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1. The spectra of penicillone A (1)

Figure S1. The UV spectrum of compound 1
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Figure S2. The IR spectrum of compound 1
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Figure S3. The HR-ES

-M

S spectrum of compound 1
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CWNOoOMNMNDMN o YoooMmMaMmMMmMMm SN o
M0 D@D O T M - CTMRM OO OO0 D W < .: /\)
VT NDO>MAN - D OTTONNNNNOC
P TR R TPy w MO e e NN NN NN o NAME SF6-1D-1-10
NNV T NV SN |
PROCNO 1
Date_ 20160602
Time 11.26
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2g30
™ 65536
SOLVENT cDCl3
5 8
DS 2
SWH 8012.820
FIDRES 0.122266
AQ 1.0894966
RG 203
DW 62.400
DE 6.50
TE 295.5
D1 1.00000000
DO 1
== CHANNEL f1 =
SFO1 400.1324710
NUCL 1H
P1 14.40
sI 65536
SF 400.1300098
WDW EM
55B 0
LB 0.30
GB 0
PC 1.00
an | (=] (=) (=1 |l (=] o~
sl lslal |4l s i cilol il Al e
T T T T T T T T T T T T
11 10 9 8 7 6 5 1 3 2 1 ppm



Figure S5. The 1*C-NMR spectrum of compound 1
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Figure S6. The HSQC spectrum of compound 1
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Figure S7. The HMBC spectrum of compound 1
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Figure S8. The NOESY spectrum of compound 1
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2. The spectra of penicillone B (2)

Figure S9. The UV spectrum of compound 2
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Figure S11. The HR-ESI-MS spectrum of compound 2

Mass Spectrum SmartFormula Report

5/29/2018 10:50:17 AM

Analysis Info

Analysis Name  D:\Data\20180529CEYANG\S-9.d

Acquisition Date

Method 2017_tune_Low_Neg.m Operator Bruker Customer
Sample Name S-9 Instrument / Ser# micrOTOF-Q 125
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 vV Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset -500V Set Dry Gas 4.0 Vmin
Scan End 3000 miz Set Collision CellRF  400.0 Vpp Set Divert Valve Source
Intens. +MS, 0.4min #21
x10%4
0.8
064 357.0970
0.4+
0.2 366.0991 379.0716
0.0 T T T Gl l L l . l Y
330 340 350 360 370 380 miz
Meas. # Formula miz er Me rdb N- e mSig Std | Std Std | Std Std
m/z [pp  an R Conf ma Mean VarNo miz  Comb
m] emr ul miz m Diff Dev
[pp e
m]
357.0970
1 C19H1707 357.0969 -0.4 4.1 115 ok even 44.69 0.0710 0.0032 0.0302 0.0063 0.8427
Intens. | C19H17 O 7 357.10]
x10%
0.8+
eh 357.0069
0.4+
0.2
0.0 T T T L T T
330 340 350 360 370 380 mz
Meas. # Form miz err  Mean rdb N-Rul e~ mSig  Std| Std  Stdl Std Std
miz ula [ppm] err e Conf ma Mean VarNo mfz Comb
[ppm] miz m Diff Dev
.
Figure S12. The 'H-NMR spectrum of compound 2
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Figure S13. The 13C-NMR spectrum of compound 2
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Figure S14. The HSQC spectrum of compound 2
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AV-600-HMBC
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Figure S15. The HMBC spectrum of compound 2
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3. The spectra of penicillone C (3)
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Figure S17. The UV spectrum of compound 3
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Figure S19. The HR-ESI-MS spectrum of compound 3
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Figure S20. The 'H-NMR spectrum of compound 3
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Figure S21. The 13C-NMR spectrum of compound 3
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Figure S23. The HMBC spectrum of compound 3
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Figure S24. The NOESY spectrum of compound 3

AV-600-NOESY
Sample:

BRUKER
L}

NAME SF6-1D-4-5-1
i EXPNO 6
PROCNO 1
| | ppm Date_ 20170711
v 3 LI Time 8.59
I INSTRUM spect
; PROBHD 5 mm PABBO BB-
l— 1 PULPROG noesyph
1 1024
SOLVENT DMsSO
S 1
2 DS 4
SWH 8389.262
FIDRES 8.192638
+ 3 AQ 0.0611400
RG 161
DW 59,600
£y DE 6.50
TE 299.5
DO 0.00004547
D1 2.00000000
i & D8 0.60000002
. ND 0.00011920
1
6
1
i PL1 -4,
e 7 PL1W 34.70265579
1 SFO1 600.1342009
H NDO 1
SRR G RpU T T ™
I SFO1 600.1342
| FIDRES 35.547779
' SW 3.979
kb 9 FnMODE States-TPPI
| SI 1024
: SF 600.1299963
WDW QSINE
'F 10 S5B 2
. LB 0.00
) | GB 0
77777 T r+11 BC 1.00
. S1 1024
! MC2 States-TPPI
12 SF 600.1299963
T WOW QSINE
0 m 5SB 2
PPl LB 0.00
GB 0



4. The spectra of penicillone D (4)

Figure S25. The UV spectrum of compound 4
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Figure S27. The HR-ESI-MS spectrum of compound 4
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Figure S28. The 'H-NMR spectrum of compound 4
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Figure S29. The 13C-NMR spectrum of compound 4
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Figure S31. The HMBC spectrum of compound 4
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Figure S32. The NOESY spectrum of compound 4
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5. The spectra of compound 5

Figure S33. The 'H-NMR spectrum of compound 5
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Figure S34. The 13*C-NMR spectrum of compound 5
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6. The spectra of compound 6

Figure S35. The 'H-NMR spectrum of compound 6
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7. The spectra of compound 7

Figure S37. The 'H-NMR spectrum of compound 7
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8. The spectra of compound 8

Figure S39. The 'H-NMR spectrum of compound 8
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Figure S40. The 1*C-NMR spectrum of compound 8
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9. The spectra of compound 9

Figure S41. The 'H-NMR spectrum of compound 9
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Figure S42. The 13*C-NMR spectrum of compound 9
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10. The spectra of compound 10

Figure S43. The 'TH-NMR spectrum of compound 10
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Figure S44. The 13C-NMR spectrum of compound 10
& = awes g8 NSeEEEE BRUKER
- 0 <0 Mo w o N ™Mo © o n oo [~ ® OV O W WD O LN
~ SN o ® SHwmo M S o NHOCO®ENO D
: . s = o« HOCINNO®HNY
©® o 0w 0w <« o 00 W D
©®  ® 60w 0 @ o HOoooCOoO o ™ CoanRA®S - o
-1 o hurgel el ik i - © R R R R R RN NAME SF6-2D-3
LN Ve NN L SN Eroon :
PROCNO : |
Date_ 20160625
Time 12.31
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
™D 65536
SOLVENT DMSO
NS 10000
4
24038.461 Hz
0.366798 Hz
1.3631988 sec
203
20.800 usec
6.50 usec
297.8 K
2.00000000 sec
0.03000000 sec
1
CHANNEL fl =======:
100.6228293 MHz
13C
9.40 usec
32768
100.6128179 MHz
EM
[}
1.00 Hz
0
1.40
T T T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 T0 60 50 40 30 20 10 ppm



11. The spectra of compound 11

Figure S45. The 'H-NMR spectrum of compound 11
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Figure S46. The 13*C-NMR spectrum of compound 11
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12. The spectra of compound 12

Figure S47. The 'H-NMR spectrum of compound 12
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Figure S48. The 13*C-NMR spectrum of compound 12
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13. The spectra of compound 13

Figure S49. The 'H-NMR spectrum of compound 13
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Figure S50. The 13C-NMR spectrum of compound 13
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14. The spectra of compound 14

Figure S51. The 'TH-NMR spectrum of compound 14
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Figure S52. The 13C-NMR spectrum of compound 14
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15. The spectra of compound 15

Figure S53. The 'TH-NMR spectrum of compound 15
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Figure S54. The 13C-NMR spectrum of compound 15
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16. The spectra of compound 16

Figure S55. The 'TH-NMR spectrum of compound 16
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Figure S56. The 13C-NMR spectrum of compound 16
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