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Aspergilolide, a steroid lactone produced by an endophytic fungus Aspergillus sp. MBL1612 isolated from Paeonia ostii
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Abstract: A new steroid lactone with unique skeleton aspergilolide (1), and 9 known compounds helvolic acid (2), verruculogen (3), tryprostatin B (4), 13-oxofumitremorgin B (5), fumitremorgin C (6), demethoxy fumitremorgin C (7), terezine D (8), aszonalenin (9), 12, 13- dihydroxy-fumitremorgin C (10) from cultures of the endophytic fungus Aspergillus sp. MBL1612. The structure of these compounds were elucidated through spectroscopic methods such as NMR and HRMS. All of the compounds were isolated from this genus for the first time. The cytotoxicity on five human cancer cell lines of new compound were detected.
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Table S1  1H NMR (500 MHz) and 13C NMR (125 MHz) data for compound 1 in CDCl3 (J in Hz)
	Position
	δH
	δC

	1
	7.31 (d, 10.1)
	156.7 (d)

	2
	5.88 (d,10.0)
	128.1 (d)

	3
	-
	201.2 (s)

	4
	2.75 (m)
	40.5 (d)

	5
	2.31 (dd, 12.4, 1.5)
	47.2 (d)

	6
	5.28 (d, 1.5)
	73.3 (d)

	7
	-
	208.5 (s)

	8
	-
	52.4 (s)

	9
	2.57 (dd, 13.0, 3.2)
	42.1 (d)

	10
	-
	38.4 (s)

	11
	2.23 (m)
	23.9 (t)

	12
	2.01 (m)
	22.1 (t)

	
	1.81 (dd, 12.8, 3.5)
	

	13
	2.95 (dd, 12.7, 3.2)
	43.5 (d)

	14
	-
	53.1 (s)

	15
	2.48 (m)
	36.5 (t)

	
	1.76 (m)
	

	16
	4.93 (dd, 10.9, 4.0)
	81.6 (d)

	17
	-
	167.3 (s)

	18
	-
	125.2 (s)

	19
	-
	176.1 (s)

	20
	0.82 (s)
	20.4 (q)

	21
	1.42 (s)
	27.7 (q)

	22
	2.38 (m)
	24.3 (t)

	23
	2.23 (m)
	27.4 (t)

	24
	5.11 (m)
	123.2 (d)

	25
	-
	133.2 (s)

	26
	1.68 (s)
	25.8 (q)

	27
	1.60 (s)
	18.0 (q)

	28
	1.29(d, 6.9)
	13.3 (q)

	29
	1.31 (s)
	18.4 (q)

	30
	-
	168.9 (s)

	31
	2.11 (s)
	20.9 (q)
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Fig S1  Key HMBC and COSY correlations of compound 1
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Fig S2  Key ROESY correlations of compound 1
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Fig S3  Chemical structures of compounds 2-10


[image: image6.emf]Fig S4  ORD of compound 1
[image: image7.emf]Sample : LPA2Frequency Range : 399.246 - 3996.32Measured on : 15/09/2017

Technique : KBr压片
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Fig S5  IR of compound 1
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Fig S6  UV of compound 1
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Fig S7  HRESIMS of compound 1

[image: image10.emf]Fig S8  1H NMR (500 MHz) spectrum of compound 1 in CDCl3


[image: image11.emf] Fig S9  13C NMR (125 MHz) spectrum of compound 1 in CDCl3

 
[image: image12.emf]Fig S10  HSQC spectrum of compound 1 in CDCl3


[image: image13.emf]Fig S11  1H-1H COSY spectrum of compound 1 in CDCl3


[image: image14.emf]Fig S12  HMBC spectrum of compound 1 in CDCl3


[image: image15.emf]Fig S13  ROESY spectrum of compound 1 in CDCl3
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Formula Predictor Report - LPA2.lcd

Data File: E:\\DATA\2017\0911\LPA2.Icd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 100 ) 2 0 50 P 3 0 0 Br 1 0 0 Cl
B 3 0 0 F 1 0 0 S 2 0 0 | 3 0 0
C 4 0 100 Na 1 0 0 Cl 1 0 0 Pt 2 0 0
N 3 0 20 Mg 2 0 0 Fe 2 0 0
Error Margin (ppm): 5 DBE Range: -2.0-100.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 10
Event#: 2 MS(E-) Ret. Time : 0.390 Scan# : 80
2.600e6|
2.400e6
2.200e6
2.000e6
1.800e6
1.600e6] 543.0518
1.400e6-
1.200e6
1.000e6+
8.000e5- 380.0686 545.2538
1 553.2840 544.2571
6.000e5 365.2494 1 '
zzl.gggegj 255'f3r9 ‘ L4&19.[757 ‘ 546.2560
-U00es 554.2844
7‘ ‘\\‘ e ‘\“H‘\‘H‘ “H\‘Ll“ ‘\\‘M‘I\L\.I\‘h‘ | ‘M‘m\‘ulﬁh‘\n‘\‘ 1
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 543.2518 m/z
543.2518
100.04
50.01
545.2538
544.2571
546.2560
543.0469| 543 4602 A
LN ‘\M“‘\“ R S s e T S S o S e S S LN T
543.0 543.5 544.0 544.5 545.0 545.5 546.0 546.5 547.0 547.5
C31 H40 O6 [M+ClI]- : Predicted region for 543.2519 m/z
543.2519
100.04
\
|
50.01
545.2506
544.2553 ‘
I
| 546.2531
\ ‘
|
J N
— 1 T T T LN UL T 1 T T T — 1 T T T
543.0 543.5 544.0 544.5 545.0 545.5 546.0 546.5 547.0 547.5
Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df.(ppm) DBE
C31 H40 O6 [M+CIJ- 543.2518 543.2519 -0.1 -0.18 12.0
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