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The deepest part of Theoretical Chemistry must end up in Quantum Mechanics.

—R. P. Feynman, The Feynman Lectures on Physics
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' Time-dependent Schrédinger equation
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' Expectation value
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Heisenberg’s equation
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' First relation of Ehrenfest’s theorem
¥ Second relation of Ehrenfest’s theorem

¥ Virial Theorem
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' Time-independent Schrédinger equation
A
Pure State

" Pure Stationary State
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' Hypervirial theorem

¥ Born-Oppenheimer approximation
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' Molecular virial theorem
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' Theoretical chemistry

¥ Quantum Theory of Atoms in Molecules (QTAIM)
"R. F. W. Bader

* Topological atoms (TA)
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' Quantum Divided Basins (QDB)
¥ Quantum Theory of Proper Open Subsystems (QTPOS)




!

Jyl Jeas

b sl alobw 2 (ogiiles 4yl
(QTPOS) coslis




i Sl sl ol asBlsS 21,155 - Jol Josd

adgl ya 0 V)

ol g bt 55 el gy S (555 (bl 35505 (gda Slalllas o 45 sl
Y s 5 GLshE 65l e aiile (il y gl il way aloya 3 393 (oo (Byxa Il plags
eyl (sly 5 digd o Syre s ISl e 2 iyl sl aniz (L)l 4 B oS

JJ).; ° )|J§ oolazwl S92 L5’3):‘g|_& ks!li> )‘ C.JLC)Ua‘

P(1) Go -5 JEz 1-1-)

St jSi309,5 dlslae 155 (o0 ¢ oogiilsS (gond 10 35250 (SFlslonn 5l i 38 (65,5 41 L
el ggo gl dgai Jo (oBlsds (JsSIge ailabes 52 (sl 1) sosleish o w8 2o2lez 50 oles Sl
acize Yoz sy & eI N 5l o 5o sl yuiie 4N 51 a5 Y sl Cans &y el gl
0958 ekt (sl W (gl Adite SG g Ty = (X0 V1, 21) olad aaisee 4w 390 (oo Larogd
Jo Szs8 Sl (o> paie S5 50 s N 1Sy 5o 38l Jliol o Ll W o5 sphiles
Jlzsl s (Sojud a5l a8 P*(Xy, X, Xp) WYXy, Xp, -, Xpy) dxdX, - dxy b cosl ol dxg
500 o)l (oame sl b (e 03l Sy 59Ul 52) L 338U 5l (ol LT S0 08 Ty
Jhasl cudl gl b 00 Ghrogi aditue Hlgz dcgeze Xi = (r;, w;) = (x4, Y1, 21, 0;)
1398 oo Ol (b yloeige b pd aliwg a4y 45 jplailen ol Qo 4 Ao Lad S o lyd  aleT sualine

-+ +o0
z f dry - dry |¢(X1'X2:"'1XN)|2 = de |1/’(X1»Xz:""xN)|2 =1 (1Y)

spins

' One- electron density
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