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Optimized coordinates for LALAPM

B3LYP/6-31G* level of Theory

O                  1.83813600    0.00602000   -2.30545200
 O                  0.84829900   -0.26922500   -0.27088200
 C                  1.15522700   -0.65032500   -1.38125100
 C                  0.75553000   -2.04813800   -1.88128600
 H                 -0.18478800   -2.31254500   -1.39451300
 C                  1.83914200   -3.09215000   -1.62305700
 H                  1.52944100   -4.08440200   -1.97081500
 H                  2.02365700   -3.15550100   -0.54697200
 H                  2.77912900   -2.81789900   -2.11439600
 N                  0.45683200   -1.91210500   -3.35334800
 H                 -0.33615700   -1.14408900   -3.48586900
 H                  1.29061500   -1.55069100   -3.82710100
 O                  1.68910900    2.41854100   -1.67189400
 H                  1.88026100    1.04060700   -2.07308000
 O                 -0.43524700    2.29898900   -2.46078800
 C                  0.46556200    2.70839600   -1.68371800
 C                 -0.00820800    3.70955000   -0.59120800
 H                  0.10474200    4.72389000   -0.99173400
 C                  0.72142300    3.56640200    0.73747500
 H                  0.34196700    4.27343800    1.48294500
 H                  1.78290900    3.75879200    0.57140800
 H                  0.61540200    2.55129700    1.12824800
 N                 -1.49085300    3.46448500   -0.44784800
 H                 -2.01284300    4.29630200   -0.16788700
 H                 -1.70457400    2.69505100    0.25369300
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 H                 -1.79177200    3.11602100   -1.37597500
 O                 -1.99384600    1.82720200    1.61311800
 C                 -2.24613000    0.65591700    1.96072800
 C                 -2.43212800   -0.48637800    1.05970400
 N                 -2.46380000   -0.29657900   -0.35447700
 O                 -2.61462700    0.83663000   -0.82788400
 O                 -2.35622400   -1.29504800   -1.10616500
 C                 -2.57043300   -1.79676200    1.51211200
 H                 -2.69297700   -2.60459700    0.80397200
 C                 -2.56621600   -2.06288900    2.86897000
 N                 -2.71321600   -3.43340000    3.32753500
 O                 -2.80888300   -4.32106200    2.47378700
 O                 -2.72960500   -3.63238700    4.54460500
 C                 -2.43207100   -1.02544500    3.80722400
 H                 -2.42991500   -1.24576800    4.86719300
 C                 -2.30974800    0.26873300    3.37074300
 N                 -2.22909600    1.30608400    4.40443900
 O                 -1.70549300    0.99280100    5.47777800
 O                 -2.71254200    2.40769800    4.15838700
 O                 -1.33632100   -0.03616500   -3.52230200
 H                 -0.92143600    0.82919100   -3.26290500
 H                 -1.97719000   -0.21446700   -2.80322700
 H                  0.17736100   -2.80034500   -3.77652600

---------------
MP2/6-31G* level of Theory

O                  2.99505000   -1.47211200    1.57381100
 O                  1.10650800   -0.30264500    0.99895300
 C                  1.73476300   -1.33732300    1.17382400
 C                  1.10212800   -2.70673400    0.95319200
 H                  0.30391700   -2.59577800    0.21819200
 C                  0.60354200   -3.31984000    2.25087500
 H                  0.16185400   -4.30645000    2.08032800
 H                 -0.16849500   -2.67215400    2.67304900
 H                  1.41745900   -3.40550100    2.97644900
 N                  2.16328200   -3.55532000    0.31739200
 H                  2.55231500   -3.01869100   -0.55221100
 H                  2.94522600   -3.66023500    0.97302500
 O                  3.90472300    0.86695700    1.37241000
 H                  3.46862300   -0.52598800    1.56132300
 O                  3.59637400    0.48418200   -0.85589900
 C                  3.56758300    1.18463400    0.19594200
 C                  3.04548500    2.62524500    0.01105400
 H                  3.90232700    3.27684800   -0.19704400
 C                  2.24137300    3.13533000    1.19108400
 H                  1.86334200    4.14608300    1.01032900
 H                  2.88600900    3.14504000    2.07009700
 H                  1.39851800    2.46879000    1.38035000
 N                  2.21008000    2.58336500   -1.23247600



 H                  2.12455800    3.49395300   -1.69017000
 H                  1.22939300    2.23003300   -1.02662400
 H                  2.65448300    1.88488200   -1.85077400
 O                 -0.33574300    2.12794600   -0.56935100
 C                 -1.23343700    1.24179900   -0.54217900
 C                 -1.16495500   -0.10416100   -1.07239800
 N                  0.01016400   -0.54370000   -1.76154400
 O                  0.82603200    0.29058400   -2.20299800
 O                  0.19436300   -1.78069000   -1.91550400
 C                 -2.17159200   -1.05755300   -0.90731000
 H                 -2.06118700   -2.04813400   -1.33252000
 C                 -3.31882500   -0.71909700   -0.22215000
 N                 -4.36383400   -1.71637300   -0.05150000
 O                 -4.14431400   -2.86920300   -0.46690900
 O                 -5.41580500   -1.35926000    0.50918100
 C                 -3.49727800    0.56582500    0.31247200
 H                 -4.39814200    0.82479300    0.85926800
 C                 -2.50166000    1.48800700    0.11893200
 N                 -2.72369200    2.82768600    0.65330300
 O                 -3.13215100    2.91524300    1.82596300
 O                 -2.51477600    3.78431800   -0.11076000
 O                  3.01847200   -2.05199900   -1.66211700
 H                  3.39775300   -1.20565000   -1.30524500
 H                  2.20673000   -1.76570400   -2.12867200
 H                  1.81067800   -4.47909700    0.05036000

--------
M06/6-31G* level of Theory

O                  2.99505000   -1.47211200    1.57381100
 O                  1.10650800   -0.30264500    0.99895300
 C                  1.73476300   -1.33732300    1.17382400
 C                  1.10212800   -2.70673400    0.95319200
 H                  0.30391700   -2.59577800    0.21819200
 C                  0.60354200   -3.31984000    2.25087500
 H                  0.16185400   -4.30645000    2.08032800
 H                 -0.16849500   -2.67215400    2.67304900
 H                  1.41745900   -3.40550100    2.97644900
 N                  2.16328200   -3.55532000    0.31739200
 H                  2.55231500   -3.01869100   -0.55221100
 H                  2.94522600   -3.66023500    0.97302500
 O                  3.90472300    0.86695700    1.37241000
 H                  3.46862300   -0.52598800    1.56132300
 O                  3.59637400    0.48418200   -0.85589900
 C                  3.56758300    1.18463400    0.19594200
 C                  3.04548500    2.62524500    0.01105400
 H                  3.90232700    3.27684800   -0.19704400
 C                  2.24137300    3.13533000    1.19108400
 H                  1.86334200    4.14608300    1.01032900



 H                  2.88600900    3.14504000    2.07009700
 H                  1.39851800    2.46879000    1.38035000
 N                  2.21008000    2.58336500   -1.23247600
 H                  2.12455800    3.49395300   -1.69017000
 H                  1.22939300    2.23003300   -1.02662400
 H                  2.65448300    1.88488200   -1.85077400
 O                 -0.33574300    2.12794600   -0.56935100
 C                 -1.23343700    1.24179900   -0.54217900
 C                 -1.16495500   -0.10416100   -1.07239800
 N                  0.01016400   -0.54370000   -1.76154400
 O                  0.82603200    0.29058400   -2.20299800
 O                  0.19436300   -1.78069000   -1.91550400
 C                 -2.17159200   -1.05755300   -0.90731000
 H                 -2.06118700   -2.04813400   -1.33252000
 C                 -3.31882500   -0.71909700   -0.22215000
 N                 -4.36383400   -1.71637300   -0.05150000
 O                 -4.14431400   -2.86920300   -0.46690900
 O                 -5.41580500   -1.35926000    0.50918100
 C                 -3.49727800    0.56582500    0.31247200
 H                 -4.39814200    0.82479300    0.85926800
 C                 -2.50166000    1.48800700    0.11893200
 N                 -2.72369200    2.82768600    0.65330300
 O                 -3.13215100    2.91524300    1.82596300
 O                 -2.51477600    3.78431800   -0.11076000
 O                  3.01847200   -2.05199900   -1.66211700
 H                  3.39775300   -1.20565000   -1.30524500
 H                  2.20673000   -1.76570400   -2.12867200
 H                  1.81067800   -4.47909700    0.05036000


