=
b

=
—_

rel. Energy [Hartree]

=
o

Trajectory Oa

— State 0
— State 1

—== Total Energy
® (Curr. State

200

400 600
time [fs]

800 1000




Trajectory Ob

| —— State 0 ——— Total Energy

— State 1 @ (Curr. State

0 200 400 600 800 1000
time [fs]




O
-) — — DO DO
Ut - Ut - Ut

rel. Energy [Hartree]

=
o
S

Trajectory Oc

— State 0
— State 1

Total Energy
Curr. State

400 600
time [fs]

800

1000




— — — — —
-) — — DO DO
Ut - Ut - Ut

rel. Energy [Hartree]

=
o
S

Trajectory 0d

- —— State 0 ——— Total Energy
— State 1 @ (Curr. State
V

0 200 400 600
time [fs]

800

1000




rel. Energy [Hartree]

=
b

=
—_

=
o

Trajectory Oe

— State 0 ——— Total Energy
— State 1 ® (Curr. State
0 200 400 600 800 1000

time [fs]




rel. Energy [Hartree]

=
b

=
—_

=
o

Tr

ajectory la

— State 0

—== TTotal Energy
— State 1 ® (Curr. State
0 200 400 600 800 1000

time [fs]




o - o
— (\) w2

rel. Energy [Hartree]

=
o

Trajectory 1b

— State 0
— State 1

Total Energy
Curr. State

400

600
time [fs]

800

1000




Trajectory lc

— State 0
— State 1

——== Total Energy

Curr. State

0 200 400

time [fs]

600

800

1000




Trajectory 1d

— — —
— (N} w2

rel. Energy [Hartree]

=
o

— State 0 ——— Total Energy
— State 1 @ (Curr. State

0 200 400 600 800 1000
time [fs]




o - o
— (\) w2

rel. Energy [Hartree]

=
o

Trajectory le

— State 0
— State 1

Total Energy
Curr. State

400

600
time [fs]




rel. Energy [Hartree]

=
b

=
—_

=
o

Trajectory 2a

— State 0 ——— Total Energy
— State 1 @ (Curr. State

400 600
time [fs]

800 1000




rel. Energy [Hartree]
-) -) -) -)
— — ) N
- Ot - Ot

=
-
S

=
o
S

Trajectory 2b

— State 0
— State 1

Total Energy
Curr. State

200

400 600
time [fs]

800

1000




Trajectory 2¢

N — L

time [fs]

— State 0 ——— Total Energy
— State 1 ® (Curr. State
0 200 400 600 800 1000




rel. Energy [Hartree]
o o o o
— — (\) DO
- Ot - Ot

=
-
S

=
o
S

Trajectory 2d

— State 0
— State 1

Total Energy
Curr. State

200

400 600
time [fs]

800

1000




o o o
— (\) w2

rel. Energy [Hartree]

=
o

Trajectory 2e

—== Total Energy
® (Curr. State

400

time [fs]

600

800 1000




— — — — —
-) — — DO DO
Ut - Ut - Ut

rel. Energy [Hartree]

=
o
S

Trajectory 3a

— State 0

—== Total Energy
— State 1 ® (Curr. State
0 200 400 600 800 1000

time [fs]




=
b

=
—_

rel. Energy [Hartree]

=
o

Trajectory 3b

— State 0 ——— Total Energy
— State 1 ® (Curr. State
0 200 400 600 800

time [fs]




rel. Energy [Hartree]

=
b

=
—_

=
o

Trajectory 3c

— State 0
— State 1

—== Total Energy
@ (Curr. State

0 200

400 600 800 1000
time [fs]




rel. Energy [Hartree]

=
N
O

=
)
S

=
—_
Ot

=
—_
-

=
-
S

=
o
S

Trajectory 3d

— State 0 ——— Total Energy
_ — State 1 ® (Curr. State
0 200 400 600 800 1000

time [fs]




=
b

=
—_

rel. Energy [Hartree]

=
o

Trajectory 3e

o

—== Total Energy

time [fs]

— State 0
— State 1 ® (Curr. State
0 200 400 600 800 1000




o - -
— (\) w2

rel. Energy [Hartree]

=
o

Trajectory 4a

— State 0
— State 1

Total Energy
Curr. State

400

600
time [fs]

800

1000




rel. Energy [Hartree]

=
b

=
—_

=
o

Trajectory 4b

— State 0
— State 1

—== Total Energy
® (Curr. State

0 200

400 600

time [fs]

800 1000




rel. Energy [Hartree]

=
b

=
—

=
o

Trajectory 4c

— State 0
— State 1

—== Total Energy

® (Curr. State

200

400 600
time [fs]

800 1000




Trajectory 4d

>

— State 0
— State 1

—== Total Energy
® (Curr. State

200 400

600

time [fs]

800

1000




o o o
— (\) w2

rel. Energy [Hartree]

=
o

Trajectory 4e

- —— State 0
— State 1

—== Total Energy
Curr. State

0 200

400 600 800 1000
time [fs]




rel. Energy [Hartree]

=
b

=
—

=
o

Trajectory oa

—== Total Energy

Curr. State

0 200

400 600
time [fs]

800

1000




rel. Energy [Hartree]

=
b

=
—_

=
o

Trajectory

5b

—== Total Energy
@ (Curr. State

200 400
time [fs]

600

800

1000




rel. Energy [Hartree]

=
b

=
—_

=
o

Trajectory ¢

— State 0 ——— Total Energy
— State 1 @ (Curr. State

0 200 400 600 800 1000
time [fs]




=
W

rel. Energy [Hartree]

0.0

Trajectory 5d

Total Energy
Curr. State

400

time [fs]

600




rel. Energy [Hartree]

=
N
O

=
)
S

=
—_
Ot

=
—_
-

=
-
S

=
o
S

Trajectory

He

. —— State 0
— State 1

—== Total Energy
® C(Curr. State

0 200

400
time [fs]

600

800 1000




rel. Energy [Hartree]

=
N
O

=
)
S

=
—_
Ot

=
—_
-

=
-
S

=
o
S

Trajectory 6a

- —— State 0 ——— Total Energy
— State 1 @ (Curr. State

0 200 400 600 800 1000
time [fs]




— — — — —
-) — — DO DO
Ut - Ut - Ut

rel. Energy [Hartree]

=
o
S

Trajectory 6b

- —— State 0
— State 1

—== Total Energy
@ (Curr. State

0 200

400 600 800 1000
time [fs]




=
b

=
—_

rel. Energy [Hartree]

=
o

Trajectory

§l¢

— State 0
— State 1

—== Total Energy
@ (Curr. State

400
time [fs]

600

800

1000




=
b

=
—_

rel. Energy [Hartree]

=
o

Trajectory 6d

— State 0

—== Total Energy
Curr. State

400

time [fs]

600

800

1000




o - o
— (N} w2

rel. Energy [Hartree]

=
o

Trajectory Ge

— State 0
— State 1

Total Energy
Curr. State

400

600
time [fs]




rel. Energy [Hartree]

=
b

=
—

=
o

Trajectory 7a

— State 0
— State 1

Total Energy
Curr. State

0 200

400 600
time [fs]

800

1000




rel. Energy [Hartree]
S S = =
— — (\) DO
- Ot - Ot

=
-
S

=
o
S

Trajectory 7b

— State 0 ——— Total Energy

time [fs]

— State 1 ® (Curr. State
0 200 400 600 800 1000




Trajectory 7c

0.25 F
- 0.20 F
&
= 0.15 F
s
o0
< 0.10
S
£
< 0.05 |
— State 0 ——— Total Energy
0.00 —— State 1 e (Curr. State
0 200 400 600 300 1000

time [fs]



— — —
— (N} w2

rel. Energy [Hartree]

=
o

Trajectory 7d

— State 0 ——— Total Energy
— State 1 ® (Curr. State

|
{ ‘I’ @R "
. Yy -y 3 v
]

rre
) ¢

LT3

4 Y

“(

l 1S y
4

’

\

400 600 800 1000
time [fs]




rel. Energy [Hartree]

=
N
O

— —
— DO
Ot -

— —
- —
Ot -

=
o
S

Trajectory 7e

— State 0 ——— Total Energy
— State 1 ® (Curr. State
200 400 600 800 1000

time [fs]




rel. Energy [Hartree]
o o o o
— — (\) DO
- Ot - Ot

=
-
S

=
o
S

Trajectory 8a

— State 0
— State 1

Total Energy
Curr. State

400 600
time [fs]

800

1000




rel. Energy [Hartree]

=
N
O

=
)
S

=
—_
Ot

=
—_
-

=
-
S

=
o
S

Trajectory

8b

- —— State 0
— State 1

—== Total Energy
@ (Curr. State

0 200

400
time [fs]

600

800

1000




O = =
-) — — DO DO
Ut - Ut - Ut

rel. Energy [Hartree]

=
o
S

Trajectory 8c

— State 0
— State 1

Total Energy
Curr. State

400 600
time [fs]

800

1000




o o o
— (\) w2

rel. Energy [Hartree]

=
o

Trajectory 8d

— State 0
— State 1

Total Energy
Curr. State

400

600
time [fs]

800




rel. Energy [Hartree]

=
N
O

==
— DO
Ot -

e
- —
Ot -

=
o
S

Trajectory

ge

— State 0
— State 1

—== Total Energy
@ (Curr. State

0 200

400
time [fs]

600

800

1000




Trajectory 9a

— State 0 ——— Total Energy
0.00 | | | — St?te 1 L | Curr. StateI
0 200 400 600 800 1000

time [fs]



rel. Energy [Hartree]

=
W

=
b

=
—

=
o

Trajectory 9b

- —— State 0
State 1

Total Energy
Curr. State

400 600
time [fs]

800 1000




Trajectory

9¢

=
DO
T

=
—_
1

rel. Energy [Hartree]

=
-
T

— State 0
— State 1

—== Total Energy
@ (Curr. State

400
time [fs]

600

800

1000




rel. Energy [Hartree]

= S S = =
-] = — DO N
Ot - Ot - Ot

=
o
S

Trajectory 9d

S

— State 0 ——— Total Energy
— State 1 ® (Curr. State
200 400 600 800 1000

time [fs]




=
b

=
—_

rel. Energy [Hartree]

=
o

Trajectory 9e

— State 0
— State 1 ® (Curr. State

—== Total Energy

0 200 400 600 800 1000

time [fs]




O =
-) — — DO DO
Ut - Ut - Ut

rel. Energy [Hartree]

=
o
S

Trajectory 10a

— State 0
— State 1

Total Energy
Curr. State

200

400 600
time [fs]

800

1000




o o o
— (\) w2

rel. Energy [Hartree]

=
o

Trajectory 10b

— State 0
— State 1

—== Total Energy
® (Curr. State

400

600
time [fs]

1000




Trajectory 10c

— State 0
— State 1

—== Total Energy

Curr. State

I

0 200

400
time [fs]

600

800

1000




rel. Energy [Hartree]

=
N
O

=
)
S

=
—_
Ot

=
—_
-

=
-
S

=
o
S

Trajectory 10d

- —— State 0
— State 1

—== Total Energy
@ (Curr. State

\niAx

0 200

400 600
time [fs]

800

1000




=
)
S

—
—_
(@

.
—_
-]

0.05

rel. Energy [Hartree

0.00

Trajectory 10e

— State 0
— State 1

Total Energy
Curr. State

0 200

400
time [fs]

600

800

1000




rel. Energy [Hartree]

=
N
O

— —
— DO
Ot -

— —
- —
Ot -

=
o
S

Trajectory 11a

l

— State 0 ——— Total Energy
i — State 1 ® (Curr. State
0 200 400 600 800 1000

time [fs]




Trajectory 11b

D
-
)
T
— State 0 ——— Total Energy
0.00 F . | | — St?te 1 ° | Curr. StateI
0 200 400 600 800 1000

time [fs]



rel. Energy [Hartree]

=
b

=
—_

=
o

Trajectory 1lc

— State 0
— State 1

Total Energy
Curr. State

0 200

400

time [fs]

600

800

1000




o - o
— (\) w2

rel. Energy [Hartree]

=
o

Trajectory 11d

—== Total Energy
® (Curr. State

200

400 600
time [fs]

800 1000




rel. Energy [Hartree]

=
b

=
—_

=
o

Trajectory 1le

—== Total Energy

— State 0
— State 1 ® (Curr. State
0 200 400 600 800 1000

time [fs]




rel. Energy [Hartree]

=
W

=
b

=
—

=
o

Trajectory 12a

— State 0
— State 1 ]

—== Total Energy

Curr. State

0 200

400

time [fs]

600

800

1000




Trajectory 12b

0.3
H
02t
=,
S
o0
z
T;;; y
—— State 0 ——— Total Energy
00+ | | — Stlate 1 .. Curr. StateI
200 400 600 800 1000

time [fs]




rel. Energy [Hartree]

=
N
O

=
)
S

=
—_
Ot

=
—_
-

=
-
S

=
o
S

Trajectory 12c

— State 0
— State 1

—== Total Energy
® (Curr. State

400 600
time [fs]

800 1000




rel. Energy [Hartree]

=
o

Trajectory 12d

— State 0
— State 1

—== Total Energy

Curr. State

0 200

400

time [fs]

600

800 1000




rel. Energy [Hartree]

Trajectory 12e

— State 0
— State 1
0.2 F
0.1 F
0.0 F | |

—== Total Energy
Curr. State

0 200

400

time [fs]

600

800

1000




=
b

=
—_

rel. Energy [Hartree]

=
o

Trajectory 13a

— State 0
— State 1

Total Energy
Curr. State

0 200 400 600

time [fs]

800

1000




=
b

=
—_

rel. Energy [Hartree]

=
o

Trajectory 13b

— State 0

—== Total Energy

Curr. State

400
time [fs]

600

800

1000




— — — — —
-) — — DO DO
Ut - Ut - Ut

rel. Energy [Hartree]

=
o
S

Trajectory

13c

r — State 0 -

time [fs]

Total Energy
— State 1 ® (Curr. State
0 200 400 600 800 1000




=
b

=
—_

rel. Energy [Hartree]

=
o

Trajectory 13d

— State 0 ——— Total Energy
— State 1 ® (Curr. State
200 400 600 800 1000

time [fs]




rel. Energy [Hartree]

=
W

=
b

=
—_

=
o

Trajectory 13e

— State 0
— State 1

Total Energy
Curr. State

0 200

400

600
time [fs]

800

1000




Trajectory 14a

——_—_—_—

— State 0
— State 1

Total Energy
Curr. State

0 200

400 600
time [fs]

800

1000




rel. Energy [Hartree]

Trajectory 14b

— State 0
— State 1
0.2 F
0.1 F
0.0 | |

—== Total Energy

Curr. State

400 600 800 1000
time [fs]




— — —
— (\) w2

rel. Energy [Hartree]

=
o

Trajectory

14c

State 0 ——— Total Energy
State 1 ® (Curr. State

200 400
time [fs]

600 800 1000




=
b

=
—_

rel. Energy [Hartree]

=
o

Trajectory 14d

— State 0
— State 1 ® (Curr. State

—== Total Energy

0 200 400 600 800 1000

time [fs]




— — —
— (\) w2

rel. Energy [Hartree]

=
o

Trajectory 14e

— State 0 ——— Total Energy
— State 1 ® (Curr. State

400 600 800 1000
time [fs]




rel. Energy [Hartree]

Trajectory 15a

— State 0
— State 1
0.2 F
0.1 F
0.0 | |

—== Total Energy
Curr. State

0 200

400

time [fs]

600

800

1000




rel. Energy [Hartree]

=
W

=
b

=
—_

=
o

Trajectory 15b

— State 0 ——— Total Energy
— State 1 @ (Curr. State

0 200 400 600 800 1000
time [fs]




O = = =
-) — — DO DO
Ut - Ut - Ut

rel. Energy [Hartree]

=
o
S

Trajectory 15c

— State 0
— State 1

Total Energy
Curr. State

0 200

400 600
time [fs]

800

1000




rel. Energy [Hartree]

=
N
O

=
)
S

=
—_
Ot

=
—_
-

=
-
S

=
o
S

Trajectory 15d

—— State 0 ——— Total Energy
— State 1 ® (Curr. State
200 400 600 800 1000

time [fs]




rel. Energy [Hartree]

=
N
O

=
)
S

=
—_
Ot

=
—_
-

=
-
S

=
o
S

Trajectory 15e

A
L

—== Total Energy

— State 0
— State 1 ® (Curr. State
0 200 400 600 800 1000

time [fs]




Trajectory 16a

— State 0
—  State 1

O

202 F

4o

—

av]

=

S

a0

) I

0.1

M

=

—

0.0 F

—== Total Energy
Curr. State

400

time [fs]

600

800

1000




0.25

=
)
S

=
—_
Ot

0.10

0.05

rel. Energy [Hartree]

0.00

Trajectory 16b

— State 0 ——— Total Energy
— State 1 Curr. State

200 400 600 800 1000
time [fs]




=
N
O

rel. Energy [Hartree]

=
)
S

=
—_
Ot

o o

-
Ot

—_
-

=
o
S

Trajectory 16¢

— State 0
— State 1

—== Total Energy
® (Curr. State

0 200

400
time [fs]

600

800 1000




o o o
— (N} w2

rel. Energy [Hartree]

=
o

Trajectory 16d

— State 0
— State 1

4
) ;‘ 4 ! i
ANHE” S O, “,' Y
( ‘ | b I S

If

|

—== Total Energy
® (Curr. State

400 600
time [fs]

800 1000




=
N
O

=
)
S

—
—_
(@

0.10

0.05

rel. Energy [Hartree]

0.00

Trajectory 16e

— State 0
— State 1

Total Energy
Curr. State

0 200

400
time [fs]

600

800

1000




— — — — —
-) — — DO DO
Ut - Ut - Ut

rel. Energy [Hartree]

=
o
S

Trajectory 17a

— State 0 ——— Total Energy
— State 1 ® (Curr. State
200 400 600 800 1000

time [fs]




Trajectory 17b

0.25 F

=0.20

T 0.15 f

S

a0

2 0.10 F

-

)

< 0.05 F

- — State 0 ——— Total Energy
0.00 F — State 1 ® (Curr. State

0 200 400 600 800 1000

time [fs]



=
N
O

=
)
S

=
—_
Ot

=
—_
-

0.05

rel. Energy [Hartree]

0.00

Trajectory 17c

— State 0
— State 1

—== Total Energy
® (Curr. State

400 600
time [fs]

800 1000




o - o
— (\) w2

rel. Energy [Hartree]

=
o

Trajectory 17d

— State 0
— State 1

Total Energy
Curr. State

400

600
time [fs]

800

1000




=
N
O

rel. Energy [Hartree]

=
)
S

=
—_
Ot

0.10

0.05

0.00

Trajectory 17e

— State 0 ——— Total Energy
— State 1 ® (Curr. State

0 200 400 600 800

time [fs]

1000




rel. Energy [Hartree]

=
N
O

=
)
S

=
—_
Ot

=
—_
-

=
-
S

=
o
S

Trajectory 18a

— State 0 Total Energy
— State 1 ® (Curr. State
200 400 600 800 1000

time [fs]




rel. Energy [Hartree]

0.0

Tra

jectory 18b

— State 0 ——— Total Energy
— State 1 ® (Curr. State
200 400 600 800 1000

time [fs]




rel. Energy [Hartree]

=
b

=
—_

=
o

Trajectory 18c

i\

time [fs]

— State 0 ——— Total Energy
— State 1 ® (Curr. State
0 200 400 600 800 1000




rel. Energy [Hartree]

=
-
S

=
N
O

=
)
S

=
—_
Ot

=
—_
-

=
o
S

Trajectory 18d

— State 0
— State 1

—== Total Energy

Curr. State

0 200 400

time [fs]

600

800

1000




rel. Energy [Hartree]

0.3

0.0

Trajectory 18e

— State 0
— State 1 ]

—== Total Energy

Curr. State

0 200 400 600

time [fs]

800 1000




rel. Energy [Hartree]

=
W

=
b

=
—

=
o

Trajectory 19a

— State 1

—== Total Energy
® (Curr. State

400 600
time [fs]

800 1000




rel. Energy [Hartree]

=
b

=
—_

=
o

Tra

jectory 19b

— State 0
— State 1

—== Total Energy

® (Curr. State

200

400

600
time [fs]

800 1000




rel. Energy [Hartree]

=
b

=
—_

=
o

Trajectory 19c

— State 0 ——— Total Energy
— State 1 ® (Curr. State

0 200 400 600 800 1000

time [fs]




rel. Energy [Hartree]

=
b

=
—_

=
o

Trajectory 19d

— State 0 ——— Total Energy
— State 1 ® (Curr. State
200 400 600 800 1000

time [fs]




=
b

=
—_

rel. Energy [Hartree]

=
o

Trajectory 19e

— State 0 ——— Total Energy
— State 1 ® (Curr. State
200 400 600 800 1000

time [fs]




=
N
O

=
)
S

=
—_
Ot

0.10

0.05

rel. Energy [Hartree]

0.00

Trajectory 20a

f —— State 0 ——— Total Energy
— State 1 ® (Curr. State

0 200 400 600 800 1000
time [fs]




0.25

=
)
S

—
—_
(@

0.10

0.05

rel. Energy [Hartree

0.00

Trajectory 20b

— State 0
— State 1

Total Energy
Curr. State

400
time [fs]

600

800

1000




o o o
— (\) w2

rel. Energy [Hartree]

=
o

Trajectory 20c

— State 0
— State 1

Total Energy
Curr. State

400

600
time [fs]




=
-) — — DO DO
Ut - Ut - Ut

rel. Energy [Hartree]

=
o
S

Trajectory 20d

. —— State 0 ——— Total Energy

— State 1 °

Curr. State

0 200

400 600
time [fs]

800

1000




— — — — —
-) — — DO DO
Ut - Ut - Ut

rel. Energy [Hartree]

=
o
S

Trajectory

20e

- —— State 0
— State 1

—== Total Energy
@ C(Curr. State

0 200

400
time [fs]

600 800 1000




