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S2. 
1
H NMR spectrum (500 MHz, CDCl3) of the new compound 1 
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NAME         271.3.1.10
EXPNO                 1
PROCNO                1
Date_          20121224
Time              20.36
INSTRUM           spect
PROBHD   5 mm PABBI 1H/
PULPROG            zg30
TD                32768
SOLVENT           CDCl3
NS                    1
DS                    2
SWH            6009.615 Hz
FIDRES         0.183399 Hz
AQ            2.7263477 sec
RG                35.42
DW               83.200 usec
DE                 6.50 usec
TE                294.6 K
D1           2.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        500.1319005 MHz
NUC1                 1H
P1                 7.50 usec
SI                65536
SF          500.1300070 MHz
WDW                  GM
SSB                   0
LB                -1.50 Hz
GB                 0.15
PC                10.00

 



S3. 
13

C NMR spectrum (175 MHz, CDCl3) of the new compound 1 
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NAME         271.3.1.10
EXPNO                11
PROCNO                1
Date_          20121219
Time               2.12
INSTRUM           spect
PROBHD   5 mm PABBI 1H/
PULPROG            zgpg
TD                65536
SOLVENT           CDCl3
NS                   63
DS                    0
SWH           42613.637 Hz
FIDRES         0.650232 Hz
AQ            0.7690057 sec
RG                  203
DW               11.733 usec
DE                 6.50 usec
TE                299.3 K
D1           6.00000000 sec
D11          0.03000000 sec
TD0                4096

======== CHANNEL f1 ========
NUC1                13C
P1                13.40 usec
PL1               -1.00 dB
PL1W       134.39680481 W
SFO1        176.0671943 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             76.00 usec
PL2                0.00 dB
PL12              20.00 dB
PL13              23.00 dB
PL2W        23.41078186 W
PL12W        0.23410782 W
PL13W        0.11733185 W
SFO2        700.1328005 MHz
SI                32768
SF          176.0478360 MHz
WDW                  EM
SSB                   0
LB                 2.00 Hz
GB                    0
PC                 3.00

 



S4. COSY spectrum (500 MHz, CDCl3) of the new compound 1 
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S5. HSQC spectrum (500 MHz, CDCl3) of the new compound 1 
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S6. HMBC spectrum (500 MHz, CDCl3) of the new compound 1 
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S7. NOESY spectrum (500 MHz, CDCl3) of the new compound 1 

ppm
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S8. 
1
H NMR spectrum (500 MHz, CDCl3) of the new compound 2  
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NAME         271.3.1.14
EXPNO                 1
PROCNO                1
Date_          20121231
Time              19.37
INSTRUM           spect
PROBHD   5 mm PABBI 1H/
PULPROG              zg
TD                32768
SOLVENT           CDCl3
NS                    1
DS                    0
SWH            6009.615 Hz
FIDRES         0.183399 Hz
AQ            2.7263477 sec
RG                32.09
DW               83.200 usec
DE                 6.50 usec
TE                296.0 K
D1           2.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        500.1314632 MHz
NUC1                 1H
P1                 7.50 usec
SI                65536
SF          500.1300125 MHz
WDW                  GM
SSB                   0
LB                -1.50 Hz
GB                 0.15
PC                 2.00

 

HO

O

H

O

O



S9. 
13

C NMR spectra (176 MHz, CDCl3) of of the new compound 2 
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NAME         271.3.1.14
EXPNO                11
PROCNO                1
Date_          20121219
Time               1.55
INSTRUM           spect
PROBHD   5 mm PABBI 1H/
PULPROG            zgpg
TD                65536
SOLVENT           CDCl3
NS                  114
DS                    0
SWH           42613.637 Hz
FIDRES         0.650232 Hz
AQ            0.7690057 sec
RG                  203
DW               11.733 usec
DE                 6.50 usec
TE                299.3 K
D1           6.00000000 sec
D11          0.03000000 sec
TD0                4096

======== CHANNEL f1 ========
NUC1                13C
P1                13.40 usec
PL1               -1.00 dB
PL1W       134.39680481 W
SFO1        176.0671943 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             76.00 usec
PL2                0.00 dB
PL12              20.00 dB
PL13              23.00 dB
PL2W        23.41078186 W
PL12W        0.23410782 W
PL13W        0.11733185 W
SFO2        700.1328005 MHz
SI                32768
SF          176.0478350 MHz
WDW                  EM
SSB                   0
LB                 2.00 Hz
GB                    0
PC                 3.00
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S10. COSY spectrum (500 MHz, CDCl3) of the new compound 2 
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S11. HSQC spectrum (500 MHz, CDCl3) of the new compound 2 
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S12. HMBC spectrum (500 MHz, CDCl3) of the new compound 2 

ppm
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S13. NOESY spectrum (500 MHz, CDCl3) of the new compound 2 

ppm
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S14. 
1
H NMR spectrum (500 MHz, CDCl3) of the new compound 3 
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NAME         271.3.1.76
EXPNO                 5
PROCNO                1
Date_          20130126
Time              18.22
INSTRUM           spect
PROBHD   5 mm PABBI 1H/
PULPROG              zg
TD                32768
SOLVENT           CDCl3
NS                    1
DS                    0
SWH            6009.615 Hz
FIDRES         0.183399 Hz
AQ            2.7263477 sec
RG               134.45
DW               83.200 usec
DE                 6.50 usec
TE                299.4 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        500.1314632 MHz
NUC1                 1H
P1                 7.50 usec
SI                65536
SF          500.1300131 MHz
WDW                  GM
SSB                   0
LB                -1.50 Hz
GB                 0.15
PC                 3.00

 



S15. 
13

C NMR spectrum (125 MHz, CDCl3) of the new compound 3 
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NAME         271.3.1.76
EXPNO                11
PROCNO                1
Date_          20130120
Time              23.58
INSTRUM           spect
PROBHD   5 mm PABBI 1H/
PULPROG            zgpg
TD                65536
SOLVENT           CDCl3
NS                 7120
DS                    0
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG               196.84
DW               16.800 usec
DE                 6.50 usec
TE                296.9 K
D1           8.00000000 sec
D11          0.03000000 sec
TD0                4096

======== CHANNEL f1 ========
SFO1        125.7709936 MHz
NUC1                13C
P1                14.80 usec
SI                32768
SF          125.7577917 MHz
WDW                  EM
SSB                   0
LB                 2.00 Hz
GB                    0
PC                 1.80

 



S16. COSY spectrum (500 MHz, CDCl3) of the new compound 3 
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S17. HSQC spectrum (500 MHz, CDCl3) of the new compound 3 
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S18. HMBC spectrum (500 MHz, CDCl3) of the new compound 3 

ppm
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S19. NOESY spectrum (500 MHz, CDCl3) of the new compound 3 

ppm
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S20. 
1
H NMR spectrum (500 MHz, CDCl3) of the new compound 4  

 

1.01.52.02.53.03.54.04.55.0 ppm
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NAME      271.3.2.10.13
EXPNO                 5
PROCNO                1
Date_          20130301
Time              21.51
INSTRUM           spect
PROBHD   5 mm PABBI 1H/
PULPROG              zg
TD                32768
SOLVENT           CDCl3
NS                    1
DS                    0
SWH            2533.784 Hz
FIDRES         0.077325 Hz
AQ            6.4662685 sec
RG               119.65
DW              197.333 usec
DE                 6.50 usec
TE                299.9 K
D1           2.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        500.1315014 MHz
NUC1                 1H
P1                 7.20 usec
SI                65536
SF          500.1300220 MHz
WDW                  GM
SSB                   0
LB                -1.50 Hz
GB                  0.1
PC                 8.00
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S21. 
13

C NMR spectrum (125 MHz, CDCl3) of the new compound 4 
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NAME      271.3.2.10.13
EXPNO                11
PROCNO                1
Date_          20130301
Time              19.50
INSTRUM           spect
PROBHD   5 mm PABBI 1H/
PULPROG            zgpg
TD                65536
SOLVENT           CDCl3
NS                  775
DS                    0
SWH           27573.529 Hz
FIDRES         0.420739 Hz
AQ            1.1884362 sec
RG               196.84
DW               18.133 usec
DE                 6.50 usec
TE                301.2 K
D1          10.00000000 sec
D11          0.03000000 sec
TD0                4096

======== CHANNEL f1 ========
SFO1        125.7709936 MHz
NUC1                13C
P1                14.80 usec
SI                65536
SF          125.7577923 MHz
WDW                  EM
SSB                   0
LB                 2.00 Hz
GB                    0
PC                 1.20
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S22. COSY spectrum (500 MHz, CDCl3) of the new compound 4 

ppm

1.01.52.02.53.03.54.04.55.0 ppm
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S23. HSQC spectrum (500 MHz, CDCl3) of the new compound 4 
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S24. HMBC spectrum (500 MHz, CDCl3) of the new compound 4 

ppm
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S25. NOESY spectrum (500 MHz, CDCl3) of the new compound 4 

ppm
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S26. 
1
H NMR spectrum (700 MHz, CDCl3) of the new compound 5  

 

1.01.52.02.53.03.54.04.55.05.5 ppm
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NAME         271.3.2.12
EXPNO                 5
PROCNO                1
Date_          20130212
Time              17.19
INSTRUM           spect
PROBHD   5 mm TBI 1H/13
PULPROG              zg
TD                32768
SOLVENT           CDCl3
NS                    1
DS                    0
SWH            3997.868 Hz
FIDRES         0.122005 Hz
AQ            4.0982347 sec
RG                 22.6
DW              125.067 usec
DE                 6.50 usec
TE                299.3 K
D1           2.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                 9.55 usec
PL1                1.00 dB
PL1W        18.59584427 W
SFO1        700.1321806 MHz
SI                65536
SF          700.1300212 MHz
WDW                  GM
SSB                   0
LB                -2.00 Hz
GB                 0.12
PC                 2.00
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S27. 
13

C NMR spectrum (176 MHz, CDCl3) of the new compound 5 
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NAME         271.3.2.12
EXPNO                11
PROCNO                1
Date_          20130209
Time               1.29
INSTRUM           spect
PROBHD   5 mm TBI 1H/13
PULPROG            zgpg
TD                65536
SOLVENT           CDCl3
NS                  833
DS                    0
SWH           42613.637 Hz
FIDRES         0.650232 Hz
AQ            0.7690057 sec
RG                  203
DW               11.733 usec
DE                 6.50 usec
TE                300.5 K
D1           6.00000000 sec
D11          0.03000000 sec
TD0                4096

======== CHANNEL f1 ========
NUC1                13C
P1                13.50 usec
PL1                0.00 dB
PL1W       106.75517273 W
SFO1        176.0671943 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             72.00 usec
PL2                1.00 dB
PL12              17.80 dB
PL13              22.00 dB
PL2W        18.59584427 W
PL12W        0.38852233 W
PL13W        0.14771205 W
SFO2        700.1328005 MHz
SI                32768
SF          176.0478333 MHz
WDW                  EM
SSB                   0
LB                 2.00 Hz
GB                    0
PC                 1.50
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S28. COSY spectrum (700 MHz, CDCl3) of the new compound 5 

ppm
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S29. HSQC spectrum (700 MHz, CDCl3) of the new compound 5 
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S30. HMBC spectrum (700 MHz, CDCl3) of the new compound 5 

ppm
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S31. NOESY spectrum (700 MHz, CDCl3) of the new compound 5 

ppm
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S32. 
1
H NMR spectrum (700 MHz, CDCl3) of the new compound 6  

 

1.01.52.02.53.03.54.04.55.05.5 ppm
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NAME      271.3.2.10.12
EXPNO                 1
PROCNO                2
Date_          20130313
Time              22.29
INSTRUM           spect
PROBHD   5 mm TBI 1H/13
PULPROG              zg
TD                32768
SOLVENT           CDCl3
NS                    1
DS                    0
SWH            8417.509 Hz
FIDRES         0.256882 Hz
AQ            1.9464692 sec
RG                  144
DW               59.400 usec
DE                 6.50 usec
TE                300.3 K
D1           2.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                 9.55 usec
PL1                1.00 dB
PL1W        18.59584427 W
SFO1        700.1337358 MHz
SI                65536
SF          700.1300215 MHz
WDW                  GM
SSB                   0
LB                -1.50 Hz
GB                 0.15
PC                 4.00
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S33. 
13

C NMR spectrum (176 MHz, CDCl3) of the new compound 6 
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NAME      271.3.2.10.12
EXPNO                11
PROCNO                1
Date_          20130305
Time              20.36
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zgpg
TD                65536
SOLVENT           CDCl3
NS                 6746
DS                    0
SWH           42613.637 Hz
FIDRES         0.650232 Hz
AQ            0.7690057 sec
RG                  203
DW               11.733 usec
DE                 6.50 usec
TE                307.0 K
D1          10.00000000 sec
D11          0.03000000 sec
TD0                4096

======== CHANNEL f1 ========
NUC1                13C
P1                 8.70 usec
PL1                2.00 dB
PL1W        67.35796356 W
SFO1        176.0671943 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             74.00 usec
PL2               -1.00 dB
PL12              13.00 dB
PL13              16.00 dB
PL2W        29.47242737 W
PL12W        1.17331851 W
PL13W        0.58805227 W
SFO2        700.1328005 MHz
SI                32768
SF          176.0478221 MHz
WDW                  EM
SSB                   0
LB                 2.00 Hz
GB                    0
PC                 2.00

 

HO

O

H

HO



S34. COSY spectrum (500 MHz, CDCl3) of the new compound 6 

ppm
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S35. HSQC spectrum (500 MHz, CDCl3) of the new compound 6 
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S36. HMBC spectrum (700 MHz, CDCl3) of the new compound 6 

ppm
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S37. NOESY spectrum (700 MHz, CDCl3) of the new compound 6 
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S38. The details of the bioassay experiments and a photograph of a Penares sp. (PIBOC O30-271) marine sponge 

 

The MTS test: cells were cultured for 12 h in 96-well plates (3 × 10
3
 cells per well), 100 µL/well for HeLa and JB6 Cl41 cells or 50 µL/well for 

HL-60 cells. The medium was then replaced with fresh medium containing substances at various concentrations in a total volume of 100 µL/well (for 

HeLa and JB6 Cl41 cells) or 50 µL/well of fresh substance-containing medium were added (for HL-60 cells) and the cells were incubated for 46 h. 

Subsequently 20 µL of Cell Titer 96 Aqueous One Solution Reagent (Promega) was added into each well, and MTS reduction was measured 2 h later 

spectrophotometrically at 492 and 690 nm as background using µQuant equipment (Bio-Tek Instruments). 

 

The MTT method: The EtOH solutions (20 µL) of tested substances at different concentrations and cell suspension (200 µL) were added to the 

wells of 96-well plate and incubated for 18 h at 37 °C and 5% CO2. After incubation the cells were pelleted by centrifugation, the medium in each well 

were replaced by 100 µL of fresh medium. Then 10 µL of MTT solution (5 µg/mL in dH2O, Sigma) were added to each well and the plate was 

incubated for 4 h. Further 100 µL of SDS-HCl were added to each well and the plate was incubated at 37 °C for 18 h. The optical density was 

measured at 570 nm and 690 nm (Multiscan FC, Thermo Scientific). 
 

 
A photograph of a Penares sp. (PIBOC O30-271) marine sponge 


