Supplementary Material

Four New Insecticidal Xanthene Derivatives from
the Mangrove-Derived Fungus Penicillium sp.
JY246

Meng Bai > Cai-Juan Zheng 2*, Xu-Hua Nong '?, Xue-Ming Zhou 2, You-Ping Luo ?,
Guang-Ying Chen 12*

1 Key Laboratory of Tropical Medicinal Resource Chemistry of Ministry of Education, Hainan Normal
University, Haikou, Hainan 571127, China; xxbai2014@163.com (M.B.); caijuan2002@163.com
(C-1.Z.); nongxuhua4883@163.com (X.-H.N.); xueming2009211@126.com X.-M.Z));
dengpengfei@gmail.com (Y.-P. L)

2 Key Laboratory of Tropical Medicinal Plant Chemistry of Hainan Province, College of Chemistry and
Chemical Engineering, Hainan Normal University, Haikou, Hainan 571127, China;
xxbai2014@163.com (M.B.); caijuan2002@163.com (C.-J.Z.); nongxuhua4883@163.com (X.-H.N.);
xueming2009211@126.com (X.-M.Z.); dengpengfei@gmail.com (Y.-P. L)

* Correspondence: chgying123@163.com (G.-Y.C.); Tel.: +86-898-6588-9422; Fax: +86-898-6588-9422

t These authors contributed equally to this work.



List of Supporting Information

Figure S1. "H NMR (DMSO-ds, 400 MHz) spectrum of 1.
Figure S2 *C NMR (DMSO-ds, 100MHz) spectrum of 1.
Figure S3 DEPT (DMSO-ds, 100 MHz) spectrum of 1.
Figure S4 HMQC spectrum of 1.

Figure S5 HMBC spectrum of 1.

Figure S6 COSY spectrum of 1.

Figure S7 NOESY spectrum of 1.

Figure S§ HRESIMS spectrum of 1.

Figure S9 'H NMR (CD3OD, 400 MHz) spectrum of 2.
Figure S10 *C NMR (CD30D, 100 MHz) spectrum of 2.
Figure S11 DEPT (CD30OD, 100 MHz) spectrum of 2.
Figure S12 HMQC spectrum of 2.

Figure S13 HMBC spectrum of 2.

Figure S14 COSY spectrum of 2.

Figure S15 NOESY spectrum of 2.

Figure S16 HRESIMS spectrum of 2.

Figure S17 'H NMR (CD3OD, 400 MHz) spectrum of 3.
Figure S18 *C NMR (CD30D, 100 MHz) spectrum of 3.
Figure S19 DEPT (CD30OD, 100 MHz) spectrum of 3.
Figure S20 HMQC spectrum of 3.

Figure S21 HMBC spectrum of 3.

Figure S22 COSY spectrum of 3.

Figure S23 NOESY spectrum of 3.

Figure S24 HRESIMS spectrum of 3.

Figure S25. 'H NMR (CD30D, 400 MHz) spectrum of 4.
Figure S26. 3C NMR (CD3OD, 100 MHz) spectrum of 4.
Figure S27. DEPT (CD30OD, 100 MHz) spectrum of 4.
Figure S28. HMQC spectrum of 4.



Figure S29.
Figure S30.
Figure S31.
Figure S32.
Figure S33.
Figure S34.
Figure S35.
Figure S36.
Figure S37.
Figure S38.
Figure S39.
Figure S40.

HMBC spectrum of 4.

COSY spectrum of 4.

NOESY spectrum of 4.

HRESIMS spectrum of 4.

'"H NMR (CDCls, 400 MHz) of S-MTPA ester of 2a
ESIMS spectrum of 2a

'H NMR (CDCls, 400 MHz) of R-MTPA ester of 2b
ESIMS spectrum of 2b

'"H NMR (CDCls, 400 MHz) of S-MTPA ester of 3a
ESIMS spectrum of 3a

"H NMR (CDCls, 400 MHz) of R-MTPA ester of 3b
ESIMS spectrum of 3b



= 8

|
;
1.00-F-—

NN
=

4.06

MTLL___

=]
]

3

0 D LW P D = o T LD D —

FmmE ZaFREBEER & =g
g =F oo e e B e A v R i — 0 -
D W o D Cl ol — — O D O D — [ R E=]
222 ST EEEEE M~ o Gl ol
e ey e | [t

T | | L

T T T T T T T T T T LE T T T T T T 1
18 170 180 150 140 130 120 10 100 a0 a0 ™ a0 50

Figure S2 '3C NMR (DMSO-ds, 100MHz) spectrum of 1.
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Figure S3 DEPT (DMSO-ds, 100 MHz) spectrum of 1.
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Figure S4 HMQC spectrum of 1.
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Figure S5 HMBC spectrum of 1.
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Figure S6 COSY spectrum of 1.
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Figure S8 HRESIMS spectrum of 1.
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Figure S9 'H NMR (CD30D, 400 MHz) spectrum of 2.
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Figure S10 '*C NMR (CD3OD, 100 MHz) spectrum of 2.
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Figure S11 DEPT (CDsOD, 100 MHz) spectrum of 2.
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Figure S12 HMQC spectrum of 2.
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Figure S13 HMBC spectrum of 2.
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Figure S16 HRESIMS spectrum of 2.



,,'I.L_.JLL ﬂ‘l A

Bl

Al

Y )

T T T
w0 3.5 Z5 Z0

T
50

55

8.0

o5

1.0

1LE

30

5

£

Figure S17 'H NMR (CD3OD, 400 MHz) spectrum of 3.
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Figure S18 '*C NMR (CD30OD, 100 MHz) spectrum of 3.
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Figure S19 DEPT (CD3OD, 100 MHz) spectrum of 3.
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Figure S20 HMQC spectrum of 3.
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Figure S21 HMBC spectrum of 3.
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Figure S25. 'H NMR (CD30D, 400 MHz) spectrum of 4.
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Figure S26. 3C NMR (CD30D, 100 MHz) spectrum of 4.
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Figure S28. HMQC spectrum of 4.
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Figure S30. COSY spectrum of 4.
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Figure S32. HRESIMS spectrum of 4.
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Figure S33. 'H NMR (CDCls, 400 MHz) of S-MTPA ester of 2a
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Figure S34. ESI-MS spectrum of 2a
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Figure S35. '"H NMR (CDCls, 400 MHz) of R-MTPA ester of 2b
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Figure S36. ESI-MS spectrum of 2b



3 I oo — G [} b~ e M O oW oD — od
Lo L R o =] o3 oo L2} o — — 9 D o9 =
oo — & & = — L5} m o 4o — & mom
®Omow oD% = 5 & o= & omoa kB
[~ I~ b o0 <O | ir] o [2r] O O = = = O O
e | [ e

.‘ ,4’|
_...,-J‘vﬁ”J \AdA ! S %@LMFM v ll““--'“*h\.mmfl |~ﬁ_

Figure S37. 'H NMR (CDCls, 400 MHz) of S-MTPA ester of 3a
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Figure S38. ESIMS spectrum of 3a
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Figure S39. '"H NMR (CDCls, 400 MHz) of R-MTPA ester of 3b
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Figure S40. ESIMS spectrum of 3b



