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A new cadinane-type sesquiterpenoid and a new natural product
from the aerial parts of Pogostemon cablin
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Abstract: A new cadinane-type sesquiterpenoid, pogocablene P (1), and a new natural product with cyclohexa-
none skeleton, pogocablone A (2), were isolated from the EtOAc soluble fraction of the aerial parts of Pogostemon
cablin by several chromatographic methods, such as silica gel, Sephadex LH-20, ODS and high performance liquid
chromatography (HPLC), and so on. Their structures were identified by means of mass spectrometry and nuclear
magnetic resonance spectroscopy. In addition, the absolute configuration of compound 2 was determined by elec-
tronic circular dichroism (ECD) calculation. Furthermore, the anti-influenza virus and anti-inflammatory activities
of compounds 1 and 2 were evaluated.
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Figure 1 Chemical structures of compounds 1 and 2
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A1 T IR Y, 38 i HR-ESI-MSS [ ik 4>
T B T m/z 275.161 6 [M+Na]" (it 5 {4 275.161 8,
C,;H,,0,Na) #fi & 4 1 8 C ,H,,0,, NHFFL A 4.
AP 1B 'H NMR (38 1) 2R 7 A o X 2 4
S5 T [0, 4.65 F14.56 (% 1H, s, H,-13)] F13 N HIEAS
5 [0, 1.57 (3H, s, Me-14). 1.18 (3H, s, Me-15) £10.83
(3H, d, J = 6.4 Hz, Me-11)]. 1L &% 1 £ °C NMR i
(R ERTISAWBAES, B3 NMFEKRES [0
14.7 (C-11).17.6 (C-14) F122.6 (C-15)], 4 /™ JIg Jii %
HIE B 15 5 [0, 27.3 (C-2)~31.6 (C-3)-29.5 (C-8) Al
37.7 (C-9)]; 3 MR W E A AE 5 [0, 40.9 (C-4).61.3 (C-
6) F149.6 (C-7)], 2 > & A AUk [ 81.9 (C-1)F175.6
(C-10)], LA Fe A viig XUEEE 1) 1 XS B A5 5 [0 147.2 (C-12)
F1112.8 (C-13)] A1 1A Fd ik B 55 A5 5 [0 216.2 (C-5)]-
AP B IR EHE S AL e AR 25 (+)-(18,4R,65,
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P, XS THEW1H C-1 (5, 77.8—81.9).C-6
(d. 57.9—61.3), C-8 (J. 25.9—29.5). C-9 (4. 30.0—
37.7)~ C-10 (J. 39.9—75.6) Ml C-15 (6. 14.0—22.6) {iL
)2 E KA R . HMBC 3 (& 2) #, H-8 5 C-6.C-
7.C-9 i1 C-10, H-9 55 C-1.C-7.C-8.C-10 fil C-15, LA J¢
Me-15 5 C-1.C-9 1 C-10 B A K3 — 25 HE 5L T 10-OH
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Table 1 'H (600 MHz) and “C NMR (150 MHz) data of com-
pounds 1 and 2 in CD,0D

1 2
Ne- 5,(JinHz)  o.mult. 0, (JinHz) o mult
1 81.9 (s) 215.1 (s)
2 187m 27.3 (t) 447 (s)
2.17td (14.2 4.7)
3 1.60 m 31.6 (t)  1.50 overlap 49.6 (t)
1.89 m 1.92dt (12.8,3.7)
4 258m 409(d) 432m 63.5 (d)
5 216.2(s) 1.54 overlap 49.4 (t)
2.18 dt (13.5,3.7)
6  235brd(12.5) 61.3 (d) 75.6 (s)
7 270m 49.6(d) 128s 28.1(q)
8  1.50m (2H) 205() 0.99s 28.0 (q)
9 158m 37.7(t) 1165 25.9(q)
1.81 m
10 75.6 (s)
11 0.83d(6.4) 14.7 (q)
12 1472 (s)
13 4.56s 112.8 (1)
4.65s
14 1.57s 17.6 (q)
15  1.18s 22.6 (q)
'H-'THCOSY: —  HMBC: ~ *
Figure 2 'H-'H COSY correlations of compound 1 and key

HMBC correlations of compounds 1 and 2

Figure 3 Key ROESY correlations of compounds 1 and 2
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Figure 4 Calculated and experimental ECD spectra of compound 2
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R, RO AR B g AL (Agilent 1260), At %5 ZORBAX
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HIKE D 2% (Agilent BHE A BR A 71, 35 B); e i 28 R AL
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Bl £ FH IR 2 #); nucleozin (MedChemExpress 2 ] ,
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Al (5.02 g) & HE A (15 CAMEE- 2R &
fig 200 1) 20 &, 15 2] 5 AN 5, Al-1~Al1-5, Al-1 5
(637.7 mg) 45 )5 433 Sephadex LH-20 A (F %) ATk ke
(R F -] O 200 1) Yeft, 5 46l %
HPLC (25% H EE/K) 4ith, 5246 &2 3.3 mg, 1,=
17.6 min).

A2 B (28.59 @) & ik R A (3l CRMEE- 2R &
B 15:1— & Fle-FEE1501) o5, 1533404147,
A2-1~A2-3, A2-3 5% (1.31 g) 2 )a 4 it DU Rk e A £
W (BN AE 2 e S - I 60 1, A Vi Tk - A
B 6:1, = &0 W e — B 150 1 A1 4 il ik - 20 R 2 g
1:1) ¥l s, B EE21 (2.1 mg).
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wEWL TEMARY, [o]y™+ 45.71 (c 0.07,
MeOH); HR-ESI-MS (+): m/z 275.161 6 [M+Na]" (it %
f£275.161 8, C,;H,,0,Na); 'H NMR (CD,0D, 600 MHz)
F1°C NMR (CD,OD, 150 MHz) L% 1.

&2 BHETLERHR, [alp +25.23 (¢ 0.13,
MeOH), UV (MeOH) 4, (log ¢): 195 (1.65) nm; ECD
(MeOH) /. (Ag): 195 (0.74) nm, 308 (0.18) nm; IR
(KBr) v,: 3 423.1709.1 4571 383.1 316 cm™; HR-
ESI-MS (+): m/z 195.099 0 [M+Na]" (it .14 195.099 2,
C,H,,0,Na); '"H NMR (CD,0OD, 600 MHz) f1°C NMR
(CD,0OD, 150 MHz) L% 1.

3 HEECD
ECD 1 5 1 75 72 5 A8 20 Jk 32 10 SC = R
— 3.
4 EMRIEMEITN
41 MRBRREB BTN H AR # A/WSN/
1933 (HIN1) B4 MDCK 40 ffd 2 374K &M 70 37 B9 25 0
PEREAL . MDCK 40 i DL 1.0 x10* AN/9L 25 B 32 b+
96 fLIR, B T FM TR 24 hEHhG . A5
W) SR AR DMSO I 55 4 5 1% B O 0 R,
& 100TCID,, (52 ¥ £ 4H i s 42 Bt 75 109 25 )
I B 10 448 F5 V5 B M B 1 X BB 41, nucleozin #5245 41 %
BB ER R . SIS NI & 1R 2, (b Sk
JE 5 50 umol L™, 45 24 5 4k 4 7F 35 °C 5% CO, [ $5 7¢
ZAF N K597 48 h 5 S0 MTT 3K 0 40 M3 . 54k
H P ORY Z KT 50%, W) ¥ B A [F] 94 B2 A 55 7 42 S
5, JE i IBM SPSS Statistics i1 5 75 I EC,, (-4 2%
WEE).
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