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[FE] BB E R 5 ARG 4S Plakortis simplex WAL B4y o T5 3% 135 P 1E AE B S AT €0 1 . f AH Tl 00 A 0 %
(ODS) (Bt BEAE €315 (Sephadex LH-20) LA Kz i35 R0 AH €35 ( HPLC) 45 2 F 5= B i [ w9 i (77 2 e AR IR 4 P simplex (19462 1,
Gy EAT 43 B8 Gl AL, 5 8 A R AP T DS A AT O v T 45 A SO R, S Ak B I S5 R . B8R DRI A 0 Y BEER U h 4k 4
WET T EWY : (22E) -5a,8a-epidioxyergosta-6 ,22-dien-38-0l (1), 3-W|NEH iz (2), 3-H|BHE (3), monotriajaponide A
(4), methyl (2Z,6R,8R,9E)-3, 6-epoxy-4, 6, 8-triethyl-2, 4,9 dodecatrienoate (5), methyl (2Z,6R,8S)-3, 6-epoxy-4,6, 8-
triethyldodeca-2 ,4-dienoate (6), methyl (2Z,6R,8S)-4,6-diethyl-3,6-epoxy-8-methye (7)., Zi&:kE5W 1 ~7 ¥R EH K MNIZF
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[ Abstract | Objective; To investigate the chemical constituents of the sponge Plakortis simplex from the

south China sea. Method: Column chromatography on silica gel, reversed-phase silica gel (ODS) , Sephadex LH-
20 and high performance liquid chromatography ( HPLC) was used to study the chemical constituents of the sponge
P. simplex collected from the south China sea. The structures of these compounds were elucidated on the basis of
physicochemical and spectral analysis. Result: Seven compounds were isolated from the methanol extract of P.
simplex , and their structures were identified as (22E) -5a, 8a-epidioxyergosta-6, 22-dien-38-ol (1), indole-3-
carboxylic acid (2), indole-3-carboxaldehyde (3), monotriaj-aponide A (4), methyl (2Z, 6R, 8R, 9E) -3,

6-epoxy-4, 6, 8-triethyl-2, 4, 9-dodec-atrienoate
(6),

triethyldodeca-2, 4-dienoate methyl

(2z,

(5), methyl (2Z, 6R, 8S) -3, 6-epoxy-4, 6, 8-
6R, 8S) 4, 6-diethyl-3, 6-epoxy-8-methye (7).

Conclusion: 7 compounds were isolated from P. simplex for the first time.
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105 g5 B 43 F 7K R 28 W - /K A L 461 ol 60% ,
FH G e AR 3 9K, vk 4 25 U A5 31 — 0 ot
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W A B T AR R AT e A 3, P
Joe-FH I (50: 1, 25:1, 15:1, 5:1, 2:1, 1: 1) BpREEVE
B, AR 48 TLC & &4 I AUy 75 3] D-1 ~ D4 $t 4
NS o XS D-1 FRR ST IR A 6 A i k-
LROTE(50:1, 2021, 10:1, 5:1, 3:1, 1:1)BpJE
VRN, AR TLC & €5 & JF AH L 20 45 2 4 A4 4
(Fr.1-4) 28 1F AR BE B AE €435 | Sephadex LH-20
T2 M7 M2 45 e MG 3 4 B Al Ak, M Fr. 2
HEMEEY 1(5.0 mg),2(3.0 mg),3(4.3 mg),
Fr.d4 32k 59 4(8.7 mg) , M Fr.6 hig 25
¥ 5(3.4 mg),6(4.0 mg),7(2.8 mg),
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MS . RA[M +Na] " I§ m/z:451. 32, H-NMR (600
MHz, CDCl;)8: 3.98 (m, H-3), 6.25 (d, J=8.4
Hz, H-6),6.51 (d, J=8.4 Hz, H-7), 0.83 (s, H-
18), 0.89 (s, H-19), 1.01 (d, J=6.6 Hz, H-
21),5.25 (dd, J =16.2, 7.8 Hz, H-22), 5.23
(dd, J=16.2, 7.8 Hz, H23),0.84 (d, J=7.2
Hz, H-26), 0.83 (d, J=7.2 Hz, H27), 0.92 (d,
J=6.6 Hz, H28) ;" C-NMR (150 MHz, CDCI,)8§:
34.7 (C-1), 30.1 (C-2), 66.5 (C-3),36.9 (C-
4),82.2 (C-5),135.4 (C-6), 130.7 (C-7), 79.4
(C-8), 51.1 (€C9),36.9 (C-10), 23.4 (C-11),
39.4 (C-12), 44.6 (C-13), 51.7 (C-14), 20.6
(C-15), 28.6 (C-16), 56.2 (C-17), 12.9 (C-
18), 18.2 (C-19), 39.7 (C-20), 20.9 (C-21),
135.2 (C22), 132.3 (C-23), 42.8 (C-24), 33.1
(C25), 19.9 (C26), 19.6 (C27), 17.6 (C-
28) ., AiGCHkl6], #EMEGY 1 K (22E) Sa,8a-
epidioxyergosta-6 ,22-dien-38-ol,

ka2 TOEARE &, 5 T H EE, ESI-MS
BoRA[M + Nal® & m/z 184.05,'H-NMR ( 500
MHz, CDCI,)8:8.06 (dd, J=6.5, 1.5 Hz, H-8),
7.94 (s,H2) 7.42 (dd, J=6.5, 1.5 Hz, H-5),
7.17 (m, H-6, H-7),” C-NMR (100 MHz, CDCI,)
8:169.5(C-1), 133.7 (C-2), 109.0 (C-3), 122.3
(C4),123.9 (C-5), 113.2 (C-6), 122.7 (C-7),
127.8 (C-8), 138.5 (C9), #E&xXmk[7],¥E
B2y 3-m R

a3 JTCEasHIRSs &, 5 T W BE, ESI-MS
WoRA[M + Nal® g m/z 167.98,'H-NMR ( 500
MHz, CDCl,)8: 9.87 (s, CHO), 8.15 (d, J=7.5
Hz,H-8), 8.07 (s, H-2) 7.46 (d, J=8.0 Hz, H-
5), 7.25 (m, H-6, H-7),°C-NMR (100 MHz,
CDCl;)8: 187.7(C-1), 139.9(C-2), 126.0 (C-3),
120.4 (C4), 125.3 (C-5), 122.7 (C-6), 123.9
(C-7), 113.4 (C-8), 139.2 (C9), 45 & Sk
(7], 804G 3 S 3-m5| Ik

a4 Tk, 5T & W b, ESI-MS
BoRA[M -H] & m/z 277.31,'H-NMR ( 500
MHz, CDCL,)8: 5.90 (d, J=15.8 Hz, H-2), 7.70
(d, J=15.8 Hz, H-5), 1.68 (m, H-3), 5.42 (d,
J=10.4 Hz, H-5), 2.57 (m, H-6),1.28 (m, H-
7a), 1.32(m, H-7b), 1.66 (m, H-8), 4.98 (dd,
J=15.2 Hz, 9.1 Hz, H9), 5.26 (dt, J=15.2 Hz,
6. 1Hz, H-10), 2.00 (m, H-11), 0.95 (t, J=7.3

Hz,H-12), 2.27 (q, J=7.3 Hz, H-13), 1.10 (t,
J=7.3 Hz, H-14) ,1.19 (m, H-15a),1.30 (m, H-
15b), 0.79 (t, J=7.3 Hz, H-16), 1.21 (m, H-
17a), 1.42 (m, H-17b), 0.80 (t, J=7.3 Hz, H-
18) ,”C-NMR (100 MHz, CDCl,)8: 172.7 (C-1),
115.9 (C-2), 144.1 (C-3), 136.8 (C4), 144.7
(C-5), 37.3 (C-6), 41.3 (C-7),42.6 (C-8),
132.3 (C9), 133.5 (C-10), 25.5 (C-11), 13.7
(C-12),26.4 (C-13),13.9 (C-14),29.1 (C-15),
11.7 (C-16),29.2 (C-17), 11.7 (C-18), &4
Wk 81,8 %E T4E% 4 monotriajaponide A,

EW S JoeaIk, B T =& W b, ESI-MS
BRA[M + Nal]' g m/z 329.22,'H-NMR ( 600
MHz, CDCl,)58: 4.80 (d, J=0.6 Hz, H2), 6.18
(brs,H-5), 1.76 (m, H-7a), 1.91 (m, H-7b),
1.77 (m, H-8),5.03 (dd, J=15.6 Hz,7.2 Hz, H-
9),5.23 (dt, J=15.6 Hz, 7.2 Hz, 7.2 Hz, H-
10),1.98 (m, H-11),0.95 (t, J=7.2 Hz, H-12) ,
2.13 (m, H-13), 0.77 (t, J =7.2 Hz, H-14),
1.74 (m,H-15a), 1.83 (m, H-15b), 0.78 (t, J=
7.2 Hz, H-16), 1.14 (m, H-17a), 1.36 (m, H-
17b), 3.69 (t, J=7.2 Hz, H-18) .” C-NMR (150
MHz, CDCL,)6: 166.9 (C-1),83.3 (C-2), 172.0
(C-3), 139.2 (C-4), 140.2(C-5), 97.7 (C-6),
43.4(C-7),39.6 (C-8), 133.9 (C9), 132.0 (C-
10),25.6 (C-11), 13.9 (C-12),18.5 (C-13), 8.0
(C-14), 32.3 (C-15), 11.3 (C-16), 29.4 (C-
17),11.8 (C-18),50.5 (C-19), %54 CHk[9], 1
FEEY S N methyl (2Z,6R,8R,9E) -3 ,6-epoxy-4,
6 ,8-triethyl-2 ,4 ,9-dodecatrienoate

a6 Ttk 5 T & W b, ESI-MS
BoRA[M + Nal® & m/z 331.25, H-NMR ( 600
MHz, CDCl,)8: 4.80 (s, H-2), 6.22 (s, H-5),
1.60 (dd, J=15.0 Hz, 5.4 Hz, H-7a), 1.80 (dd,
J=15.0 Hz, 5.4Hz, H-7b), 1.23 (m, H-8),1.10
(m, H9), 1.17 (m, H-10), 1.28 (m, H-11),
0.87 (t, J=7.5Hz, H-12),2.18 (q, J =7.5 Hz,
H-13), 1.17 (t, J=7.5 Hz, H-14), 1.73 (m, H-
15a),1.86 (m, H-15b), 0.79 (t, J=7.5 Hz, H-
16), 1.18 (m, H-17), 0.80 (t, J =7.5 Hz, H-
18), 3.68 (s, H-19) ,"C-NMR (150 MHz, CDCI,)
8:166.9 (C-1),83.7 (C-2), 171.7 (C-3), 140.0
(C4), 139.8(C-5), 98.0 (C-6), 41.7 (C-7),
27.0 (C-8),34.4 (C9), 29.0 (C-10), 23.0 (C-
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11),14.1 (C-12), 18.6 (C-13),12.1 (C-14), )
[ &% k]
31.7(C-15), 8.1 (C-16), 34.3 (C-17), 10.6 (C-
18), 50.5 (C 19)O 75 j‘(fﬁj{[lO],ﬁﬁ%{k%%6 [1] BluntJ W, Copp BR, Hu W P, et al. Marine natural
j{/ methyl ( 27, 6R, 8S )_3, 6-ep0xy-4, 6, 8- products [ J]. Nat Prod Rep, 2009, 26:170.
triethyldodeca-2 ,4-dienoate [2] FHEK U, TEK,ZE. woE e 2o &k
. ' N ’ 3 T, IR, 48 FRATRRLT]. E| 52 16
E/j_\‘ﬁ [M + Nd] + lh% m/z 317. 2701H‘NMR(600 [ ] 3/‘4 ﬁﬁl—zm% B3 é{’t?‘ﬁz]}ﬁ}fb[ ] EPHJ {A\jf
Hz, CDCL,)8: 4.80 (s, H2), 6.22 (brs, H-5) R 2012, 18 (17) 89
o M ORI AR, T, D AT APES T 4] FAR, SRR K A % TR
1.68 (m,H-7), 1.28 (m, H-8), 1.10 (m, H-9), e 4y (1], o [ Sz u gy ) 2% 4% 5k, 2012, 18
1.22 (m, H-10), 1.22 (m, H-11), 0.87 (t, J = (17) :89.
7.5 Hz, H-12), 2.19 (dq, J=7.5 Hz, 1.8 Hz, H- [5] ki, 2% AepidE. 400 L2 A BRGE (D], R
13),1.17 (t, J=7.5 Hz,H-14) , 1.86 (m, H-15), Sy ) 2E 4k 2012, 18 (16) ;110.
0.80 (t, J=7.5 Hz, H-16), 0.88 (d, J=7.5 Hz, [ 6 ] Hybelbauerova S, Sejbal J, Koutek B, et al. Chemical
H-17), 3.69 (s, H-18 ) . BC.NMR (150 MHz constituents of stereum subtomentosum and two other
CDCL)8: 166.9 (C-1), 83.7 (C-2),171.7 (C-3) birch-associated ~ basidiomycetes: An  interspecies
3 : . ) . ) . )
140.0 (C4), 139.8 (C-5),98.1 (C-6), 44.6 (C- comparative study [ J]. Chem Biodivers, 2008, 5.743.
. , . , 98. , 44. ; B} _— sy
7).28.7 (C8).38.1 (C9). 20.2 (C-10), 22.9 -1 A WXE. EMEBER Xetospongia
Al 141 (C1o 18.6 (C.1 11 (c testudinaria AL2EBATIESY [J]. & S RHE K222
(CA1), 14.1 (C-12), 18.6 (C-13), 12.1 (C- I AARHERR, 2007, 28 (6) :502.
14), 31.9 (C-15), 8.0 (C-16), 21.3 (C-17), [ 8] Yanai M, Ohta S, Ohta E, et al. A new «, 8, vy, &-
50.5 (C-18), ZEaCuk[10], B Efka 7 h unsaturated carboxylic acid and three new cyclic
methyl (2Z, 6R, 85 )4, 6-diethyl-3, 6-epoxy-8- peroxides from the marine sponge, Monotria japonica,
methye,, which selectively lyse starfish oocytes without affecting
3 NG nuclear morphology [ J]. Bioorg Med Chem, 2003, 11
AR SO0 SR F 3 R UG DR B 1) 1] 2 e BT 4R (8):1715.
P. simplex AT T 1&%52%%% Y Y [ 9] Stierle D B, Faulkner D J. Metabolites of three marine
57 LAY AL ST (1) A (2 ~3) A sponges of the genus plakortis [ J]. J Org Chem, 1980,
e i 45 (17) :3396.
R (4 ~7) o 3X 65 E 28105 W DA o B P R/ .
. o N . 5 A [10] Compagnone R S, Pina I C, Range H R, et al.
7 AT 358 FH A 3 700 28 8 Y B A8/ 0N, O HL sk 26 3R i 26 1k Antileishmanial cvelic -
ntileishmanial cyclic peroxides from the Palauan
B WUAERE 535 AR 22 AN K, DAL FH 5 M O3 1 B 46 3 sponge  Plakortis  aff.  angulospiculatus [ J ].
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