20
23 >100 100 >100 >100 >100 1.90 3.0
24 >100 >100 >100 >100 >100 80.0 >20
25 >100 >100 >100 >100 >100 77.4 >20
26 >100 >100 >100 >100 >100 65.7 >20
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