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[FIE AIFIE
BEES | BEZ | 75700 | 4860 | ®FM | EFN2 | EFNT | EFN2
353 GLU I 0.928 0.911 0.918 | -0.018| -0.011
353 GLU Mg [-43.035|-42.414 | -42.444 | 0.621 0.591
387 LEU I -0.239| -0.233| -0.129| 0.007| 0.111
387 LEU fI -2.435 | -2.447| -2.486| -0.012| -0.051
388 MET I -0.444 | -0.2%5| -0.410| 0.189( 0.03%
388 MET ik ] -1.714¢ -1.636 -0.955| 0.079| 0.760
394 ARG I -0.115] -0.130| -0.120| -0.015| -0.004
394 ARG ik | -T.448 | -7.737| -7.627| -0.289| -0.179
404 PHE I 0.374] 0.411 0.412| 0.038| 0.038
404 PHE g -4.251 | -4.323| -3.049| -0.072| 1.202
524 HIS I -0.687| -0.657| -0.668| 0.030( 0.019
524 HIS figg [-10.354|-10.208(-10.396| 0.146| -0.042
7000 WAT - -2.019| -2.081 -2.091| -0.062| -0.072
[F [E#R -90.165|-87.177|-85.634| 2.988| 4.531

Ooo0o00o0ooao

goaoao

FMO3-MP2/6-31G

IFIE AIFIE
BREES | BEZ | 737000 | HELEL | EFM N2 | EFM | BEFMR
353 GLU T4 0.996! 0.978 0.9851 -0.018( -0.011
353 GLU e |-41.5171-40.900|-40.934} 0.617| 0.583
387 LEU I -0.4971 -0.485| -0.377| 0.012] 0.120
387 LEU fied -2.463 | -2.469 | -2.519| -0.006| -0.05%6
388 MET T -0.4961 -0.301} -0.480 0.195 0.015
388 MET g -1.721] -1.7231 -1.314| -0.002| 0.407
394 ARG I -0.115( -0.130} -0.120| -0.015| -0.004
394 ARG il -6.674| -6.963| -6.855| -0.289| -0.180
404 PHE I8 0.349| 0.389 0.382| 0.040| 0.043
404 FPHE fligH -4.265| -4.378| -3.785| -0.113| 0.479
524 HIS I -0.829| -0.799| -0.810| 0.031| 0.020
524 HIS fi |-10.337(-10.189}-10.376| 0.147| -0.040
7000 | WAT - -1.073| -1.135} -1.146| -0.062| -0.073
[F 1E&T -92.479(-90.139 | -89. 481 2.3401 2.998
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[FIE AIFIE
BEES | BREZ | 75750k | 4840 | TN =2 | 2FM | B2
353 GLU £3-} 0.997 0.978 0.986( -0.018| -0.010
353 GLU fg (-41.736|-41.119-41.151 0.617| 0.585
387 LEU B | -0.475 -0.464 -0.356| 0.0t1 0.119
387 LEU f -2.487 | -2.497 -2.550] -0.010} -0.063
388 MET £ -0.501 1 -0.305] -0.501 0.185 0.000
388 MET fll -1.7304¢ -1.7371 -1.338| -0.006|] 0,392
394 ARG T -0.115{ -0.130| -0.120] -0.0151] -0.004
394 ARG il -6.786{ -7.074| -6.9651 -0.288! -0.179
404 PHE I¥ 0.352 0.392 0.394( 0.039] 0.042
404 PHE fll -4.266( -4.376 -3.792{ -0.111 0.473
SYagil HIS I -0.834% -0.803¢1 -0.814( 0.030} 0.0189
Hed HIS figg (-10.354|-10.207({-10.394| 0.147| -0.040
7000 WAT - -1.263| -1.325| -1.335| -0.062| -0.073
[FIE#R -972.889(-90.591(-89.994| 2.298( £2.894
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