
 NBBP: NBO bond-bond polarizability matrix                                     

          NBO        1       2       3       4       5       6       7       8
      ---------- ------- ------- ------- ------- ------- ------- ------- -------
   1.  H 1- N 3   0.2693 -0.0008  0.0001  0.0000  0.0049  0.0006 -0.0001 -0.0001
   2.  H 2- N 3  -0.0008  0.2850  0.0004  0.0000  0.0017  0.0058  0.0000 -0.0001
   3.  N 3- C 4   0.0001  0.0004  0.1529  0.0000 -0.0004 -0.0008  0.0002 -0.0001
   4.  C 4- O 5   0.0000  0.0000  0.0000  0.6668  0.0000  0.0000  0.0000  0.0000
   5.  C 4- O 5   0.0049  0.0017 -0.0004  0.0000  0.1092  0.0001  0.0000  0.0001
   6.  C 4- H 6   0.0006  0.0058 -0.0008  0.0000  0.0001  0.0953  0.0000  0.0001
   7.  N 3(cr)   -0.0001  0.0000  0.0002  0.0000  0.0000  0.0000  0.0002  0.0000
   8.  C 4(cr)   -0.0001 -0.0001 -0.0001  0.0000  0.0001  0.0001  0.0000  0.0002
   9.  O 5(cr)    0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000  0.0000
  10.  N 3(lp)    0.0000  0.0000  0.0000  0.5484  0.0000  0.0000  0.0000  0.0000
  11.  O 5(lp)    0.0006  0.0009  0.0012  0.0000  0.0028  0.0018  0.0000  0.0001
  12.  O 5(lp)    0.0076  0.0042  0.1007  0.0000  0.0000  0.0799  0.0000  0.0000

          NBO        9      10      11      12
      ---------- ------- ------- ------- -------
   1.  H 1- N 3   0.0000  0.0000  0.0006  0.0076
   2.  H 2- N 3   0.0000  0.0000  0.0009  0.0042
   3.  N 3- C 4   0.0000  0.0000  0.0012  0.1007
   4.  C 4- O 5   0.0000  0.5484  0.0000  0.0000
   5.  C 4- O 5   0.0000  0.0000  0.0028  0.0000
   6.  C 4- H 6   0.0000  0.0000  0.0018  0.0799
   7.  N 3(cr)    0.0000  0.0000  0.0000  0.0000
   8.  C 4(cr)    0.0000  0.0000  0.0001  0.0000
   9.  O 5(cr)    0.0001  0.0000 -0.0004  0.0000
  10.  N 3(lp)    0.0000  1.0371  0.0000  0.0000
  11.  O 5(lp)   -0.0004  0.0000  0.0473  0.0000
  12.  O 5(lp)    0.0000  0.0000  0.0000  0.4491


	conj_b: 
	conj2_b: 
	conj_t: This is the strongest NBBP value, reflecting the strong conjugative interaction between the N(3) lone pair (NBO 10) and the C(4)-O(5) pi bond (NBO 4).
	hconj1_b: 
	hconj2_b: 
	hconj_t: The p-type O(5) lone pair (NBO 12) has large hyperconjugative NBBP values with the vicinal N(3)-C(4) and C(4)-H(6) bonds (NBOs 3, 6).
	anti_b: 
	anti_t: The C(4)-H(6) bond (NBO 6) hyperconjugates more strongly with the N(3)-H(2) (NBO 2; anti) than with the N(3)-H(1) (NBO 1; syn) vicinal bond.
	neg_b: 
	neg_t: Weakening the N(3)-H(1) bond (e.g., by stretching) is expected to weaken the N(3)-H(2) bond, according to the negative NBBP value between NBOs 1 and 2.
	nbbp_b: 
	nbbp_t: The NBBP value (2nd derivative of energy w.r.t. bond strengths) is positive (energy - raising) if strengthening one bond tends to weaken the other, as typical when the bonds are conjugatively or hyperconjugatively coupled.
	core_b: 
	core_t: A core orbital such as NBO 8 is virtually impervious to changes elsewhere in the molecule.


