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Farnesyl phenolic enantiomers as natural MTH1 inhibitors from
Ganoderma sinense
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Supplementary Figure 1: '"H NMR (400 MHz) spectrum of 1 and 2 in CD,OD.
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Supplementary Figure 2: *C NMR (600 MHz) spectrum of 1 and 2 in CD,OD.
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Supplementary Figure 3: HSQC spectrum of 1 and 2 in CD,OD.
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Supplementary Figure 4: HMBC spectrum of 1 and 2 in CD,OD.
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Supplementary Figure 5: 'H-1H COSY spectrum of 1 and 2 in CD,OD.
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Supplementary Figure 6: NOESY spectrum of 1 and 2 in CD,OD.
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Supplementary Figure 7: CD spectrum of compound 1.
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Supplementary Figure 8: CD spectrum of compound 2.
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Single Mass Analysis

Tolerance =50 mDa / DBE: min =-1.5, max =50.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

87 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

Mass Calc. Mass | mDa | PP DBE__ | Formula [i... [i-FIT Norm |Fit Conf %| C | H | O | Na|
575. 2260 575.2257 0.3 0.5 13.5 C31 H36 09 Na 46.3 n/a na 31 36 9 1

5+ 128 (0.508) Cm (127:143)
1: TOF MS ES+
575.2260 6.02e+006

100+
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Supplementary Figure 9: HRESIMS data of 1 and 2.



www.impactjournals.com/oncotarget/ Oncotarget, Supplementary Materials 2017

4.3975 T T T
4. 0000 =
3. 0000H .
=2 2. 0000H .
-
1. 0000 -
0. 0000 $
-0.3739 : 1 1
200. 00 250.00 300. 00 350.00 400. 00
e
Mg Mt PV Wavelength Abs.
HICHEM (e ):  200. 0034400.00 1 @ 386.00 0292
e bR 2 ® 311.60 5199
ANmm: 0.2 3 @ 22420 A701
AN R B 4 ® 211.80 4410
famet: Ay 5 [+) 361.60 0364
6 4] 24840 0542
WA Wt 7 [+) 21420 4185
it : 8 (4] 210.00 4332
e -

Supplementary Figure 10: UV spectrum of 1 and 2.
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Supplementary Figure 11: IR spectrum of 1 and 2.
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Supplementary Figure 12: '"H NMR (400 MHz) spectrum of 3 and 4 in CD,OD.
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Supplementary Figure 13: *C NMR (100 MHz) spectrum of 3 and 4 in CD,OD.
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Supplementary Figure 14: HSQC spectrum of 3 and 4 in CD,OD.



www.impactjournals.com/oncotarget/ Oncotarget, Supplementary Materials 2017

Supplementary Figure 15: HMBC spectrum of 3 and 4 in CD,OD.
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Supplementary Figure 16: 'H-'H COSY spectrum of 3 and 4 in CD,OD.
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Supplementary Figure 17: NOESY spectrum of 3 and 4 in CD,OD.
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Supplementary Figure 18: CD spectrum of compound 3.
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Supplementary Figure 19: CD spectrum of compound 4.
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Single Mass Analysis

Tolerance =50 mDa / DBE: min=-15, max =50.0

Element prediction: Off

Number of isotope peaks used for i-FIT=3

Monoisotopic Mass, Even Electron lons

75 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

Mass Calc. Mass | mDa | PRI DBE | Formula
0.4

545.2153 5452151 0.2 135 C30 K34 08 Na

[ i=FIT [ i-FIT Norm |Fit Conf %| C | K | 0 | Na|
110.7 n/a nfa 30 3 8 1

6+22(0.107) Cm (14:22)
1: TOF MS ES+
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Supplementary Figure 20: HRESIMS data of 3 and 4.
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Supplementary Figure 21: UV spectrum of 3 and 4.
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Supplementary Figure 22: IR spectrum of 3 and 4.
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Supplementary Figure 23: '"H NMR (400 MHz) spectrum of 5 and 6 in DMSO-d..
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Supplementary Figure 25: HSQC spectrum of 5 and 6 in DMSO-d,.



www.impactjournals.com/oncotarget/ Oncotarget, Supplementary Materials 2017

A ppm

- - De o o wre
. o o o co@me o - 30

- X J L ] - ™o - 40

- 60

-100
-110
120
D © o @ - -130
“ - 140

t 382 4 150
o ° -160

L ] ) o P =170

T T L] L] L] T L L] T L T T T T 180
8.0 7.5 7.0 6.5 6.0 5.5 50 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 ppm

Supplementary Figure 26: HMBC spectrum of 5 and 6 in DMSO-d,.
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Supplementary Figure 27: 'H-'H COSY spectrum of 5 and 6 in DMSO-d,.
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Supplementary Figure 29: CD spectrum of compound 5.
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Supplementary Figure 30: CD spectrum of compound 6.
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Single Mass Analysis -~
Tolerance =5.0mDa / DBE: min=-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
79 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used: v
Mass. Calc. Mass | mDa | PRI Formula [i=FIT [ i-FIT Norm |Fit Conf %| C | H | O | Na|
S15.2261  515.2251 0.4 0.7 135 C31 K36 09 Na 2810 o/ Wa 3t % 9 1
7+25(0.118) Cm (16:74)
1: TOF M3 ES+
3.30e+007

100-) 575.2261

%-|

0 5750288  5751385575.1685 | 5752897 6753008 575.5391.575.5717
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Supplementary Figure 31: HRESIMS data of 5 and 6.
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Supplementary Figure 32: UV spectrum of 5 and 6.
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Supplementary Figure 33: IR spectrum of 5 and 6.



