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S1. HRESIMS spectrum of compound 1.
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S2. '"HNMR (300 MHz, CDs0D) spectrum of compound 1.
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S11. HSQC (300 and 75 MHz, CD30D) spectrum of compound 2.
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S13. HRESIMS spectrum of compound 3.
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S17. HSQC (300 and 75 MHz, CD3;0D) spectrum of compound 3.
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S18. HMBC (300 and 75 MHz, CDs;0D) spectrum of compound 3.
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S19. HRESIMS spectrum of compound 6.
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S$20. 'H NMR (600 MHz, CD;0D) spectrum of compound 6.
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S23. HSQC (600 and 150 MHz, CD3;0D) spectrum of compound 6.
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S24. HMBC (600 and 150 MHz, CD;0D) spectrum of compound 6.
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S25. ROESY (600 MHz, CD;0D) spectrum of compound 6.
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S26. HRESIMS spectrum of compound 7.
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S30. HSQC (600 and 150 MHz, CD3;COCD3) spectrum of compound 7.
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S31. HMBC (600 and 150 MHz, CD;COCD3) spectrum of compound 7.
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Intens. ' +MS, 5.0-5.3min #301-316

12501 3094327
[M+H]+
1000+
7507
] 307.2607
500 310.2374
250 302.3047 304.2607 3132738 3152675 317.1466

 300.0 302.5 305.0 3075 310.0 3125 315.0 3175 m/z
Meas. m/z # lonFormula m/iz err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
309.1327 1 C16H2106 -309.1333 1.8 771 1 10000 65 even ok

S33. HRESIMS spectrum of compound 8.
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$36. 'H-'H COSY (600 MHz, CD3COCD3) spectrum of compound 8.
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S37. HSQC (600 and 150 MHz, CD3;COCD3) spectrum of compound 8.
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S38. HMBC (600 and 150 MHz, CD;COCD3) spectrum of compound 8.
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S39. ROESY (600 MHz, CD;COCD3) spectrum of compound 8.
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Intens. { +MS, 3.9-3.9min #232-237
x10%) 323,495
1.5
] [M+H]+
101 2494125
) 2664391
]
0.51
2314019 3054387
_ 213.i3912 g 291.1228 T l 345.1309
00 T + T A L T " T . ‘l . T |‘ T L T T L et L T
© 220 240 260 280 300 320 340 360m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
213.0912 1 C14H1302 213.0910 -1.0 26.0 1 100.00 8.5 even ok
231.1019 1 C14H1503 231.1016 -1.4 259 1 10000 7.5 even ok
2491125 1 C14H1704 249.1121 -15 8.2 1 10000 6.5 even ok
266.1391 1 C14H20NO4  266.1387 -1.7 9.7 1 10000 55 even ok
3051387 1 C17H2105 305.1384 -1.3 9.0 1 10000 7.5 even ok
3231495 1 C17H2306 323.1489 -1.9 19.6 1 100.00 6.5 even ok

S40. HRESIMS spectrum of compound 9.
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S41. 'H NMR (600 MHz, CD;0D) spectrum of compound 9.
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S43. HSQC (600 and 150 MHz, CD;0D) spectrum of compound 9.
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S44. HMBC (600 and 150 MHz, CD;0D) spectrum of compound 9.
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S45. ROESY (600 MHz, CD;0D) spectrum of compound 9.
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Intens.

+MS, 4.4-4.5min #265-271

5
e 3233493
[M+H]+
4..
29141230 “
g| 26l 310.1292
305:4385
2733122 _ 3404756
) l I 331.1151 3454308
| | i , . i - | 1 | L. - Ll r 1. } 1 L it '
260 280 300 320 340 360m/z
Meas.m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
261.0760 1 C14H1305 261.0757 -0.8 8.8 1 100.00 8.5 even ok
273.1122 1 C16H1704 2731121 -0.2 1.7 1 100.00 8.5 even ok
291.1230 1 C16H1905 291.1227 -1.0 43.0 1 100.00 75 even ok
305.1385 1 C17H2105 305.1384 -0.4 9.4 1 100.00 7.5 even ok
323.1493 1 C17H2306 323.1489 -1.2 18.6 1 100.00 6.5 even ok
340.1756 1 C17H26NO6 340.1755 -0.3 3.0 1 100.00 5.5 even ok
. 3451308 1 C17H22NaO6 3451309 0.1 0.7 1 ok

100.00 6.5 even

S46. HRESIMS spectrum of compound 10.
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S47. '"H NMR (600 MHz, CD;0D) spectrum of compound 10.
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S48. 'H-'H COSY (600 MHz, CD;0D) spectrum of compound 10.
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S49. HSQC (600 and 150 MHz, CD;0D) spectrum of compound 10.
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S50. HMBC (600 and 150 MHz, CD;0D) spectrum of compound 10.
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S51. ROESY (600 MHz, CD;0D) spectrum of compound 10.
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Intens. ] +MS, 4.8-4.9min #288-295
x109
; 365.1964
3 [M+H]+
37
2]
] _ 3871781
11 360.3239
] 370.7426 384.1698
] 357.?154 ‘. l : I ) | 392.3136
355 360 365 "a70 | 375 380 38 390 miz
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
365.1964 1 (C20H2906 365.1959 1.5 421 100.00 6.5 even ok
387.1781 1 (C20H28Na0O6 387.1778 07 33.3 100.00 6.5 even ok

S52. HRESIMS spectrum of compound 11.
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S$53. "H NMR (300 MHz, CD;0D) spectrum of compound 11.

58



Tal60ESS5-3-3

18201 —
10201 —

96°€LL —

09°6€L —

L9°€91L —
66991 —

6v'ell —

120

130

ppm

100 90 80 70 60 50 40 30 20

110

190 180 170 160 150 140

200

S54. *C NMR (75 MHz, CD;0D) spectrum of compound 11.
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S56. HSQC (300 and 75 MHz, CD30D) spectrum of compound 11.
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S57. HMBC (300 and 75 MHz, CD3;0D) spectrum of compound 11.
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S58. ROESY (300 MHz, CDs;0D) spectrum of compound 11.
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Intens.] +MS, 3.8-3.9min #229-236
x109]
] 365:1961
253 [M+H]+
2.0
1.57 387.1780
1.09 384.1697
03)347.1853 g5 19ng ~357-1308 ad 1462
] 14
0'0J i [ ‘l i 'l T ‘l T TP T, e .“.h. R '3?6:}50? P 'l = l[l _— 'l —r - S
350 355 360 365 370 - 375 380 385 390 385 miz
Meas. m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
365.1961 1 C20H2906 365.1959 -0.8 43.6 1 100.00 6.5 even ok
387.1780 1 C20H28NaO6 387.1778 -0.6 394 1 10000 65 even ok

S59. HRESIMS spectrum of compound 12.
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S60. 'H NMR (500 MHz, CD;0D) spectrum of compound 12.
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S61. °C NMR (125 MHz, CD;OD) spectrum of compound 12.
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$62. 'H-'H COSY (500 MHz, CD30D) spectrum of compound 12.
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S63. HSQC (500 and 125 MHz, CD;0D) spectrum of compound 12.
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S64. HMBC (500 and 125 MHz, CD;0D) spectrum of compound 12.
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S65. ROESY (500 MHz, CDs;0D) spectrum of compound 12
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ok
ok
ok
ok

Intens. | +MS, 3.8-4.0min #231-239
50004
1 614.2237
4000-: 6191794
30001 [M+Na]+
2000-
i 615.2275
] 620.1828
1000 i
| [ 616.2293 617.9336 ! 621.1864
OL‘“{' ' .“'Jr\"". ' WJ“‘GA‘_? ‘j',_.flsliu._.,‘,ﬂu_‘]\ st oDt IJ\.{_M‘ 'I\. ' I)\_|_dll - —— 11 4 - ey
614 615 616 617 618 619 620 621 m/z
Meas. m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
614.2237 1 C31H36NO12 614.2232 -0.9 27.0 1 100.00 145 even
2 (C32H32N508 6142245 1.3 383 2 66.21 19.5 even
3 C29H24N1502 614.2232 -0.9 38.6 3 7428 255 even
4 C44H28N30 614.2227 -1.7 99.7 4 594 325 even
619.1794 1 C31H32NaO12 619.1786 -1.3 23.6 1 100.00 155 even

e ~n

S66. HRESIMS spectrum of compound 13.
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S67. "H NMR (700 MHz, CD;0D) spectrum of compound 13.
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$68. °C NMR (175 MHz, CD;OD) spectrum of compound 13.
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$69. 'H-"H TOCSY NMR (700 MHz, CD;OD) spectrum of compound 13.
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S70. HSQC (700 and 175 MHz, CD;0D) spectrum of compound 13.
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S71. HMBC (700 and 175 MHz, CD;0D) spectrum of compound 13.
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S72. ROESY (700 MHz, CD;0D) spectrum of compound 13.
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1.0

0.5

0.0

1+
597.1960

595

Meas. m/z
600.2073

605.1625

bW =hbwh =3

1+

605.1625

1+
600,2073

2+
602.1548

[M+Na]+

2+
609.1623

614.2229

1+

622.0288

+MS, 4.1-4 3min #243-259

2+

600 605

lon Formula
C30H34NO12
C27H26N11086
C28H22N1502
C43H26N30
C27H28N2014
C25H17N1604
C28H25N6010
C27H22N10NaO86
C30H30Na012

610

m/z err [ppm]

600.2076
600.2062
600.2075
600.2070
605.1613
605.1613
605.1627
605.1616
605.1629

0.4
-1.8
0.4
-0.5
-1.9
-1.9
0.3
-1.5
0.8

221
23.1
347
95.3
19.8
30.5
30.6
311
31.7

{ l L ‘ l 629.2168
k _‘Lu# 'L' 'L. vony 'llll Al y -I.I,Lth‘l‘ . .'LLr VA TN VSN PO .‘Li. -

mSigma # mSigma

A WON=SDBDWN =

S73. HRESIMS spectrum of compound 14.
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625 630 m/z

Score rdb e Conf N-Rule

100.00 145 even
6259 20.5 even
7453 255 even

846 325 even
77.84 145 even
6055 255 even

100.00 19.5 even
7012 215 even
8594 155 even

ok
ok
ok
ok
ok
ok
ok
ok
ok
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S74. "H NMR (700 MHz, CD;0D) spectrum of compound 14.
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$75. °C NMR (175 MHz, CD;OD) spectrum of compound 14.
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$76. 'H-'THTOCSY (700 MHz, CD;0D) spectrum of compound 14.
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S77. HSQC (700 and 175 MHz, CD3;0D) spectrum of compound 14.
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S78. HMBC (700 and 175 MHz, CD;0D) spectrum of compound 14.
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S79. ROESY (700 MHz, CD;0D) spectrum of compound 14.
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+MS, 4.0-4.1min #238-245

ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok

5]
N 289.0686
41
3
] 267.0865
2] 2750528
] [M+Na]+
1] 235.0602
] 2530707
] 239.1617  249.0757 | 309.0549
0 rrvv-'tluvv-nlnnv\--lllv-l‘l' -j‘-!»llvv-l'llﬁrl"‘- rr"lllv"'ll:"
230 240 250 260 270 280 290 300 310 m/z
Meas. m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
235.0602 1 C12H1105 235.0601 -0.2 20.8 1 100.00 7.5 even
2 C11H8N4NaO 235.0590 -4.8 21.8 2 57.43 9.5 even
3 C13H7N40 235.0614 5.4 34.1 3 3902 125 even
253.0707 1 C12H1306 253.0707 -0.2 10.9 1 100.00 6.5 even
2 COH5N10 253.0693 -5.5 12.6 2 4798 125 even
3 C13HON402 253.0720 5.1 24 4 3 3968 115 even
267.0865 1 C13H1506 267.0863 0.8 28.2 1 10000 6.5 even
2 C10H7N10 267.0850 -5.9 28.4 2 4728 125 even
3 C12H12N4NaQO2 267.0852 -4.8 289 3 56.01 8.5 even
4 C14H11N40O2 267.0877 4.2 41.4 4 4475 115 even
275.0528 1 C9H11N208 275.0510 -6.5 Tl 1 5143 55 even
2 C10H7NB0O4 275.0523 -1.7 19.6 2 8993 105 even
3 C12H12Na06 275.0526 -0.7 20.5 3 100.00 6.5 even

S80. HRESIMS spectrum of compound 15.
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S81. '"H NMR (300 MHz, CDs;0OD) spectrum of compound 15.
86



Tal80ES6-3

SL6’L
12671
vvé'lL
896°)
8.6’}
G86°L
€66°L
200°C
98¢€'¢C
L6€°C
Live
Lev'e
9ev'e
1444
88¥°'C
v6v'e
005°C
906°C
43 N4
144° K4
G€G'C
68L°C
928C
14444
088°C
116°C
€26'C
G96°C
L167C
vee'e
609°¢
L9y
veoy
829V
€Yoy
LYoy
099°v

=

N\

129°9~_
8v9'9—

866'9 ~__
G20 L

iy

0.5 ppm

1.0

1.5

7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0

7.5

00°’L

-
e
-

-7

(=}
o
-

$82. 'H NMR (300 MHz, DMSO-ds) spectrum of compound 15.
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S84. 'H-'H COSY (300 MHz, DMSO-ds) spectrum of compound 15.
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S85. HSQC (300 and 75 MHz, DMSO-dg) spectrum of compound 15.
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S86. HMBC (300 and 75 MHz, DMSO-dg) spectrum of compound 15.
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Intens. ] +MS, 3.9-4.0min #236-239
x10%
4 3311151
] M-+Na]+
3] [ ]
2]
] 309:1330
Lb
326.1594
305 310 315 320 325 330 m/z
Meas.m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
C16H2106 309.1333 0.7 24.6 1 100.00 6.5 even ok
C16H20Na06 331.1152 0.2 33.2 1 100.00 6.5 even ok

S87. HRESIMS spectrum of compound 16.
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$89. 'H-'H COSY (300 MHz, CD;0D) spectrum of compound 16.
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S90. HSQC (300 and 75 MHz, CD30D) spectrum of compound 16.
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S91. HMBC (300 and 75 MHz, CD3;0D) spectrum of compound 16.
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S92. Experimental ECD spectrum of 9 in MeCN compared with the Boltzmann-weighted B3LYP/TZVP PCM/MeCN ECD spectrum

of (3S,75)-9 computed for the B97D/TZVP PCM/MeCN conformers. Bars represent the rotational strength values of the lowest-

energy conformer.
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S93. Experimental ECD spectrum of 1 in MeCN
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S94. Experimental ECD spectrum of 2 in MeCN
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S95. Experimental ECD spectrum of 5 in MeCN
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S96. Experimental ECD spectrum of 6 in MeCN
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. Experimental ECD spectrum of 7 in MeCN
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S98. Experimental ECD spectrum of 8 in MeCN
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S99. Experimental ECD spectrum of 9 in MeCN
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S100. Experimental ECD spectrum of 10 in MeCN
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S101. Experimental ECD spectrum of 11 in MeCN
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S102. Experimental ECD spectrum of 12 in MeCN
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S103. Experimental ECD spectrum of 13 in MeCN
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S104. Experimental ECD spectrum of 14 in MeCN
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S10S. Experimental ECD spectrum of 15 in MeCN
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S106. Experimental ECD spectrum of 16 in MeCN
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