Table 4. Predicted 13C chemical shifts for molecule 1 at different levels of theory.
	Level of theory
	C-1
	C-7
	C2
	C3
	C4
	C5
	C6
	N-CH
	C-CH3
	R2

	MP2/6-311+G(2d,p)//
MP2/6-311G(d,p)a
	169.3
3.0b
	172.6
-2.5
	145.2
5.3
	124.7
-5.5
	122.2
2.2
	125.0
-6.0
	128.2
2.3
	33.3
2.0
	15.1
-0.8
	0.9975

	MP2/6-311+G(2d,p)//
MP2/6-31G(d,p)
	165.2
-1.1
	173.3
-1.8
	145.4
5.5
	124.7
-5.5
	122.9
2.9
	127.3
-3.7
	130.0
4.1
	30.4
-0.8
	16.4
0.5
	0.9972

	MP2/PcS-1//
MP2/6-31G(d,p)
	167.1
0.8
	173.3
-1.8
	145.4
5.5
	125.3
-4.9
	123.0
3.0
	126.1
-4.9
	127.8
1.9
	30.9
-0.3
	16.6
0.7
	0.997

	MP2/PcS-1//
B3LYP/6-311++G(d,p)
	170.5
4.2
	172.1
-3.0
	144.7
4.8
	124.4
-5.8
	122.3
2.3
	125.6
-5.4
	127.5
1.6
	31.4
0.2
	17.0
1.1
	0.9962

	MP2/6-311+G(2d,p)//
B3LYP/6-311++G(d,p)
	168.9
2.6
	172.6
-2.5
	145.3
5.4
	124.2
-6.0
	122.2
2.2
	125.6
-5.4
	128.8
2.9
	31.0
-0.2
	16.9
1.0
	0.9969

	MPW1PW91/6-311+G(2d,p)//
MP2/6-311G(d,p)
	170.8
4.5
	172.8
-2.3
	140.0
0.1
	129.3
-0.9
	118.4
-1.6
	131.2
0.2
	125.0
-0.9
	30.0
-1.2
	18.0
2.1
	0.9985

	MPW1PW91/6-311+G(2d,p)//
MP2/6-31G(d,p)
	171.6
5.3
	172.8
-2.3
	139.6
-0.3
	129.0
-1.2
	118.2
-1.8
	131.1
0.1
	124.9
-1.0
	30.1
-1.1
	18.2
2.3
	0.9982

	MPW1PW91/6-311+G(2d,p)//
B3LYP/6-311G(d,p)

	175.4
9.1

	171.4
-3.7
	138.7
-1.2
	128.1
-2.1
	117.0
-3.0
	130.7
-0.3
	124.9
-1.0
	30.7
-0.5
	18.7
2.8
	0.995

	B3LYP/6-311+G(2d,p)//
MP2/6-31G(d,p)
	172.7
6.4
	171.9
-3.18
	139.7
-0.2
	128.2
-2.0
	118.0
-2.0
	130.7
-0.3
	125.9
0.0
	30.3
-0.9
	18.2
2.2
	0.9979

	B3LYP/6-311+G(2d,p)//
MP2/6-311G(d,p)
	172.1
5.8
	171.9
-3.2
	140.0
0.1
	126.0
-4.2
	128.5
8.5
	130.7
-0.3
	118.2
-7.7
	30.2
-1.0
	18.0
2.1
	0.9978

	B3LYP/6-311+G(2d,p)//
B3LYP/6-31G(d,p)
	172.7
6.4
	171.9
-3.2
	139.7
-0.2
	128.3
-1.9
	118.0
-2.0
	130.7
-0.3
	125.9
0.0
	30.3
-0.9
	18.2
2.3
	0.9973

	B3LYP /6-311+G(3d2f,2pd)//
 B3LYP /6-311++G(d,p)
	175.3
9.0
	170.6
-4.5
	139.2
-0.7
	125.7
-4.5
	116.8
-3.2
	131.1
0.1
	127.4
1.5
	31.1
-0.1
	18.4
2.5
	0.9949

	B3LYP /6-311+G(2d,p)//
 B3LYP /6-311++G(d,p)
	176.5
10.2
	170.2
-4.9
	138.9
1.0

	127.5
-2.7
	117.1
-2.9
	130.5
-0.5
	125.3
-0.6
	31.0
-0.2
	18.5
2.6
	0.9938

	B3LYP /6-311++G(3d2f,2pd)// 
MP2/6-311G(d,p)
	171.4
5.1
	171.9
-3.2
	140.1
0.2
	128.5
-1.7
	118.1
-1.9
	131.2
0.2
	126.4
0.5
	30.4
-0.8
	17.6
1.7
	0.9981

	B3LYP /6-311++G(3d2f,2pd)// 
MP2/6-31+G(d,p)
	172.2
5.9
	171.8
3.2
	139.8
-0.1
	128.0
-2.2
	117.8
-2.2
	131.2
0.2
	126.2
0.3
	30.6
-0.6
	17.8
1.9
	0.9976

	B3LYP /6-311++G(3d2f,2pd)// 
MP2/6-31G(d,p)
	172.1
5.8
	172.0
-3.1
	139.8
-0.1
	128.1
-2.1
	117.8
-2.2
	131.1
0.1
	126.2
0.3
	30.5
-0.7
	17.9
2.0
	0.9977

	M062X/6-311+G(3d2f,2pd)//
 M062X/6-311++G(d, p)
	176.7
10.4

	170.1
-5.0
	138.4
-1.5
	129.0
-1.2
	117.0
-3.0
	130.4
-0.6
	124.5
-1.4
	30.0
-1.2
	19.4
3.5
	0.9934

	M062X/6-311+G(3d2f,2pd)//
 MP2/6-311G(d,p)
	172.6
6.3
	171.5
-3.6
	139.6
-0.3
	130.1
-0.1
	118.3
-1.7
	130.8
-0.2
	124.7
-1.2
	29.6
-1.6
	18.6
2.7
	0.9974

	M062X/6-311+G(2d,p)//
MP2/6-311G(d,p)
	172.1
5.8
	171.4
-3.7
	139.7
-0.2
	130.2
0.0
	118.5
-1.5
	130.9
-0.1
	124.8
-1.1
	29.5
-1.7
	18.5
2.7
	0.9973

	M062X/aug-cc-pVTZ//
 MP2/6-311G(d,p)
	172.4
6.1
	171.5
-3.6
	140.1
0.2
	130.1
-0.1
	117.9
-2.1
	131.3
0.3
	124.1
-1.8
	29.7
-1.5
	18.5
2.7
	0.9972

	M062X/6-311+G(2d,p)//
M062X/6-311++G(d,p)
	175.0
8.7
	170.7
-4.4
	139.9
0.0
	129.1
-1.1
	117.7
-2.3
	130.4
-0.6
	123.8
-2.1
	29.7
-1.5
	19.3
3.4
	0.9951


	KT3/pcS-2//
B3LYP/6-311++G(d,p)
	180.5
14.2
	164.8
-10.3
	141.8
1.9
	126.4
-3.8
	117.8
-2.2
	129.0
-2.0
	125.5
-0.4
	32.5
1.2
	17.4
1.5
	0.9862

	KT3/pcS-2//
MP2/6-31G(d,p)
	176.4
10.1
	166.9
-8.2
	142.6
2.7
	126.7
-3.5
	118.5
-1.5
	129.4
-1.6
	126.5
0.6
	32.0
0.7
	16.5
0.6
	0.9921

	KT2/pcS-2//
MP2/6-31G(d,p)
	175.9
9.6
	167.0
-8.1
	142.9
3.0
	127.0
-3.2
	126.7
6.7
	129.1
-1.9
	118.7
-7.2
	31.5
0.2
	16.8
0.9
	0.9925

	KT3/pcS-3//
MP2/6-31G(d,p)
	176.1
9.8

	166.8
-8.2
	142.4
2.5
	126.9
-3.3
	126.5
6.5
	129.2
-1.8
	126.9
1.0
	32.0
0.7
	17.1
1.1
	0.9923

	CCSD/pVDZ//
MP2/6-31G(d,p)
	181.9
15.6
	169.2
-5.9

	138.0
-1.9

	127.7
-2.5
	115.6
-4.4
	128.6
-2.4
	121.0
-4.9
	32.9
1.6
	20.6
4.7
	0.9851

	B3LYB-D2/6-311+G(2d,p)//
B3LYP-GD3BJ/6-311++G(2d,p)
	176.2
9.9
	170.4
-4.7
	139.1
-0.8
	127.6
-2.6
	117.1
-2.9
	130.4
-0.6
	125.4
-0.5
	30.8
-0.4
	18.7
2.8
	0.9942

	Experimental chemical shifts
	166.3
	175.1
	139.9
	130.2
	120.0
	131.0
	125.9
	31.2
	15.9
	


a. The first functional is for the NMR calculation. The second for the geometry optimization.
b. The numbers below is the difference between the calculated and the experimental values
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