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Fig.S1 Chemical structures of amanita (a: amatoxins; b: phallotoxins; c: virotoxins)
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Fig.S2 Chemical structures of muscarine
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Fig.S3 Chemical structures of tryptamines
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Fig.S4 Chemical structures of isoxazoe
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Fig.S6 Chemical structure of coprine
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Fig.S5 Chemical structures of gyromitrin
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Fig.S7 Chemical structure of orellanine
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Table S1 Molecular structural information of 9 amatoxins

v
i R, R, R, R, Rs I3 ¥ s fhE
L10'e E5'e
1 o R E L « —amanitin CH,0H OH NH, OH OH CyHy N, (0,8 918.97
2 B -#&E K 8 —amanitin CH,0H OH OH OH OH CyHy NGO, S 919.95
3 v -#EEBIK ~y —amanitin CH, OH NH, OH OH CyoHy N, (0,58 902.97
4 e - RHE K & —amanitin CH, OH OH OH OH CyHNO,,S 903.96
50 CRIGE GG amanullin CH, NH, OH OH CyHoN, ;0,8 886.86
6  RIEREIKEE  proamanullin CH, OH OH OH C3HyN,,0,,S 870.97
7 CRRSEWAARM amanullinine acid CH;, NH, OH H C3H5;NO,5S 887.96
8 SRAE K amanin CH,0H OH OH OH C3H;;N,0,,S 903.96
9 RIS REIKEERE amaninamide CH,OH OH NH, OH CyHy N O3S 902.97
RS2 THRESZSKASFEUBEER
Table S2 Molecular structural information of 7 phallotoxins
EA
ia R, R, R, R, R I3 ¥ i
L10'e £5'e
1 — R phalloin CH, CH, CH, CH, OH C,sH,N,O,0S 772.88
2 TR phalloidin CH,OH CH, CH, CH, OH C,:H,N;O,,S 788.87
3 “RILETK phallisin CH,0H CH,0H CH, CH, OH CysH,NO,,S 804.87
4 — R EFEIKE prophalloin CH, CH, CH, CH, H C,HyN,O,S 756.88
5 RILRILETK phallacin CH, CH, CH(CH,), COOH OH C,,H,N;0,,S 814.91
6  RECRPETIK phallacidin CH,OH CH, CH(CHs,), COOH OH Cy;HyN;O,,S 846.91
7 RECRBETK phallisacin CH,OH CH,OH CH(CHS,), COOH OH CyHyN;O,,S 862.91
RS3 MEBLENFEMEER
Table S3 Molecular structural information of 6 virotoxins
HFKR
e X R, R, o3 F oy
L1B'S B

1 TRESR viroidin SO, CH(CH;), CH, C3HsN{O,5S 896.97

2 SREER viroisin SO CH(CH;), CH; CysHsN;O,6S 912.97

3 NERFE TR ala-viroidin SO, CH, CH, CyHs,N;O,5S 868.92
4 NI A B IK ala-desoxoviroidin SO CH, CH, CyHs,N;O,,S 852.92
5 A Rk desoxoviroidin SO, CH(CH,), CH,OH CiHseN;O S 880.97
6 AR = F R desoxoviroisin SO CH(CH,), CH,OH Cy4sHsNO,5S 896.97




