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Figure 1. PESÝH.ÅÆS
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Figure 2. Potential energy surfaces and magnetic shielding surfaces. PESs and MSSs of (a) 
35

Cl of HCl and 

(b) 
23

Na of NaH by ab initio and density functional/GIAO calculation. 
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Table 1. Calculated NMR-GIAO shielding tensor � (isotropic value) [ppm] between equilibrium distance 

Re, average distance <RH> and deuterated isotopomers’ one <RD> by B3LYP/aug-cc-pVTZ. 
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(a) 
1
H of H2(HD) 
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1
H of HCl(DCl) 

(c) 
35

Cl of HCl(DCl) 

(d) 
1
H of NaH(NaD) 

(e) 
23

Na of NaH(NaD) 
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