Table 5. Experimental and predicted deuterium isotope effects calculated at MP2/6-311+G(2d,p), B3LYP/6-311+G(2d,p) and  CCSD/cc-pVDZ  level of theory.
	Carbon /compd.
	1 a 
	2b
	3
	4
	5c

	C-1
	-0.67 (-0.63)
 -0.73
 [-0.809]
	-0.56 (-0.63)
-0.64
	-0.9 (-0.64)
-0.64
-0.63b  
	-0.81 (-0.67)
-0.66
-0.73d  
-0.68e  
-0.65b  

	-0.76 ,-0.72b, 
(-0.66)
-0.69
-0.82b  in DMF

	C-7
	0.063 (0.07)
0.21
 [0.15]
	Sh (0.07)
0.193
	0.1 (0.07)
0.20
0.0b  
	0.11 (0.10)
0.017
0.10d    
 0.12e   
0.12b   

	0.11, 0.13b
(0.05)
0.17
0.1b  in DMF

	C-2
	-0.14 (-0.20)
 -0.18
 [-0.12]	
	-0.11(-0.19)
-0.53
	-0.18 (-0.19)
-0.16
-0.16b   
	-0.19  (-0.18)
-0.13
-0.17d   
-0.16e   
-0.15b   


	-0.19,-0.20b
(-0.22)
-0.18
-0.21b  in DMF


	C-3
	f (0.01)
0.026
[0.03]
	f (0.03)
0.02

	f (0.02)
0.02

	f (0.02)
0.01

	0.03b 
(0.03)
0.03
 

	C-4
	f (0.05)
0.03
[0.06]
	f (0.05)
0.037

	f (0.05)
0.04

	0.07 (0.05)
0. 05
0.0d      
0.07e    
0.07b   

	f
(0.05)
0.02


	C-5
	f (-0.04)
-0.08
[-0.05]
	f (-0.041)
-0.08
	f (-0.04)
-0.07

	-0.11 (-0.04)
-0.07
-0.11d  
-0.11e  
-0.1b

	-0.08b   
(-0.03)
-0.06


	C-6
	-0.1  (-0.03)
-0.04
 [-0.00]
	f  (-0.04)
-0.0233

	f (-0.02)
-0.01

	d (-0.05)
-0.017
	f
(-0.03)
-0.01


	N-C
	0.14 (0.05)
0.06
[0.05]
	0.14 (0.05)
0.09

	0.17 (0.07)
0.08
0.15b  
	0.15 (0.04)
0.05
0.13d   
0.14e   
0.14b   

	br
(0.12)
0.14


	C-4’
	f
	f
	f
	f
	-0.05b 
(-0.01)
-0.02

	C-2’
	f
	f
	f
	f
	-0.08b 
(-0.05)
-0.06





a values in brackets are calculated  using the MP2/6-311+G(2d,p) level of theory, values in  italics are calculated  using the B3LYP/6-311+G(2d,p) level of theory, while those in  square brackets are  calculated  using the CCSD/cc-pVDZ level of  theory.  In all cases assuming a bond length change of 0.01 Å. The experimental data recorded at 298 K if nothing else is noted.
b Recorded at 233 K.
c Recorded at 213 K.  
d Recorded at 273 K.  
e Recorded at 253 K.
f not observed experimentally.
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