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TOM TAT
Détvan dé: Sém dét Con Bdo tirlGu da duwoc ngudi dén séng & Con Pdo diing nhw mét loai thdo duwoc dé céi
thién, tdng cwdng sure khée. Tai Viét Nam, chwa cé nhiéu céng trinh nghién ciru vé cdy SGm dét Cén Pdo dé
lam ré thanh phdn héa hoc cta lodi nay. Muc tiéu nghién citu: Nghién ctru ndy duoce thue hién vei muc dich
nhdm phdn Iép va xdc dinh cdu triic cta cdc hop chdt trong cao DCM chiét tir ré Sém dét Con Pdo, lam tién
dé cho cdc thi nghiém sinh hoc cling nhu tiéu chuén héa duwoc liéu. B6i twong va phurong phdp nghién citu:
Ré Sém ddt Con Pdo thu hdi tai viron Quéc gia Cén Bdo vao thdng 5/2018. Duoc liéu duoc chiét vdi con
96%, Idic phdn b6 16ng vdi cdc dung méi cé dé phén cure téng dén. Cdc ky thudt sdc ky cot duoc st dung cho
muc dich phdn tdch va phén Iap hop chét tinh khiét. Cdc hop chédt phén ldp duwoc xdc dinh cdu tric bang ki
thudt phé MS, NMR. Két qua: Tir cao DCM dd phén 1ép va xdc dinh cdu tric 2 hop chdt la: Maslinic acid va
Pouzolignan N. Két ludn: Cdac hop chét Maslinic acid va Pouzolignan N dé duwoc phdn lap tir phén doan cao
DCM cla ré SGm ddt Cén Ddo va déy ciing ld 1dn déu tién cdc hop chdt nay dwoc tim thdy & trong lodi

Parietaria debilis G.Forst.

Tirkhéa: Sém dédt Cén Bdo, Parietaria debilis, Maslinic acid, Pouzolignan N

1. DAT VAN DE

Theo kinh nghiém dan gian, S4m dat Cén Pao
(Parietaria debilis G.Forst., Urticaceae) dugc nguoi
dan sdng & vung Cén Do dung véi muc dich cai
thién sirckhde va phong chdng bénh tat. Tuy nhién,
hién nay trén thé gidi chua c6 nghién clru nao vé
thanh phan hdéa hoc cling nhu hoat tinh sinh hoc
cla loai thao duoc nay. Tai Viét Nam, nghién ctru
trwdc day cta chung toi da gdp phan xac dinh dac
diém thyc vat nham ho tro dinh danh loai nay [1].
Bén canh d6, cac hop chét friedelin, friedelanol va
daucosterol cling lan dau tién dugc phan lap trong
Sam dat con dao trong mot nghién ciru khac cla
ching toi [2]. P& ti€p tuc nghién ctru sdu hon vé
thanh phan héa hoc trong cdy S4m dat Con Do, dé
tai nay duoc thuc hién védi muc dich phan lap va xac
dinh cdu tric cha cidc hop chat trong cao
dichloromethan (DCM) chiét tir ré Sam dat Con
D3o, lam tién dé cho cac thr nghiém sinh hoc ciing
nhu tiéu chuan héa duocliéu.

Tdc gia lién hé: ThS. Hoang Quéc Tuén
Email: hoangquoctuan@tdtu.edu.vn
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2. D01 TUQONG - PHUONG PHAP NGHIEN CU'U
2.1.Nguyénliéu

Ré Sam dat Con Dao (Parietaria debilis G.Forst.,
Urticaceae) thu hai tai vworn Qudc gia Con dao tinh
Ba ria — Viing Tau vao thang 5/2018 va da duoc
dinh danh b&i PGS.TS. Tran Hop.

Héa chat: Methanol, ethanol 96%, n-hexan, DCM,
ethyl acetat (EtOAc), n-butanol ctia Sci-Tech Co.Ltd
(Trung Quéc). BAn modng trang san (silica gel), silica
gelhatvira (40-63 um) cGia Merck.

2.2. Chiétxuat-phan lap
4.0 kg dwocliéu SAm dat Coén Ddo dwoc phoikhd,

xay nho, chiét ngadm kiét bang ethanol 96%, c6
thu h6icdnthu dwocdich chiétcondam dic. Dich
chiét dam dac ti€p tuc boc hoitrén bép cach thuy
dén cao dic, sau dé hoa vao nudc, |ac phan bd
l6ng-1dng lan luot véi cdc dung mdi n-hexan,
DCM, EtOAc, n-butanol dé thu duoc cac cao véi
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cacchatcodo phancuckhicnhau.

2.3. Phuong phap sacky

Sac ky lop méng: Tién hanh trén ban mong silica
gel 60 F254 (Merck). Sau khi khai trién bang hé
dung mdi phu hop, phat hién cac vét dudi dén UV
254 nm, UV 365 nm va thudc thr VS (hdn hop cla
dung dich vanillin 1% trong c6n 96% va dung dich
H,SO, 5% trong con tuyét déi dugc phdi hop vai ty
1e1:1).

Sdc ky cét: Chat hap phu la silica gel hat vira kich
thudc 40-63 um d3 hoat hda bang cach say & 105
°C trong 2 gi®, d& ngudi. Tién hanh nap mau kho,
khai trién bang hé dung moi n-hexan —ethyl acetat.
Sdc ky rdy phdén td: Pha tinh 1a Sephadex LH-20
trwong né trong MeOH. Tién hanh nap mau wdt,
khai trién bang dung mdi methanol.

Phwong phdp xdc dinh cdu tric héa hoc cdc chét:
Két hop phwong phap do ph6é MS va phd cong
huwédng tlr NMR. Cac hop chat phan 1ap dwoc dwoc
tién hanh do phé tai Vién Kiém Nghiém Thudc
Thanh phd H6 Chi Minh véi hé théng méay ESI-
QTOF-MSva NMR Bruker 400 MHz.

3.KETQUA

Tr 4.0 kg duoc lidu ré ci SAm dat Con Dao sau khi
ti€n hanh ngdm kiét véi con 96%, cé thu héi dung
méi thu dwgc 700 g cao con toan phan. 300 g cao
cobn toan phan dugc phan tan vao mét lit nwdc cat,
I3c phan bé [an lugt véi n-henxan, DCM, EtOAc va
n-butanol thu dwgc 12 g cao DCM. 10 g cao DCM
duoc nap kho én cét, trién khai véi hé dung méi
rtra giai la n-hexan - EtOAc ty |& ban dau 1a 4: 6 sau
dotang danty 1é ethyl acetat dén 100% thu duoc9
phan doan (D1 > D9). Tir phan doan D3 cd két tua
trang, ti€n hanh loc 14y tha, tinh ché thu duoc hop
chat SD1 (5 mg). Tir phdn doan D8, tién hanh nap

cot kho va phan tach bang sac ky cot vdi hé dung
mai rira gidi la n-hexan - EtOAc ty |8 ban dau 3 5: 5
sau d6 tang dan ty |é ethyl acetat dénty [& 1: 9 thu
dugc két tia mau trdng, tinh ché bang cot
sephadex LH20, béc hoi dung méi & nhiét do
phong, lam khd duéi dp suat gidm thu dwoc 15 mg
k&t tinh hinh kim mau trang ddt tén 13 SD2.

3.1.Xacdinh cau tric cac chatphanlap

3.1.1. Hop chét SD1

Tinh chat: SD1 I3 bot mau trang, khdng tat quang
trén UV 254, khéng phat quang véi UV 365, hién
mau xanh duvong vdithudc thir VS, khéng tan trong
n-hexan, tan trong methanol.

Phé khdi lwgng (MS): ESI-MS(-): m/z = 471.3467
[M-HJ; cong thircdy dodn: C, H,,0,

Ph& cdng hwdng tir hat nhan (NMR)

Phé 'H-NMR va “C-NMR cla hop chat SD1 xuét
hién tin hiéu cta bay nhém methyl [6. 29.3 (C-
23)/6, 1.01 (3H, s, Me-23), §_17.5 (C-24)/8,, 0.80
(3H, s, Me-24), 5, 17.1 (C-25)/8, 1.00 (3H, s, Me-
25), 6, 17.8 (C-26)/8, 0.81 (3H, s, Me-26), 5. 26.4
(C-27)/6, 1.16 (3H, s, Me-27), &, 33.9 (C-29)/8,
0.91 (3H, s, Me-29), 6. 24.0 (C-30)/6,,0.94 (3H, s,
Me-30)], 2 tin hiéu cia nhom oxymethine [6.69.5
(C-2)/8,3.61(2H, m, H-2), 5.84.5(C-3)/6, (1H,d, J
=9.6,H-3). Gid trihang s6 ghép I&n ctia H-2 va H-3
(Jps=9.6 HZ) goiy rang c6 thé H-3 dinh huwéng a
va H-2 dinh huwdng 8. Bén canh d6, dit liéu phd
cling xuat hién tin hiéu cia mét lién két doi vai &,
123.5(C-12)/6,5.25 (1H, t,J=4, H-12) va §.145.4
(C-13), tin hiéu cha carbon thuéc nhém carboxyl
v&i 8. 181.9 (C-28). Tir d6 cho thdy SD1 cé thé la
mot hop chat thudc nhém triterpenoid véi khung
olean.Tiénhanhsosanhdiliéu phd vditailiéu da
duwoc cong bd [3], xdc dinh hop chat SD1 I3
Maslinicacid.

Bang 1. Bang so sanh di¥ liéu phd NMR cla SD1 (MeOD-d,) véi Maslinic acid (CD,0D)

SD1 Maslinic acid
VitriC
6¢ 6|-|, m, (.l, HZ) 6¢ 5|-|, m, (J, HZ)
1 48.2 - 48.1 0.82m/1.96 m
2 69.5 3.61m 69.5 3.64m
3 84.5 2.90d (9.6) 84.5 2.93 brd(9.5)
4 40.6 40.5
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SD1 Maslinic acid
VitriC

&¢ 64, m, (J, Hz) 6¢ 64, m, (J, Hz)
5 56.7 - 56.7 0.86 m
6 19.6 - 19.6 1.45m/1.56 m
7 33.9 - 33.9 1.35m/1.76 m
8 40.6 40.6
9 49.5 - 49.0 1.64m
10 39.3 39.3
11 24.7 1.95m 24.6 1.95m
12 1235 5.25t(4) 123.5 5.27 t (3.5)
13 145.4 145.3
14 43.0 43.0
15 28.8 - 28.8 1.10 m/1.79 m
16 24.1 - 24.1 1.62 m/2.02 m
17 47.7 47.6
18 42.8 2.85dd (4.8,14.0) 42.7 2.88 dd (4.5, 14.0)
19 47.3 - 47.3 1.15m/1.70 m
20 31.7 31.6
21 34.9 - 34.9 1.22 m/1.40 m
22 33.6 - 33.8 1.54 m/1.56 m
23 29.3 1.01s 29.3 1.04s
24 17.5 0.80s 17.4 0.83s
25 17.1 1.00s 17.1 1.03s
26 17.8 0.81s 17.7 0.84s
27 26.4 1.16s 26.4 1.19s
28 181.9 181.9
29 339 091s 33.6 0.93s
30 24.0 094s 24.0 0.96s

Ghi chu: “-”: chwa xdc dinh dwoc d6 doi héa hoc cua proton
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Hinh 1. Cong thirc cu tao cla SD1 (Maslinic acid)

3.1.2. Hop chétSD2

Tinh chat: SD2 |3 tinh thé hinh kim mau trang, tat
qguang trén UV 254, khong phat quang véi UV
365, hién mau do vdi thudc thlr VS, tan trong
ethylacetat, methanol.

Phé UV:Amax=281.5nm (MeOH).

Phé khéilwong: ESI-MS: m/z=577.1589 [M+Cl]
,congthircdywdodnC,H,,0,,.

Phé conghuwédngtir hatnhan (NMR)

Ph& 'H-NMR cla hop chat SD2 cho thay cac tin
hiéu sau: Co ba tin hiéu proton §,7.03 (1H,d, J =
1.6,H-2'),6.82(1H, d,J=6.4,H-5"), 6.95 (1H, dd,
J=6.4,1.6,H-6') cia hé ABX cd nhdm thé tai vi tri
1,3, 4. Haitin hiéu proton trung nhau v&i 6,6.58
(2H,s,H-2"/6") ciavong benzen cd nhdm thé tai
vitril,3,4,5.Batin hiéuprotonvd&ié,6.17 (1H, t,
J=2.0,H-4""),6.08 (2H, d, J=2.0, H-2""/6"") cla
hé AB, c6 nhom thé tai vi tri 1, 3, 5. Ba tin hiéu
proton clia nhém methintaié, 3.16 (1H, m, H-2),
3.02 (1H, m, H-3),3.67 (1H, d, J=11.6, H-5). B6n
tin hiéu proton cia hai nhédm oxymethylen tai 6,
3.72 (1H, m, H-1a), 4.07 (1H, dd, J = 7.6, 2.8, H-
18)va3.96(1H, m, H-4a),3.85(1H, m, H-468).Bén
tin hiéu proton cta bédn nhém methoxyl tai 6,
3.91(3H, s), 3.78 (6H, s), 3.67 (3H, s) va mot tin
hiéu proton clia nhém acetyl methyl tai 6, 1.88
(3H,s).

Phé “C-NMR, DEPT, HSQC c@ia hop chat SD2 cho
thay c6 29 C trong d6 cd mudi mot sp’ t&r cap,
mudi mét nhdm methin, hai nhém methylen,
nam nhom methyl. Trong d6, xuat hién tin hiéu
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clamot carbonthuécnhém carboxylvdi6.172.9
vamot carbonthuéc nhdm methylvéid.21.1 goi
yrangcautricclaSD2 cé nhém acetyl. B&n canh
do, c6 18 tin hiéu carbon cé §.tlr 102.3 dén 159.5
chirng toé cdu tric SD2 c6 3 vong benzen. Trén dir
lidu phd cling xudt hién 4 tin hiéu carbon trong dé
2tinhiéutrungnhau(6.56.7,56.8,56.8va61.28)
clia 4 nhom methoxyl va 5 tin hiéu carbon & vung
truong cao (6. 65.6, 42.1, 48.9, 65.6, 54.3) dai
diénchochudicarbon machh&biohoa.

Ph6 "H-"H COSY cho thay tuong tac giira H-2 (6,
3.16) va H-1 (6, 3.72, 4.07), H-2 (6,,3.16) va H-5
(6,3.67), H-3 (6, 3.02) va H-4 (6, 3.96, 3.85) goi y
H-1gan vdiH-2, H-2 gan v&i H-5, H-3 gan v&i H-4
trongcéngthirc.

Phd HMBC xuat hién tin hiéu twong tac cta H-1
(6,,3.72,4.07) vacarbonthuécnhém carboxyl (6,
172.9) chirng td nhém acetyl gén & vi tri C-1; xuat
hién tuong tac gitra H-5 (6, 3.67) vai C-1" (6,
142.2),C-2"/6" (6.106.2) va H-5 (5, 3.67) v&i C-1'
(6,136.6), 2' (6.113.2), 6' (6.122.3) goi y hai
nhém phenyl véi cdc nhdm thé [an luot & vi tri 2,
4,5va3,4cungganvao C-5,thémvao dé H-3 (6,
3.02 ) 6 tuong tac voi C-1"" (6,142.9), C-2""/6""
(6.109.1) ggiy nhém phenyl vdi cdc nhdm thé tai
vitri 3,5 gén v&i C-3. Ngoai ra, proton ca nhém
methoxytai b, 3.91(6.56.7)twongtacvdiC-3' (6,
149.4), proton cta nhém methoxy tai 6, 3.78 (6.
56.8) tuvongtacvdivaC-2"/6" (6. 106.2), proton
clla nhom methoxy tai 6, 3.67 tuong tac vai C-4”
(6,137.4). Nhu vay, 4 nhém methoxy s& gan cac v
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tricarbon:C-3',C-3”/6”,C-4”, diéunaycangduwgc  H-2'/6"(6,6.58). Hang s6 ghépI&n clia H-2 va H-
khang dinh khi quan sat phé "H-'H NOESY cé tin 5 (J,,.s = 11.6) chirng t& H-2 va H-5 dinh hudng
hiéu proton cia nhém methoxy tai 6, 3.91 (6. nguwoc nhau trong khdng gian. Ti€n hanh so sanh
56.7) twong tac vdi H-2' (6, 7.03), proton cua dit liéu phd véi tai liéu d3 duoc cdng bb [4] xac
nhom methoxy tai 6, 3.78 (6.56.8) twongtacvéi  dinhvéihgpchdtSD2laPouzolignanN.

Bang 2. Bang so sanh dit liéu phd NMR clia SD2 (MeOD-d,) vdi Pouzolignan N (CD,0D-d)

SD2 Pouzolignan N
Vitri | DEPT 5 mi U
¢ ”’Hz; ’ HMBC COSY | NOESY &c | 6u,m, (), Hz)
4.07 dd 4.10 dd (11.5,
(7.6, 2.8) 4.0)
1 CH; 65.6 . 3, -CO0 2 2 65.4 3.77 dd (115,
) 7.0)
2 CH 42.1 3.16m 1,3,4 1,5 1,3 42.0 3.18 m
1,2,4,5, 2,4, 3.04 ddd (8.5,
3 CH 48.9 | 3.02t(8.0) 17 2 g 4 27 6 48.7 6.5, 2.0)
3.96 m 3.98 gdsgll.o,
4 CH, 65.6 tgs 2,31 3 3,2"/6 65.4 3.85 dd (110,
' 6.5)
3.67d 2,1, 2,6 2,6
H 4. P 2 ' 4.1 7 12.
5 C 5 3 (11.6) 1”[ 2”/6” 2"/6” 5 3 0 d ( 0)
1’ Cwv 136.6 - - 136.4 -
7.03d
2 CH 113.2 (1.6) 5,3, 4,6 56 3’-OCHs; | 113.2 7.07 d (2.0)
3 Cv 149.4 - - 149.2 -
q Cwv 146.3 - - 146.1 -
5’ CH 116.7 6(:;1)0/ 1,3 4 2,6 6’ 116.5 6.84 d (8.0)
, 6.95 dd ) , , 6.98 dd (8.0,
6 CH 122.3 (6.4, 1.6) 52,4 2’5 5 122.1 2.0)
1” Cv 142.2 - - - 141.9 -
5,2"/6" 37-OCHs.
2”’[6” CH 106.2 | 6.58s, 2H [ /5" - 106.2 6.59s, 2H
3”/5"” , 4
OCHs
3”/5” Cv 154.5 - - 154.3 -
4’ Cv 137.4 - - 137.3 -
1 Cwv 142.9 - - 142.7 -
R 6.08 d 3,2""/6", 6.11 d (2.5),
2”/6 CH 109.1 (2.0), 2H 35 4 109.0 oy
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SD2 Pouzolignan N
Vitri | DEPT AT,
8¢ ”’Hzi ’ HMBC cosy NOESY Sc | 8x,m,(J, Hz)
375" | Cy | 159.5 - 159.2 -
a4 CH | 1023 | 6.17t(2.0) 2 /65,,",3 / 2 [6" 102.1 | 6.21¢t(2.5)
3’-OCH3 56.7 391s 3 2’ 56.6 3.93s
3"-OCHs/5"- 56.8 | 3.78s, 6H 3”/5” 2"/ 6" 56.6 3.79s
OCH3
4”-0CH; 61.28 3.67s 4" 61.1 3.70s
21.1 1.88 s -CO0 20.6 1.89 s
CHsCOO
172.9 ; 172.8 -

Ghi chu: “-”: Carbon bdc 4, khéng co proton

COSY

OCHj
HBMC —
A ~__» NOESY

Hinh 2. Cdng thirc ciu tao va mdt vai twong tdc HMBC, COSY va NOESY
cla SD2 (Pouzolignan N)
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4.BAN LUAN

Nghién ctru d3 phan 13p va xac dinh ciu trdc 2 hop
chat|a: Maslinic acid va Pouzolignan N tir cao DCM.
Cac hgp chat nay da duwogc tim thdy trong céc cay
thudc ho Gai (Urticaceae) truwdc d6 cu thé la: ti
loai Forsskaolea tenacissima L. [5] va Boehmeria
nivea L. [6] da phan lap dugc Maslinic acid, ti loai
Pouzolzia sanguinea (Blume) Merr. da phan lap
duoc Pouzolignan N [4]. Nhu vay, cdc chat phan 1ap
dwoc tlr ré Sam dat Con Dao déu d3 duoc phan lap
trudc do trong ho Gai (Urticacaea) va thudc hai
nhom hop chat chinh [an lwgt 1a nhdm triterpenoid
va norlignan dugc tim thay chl yéu trong ho nay
[7]. Thém vao d6, hop chat Maslinic acid va hop

chat Pouzolignan N cling |a [an d4u tién dwoc phan
l4p trong loai Sdm d4at Cén Dao (Parietaria debilis
G.Forst.).

5.KETLUAN

T cao DCM cla ré Sam dat Con Do da phan lap
duoc 2 chat: Maslinic acid (5 mg) thudc nhém
triterpenoid khung olenan va Pouzolignan N (15
mg) thudc nhém norlignan. Pay la mot tién dé
quan trong trong viéc xac dinh thanh phan hda hoc
cla ré Sam dat Cén Do, dong thoi cling ¢ thé
dinh hudng cho nhitng nghién clru sau nay vé
thanh phan héa thuc vat va hoat tinh sinh hoc cla
loai Parietaria Debilis G. Forst.
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Olean-type triterpenoid and norlignan isolated from
theroots of Parietaria Debilis G. Forst., Urticaceae

Hoang Quoc Tuan, Nguyen Thi Mau, Mang Thi Hong Cuc,

ABSTRACT

Phan Le Nhu Quynh and Tran Cong Luan

Background: Sam dat Con Dao (Parietaria debilis G. Forst., Urticaceae) has long been used by people living
in Con Dao as an herbal to improve, enhance health, and prevent diseases. In Vietnam, there are currently
not many research works on Sam dat Con Dao to clarify the chemical composition of this species. Objective:
This study was conducted to isolate and determine the structure of compounds in DCM extract extracted
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from the roots of Sam dat Con Dao. Materials and methods: The roots of Parietaria debilis G. Forst., were
collected in Con Dao National Park in May 2018. Plant material was macerated with ethanol 96%. The
crude extract was separated by liquid-liquid distribution. The isolations of pure compounds were carried
out using column chromatography (classical column chromatography, Sephadex chromatography). The
structures of isolated compounds were identified by MS and NMR methods. Results: From the DCM
fraction, two compounds were isolated and identified as Maslinic acid and Pouzolignan N. Conclusion: The
chemical study of DCM fraction extracted from the roots of Parietaria debilis G.Forst. led to the isolation of
two compounds: Maslinic acid and Pouzolignan N. Moreover, two compounds were isolated for the first
time in this species.
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