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                   (a)                                             (b)                                                    (c) 

Fig. S1: (a) HOMO map (b) LUMO map (c) ESP of A2 

 

                             

                        

(a)                                             (b)                                                    (c) 

Fig. S2: (a) HOMO map (b) LUMO map (c) ESP of A3 

 

                           

                  (a)                                             (b)                                                    (c) 

Fig. S3: (a) HOMO map (b) LUMO map (c) ESP of A4 



                   

                      (a)                                             (b)                                                    (c) 

Fig. S4: (a) HOMO map (b) LUMO map (c) ESP of A5 

 

                  

                   (a)                                             (b)                                                    (c) 

Fig. S5: (a) HOMO map (b) LUMO map (c) ESP of A6 

                     

                   (a)                                             (b)                                                    (c) 

Fig. S6: (a) HOMO map (b) LUMO map (c) ESP of B1 



                                     
   

           (a)                                             (b)                                                    (c) 

Fig. S7: (a) HOMO map (b) LUMO map (c) ESP of B2 

       

           (a)                                             (b)                                                    (c) 

Fig. S8: (a) HOMO map (b) LUMO map (c) ESP of B3 

        

      (a)                                             (b)                                                    (c) 

Fig. S9: (a) HOMO map (b) LUMO map (c) ESP of B4 



                       

         (a)                                             (b)                                                    (c) 

Fig. S10: (a) HOMO map (b) LUMO map (c) ESP of B5 

 

         

       (a)                                             (b)                                                    (c) 

Fig. S11: (a) HOMO map (b) LUMO map (c) ESP of B6 

      

 

 

 

 

 

 

 

 

 

 



    

(a)         (b) 

Fig. S12: (a) Side view (b) Top view of adsorption of A2 on Fe(110). 

 

      

(a)         (b) 

Fig. S13: (a) Side view (b) Top view of adsorption of A3 on Fe(110). 

 



 

      

(a)         (b) 

Fig. S14: (a) Side view (b) Top view of adsorption of A4 on Fe(110). 

 

     

(a)         (b) 

Fig. S15: (a) Side view (b) Top view of adsorption of A5 on Fe(110). 
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(a)         (b) 

Fig. S16: (a) Side view (b) Top view of adsorption of A6 on Fe(110). 

 

     

(a)         (b) 

Fig. S17: (a) Side view (b) Top view of adsorption of B1 on Fe(110). 



   

(a)         (b) 

Fig. S18: (a) Side view (b) Top view of adsorption of B2 on Fe(110). 

 

    

(a)         (b) 

Fig. S19: (a) Side view (b) Top view of adsorption of B3 on Fe(110). 



    

(a)         (b) 

Fig. S20: (a) Side view (b) Top view of adsorption of B4 on Fe(110). 

 

  

(a)         (b) 

Fig. S21: (a) Side view (b) Top view of adsorption of B5 on Fe(110). 

 

 



   

(a)         (b) 

Fig. S22: (a) Side view (b) Top view of adsorption of B6 on Fe(110). 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



Table S1: Fukui Parameters of  A2 

Atom qk (N+1) qk qk (N-1) fK
+ fK

- ∆fK 

C1 0.369 0.324 0.311 0.045 0.013 0.032 

C2 -0.304 -0.275 -0.209 -0.029 -0.066 0.037 

C3 0.592 0.62 0.648 -0.028 -0.028 0 

O1 -0.561 -0.493 -0.364 -0.068 -0.129 0.061 

N1 -0.438 -0.434 -0.402 -0.004 -0.032 0.028 

C4 0.802 0.833 0.863 -0.031 -0.03 -0.001 

N2 -0.609 -0.574 -0.488 -0.035 -0.086 0.051 

C5 -0.332 -0.436 -0.444 0.104 0.008 0.096 

Cl1 -0.714 -0.076 0.001 -0.638 -0.077 -0.561 

N3 -0.341 -0.334 -0.266 -0.007 -0.068 0.061 

C6 0.513 0.54 0.566 -0.027 -0.026 -0.001 

N4 -0.768 -0.762 -0.74 -0.006 -0.022 0.016 

C7 0.131 0.121 0.098 0.01 0.023 -0.013 

C8 -0.388 -0.377 -0.34 -0.011 -0.037 0.026 

S1 0.25 0.309 0.433 -0.059 -0.124 0.065 

C9 -0.113 -0.111 -0.089 -0.002 -0.022 0.02 

C10 -0.36 -0.358 -0.351 -0.002 -0.007 0.005 

 

Table S2: Fukui Parameters of  A3 

Atom qk (N+1) qk qk (N-1) fK
+ fK

- ∆fK 

C1 0.369 0.324 0.313 0.045 0.011 0.034 

C2 -0.302 -0.275 -0.208 -0.027 -0.067 0.04 

C3 0.591 0.621 0.649 -0.03 -0.028 -0.002 

O1 -0.56 -0.49 -0.363 -0.07 -0.127 0.057 

N1 -0.433 -0.433 -0.401 0 -0.032 0.032 

C4 0.805 0.837 0.867 -0.032 -0.03 -0.002 

N2 -0.606 -0.572 -0.488 -0.034 -0.084 0.05 

C5 -0.334 -0.437 -0.444 0.103 0.007 0.096 

Cl1 -0.675 -0.074 0.002 -0.601 -0.076 -0.525 

N3 -0.333 -0.328 -0.266 -0.005 -0.062 0.057 

C6 0.499 0.53 0.554 -0.031 -0.024 -0.007 

N4 -0.777 -0.771 -0.749 -0.006 -0.022 0.016 

C7 0.128 0.126 0.116 0.002 0.01 -0.008 

C8 -0.165 -0.158 -0.139 -0.007 -0.019 0.012 

C9 -0.139 -0.136 -0.125 -0.003 -0.011 0.008 

C10 -0.066 -0.061 -0.058 -0.005 -0.003 -0.002 

C11 -0.137 -0.135 -0.123 -0.002 -0.012 0.01 

C12 -0.185 -0.177 -0.154 -0.008 -0.023 0.015 

Cl2 -0.049 0.003 0.116 -0.052 -0.113 0.061 

 



Table S3: Fukui Parameters of  A4 

Atom qk (N+1) qk qk (N-1) fK
+ fK

- ∆fK 

C1 0.369 0.324 0.315 0.045 0.009 0.036 

C2 -0.304 -0.275 -0.197 -0.029 -0.078 0.049 

C3 0.592 0.62 0.65 -0.028 -0.03 0.002 

O1 -0.56 -0.492 -0.356 -0.068 -0.136 0.068 

N1 -0.435 -0.432 -0.4 -0.003 -0.032 0.029 

C4 0.804 0.836 0.867 -0.032 -0.031 -0.001 

N2 -0.607 -0.574 -0.486 -0.033 -0.088 0.055 

C5 -0.333 -0.437 -0.446 0.104 0.009 0.095 

Cl1 -0.701 -0.076 0.005 -0.625 -0.081 -0.544 

N3 -0.334 -0.329 -0.267 -0.005 -0.062 0.057 

C6 0.497 0.525 0.549 -0.028 -0.024 -0.004 

N4 -0.774 -0.769 -0.743 -0.005 -0.026 0.021 

C7 0.128 0.127 0.12 0.001 0.007 -0.006 

C8 -0.167 -0.163 -0.144 -0.004 -0.019 0.015 

C9 -0.139 -0.136 -0.128 -0.003 -0.008 0.005 

C10 -0.129 -0.119 -0.098 -0.01 -0.021 0.011 

C11 -0.135 -0.134 -0.126 -0.001 -0.008 0.007 

C12 -0.188 -0.181 -0.162 -0.007 -0.019 0.012 

 

Table S4: Fukui Parameters of  A5 

Atom qk (N+1) qk qk (N-1) fK
+ fK

- ∆fK 

C1 0.33 0.323 0.332 0.007 -0.009 0.016 

C2 -0.283 0.274 -0.169 -0.557 0.443 -1 

C3 0.611 0.621 0.654 -0.01 -0.033 0.023 

O1 -0.523 -0.488 -0.341 -0.035 -0.147 0.112 

N1 -0.423 -0.433 -0.402 0.01 -0.031 0.041 

C4 0.828 0.841 0.874 -0.013 -0.033 0.02 

N2 -0.588 -0.569 -0.493 -0.019 -0.076 0.057 

C5 -0.434 -0.437 -0.459 0.003 0.022 -0.019 

Cl1 -0.112 -0.071 0.019 -0.041 -0.09 0.049 

N3 -0.367 -0.33 -0.285 -0.037 -0.045 0.008 

C6 0.504 0.542 0.559 -0.038 -0.017 -0.021 

N4 -0.767 -0.773 -0.739 0.006 -0.034 0.04 

C7 0.118 0.113 0.11 0.005 0.003 0.002 

C8 0.24 -0.207 -0.194 0.447 -0.013 0.46 

C9 0.294 0.269 0.271 0.025 -0.002 0.027 

C10 -0.186 -0.141 -0.121 -0.045 -0.02 -0.025 

C11 -0.142 -0.144 -0.139 0.002 -0.005 0.007 

C12 -0.201 -0.142 -0.133 -0.059 -0.009 -0.05 

N5 0.271 0.387 0.402 -0.116 -0.015 -0.101 

O2 -0.521 -0.384 -0.355 -0.137 -0.029 -0.108 

O3 -0.537 -0.392 -0.379 -0.145 -0.013 -0.132 

 



Table S5: Fukui Parameters of  A6 

Atom qk (N+1) qk qk (N-1) fK
+ fK

- ∆fK 

C1 0.369 0.324 0.312 0.045 0.012 0.033 

C2 -0.304 -0.275 -0.213 -0.029 -0.062 0.033 

C3 0.592 0.62 0.648 -0.028 -0.028 0 

O1 -0.561 -0.493 -0.368 -0.068 -0.125 0.057 

N1 -0.435 -0.433 -0.401 -0.002 -0.032 0.03 

C4 0.805 0.835 0.865 -0.03 -0.03 1.11E-16 

N2 -0.608 -0.574 -0.491 -0.034 -0.083 0.049 

C5 -0.332 -0.437 -0.443 0.105 0.006 0.099 

Cl1 -0.706 -0.077 -0.002 -0.629 -0.075 -0.554 

N3 -0.338 -0.329 -0.264 -0.009 -0.065 0.056 

C6 0.502 0.521 0.552 -0.019 -0.031 0.012 

N4 -0.777 -0.766 -0.75 -0.011 -0.016 0.005 

C7 0.129 0.124 0.117 0.005 0.007 -0.002 

C8 -0.168 -0.161 -0.142 -0.007 -0.019 0.012 

C9 -0.188 -0.184 -0.171 -0.004 -0.013 0.009 

C10 0.183 0.185 0.192 -0.002 -0.007 0.005 

C11 -0.191 -0.187 -0.168 -0.004 -0.019 0.015 

C12 -0.187 -0.18 -0.156 -0.007 -0.024 0.017 

C13 -0.53 -0.533 -0.542 0.003 0.009 -0.006 

 

Table S6: Fukui Parameters of  B1 

Atom qk (N+1) qk qk (N-1) fK
+ fK

- ∆fK 

C1 0.271 0.278 0.309 -0.007 -0.031 0.024 

C2 -0.286 -0.278 -0.295 -0.008 0.017 -0.025 

C3 0.59 0.615 0.63 -0.025 -0.015 -0.01 

O1 -0.547 -0.504 -0.46 -0.043 -0.044 0.001 

N1 -0.419 -0.441 -0.439 0.022 -0.002 0.024 

C4 0.787 0.818 0.828 -0.031 -0.01 -0.021 

N2 -0.61 -0.588 -0.607 -0.022 0.019 -0.041 

C5 -0.167 -0.172 -0.246 0.005 0.074 -0.069 

N3 -0.294 -0.277 0.202 -0.017 -0.479 0.462 

C6 0.22 0.327 0.327 -0.107 0 -0.107 

N4 -0.689 -0.711 -0.708 0.022 -0.003 0.025 

S1 0.017 0.174 0.208 -0.157 -0.034 -0.123 

C7 -0.573 -0.586 -0.593 0.013 0.007 0.006 

C8 -0.204 -0.203 -0.208 -0.001 0.005 -0.006 

C9 0.083 0.106 0.103 -0.023 0.003 -0.026 

C10 -0.22 -0.191 -0.179 -0.029 -0.012 -0.017 

C11 0.074 0.071 0.083 0.003 -0.012 0.015 

C12 -0.137 -0.131 -0.132 -0.006 0.001 -0.007 

C13 0.151 0.138 0.131 0.013 0.007 0.006 

C14 -0.212 -0.182 -0.215 -0.03 0.033 -0.063 



C15 -0.145 -0.139 -0.129 -0.006 -0.01 0.004 

C16 -0.134 -0.131 -0.129 -0.003 -0.002 -0.001 

C17 -0.223 -0.197 -0.186 -0.026 -0.011 -0.015 

C18 -0.204 -0.207 -0.274 0.003 0.067 -0.064 

N5 -0.392 -0.399 -0.27 0.007 -0.129 0.136 

C19 -0.117 -0.122 -0.188 0.005 0.066 -0.061 

C20 -0.119 -0.126 -0.177 0.007 0.051 -0.044 

C21 -0.117 -0.123 -0.18 0.006 0.057 -0.051 

C22 -0.124 -0.13 -0.174 0.006 0.044 -0.038 

N6 -0.4 -0.407 -0.277 0.007 -0.13 0.137 

 

Table S7: Fukui Parameters of  B2 

Atom qk (N+1) qk qk (N-1) fK
+ fK

- ∆fK 

C1 0.276 0.277 0.289 -0.001 -0.012 0.011 

C2 -2.287 -0.276 -0.248 -2.011 -0.028 -1.983 

C3 0.596 0.613 0.63 -0.017 -0.017 0 

O1 -0.543 -0.502 -0.446 -0.041 -0.056 0.015 

N1 -0.417 -0.432 -0.421 0.015 -0.011 0.026 

C4 0.817 0.832 0.847 -0.015 -0.015 0 

N2 -0.623 -0.602 -0.573 -0.021 -0.029 0.008 

C5 -0.171 -0.174 -0.199 0.003 0.025 -0.022 

N3 -0.39 -0.335 0.189 -0.055 -0.524 0.469 

C6 0.475 0.536 0.545 -0.061 -0.009 -0.052 

N4 -0.771 -0.765 -0.751 -0.006 -0.014 0.008 

C7 0.125 0.122 0.112 0.003 0.01 -0.007 

C8 -0.434 -0.378 -0.369 -0.056 -0.009 -0.047 

S1 0.161 0.304 0.353 -0.143 -0.049 -0.094 

C9 -0.117 -0.112 -0.108 -0.005 -0.004 -0.001 

C10 -0.37 -0.358 -0.356 -0.012 -0.002 -0.01 

C11 -0.204 -0.203 -0.188 -0.001 -0.015 0.014 

C12 0.092 0.104 0.096 -0.012 0.008 -0.02 

C13 -0.215 -0.19 -0.174 -0.025 -0.016 -0.009 

C14 0.075 0.071 0.09 0.004 -0.019 0.023 

C15 -0.136 -0.131 -0.126 -0.005 -0.005 0 

C16 0.149 0.138 0.137 0.011 0.001 0.01 

C17 -0.206 -0.183 -0.178 -0.023 -0.005 -0.018 

C18 -0.144 -0.139 -0.126 -0.005 -0.013 0.008 

C19 -0.134 -0.131 -0.122 -0.003 -0.009 0.006 

C20 -0.218 -0.197 -0.182 -0.021 -0.015 -0.006 

C21 -0.207 -0.207 -0.232 0 0.025 -0.025 

N5 -0.391 -0.399 -0.362 0.008 -0.037 0.045 

C22 -0.126 -0.126 -0.141 0 0.015 -0.015 

C23 -0.114 -0.12 -0.141 0.006 0.021 -0.015 



C24 -0.11 -0.121 -0.141 0.011 0.02 -0.009 

C25 -0.129 -0.133 -0.143 0.004 0.01 -0.006 

N6 -0.4 -0.404 -0.383 0.004 -0.021 0.025 

 

Table S8: Fukui Parameters of  B3 

Atom qk (N+1) qk qk (N-1) fK
+ fK

- ∆fK 

C1 0.281 0.276 0.306 0.005 -0.03 0.035 

C2 -0.278 -0.274 -0.295 -0.004 0.021 -0.025 

C3 0.592 0.614 0.63 -0.022 -0.016 -0.006 

O1 -0.546 -0.5 -0.457 -0.046 -0.043 -0.003 

N1 -0.411 -0.431 -0.431 0.02 0 0.02 

C4 0.812 0.837 0.846 -0.025 -0.009 -0.016 

N2 -0.605 -0.6 -0.621 -0.005 0.021 -0.026 

C5 -0.185 -0.176 -0.241 -0.009 0.065 -0.074 

N3 -0.394 -0.329 -0.317 -0.065 -0.012 -0.053 

C6 0.457 0.527 0.529 -0.07 -0.002 -0.068 

N4 -0.778 -0.773 -0.769 -0.005 -0.004 -0.001 

C7 0.102 0.128 0.124 -0.026 0.004 -0.03 

C8 -0.2 -0.178 -0.175 -0.022 -0.003 -0.019 

C9 -0.138 -0.135 -0.133 -0.003 -0.002 -0.001 

C10 -0.097 -0.061 -0.6 -0.036 0.539 -0.575 

C11 -0.143 -0.136 -0.134 -0.007 -0.002 -0.005 

C12 -0.182 -0.159 -0.155 -0.023 -0.004 -0.019 

Cl2 -0.11 -0.001 0.034 -0.109 -0.035 -0.074 

C13 -0.204 -0.203 -0.205 -0.001 0.002 -0.003 

C14 0.101 0.108 0.095 -0.007 0.013 -0.02 

C15 -0.207 0.19 -0.18 -0.397 0.37 -0.767 

C16 0.071 0.073 0.089 -0.002 -0.016 0.014 

C17 -0.134 -0.131 -0.133 -0.003 0.002 -0.005 

C18 0.146 0.138 0.131 0.008 0.007 0.001 

C19 -0.197 -0.182 -0.219 -0.015 0.037 -0.052 

C20 -0.143 -0.139 -0.131 -0.004 -0.008 0.004 

C21 -0.133 -0.131 -0.13 -0.002 -0.001 -0.001 

C22 -0.211 -0.197 -0.187 -0.014 -0.01 -0.004 

C23 -0.206 -0.211 -0.267 0.005 0.056 -0.051 

N5 -0.394 -0.397 -0.271 0.003 -0.126 0.129 

C24 -0.119 -0.127 -0.177 0.008 0.05 -0.042 

C25 -0.122 -0.123 -0.186 0.001 0.063 -0.062 

C26 -0.118 -0.129 -0.179 0.011 0.05 -0.039 

C27 -0.116 -0.124 -0.184 0.008 0.06 -0.052 

N6 -0.396 -0.404 -0.276 0.008 -0.128 0.136 

 



Table S9: Fukui Parameters of  B4 

Atom qk (N+1) qk qk (N-1) fK
+ fK

- ∆fK 

C1 0.275 0.277 0.306 -0.002 -0.029 0.027 

C2 -0.287 -0.277 -0.296 -0.01 0.019 -0.029 

C3 0.595 0.613 0.629 -0.018 -0.016 -0.002 

O1 -0.545 -0.501 -0.457 -0.044 -0.044 -5.6E-17 

N1 -0.414 -0.432 -0.43 0.018 -0.002 0.02 

C4 0.818 0.836 0.845 -0.018 -0.009 -0.009 

N2 -0.622 -0.601 -0.62 -0.021 0.019 -0.04 

C5 -0.172 -0.173 -0.244 0.001 0.071 -0.07 

N3 -0.391 -0.328 -0.317 -0.063 -0.011 -0.052 

C6 0.456 0.521 0.524 -0.065 -0.003 -0.062 

N4 -0.776 -0.771 -0.766 -0.005 -0.005 0 

C7 0.106 0.127 0.125 -0.021 0.002 -0.023 

C8 -0.184 -0.163 -0.159 -0.021 -0.004 -0.017 

C9 -0.141 -0.136 -0.134 -0.005 -0.002 -0.003 

C10 -0.161 -0.119 -0.114 -0.042 -0.005 -0.037 

C11 -0.135 -0.134 -0.132 -0.001 -0.002 0.001 

C12 -0.202 -0.182 -0.18 -0.02 -0.002 -0.018 

C13 -0.204 -0.203 -0.179 -0.001 -0.024 0.023 

C14 0.093 0.103 0.062 -0.01 0.041 -0.051 

C15 -0.212 0.19 -0.179 -0.402 0.369 -0.771 

C16 0.074 0.072 0.096 0.002 -0.024 0.026 

C17 -0.135 -0.131 -0.134 -0.004 0.003 -0.007 

C18 0.148 0.138 0.13 0.01 0.008 0.002 

C19 -0.203 -0.183 -0.215 -0.02 0.032 -0.052 

C20 -0.144 -0.139 -0.128 -0.005 -0.011 0.006 

C21 -0.133 -0.131 -0.13 -0.002 -0.001 -0.001 

C22 -0.216 -0.197 -0.187 -0.019 -0.01 -0.009 

C23 -0.206 -0.206 -0.251 0 0.045 -0.045 

N5 -0.392 -0.399 -0.277 0.007 -0.122 0.129 

C24 -0.126 -0.127 -0.186 0.001 0.059 -0.058 

C25 -0.115 -0.12 -0.177 0.005 0.057 -0.052 

C26 -0.109 -0.119 -0.184 0.01 0.065 -0.055 

C27 -0.128 -0.133 -0.179 0.005 0.046 -0.041 

N6 -0.4 -0.405 -0.271 0.005 -0.134 0.139 

 

 

 

 



Table S10: Fukui Parameters of  B5 

Atom qk (N+1) qk qk (N-1) fK
+ fK

- ∆fK 

C1 0.284 0.276 0.302 0.008 -0.026 0.034 

C2 -0.407 -0.275 -0.296 -0.132 0.021 -0.153 

C3 0.94 0.614 0.626 0.326 -0.012 0.338 

O1 -0.637 -0.498 -0.458 -0.139 -0.04 -0.099 

N1 -0.894 -0.431 -0.43 -0.463 -0.001 -0.462 

C4 1.276 0.84 0.845 0.436 -0.005 0.441 

N2 -0.844 -0.597 -0.606 -0.247 0.009 -0.256 

C5 -0.169 -0.174 -0.241 0.005 0.067 -0.062 

N3 -0.345 -0.33 -0.319 -0.015 -0.011 -0.004 

C6 0.806 0.539 0.539 0.267 0 0.267 

N4 -1.049 -0.776 -0.763 -0.273 -0.013 -0.26 

C7 -0.145 0.114 0.112 -0.259 0.002 -0.261 

C8 -0.228 -0.208 -0.207 -0.02 -0.001 -0.019 

C9 0.378 0.269 0.271 0.109 -0.002 0.111 

C10 -0.213 -0.142 -0.135 -0.071 -0.007 -0.064 

C11 -0.237 -0.145 -0.144 -0.092 -0.001 -0.091 

C12 -0.217 -0.142 -0.138 -0.075 -0.004 -0.071 

N5 -0.14 0.387 0.392 -0.527 -0.005 -0.522 

O2 -0.532 -0.385 -0.369 -0.147 -0.016 -0.131 

O3 -0.57 -0.393 -0.392 -0.177 -0.001 -0.176 

C13 -0.236 -0.204 -0.204 -0.032 0 -0.032 

C14 -0.026 0.105 0.095 -0.131 0.01 -0.141 

C15 -0.2 -0.19 -0.179 -0.01 -0.011 0.001 

C16 -0.103 0.07 0.088 -0.173 -0.018 -0.155 

C17 -0.232 -0.131 -0.133 -0.101 0.002 -0.103 

C18 -0.088 0.139 0.13 -0.227 0.009 -0.236 

C19 -0.2 -0.184 -0.215 -0.016 0.031 -0.047 

C20 -0.242 -0.139 -0.132 -0.103 -0.007 -0.096 

C21 -0.237 -0.131 -0.129 -0.106 -0.002 -0.104 

C22 -0.199 -0.197 -0.186 -0.002 -0.011 0.009 

C23 -0.163 -0.208 -0.266 0.045 0.058 -0.013 

N6 -0.688 -0.399 -0.266 -0.289 -0.133 -0.156 

C24 -0.178 -0.126 -0.183 -0.052 0.057 -0.109 

C25 -0.179 -0.12 -0.185 -0.059 0.065 -0.124 

C26 -0.175 -0.132 -0.183 -0.043 0.051 -0.094 

C27 -0.167 -0.125 -0.18 -0.042 0.055 -0.097 

N7 -0.705 -0.406 -0.281 -0.299 -0.125 -0.174 

 

 



Table S11: Fukui Parameters of  B6 

Atom qk (N+1) qk qk (N-1) fK
+ fK

- ∆fK 

C1 0.275 0.277 0.305 -0.002 -0.028 0.026 

C2 -0.287 -0.278 -0.299 -0.009 0.021 -0.03 

C3 0.595 0.613 0.624 -0.018 -0.011 -0.007 

O1 -0.545 -0.502 -0.463 -0.043 -0.039 -0.004 

N1 -0.414 -0.431 -0.428 0.017 -0.003 0.02 

C4 0.818 0.836 0.841 -0.018 -0.005 -0.013 

N2 -0.622 -0.602 -0.611 -0.02 0.009 -0.029 

C5 -0.172 -0.173 -0.247 0.001 0.074 -0.073 

N3 -0.392 0.161 -0.322 -0.553 0.483 -1.036 

C6 0.458 0.523 0.525 -0.065 -0.002 -0.063 

N4 -0.777 -0.771 -0.764 -0.006 -0.007 0.001 

C7 0.106 0.126 0.123 -0.02 0.003 -0.023 

C8 -0.182 -0.163 -0.16 -0.019 -0.003 -0.016 

C9 -0.193 -0.185 -0.181 -0.008 -0.004 -0.004 

C10 0.163 0.185 0.185 -0.022 0 -0.022 

C11 -0.19 -0.186 -0.184 -0.004 -0.002 -0.002 

C12 -0.203 -0.181 -0.179 -0.022 -0.002 -0.02 

C13 -0.526 -0.533 -0.535 0.007 0.002 0.005 

C14 -0.204 -0.203 -0.19 -0.001 -0.013 0.012 

C15 0.093 0.105 0.053 -0.012 0.052 -0.064 

C16 -0.212 -0.19 -0.178 -0.022 -0.012 -0.01 

C17 0.073 0.072 0.103 0.001 -0.031 0.032 

C18 -0.135 -0.131 -0.133 -0.004 0.002 -0.006 

C19 0.148 0.138 0.13 0.01 0.008 0.002 

C20 -0.204 -0.183 -0.219 -0.021 0.036 -0.057 

C21 -0.144 -0.139 -0.13 -0.005 -0.009 0.004 

C22 -0.133 -0.131 -0.13 -0.002 -0.001 -0.001 

C23 -0.216 -0.197 -0.186 -0.019 -0.011 -0.008 

C24 -0.206 -0.207 -0.239 0.001 0.032 -0.031 

N5 -0.392 -0.399 -0.28 0.007 -0.119 0.126 

C25 -0.126 -0.127 -0.184 0.001 0.057 -0.056 

C26 -0.115 -0.121 -0.184 0.006 0.063 -0.057 

C27 -0.109 -0.118 -0.178 0.009 0.06 -0.051 

C28 -0.129 0.151 -0.178 -0.28 0.329 -0.609 

N6 -0.4 -0.406 -0.283 0.006 -0.123 0.129 

 

 

 


