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[bookmark: _Toc3912154]Figure S13. 13C NMR spectrum (150 MHz, CD3COCD3) of Phaseolorin B (2)




[bookmark: _Toc3912155]Figure S14. 1H-1H COSY spectrum (600 MHz, CD3COCD3) of Phaseolorin B (2)
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[bookmark: _Toc3912158]Figure S17. NOESY spectrum (600 MHz, CD3COCD3) of Phaseolorin B (2)
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[bookmark: _Toc3912163]Figure S22. 1H NMR spectrum (600 MHz, CD3COCD3) of Phaseolorin C (3)
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[bookmark: _Toc3912164]Figure S23. 13C NMR spectrum (150 MHz, CD3COCD3) of Phaseolorin C (3)
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[bookmark: _Toc3912172]Figure S31. HRESIMS spectrum of Phaseolorin D (4) 
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[bookmark: _Toc3912173]Figure S32. 1H NMR spectrum (500 MHz, CD3OD) of Phaseolorin D (4)

[image: ]
[bookmark: _Toc3912174]Figure S33. 13C NMR spectrum (150 MHz, CD3OD) of Phaseolorin D (4)




[bookmark: _Toc3912175]Figure S34. 1H-1H COSY spectrum (500 MHz, CD3OD) of Phaseolorin D (4)


[bookmark: _Toc3912176]Figure S35. HSQC spectrum of Phaseolorin D (4)




[bookmark: _Toc3912177]Figure S36. HMBC spectrum of Phaseolorin D (4)


[bookmark: _Toc3912178]Figure S37. NOESY spectrum (600 MHz, CD3OD) of Phaseolorin D (4)
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[bookmark: _Toc3912179]Figure S38. CD spectrum of Phaseolorin D (4)
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[bookmark: _Toc3912180]Figure S39. UV spectrum of Phaseolorin D (4)
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[bookmark: _Toc3912181]Figure S40. IR spectrum of Phaseolorin D (4)
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[bookmark: _Toc3912182]Figure S41. HRESIMS spectrum of Phaseolorin E (5) 
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[bookmark: _Toc3912183]Figure S42. 1H NMR spectrum (600 MHz, CD3OD) of Phaseolorin E (5)
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[bookmark: _Toc3912184]Figure S43. 13C NMR spectrum (150 MHz, CD3OD) of Phaseolorin E (5)




[bookmark: _Toc3912185]Figure S44. 1H-1H COSY spectrum (600 MHz, CD3OD) of Phaseolorin E (5)


[bookmark: _Toc3912186]Figure S45. HSQC spectrum of Phaseolorin E (5)
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[bookmark: _Toc3912188]Figure S47. NOESY spectrum (600 MHz, CD3COCD3) of Phaseolorin E (5)
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[bookmark: _Toc3912190]Figure S49. UV spectrum of Phaseolorin E (5)
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[bookmark: _Toc3912191]Figure S50. IR spectrum of Phaseolorin E (5) 
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[bookmark: _Toc3912192]Figure S51. 1H NMR spectrum (600 MHz, CD3OD) of Phomoxanthone G (6)
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[bookmark: _Toc3912193]Figure S52. 13C NMR spectrum (150 MHz, CD3OD) of Phomoxanthone G (6)
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[bookmark: _Toc3912194]Figure S53. 1H NMR spectrum (600 MHz, CD3OD) of Compound 7
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[bookmark: _Toc3912195]Figure S54. 13C NMR spectrum (150 MHz, CD3OD) of Compound 7
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[bookmark: _Toc3912196]Figure S55. 1H NMR spectrum (600 MHz, CD3OD) of Compound 8
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[bookmark: _Toc3912197]Figure S56. 13C NMR spectrum (150 MHz, CD3OD) of Compound 8
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[bookmark: _Toc3912198]Figure S57. 1H NMR spectrum (600 MHz, C5D5N) of Compound 9
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[bookmark: _Toc3912199]Figure S58. 13C NMR spectrum (150 MHz, C5D5N) of Compound 9
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[bookmark: _Toc3912200]Figure S59. 1H NMR spectrum (500 MHz, CD3OD) of Compound 10
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[bookmark: _Toc3912201]Figure S60. 13C NMR spectrum (125 MHz, CD3OD) of Compound 10
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[bookmark: _Toc3912202]Figure S61. 1H NMR spectrum (500 MHz, CD3OD) of Compound 11
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[bookmark: _Toc3912203]Figure S62. 13C NMR spectrum (125 MHz, CD3OD) of Compound 11
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[bookmark: _Toc3912204]Figure S63. 1H NMR spectrum (600 MHz, CD3OD) of Compound 12
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[bookmark: _Toc3912205]Figure S64. 13C NMR spectrum (150 MHz, CD3OD) of Compound 12
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[bookmark: _Toc3912206]Figure S65. 1H NMR spectrum (500 MHz, CD3OD) of Compound 13
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[bookmark: _Toc3912207]Figure S66. 13C NMR spectrum (125 MHz, CD3OD) of Compound 13


[image: ]
[bookmark: _Toc3912208]Figure S67. 1H NMR spectrum (600 MHz, DMSO-d6) of Compound 14
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[bookmark: _Toc3912209]Figure S68. 13C NMR spectrum (150 MHz, DMSO-d6) of Compound 14
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[bookmark: _Toc535395428][bookmark: _Toc3912210]Figure S69. Fragment ions of compound 1 from the crude extract of FS431 (Retention time: 11.0 min)

[bookmark: _Toc3912211]Table S1. Energy analysis for the Conformers of Phaseolorin A (1).
	compounds
	Conformation
	G (Hartree)
	G (Kcal/mol)
	∆G (Kcal/mol)
	Boltzmann Dist (%)

	1
	1-a
	-1107.89651520
	-695208.2762
	0.503376551
	17.03%

	
	1-b
	-1107.89731739
	-695208.7796
	0
	39.85%

	
	1-c
	-1107.89657995
	-695208.3168
	0.462745739
	18.24%

	
	1-d
	-1107.89638182
	-695208.1925
	0.587072888
	14.79%

	
	1-e
	-1107.89602146
	-695207.9664
	0.813199833
	10.09%
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1-a                     1-b                          1-c
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[bookmark: _Toc15569]1-d                         1-e

[bookmark: _Toc3912212]Figure S70. B3LYP/6-31G(d) optimized low-energy conformers of Phaseolorin A (1)

[bookmark: _Toc3912213]Table S2. Energy analysis for the Conformers of Phaseolorin C (3).
	compounds
	Conformation
	G (Hartree)
	G (Kcal/mol)
	∆G (Kcal/mol)
	Boltzmann Dist (%)

	3
	3-a
	-1260.56974165
	-791011.1685
	0
	32.60%

	
	3-b
	-1260.56836463
	-791010.3045
	0.864084043
	7.58%

	
	3-c
	-1260.56916972
	-791010.8096
	0.358887734
	17.78%

	
	3-d
	-1260.56908753
	-791010.7581
	0.410462197
	16.30%

	
	3-e
	-1260.56930498
	-791010.8945
	0.274011691
	20.52%

	
	3-f
	-1260.56801137
	-791010.0828
	1.085755718
	5.21%
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3-a                     3-b                          3-c
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3-d                         3-e                 3-f

[bookmark: _Toc3912214]Figure S71. B3LYP/6-31G(d) optimized low-energy conformers of Phaseolorin C (3)
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Method LC_Direct Infusion_pos_70-500mz.m Operator scsio
Sample Name guoheng_16-4-2-3-2-2_pos Instrument maXis 256552.00029
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capilary 4500V Set Dry Heater 180 °C
Scan Begin 70 miz Set End Plate Offset 500V Set Dry Gas 4.0 limin
Scan End 1500 miz Set Charging Voltage ov Set Divert Valve Waste
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 0.5min #29
X105
3
331.0794
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1
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Meas.miz # lonFormula  Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
309.0971 1 C15H1707 100.00 309.0969 07 02 154 75 even ok
3310794 1 C15H16NaO7 ~ 100.00 3310788 17 06 32 75 even ok
639.1684 1 C30H32NaO14 100.00 639.1684 0.0 0.0 409 145 even ok
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Analysis Info Acquisition Date 9/29/2018 11:27:59 AM
Analysis Name D:\Data\MS\data\201809\guoheng_16-3-2-4_pos_63_01_5554.d
Method LC_Direct Infusion_pos_70-500mz.m Operator scsio
Sample Name guoheng_16-3-2-4_pos Instrument maXis 255552.00029
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 70 miz Set End Plate Offset -500 V Set Dry Gas 4.0 Umin
Scan End 1500 miz Set Charging Voltage ov Set Divert Valve Waste
Set Corona 0nA Set APCI Heater o°Cc
Intens. +MS, 1.8min #108(
X105
20
373.0894
15
351.1072
10
05 3524111 374.0929
00 353,136 3603229 36,1334 375 pos7
345 350 355 360 365 370 375 miz
Meas.m/z # lonFormula  Score miz err[ppm] err[mDa] mSigma rdb e Conf N-Rule
351.1072 1 C17H1908 100.00 351.1074 08 03 414 85 even ok
3730894 1 C17H18NaO8 100.00 373.0894 0.1 0.0 309 85 even ok
7012062 1 C34H37016 10000 701.2076 21 15 472 165 even ok
7231884 1 (C34H36NaO16 100.00 723.1896 -16 -11 674 165 even ok
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Analysis Info Acquisition Date 7/11/2018 5:09:43 PM
Analysis Name D:\Data\MS\data\201807\guoheng_13-3-2-3_pos_82_01_5128.

Method LC_Direct Infusion_pos_70-500mz.m Operator scsio

Sample Name guoheng_13-3-2-3_pos Instrument maXis 255552.00029
Comment

Acquisition Parameter

Source Type Esl lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 70 miz Set End Plate Offset 500V Set Dry Gas 4.0 Umin
Scan End 1500 miz Set Charging Voltage ov Set Divert Valve Waste
Set Corona onA Set APCI Heater 0°c
Intens. +MS, 0,40 4min #2223
X
15
3330046
10
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05 3383417
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Meas.m/iz # lonFormula  Score m/z err[ppm] er[mDa] mSigma rdb e Conf N-Rule
3114124 1 C15H1907 100.00 3111125 03 0.1 63 65 even ok
3330946 1 C15H18NaO7  100.00 3330945 05 02 213 65 even ok
6431995 1 C30H36NaO14 100.00 6431997 03 02 72 125 even ok
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Analysis Info Acquisition Date 11/2/2018 5:16:19 PM
Analysis Name Di\Data\MS\data\201811\guoheng_14-2-1-2-1_pos_44_01_5729.d

Method LC_Direct Infusion_pos_70-500mz.m Operator scsio

Sample Name guoheng_14-2-1-2-1_pos Instrument maXis 255552.00029
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
‘Scan Begin 70 miz ‘Set End Plate Offset -500 V/ Set Dry Gas 4.0 Umin
Scan End 1500 miz Set Charging Voltage ov Set Divert Valve Waste
Set Corona 0nA Set APCI Heater 0°Cc
Intens. +MS, 0.5-0.5min #27-2¢
x105-
3
3
332.0852
2
) 338.3419
o212 304.2609 313.0686 3182405320251 3270476 | 3363251 M
300 305 310 315 320 325 330 335 miz
Meas.miz # lonFormula  Score miz err[ppm] err(mDa] mSigma rdb & Conf N-Rule
3310788 1 C15H16NaO7 100.00 331.0788 0.0 0.0 513.2 75 even ok

639.1679 1 C30H32NaO14 100.00 639.1684 08 05 6377 145 even ok
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Mass Spectrum SmartFormula Report

Analysis Info

Acquisition Date 11/2/2018 5:09:23 PM
Analysis Name D:\Data\MS\data\201811\guoheng_16-4-2-3-2-1_pos_42_01_5727.d
Method LC_Direct Infusion_pos_70-500mz.m Operator scsio
Sample Name guoheng_16-4-2-3-2-1_pos. Instrument maXis 255552.00029
Comment
Acquisition Parameter
Source Type Esl on Polarity Positive Set Nebulizer 04 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180°C
Scan Begin 70 miz Set End Plate Offset 500V Set Dry Gas 4.0 Uimin
Scan End 1500 miz Set Charging Voltage ov Set Divert Valve Waste
Set Corona onA Set APC Heater 0°C
Intens +\iS, 0.6-0 6min #36-38
108
15
0 309.0071
05
331.0786 338.3416
| 3205839 aeize 3ms720 | )
00. e 7 L
300 305 3i0 315 320 325 330 335 mz
Meas.m/z # lonFormula ~ Score m/z er[ppm] err[mDa] mSigma rdb € Conf N-Rule
3090971 1 C15H1707 10000 309.0969 06 02 2784 75 even ok
3310786 1 C15H16NaO7 10000 331.0788 06 02 2614 75 even ok
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