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45042 - AA171013 #8 Osmac-MgS04-NaNO3-NaCl UV_VIS 3
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Figure S1. HPLC chromatograms of EtOAc extract of B. inquinans (isolate MSp3-1) cultured
on solid Czapek medium (black) compared to the OSMAC culture on solid Czapek medium
with addition of a mixture of MgSO,4, NaNO3z and NaCl (blue) under UV detection at 280 nm.

*: unidentified peaks

Compounds 4, 5, 6, 7, 16 and xenofuranone B (17) were not detected neither in the
HPLC analysis of the crude extract of B. inquinans (isolate MSp3-1) cultured on solid Czapek
medium, nor in the HPLC analysis of the crude extract of the fungal culture with addition of a
mixture of MgSO,4, NaNO3z; and NaCl, perhaps due to their low amount and/or low UV
absorption. However, compounds 6, 7 and 16 were only obtained from chromatographic
workup on OSMAC extract, while compound 4 and xenofuranone B (17) were only afforded
from extract of fungal culture without salt mixture. Compound 5 was isolated from both

extracts.
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Figure S2. HPLC chromatogram (A) and UV spectrum (B) of compound 1.
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Figure S3. HRESIMS spectrum of compound 1.
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Figure S4. *H NMR (600 MHz, MeOH-d,) spectrum of compound 1.
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Figure S5. *C NMR (150 MHz, MeOH-d,) spectrum of compound 1.
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Figure S6. *H-'H COSY (600 MHz, MeOH-d,) spectrum of compound 1.
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Figure S7. HSQC (600 and 150 MHz, MeOH-d,) spectrum of compound 1.
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Figure S8. HMBC (600 and 150 MHz, MeOH-d,) spectrum of compound 1.
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Figure S9. NOESY (600 MHz, MeOH-d,) spectrum of compound 1.
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Figure S10. HPLC chromatogram (A) and UV spectrum (B) of compound 2.
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Figure S11. HRESIMS spectrum of compound 2.
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Figure S12. *H NMR (600 MHz, MeOH-d.) spectrum of compound 2.
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Figure S13. **C NMR (150 MHz, MeOH-d,) spectrum of compound 2.
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Figure S14. *H-'H COSY (600 MHz, MeOH-d,) spectrum of compound 2.
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Figure S15. HSQC (600 and 150 MHz, MeOH-d,) spectrum of compound 2.
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Figure S16. HMBC (600 and 150 MHz, MeOH-d,) spectrum of compound 2.

180 AA171002 #3 ABI-V3-S6-P5 UV VIS 2
mAU WVL:254 nm|
S
ﬁ:
(2}
4 N
100 X
204 : : : ‘ min
0,0 10,0 20,0 30,0 40,0 50,0 60,0
70.0 Peak #1  100% at 29.40 min
% No spectra library hits found!
200.8
I 292.7
i 370.9
-10,0-—————————————————————————— ————— ———————
200 250 300 350 400 450 500 550 595

Figure S17. HPLC chromatogram (A) and UV spectrum (B) of compound 3.
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Figure S18. HRESIMS spectrum of compound 3.
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Figure $19. *H NMR (600 MHz, MeOH-d,) spectrum of compound 3.
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Figure S20. **C NMR (150 MHz, MeOH-d,) spectrum of compound 3.

L e

Ariantari.2001.1.2rr +2.0
ABI-V3-S6-P5

L2.5
3.0
) . L3.5
L4.0
4.5
) - 5.0

r5.5

f1 (ppm)

r6.0

r6.5

= L
=

a8

r7.5

@ T 8.0

r8.5

85 80 75 70 65 60 55 50 45 40 35 30 25 20
f2 (ppm)

Figure S21. *H-'H COSY (600 MHz, MeOH-d,) spectrum of compound 3.
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Figure S22. HSQC (600 and 150 MHz, MeOH-d,) spectrum of compound 3.
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Figure S23. HMBC (600 and 150 MHz, MeOH-d,) spectrum of compound 3.
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Figure S24. NOESY (600 MHz, MeOH-d,) spectrum of compound 3.
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Figure S25. HPLC chromatogram (A) and UV spectrum (B) of compound 4.
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Imens4. i +MS, 1.9-2.2min #112-129
104
%04 267.0089  +
] ™ “
2.0 ‘
=
1.57 + V“"‘T
s 262,1435
. 8.
05 264.0904 ZRRdL
| 261.0731 269.1055
0.0 T 8 + L v T = T T
260 262 264 266 268 270 272 m/z
Meas.m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
262.1435 1 C15H20NO3 262.1438 0.8 3.9 1 100.00 6.5 even ok
267.0989 1 C15H16NaO3 267.0992 1.1 3.1 1 10000 7.5 even ok

Figure S26. HRESIMS spectrum of compound 4.
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Figure S27. *H NMR (600 MHz, MeOH-d,) spectrum of compound 4.
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Figure S28. **C NMR (150 MHz, MeOH-d,) spectrum of compound 4.
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Figure S29. 'H-'H COSY (600 MHz, MeOH-d,) spectrum of compound 4.
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Figure S30. HSQC (300 and 75 MHz, MeOH-d,) spectrum of compound 4.
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Figure S31. HMBC (300 and 75 MHz, MeOH-d,) spectrum of compound 4.
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600 AA170816 #2 ABI-V3-S6-P6 UV_VIS_2
i WVL:254 nm|
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700 ;)eak#l s No spectra library hits found!
336.0
(B)
244.8263.1
10,0 T T
200 250 300 350 400 450 500 550 595
Figure S32. HPLC chromatogram (A) and UV spectrum (B) of compound 5.

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 l/min
Scan End 1500 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
Intens. +MS, 3.8-3.9min #226-231
x104
1 265.0861
3
2]
1 266.0895
0 e e U E I R . S S SO
263 264 265 266 267 268 269 270 271 m/z
Meas. m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
265.0861 1 C17H1303 265.0859 -0.5 2.7 1 100.00 115 even ok

Figure S33. HRESIMS spectrum of compound 5.
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Figure S34. 'H NMR (600 MHz, MeOH-d,) spectrum of compound 5.
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Figure S35. *C NMR (150 MHz, MeOH-d.) spectrum of compound 5.
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Figure $36. 'H-'H COSY (600 MHz, MeOH-d,) spectrum of compound 5.
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Figure S37. HSQC (600 and 150 MHz, MeOH-d,) spectrum of compound 5.
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Figure S38. HMBC (600 and 150 MHz, MeOH-d,) spectrum of compound 5.
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Figure S39. NOESY (600 MHz, MeOH-d,) spectrum of compound 5.
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800_AA180220 #3 ABIM-V4-S6-P1 uv VIS 2
—mAU WVL:254 nm|
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Figure S40. HPLC chromatogram (A) and UV spectrum (B) of compound 6.
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 V/min
Scan End 1500 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
Intens. +MS, 3.3-3.5min #201-212)
x108
1 2490757
0.8
0.6
0.4+
) 26643022
0.2 2710575
0.04— T l — T v — - ! ——t T T -
240 245 250 255 260 265 270 275 280 m/z
Meas. m/z # lonFormula miz err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
249.0757 1 C13H1305 249.0757¢ 0.2 3.9 1 10000 75 even ok
266.1022 1 C13H16NO5 266.1023 0.5 6.8 1 10000 6.5 even ok
271.0575 1 C13H12NaO5 271.0577 0.9 71 1 10000 7.5 even ok

Figure S41. HRESIMS spectrum of compound 6.
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Figure S42. *H NMR (600 MHz, MeOH-d,) spectrum of compound 6.

Ariantari.851.fid ) g RNORRQ
ABIOM-V4-S6-P1 ~e Sooqdd
Y4 |

r40000(

—84.9
—53.9
22.2

r35000(

r30000(

r25000(

r20000(

r15000(

r10000(

50000

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O
f1 (ppm)

Figure S43. **C NMR (150 MHz, MeOH-d,) spectrum of compound 6.
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Figure S44. *H-'H COSY (600 MHz, MeOH-d,) spectrum of compound 6.
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Figure S45. HSQC (600 and 150 MHz, MeOH-d,) spectrum of compound 6.

5 1.0 05

27

f1 (ppm)

f1 (ppm)



L

Ariantari.853.ser
ABIOM-V4-S6-P1

85 80 75 70 65 6.0 55 50 45 40 3.5 3.0 25 20 1.5 1.0 0.5
f2 (ppm)

Figure S46. HMBC (600 and 150 MHz, MeOH-d,) spectrum of compound 6.
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Figure S47. HPLC chromatogram (A) and UV spectrum (B) of compound 7.
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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 /min
Scan End 1500 miz Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
Intens. +MS, 2.1-2.2min #126-134
x1057
B 2480919
2.0+
1.5
1.0]
0.57 249.0950
AJL 250.0974
2470 2475 2480 2485 2490 2495 2500 2505 mk
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
248.0919 1 C13H14NO4  248.0917 -0.5 3.2 1 10000 7.5 even ok
Figure S48. HRESIMS spectrum of compound 7.
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Figure S49. 'H NMR (600 MHz, MeOH-d,) spectrum of compound 7.
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Figure S50. **C NMR (150 MHz, MeOH-d,) spectrum of compound 7.
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Figure S51. *H-'H COSY (600 MHz, MeOH-d,) spectrum of compound 7.
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Figure S52. HSQC (600 and 150 MHz, MeOH-d,) spectrum of compound 7.

.

Ariantari.765.1.2rr
ABIM-V3-S4-S5-P1
B e
. | ,
=4§ " e L
é o LX)
i ® ® ©
° o 6 '
é R w%a' 90
o9 ao
(] o

9.0 85 80 7.5 7.0 65 6.0 55 50 45 40 35 3.0 25 20 1.5 1.0 0.5
f2 (ppm)

Figure S53. HMBC (600 and 150 MHz, MeOH-d,) spectrum of compound 7.
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Figure S54. HPLC chromatogram (A) and UV spectrum (B) of compound 8.
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, 3.5-3.7min #207-224
5000 2340760
4000
30001
2000
x 235.1651
1000 l 239,1490
237.0798 241.1794
it b | R L
232 233 234 235 236 237 238 239 240 241 m/z
Meas. m/z # lonFormula miz err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
2340760 1 C12H12NO4 234.0761 0.6 9.6 1 10000 7.5 even ok
239.1490 1 C10H2306 239.1489 04 n.a. 1 100.00 -0.5 even ok

Figure S55. HRESIMS spectrum of compound 8.
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Figure S56. *H NMR (600 MHz, MeOH-d,) spectrum of compound 8.
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Figure S57. *H-'H COSY (600 MHz, MeOH-d,) spectrum of compound 8.
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Figure S58. HSQC (600 and 150 MHz, MeOH-d,) spectrum of compound 8.
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Figure S59. HMBC (600 and 150 MHz, MeOH-d,) spectrum of compound 8.
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Figure S60. HPLC chromatogram (A) and UV spectrum (B) of compound 9.

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, 3.9-4.0min #233-238
X109 281.1753
6 ¢
s
fva D m onC +
4- +H
+
N 313,2013 + M.
249,1487 335.1830
0L : - A . L— —
240 260 280 300 320 340 miz
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
249.1487 1 C15H2103 249.1485 -0.8 3.1 1 10000 55 even ok
2811753 1 C16H2504 281.1747 2.0 134 1 100.00 4.5 even ok
2 C17H21N4 281.1761 28 269 2 66.88 9.5 even ok
3132013 1 C17H2905 313.2010 -1.3 39 1 100.00 3.5 even ok
2 C18H25N40 313.2023 3.0 174 2 5864 85 even ok
335.1830 1 C17H28Na05 335.1829 -0.3 58 1 100.00 3.5 even ok
2 C18H24N4NaO 335.1842 3:7 8.8 2 5260 85 even ok

Figure S61. HRESIMS spectrum of compound 9.
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Figure S$62. 'H NMR (600 MHz, MeOH-d,) spectrum of compound 9.
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Figure S63. *H-'H COSY (600 MHz, MeOH-d,) spectrum of compound 9.
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Figure S64. HSQC (600 and 150 MHz, MeOH-d,) spectrum of compound 9.
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Figure S65. HMBC (600 and 150 MHz, MeOH-d,) spectrum of compound 9.
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Figure S66. HPLC chromatogram (A) and UV spectrum (B) of compound 10.

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, 3.0-3.0min #181-182
x108
B 325.1658
1.0
0.8+
0.6 293.1394
0.4
0.2- 357.1919 374.2185
00l S | P gt . L I l: .
300 320 340 360 380 miz
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
293.1394 1 C16H2105 293.1384 -36 134 1 89.06 6.5 even ok
2 C17H17N40 293.1397 1.0 26.3 2 10000 115 even ok
325.1658 1 C17H2506 325.1646 -3.7 18.5 1 78.77 55 even ok
2 C18H21N402 325.1659 04 316 2 10000 105 even ok
357.1819 1 C18H2907 357.1908 -3.2 0.7 1 76.93 4.5 even ok
2 C19H25N403 357.1921 0.5 141 2 100.00 9.5 even ok
3742185 1 C18H32NO7 374.2173 -3.1 8.1 1 78.34 3.5 even ok
2 C19H28N503 374.2187 0.5 215 2 100.00 8.5 even ok
379.1739 1 C18H28NaO7 379.1727 -3.1 24 1 76.65 45 even ok
2 C19H24N4NaO3 379.1741 0.4 16.1 2 100.00 9.5 even ok

Figure S67. HRESIMS spectrum of compound 10.
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Figure S68. 'H NMR (600 MHz, MeOH-d,) spectrum of compound 10.
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Figure $69. **C NMR (150 MHz, MeOH-d,) spectrum of compound 10.
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Figure S70. *H-'H COSY (600 MHz, MeOH-d,) spectrum of compound 10.
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Figure S71. HSQC (600 and 150 MHz, MeOH-d,) spectrum of compound 10.
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Figure S72. HMBC (600 and 150 MHz, MeOH-d,) spectrum of compound 10.
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Figure S73. HPLC chromatogram (A) and UV spectrum (B) of compound 11.
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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 l/min
Scan End 1500 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
Intens. ] +MS, 3.2-3.3min #189-196
x1057
] 339.1809
4]
3
21
1 371.2070 393:1889
19
OCURII |} T NINPRPRGSUSNIY DA KNS | W ... SRR | PN | S
330 340 350 360 370 380 390 400 m/z
Meas. m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
339.1809 1 C18H2706 339.1802 -2.0 11.6 1 100.00 55 even ok
2 C19H23N402 339.1816 2.0 251 2 7540 10.5 even ok
371.2070 1 C19H3107 371.2064 -1.4 4.6 1 100.00 45 even ok
388.2334 1 C19H34NO7 388.2330 -1.1 1.9 1 100.00 3.5 even ok
393.1889 1 C19H30NaO7 393.1884 -1.3 2.0 1 100.00 4.5 even ok
2 C20H26N4NaO3 393.1897 21 152 2 67.19 9.5 even ok

Figure S74. HRESIMS spectrum of compound 11.
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Figure S75. *H NMR (600 MHz, MeOH-d,) spectrum of compound 11.
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Figure S76. *C NMR (150 MHz, MeOH-d.) spectrum of compound 11.
Note: dc 166.7 was hidden in the baseline, but could be extracted from the HMBC spectrum.
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Figure S77. *H-'H COSY (600 MHz, MeOH-d,) spectrum of compound 11.
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Figure S78. HSQC (600 and 150 MHz, MeOH-d,) spectrum of compound 11.
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Figure S79. HMBC (600 and 150 MHz, MeOH-d,) spectrum of compound 11.
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Figure S80. HPLC chromatogram (A) and UV spectrum (B) of compound 12.

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 limin
Scan End 1500 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
Intens. £ +MS, 2.7-2,.8min #158-165
x1081
1 297.1699
1.5+ —
1 Fra J e
1.0+ +
: L PeH )
0.5: 329.1960
1Y) — e — S . -
290 300 310 320 330 340 mfz
Meas. m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
297.1699 1 C16H2505 297.1697 -0.8 226 1 100.00 45 even ok
329.1960 1 C17H2906 329.1959 -0.4 11.1 1 10000 35 even ok

Figure S81. HRESIMS spectrum of compound 12.
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Figure $82. *H NMR (600 MHz, MeOH-d,) spectrum of compound 12.
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Figure $83. *C NMR (150 MHz, MeOH-d.) spectrum of compound 12.
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Figure S84. 'H-'H COSY (600 MHz, MeOH-d,) spectrum of compound 12.
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Figure S85. HSQC (600 and 150 MHz, MeOH-d,) spectrum of compound 12.
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Figure S86. HMBC (600 and 150 MHz, MeOH-d,) spectrum of compound 12.
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Figure S87. NOESY (300 MHz, MeOH-d,) spectrum of compound 12.
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Figure S89. HPLC chromatogram (A) and UV spectrum (B) of compound 13.
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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 miz 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, 3.2-3.3min #190-197|
x105 1
625.3587
5<
4-
3] 1+
593.3321 1+
2 6423848
1 1+
] 7424367
- —— : Kl . : ey
580 600 620 640 660 680 700 720 740 760m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
297.1696 1 C16H2505 297.1697 0.2 39 1 100.00 45 even ok
3291958 1 C17H2906 329.1959 03 171 1 100.00 35 even ok
3713155 1 (C22H4304 371.3156 0.2 214 1 100.00 1.5 even ok
388.3418 1 C22H46NO4 388.3421 0.9 232 1 100.00 0.5 even ok
4193154 1 C26114304 419.3156 0.6 26 1 10000 55 even ok
5033321 1 (C32H49010 593.3320 -0.2 7.0 1 100.00 85 even ok
2 C33H45N406 593.3334 21 18.7 2 4483 135 even ok
3 C30H37N14 593.3320 -0.2 20.3 3 76.73 195 even ok
6253587 1 (C33H53011 625.3582 -0.7 19.9 1 100.00 7.5 even ok
2 C31H41N140 625.3582 -0.7 31.0 2 77.04 185 even ok
3 C34H49N407 625.3596 1.5 313 3 59.82 125 even ok
4 C4B6H45N2 625.3577 -1.5 93.9 4 6.71 255 even ok
6423848 1 (C33H56NO11 642.3848 -01 36 1 100.00 6.5 even ok
2 C34H52N507 642.3861 2.0 8.9 2 4750 115 even ok
3 C31H44N150 642.3848 -0.1 12.2 3 8516 17.5 even ok
4 C46H48N3 642.3843 -0.9 70.8 4 1324 245 even ok
7424367 1 C36H52N1503 742.4372 0.7 100 1 100.00 185 even ok
2 C38HB4NO13 742.4372 0.7 142 2 91.91 7.5 even ok
3 C35H56N1107 742.4359 -1.1 16.8 3 77.02 135 even ok
4 C51H56N302 742.4367 0.1 61.3 4 3279 255 even ok
Figure S90. HRESIMS spectrum of compound 13.
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Figure S91. *H NMR (600 MHz, MeOH-d,) spectrum of compound 13.
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Figure $92. **C NMR (125 MHz, MeOH-d,) spectrum of compound 13.
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Figure S93. *H-'H COSY (600 MHz, MeOH-d,) spectrum of compound 13.
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Figure S94. HSQC (600 and 150 MHz, MeOH-d,) spectrum of compound 13.
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Figure S95. HMBC (600 and 150 MHz, MeOH-d,) spectrum of compound 13.
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Figure S96. NOESY (600 MHz, MeOH-d,) spectrum of compound 13.
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Figure S97. HPLC chromatogram (A) and UV spectrum (B) of compound 16.
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Acquisition Pérameter

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
Intens._ +MS, 3.7-3.9min #221-236)
x105
1 325.1073
1.0
0.8
] 347,0892
0'6: ' 342.1338 i
0.4
0.2
] 338.3417 |
0.0+—7———— A ~ - — —_—— — — — —
320 325 330 335 340 345 350 m/iz
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
3251073 1 C19H1705 325.1071 -0.8 3.2 1 100.00 115 even ok
347.0892 1 C19H16NaO5 347.0890 -0.6 1.3 1 100.00 115 even ok

Figure S98. HRESIMS spectrum of compound 16.
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Figure $99. *H NMR (600 MHz, MeOH-d,) spectrum of compound 16.
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Figure S100. C NMR (150 MHz, MeOH-d,) spectrum of compound 16.
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Figure S101. *H-'H COSY (600 MHz, MeOH-d,) spectrum of compound 16.
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Figure S104. Structure and population of the low-energy CAM-B3LYP/TZVP PCM/MeCN

conformers (> 1%) of (S)-1.

Group A Group C

Y

Group D

Group E

Figure S105. Classification of the twenty-two low-energy (> 1%) CAM-B3LYP/TZVP
PCM/MeCN conformers of (8R,9S)-4. Group A (44.9%) contains conformers A, B, E, F;
group B (27.5%) contains conformers C, D, G, H, K, L, Q, R; group C (10.1%) contains
conformers 1, J, M, N; group D (3.2%) contains conformers O, P; group E (4.4%) contains

conformers S, T, U and V.
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Figure S106. Experimental ECD spectrum (black) of 6 in MeCN compared with the
Boltzmann-weighted PBEO/TZVP PCM/MeCN ECD spectrum (purple) of (R)-6 computed for
the 6 low-energy CAM-B3LYP/TZVP PCM/MeCN conformers. The bars represent the

rotational strength of the lowest-energy conformer.

Figure S107. Classification of the twenty-six low-energy (> 1%) CAM-B3LYP/TZVP
PCM/MeCN conformers of (3S,11S,23S)-14 into conformer groups. Group A (72.5%)
contains conformers A, B, C,D,E,F, G, I,J,K, M,N,0,Q,R,S, T,U,V,W, Y, Z; group B
(5.0%) contains conformers H, L, X; group C (1.6%) contains conformer P.
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