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1.3a Differential to Matrix

-
-~
-
v

W, N x N ¥,
W, SN2
E[S] 4 = H o[ b .o e
4’ 43
[ n ) p(2)
Ew(F) = L—ﬂszrU(F)J W(F) —XXXXXXXXX ., ~

1003 =106 1) - Zq
dre, ¥

Supriyo Datta May 2015 http://nanohub.org/groups/Inebook




AR
v, s 1 €|\,
i o 1 |e-ts t—¢gs||y,
v, 1-§ L—gs g—t.s] v,
E—1 + 1
1—s 1+s
E[SKv} = [Hl{v}
Ey(F —(hzvz U*\ F
w(r) = L—ﬂ + (r)Jt//(r)

€ 1
4

E

|

:|<FWI
Y

H

ap

1.3b Differential to Matrix

NN
tq  +(

Hydrogen Molecule

|

Hpp = [@Vup(F)H,, u,(7)
S = | AV 1y (F) 4, (7)
N
m=1

N = number of
“basis functions”

Supriyo Datta

May 2015

http://nanohub.org/groups/Inebook



EF s} {%}_ F tle} 1.3c Differential to Matrix

s 1] ¥, L €|\, U U
= First Principles )/.g.\
* Semi - empirical +q +Q
i 78 1 |e-ts t—-e&s||y, Hydrogen Molecule
W, 1= 2|:t—8S g—ts} v, ,
Hyw = |V uy(7) H,p th,(F)
E—1 —— &+I1 £ o
. S = | AV 1y (F) 4, (7)
1-s 1+s v
Sy} = iy p(F) = 2V Uun(F)
( h2 ) m=1
Ey@) = |- V2+U(r>J w(F) N = number of
2m . .
| | “basis functions”
H,

Supriyo Datta May 2015 http://nanohub.org/groups/Inebook



1.3d Differential to Matrix
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