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PBEa57-DF2 Eg(v,J) trendline Cu(111)

fit f(x) = a + bx + cx? + dx
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SRP48 E(v,J) trendline Cu(111)
fit f(x) = a + bx + cx? + dx°
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MS.B86bl Ey(v,J) trendline Cu(3111)
fit f(x) = a + bx + cx> + dx

Eo(v.J) [ev]

0.5

0.4

H,v=0 Hyv=1 D,v=0 Do,v=1
T T T T T O rmmr——T—T7T T 71T 717717 09 T T T T T 09 r—T—T1T—T1 711
exp. .
MS.B86bl o
.”!”.”.J‘-' ... N
4 o8 | 4 o8 | e . - o8}
. .//,. \\\ °
— - / P
. o \Q\ ‘ .\\\ '
\® °
N 4 07 | 4 07 | Lo 07 b
\ 8 \
A N
\ . \
\ 5 \
\ )
®
\\ . °
o« 4 06 | 4 o6 | 4 o6 |
.
\‘ e °
\ ® e e
\ ()
05 05 05 . -
e
VT 0.4 0.4 0.4 —
.
\ [ ]
\ % T -~
| o—~ .
\Q\
-1 03 | N - 03 | -1 03 |
K
\
| L1 | | ' R R R B B B L1 L1 | | [ R S R I B
2 4 6 8 10 0O 1 2 3 4 5 6 7 0 2 4 6 8 10 0O 1 2 3 4 5 6



Eo(v.J) [ev]

0.9

0.3

trendlines of Eq(v,J) Cu(111
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