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LOI CAM DOAN

T6i xin cam doan ddy la cong trinh nghién ciru ciia riéng
t0i. CAC S0 liéu, két qua trong ludn dn [a trung thue va chua

tirng duwge ai cong bé trong bdt ky cong trinh ndo khac.

Tac gia

Nguyén Trong Nghia



LOI CAM ON

Trude tién, cho phép téi dwoc giri 10i cam on dic biét téi PGS. TS Nguyén Thi
Minh Hué, nguroi da déng vién t0i Vé tinh than, gitip d&, dan ddt t6i vieot qua nhitng
khé khan, tré ngai dé buée vao thé gidi ciia héa hoc tinh todn.

Toi ciing xin giri 107 cdm on sdu sdc dén GS. TSKH M.C. Lin da gilp dé, ho
tro t6i nhitng kién thire co ban vé dong héa hoc trong qud trinh thuee hién ludn dn.

Toi xin guri Ioi cam on chan thanh téi PGS. TS Tran Thanh Hué, PGS. TS Lé
Minh Cam va PGS. TS Nguyén Ngoc Ha da gilp do, dong vién t0i trong suot qud
trinh hoc tap va hoan thién ludn an.

TOi xin Qui loi cam on chdn thanh toi khoa Hoa hoc, Truong Dai hoc Sw
Pham Ha N¢i, Vién Ky thudt Hoa hoc, Trueong Dai hoc Bach Khoa Ha Ngi, cdc
Nha khoa hoc, cdc Thay gido, Cé gido, cdc can bg thuéc Trung tam Khoa hoc Tinh
toan Trieong Pai hoc Sw pham Ha Néi va cac ban nghién civu sinh da tao diéu kién
hé tro givip dé va déng vién toi trong qua trinh thuc hién ludn dn.

Cudi clng, ti Xin guti loi biét on sdu sdc t6i nhitng nguoi than yéu trong gia
dinh, nho ho ma t0i ¢ thé tdp trung sirc lire dé hoan thanh ludn dn nay.

Ha Noi, ngay thing nam 2014.

Tac gia

Nguyén Trong Nghia



DANH MUC CAC Ki HIEU, CHU VIET TAT

Viét tat Nguyén ban tiéng Anh. Tam dich
DFT Density Funtional Theory. Ly thyét phiém ham mdt dé
B3LYP Becke 73-parameter, Lee, Yang and Parr. Phiém ham twong quan
trao doi B3LYP
UB3LYP Phiém ham twong quan trao déi B3LYP cau hinh khdng han ché
Mgller-Plesset correlation energy correction. Hiéu chinh nang
MPn lieong tieong quan theo phirong phdp nhiéu loan bdc n MPn.
UMPn Hiéu chinh ncy?ng lwong twong quaiiz theo phwong phdp nhiéu loan
bdc n MPn cau hinh khéng han che
BHandHLYP Half-and-half Functionals. Phiém ham twong quan trao doi
BHandHLYP
UBHandHLYP Phi’é'm ham twong quan trao déi BHandHLYP cdau hinh khong han
che
HF Hartree-Fock. Phuong phap Hartree-Fock
UHF Phwong phdp Hartree-Fock cau hinh khdng han ché
CcC Coupled Cluster. Tuwong tic chum
Cl Configuration Interaction. Tuong tic cdau hinh
CBS Complete Basic Set. B ham co s¢ day di
ZPE Zero Point Energy. Néing lwong diém khong
SP Single Point. Piém don
IRC Intrinsic Reaction Coordinate. Toa dg néi phdn img
FMO Frontier Molecular Orbital. Obitan phan tu bién
TST Transition State Theory. Ly thuyét trang thai chuyén tiép
Variational Transition State Theory. Ly thuyét trang thdi chuyén
VISt tiép bién cach




RRKM Rice—Ramsperger—Kassel-Marcus.
MEP Minimum Energy Path. Puong ndng lwong cuec tiéu
PES Potential Energy Surface. Bé mdt thé ning
RTS Roaming Transition State. Trang thdi chuyén tiép chuyén ving
RA Reactant. Chdt phan img
IS Intermediate State. Trang thdi trung gian
TS Transition State. Trang thdi chuyén tiép
PR Product. San phdm
GTO Gauss Type Orbital. Obitan kiéu Gauss
PGTO Primitive Gauss Type Orbital. Obitan kiéu Gauss ban dau
CGTO Contracted Gauss Type Orbital. Obitan kiéu Gauss rit gon
STO Slater Type Orbital. Obitan kiéu Slater
HSAB Hard Soft Acid Base. Axit bazo citng mém
HOMO Highest Occupied Molecular Orbital. Obitan phan tir bi chiém cé
nang lwong cao nhat
LUMO Lonest Unoccupied Mo’IecuI'c?r Orbital. Obitan phan tz khong bi
chiem co nang luong thap nhat
SCF Self-Consistent Field. Truong tw hop
MO Molecular Orbital. Obitan phan tuz.
HHLT Hoa hoc luong tir

Dé thuén tién cho viée trinh bay két qua, chung toi ding dau chim (.) thay cho dau phay (,)

truéc phan thdp phan cia chir sd trong cac hinh v& ciu truc. Do dai lién két tinh theo

Angstrom (A), goc lién két tinh theo do (°).
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