(1] 0) (1]-1) ( 11 1) —— Theoretical
R =0.7287 R = 0.3815 = 0.2452 —— Experimental
(0]-2) (0]2) (2]0)

R =0.3510 R = 0.3586 R = 0.4615

b

(1]-2) (112) (2-1)

R = 0.4506 R =0.7510 R = 0.4380
(2]1) (2]=2) (2| 2)

R =0.3225 R = 0.4826 =0.3536
(1]-3) (1]3) (3| 0)
R=0.4334 R = 0.4464 =0.5280
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(3]-1) (3]1) (2| 3)
R =0.3370 R =0.3376 = 0.5260
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(2]3) (3]-2) (3]2) —— Theoretical
R = 0.6863 R = 0.6083 R = 0.6526 ~— Experimental

b i

(0]-4) (0] 4) (1| 4)
R = 0.4253 R =0.4170 =0.4978
(1] 4) (4]0) (3| 3)
R =0.4379 R =0.2916 =0.2295
(313) (4]-1) (4| 1)
R =0.4612 R =0.7142 =0.2176
(2] 4) (4]2) (1|5)
R = 0.5996 R = 0.4956 = 0.5567
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(4]3) (4] 4) Energy (eV)
R =0.6137 R =0.0105
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