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Tén luan an: Nghién ctru xac dinh thanh phan hod hoc va danh gia hoat tinh chéng
oxy hoa mot sb hop chat c6 trong mot sé loi ciia chi Mo day (Paederia L.) bang phuong
phap hoa tinh toan.
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Tom tat: Hai loai cay thuoc chi Mo day (Paederia) trén dja ban tinh Quang Nam,
Viét Nam dugc thu thap, dinh danh thuc vat hoc va xac dinh la cdy Mo 16ng (Paederia
lanuginosa) va Mo tron (Paederia foetida). Cac cao chiét tir 1a cua hai loai nay thé
hién hoat hoat tinh bat géc tw do DPPH kha tét, véi gié tri 1Cso tir 2,95 pg/mL — 104
ng/mL. Trong dé cao chiét EtOAC cia 1a Mo tron c6 gia tri 1Cso thap nhat, gan tuong
duong véi ascorbic acid (2,67 pug/mL). Mot sé thanh phan hoa hoc da duogc dinh danh
bang k¥ thuat GC-MS, vai 55 hop chat di dugc xac dinh tir cac dich chiét 14 Mo 16ng,
37 hop chit da dugc xac dinh tir dich chiét 14 Mo tron, trong d6 ¢6 mit nhiéu hop chat
vé6i hoat tinh sinh hoc, dugc ly quan trong nhu palmitic acid, phytol, vitamin E, oleic
acid, linolenic acid, squalene, neophytadiene, campesterol, stigmasterol, S-sitosterol, y—
sitosterol. Bang thoi, tir cao chiét 1a Mo 16ng da phan lap duoc 10 hop chét, trong do,
theo tra cau tai thoi diém nghién ciu, 03 hop chat lan dau tién dugc phan 1ap tir chi Mo
day (Paederia L.), bao gdm 1-hexacosanol, phytol va quercitrin, 05 hop chat lan dau
tién duoc phan lap tir 14 cua cay Mo 16ng gom p-sitosterol, stigmasterol, arachidic acid,
rutin va linarin, 02 hop chat khac 1a kaempferol va quercetin da dugc phan lap tir 14 cua
loai cay nay trong mot céng trinh nghién cuiru trude day.

Ciing trong luan an nay, d6 chinh xac cua 17 phuong phap DFT khi st dung dé
danh gia gia tri BDE(X-H) (X = C, N, O, S) duoc nghién ciu. Két qua tinh toan cho
thiy phuong phap M06-2X c6 do chinh xéac phi hop va tiéu tén tai nguyén tinh toan
hop 1y. Phuong phéap nay dugc sir dung dé tinh toan hoat tinh chéng oxy hoa cua cac
hop chat phenolic d& phan 1ap trong pham vi luan 4n nay ciing nhu méot sé nhém hop
chat chinh khac da duoc phan lap tir chi Mo day (Paederia) trong cac nghién ciru trudc
day, ciing voi mot sé hop chat ¢6 ciu trac twong tu Vi tiém nang chdng oxy hoa tt,
bao gém cac hop chat cleomiscosin (cleomiscosin A, cleomiscosin B, cleomiscosin C),
anthraquinone (1,3-dihydroxy—2,4-dimethoxy—9,10-anthraquinone, 2—-hydroxy-1,4—
dimethoxy-9,10-anthraquinone, 1-methoxy—2—methoxymethyl-3-hydroxy—9,10-
anthraquinone, 1-hydroxy—2—-hydroxymethyl-9,10-anthraquinone, 1-methyl-2,4—
dimethoxy—3—hydroxyanthraquinone, 1-methoxy—3-hydroxy—2—



ethoxymethylanthraquinone), feruloyl monotropein (6'-O—E—feruloyl monotropein,
10—0O—E—feruloyl monotropein) va flavonoid (kaempferol, quercetin, quercitrin). Két
qua cho thay, cac hop chat dugc danh gia co tiém ning chéng oxy hoa tot trong mai
truong phan cuc. Trong d6, cac hop chit cleomiscosin, feruloyl monotropein va
flavonoid c6 hing sb téc d6 tong quat cua phan ang bat goc tuw do HOO* trong moi
truong phan cuc nam trong khoang 108 — 108 Mt s™L. So séanh vé&i mot s6 hop chat
chdng oxy hoé tiéu biéu, hiang sé toc d6 phan tmg nay cao hon nhiéu lan so véi Trolox,
gan tuong duong véi ascobic acid va resveratrol. Trong khi d6, cac hop chat
anthraquinon thé hién hoat tinh bat géc tu do O2°" tuyét voi trong mdi truong phan cuc,
vé6i hang sb tée do tong quat nim trong khoang 108 — 108 Mt s, cao hon 10% — 10° lan
so véi ascorbic acid. Nhin chung, hoat tinh chong oxy hoa cua céc hop chat nay duoc
dong gop chu yéu boi cac dang phan ly trong mdi truong phan cuc nhu anion, dianion
cua chung, trong do6 vai trd chinh thudc vé cac nhém chic —OH lién két truc tiép véi
vong thom cuia cac hop chat nay. Theo tra cau tai liéu, két qua tinh toan hoat tinh chdng
oxy hoé caa cac hop chét ké trén 1a cac két qua dugc cong b 1an dau tién trong luan an
nay.



