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a = 2.570709, b = 2.968412, c = 2.570733, alpha = 54.735313 , beta = 70.528908, gamma = 54.736183
C 2.886495 2.513214 1.686631
O 2.886494 1.522377 1.821699
O 3.243333 2.639389 2.612237
O 1.952328 2.561412 2.040199
O 2.529656 2.387038 0.761025
O 3.820661 2.465016 1.333062
O 2.886495 3.504050 1.551563
C 3.743395 3.233341 1.970539
O 3.386582 2.494826 2.542623
O 3.743409 3.845731 2.761094
O 2.809219 3.515429 1.752040
O 3.743381 2.620950 1.179983
O 4.677571 2.951252 2.189037
O 4.100208 3.971855 1.398454
C 1.601151 0.695423 0.637152
O 2.535319 1.025716 0.502108
O 1.601144 1.073891 1.562767
O 1.957985 -0.169255 0.990707
O 1.601158 0.316956 -0.288462
O 1.244317 1.560102 0.283597
O 0.666983 0.365131 0.772196
C 1.601150 2.021483 1.970533
O 0.666975 2.303565 2.189041
O 1.601144 2.633856 1.179964
O 1.244336 1.282952 1.398470
O 1.601156 1.409109 2.761102
O 1.957964 2.760014 2.542595
O 2.535325 1.739400 1.752025
C 4.171840 2.513204 0.155451
O 4.171829 3.504043 0.290496
O 3.237667 2.561381 -0.198103
O 3.815019 2.387044 1.081065
O 5.106012 2.465027 0.509005
O 4.528661 2.639364 -0.770164
O 4.171851 1.522365 0.020405
C 3.279806 1.743374 0.921043
O 3.857160 0.956662 1.139555
O 3.857141 1.947481 0.130457
O 3.857169 2.325975 1.493081
O 2.702472 1.539266 1.711628
O 2.702444 1.160772 0.349004
O 2.702453 2.530086 0.702530
C 1.994448 1.743373 0.921040
O 2.571794 1.947504 1.711610
O 2.571808 0.956664 0.702533
O 2.571792 2.325971 0.348979
O 1.417087 2.530081 1.139547
O 1.417104 1.160774 1.493100
O 1.417101 1.539241 0.130470
C 4.600298 3.119147 1.204940
O 4.957110 2.254456 0.851395
O 3.666122 2.788867 1.069920
O 4.600279 3.497597 0.279318
O 5.534474 3.449427 1.339959
O 4.600317 2.740697 2.130562
O 4.243486 3.983838 1.558485


