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Abstract: Chemical investigation of the fungus Penicillium sp. SCSIO Ind16F01 derived from
deep-sea  sediment sample afforded a new  xanthone,  3,8-dihydroxy
-2-methyl-9-oxoxanthene-4-carboxylic acid methyl ester (1) and a new chromone,
coniochaetone ] (2), together with three known xanthones,
8-hydroxy-6-methyl-9-oxo-9H-xanthene-1-carboxylic acid methyl ester 3),
7,8-dihydroxy-6-methyl-9-oxo-9H-xanthene-1-carboxylic =~ acid  methyl ester  (4),
1,6,8-trihydroxy-3-(hydroxymethyl)anthraquinone  (5), three  known  chromones,
coniochaetone B (6), citrinolactones B (7), epiremisporine B (8), and four reported rare class of
N-methyl quinolone lactams: quinolactacins B (9), C1 (10), and C2 (11), and quinolonimide
(12). The structures of new compounds were determined by analysis of the NMR and MS
spectroscopic data. Those isolated compounds were evaluated for their antiviral (EV71 and
H3N2) and cytotoxic activities.

Keywords: marine-derived fungus; Penicillium sp. SCSIO Ind16F01; xanthone; chromone;
N-methyl quinolone lactams.
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Table S1. antiviral (H3N2 and EV71) and cytotoxic activities of Compounds 1-12

cytotoxic activities i
Y anti-enterovirus 71 anti-HIN2
K562 MCE-7 SGC7901
compounds | Inhibition Inhibition Inhibition
Inhibition Inhibition
rate % 1C50 1C50 1C50 rate % 1C50 rate % IC50
rate %(30uM) rate %(30uM)

(30uM) (30uM) (30uM)
1 97.88 ND 101.08 ND 85.29 ND -12.21 ND -4.9 ND
2 102.49 ND 96.48 ND 93.92 ND 37.25 8.16E-05 10.4 ND
3 107.53 ND 101.59 ND 103.80 ND 0.94 ND 5.0 ND
4 104.51 ND 123.27 ND 107.97 ND -5.93 ND -6.0 ND
5 113.21 ND 109.80 ND 110.74 ND 8.50 ND -0.9 ND
6 95.37 ND 104.47 ND 96.73 ND 5.59 ND -4.1 ND
7 102.13 ND 121.25 ND 98.51 ND 6.68 ND -3.3 ND
8 3.11 1.67E-05 -0.98 1.63E-05 3.46 1.58E-05 88.21 1.98E-05 91.5 2.41E-05
9 109.48 ND 104.61 ND 93.79 ND 6.76 ND -0.7 ND
10 114.17 ND 120.96 ND 99.99 ND 11.49 ND 9.3 ND
11 111.19 ND 113.40 ND 104.15 ND -2.74 ND -5.3 ND
12 102.92 ND 105.77 ND 102.63 ND 1.13 ND 1.8 ND
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S3:

Comparison the 'H-NMR Spectrum of 1 in CDCl; and in DMSO-d6
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S5: HMQC (500 MHz) Spectrum of Compound 1
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Transmittance (%)

S7: HRESI-MS Spectrum of Compound 1

Analysis Info Acquisition Date 5/25/2017 9:43:27 AM
Analysis Name DiData\MS\datal201705\uoxiaowei_qmn-1_neg_3_01_3039.d
Method LC_Direct Infusion_neg_100-1000mz.m Operator SCSIo
Sample Name luoxiaowei_gmn-1_neg Instrument maXis 256552.00029
Comment
Acquisition Parameter
Source Type Es| lon Polarity Negative Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4000 V Set Dry Heater 180°C
Sean Begin 100 miz Set End Plate Offset 500V Set Dry Gas 4.0 Umin
Sean End 2000 miz Set Charging Vollage ov Set Divert Valve Waste
Set Corona OnA Set APCI Heater 0'C
Intens. -MS, 0.2min #1.
x105:
1,00
1-
299.0569
0.75 ‘
0.50
0.25: 1-
‘ 335.‘0334
200 300 310 320 330 340 miz
Meas. m/z # lonFormula  Score miz err[ppm] er[mDa] mSigma rdb e Conf N-Rule
290.056853 1 C16H1106 10000 299.055112 25 07 49 115 even ok
335033385 1 C16H12CI06  100.00 335032789 48 0.6 135 105 even ok
635.086323 1 C32H24CIO12 100,60 635098177 02 0.1 943 205 even ok
luoxiaowei_gmn-1_neg_3_01_3039. o - T B
Bruker Compass DataAnalysis 4.1 printed:  5/25/2017 9:59:27 AM by: SCSIO Page 1of 1
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S9: UV Spectrum of Compound 1
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S10: EI-MS Spectrum of Compound 1
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S11: 'H-NMR (500 MHz, CDCls) Spectrum of Compound 2
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S12: 3C-NMR (125 MHz, CDCl3) Spectrum of Compound 2
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S13: HMQC (500 MHz) Spectrum of Compound 2

Il

s h N R Ak

| R

w

£l Cppm)

S14: HMBC (500 MHz) Spectrum of Compound 2

I, |

£l Cppm)



Transmittance (%)

S15: HRESI-MS Spectrum of Compound 2

Mass Spectrum SmartFormula Report

Analysis Infa Acquisition Date

6/3/2016 11:13:30 AM

Analysis Name D:\Data\MS\data\201606\yangbin_IFB-1_pos_2_01_1947.d o
Method LC_Direct Infusion_pos_100-1000mz.m Operator "
Sample Name yangbin_IFB-1_pos Instrument / Ser# maXis 29
Comment
Acquisition Parameter i o
Source Type ES| lon Polarity Posilive Set Nebulizer DA Dae
Focus. Active Set Capillary 4500V Set Dry Heater & 0lin
Scan Begin 100 miz Set End Plate Offset 500 Set Dry Gas g0l
Scan End 2000 miz Set Collision Cell RF 800.0 Vpp Set Divert Valve aste
Intens.
x1
20
1.5 313.0687
10
05
o 2949389
29 295 300 305 310 315 320
Meas. m/z # Formula Score miz err[ppm] err[mDa] mSigma rdb e Conf N-Rule
3130687 1 C15H14NaO6 9799 313.0683 13 04 238 85 even ok
6031473 1 C30H28NaO12 10000 603.1473 00 0.0 74 165 even ok
Bruker Compass DataAnalysis 4.0 printed: 6/3/2016 11:19:55 AM Page 10f1
S16: IR Spectrum of Compound 2
1.00
1 -
]
©
7S
@ -
0.95 S Ve gl o
’ 3 < N;% o
o )
@~ by
5 3 g 2
4 @ @©
3 e @
& ~
3 o~
0.90 = 5
— N wn
2 ™~ 25 =
o| O @ o)
|
d = &
4 o
©
eq o 3 8 ©
~ 0 ; ©
~ 3 pois 0
0.85 I A =
. ~
=
o 2
<4 o
4 s <
8 <
) ]
[ee] -~
=]
©
0.80 T r T r T r

I I I I I
4000 3500 3000 2500 2000 1500

Wavenumber (cm-1)

1
1000 500



Absorbance (AU)

225

S17: UV Spectrum of Compound 2
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'H- and 3*C-NMR Spectrum of Compound 4
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$20: 'H- and *C-NMR Spectrum of Compound 5
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S21: 'H- and *C-NMR Spectrum of Compound 6

12,20

.10

I

0. B

—~&

=

1,00~
0.08-=

4500

4000

2500

{2000

F1500

(1000

— 18033
— 150,80
— 1566
— 145,86

=)

— 13012

.ﬁ
o
i

— 111,63

10705
10681

(i

0. 08
0,01
28, 9
28, 08
28. 30
2167
2l

—lz. 10
0,

1

¢
<

~1a0000

160000

140000

~120000

-100000

80000

~60000

40000

~20000

0

T
230

T T T T T
220 210 200 180 180

T T T T T T
170 160 150 140 130 120 110
fl

(ppmi

T
100

(30000

20000

10000

-— 10000

=20000

T T T T T T T T T T
210 200 1890 180 170 160 150 140 130 120

T
110

T
100
1 (o

T
an

T T T T T T T T T T
80 o G0 &0 -10

-20



12,2452

$22: 'H- and *C-NMR Spectrum of Compound 7
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'H- and *C-NMR Spectrum of Compound 8
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S24: 'H- and *C-NMR Spectrum of Compound 9
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$25:Comparing 'H-NMR Spectrum of Compounds 9 and 10
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$27: 'H- and *C-NMR Spectrum of Compound 12
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