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The supplementary data (ky3010) 

 
File Name = 1 

Calculation Method = RB3LYP 

Basis Set = 6-311++G(d,p) 

Charge = 0 

Spin = Singlet 

E(RB3LYP) = -817.90296866 a.u. 

Imaginary Freq = 0 

Point Group = CS 

Job cpu time:  0 days 11 hours  9 minutes 37.7 seconds. 

 

 N                  2.63432900   -0.14660400    0.00000000   

 H                  3.64610000   -0.20735900    0.00000000   

 N                  2.13518400    1.09640700    0.00000000   

 C                  0.82735600    1.17121900    0.00000000   

 N                  0.00000000    0.08086900    0.00000000   

 C                  0.47702700   -1.13647200    0.00000000   

 C                  1.95194400   -1.35036900    0.00000000   

 O                  2.56764000   -2.40723000    0.00000000   

 C                 -0.47424300   -2.26761100    0.00000000   

 C                 -1.85512400   -1.98748200    0.00000000   

 H                 -2.17658100   -0.95505100    0.00000000   

 C                 -2.78792000   -3.01280500    0.00000000   

 H                 -3.84624400   -2.77754400    0.00000000   

 C                 -2.36646700   -4.34499000    0.00000000   

 H                 -3.09656700   -5.14675200    0.00000000   

 C                 -1.00573200   -4.63654100    0.00000000   

 H                 -0.67087700   -5.66757100    0.00000000   

 C                 -0.06103200   -3.61245500    0.00000000   

 H                  0.99299400   -3.84460600    0.00000000   

 C                  0.20458900    2.51751000    0.00000000   

 C                  0.99848500    3.67432700    0.00000000   

 H                  2.07641300    3.57697800    0.00000000   

 C                  0.40806300    4.93252200    0.00000000   

 H                  1.03361200    5.81811000    0.00000000   

 C                 -0.98199900    5.05907600    0.00000000   

 H                 -1.43976900    6.04186700    0.00000000   

 C                 -1.77654900    3.91508800    0.00000000   

 H                 -2.85716800    4.00357200    0.00000000   

 C                 -1.18929600    2.65213700    0.00000000   

 H                 -1.80422400    1.76255600    0.00000000   
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File Name = 2 

Calculation Type = FOPT 

Calculation Method = RB3LYP 

Basis Set = 6-311++G(d,p) 

Charge = 0 

Spin = Singlet 

E(RB3LYP) = -817.89396622 a.u. 

Dipole Moment = 1.8982 Debye 

Point Group = C1 

Job cpu time:  0 days  7 hours 51 minutes 59.3 seconds. 

 

 N                  0.14526500    2.59894100   -0.00003900  

 H                  0.19784900    3.61095700    0.00004100  

 N                  1.32750200    1.96499200   -0.00003900  

 C                  1.28116700    0.65937700   -0.00024800  

 N                  0.10591400   -0.07052000   -0.00058400  

 C                 -1.03239300    0.54746000   -0.00030300  

 C                 -1.11879100    2.02879400    0.00010500  

 O                 -2.13569300    2.69996400    0.00043000  

 C                 -2.30232100   -0.23470900   -0.00038700  

 C                 -2.89999900   -0.60242800   -1.20782300  

 H                 -2.44244500   -0.31383900   -2.14738700  

 C                 -4.08135000   -1.34062200   -1.20563800  

 H                 -4.53838000   -1.62547500   -2.14647900  

 C                 -4.67297500   -1.71105800    0.00047200  

 H                 -5.59292900   -2.28461000    0.00069900  

 C                 -4.08042800   -1.34082600    1.20621500  

 H                 -4.53669100   -1.62581700    2.14737400  

 C                 -2.89907000   -0.60265500    1.20755800  

 H                 -2.44073700   -0.31421100    2.14677300  

 C                  2.55447200   -0.09708200   -0.00012000  

 C                  3.78762000    0.57261700    0.00021800  

 H                  3.80323800    1.65490900    0.00037200  

 C                  4.97673600   -0.14623600    0.00034600  

 H                  5.92315000    0.38277000    0.00060600  

 C                  4.95650800   -1.54223800    0.00014200  

 H                  5.88611700   -2.10020800    0.00025700  

 C                  3.73590100   -2.21319100   -0.00020600  

 H                  3.71114700   -3.29708300   -0.00036700  

 C                  2.54057300   -1.49810700   -0.00033700  

 H                  1.59055900   -2.01557300   -0.00062700 
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File Name = 3 

Calculation Type = FOPT 

Calculation Method = RB3LYP 

Basis Set = 6-311++G(d,p) 

Charge = 0 

Spin = Singlet 

E(RB3LYP) = -817.89464571 a.u. 

Dipole Moment = 1.8569 Debye 

Point Group = C1 

Job cpu time:  0 days  5 hours 27 minutes 35.4 seconds. 

 

N                  0.04428900    2.64048000   -0.00027500  

 H                  0.05812900    3.65389500   -0.00064400  

 N                  1.25093800    2.05038100   -0.00033400  

 C                  1.21984200    0.74501100   -0.00005500  

 N                  0.07942800   -0.00672000    0.00014600  

 C                 -1.10240500    0.55990800    0.00019300  

 C                 -1.20692800    2.04567700    0.00031700  

 O                 -2.21599800    2.73593000   -0.00016400  

 C                 -2.29584300   -0.30969000    0.00011900  

 C                 -2.10822300   -1.70661600    0.00000200  

 H                 -1.09860700   -2.09497200   -0.00002600  

 C                 -3.19554400   -2.56655100   -0.00008000  

 H                 -3.03344700   -3.63851400   -0.00017500  

 C                 -4.49589300   -2.05478400   -0.00004300  

 H                 -5.34553100   -2.72868500   -0.00010200  

 C                 -4.69506900   -0.67727900    0.00007300  

 H                 -5.70118100   -0.27368300    0.00010900  

 C                 -3.60914500    0.19541900    0.00016000  

 H                 -3.76871700    1.26290300    0.00026900  

 C                  2.52665200    0.02013200    0.00005000  

 C                  3.14210100   -0.32153400   -1.20646000  

 H                  2.66918800   -0.05557400   -2.14523300  

 C                  4.35977500   -0.99904800   -1.20596100  

 H                  4.83184600   -1.25856200   -2.14681000  

 C                  4.97052500   -1.33858100    0.00005300  

 H                  5.91854000   -1.86462000   -0.00009100  

 C                  4.36006800   -0.99864600    1.20598100  

 H                  4.83213200   -1.25772600    2.14695400  

 C                  3.14230200   -0.32108400    1.20647200  

 H                  2.66976600   -0.05489100    2.14537400 
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File Name = 4 

Calculation Type = FOPT 

Calculation Method = RB3LYP 

Basis Set = 6-311++G(d,p) 

Charge = 0 

Spin = Singlet 

E(RB3LYP) = -817.88424541 a.u. 

Dipole Moment = 1.9116 Debye 

Point Group = C1 

Job cpu time:  0 days  8 hours 51 minutes 56.9 seconds. 

 

N                  0.08944000    2.59417200   -0.00014800  

 H                  0.12233100    3.60704600   -0.00026800  

 N                  1.28683000    1.98257900   -0.00010800  

 C                  1.25783700    0.68074300    0.00007600  

 N                  0.10456400   -0.08030800    0.00028900  

 C                 -1.04831000    0.51755800    0.00012600  

 C                 -1.16339900    1.99647100   -0.00014200  

 O                 -2.19304600    2.64715900   -0.00032900  

 C                 -2.30225000   -0.28895200    0.00020700  

 C                 -2.89251900   -0.66834800    1.20767300  

 H                 -2.43993800   -0.37175300    2.14713700  

 C                 -4.05948300   -1.42888000    1.20582700  

 H                 -4.51034400   -1.72292900    2.14681200  

 C                 -4.64433400   -1.81046600   -0.00007400  

 H                 -5.55295100   -2.40179200   -0.00016400  

 C                 -4.05906200   -1.42911800   -1.20587000  

 H                 -4.50961200   -1.72336300   -2.14694600  

 C                 -2.89212400   -0.66859900   -1.20746100  

 H                 -2.43918900   -0.37217600   -2.14679900  

 C                  2.56210700   -0.04671000    0.00005800  

 C                  3.17667800   -0.38971600   -1.20650200  

 H                  2.70407300   -0.12403600   -2.14543900  

 C                  4.39345500   -1.06863600   -1.20594900  

 H                  4.86470100   -1.32921400   -2.14688200  

 C                  5.00387300   -1.40860000   -0.00003700  

 H                  5.95096000   -1.93622000   -0.00005400  

 C                  4.39371700   -1.06831200    1.20592900  

 H                  4.86519700   -1.32865400    2.14681000  

 C                  3.17694500   -0.38940400    1.20657900  

 H                  2.70452000   -0.12347100    2.14553400 


