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Clavicoronol, a new metabolite, fran the mycela
culture of Clavicorona pyxidata
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Abstract: Am To explore the newv bioactive metabolites fran the mycelia culture of the edible
mushroom Clavicorona pyxidata M ethods The constituents w ere isolated and purified by column
chram atography, and their structures w ere identified by spectroscopic analyses, including 1D - and
2D NM R data, and single-crystal X-ray diffraction Results A newv natural product, naned
clavicoronol (1) along w ith adenosine(2) , w ere obtained Conclusion Campound 1 is a nev com-

pound and stereochem istry of 2w as confimed by a single-crystal X -ray diffraction
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Clavicorona pyxidata is a wild mushroom
which wasw idely used for curing gastric pain, dys-
pepsia, gout and heat-toxicity in China Same com-
pounds have been isolated fran Clavicorona pyxida-
ta, such as clavicoronic acid which was a novel in-
hibitor of reverse transcriptaseél]. Clavicorona pyxi-
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data YB 2005 was isolated fram the wild fruit body
in Jilin Province and identified by ITS methods In
exploring the new bioactive metabolites fran this
medicinal mushroom, a nev metabolite, clavicoronol
(1) along with adenosine (2) were obtained Their
structures w ere elucidated by the analysis of NM R
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Figurel The structuresof 1 and 2

Claviooorol (1) was obtained as a colorless
oil, [0 12 +4.56° (¢ 0.29, CHCL). The molecular
fomulawas detemined as Cy; Hi3 O, according to
the HR ESI-Q-TOF M S which showed the obvious
quasi molecular ion atm/z 217.0933[M + Na] .
IR absomption mplied the presences of hydroxyl
(3353 an '), methy| (2924 an'') and aramatic
(1593 an"*) groups ‘HNM R spectra of 1 (Table
1) showed the presence of four aromatic protons| at
0 7.09 (d, 2H, J=7.8Hz);0 7.17 (d, 2H, J =
7.8 Hz) ] and indicated the 1, 4-bisubstitutions of
aramatic moiety. The presence of aramatic moiety
was further supported by the Y CNMR resonances
assigned to six aramatic carbons(Table 1). HMBC
correlation fran the methyl protons atd 2. 28 (H-4'
a) to C-3', C4' and C-5' indicated the linkage of the
methyl at C-4". The cross peaks betveen H-5 and H-
4,H-4 and H-3, H-3 and H-2b, and H-1 and H-2a
(2b) can be observed in the'H-"H-COSY sectrum
and alloved to establish the fragnent of CH; (5) -
CH (4) -CH (3) CH, (2) CH, (1) (Figure 1). The
key HM BC correlations fron H-5 to C-4, C-3 and C-
1',and H-4 to C-2,C-3,C-1" and C-2'(6"), and H-1

to C-3 confimed the connections of the fragment
and allowed the linkage of the fragnent with C-1"
The hydroxy| group w ere detemined at C-1 and C-3
according to the dow nshift of the carbons atd 61.0
and 74.9, regectively. The relative stereocham istry
of 1 was detemined by the NOE correlations be-
ween H-4 and H-3

Adenosine (2) was an elucidated by analysis of
NMR data (‘H, ® C NMR, HQC, HMBC) (Table 2)
Campound 2was an enantianer of 0 -adenosine w hose
NMR data(‘H, ®C) was reported by Ciuffredd” and
cavorks The stereochamistry of 2 was established by
single-crystal X -ray diffraction (CCDC num ber: 685692)
(Figure 1). It was reported that some edible fungi
contained the high level of nucleosides and nucleobas-
ed®. Adenosine, one of nucleoside, possessed many
kinds of bioactivities and have been used in clinic

Compounds 1 - 2 showed no antibacterial
( Escherichia coli, Bacillus Subtilis and Staphylo-
coccus aureus) and anti-yeast (Candida albicaus)
activities at the concentration 100U g mL ! using a
similarM IC method and exhibited low cytotoxici-
ties against Hel. a cells by M TT assay.

Tablel1 'H-NM R and ®C-NM R data for clavicoronol(1) n(CD;),CO

Position 8, (600MH?2) S¢ (150 MH2) HMBC (600 MH2)
1 3 70(d,1H,J =5 4 H2) 61 0(1) c3
2a 1 64(m, 1H) 37 3(1) c-1,C3
2b 1 48(m, 1H)
3 91(m, 1H) 74 9(d)
2 78(m, 1H) 46 4(d) C-2,C-3,C-5,C-1',C-2' (6')
5 1 27(d,3H,3=7 2 H2) 17 7(q) C-3,C4,C-1'
1 142 1(9
2' 7.09(d,1H,J =7 8 H2) 129 4(d) C-4,C4',C3'
3 7 17(d,1H,J =7 8 H2) 129 2(d) C-4'.C-4'a C2

(0 be continued)
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Conthnued Table1

Position 3, (600MH?2) ¢ (150MH2) HMBC (600 MH2)
4 135 9(9
4'a 2 28(s 3H) 21 0(q) C-4',C-3'(5")
5' 7.17(d,1H,J =7 8 H2) 129 2(d) C-4',C-4'a, C-6'
6' 7.09(d,1H,J =7 8 H2) 129 4(d) C-4,C4',C5
OH 3 64 (overlg, 1H)
OH 3 64 (overlap, 1H)
Table2 'H-NV R and ®C-NM R data for adenoshe(2) i DM SO -d;
Position 0, (600MH2) O, (150 MH2) HMBC (600 MH2)
2 8 13(s 1H) 152 4(d) C-4,C6
4 149 0(9
5 119 3(9
6 156 1(9
8 8 34(s 1H) 139 9(d) C-4,C-5,C-1'
1' 588(d,1H,J =6 1 H2) 87 9(d) C-4,C-8,C-2'
2' 4 61(d,1H,J =6 1 H2) 73 4(d) Cc-1,Cc4'
3 4 14(d,1H,J=1 9 H2) 70 6(d) C-1,C5
4' 396(d,1H,J=1 9 H2) 85 9(d) C-3
5'a 3 68(m, 1H) 61 6(1) Cc-3',C4'
5b 3 56(m, 1H)
NH, 7. 36(s 2H) C-6
2'-OH 5 47 (overlap, 1H) c-1,c2',Cc3
3'-OH 521(d,1H,J =3 9 H2) c-2',C3',Cc4
5'-OH 5 46 (overlap, 1H) C4',C5
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