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UNG DUNG QSPR: SO SANH DU BAO HANG SO BEN CUA
PHUC THIOSEMICARBAZONE VOI ION KIM LOAI SU DUNG MO HINH
HOI QUY PA BIEN, BINH PHUONG TOI THIEU RIENG PHAN VA HOI QUY
THANH PHAN CHINH CUNG VOI CAC THAM SO MO TA PHAN TU
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TOM TAT

Trong nghién cttunay, cac mo hinh lién quan dinh lugng gitra cdu tricva tinh chat
(QSPRs) cua cac phtre chét thiosemicarbazone va ion kim loai dwoc xay dung dua
trén phuong phap hoi quy da bién, binh phuong t6i thiéu riéng phan va hoi quy
thanh phan chinh. Chét lwong cdc mo hinh dwoc danh gid dwa vao cac gia tri hé s6
twong quan, sai s6 chudn trung binh va chuan Fisher. Ké qua nhan dwoc mé hinh
QSPRwMLR VOi cac gid tri R%min= 0,908, R2cv = 0,850; Q%est = 0,8542; MSE = 0,852; md
hinh QSPRris v6i R2min = 0,908; R2cv = 0,888; Q?%est = 0,8972; MSE = 0,661; md hinh

QSPRecr vOi R2min = 0,914; R2cv = 0,948, Q%est = 0,8842; MSE = 0,827. Cac mo hinh
QSPRwmrg, QSPRris va QSPRrcr ¢ kha nang dw doan pht hop véi thwe nghiém.

Tt khda: QSPRmir, QSPRrrs, QSPRrcr, héng sO bén, thiosemicarbazone.
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ABSTRACT

In this study, the quantitative structure property relationships (QSPRs) of
thiosemicarbazone complexes with metal ions were constructed based on
multivariate linear regression, partial least square and principal component
regression models. The quality of the models was evaluated based on coefficients
of determination, mean standard error, and Fisher test. QSPRmLr model had R2trin =
0,908; Rzcv = 0,850; Q?est = 0,8542; MSE = 0,852; QSPRrLs model had R2ain = 0,908;
Racv = 0,888; Qest = 0,8972; MSE = 0,661; QSPRrck model had R2min = 0,914; R2%cv =
0,948; Q2est = 0,8842; MSE = 0,827. These models could give a good prediction that

agreed with the experiments.

Keywords: QSPRmir, QSPRrrs, QSPRrcr, stability constant, thiosemicarbazone.
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