(1] 0) (1]-1) (111 —— Theoretical
R = 0.4607 R = 0.3403 R = 0.3340 —— Experimental

L. b

(0]-2) (0]2) (2]0)

R = 0.2500 R = 0.3050 R =0.4050
(1]-2) (112) (2-1)

R =0.4162 R =0.5154 R =0.3046
(2]1) (2]=2) (2| 2)

R =0.3558 R = 0.5266 =0.3211
(1]-3) (1]3) (3| 0)

R =0.3166 R =0.4516 =0.5412
(3]-1) (3]1) (2| 3)

R =0.2675 R =0.2165 = 0.6305
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(2]3) (3]-2) (3]2) —— Theoretical

R =0.4363 R =0.5684 R =0.5730 ~— Experimental
(0]-4) (0] 4) ( 1]-4)
R = 0.2645 R = 0.3965 =0.2731
(1] 4) (4]0) (3I 3)
R = 0.3653 R = 0.3099 =0.3016
(313) (4]-1) (4I 1)
R = 0.5140 R = 0.4223 =0.2388
(2] 4) (4]2) (1|5)
R = 0.5628 R = 0.4478 =0.4374
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(413) (4]4) Energy (eV)
R = 0.8562 R = 0.0159
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