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Cartesian coordinates of optimized geometries of investigated compounds

Sildenafil (SIL) (G=-1883.476868 a.u)
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Tadalafil (TAD) (G=-1314.510959 a.u)
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Avanafil (AVA) (G=-1960.891028 a.u)

OOOOOOOOOOOOOS

0.41926100
-5.03895100
-4.25003200
-4.46237300
-3.51469300
-2.31100100
-2.09341900
-3.04290000
-1.27776100
-0.07753300

1.97615400

1.73728700

2.72725300

0.14327000
-4.59418800
-2.85506800
-1.60267400
-1.02833500
-1.69059400
-2.93446900
-3.51342000
-1.07663900
2.19709100
1.35475300
0.21150200
-0.86740600

1.12785400
-0.82474100
-1.40151600
-1.04861700
-0.10679100

0.42478400

1.19653000

1.37679400

0.46251600

0.12772700
-1.55640000

-0.96510700

0.48487800
-0.53349000

1.69935400

2.34600400
-2.18989600
-2.34091400

0.24225600

2.16673400

1.85225100

2.16742900

0.59962500

1.07962200
-2.15428000
-1.50298300

0.65238800

2.17175300

0.55771900

0.79183200
-1.95215400
-0.52246000
0.07859700
0.91831400
1.18464600
0.58757800
-0.25305500
2.11943800
-0.10879800
-0.54813200
0.21746300
0.41687100



I I T I I T IITITIIIIIIIIIIIIIIIIIOOOCOZZZZZZZOOOOOO0O0OOO0

5.03753200
6.40309200
7.71161700
8.84581700
8.64031500
-0.63112600
-1.93946100
-2.60961800
-2.26203600
-3.30817900
0.04553800
-0.46486100
1.11891600
4.00466800
6.48726600
7.42962000
-0.97028900
-5.23410000
2.43848400
-4.42531000
-5.96164100
-5.93804500
-4.16564800
-4.92285200
-3.71416900
-1.16235000
-2.84078600
-1.16090200
-1.62914700
2.92492600
4.86855200
5.03337400
7.77485200
9.83437400
9.47430300
-0.28650600
0.18714400
-2.56537500
-1.76194500
-3.69014700
-2.17319700
-2.14696900
-2.86778900
-3.59393500
0.73875700
4.33301500

-1.62828900
-1.06502000
0.69653300
-0.10274200
-1.43143800
4.47797300
5.27851300
4.74730300
3.24828000
2.38284700
-0.91890700
1.13622300
2.35446600
-0.63803100
0.22449300
-1.92272100
3.21025900
-3.33415200
-1.96106500
2.27484800
-0.73925400
-4.77471800
-4.58453700
-5.39775000
-0.05080400
-3.46446600
-4.47951600
-1.71383800
-0.10029900
1.46946200
-2.51506000
-1.99477100
1.74476100
0.28388500
-2.12605700
4.30510300
4.97721900
5.06677900
6.35701800
4.90645800
5.22933600
2.84630000
1.40220500
2.84681500
-1.66532200
0.28440700

0.20239000
-0.11693400
-0.73782400
-0.66152600
-0.28728400
-0.91206500
-0.83016200

0.44962800

0.44749500
-0.26410700

1.53811400

0.62093300
-0.73118300
-0.00083900
-0.46735400
-0.01460000
-0.25322100
-1.32670500

0.94038000

0.61394800
-0.25944800
-2.54223600
-2.61606200
-1.21431000

1.34662600

0.76945400
-0.69960700

3.00370700

2.45891600
-1.07230200
-0.42162400

1.23747300
-1.02272600
-0.88122000
-0.20386300
-1.93474600
-0.37645100
-1.70405700
-0.80736400

0.48115000

1.33154900

1.45808700
-0.47673600
-1.22186900

1.57441100
-0.25124800



-5.06570300 1.67050800 0.21322100

Usnic Acid (UA) (G=-1221.914487 a.u)
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