
 NATURAL J-COUPLING ANALYSIS
 Writing disk file amide_6.njc

 J[H2,H6] = 10.39 Hz:  3-J[H2-N3-C4-H6]
     Threshold for printing:   0.10 Hz
                     1.         2.         3.         5.         6.
               | H 1- N 3   H 2- N 3   N 3- C 4   C 4- O 5   C 4- H 6  
-----------------------------------------------------------------------
         Lewis |    0.06       3.41       0.12       0.02       5.00  
         Repol.|    0.00       0.02      -0.00      -0.00      -0.07  
-----------------------------------------------------------------------
  14. H 2(ry*) |   -0.06 v               -0.25 v    -0.05 r    -0.34 r
  15. N 3(ry*) |                                    -0.01 v    -0.52 v
  29. H 2- N 3*|    0.08 g                0.17 g     0.12 v     1.80 v
  30. N 3- C 4*|    0.00 g     0.03 g               -0.00 g    -0.16 g
  32. C 4- O 5*|   -0.02 v    -0.19 v    -0.01 g               -0.08 g
  33. C 4- H 6*|    0.23 v     0.93 v     0.10 g     0.12 g           
         Others|   -0.06      -0.22      -0.08      -0.03       0.10  
 (Total deloc.)|   (0.17)     (0.55)    (-0.07)     (0.14)     (0.79) 
-----------------------------------------------------------------------
          NLMO |    0.23       3.99       0.05       0.16       5.73  

                    12.
               | O 5(lp)     Others |    Total
-------------------------------------------------
         Lewis |    0.02      -0.01 |     8.63
         Repol.|   -0.00      -0.00 |    -0.05
-------------------------------------------------
  14. H 2(ry*) |   -0.07 r    -0.02 |    -0.79
  15. N 3(ry*) |   -0.02 r    -0.00 |    -0.55
  29. H 2- N 3*|    0.11 r     0.03 |     2.31
  30. N 3- C 4*|   -0.03 v     0.00 |    -0.16
  32. C 4- O 5*|   -0.00 g     0.00 |    -0.31
  33. C 4- H 6*|    0.26 v     0.01 |     1.65
         Others|   -0.05       0.00 |    -0.34
 (Total deloc.)|   (0.20)     (0.03)|    (1.81)
-------------------------------------------------
          NLMO |    0.21       0.02 |    10.39


	jval_b: 
	jval_t: The calculated J-coupling between H(2) and H(6) is 10.39 Herz.
	disk_b: 
	disk_t: Indicates that final field job for C(6) was successfully processed by the NBO program.
	3j_b: 
	3j_t: The label indicates a 3-J (vicinal) coupling between H(2) and H(6), mediated through the H(2)-N(3)-C(4)-H(6) NBO bonding skeleton.
	thresh_b: 
	thresh_t: User-selectable threshold for total contribution of NBOs to be listed.
	lewis_b: 
	repol_b: 
	tdeloc_b: 
	lewis_t: The "Lewis" contribution refers to an idealized Lewis structure limit, with no delocalization. This contribution is principally due to steric (Pauli exchange antisymmetry) effects.
	repol_t: The "repolarization" contribution refers to rearrangement of alpha and beta spin electrons within the SAME electron-pair bond.  It primarily represents a change in in-out (radial), up-down (angular), or left-right correlation of the electrons under influence of the spin perturbation.
	tdeloc_t: The total "delocalization" contribution is that due to donor-acceptor interactions from the Lewis-type donor NBO (head of column) to the enumerated non-Lewis acceptor NBOs.
	nl_b: 
	nl_t: These non-Lewis (acceptor) contributions add up to the total delocalization correction of 0.17 Hz for the N(3)-H(1) bond (NBO 1). [Geminal (g) or vicinal (v) connectivity to donor is indicated for each acceptor.]
	nh_b: 
	nh_t: The total contribution (3.99 Hz) of NLMO 2 [N(3)-H(2) bond] is the sum of Lewis (3.41 Hz), repolarization (0.02 Hz), and delocalization (0.55 Hz) contributions.
	ch_b: 
	ch_t: The C(4)-H(6) bond (NLMO 6) makes the other large contribution to J[H(2),H(6)] coupling.
	hc_b: 
	hc_t: The vicinal CH to NH* donor-acceptor interaction contributes 1.90 Hz, but the NET delocalization correction is only 0.79 Hz for the CH bond (NBO 6).
	jtot_b: 
	jtot_t: The total J-coupling is the sum of localized NBO/NLMO contributions by row or by column.
	ltot_b: 
	ltot_t: The Lewis (steric exchange) terms are typically the dominant contribution to J-coupling.
	rtot_b: 
	rtot_t: The repolarization (pair correlation) contribution is usually insignificant.
	dtot_b: 
	dtot_t: Delocalizations (particularly, the vicinal antiperiplanar CH-NH* and NH-CH* donor-acceptor interactions) also contribute appreciably to J-coupling.


