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Table S1. Parameters for the 12−6 Lennard−Jones potential used in the simulations.

molecule site ε (kcal/mol) Rmin/2 (Å) bond length (Å)

C 0.054 1.571
CO2

O 0.157 1.711
l C-O= 1.16

N 0.072 1.857
N2

COM* 0 0
l N-N= 1.10

B 0.950 2.840 l B-N= 1.44

N 0.077 0.468 l B-H= 1.20

O 0.152 1.768 l N-F= 1.39

F 0.135 1.630 l N-O= 1.47

BNNS

H 0.028 1.280 l O-H= 0.99

           *COM: center of mass site        
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Cartesian coordinates (Å) for all geometries and together with their 

corresponding DFT energies.

Pore 1. (The final potential energy from DFT calculations: -14089.10 Hartree)

B        -15.3140000000        -15.5280000000          0.0000000000
N        -16.5350000000        -16.2330000000          0.0000000000
N        -15.3140000000        -14.1180000000          0.0000000000
B        -16.5350000000        -13.4130000000          0.0000000000
B        -15.3140000000        -11.2980000000          0.0000000000
N        -16.5350000000        -12.0030000000          0.0000000000
N        -15.3140000000         -9.8880000000          0.0000000000
B        -16.5350000000         -9.1830000000          0.0000000000
B        -15.3140000000         -7.0680000000          0.0000000000
N        -16.5350000000         -7.7730000000          0.0000000000
N        -15.3140000000         -5.6580000000          0.0000000000
B        -16.5350000000         -4.9530000000          0.0000000000
B        -15.3140000000         -2.8380000000          0.0000000000
N        -16.5350000000         -3.5430000000          0.0000000000
N        -15.3140000000         -1.4280000000          0.0000000000
B        -16.5350000000         -0.7230000000          0.0000000000
B        -15.3140000000          1.3920000000          0.0000000000
N        -16.5350000000          0.6870000000          0.0000000000
N        -15.3140000000          2.8020000000          0.0000000000
B        -16.5350000000          3.5070000000          0.0000000000
B        -15.3140000000          5.6220000000          0.0000000000
N        -16.5350000000          4.9170000000          0.0000000000
N        -15.3140000000          7.0320000000          0.0000000000
B        -16.5350000000          7.7370000000          0.0000000000
B        -15.3140000000          9.8520000000          0.0000000000
N        -16.5350000000          9.1470000000          0.0000000000
N        -15.3140000000         11.2620000000          0.0000000000
B        -16.5350000000         11.9670000000          0.0000000000
B        -15.3140000000         14.0820000000          0.0000000000
N        -16.5350000000         13.3770000000          0.0000000000
N        -15.3140000000         15.4920000000          0.0000000000
B        -16.5350000000         16.1970000000          0.0000000000
B        -12.8720000000        -15.5280000000          0.0000000000
N        -14.0930000000        -16.2330000000          0.0000000000
N        -12.8720000000        -14.1180000000          0.0000000000
B        -14.0930000000        -13.4130000000          0.0000000000
B        -12.8720000000        -11.2980000000          0.0000000000
N        -14.0930000000        -12.0030000000          0.0000000000
N        -12.8720000000         -9.8880000000          0.0000000000
B        -14.0930000000         -9.1830000000          0.0000000000
B        -12.8720000000         -7.0680000000          0.0000000000
N        -14.0930000000         -7.7730000000          0.0000000000
N        -12.8720000000         -5.6580000000          0.0000000000
B        -14.0930000000         -4.9530000000          0.0000000000
B        -12.8720000000         -2.8380000000          0.0000000000
N        -14.0930000000         -3.5430000000          0.0000000000
N        -12.8720000000         -1.4280000000          0.0000000000
B        -14.0930000000         -0.7230000000          0.0000000000
B        -12.8720000000          1.3920000000          0.0000000000
N        -14.0930000000          0.6870000000          0.0000000000
N        -12.8720000000          2.8020000000          0.0000000000
B        -14.0930000000          3.5070000000          0.0000000000
B        -12.8720000000          5.6220000000          0.0000000000
N        -14.0930000000          4.9170000000          0.0000000000
N        -12.8720000000          7.0320000000          0.0000000000
B        -14.0930000000          7.7370000000          0.0000000000
B        -12.8720000000          9.8520000000          0.0000000000
N        -14.0930000000          9.1470000000          0.0000000000
N        -12.8720000000         11.2620000000          0.0000000000
B        -14.0930000000         11.9670000000          0.0000000000
B        -12.8720000000         14.0820000000          0.0000000000
N        -14.0930000000         13.3770000000          0.0000000000
N        -12.8720000000         15.4920000000          0.0000000000
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B        -14.0930000000         16.1970000000          0.0000000000
B        -10.4300000000        -15.5280000000          0.0000000000
N        -11.6510000000        -16.2330000000          0.0000000000
N        -10.4300000000        -14.1180000000          0.0000000000
B        -11.6510000000        -13.4130000000          0.0000000000
B        -10.4300000000        -11.2980000000          0.0000000000
N        -11.6510000000        -12.0030000000          0.0000000000
N        -10.4300000000         -9.8880000000          0.0000000000
B        -11.6510000000         -9.1830000000          0.0000000000
B        -10.4300000000         -7.0680000000          0.0000000000
N        -11.6510000000         -7.7730000000          0.0000000000
N        -10.4300000000         -5.6580000000          0.0000000000
B        -11.6510000000         -4.9530000000          0.0000000000
B        -10.4300000000         -2.8380000000          0.0000000000
N        -11.6510000000         -3.5430000000          0.0000000000
N        -10.4300000000         -1.4280000000          0.0000000000
B        -11.6510000000         -0.7230000000          0.0000000000
B        -10.4300000000          1.3920000000          0.0000000000
N        -11.6510000000          0.6870000000          0.0000000000
N        -10.4300000000          2.8020000000          0.0000000000
B        -11.6510000000          3.5070000000          0.0000000000
B        -10.4300000000          5.6220000000          0.0000000000
N        -11.6510000000          4.9170000000          0.0000000000
N        -10.4300000000          7.0320000000          0.0000000000
B        -11.6510000000          7.7370000000          0.0000000000
B        -10.4300000000          9.8520000000          0.0000000000
N        -11.6510000000          9.1470000000          0.0000000000
N        -10.4300000000         11.2620000000          0.0000000000
B        -11.6510000000         11.9670000000          0.0000000000
B        -10.4300000000         14.0820000000          0.0000000000
N        -11.6510000000         13.3770000000          0.0000000000
N        -10.4300000000         15.4920000000          0.0000000000
B        -11.6510000000         16.1970000000          0.0000000000
B         -7.9870000000        -15.5280000000          0.0000000000
N         -9.2080000000        -16.2330000000          0.0000000000
N         -7.9870000000        -14.1180000000          0.0000000000
B         -9.2080000000        -13.4130000000          0.0000000000
B         -7.9870000000        -11.2980000000          0.0000000000
N         -9.2080000000        -12.0030000000          0.0000000000
N         -7.9870000000         -9.8880000000          0.0000000000
B         -9.2080000000         -9.1830000000          0.0000000000
B         -7.9870000000         -7.0680000000          0.0000000000
N         -9.2080000000         -7.7730000000          0.0000000000
N         -7.9870000000         -5.6580000000          0.0000000000
B         -9.2080000000         -4.9530000000          0.0000000000
B         -7.9870000000         -2.8380000000          0.0000000000
N         -9.2080000000         -3.5430000000          0.0000000000
N         -7.9870000000         -1.4280000000          0.0000000000
B         -9.2080000000         -0.7230000000          0.0000000000
B         -7.9870000000          1.3920000000          0.0000000000
N         -9.2080000000          0.6870000000          0.0000000000
N         -7.9870000000          2.8020000000          0.0000000000
B         -9.2080000000          3.5070000000          0.0000000000
B         -7.9870000000          5.6220000000          0.0000000000
N         -9.2080000000          4.9170000000          0.0000000000
N         -7.9870000000          7.0320000000          0.0000000000
B         -9.2080000000          7.7370000000          0.0000000000
B         -7.9870000000          9.8520000000          0.0000000000
N         -9.2080000000          9.1470000000          0.0000000000
N         -7.9870000000         11.2620000000          0.0000000000
B         -9.2080000000         11.9670000000          0.0000000000
B         -7.9870000000         14.0820000000          0.0000000000
N         -9.2080000000         13.3770000000          0.0000000000
N         -7.9870000000         15.4920000000          0.0000000000
B         -9.2080000000         16.1970000000          0.0000000000
B         -5.5450000000        -15.5280000000          0.0000000000
N         -6.7660000000        -16.2330000000          0.0000000000
N         -5.5450000000        -14.1180000000          0.0000000000
B         -6.7660000000        -13.4130000000          0.0000000000
B         -5.5450000000        -11.2980000000          0.0000000000
N         -6.7660000000        -12.0030000000          0.0000000000
N         -5.5450000000         -9.8880000000          0.0000000000
B         -6.7660000000         -9.1830000000          0.0000000000
B         -5.5450000000         -7.0680000000          0.0000000000
N         -6.7660000000         -7.7730000000          0.0000000000
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N         -5.5450000000         -5.6580000000          0.0000000000
B         -6.7660000000         -4.9530000000          0.0000000000
B         -5.5450000000         -2.8380000000          0.0000000000
N         -6.7660000000         -3.5430000000          0.0000000000
N         -5.5450000000         -1.4280000000          0.0000000000
B         -6.7660000000         -0.7230000000          0.0000000000
B         -5.5450000000          1.3920000000          0.0000000000
N         -6.7660000000          0.6870000000          0.0000000000
N         -5.5450000000          2.8020000000          0.0000000000
B         -6.7660000000          3.5070000000          0.0000000000
B         -5.5450000000          5.6220000000          0.0000000000
N         -6.7660000000          4.9170000000          0.0000000000
N         -5.5450000000          7.0320000000          0.0000000000
B         -6.7660000000          7.7370000000          0.0000000000
B         -5.5450000000          9.8520000000          0.0000000000
N         -6.7660000000          9.1470000000          0.0000000000
N         -5.5450000000         11.2620000000          0.0000000000
B         -6.7660000000         11.9670000000          0.0000000000
B         -5.5450000000         14.0820000000          0.0000000000
N         -6.7660000000         13.3770000000          0.0000000000
N         -5.5450000000         15.4920000000          0.0000000000
B         -6.7660000000         16.1970000000          0.0000000000
B         -3.1030000000        -15.5280000000          0.0000000000
N         -4.3240000000        -16.2330000000          0.0000000000
N         -3.1030000000        -14.1180000000          0.0000000000
B         -4.3240000000        -13.4130000000          0.0000000000
B         -3.1030000000        -11.2980000000          0.0000000000
N         -4.3240000000        -12.0030000000          0.0000000000
N         -3.1030000000         -9.8880000000          0.0000000000
B         -4.3240000000         -9.1830000000          0.0000000000
B         -3.1030000000         -7.0680000000          0.0000000000
N         -4.3240000000         -7.7730000000          0.0000000000
N         -3.1030000000         -5.6580000000          0.0000000000
B         -4.3240000000         -4.9530000000          0.0000000000
N         -4.3240000000         -3.5430000000          0.0000000000
N         -3.1030000000          2.8020000000          0.0000000000
B         -4.3240000000          3.5070000000          0.0000000000
B         -3.1030000000          5.6220000000          0.0000000000
N         -4.3240000000          4.9170000000          0.0000000000
N         -3.1030000000          7.0320000000          0.0000000000
B         -4.3240000000          7.7370000000          0.0000000000
B         -3.1030000000          9.8520000000          0.0000000000
N         -4.3240000000          9.1470000000          0.0000000000
N         -3.1030000000         11.2620000000          0.0000000000
B         -4.3240000000         11.9670000000          0.0000000000
B         -3.1030000000         14.0820000000          0.0000000000
N         -4.3240000000         13.3770000000          0.0000000000
N         -3.1030000000         15.4920000000          0.0000000000
B         -4.3240000000         16.1970000000          0.0000000000
B         -0.6610000000        -15.5280000000          0.0000000000
N         -1.8820000000        -16.2330000000          0.0000000000
N         -0.6610000000        -14.1180000000          0.0000000000
B         -1.8820000000        -13.4130000000          0.0000000000
B         -0.6610000000        -11.2980000000          0.0000000000
N         -1.8820000000        -12.0030000000          0.0000000000
N         -0.6610000000         -9.8880000000          0.0000000000
B         -1.8820000000         -9.1830000000          0.0000000000
B         -0.6610000000         -7.0680000000          0.0000000000
N         -1.8820000000         -7.7730000000          0.0000000000
N         -0.6610000000         -5.6580000000          0.0000000000
B         -1.8820000000         -4.9530000000          0.0000000000
N         -0.6610000000          2.8020000000          0.0000000000
B         -1.8820000000          3.5070000000          0.0000000000
B         -0.6610000000          5.6220000000          0.0000000000
N         -1.8820000000          4.9170000000          0.0000000000
N         -0.6610000000          7.0320000000          0.0000000000
B         -1.8820000000          7.7370000000          0.0000000000
B         -0.6610000000          9.8520000000          0.0000000000
N         -1.8820000000          9.1470000000          0.0000000000
N         -0.6610000000         11.2620000000          0.0000000000
B         -1.8820000000         11.9670000000          0.0000000000
B         -0.6610000000         14.0820000000          0.0000000000
N         -1.8820000000         13.3770000000          0.0000000000
N         -0.6610000000         15.4920000000          0.0000000000
B         -1.8820000000         16.1970000000          0.0000000000
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B          1.7810000000        -15.5280000000          0.0000000000
N          0.5600000000        -16.2330000000          0.0000000000
N          1.7810000000        -14.1180000000          0.0000000000
B          0.5600000000        -13.4130000000          0.0000000000
B          1.7810000000        -11.2980000000          0.0000000000
N          0.5600000000        -12.0030000000          0.0000000000
N          1.7810000000         -9.8880000000          0.0000000000
B          0.5600000000         -9.1830000000          0.0000000000
B          1.7810000000         -7.0680000000          0.0000000000
N          0.5600000000         -7.7730000000          0.0000000000
N          1.7810000000         -5.6580000000          0.0000000000
B          0.5600000000         -4.9530000000          0.0000000000
B          1.7810000000         -2.8380000000          0.0000000000
N          0.5600000000         -3.5430000000          0.0000000000
N          1.7810000000         -1.4280000000          0.0000000000
N          1.7810000000          2.8020000000          0.0000000000
B          0.5600000000          3.5070000000          0.0000000000
B          1.7810000000          5.6220000000          0.0000000000
N          0.5600000000          4.9170000000          0.0000000000
N          1.7810000000          7.0320000000          0.0000000000
B          0.5600000000          7.7370000000          0.0000000000
B          1.7810000000          9.8520000000          0.0000000000
N          0.5600000000          9.1470000000          0.0000000000
N          1.7810000000         11.2620000000          0.0000000000
B          0.5600000000         11.9670000000          0.0000000000
B          1.7810000000         14.0820000000          0.0000000000
N          0.5600000000         13.3770000000          0.0000000000
N          1.7810000000         15.4920000000          0.0000000000
B          0.5600000000         16.1970000000          0.0000000000
B          4.2240000000        -15.5280000000          0.0000000000
N          3.0030000000        -16.2330000000          0.0000000000
N          4.2240000000        -14.1180000000          0.0000000000
B          3.0030000000        -13.4130000000          0.0000000000
B          4.2240000000        -11.2980000000          0.0000000000
N          3.0030000000        -12.0030000000          0.0000000000
N          4.2240000000         -9.8880000000          0.0000000000
B          3.0030000000         -9.1830000000          0.0000000000
B          4.2240000000         -7.0680000000          0.0000000000
N          3.0030000000         -7.7730000000          0.0000000000
N          4.2240000000         -5.6580000000          0.0000000000
B          3.0030000000         -4.9530000000          0.0000000000
B          4.2240000000         -2.8380000000          0.0000000000
N          3.0030000000         -3.5430000000          0.0000000000
N          4.2240000000         -1.4280000000          0.0000000000
B          3.0030000000         -0.7230000000          0.0000000000
B          4.2240000000          1.3920000000          0.0000000000
N          3.0030000000          0.6870000000          0.0000000000
N          4.2240000000          2.8020000000          0.0000000000
B          3.0030000000          3.5070000000          0.0000000000
B          4.2240000000          5.6220000000          0.0000000000
N          3.0030000000          4.9170000000          0.0000000000
N          4.2240000000          7.0320000000          0.0000000000
B          3.0030000000          7.7370000000          0.0000000000
B          4.2240000000          9.8520000000          0.0000000000
N          3.0030000000          9.1470000000          0.0000000000
N          4.2240000000         11.2620000000          0.0000000000
B          3.0030000000         11.9670000000          0.0000000000
B          4.2240000000         14.0820000000          0.0000000000
N          3.0030000000         13.3770000000          0.0000000000
N          4.2240000000         15.4920000000          0.0000000000
B          3.0030000000         16.1970000000          0.0000000000
B          6.6660000000        -15.5280000000          0.0000000000
N          5.4450000000        -16.2330000000          0.0000000000
N          6.6660000000        -14.1180000000          0.0000000000
B          5.4450000000        -13.4130000000          0.0000000000
B          6.6660000000        -11.2980000000          0.0000000000
N          5.4450000000        -12.0030000000          0.0000000000
N          6.6660000000         -9.8880000000          0.0000000000
B          5.4450000000         -9.1830000000          0.0000000000
B          6.6660000000         -7.0680000000          0.0000000000
N          5.4450000000         -7.7730000000          0.0000000000
N          6.6660000000         -5.6580000000          0.0000000000
B          5.4450000000         -4.9530000000          0.0000000000
B          6.6660000000         -2.8380000000          0.0000000000
N          5.4450000000         -3.5430000000          0.0000000000
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N          6.6660000000         -1.4280000000          0.0000000000
B          5.4450000000         -0.7230000000          0.0000000000
B          6.6660000000          1.3920000000          0.0000000000
N          5.4450000000          0.6870000000          0.0000000000
N          6.6660000000          2.8020000000          0.0000000000
B          5.4450000000          3.5070000000          0.0000000000
B          6.6660000000          5.6220000000          0.0000000000
N          5.4450000000          4.9170000000          0.0000000000
N          6.6660000000          7.0320000000          0.0000000000
B          5.4450000000          7.7370000000          0.0000000000
B          6.6660000000          9.8520000000          0.0000000000
N          5.4450000000          9.1470000000          0.0000000000
N          6.6660000000         11.2620000000          0.0000000000
B          5.4450000000         11.9670000000          0.0000000000
B          6.6660000000         14.0820000000          0.0000000000
N          5.4450000000         13.3770000000          0.0000000000
N          6.6660000000         15.4920000000          0.0000000000
B          5.4450000000         16.1970000000          0.0000000000
B          9.1080000000        -15.5280000000          0.0000000000
N          7.8870000000        -16.2330000000          0.0000000000
N          9.1080000000        -14.1180000000          0.0000000000
B          7.8870000000        -13.4130000000          0.0000000000
B          9.1080000000        -11.2980000000          0.0000000000
N          7.8870000000        -12.0030000000          0.0000000000
N          9.1080000000         -9.8880000000          0.0000000000
B          7.8870000000         -9.1830000000          0.0000000000
B          9.1080000000         -7.0680000000          0.0000000000
N          7.8870000000         -7.7730000000          0.0000000000
N          9.1080000000         -5.6580000000          0.0000000000
B          7.8870000000         -4.9530000000          0.0000000000
B          9.1080000000         -2.8380000000          0.0000000000
N          7.8870000000         -3.5430000000          0.0000000000
N          9.1080000000         -1.4280000000          0.0000000000
B          7.8870000000         -0.7230000000          0.0000000000
B          9.1080000000          1.3920000000          0.0000000000
N          7.8870000000          0.6870000000          0.0000000000
N          9.1080000000          2.8020000000          0.0000000000
B          7.8870000000          3.5070000000          0.0000000000
B          9.1080000000          5.6220000000          0.0000000000
N          7.8870000000          4.9170000000          0.0000000000
N          9.1080000000          7.0320000000          0.0000000000
B          7.8870000000          7.7370000000          0.0000000000
B          9.1080000000          9.8520000000          0.0000000000
N          7.8870000000          9.1470000000          0.0000000000
N          9.1080000000         11.2620000000          0.0000000000
B          7.8870000000         11.9670000000          0.0000000000
B          9.1080000000         14.0820000000          0.0000000000
N          7.8870000000         13.3770000000          0.0000000000
N          9.1080000000         15.4920000000          0.0000000000
B          7.8870000000         16.1970000000          0.0000000000
B         11.5500000000        -15.5280000000          0.0000000000
N         10.3290000000        -16.2330000000          0.0000000000
N         11.5500000000        -14.1180000000          0.0000000000
B         10.3290000000        -13.4130000000          0.0000000000
B         11.5500000000        -11.2980000000          0.0000000000
N         10.3290000000        -12.0030000000          0.0000000000
N         11.5500000000         -9.8880000000          0.0000000000
B         10.3290000000         -9.1830000000          0.0000000000
B         11.5500000000         -7.0680000000          0.0000000000
N         10.3290000000         -7.7730000000          0.0000000000
N         11.5500000000         -5.6580000000          0.0000000000
B         10.3290000000         -4.9530000000          0.0000000000
B         11.5500000000         -2.8380000000          0.0000000000
N         10.3290000000         -3.5430000000          0.0000000000
N         11.5500000000         -1.4280000000          0.0000000000
B         10.3290000000         -0.7230000000          0.0000000000
B         11.5500000000          1.3920000000          0.0000000000
N         10.3290000000          0.6870000000          0.0000000000
N         11.5500000000          2.8020000000          0.0000000000
B         10.3290000000          3.5070000000          0.0000000000
B         11.5500000000          5.6220000000          0.0000000000
N         10.3290000000          4.9170000000          0.0000000000
N         11.5500000000          7.0320000000          0.0000000000
B         10.3290000000          7.7370000000          0.0000000000
B         11.5500000000          9.8520000000          0.0000000000
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N         10.3290000000          9.1470000000          0.0000000000
N         11.5500000000         11.2620000000          0.0000000000
B         10.3290000000         11.9670000000          0.0000000000
B         11.5500000000         14.0820000000          0.0000000000
N         10.3290000000         13.3770000000          0.0000000000
N         11.5500000000         15.4920000000          0.0000000000
B         10.3290000000         16.1970000000          0.0000000000
B         13.9920000000        -15.5280000000          0.0000000000
N         12.7710000000        -16.2330000000          0.0000000000
N         13.9920000000        -14.1180000000          0.0000000000
B         12.7710000000        -13.4130000000          0.0000000000
B         13.9920000000        -11.2980000000          0.0000000000
N         12.7710000000        -12.0030000000          0.0000000000
N         13.9920000000         -9.8880000000          0.0000000000
B         12.7710000000         -9.1830000000          0.0000000000
B         13.9920000000         -7.0680000000          0.0000000000
N         12.7710000000         -7.7730000000          0.0000000000
N         13.9920000000         -5.6580000000          0.0000000000
B         12.7710000000         -4.9530000000          0.0000000000
B         13.9920000000         -2.8380000000          0.0000000000
N         12.7710000000         -3.5430000000          0.0000000000
N         13.9920000000         -1.4280000000          0.0000000000
B         12.7710000000         -0.7230000000          0.0000000000
B         13.9920000000          1.3920000000          0.0000000000
N         12.7710000000          0.6870000000          0.0000000000
N         13.9920000000          2.8020000000          0.0000000000
B         12.7710000000          3.5070000000          0.0000000000
B         13.9920000000          5.6220000000          0.0000000000
N         12.7710000000          4.9170000000          0.0000000000
N         13.9920000000          7.0320000000          0.0000000000
B         12.7710000000          7.7370000000          0.0000000000
B         13.9920000000          9.8520000000          0.0000000000
N         12.7710000000          9.1470000000          0.0000000000
N         13.9920000000         11.2620000000          0.0000000000
B         12.7710000000         11.9670000000          0.0000000000
B         13.9920000000         14.0820000000          0.0000000000
N         12.7710000000         13.3770000000          0.0000000000
N         13.9920000000         15.4920000000          0.0000000000
B         12.7710000000         16.1970000000          0.0000000000
B         16.4350000000        -15.5280000000          0.0000000000
N         15.2130000000        -16.2330000000          0.0000000000
N         16.4350000000        -14.1180000000          0.0000000000
B         15.2130000000        -13.4130000000          0.0000000000
B         16.4350000000        -11.2980000000          0.0000000000
N         15.2130000000        -12.0030000000          0.0000000000
N         16.4350000000         -9.8880000000          0.0000000000
B         15.2130000000         -9.1830000000          0.0000000000
B         16.4350000000         -7.0680000000          0.0000000000
N         15.2130000000         -7.7730000000          0.0000000000
N         16.4350000000         -5.6580000000          0.0000000000
B         15.2130000000         -4.9530000000          0.0000000000
B         16.4350000000         -2.8380000000          0.0000000000
N         15.2130000000         -3.5430000000          0.0000000000
N         16.4350000000         -1.4280000000          0.0000000000
B         15.2130000000         -0.7230000000          0.0000000000
B         16.4350000000          1.3920000000          0.0000000000
N         15.2130000000          0.6870000000          0.0000000000
N         16.4350000000          2.8020000000          0.0000000000
B         15.2130000000          3.5070000000          0.0000000000
B         16.4350000000          5.6220000000          0.0000000000
N         15.2130000000          4.9170000000          0.0000000000
N         16.4350000000          7.0320000000          0.0000000000
B         15.2130000000          7.7370000000          0.0000000000
B         16.4350000000          9.8520000000          0.0000000000
N         15.2130000000          9.1470000000          0.0000000000
N         16.4350000000         11.2620000000          0.0000000000
B         15.2130000000         11.9670000000          0.0000000000
B         16.4350000000         14.0820000000          0.0000000000
N         15.2130000000         13.3770000000          0.0000000000
N         16.4350000000         15.4920000000          0.0000000000
B         15.2130000000         16.1970000000          0.0000000000

Pore 2. (The final potential energy from DFT calculations: -14101.21 Hartree)



9

B        -15.2640000000        -15.5100000000          0.0000000000
N        -16.4850000000        -16.2150000000          0.0000000000
N        -15.2640000000        -14.1000000000          0.0000000000
B        -16.4850000000        -13.3950000000          0.0000000000
B        -15.2640000000        -11.2800000000          0.0000000000
N        -16.4850000000        -11.9850000000          0.0000000000
N        -15.2640000000         -9.8700000000          0.0000000000
B        -16.4850000000         -9.1650000000          0.0000000000
B        -15.2640000000         -7.0500000000          0.0000000000
N        -16.4850000000         -7.7550000000          0.0000000000
N        -15.2640000000         -5.6400000000          0.0000000000
B        -16.4850000000         -4.9350000000          0.0000000000
B        -15.2640000000         -2.8200000000          0.0000000000
N        -16.4850000000         -3.5250000000          0.0000000000
N        -15.2640000000         -1.4100000000          0.0000000000
B        -16.4850000000         -0.7050000000          0.0000000000
B        -15.2640000000          1.4100000000          0.0000000000
N        -16.4850000000          0.7050000000          0.0000000000
N        -15.2640000000          2.8200000000          0.0000000000
B        -16.4850000000          3.5250000000          0.0000000000
B        -15.2640000000          5.6400000000          0.0000000000
N        -16.4850000000          4.9350000000          0.0000000000
N        -15.2640000000          7.0500000000          0.0000000000
B        -16.4850000000          7.7550000000          0.0000000000
B        -15.2640000000          9.8700000000          0.0000000000
N        -16.4850000000          9.1650000000          0.0000000000
N        -15.2640000000         11.2800000000          0.0000000000
B        -16.4850000000         11.9850000000          0.0000000000
B        -15.2640000000         14.1000000000          0.0000000000
N        -16.4850000000         13.3950000000          0.0000000000
N        -15.2640000000         15.5100000000          0.0000000000
B        -16.4850000000         16.2150000000          0.0000000000
B        -12.8220000000        -15.5100000000          0.0000000000
N        -14.0430000000        -16.2150000000          0.0000000000
N        -12.8220000000        -14.1000000000          0.0000000000
B        -14.0430000000        -13.3950000000          0.0000000000
B        -12.8220000000        -11.2800000000          0.0000000000
N        -14.0430000000        -11.9850000000          0.0000000000
N        -12.8220000000         -9.8700000000          0.0000000000
B        -14.0430000000         -9.1650000000          0.0000000000
B        -12.8220000000         -7.0500000000          0.0000000000
N        -14.0430000000         -7.7550000000          0.0000000000
N        -12.8220000000         -5.6400000000          0.0000000000
B        -14.0430000000         -4.9350000000          0.0000000000
B        -12.8220000000         -2.8200000000          0.0000000000
N        -14.0430000000         -3.5250000000          0.0000000000
N        -12.8220000000         -1.4100000000          0.0000000000
B        -14.0430000000         -0.7050000000          0.0000000000
B        -12.8220000000          1.4100000000          0.0000000000
N        -14.0430000000          0.7050000000          0.0000000000
N        -12.8220000000          2.8200000000          0.0000000000
B        -14.0430000000          3.5250000000          0.0000000000
B        -12.8220000000          5.6400000000          0.0000000000
N        -14.0430000000          4.9350000000          0.0000000000
N        -12.8220000000          7.0500000000          0.0000000000
B        -14.0430000000          7.7550000000          0.0000000000
B        -12.8220000000          9.8700000000          0.0000000000
N        -14.0430000000          9.1650000000          0.0000000000
N        -12.8220000000         11.2800000000          0.0000000000
B        -14.0430000000         11.9850000000          0.0000000000
B        -12.8220000000         14.1000000000          0.0000000000
N        -14.0430000000         13.3950000000          0.0000000000
N        -12.8220000000         15.5100000000          0.0000000000
B        -14.0430000000         16.2150000000          0.0000000000
B        -10.3800000000        -15.5100000000          0.0000000000
N        -11.6010000000        -16.2150000000          0.0000000000
N        -10.3800000000        -14.1000000000          0.0000000000
B        -11.6010000000        -13.3950000000          0.0000000000
B        -10.3800000000        -11.2800000000          0.0000000000
N        -11.6010000000        -11.9850000000          0.0000000000
N        -10.3800000000         -9.8700000000          0.0000000000
B        -11.6010000000         -9.1650000000          0.0000000000
B        -10.3800000000         -7.0500000000          0.0000000000
N        -11.6010000000         -7.7550000000          0.0000000000
N        -10.3800000000         -5.6400000000          0.0000000000
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B        -11.6010000000         -4.9350000000          0.0000000000
B        -10.3800000000         -2.8200000000          0.0000000000
N        -11.6010000000         -3.5250000000          0.0000000000
N        -10.3800000000         -1.4100000000          0.0000000000
B        -11.6010000000         -0.7050000000          0.0000000000
B        -10.3800000000          1.4100000000          0.0000000000
N        -11.6010000000          0.7050000000          0.0000000000
N        -10.3800000000          2.8200000000          0.0000000000
B        -11.6010000000          3.5250000000          0.0000000000
B        -10.3800000000          5.6400000000          0.0000000000
N        -11.6010000000          4.9350000000          0.0000000000
N        -10.3800000000          7.0500000000          0.0000000000
B        -11.6010000000          7.7550000000          0.0000000000
B        -10.3800000000          9.8700000000          0.0000000000
N        -11.6010000000          9.1650000000          0.0000000000
N        -10.3800000000         11.2800000000          0.0000000000
B        -11.6010000000         11.9850000000          0.0000000000
B        -10.3800000000         14.1000000000          0.0000000000
N        -11.6010000000         13.3950000000          0.0000000000
N        -10.3800000000         15.5100000000          0.0000000000
B        -11.6010000000         16.2150000000          0.0000000000
B         -7.9370000000        -15.5100000000          0.0000000000
N         -9.1580000000        -16.2150000000          0.0000000000
N         -7.9370000000        -14.1000000000          0.0000000000
B         -9.1580000000        -13.3950000000          0.0000000000
B         -7.9370000000        -11.2800000000          0.0000000000
N         -9.1580000000        -11.9850000000          0.0000000000
N         -7.9370000000         -9.8700000000          0.0000000000
B         -9.1580000000         -9.1650000000          0.0000000000
B         -7.9370000000         -7.0500000000          0.0000000000
N         -9.1580000000         -7.7550000000          0.0000000000
N         -7.9370000000         -5.6400000000          0.0000000000
B         -9.1580000000         -4.9350000000          0.0000000000
B         -7.9370000000         -2.8200000000          0.0000000000
N         -9.1580000000         -3.5250000000          0.0000000000
N         -7.9370000000         -1.4100000000          0.0000000000
B         -9.1580000000         -0.7050000000          0.0000000000
B         -7.9370000000          1.4100000000          0.0000000000
N         -9.1580000000          0.7050000000          0.0000000000
N         -7.9370000000          2.8200000000          0.0000000000
B         -9.1580000000          3.5250000000          0.0000000000
B         -7.9370000000          5.6400000000          0.0000000000
N         -9.1580000000          4.9350000000          0.0000000000
N         -7.9370000000          7.0500000000          0.0000000000
B         -9.1580000000          7.7550000000          0.0000000000
B         -7.9370000000          9.8700000000          0.0000000000
N         -9.1580000000          9.1650000000          0.0000000000
N         -7.9370000000         11.2800000000          0.0000000000
B         -9.1580000000         11.9850000000          0.0000000000
B         -7.9370000000         14.1000000000          0.0000000000
N         -9.1580000000         13.3950000000          0.0000000000
N         -7.9370000000         15.5100000000          0.0000000000
B         -9.1580000000         16.2150000000          0.0000000000
B         -5.4950000000        -15.5100000000          0.0000000000
N         -6.7160000000        -16.2150000000          0.0000000000
N         -5.4950000000        -14.1000000000          0.0000000000
B         -6.7160000000        -13.3950000000          0.0000000000
B         -5.4950000000        -11.2800000000          0.0000000000
N         -6.7160000000        -11.9850000000          0.0000000000
N         -5.4950000000         -9.8700000000          0.0000000000
B         -6.7160000000         -9.1650000000          0.0000000000
B         -5.4950000000         -7.0500000000          0.0000000000
N         -6.7160000000         -7.7550000000          0.0000000000
N         -5.4950000000         -5.6400000000          0.0000000000
B         -6.7160000000         -4.9350000000          0.0000000000
B         -5.4950000000         -2.8200000000          0.0000000000
N         -6.7160000000         -3.5250000000          0.0000000000
N         -5.4950000000         -1.4100000000          0.0000000000
B         -6.7160000000         -0.7050000000          0.0000000000
B         -5.4950000000          1.4100000000          0.0000000000
N         -6.7160000000          0.7050000000          0.0000000000
N         -5.4950000000          2.8200000000          0.0000000000
B         -6.7160000000          3.5250000000          0.0000000000
B         -5.4950000000          5.6400000000          0.0000000000
N         -6.7160000000          4.9350000000          0.0000000000
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N         -5.4950000000          7.0500000000          0.0000000000
B         -6.7160000000          7.7550000000          0.0000000000
B         -5.4950000000          9.8700000000          0.0000000000
N         -6.7160000000          9.1650000000          0.0000000000
N         -5.4950000000         11.2800000000          0.0000000000
B         -6.7160000000         11.9850000000          0.0000000000
B         -5.4950000000         14.1000000000          0.0000000000
N         -6.7160000000         13.3950000000          0.0000000000
N         -5.4950000000         15.5100000000          0.0000000000
B         -6.7160000000         16.2150000000          0.0000000000
B         -3.0530000000        -15.5100000000          0.0000000000
N         -4.2740000000        -16.2150000000          0.0000000000
N         -3.0530000000        -14.1000000000          0.0000000000
B         -4.2740000000        -13.3950000000          0.0000000000
B         -3.0530000000        -11.2800000000          0.0000000000
N         -4.2740000000        -11.9850000000          0.0000000000
N         -3.0530000000         -9.8700000000          0.0000000000
B         -4.2740000000         -9.1650000000          0.0000000000
B         -3.0530000000         -7.0500000000          0.0000000000
N         -4.2740000000         -7.7550000000          0.0000000000
N         -3.0530000000         -5.6400000000          0.0000000000
B         -4.2740000000         -4.9350000000          0.0000000000
N         -4.2740000000         -3.5250000000          0.0000000000
N         -3.0530000000          2.8200000000          0.0000000000
B         -4.2740000000          3.5250000000          0.0000000000
B         -3.0530000000          5.6400000000          0.0000000000
N         -4.2740000000          4.9350000000          0.0000000000
N         -3.0530000000          7.0500000000          0.0000000000
B         -4.2740000000          7.7550000000          0.0000000000
B         -3.0530000000          9.8700000000          0.0000000000
N         -4.2740000000          9.1650000000          0.0000000000
N         -3.0530000000         11.2800000000          0.0000000000
B         -4.2740000000         11.9850000000          0.0000000000
B         -3.0530000000         14.1000000000          0.0000000000
N         -4.2740000000         13.3950000000          0.0000000000
N         -3.0530000000         15.5100000000          0.0000000000
B         -4.2740000000         16.2150000000          0.0000000000
B         -0.6110000000        -15.5100000000          0.0000000000
N         -1.8320000000        -16.2150000000          0.0000000000
N         -0.6110000000        -14.1000000000          0.0000000000
B         -1.8320000000        -13.3950000000          0.0000000000
B         -0.6110000000        -11.2800000000          0.0000000000
N         -1.8320000000        -11.9850000000          0.0000000000
N         -0.6110000000         -9.8700000000          0.0000000000
B         -1.8320000000         -9.1650000000          0.0000000000
B         -0.6110000000         -7.0500000000          0.0000000000
N         -1.8320000000         -7.7550000000          0.0000000000
N         -0.6110000000         -5.6400000000          0.0000000000
B         -1.8320000000         -4.9350000000          0.0000000000
N         -0.6110000000          2.8200000000          0.0000000000
B         -1.8320000000          3.5250000000          0.0000000000
B         -0.6110000000          5.6400000000          0.0000000000
N         -1.8320000000          4.9350000000          0.0000000000
N         -0.6110000000          7.0500000000          0.0000000000
B         -1.8320000000          7.7550000000          0.0000000000
B         -0.6110000000          9.8700000000          0.0000000000
N         -1.8320000000          9.1650000000          0.0000000000
N         -0.6110000000         11.2800000000          0.0000000000
B         -1.8320000000         11.9850000000          0.0000000000
B         -0.6110000000         14.1000000000          0.0000000000
N         -1.8320000000         13.3950000000          0.0000000000
N         -0.6110000000         15.5100000000          0.0000000000
B         -1.8320000000         16.2150000000          0.0000000000
B          1.8310000000        -15.5100000000          0.0000000000
N          0.6100000000        -16.2150000000          0.0000000000
N          1.8310000000        -14.1000000000          0.0000000000
B          0.6100000000        -13.3950000000          0.0000000000
B          1.8310000000        -11.2800000000          0.0000000000
N          0.6100000000        -11.9850000000          0.0000000000
N          1.8310000000         -9.8700000000          0.0000000000
B          0.6100000000         -9.1650000000          0.0000000000
B          1.8310000000         -7.0500000000          0.0000000000
N          0.6100000000         -7.7550000000          0.0000000000
N          1.8310000000         -5.6400000000          0.0000000000
B          0.6100000000         -4.9350000000          0.0000000000
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N          1.8310000000          2.8200000000          0.0000000000
B          0.6100000000          3.5250000000          0.0000000000
B          1.8310000000          5.6400000000          0.0000000000
N          0.6100000000          4.9350000000          0.0000000000
N          1.8310000000          7.0500000000          0.0000000000
B          0.6100000000          7.7550000000          0.0000000000
B          1.8310000000          9.8700000000          0.0000000000
N          0.6100000000          9.1650000000          0.0000000000
N          1.8310000000         11.2800000000          0.0000000000
B          0.6100000000         11.9850000000          0.0000000000
B          1.8310000000         14.1000000000          0.0000000000
N          0.6100000000         13.3950000000          0.0000000000
N          1.8310000000         15.5100000000          0.0000000000
B          0.6100000000         16.2150000000          0.0000000000
B          4.2740000000        -15.5100000000          0.0000000000
N          3.0530000000        -16.2150000000          0.0000000000
N          4.2740000000        -14.1000000000          0.0000000000
B          3.0530000000        -13.3950000000          0.0000000000
B          4.2740000000        -11.2800000000          0.0000000000
N          3.0530000000        -11.9850000000          0.0000000000
N          4.2740000000         -9.8700000000          0.0000000000
B          3.0530000000         -9.1650000000          0.0000000000
B          4.2740000000         -7.0500000000          0.0000000000
N          3.0530000000         -7.7550000000          0.0000000000
N          4.2740000000         -5.6400000000          0.0000000000
B          3.0530000000         -4.9350000000          0.0000000000
B          4.2740000000         -2.8200000000          0.0000000000
N          3.0530000000         -3.5250000000          0.0000000000
N          4.2740000000         -1.4100000000          0.0000000000
B          4.2740000000          1.4100000000          0.0000000000
N          4.2740000000          2.8200000000          0.0000000000
B          3.0530000000          3.5250000000          0.0000000000
B          4.2740000000          5.6400000000          0.0000000000
N          3.0530000000          4.9350000000          0.0000000000
N          4.2740000000          7.0500000000          0.0000000000
B          3.0530000000          7.7550000000          0.0000000000
B          4.2740000000          9.8700000000          0.0000000000
N          3.0530000000          9.1650000000          0.0000000000
N          4.2740000000         11.2800000000          0.0000000000
B          3.0530000000         11.9850000000          0.0000000000
B          4.2740000000         14.1000000000          0.0000000000
N          3.0530000000         13.3950000000          0.0000000000
N          4.2740000000         15.5100000000          0.0000000000
B          3.0530000000         16.2150000000          0.0000000000
B          6.7160000000        -15.5100000000          0.0000000000
N          5.4950000000        -16.2150000000          0.0000000000
N          6.7160000000        -14.1000000000          0.0000000000
B          5.4950000000        -13.3950000000          0.0000000000
B          6.7160000000        -11.2800000000          0.0000000000
N          5.4950000000        -11.9850000000          0.0000000000
N          6.7160000000         -9.8700000000          0.0000000000
B          5.4950000000         -9.1650000000          0.0000000000
B          6.7160000000         -7.0500000000          0.0000000000
N          5.4950000000         -7.7550000000          0.0000000000
N          6.7160000000         -5.6400000000          0.0000000000
B          5.4950000000         -4.9350000000          0.0000000000
B          6.7160000000         -2.8200000000          0.0000000000
N          5.4950000000         -3.5250000000          0.0000000000
N          6.7160000000         -1.4100000000          0.0000000000
B          5.4950000000         -0.7050000000          0.0000000000
B          6.7160000000          1.4100000000          0.0000000000
N          5.4950000000          0.7050000000          0.0000000000
N          6.7160000000          2.8200000000          0.0000000000
B          5.4950000000          3.5250000000          0.0000000000
B          6.7160000000          5.6400000000          0.0000000000
N          5.4950000000          4.9350000000          0.0000000000
N          6.7160000000          7.0500000000          0.0000000000
B          5.4950000000          7.7550000000          0.0000000000
B          6.7160000000          9.8700000000          0.0000000000
N          5.4950000000          9.1650000000          0.0000000000
N          6.7160000000         11.2800000000          0.0000000000
B          5.4950000000         11.9850000000          0.0000000000
B          6.7160000000         14.1000000000          0.0000000000
N          5.4950000000         13.3950000000          0.0000000000
N          6.7160000000         15.5100000000          0.0000000000
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B          5.4950000000         16.2150000000          0.0000000000
B          9.1580000000        -15.5100000000          0.0000000000
N          7.9370000000        -16.2150000000          0.0000000000
N          9.1580000000        -14.1000000000          0.0000000000
B          7.9370000000        -13.3950000000          0.0000000000
B          9.1580000000        -11.2800000000          0.0000000000
N          7.9370000000        -11.9850000000          0.0000000000
N          9.1580000000         -9.8700000000          0.0000000000
B          7.9370000000         -9.1650000000          0.0000000000
B          9.1580000000         -7.0500000000          0.0000000000
N          7.9370000000         -7.7550000000          0.0000000000
N          9.1580000000         -5.6400000000          0.0000000000
B          7.9370000000         -4.9350000000          0.0000000000
B          9.1580000000         -2.8200000000          0.0000000000
N          7.9370000000         -3.5250000000          0.0000000000
N          9.1580000000         -1.4100000000          0.0000000000
B          7.9370000000         -0.7050000000          0.0000000000
B          9.1580000000          1.4100000000          0.0000000000
N          7.9370000000          0.7050000000          0.0000000000
N          9.1580000000          2.8200000000          0.0000000000
B          7.9370000000          3.5250000000          0.0000000000
B          9.1580000000          5.6400000000          0.0000000000
N          7.9370000000          4.9350000000          0.0000000000
N          9.1580000000          7.0500000000          0.0000000000
B          7.9370000000          7.7550000000          0.0000000000
B          9.1580000000          9.8700000000          0.0000000000
N          7.9370000000          9.1650000000          0.0000000000
N          9.1580000000         11.2800000000          0.0000000000
B          7.9370000000         11.9850000000          0.0000000000
B          9.1580000000         14.1000000000          0.0000000000
N          7.9370000000         13.3950000000          0.0000000000
N          9.1580000000         15.5100000000          0.0000000000
B          7.9370000000         16.2150000000          0.0000000000
B         11.6000000000        -15.5100000000          0.0000000000
N         10.3790000000        -16.2150000000          0.0000000000
N         11.6000000000        -14.1000000000          0.0000000000
B         10.3790000000        -13.3950000000          0.0000000000
B         11.6000000000        -11.2800000000          0.0000000000
N         10.3790000000        -11.9850000000          0.0000000000
N         11.6000000000         -9.8700000000          0.0000000000
B         10.3790000000         -9.1650000000          0.0000000000
B         11.6000000000         -7.0500000000          0.0000000000
N         10.3790000000         -7.7550000000          0.0000000000
N         11.6000000000         -5.6400000000          0.0000000000
B         10.3790000000         -4.9350000000          0.0000000000
B         11.6000000000         -2.8200000000          0.0000000000
N         10.3790000000         -3.5250000000          0.0000000000
N         11.6000000000         -1.4100000000          0.0000000000
B         10.3790000000         -0.7050000000          0.0000000000
B         11.6000000000          1.4100000000          0.0000000000
N         10.3790000000          0.7050000000          0.0000000000
N         11.6000000000          2.8200000000          0.0000000000
B         10.3790000000          3.5250000000          0.0000000000
B         11.6000000000          5.6400000000          0.0000000000
N         10.3790000000          4.9350000000          0.0000000000
N         11.6000000000          7.0500000000          0.0000000000
B         10.3790000000          7.7550000000          0.0000000000
B         11.6000000000          9.8700000000          0.0000000000
N         10.3790000000          9.1650000000          0.0000000000
N         11.6000000000         11.2800000000          0.0000000000
B         10.3790000000         11.9850000000          0.0000000000
B         11.6000000000         14.1000000000          0.0000000000
N         10.3790000000         13.3950000000          0.0000000000
N         11.6000000000         15.5100000000          0.0000000000
B         10.3790000000         16.2150000000          0.0000000000
B         14.0420000000        -15.5100000000          0.0000000000
N         12.8210000000        -16.2150000000          0.0000000000
N         14.0420000000        -14.1000000000          0.0000000000
B         12.8210000000        -13.3950000000          0.0000000000
B         14.0420000000        -11.2800000000          0.0000000000
N         12.8210000000        -11.9850000000          0.0000000000
N         14.0420000000         -9.8700000000          0.0000000000
B         12.8210000000         -9.1650000000          0.0000000000
B         14.0420000000         -7.0500000000          0.0000000000
N         12.8210000000         -7.7550000000          0.0000000000
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N         14.0420000000         -5.6400000000          0.0000000000
B         12.8210000000         -4.9350000000          0.0000000000
B         14.0420000000         -2.8200000000          0.0000000000
N         12.8210000000         -3.5250000000          0.0000000000
N         14.0420000000         -1.4100000000          0.0000000000
B         12.8210000000         -0.7050000000          0.0000000000
B         14.0420000000          1.4100000000          0.0000000000
N         12.8210000000          0.7050000000          0.0000000000
N         14.0420000000          2.8200000000          0.0000000000
B         12.8210000000          3.5250000000          0.0000000000
B         14.0420000000          5.6400000000          0.0000000000
N         12.8210000000          4.9350000000          0.0000000000
N         14.0420000000          7.0500000000          0.0000000000
B         12.8210000000          7.7550000000          0.0000000000
B         14.0420000000          9.8700000000          0.0000000000
N         12.8210000000          9.1650000000          0.0000000000
N         14.0420000000         11.2800000000          0.0000000000
B         12.8210000000         11.9850000000          0.0000000000
B         14.0420000000         14.1000000000          0.0000000000
N         12.8210000000         13.3950000000          0.0000000000
N         14.0420000000         15.5100000000          0.0000000000
B         12.8210000000         16.2150000000          0.0000000000
B         16.4850000000        -15.5100000000          0.0000000000
N         15.2630000000        -16.2150000000          0.0000000000
N         16.4850000000        -14.1000000000          0.0000000000
B         15.2630000000        -13.3950000000          0.0000000000
B         16.4850000000        -11.2800000000          0.0000000000
N         15.2630000000        -11.9850000000          0.0000000000
N         16.4850000000         -9.8700000000          0.0000000000
B         15.2630000000         -9.1650000000          0.0000000000
B         16.4850000000         -7.0500000000          0.0000000000
N         15.2630000000         -7.7550000000          0.0000000000
N         16.4850000000         -5.6400000000          0.0000000000
B         15.2630000000         -4.9350000000          0.0000000000
B         16.4850000000         -2.8200000000          0.0000000000
N         15.2630000000         -3.5250000000          0.0000000000
N         16.4850000000         -1.4100000000          0.0000000000
B         15.2630000000         -0.7050000000          0.0000000000
B         16.4850000000          1.4100000000          0.0000000000
N         15.2630000000          0.7050000000          0.0000000000
N         16.4850000000          2.8200000000          0.0000000000
B         15.2630000000          3.5250000000          0.0000000000
B         16.4850000000          5.6400000000          0.0000000000
N         15.2630000000          4.9350000000          0.0000000000
N         16.4850000000          7.0500000000          0.0000000000
B         15.2630000000          7.7550000000          0.0000000000
B         16.4850000000          9.8700000000          0.0000000000
N         15.2630000000          9.1650000000          0.0000000000
N         16.4850000000         11.2800000000          0.0000000000
B         15.2630000000         11.9850000000          0.0000000000
B         16.4850000000         14.1000000000          0.0000000000
N         15.2630000000         13.3950000000          0.0000000000
N         16.4850000000         15.5100000000          0.0000000000
B         15.2630000000         16.2150000000          0.0000000000

Pore 3. (The final potential energy from DFT calculations: -14911.04 Hartree)

B        -15.2750000000        -15.5260000000          0.0000000000
N        -16.4960000000        -16.2310000000          0.0000000000
N        -15.2750000000        -14.1160000000          0.0000000000
B        -16.4960000000        -13.4110000000          0.0000000000
B        -15.2750000000        -11.2960000000          0.0000000000
N        -16.4960000000        -12.0010000000          0.0000000000
N        -15.2750000000         -9.8860000000          0.0000000000
B        -16.4960000000         -9.1810000000          0.0000000000
B        -15.2750000000         -7.0660000000          0.0000000000
N        -16.4960000000         -7.7710000000          0.0000000000
N        -15.2750000000         -5.6560000000          0.0000000000
B        -16.4960000000         -4.9510000000          0.0000000000
B        -15.2750000000         -2.8360000000          0.0000000000
N        -16.4960000000         -3.5410000000          0.0000000000
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N        -15.2750000000         -1.4260000000          0.0000000000
B        -16.4960000000         -0.7210000000          0.0000000000
B        -15.2750000000          1.3940000000          0.0000000000
N        -16.4960000000          0.6890000000          0.0000000000
N        -15.2750000000          2.8040000000          0.0000000000
B        -16.4960000000          3.5090000000          0.0000000000
B        -15.2750000000          5.6240000000          0.0000000000
N        -16.4960000000          4.9190000000          0.0000000000
N        -15.2750000000          7.0340000000          0.0000000000
B        -16.4960000000          7.7390000000          0.0000000000
B        -15.2750000000          9.8540000000          0.0000000000
N        -16.4960000000          9.1490000000          0.0000000000
N        -15.2750000000         11.2640000000          0.0000000000
B        -16.4960000000         11.9690000000          0.0000000000
B        -15.2750000000         14.0840000000          0.0000000000
N        -16.4960000000         13.3790000000          0.0000000000
N        -15.2750000000         15.4940000000          0.0000000000
B        -16.4960000000         16.1990000000          0.0000000000
B        -12.8330000000        -15.5260000000          0.0000000000
N        -14.0540000000        -16.2310000000          0.0000000000
N        -12.8330000000        -14.1160000000          0.0000000000
B        -14.0540000000        -13.4110000000          0.0000000000
B        -12.8330000000        -11.2960000000          0.0000000000
N        -14.0540000000        -12.0010000000          0.0000000000
N        -12.8330000000         -9.8860000000          0.0000000000
B        -14.0540000000         -9.1810000000          0.0000000000
B        -12.8330000000         -7.0660000000          0.0000000000
N        -14.0540000000         -7.7710000000          0.0000000000
N        -12.8330000000         -5.6560000000          0.0000000000
B        -14.0540000000         -4.9510000000          0.0000000000
B        -12.8330000000         -2.8360000000          0.0000000000
N        -14.0540000000         -3.5410000000          0.0000000000
N        -12.8330000000         -1.4260000000          0.0000000000
B        -14.0540000000         -0.7210000000          0.0000000000
B        -12.8330000000          1.3940000000          0.0000000000
N        -14.0540000000          0.6890000000          0.0000000000
N        -12.8330000000          2.8040000000          0.0000000000
B        -14.0540000000          3.5090000000          0.0000000000
B        -12.8330000000          5.6240000000          0.0000000000
N        -14.0540000000          4.9190000000          0.0000000000
N        -12.8330000000          7.0340000000          0.0000000000
B        -14.0540000000          7.7390000000          0.0000000000
B        -12.8330000000          9.8540000000          0.0000000000
N        -14.0540000000          9.1490000000          0.0000000000
N        -12.8330000000         11.2640000000          0.0000000000
B        -14.0540000000         11.9690000000          0.0000000000
B        -12.8330000000         14.0840000000          0.0000000000
N        -14.0540000000         13.3790000000          0.0000000000
N        -12.8330000000         15.4940000000          0.0000000000
B        -14.0540000000         16.1990000000          0.0000000000
B        -10.3910000000        -15.5260000000          0.0000000000
N        -11.6120000000        -16.2310000000          0.0000000000
N        -10.3910000000        -14.1160000000          0.0000000000
B        -11.6120000000        -13.4110000000          0.0000000000
B        -10.3910000000        -11.2960000000          0.0000000000
N        -11.6120000000        -12.0010000000          0.0000000000
N        -10.3910000000         -9.8860000000          0.0000000000
B        -11.6120000000         -9.1810000000          0.0000000000
B        -10.3910000000         -7.0660000000          0.0000000000
N        -11.6120000000         -7.7710000000          0.0000000000
N        -10.3910000000         -5.6560000000          0.0000000000
B        -11.6120000000         -4.9510000000          0.0000000000
B        -10.3910000000         -2.8360000000          0.0000000000
N        -11.6120000000         -3.5410000000          0.0000000000
N        -10.3910000000         -1.4260000000          0.0000000000
B        -11.6120000000         -0.7210000000          0.0000000000
B        -10.3910000000          1.3940000000          0.0000000000
N        -11.6120000000          0.6890000000          0.0000000000
N        -10.3910000000          2.8040000000          0.0000000000
B        -11.6120000000          3.5090000000          0.0000000000
B        -10.3910000000          5.6240000000          0.0000000000
N        -11.6120000000          4.9190000000          0.0000000000
N        -10.3910000000          7.0340000000          0.0000000000
B        -11.6120000000          7.7390000000          0.0000000000
B        -10.3910000000          9.8540000000          0.0000000000
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N        -11.6120000000          9.1490000000          0.0000000000
N        -10.3910000000         11.2640000000          0.0000000000
B        -11.6120000000         11.9690000000          0.0000000000
B        -10.3910000000         14.0840000000          0.0000000000
N        -11.6120000000         13.3790000000          0.0000000000
N        -10.3910000000         15.4940000000          0.0000000000
B        -11.6120000000         16.1990000000          0.0000000000
B         -7.9480000000        -15.5260000000          0.0000000000
N         -9.1690000000        -16.2310000000          0.0000000000
N         -7.9480000000        -14.1160000000          0.0000000000
B         -9.1690000000        -13.4110000000          0.0000000000
B         -7.9480000000        -11.2960000000          0.0000000000
N         -9.1690000000        -12.0010000000          0.0000000000
N         -7.9480000000         -9.8860000000          0.0000000000
B         -9.1690000000         -9.1810000000          0.0000000000
B         -7.9480000000         -7.0660000000          0.0000000000
N         -9.1690000000         -7.7710000000          0.0000000000
N         -7.9480000000         -5.6560000000          0.0000000000
B         -9.1690000000         -4.9510000000          0.0000000000
B         -7.9480000000         -2.8360000000          0.0000000000
N         -9.1690000000         -3.5410000000          0.0000000000
N         -7.9480000000         -1.4260000000          0.0000000000
B         -9.1690000000         -0.7210000000          0.0000000000
B         -7.9480000000          1.3940000000          0.0000000000
N         -9.1690000000          0.6890000000          0.0000000000
N         -7.9480000000          2.8040000000          0.0000000000
B         -9.1690000000          3.5090000000          0.0000000000
B         -7.9480000000          5.6240000000          0.0000000000
N         -9.1690000000          4.9190000000          0.0000000000
N         -7.9480000000          7.0340000000          0.0000000000
B         -9.1690000000          7.7390000000          0.0000000000
B         -7.9480000000          9.8540000000          0.0000000000
N         -9.1690000000          9.1490000000          0.0000000000
N         -7.9480000000         11.2640000000          0.0000000000
B         -9.1690000000         11.9690000000          0.0000000000
B         -7.9480000000         14.0840000000          0.0000000000
N         -9.1690000000         13.3790000000          0.0000000000
N         -7.9480000000         15.4940000000          0.0000000000
B         -9.1690000000         16.1990000000          0.0000000000
B         -5.5060000000        -15.5260000000          0.0000000000
N         -6.7270000000        -16.2310000000          0.0000000000
N         -5.5060000000        -14.1160000000          0.0000000000
B         -6.7270000000        -13.4110000000          0.0000000000
B         -5.5060000000        -11.2960000000          0.0000000000
N         -6.7270000000        -12.0010000000          0.0000000000
N         -5.5060000000         -9.8860000000          0.0000000000
B         -6.7270000000         -9.1810000000          0.0000000000
B         -5.5060000000         -7.0660000000          0.0000000000
N         -6.7270000000         -7.7710000000          0.0000000000
N         -5.5060000000         -5.6560000000          0.0000000000
B         -6.7270000000         -4.9510000000          0.0000000000
B         -5.5060000000         -2.8360000000          0.0000000000
N         -6.7270000000         -3.5410000000          0.0000000000
N         -5.5060000000         -1.4260000000          0.0000000000
B         -6.7270000000         -0.7210000000          0.0000000000
B         -5.5060000000          1.3940000000          0.0000000000
N         -6.7270000000          0.6890000000          0.0000000000
N         -5.5060000000          2.8040000000          0.0000000000
B         -6.7270000000          3.5090000000          0.0000000000
B         -5.5060000000          5.6240000000          0.0000000000
N         -6.7270000000          4.9190000000          0.0000000000
N         -5.5060000000          7.0340000000          0.0000000000
B         -6.7270000000          7.7390000000          0.0000000000
B         -5.5060000000          9.8540000000          0.0000000000
N         -6.7270000000          9.1490000000          0.0000000000
N         -5.5060000000         11.2640000000          0.0000000000
B         -6.7270000000         11.9690000000          0.0000000000
B         -5.5060000000         14.0840000000          0.0000000000
N         -6.7270000000         13.3790000000          0.0000000000
N         -5.5060000000         15.4940000000          0.0000000000
B         -6.7270000000         16.1990000000          0.0000000000
B         -3.0640000000        -15.5260000000          0.0000000000
N         -4.2850000000        -16.2310000000          0.0000000000
N         -3.0640000000        -14.1160000000          0.0000000000
B         -4.2850000000        -13.4110000000          0.0000000000
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B         -3.0640000000        -11.2960000000          0.0000000000
N         -4.2850000000        -12.0010000000          0.0000000000
N         -3.0640000000         -9.8860000000          0.0000000000
B         -4.2850000000         -9.1810000000          0.0000000000
B         -3.0640000000         -7.0660000000          0.0000000000
N         -4.2850000000         -7.7710000000          0.0000000000
N         -3.0640000000         -5.6560000000          0.0000000000
B         -4.2850000000         -4.9510000000          0.0000000000
N         -4.2850000000         -3.5410000000          0.0000000000
N         -3.0640000000          2.8040000000          0.0000000000
B         -4.2850000000          3.5090000000          0.0000000000
B         -3.0640000000          5.6240000000          0.0000000000
N         -4.2850000000          4.9190000000          0.0000000000
N         -3.0640000000          7.0340000000          0.0000000000
B         -4.2850000000          7.7390000000          0.0000000000
B         -3.0640000000          9.8540000000          0.0000000000
N         -4.2850000000          9.1490000000          0.0000000000
N         -3.0640000000         11.2640000000          0.0000000000
B         -4.2850000000         11.9690000000          0.0000000000
B         -3.0640000000         14.0840000000          0.0000000000
N         -4.2850000000         13.3790000000          0.0000000000
N         -3.0640000000         15.4940000000          0.0000000000
B         -4.2850000000         16.1990000000          0.0000000000
B         -0.6220000000        -15.5260000000          0.0000000000
N         -1.8430000000        -16.2310000000          0.0000000000
N         -0.6220000000        -14.1160000000          0.0000000000
B         -1.8430000000        -13.4110000000          0.0000000000
B         -0.6220000000        -11.2960000000          0.0000000000
N         -1.8430000000        -12.0010000000          0.0000000000
N         -0.6220000000         -9.8860000000          0.0000000000
B         -1.8430000000         -9.1810000000          0.0000000000
B         -0.6220000000         -7.0660000000          0.0000000000
N         -1.8430000000         -7.7710000000          0.0000000000
N         -0.6220000000         -5.6560000000          0.0000000000
B         -1.8430000000         -4.9510000000          0.0000000000
N         -0.6220000000          2.8040000000          0.0000000000
B         -1.8430000000          3.5090000000          0.0000000000
B         -0.6220000000          5.6240000000          0.0000000000
N         -1.8430000000          4.9190000000          0.0000000000
N         -0.6220000000          7.0340000000          0.0000000000
B         -1.8430000000          7.7390000000          0.0000000000
B         -0.6220000000          9.8540000000          0.0000000000
N         -1.8430000000          9.1490000000          0.0000000000
N         -0.6220000000         11.2640000000          0.0000000000
B         -1.8430000000         11.9690000000          0.0000000000
B         -0.6220000000         14.0840000000          0.0000000000
N         -1.8430000000         13.3790000000          0.0000000000
N         -0.6220000000         15.4940000000          0.0000000000
B         -1.8430000000         16.1990000000          0.0000000000
B          1.8200000000        -15.5260000000          0.0000000000
N          0.5990000000        -16.2310000000          0.0000000000
N          1.8200000000        -14.1160000000          0.0000000000
B          0.5990000000        -13.4110000000          0.0000000000
B          1.8200000000        -11.2960000000          0.0000000000
N          0.5990000000        -12.0010000000          0.0000000000
N          1.8200000000         -9.8860000000          0.0000000000
B          0.5990000000         -9.1810000000          0.0000000000
B          1.8200000000         -7.0660000000          0.0000000000
N          0.5990000000         -7.7710000000          0.0000000000
N          1.8200000000         -5.6560000000          0.0000000000
B          0.5990000000         -4.9510000000          0.0000000000
N          1.8200000000          2.8040000000          0.0000000000
B          0.5990000000          3.5090000000          0.0000000000
B          1.8200000000          5.6240000000          0.0000000000
N          0.5990000000          4.9190000000          0.0000000000
N          1.8200000000          7.0340000000          0.0000000000
B          0.5990000000          7.7390000000          0.0000000000
B          1.8200000000          9.8540000000          0.0000000000
N          0.5990000000          9.1490000000          0.0000000000
N          1.8200000000         11.2640000000          0.0000000000
B          0.5990000000         11.9690000000          0.0000000000
B          1.8200000000         14.0840000000          0.0000000000
N          0.5990000000         13.3790000000          0.0000000000
N          1.8200000000         15.4940000000          0.0000000000
B          0.5990000000         16.1990000000          0.0000000000
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B          4.2630000000        -15.5260000000          0.0000000000
N          3.0420000000        -16.2310000000          0.0000000000
N          4.2630000000        -14.1160000000          0.0000000000
B          3.0420000000        -13.4110000000          0.0000000000
B          4.2630000000        -11.2960000000          0.0000000000
N          3.0420000000        -12.0010000000          0.0000000000
N          4.2630000000         -9.8860000000          0.0000000000
B          3.0420000000         -9.1810000000          0.0000000000
B          4.2630000000         -7.0660000000          0.0000000000
N          3.0420000000         -7.7710000000          0.0000000000
N          4.2630000000         -5.6560000000          0.0000000000
B          3.0420000000         -4.9510000000          0.0000000000
B          4.2630000000         -2.8360000000          0.0000000000
N          3.0420000000         -3.5410000000          0.0000000000
N          4.2630000000         -1.4260000000          0.0000000000
B          4.2630000000          1.3940000000          0.0000000000
N          4.2630000000          2.8040000000          0.0000000000
B          3.0420000000          3.5090000000          0.0000000000
B          4.2630000000          5.6240000000          0.0000000000
N          3.0420000000          4.9190000000          0.0000000000
N          4.2630000000          7.0340000000          0.0000000000
B          3.0420000000          7.7390000000          0.0000000000
B          4.2630000000          9.8540000000          0.0000000000
N          3.0420000000          9.1490000000          0.0000000000
N          4.2630000000         11.2640000000          0.0000000000
B          3.0420000000         11.9690000000          0.0000000000
B          4.2630000000         14.0840000000          0.0000000000
N          3.0420000000         13.3790000000          0.0000000000
N          4.2630000000         15.4940000000          0.0000000000
B          3.0420000000         16.1990000000          0.0000000000
B          6.7050000000        -15.5260000000          0.0000000000
N          5.4840000000        -16.2310000000          0.0000000000
N          6.7050000000        -14.1160000000          0.0000000000
B          5.4840000000        -13.4110000000          0.0000000000
B          6.7050000000        -11.2960000000          0.0000000000
N          5.4840000000        -12.0010000000          0.0000000000
N          6.7050000000         -9.8860000000          0.0000000000
B          5.4840000000         -9.1810000000          0.0000000000
B          6.7050000000         -7.0660000000          0.0000000000
N          5.4840000000         -7.7710000000          0.0000000000
N          6.7050000000         -5.6560000000          0.0000000000
B          5.4840000000         -4.9510000000          0.0000000000
B          6.7050000000         -2.8360000000          0.0000000000
N          5.4840000000         -3.5410000000          0.0000000000
N          6.7050000000         -1.4260000000          0.0000000000
B          5.4840000000         -0.7210000000          0.0000000000
B          6.7050000000          1.3940000000          0.0000000000
N          5.4840000000          0.6890000000          0.0000000000
N          6.7050000000          2.8040000000          0.0000000000
B          5.4840000000          3.5090000000          0.0000000000
B          6.7050000000          5.6240000000          0.0000000000
N          5.4840000000          4.9190000000          0.0000000000
N          6.7050000000          7.0340000000          0.0000000000
B          5.4840000000          7.7390000000          0.0000000000
B          6.7050000000          9.8540000000          0.0000000000
N          5.4840000000          9.1490000000          0.0000000000
N          6.7050000000         11.2640000000          0.0000000000
B          5.4840000000         11.9690000000          0.0000000000
B          6.7050000000         14.0840000000          0.0000000000
N          5.4840000000         13.3790000000          0.0000000000
N          6.7050000000         15.4940000000          0.0000000000
B          5.4840000000         16.1990000000          0.0000000000
B          9.1470000000        -15.5260000000          0.0000000000
N          7.9260000000        -16.2310000000          0.0000000000
N          9.1470000000        -14.1160000000          0.0000000000
B          7.9260000000        -13.4110000000          0.0000000000
B          9.1470000000        -11.2960000000          0.0000000000
N          7.9260000000        -12.0010000000          0.0000000000
N          9.1470000000         -9.8860000000          0.0000000000
B          7.9260000000         -9.1810000000          0.0000000000
B          9.1470000000         -7.0660000000          0.0000000000
N          7.9260000000         -7.7710000000          0.0000000000
N          9.1470000000         -5.6560000000          0.0000000000
B          7.9260000000         -4.9510000000          0.0000000000
B          9.1470000000         -2.8360000000          0.0000000000
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N          7.9260000000         -3.5410000000          0.0000000000
N          9.1470000000         -1.4260000000          0.0000000000
B          7.9260000000         -0.7210000000          0.0000000000
B          9.1470000000          1.3940000000          0.0000000000
N          7.9260000000          0.6890000000          0.0000000000
N          9.1470000000          2.8040000000          0.0000000000
B          7.9260000000          3.5090000000          0.0000000000
B          9.1470000000          5.6240000000          0.0000000000
N          7.9260000000          4.9190000000          0.0000000000
N          9.1470000000          7.0340000000          0.0000000000
B          7.9260000000          7.7390000000          0.0000000000
B          9.1470000000          9.8540000000          0.0000000000
N          7.9260000000          9.1490000000          0.0000000000
N          9.1470000000         11.2640000000          0.0000000000
B          7.9260000000         11.9690000000          0.0000000000
B          9.1470000000         14.0840000000          0.0000000000
N          7.9260000000         13.3790000000          0.0000000000
N          9.1470000000         15.4940000000          0.0000000000
B          7.9260000000         16.1990000000          0.0000000000
B         11.5890000000        -15.5260000000          0.0000000000
N         10.3680000000        -16.2310000000          0.0000000000
N         11.5890000000        -14.1160000000          0.0000000000
B         10.3680000000        -13.4110000000          0.0000000000
B         11.5890000000        -11.2960000000          0.0000000000
N         10.3680000000        -12.0010000000          0.0000000000
N         11.5890000000         -9.8860000000          0.0000000000
B         10.3680000000         -9.1810000000          0.0000000000
B         11.5890000000         -7.0660000000          0.0000000000
N         10.3680000000         -7.7710000000          0.0000000000
N         11.5890000000         -5.6560000000          0.0000000000
B         10.3680000000         -4.9510000000          0.0000000000
B         11.5890000000         -2.8360000000          0.0000000000
N         10.3680000000         -3.5410000000          0.0000000000
N         11.5890000000         -1.4260000000          0.0000000000
B         10.3680000000         -0.7210000000          0.0000000000
B         11.5890000000          1.3940000000          0.0000000000
N         10.3680000000          0.6890000000          0.0000000000
N         11.5890000000          2.8040000000          0.0000000000
B         10.3680000000          3.5090000000          0.0000000000
B         11.5890000000          5.6240000000          0.0000000000
N         10.3680000000          4.9190000000          0.0000000000
N         11.5890000000          7.0340000000          0.0000000000
B         10.3680000000          7.7390000000          0.0000000000
B         11.5890000000          9.8540000000          0.0000000000
N         10.3680000000          9.1490000000          0.0000000000
N         11.5890000000         11.2640000000          0.0000000000
B         10.3680000000         11.9690000000          0.0000000000
B         11.5890000000         14.0840000000          0.0000000000
N         10.3680000000         13.3790000000          0.0000000000
N         11.5890000000         15.4940000000          0.0000000000
B         10.3680000000         16.1990000000          0.0000000000
B         14.0310000000        -15.5260000000          0.0000000000
N         12.8100000000        -16.2310000000          0.0000000000
N         14.0310000000        -14.1160000000          0.0000000000
B         12.8100000000        -13.4110000000          0.0000000000
B         14.0310000000        -11.2960000000          0.0000000000
N         12.8100000000        -12.0010000000          0.0000000000
N         14.0310000000         -9.8860000000          0.0000000000
B         12.8100000000         -9.1810000000          0.0000000000
B         14.0310000000         -7.0660000000          0.0000000000
N         12.8100000000         -7.7710000000          0.0000000000
N         14.0310000000         -5.6560000000          0.0000000000
B         12.8100000000         -4.9510000000          0.0000000000
B         14.0310000000         -2.8360000000          0.0000000000
N         12.8100000000         -3.5410000000          0.0000000000
N         14.0310000000         -1.4260000000          0.0000000000
B         12.8100000000         -0.7210000000          0.0000000000
B         14.0310000000          1.3940000000          0.0000000000
N         12.8100000000          0.6890000000          0.0000000000
N         14.0310000000          2.8040000000          0.0000000000
B         12.8100000000          3.5090000000          0.0000000000
B         14.0310000000          5.6240000000          0.0000000000
N         12.8100000000          4.9190000000          0.0000000000
N         14.0310000000          7.0340000000          0.0000000000
B         12.8100000000          7.7390000000          0.0000000000
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B         14.0310000000          9.8540000000          0.0000000000
N         12.8100000000          9.1490000000          0.0000000000
N         14.0310000000         11.2640000000          0.0000000000
B         12.8100000000         11.9690000000          0.0000000000
B         14.0310000000         14.0840000000          0.0000000000
N         12.8100000000         13.3790000000          0.0000000000
N         14.0310000000         15.4940000000          0.0000000000
B         12.8100000000         16.1990000000          0.0000000000
B         16.4740000000        -15.5260000000          0.0000000000
N         15.2520000000        -16.2310000000          0.0000000000
N         16.4740000000        -14.1160000000          0.0000000000
B         15.2520000000        -13.4110000000          0.0000000000
B         16.4740000000        -11.2960000000          0.0000000000
N         15.2520000000        -12.0010000000          0.0000000000
N         16.4740000000         -9.8860000000          0.0000000000
B         15.2520000000         -9.1810000000          0.0000000000
B         16.4740000000         -7.0660000000          0.0000000000
N         15.2520000000         -7.7710000000          0.0000000000
N         16.4740000000         -5.6560000000          0.0000000000
B         15.2520000000         -4.9510000000          0.0000000000
B         16.4740000000         -2.8360000000          0.0000000000
N         15.2520000000         -3.5410000000          0.0000000000
N         16.4740000000         -1.4260000000          0.0000000000
B         15.2520000000         -0.7210000000          0.0000000000
B         16.4740000000          1.3940000000          0.0000000000
N         15.2520000000          0.6890000000          0.0000000000
N         16.4740000000          2.8040000000          0.0000000000
B         15.2520000000          3.5090000000          0.0000000000
B         16.4740000000          5.6240000000          0.0000000000
N         15.2520000000          4.9190000000          0.0000000000
N         16.4740000000          7.0340000000          0.0000000000
B         15.2520000000          7.7390000000          0.0000000000
B         16.4740000000          9.8540000000          0.0000000000
N         15.2520000000          9.1490000000          0.0000000000
N         16.4740000000         11.2640000000          0.0000000000
B         15.2520000000         11.9690000000          0.0000000000
B         16.4740000000         14.0840000000          0.0000000000
N         15.2520000000         13.3790000000          0.0000000000
N         16.4740000000         15.4940000000          0.0000000000
B         15.2520000000         16.1990000000          0.0000000000
F         -3.0760000000          1.4280000000          0.0000000000
F         -0.6150000000          1.4260000000          0.0000000000
F          1.8300000000          1.4150000000          0.0000000000
F         -4.3280000000         -0.7310000000          0.0000000000
F         -3.1370000000         -2.8460000000          0.0000000000
F          1.8430000000         -2.8550000000          0.0000000000
F          3.0820000000         -0.7670000000          0.0000000000
H         -4.4830000000          0.8230000000          0.0000000000
H          3.2620000000          0.7990000000          0.0000000000
H          0.5870000000         -3.7740000000          0.0000000000
H         -1.8360000000         -3.7550000000          0.0000000000

Pore 4. (The final potential energy from DFT calculations: -14935.12 Hartree)

B         15.6770000000        -15.5640000000          0.0000000000
B         13.1670000000        -15.5640000000          0.0000000000
B         10.6570000000        -15.5640000000          0.0000000000
B          8.1470000000        -15.5640000000          0.0000000000
N         14.4190000000        -14.8380000000          0.0000000000
B          5.6370000000        -15.5640000000          0.0000000000
N         11.9090000000        -14.8380000000          0.0000000000
B          3.1270000000        -15.5640000000          0.0000000000
N          9.3990000000        -14.8380000000          0.0000000000
B          0.6170000000        -15.5640000000          0.0000000000
N          6.8890000000        -14.8380000000          0.0000000000
B         -1.8930000000        -15.5640000000          0.0000000000
N          4.3790000000        -14.8380000000          0.0000000000
B         -4.4030000000        -15.5640000000          0.0000000000
N          1.8690000000        -14.8380000000          0.0000000000
B         -6.9130000000        -15.5640000000          0.0000000000
B         14.4220000000        -13.3900000000          0.0000000000
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N         -0.6410000000        -14.8380000000          0.0000000000
B         -9.4230000000        -15.5640000000          0.0000000000
B         11.9120000000        -13.3900000000          0.0000000000
N         -3.1510000000        -14.8380000000          0.0000000000
B        -11.9330000000        -15.5640000000          0.0000000000
B          9.4020000000        -13.3900000000          0.0000000000
N         -5.6610000000        -14.8380000000          0.0000000000
N         15.6740000000        -12.6640000000          0.0000000000
B        -14.4430000000        -15.5640000000          0.0000000000
B          6.8920000000        -13.3900000000          0.0000000000
N         -8.1710000000        -14.8380000000          0.0000000000
N         13.1640000000        -12.6640000000          0.0000000000
B          4.3820000000        -13.3900000000          0.0000000000
N        -10.6810000000        -14.8380000000          0.0000000000
N         10.6540000000        -12.6640000000          0.0000000000
B          1.8720000000        -13.3900000000          0.0000000000
N        -13.1910000000        -14.8380000000          0.0000000000
N          8.1440000000        -12.6640000000          0.0000000000
B         -0.6380000000        -13.3900000000          0.0000000000
N        -15.7010000000        -14.8380000000          0.0000000000
N          5.6340000000        -12.6640000000          0.0000000000
B         -3.1480000000        -13.3900000000          0.0000000000
N          3.1240000000        -12.6640000000          0.0000000000
B         -5.6580000000        -13.3900000000          0.0000000000
B         15.6770000000        -11.2160000000          0.0000000000
N          0.6140000000        -12.6640000000          0.0000000000
B         -8.1680000000        -13.3900000000          0.0000000000
B         13.1670000000        -11.2160000000          0.0000000000
N         -1.8960000000        -12.6640000000          0.0000000000
B        -10.6780000000        -13.3900000000          0.0000000000
B         10.6570000000        -11.2160000000          0.0000000000
N         -4.4060000000        -12.6640000000          0.0000000000
B        -13.1880000000        -13.3900000000          0.0000000000
B          8.1470000000        -11.2160000000          0.0000000000
N         -6.9160000000        -12.6640000000          0.0000000000
N         14.4190000000        -10.4900000000          0.0000000000
B        -15.6980000000        -13.3900000000          0.0000000000
B          5.6370000000        -11.2160000000          0.0000000000
N         -9.4260000000        -12.6640000000          0.0000000000
N         11.9090000000        -10.4900000000          0.0000000000
B          3.1270000000        -11.2160000000          0.0000000000
N        -11.9360000000        -12.6640000000          0.0000000000
N          9.3990000000        -10.4900000000          0.0000000000
B          0.6170000000        -11.2160000000          0.0000000000
N        -14.4460000000        -12.6640000000          0.0000000000
N          6.8890000000        -10.4900000000          0.0000000000
B         -1.8930000000        -11.2160000000          0.0000000000
N          4.3790000000        -10.4900000000          0.0000000000
B         -4.4030000000        -11.2160000000          0.0000000000
N          1.8690000000        -10.4900000000          0.0000000000
B         -6.9130000000        -11.2160000000          0.0000000000
B         14.4220000000         -9.0420000000          0.0000000000
N         -0.6410000000        -10.4900000000          0.0000000000
B         -9.4230000000        -11.2160000000          0.0000000000
B         11.9120000000         -9.0420000000          0.0000000000
N         -3.1510000000        -10.4900000000          0.0000000000
B        -11.9330000000        -11.2160000000          0.0000000000
B          9.4020000000         -9.0420000000          0.0000000000
N         -5.6610000000        -10.4900000000          0.0000000000
N         15.6740000000         -8.3160000000          0.0000000000
B        -14.4430000000        -11.2160000000          0.0000000000
B          6.8920000000         -9.0420000000          0.0000000000
N         -8.1710000000        -10.4900000000          0.0000000000
N         13.1640000000         -8.3160000000          0.0000000000
B          4.3820000000         -9.0420000000          0.0000000000
N        -10.6810000000        -10.4900000000          0.0000000000
N         10.6540000000         -8.3160000000          0.0000000000
B          1.8720000000         -9.0420000000          0.0000000000
N        -13.1910000000        -10.4900000000          0.0000000000
N          8.1440000000         -8.3160000000          0.0000000000
B         -0.6380000000         -9.0420000000          0.0000000000
N        -15.7010000000        -10.4900000000          0.0000000000
N          5.6340000000         -8.3160000000          0.0000000000
B         -3.1480000000         -9.0420000000          0.0000000000
N          3.1240000000         -8.3160000000          0.0000000000
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B         -5.6580000000         -9.0420000000          0.0000000000
B         15.6770000000         -6.8690000000          0.0000000000
N          0.6140000000         -8.3160000000          0.0000000000
B         -8.1680000000         -9.0420000000          0.0000000000
B         13.1670000000         -6.8690000000          0.0000000000
N         -1.8960000000         -8.3160000000          0.0000000000
B        -10.6780000000         -9.0420000000          0.0000000000
B         10.6570000000         -6.8690000000          0.0000000000
N         -4.4060000000         -8.3160000000          0.0000000000
B        -13.1880000000         -9.0420000000          0.0000000000
B          8.1470000000         -6.8690000000          0.0000000000
N         -6.9160000000         -8.3160000000          0.0000000000
N         14.4190000000         -6.1430000000          0.0000000000
B        -15.6980000000         -9.0420000000          0.0000000000
B          5.6370000000         -6.8690000000          0.0000000000
N         -9.4260000000         -8.3160000000          0.0000000000
N         11.9090000000         -6.1430000000          0.0000000000
B          3.1270000000         -6.8690000000          0.0000000000
N        -11.9360000000         -8.3160000000          0.0000000000
N          9.3990000000         -6.1430000000          0.0000000000
B          0.6170000000         -6.8690000000          0.0000000000
N        -14.4460000000         -8.3160000000          0.0000000000
N          6.8890000000         -6.1430000000          0.0000000000
B         -1.8930000000         -6.8690000000          0.0000000000
N          4.3790000000         -6.1430000000          0.0000000000
B         -4.4030000000         -6.8690000000          0.0000000000
N          1.8690000000         -6.1430000000          0.0000000000
B         -6.9130000000         -6.8690000000          0.0000000000
B         14.4220000000         -4.6950000000          0.0000000000
N         -0.6410000000         -6.1430000000          0.0000000000
B         -9.4230000000         -6.8690000000          0.0000000000
B         11.9120000000         -4.6950000000          0.0000000000
N         -3.1510000000         -6.1430000000          0.0000000000
B        -11.9330000000         -6.8690000000          0.0000000000
B          9.4020000000         -4.6950000000          0.0000000000
N         -5.6610000000         -6.1430000000          0.0000000000
N         15.6740000000         -3.9690000000          0.0000000000
B        -14.4430000000         -6.8690000000          0.0000000000
B          6.8920000000         -4.6950000000          0.0000000000
N         -8.1710000000         -6.1430000000          0.0000000000
N         13.1640000000         -3.9690000000          0.0000000000
B          4.3820000000         -4.6950000000          0.0000000000
N        -10.6810000000         -6.1430000000          0.0000000000
N         10.6540000000         -3.9690000000          0.0000000000
B          1.8720000000         -4.6950000000          0.0000000000
N        -13.1910000000         -6.1430000000          0.0000000000
N          8.1440000000         -3.9690000000          0.0000000000
B         -0.6380000000         -4.6950000000          0.0000000000
N        -15.7010000000         -6.1430000000          0.0000000000
N          5.6340000000         -3.9690000000          0.0000000000
B         -3.1480000000         -4.6950000000          0.0000000000
N          3.1240000000         -3.9690000000          0.0000000000
B         -5.6580000000         -4.6950000000          0.0000000000
B         15.6770000000         -2.5210000000          0.0000000000
N          0.6140000000         -3.9690000000          0.0000000000
B         -8.1680000000         -4.6950000000          0.0000000000
B         13.1670000000         -2.5210000000          0.0000000000
N         -1.8960000000         -3.9690000000          0.0000000000
B        -10.6780000000         -4.6950000000          0.0000000000
B         10.6570000000         -2.5210000000          0.0000000000
N         -4.4060000000         -3.9690000000          0.0000000000
B        -13.1880000000         -4.6950000000          0.0000000000
B          8.1470000000         -2.5210000000          0.0000000000
N         -6.9160000000         -3.9690000000          0.0000000000
N         14.4190000000         -1.7950000000          0.0000000000
B        -15.6980000000         -4.6950000000          0.0000000000
B          5.6370000000         -2.5210000000          0.0000000000
N         -9.4260000000         -3.9690000000          0.0000000000
N         11.9090000000         -1.7950000000          0.0000000000
B          3.1270000000         -2.5210000000          0.0000000000
N        -11.9360000000         -3.9690000000          0.0000000000
N          9.3990000000         -1.7950000000          0.0000000000
N        -14.4460000000         -3.9690000000          0.0000000000
N          6.8890000000         -1.7950000000          0.0000000000
N          4.3790000000         -1.7950000000          0.0000000000
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B         -4.4030000000         -2.5210000000          0.0000000000
B         -6.9130000000         -2.5210000000          0.0000000000
B         14.4220000000         -0.3480000000          0.0000000000
B         -9.4230000000         -2.5210000000          0.0000000000
B         11.9120000000         -0.3480000000          0.0000000000
B        -11.9330000000         -2.5210000000          0.0000000000
B          9.4020000000         -0.3480000000          0.0000000000
N         -5.6610000000         -1.7950000000          0.0000000000
N         15.6740000000          0.3790000000          0.0000000000
B        -14.4430000000         -2.5210000000          0.0000000000
B          6.8920000000         -0.3480000000          0.0000000000
N         -8.1710000000         -1.7950000000          0.0000000000
N         13.1640000000          0.3790000000          0.0000000000
B          4.3820000000         -0.3480000000          0.0000000000
N        -10.6810000000         -1.7950000000          0.0000000000
N         10.6540000000          0.3790000000          0.0000000000
N        -13.1910000000         -1.7950000000          0.0000000000
N          8.1440000000          0.3790000000          0.0000000000
N        -15.7010000000         -1.7950000000          0.0000000000
N          5.6340000000          0.3790000000          0.0000000000
B         -5.6580000000         -0.3480000000          0.0000000000
B         15.6770000000          1.8260000000          0.0000000000
B         -8.1680000000         -0.3480000000          0.0000000000
B         13.1670000000          1.8260000000          0.0000000000
B        -10.6780000000         -0.3480000000          0.0000000000
B         10.6570000000          1.8260000000          0.0000000000
B        -13.1880000000         -0.3480000000          0.0000000000
B          8.1470000000          1.8260000000          0.0000000000
N         -6.9160000000          0.3790000000          0.0000000000
N         14.4190000000          2.5520000000          0.0000000000
B        -15.6980000000         -0.3480000000          0.0000000000
B          5.6370000000          1.8260000000          0.0000000000
N         -9.4260000000          0.3790000000          0.0000000000
N         11.9090000000          2.5520000000          0.0000000000
N        -11.9360000000          0.3790000000          0.0000000000
N          9.3990000000          2.5520000000          0.0000000000
N        -14.4460000000          0.3790000000          0.0000000000
N          6.8890000000          2.5520000000          0.0000000000
N          4.3790000000          2.5520000000          0.0000000000
B         -6.9130000000          1.8260000000          0.0000000000
B         14.4220000000          4.0000000000          0.0000000000
B         -9.4230000000          1.8260000000          0.0000000000
B         11.9120000000          4.0000000000          0.0000000000
B        -11.9330000000          1.8260000000          0.0000000000
B          9.4020000000          4.0000000000          0.0000000000
N         -5.6610000000          2.5520000000          0.0000000000
N         15.6740000000          4.7260000000          0.0000000000
B        -14.4430000000          1.8260000000          0.0000000000
B          6.8920000000          4.0000000000          0.0000000000
N         -8.1710000000          2.5520000000          0.0000000000
N         13.1640000000          4.7260000000          0.0000000000
B          4.3820000000          4.0000000000          0.0000000000
N        -10.6810000000          2.5520000000          0.0000000000
N         10.6540000000          4.7260000000          0.0000000000
N        -13.1910000000          2.5520000000          0.0000000000
N          8.1440000000          4.7260000000          0.0000000000
N        -15.7010000000          2.5520000000          0.0000000000
N          5.6340000000          4.7260000000          0.0000000000
N          3.1240000000          4.7260000000          0.0000000000
B         -5.6580000000          4.0000000000          0.0000000000
B         15.6770000000          6.1740000000          0.0000000000
B         -8.1680000000          4.0000000000          0.0000000000
B         13.1670000000          6.1740000000          0.0000000000
B        -10.6780000000          4.0000000000          0.0000000000
B         10.6570000000          6.1740000000          0.0000000000
N         -4.4060000000          4.7260000000          0.0000000000
B        -13.1880000000          4.0000000000          0.0000000000
B          8.1470000000          6.1740000000          0.0000000000
N         -6.9160000000          4.7260000000          0.0000000000
N         14.4190000000          6.9000000000          0.0000000000
B        -15.6980000000          4.0000000000          0.0000000000
B          5.6370000000          6.1740000000          0.0000000000
N         -9.4260000000          4.7260000000          0.0000000000
N         11.9090000000          6.9000000000          0.0000000000
B          3.1270000000          6.1740000000          0.0000000000
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N        -11.9360000000          4.7260000000          0.0000000000
N          9.3990000000          6.9000000000          0.0000000000
B          0.6170000000          6.1740000000          0.0000000000
N        -14.4460000000          4.7260000000          0.0000000000
N          6.8890000000          6.9000000000          0.0000000000
B         -1.8930000000          6.1740000000          0.0000000000
N          4.3790000000          6.9000000000          0.0000000000
B         -4.4030000000          6.1740000000          0.0000000000
N          1.8690000000          6.9000000000          0.0000000000
B         -6.9130000000          6.1740000000          0.0000000000
B         14.4220000000          8.3470000000          0.0000000000
N         -0.6410000000          6.9000000000          0.0000000000
B         -9.4230000000          6.1740000000          0.0000000000
B         11.9120000000          8.3470000000          0.0000000000
N         -3.1510000000          6.9000000000          0.0000000000
B        -11.9330000000          6.1740000000          0.0000000000
B          9.4020000000          8.3470000000          0.0000000000
N         -5.6610000000          6.9000000000          0.0000000000
N         15.6740000000          9.0730000000          0.0000000000
B        -14.4430000000          6.1740000000          0.0000000000
B          6.8920000000          8.3470000000          0.0000000000
N         -8.1710000000          6.9000000000          0.0000000000
N         13.1640000000          9.0730000000          0.0000000000
B          4.3820000000          8.3470000000          0.0000000000
N        -10.6810000000          6.9000000000          0.0000000000
N         10.6540000000          9.0730000000          0.0000000000
B          1.8720000000          8.3470000000          0.0000000000
N        -13.1910000000          6.9000000000          0.0000000000
N          8.1440000000          9.0730000000          0.0000000000
B         -0.6380000000          8.3470000000          0.0000000000
N        -15.7010000000          6.9000000000          0.0000000000
N          5.6340000000          9.0730000000          0.0000000000
B         -3.1480000000          8.3470000000          0.0000000000
N          3.1240000000          9.0730000000          0.0000000000
B         -5.6580000000          8.3470000000          0.0000000000
B         15.6770000000         10.5210000000          0.0000000000
N          0.6140000000          9.0730000000          0.0000000000
B         -8.1680000000          8.3470000000          0.0000000000
B         13.1670000000         10.5210000000          0.0000000000
N         -1.8960000000          9.0730000000          0.0000000000
B        -10.6780000000          8.3470000000          0.0000000000
B         10.6570000000         10.5210000000          0.0000000000
N         -4.4060000000          9.0730000000          0.0000000000
B        -13.1880000000          8.3470000000          0.0000000000
B          8.1470000000         10.5210000000          0.0000000000
N         -6.9160000000          9.0730000000          0.0000000000
N         14.4190000000         11.2470000000          0.0000000000
B        -15.6980000000          8.3470000000          0.0000000000
B          5.6370000000         10.5210000000          0.0000000000
N         -9.4260000000          9.0730000000          0.0000000000
N         11.9090000000         11.2470000000          0.0000000000
B          3.1270000000         10.5210000000          0.0000000000
N        -11.9360000000          9.0730000000          0.0000000000
N          9.3990000000         11.2470000000          0.0000000000
B          0.6170000000         10.5210000000          0.0000000000
N        -14.4460000000          9.0730000000          0.0000000000
N          6.8890000000         11.2470000000          0.0000000000
B         -1.8930000000         10.5210000000          0.0000000000
N          4.3790000000         11.2470000000          0.0000000000
B         -4.4030000000         10.5210000000          0.0000000000
N          1.8690000000         11.2470000000          0.0000000000
B         -6.9130000000         10.5210000000          0.0000000000
B         14.4220000000         12.6950000000          0.0000000000
N         -0.6410000000         11.2470000000          0.0000000000
B         -9.4230000000         10.5210000000          0.0000000000
B         11.9120000000         12.6950000000          0.0000000000
N         -3.1510000000         11.2470000000          0.0000000000
B        -11.9330000000         10.5210000000          0.0000000000
B          9.4020000000         12.6950000000          0.0000000000
N         -5.6610000000         11.2470000000          0.0000000000
N         15.6740000000         13.4210000000          0.0000000000
B        -14.4430000000         10.5210000000          0.0000000000
B          6.8920000000         12.6950000000          0.0000000000
N         -8.1710000000         11.2470000000          0.0000000000
N         13.1640000000         13.4210000000          0.0000000000
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B          4.3820000000         12.6950000000          0.0000000000
N        -10.6810000000         11.2470000000          0.0000000000
N         10.6540000000         13.4210000000          0.0000000000
B          1.8720000000         12.6950000000          0.0000000000
N        -13.1910000000         11.2470000000          0.0000000000
N          8.1440000000         13.4210000000          0.0000000000
B         -0.6380000000         12.6950000000          0.0000000000
N        -15.7010000000         11.2470000000          0.0000000000
N          5.6340000000         13.4210000000          0.0000000000
B         -3.1480000000         12.6950000000          0.0000000000
N          3.1240000000         13.4210000000          0.0000000000
B         -5.6580000000         12.6950000000          0.0000000000
B         15.6770000000         14.8690000000          0.0000000000
N          0.6140000000         13.4210000000          0.0000000000
B         -8.1680000000         12.6950000000          0.0000000000
B         13.1670000000         14.8690000000          0.0000000000
N         -1.8960000000         13.4210000000          0.0000000000
B        -10.6780000000         12.6950000000          0.0000000000
B         10.6570000000         14.8690000000          0.0000000000
N         -4.4060000000         13.4210000000          0.0000000000
B        -13.1880000000         12.6950000000          0.0000000000
B          8.1470000000         14.8690000000          0.0000000000
N         -6.9160000000         13.4210000000          0.0000000000
N         14.4190000000         15.5950000000          0.0000000000
B        -15.6980000000         12.6950000000          0.0000000000
B          5.6370000000         14.8690000000          0.0000000000
N         -9.4260000000         13.4210000000          0.0000000000
N         11.9090000000         15.5950000000          0.0000000000
B          3.1270000000         14.8690000000          0.0000000000
N        -11.9360000000         13.4210000000          0.0000000000
N          9.3990000000         15.5950000000          0.0000000000
B          0.6170000000         14.8690000000          0.0000000000
N        -14.4460000000         13.4210000000          0.0000000000
N          6.8890000000         15.5950000000          0.0000000000
B         -1.8930000000         14.8690000000          0.0000000000
N          4.3790000000         15.5950000000          0.0000000000
B         -4.4030000000         14.8690000000          0.0000000000
N          1.8690000000         15.5950000000          0.0000000000
B         -6.9130000000         14.8690000000          0.0000000000
N         -0.6410000000         15.5950000000          0.0000000000
B         -9.4230000000         14.8690000000          0.0000000000
N         -3.1510000000         15.5950000000          0.0000000000
B        -11.9330000000         14.8690000000          0.0000000000
N         -5.6610000000         15.5950000000          0.0000000000
B        -14.4430000000         14.8690000000          0.0000000000
N         -8.1710000000         15.5950000000          0.0000000000
N        -10.6810000000         15.5950000000          0.0000000000
N        -13.1910000000         15.5950000000          0.0000000000
N        -15.7010000000         15.5950000000          0.0000000000
H          0.6180000000          4.9740000000          0.0000000000
H         -1.8920000000          4.9740000000          0.0000000000
H         -4.6180000000          0.2510000000          0.0000000000
H         -3.3630000000         -1.9220000000          0.0000000000
H          2.0880000000         -1.9210000000          0.0000000000
H          3.3430000000          0.2520000000          0.0000000000
O         -3.2010000000          4.0330000000          0.0000000000
O         -4.4560000000          1.8590000000          0.0000000000
O         -1.8960000000         -2.5790000000          0.0000000000
O          0.6140000000         -2.5790000000          0.0000000000
O          3.3740000000          1.9710000000          0.0000000000
O          2.0870000000          4.1270000000          0.0000000000
H         -3.4340000000          1.2710000000          0.0000000000
H         -2.1790000000          3.4450000000          0.0000000000
H          1.0660000000          3.5370000000          0.0000000000
H          2.3530000000          1.3810000000          0.0000000000
H          0.6140000000         -1.4000000000          0.0000000000
H         -1.8960000000         -1.4000000000          0.0000000000 


