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"W +MS3(211.10),(193.20): Exp 1, 14.815 to 15.037 min from Sample 39 (0916 PH3.9 HEAT 2H) of 0916-jin.wif... Max. 1.6e5 cps.
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Fig.A.1 MS? spectrum of m/z 193 ion from m/z 211 of D2

B +MS3 (211.10),(165.10): Exp 2, 14.821 to 15.024 min from Sample 39 (0916 PH3.9 HEAT 2H) of 0916-jin.wif... Max. 9.8e5 cps.
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Fig.A.2 MS? spectrum of m/z 165 ion from m/z 211 of D2




B +MS3 (211.10),(137.20): Exp 3, 14.752 to 15.011 min from Sample 39 (0916 PH3.9 HEAT 2H) of 0916-jin.wif... Max. 1.5e5 cps.
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Fig.A.3 MS? spectrum

of m/z 137 ion from m/z 211 of D2
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Fig.B.1 'H spectrum of synthesized D1
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Fig.B.3 HSQC spectrum of synthesized D1
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Fig.B.4 partial-enlarged HSQC spectrum of synthesized D1
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Fig.B.5 HMBC spectrum of synthesized D1



Bruker AVIII HD, 600 20171102
HMBC CD30OD D:\\] DATA20L7 24

i

Ll I

T

Jo

ol 62@ | (=3 o o (-} E 440
§ o |

— 140
1 e 9 »

~150
:~160
—170
:—180

- S S (s ) S S i—190

A T - T ’ T 1 i T : i I ‘-
7.8 7.6 7.4 T2 7.0 6.8 6.6 6.4 6.2 6.0 5.8 5.6 ppm =

Fig.B.6 partial-enlarged HMBC spectrum of synthesized D1



Bruker AVIIIHD 600 20160713
PROTON CD30OD D:\\ DATA2016 6

o= O W oMo = oo uNOoO~ONAA
A O~ OND S W) T N W W W T oW
) wnwwn MM oo ~ OO o NN @DDD
1 . |
I I I ] I T I ] I 1 I
11 10 9 8 7 6 5 4 3 2 1 ppm
)y \ J /
23 (g 5 s
o v - = o~

Fig.C.1 'H spectrum of D2 by LC-SPE-NMR
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Fig.C.2 3C spectrum of D2 by LC-SPE-NMR
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Fig.C.3 HSQC spectrum of D2 by LC-SPE-NMR
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Fig.C.4 partial-enlarged HSQC spectrum of D2 by LC-SPE-NMR
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Fig.C.5 HMBC spectrum of D2 by LC-SPE-NMR
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Fig.C.6 partial-enlarged HMBC spectrum of D2 by LC-SPE-NMR



	supplementary data.pdf
	Supplementary data-Appendix A.pdf
	Supplementary data-Appendix B.pdf
	Supplementary data-Appendix C.pdf

