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(V) Carbon nano tubes
(v) Roohi H. et al.
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(V) Gemcitabine

(+) Natural bond orbital
(8) Adsorption energy
(v) Gap energy
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(v) Density functional theory

(f) Atoms in the molecules

(*) Basis set superposition error

(A) Highest occupied molecular orbital

R = (ole
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(v) Lowest unoccupied molecular orbital
(+) Chemical hardness
(») Polarizable continuum model

R = cole

(v) Electronic chemical potential
(f) Electrophilicity index
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