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p.34, eq. (2.47)

∑
i

Ĥji(R)|ΨiN〉 =
∑
i

[T̂N + Ei(R) + V̂N(R)δji +
∑
A

−1

2MA

[
2T

(1)
ji · ∇A

]
+
∑
A

−1

2MA

T
(2)
ji ]|ΨiN(R)〉.

should be replaced with

∑
i

Ĥji(R)|ΨiN〉 =
∑
i

[(T̂N + Ei(R) + V̂N(R))δji +
∑
A

−1

2MA

[
2T

(1)
ji · ∇A

]
+
∑
A

−1

2MA

T
(2)
ji ]|ΨiN(R)〉.

p.34, eq. (2.51)

T
(1)
ji = −T

(1)
ji

∗
.

should be replaced with

T
(1)
ji = −T

(1)
ij

∗
.

p.34, eq. (2.52)

[T̂N + V̂N(R)δji − Ej] |Ψ(R)jN 〉 =
∑
i

Λji |Ψ(R)iN 〉,

should be replaced with

[T̂N + V̂N(R)δji + Ej(R)− Etot]|Ψ(R)jN 〉 =
∑
i

Λji |Ψ(R)iN 〉,

p. 35, eq. (2.53)

Λji = −〈Ψj | TN | Ψi〉+
∑
A

−1

2MA

〈Ψj | ∇A | Ψi〉∇A.

should be replaced with

Λji = −
[
〈Ψj | TN | Ψi〉+

∑
A

−1

MA

〈Ψj | ∇A | Ψi〉∇A

]
.
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p. 36, eq. (2.56)

αij(R) =

∫
〈Ψad

i | ∂

∂R
| Ψad

j 〉dR.

should be replaced with

αij(R) = αij(R0) +

∫ R

R0

〈Ψad
i | ∂

∂R′ | Ψad
j 〉dR′.

p. 38, eq. (2.63)

|ΨMCSCF
i 〉 =

∑

k

Cik|Ψk〉,

should be replaced with

|ΨMCSCF
i 〉 =

∑

k

Cik|Ψad
k 〉,

p. 39, eq. (2.64)

〈Ψad
j | ∂

∂R
| Ψad

i 〉 = 〈
∑

l

CjlΨ
ad
l | ∂

∂R
|
∑

k

CikΨ
ad
k 〉

should be replaced with

〈ΨMCSCF
j | ∂

∂R
| ΨMCSCF

i 〉 = 〈
∑

l

CjlΨ
ad
l | ∂

∂R
|
∑

k

CikΨ
ad
k 〉

p. 39, eq. (2.67)

〈Ψd
i |

∂

∂R
| Ψd

j 〉R ' 1

2∆R
〈Ψd

i (R +∆R) | Ψd
j (R−∆R)〉,

should be replaced with

〈Ψad
i | ∂

∂R
| Ψad

j 〉R ' 1

2∆R
〈Ψad

i (R +∆R) | Ψad
j (R−∆R)〉,

p. 49, eq. (2.113)

A =

∫ tp

0

Ω(t)dt =
~µij

~

∫ tp

0

| ~E0
i |s(t)dt = (2N + 1) · π with N = 0, 1, . . .
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should be replaced with

A =

∫ tp

0

Ω(t)dt =
~µij

~

∫ tp

0

~E0
i s(t)dt = (2N + 1) · π with N = 0, 1, . . .

p. 65, Figure (3.7)

W11 and W22

should be replaced with

W00 and W11

, respectively

p. 70, Figure (3.12)

W00 and W11

should be replaced with

V0 and V1

, respectively

p. 74, Figure (3.15)

(φ = 0◦ and λ = 16.2 eV/Å)

should be replaced with

(λ = 16.2 eV/Å)
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p. 80, Figure (4.3)

center of mass of the HF fragment

should be replaced with

F atom in the HF fragment

p. 81, eq. (4.5)
~bF (q) = F (q)− b(q),

should be replaced with
~bF (q) = ~F (q)−~b(q),

p. 81, eq. (4.6)
~bH(q) = H(q)− b(q),

should be replaced with
~bH(q) = ~H(q)−~b(q),

p. 81, eq. (4.7)
~RHF (q) = F (q)−H(q),

should be replaced with
~RHF (q) = ~F (q)− ~H(q),

p. 81, eq. (4.8)
~R(q) = F (q)− a(q),

should be replaced with
~R(q) = ~F (q)− ~a(q),

p. 82, line above eq. (4.10)
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Hd(R) and Fd(R)

should be replaced with

~Hd(R) and ~Fd(R)

p. 82, eq. (4.10)

Hd(q) = H(q) + u~R(q) (|R| − |R0|) ,
should be replaced with

~Hd(q) = ~H(q) + u~R(q) (|R| − |R0|) ,

p. 82, eq. (4.11)

Fd(q) = F (q) + u~R(q) (|R| − |R0|) ,
should be replaced with

~Fd(q) = ~F (q) + u~R(q) (|R| − |R0|) ,

p. 91, eq. (4.16)

Ĥad
ij = − ~2

2mr

(
∂2

∂R2
+ Tij

R(2)
+ 2Tij

R(1) ∂

∂R

)
− ~

2

2Ir

(
∂2

∂φ2
+ Tij

φ(2) + 2Tij
φ(1) ∂

∂φ

)
+Vi.

should be replaced with

Ĥad
ij = − ~2

2mr

(
∂2

∂R2
δij + Tij

R(2)
+ 2Tij

R(1) ∂

∂R

)
− ~

2

2Ir

(
∂2

∂φ2
δij + Tij

φ(2) + 2Tij
φ(1) ∂

∂φ

)
+Viδij.

p. 121, line 2 from bottom

S0

should be replaced with

S1
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