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Abstract: A new polyketide: 3R, 5R-(—)-talaroflavone (2), along with 15 known compounds were isolated
from a EtOAc extract of a sponge-derived fungus Alternaria sp. F49. Compounds 1-2 and 3—4 were separated
as two pairs of enantiomers by chiral HPLC from I and II. The structures of compounds 1-16 were elucidated
by means of NMR and MS. Furthermore, the absolute configurations of compounds 1-2 were determined by
single crystal X-ray diffraction experiment and CD analyses. Compounds 6, 8-10 were isolated from this genus
(Alternaria sp.) for thefirst time. Compound 16 showed moderate COX-2 enzyme inhibitory activity with 1Csy
of 7.3 umol-L ™.
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¥y (B 1), 43 509: 355S-(+)-talaroflavone (1), 3R,
5R-(-)-talaroflavone (2). S-(-)-isoochracinicacid (3)[.
R-(+)-isoochracinic acid (4)!®. 2,5-dimethyl-7-hydroxy-
chromone (5)!. 5a,8a-epidioxy-(22E,24R)-ergosta-6,
22-dien-3g-0l (6)!¥ . tenuissimasatin (7). tyrosol
(8)™, methyl phydroxybenzeneacetate (9)!*”. tyrosol
acetate (10)?. stemphyperylenol (11)™. altenuene
(12 | 2-(2'Shydroxypropyl)-5-methyl-7-hydroxy-
chromone (13)™™ . rubralactone (14)[16] . alternariol
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Figurel Thechemical structures of compounds 1-16

Table 1 The 'H and **C NMR data for 1-2(500/125 MHz, re-
spectively in DM SO-de)

Jn mult oy mult

Position QinHz) ac Position @inHz) ac

169.2,C 7a 105.5,C

3 92.3,C 8 177s  135,CHs3

3a 150.3,C 9 3.76s  56.3,CH;

4 6.47d (1.5 102.6,CH 2 166.1, C

5 167.2,C 3 6.40s 130.9,CH

6 5.94d(1.5) 99.7, CH 4 200.6,C

7 158.8,C 5’ 4.64s 78.7,CH

R R A EAE AT ZAE YR INE TR . iR
HEBHE (CCDC 1502322) ifi 5E He v e 1k 44 &Ly
3R*, 5'R* (K&l 2). HFMHEAR 2 &R, 193] —
SR SR (L. 2). thEW 1. 2 Wil 5 530N
+143.5 (¢ 0.19 MeOH) #1-144.0 (c 0.05, MeOH). A
THAE 1. 2 AR, RH spartan #2/7, Xf{b&
YIS A BT R 504, R MMFF94 /13711 5
% e R, KA Gaussian 09 £ B3LYP/6-311G (d,p)
KR AR F R AT e =& AL, mE R
TD-DFT J5#% B3LYP/6-311G (d,p) 7K°F Fit%. @it
X HE szl ECD At 5% ECD ik, K 1 i€ N 3S5S
(+)-talaroflavone; ¥ 2 #fi & A 3R,5R-(—)-talaroflavone
(K 3), a2 MFtb &,

HEMI (3.4 HEAEMHIRY, HR-ESI-MS 245 H

AR 21 5 B mVz 209.0439 [M + H]*, e 4 72X
A CioHgOs. il BRI 454 HSQC A H 143K

R, 2 NEEFREE . 1 ADMEAERIRFEA 1A 315
2. X IR 54644 isoochracinic acid 51 524>
— 3,

SRR IE isoochracinic acid 2 LLAME gk 1E
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Figure2 HPLC spectrum of compounds 1 and 2 on achiral phase
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Figure3 X-ray crystal structure and CD spectraof [
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T T 1
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i 38 75 G1315D), YMC-Pack (250 mm x 10 mm
I.D. S5 um, 12 nm), Chiralpak IC (250 mm x 4.6 mm
[.D. S5 um, 12 nm), TLC: =02 @itk (HPTLC)
NEEE Merck 2w = SR ST AR T KA TR 2
A e O 10% MR = W . W ALK
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LA Alternaria sp. F49 43 25 H ¥ 4% Callyspongoa
sp., HH AR E R 5 Bt R R AT AT AR TS TR A
B AR ORAF T4 MR 5 B 5 e AR ) SRR 9
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Alternaria sp.F49 7£ 25 ‘C[{) MB 1573k 5595
7R FHER B MR R A (FHRE 15 g,
ih 259, Z&MWK 1L, pH 7.4~7.8), I 25 CHIFRAK
HRE 72 h (170 r-min Y. K 10 mL b7 B v b 2
1L RKREFRIE R (KK 2009, ik 259, 21K
200 mL) JBUOK AR, RE9%E 30 K.

FLR B I RERCRE . LH-20 Bk e A A v RO 15
MM EY 1~16. BARSREN: REEYID] /N
PO BINE R 1K, RIEEIEET (A), IEEHC
R L BEHEEL 3K (B). ¥ AL B &I )5 43 H A il Tk
LR BEHER, BG83 R LA (24.4 g). R
B e H b e rE B BEAT 20 B, W Bl AE D A i Ak
(petroleum ether)/ .12 2.1 (EtOAc) BHEELEML (VIV,
50:1,30:1,20:1,10:1,5:1,1:1,0: 1), %K T
KM TLC Rl IF& I8 7 AN (Fraction
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1~7). Fraction 1 (2.2g) H ODS# (MeOH/H,0) K&
HERER R (petroleum ether/EtOAC) #4770 8, 13
S AE%) 6 (22.1 mg) . Fraction 2 (1.0 g) JH ODS %
HPLC [SP-RP HPLC, C18 # (YMC-Pack, ODS-A,
S5 umx 12 nm 250 mm x 20 mm 1.D.), 4 mL -min %;
50% CH3CN/H,0+0.1% TFA] 43 & 13 24L 54 5 (5.3
mg). Fraction3(4.1g) H ODSAH:#A 2] 5 ME5 (Fr.
3.1~3.5).Fr3.1 I HPLC 4lifk (13% CHsCN/H,0) 3
FMLEY 8 (17.0 mg). Fr.3.2 ] HPLC 4ifk (30%
CH3CN/H,0) BEMLAEY 7 (43 mg). 9 (6.6 mg).
Fr.3.3 F] HPLC 4lifk. (20% CH;CN/H,0) 5349
10 (4.7 mg) . Fr.3.5 Jl HPLC #lifk (38% CH3CN/H,O+
0.1% TFA) 531k &4 11 (3.4 mg) . Fraction 5 (2.5 g)
Fil Sephadex LH-20 (MeOH) #4743 B33 4 ME
(Fr. 5.1~5.4).Fr. 5.2 i HPLC #li{t, (50% CH3CN/H,0)
K TP (90% hexanef/isopropanol, 70% hexane/
isopropanol) 7% #|1b&4) 1 (3.8 mg). 2 (1.0 mg) FifL
4% 3 (6.58 mg). 4 (6.34 mg). Fr.5.1 f] ODS %
HPLC (90% CH3CN/H0) 15 #|{t&4 15 (12.1 mg).
16 (7.2 mg) . Fraction 7 (1.1 g) /1 ODS # (MeOH/H,0)
HHAT 2 B55) 5 ME4 (Fr. 7.1~7.5).Fr. 7.2 i HPLC
4lifk, (15% CH3CN/H,0+0.1% TFA) 55L& 12
(7.8 mg), Fr. 7.3 il HPLC 4lifk. (30% CHsCN/H,0) 4
FMLAEY 13 (45 mg), Fr. 7.4 ] HPLC 4tk (40%
CH3;CN/H0) 13EI{b&4) 14 (9.0 mg) .

2 E¥E

eI (1. 20 Lt4 s (DMSO-MeOH =
1:9),CCDC*5: 1502322, Hgb%id: 41 3K CiaH120s,
M =276.24; IEA34 %: a=23.7684 (3) A (1 A=0.1
nm), b=6.88336 (9) A, c=14.87222 (19) A, «=90°,
p=94.8371 (11)°, y=90°; 1AFl: 242453 (5) A3; I
FE: 150 (2) K; FIAI#E: C2/c; Z=8; St eill & 1h:
15 692; i 7 s HHE: 2 144 [R(int) = 0.035]; % o i
R1{H: 0.0348 (I1>20 (I); /51 wR (F2) 1H: 0.0389
(all data); The goodness of fit on F2: 1.054; 5 K~
0.410x0.350x 0.210 mm®. %% 4k UV (MEOH) A 218+
258. 296 nm.

HEMI (3. 4) EEMHPRY), ZuEE W T:
'HNMR (DM SO, 500 MHz): oy 7.51 (1H, t, J= 7.8 Hz,
H-5), 7.02 (1H, d, J= 7.2 Hz, H-4), 6.89 (1H, d, J=8.1
Hz, H-6), 5.68 (1H, dd, J = 8.1, 4.0 Hz, H-3), 3.05 (1H,
dd, J = 16.6, 4.1 Hz, H-8), 2.63 (1H, dd, J = 16.6, 8.3
Hz, H-8); ®CNMR (DMSO, 125 MHz): Jc 170.9 (C,
C-9), 167.7 (C, C-1), 156.7 (C, C-7), 151.4 (C, C-7a),
136.0 (CH, C-5), 115.8 (CH, C-6), 112.4 (CH, C-4),

111.2 (C, C-3a), 76.0 (CH, C-3), 39.6 (CH,, C-8).
3 COX-2 imFl5EHE

B S T DMSO h, FFK &k 5 ¥ E
A 10 pmol-L 7 S8 R R R
4y, SEEG VRS R Blobaum 5V 22 1 S0k
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