2
1
This journal is © The Royal Society of Chemistry 2002

Table S1. Selected Geometric Parameters, and Vibrational frequenciesa of Conformers A,  B,  and C of Anisic Acids 1-3. 

	Compd,

 conformer
	d(OH)
	d(Ar-OMe)
	d(Ar-CO2H)
	(C2-O-Me
	( a
	( b
	( c
	( d
	(OH(cm-1),

(( or solvent)
	(CO(cm-1),(()
	(H-C-O(cm-1),(()
	( (Debye)

	1a, A
	0.9754
	1.3761
	1.5105
	119.8
	122.42
	117.06
	125.8
	116.1
	3491.6 (0.68)

3366 (CCl4)

3305.7(CHCl3)
	1765.6(0.85)
	2920.6(0.11)
	6.89

	1a, B
	0.9726
	1.3551
	1.4908
	119.1
	122.7
	118.1
	126.2
	115.2
	3602.2 (0.18)
	1725.8(1.00)
	2904.2(0.16)
	3.71

	1a, C
	0.9709
	1.3519
	1.4868
	119.1
	122.9
	117.8
	121.7
	119.7
	3625.7 (0.22)
	1752.6(1.00)
	2902.8(0.16)
	2.67

	1a, X-ray
	
	1.351
	1.481
	117.9
	122.5
	118.1
	122.9
	118.8
	
	
	
	

	1b, Aa
	0.9762
	1.3802

1.3644b
	1.5105


	119.5
	122.7
	117.5
	125.7
	115.4
	3476.0 (0.85)

3340 (CCl4)

3283.5 (CHCl3)
	1762.1(1.00)
	2916.5(0.16)
	5.55

	1b, Ba
	09725
	1.3595

1.3673 b
	1.4905
	118.9
	122.8
	118.6
	126.1
	114.5
	3603.0 (0.20)
	1721.1(1.00)
	2898.9(0.26)
	2.37

	1b, Ca
	0.9709
	1.3557

1.3683 b
	1.4864
	118.9
	123.0
	118.3
	121.6
	119.0
	3624.6 (0.21)
	1752.4(0.93)
	2897.7(0.28)
	2.09

	1b, As
	0.9761
	1.3802

1.3760 b
	1.5126
	119.4
	122.9
	117.2
	125.7
	115.8
	3479.0 (0.88)
	1767.7(1.00)
	2915.5(0.17)
	7.93

	1b, Bs
	0.9725
	1.3597

1.3553 b
	1.4931
	118.7
	123.1
	118.4
	126.1
	114.8
	3602.6 (0.19)
	1727.4(1.00)
	2897.9(0.20)
	4.59

	1b, Cs
	0.9709
	1.3564

1.3511 b
	1.4887
	118.7
	123.3
	118.0
	121.7
	119.2
	3624.9 (0.23)
	1753.7(1.00)
	2896.9(0.19)
	3.91

	1c, Aa 
	0.9749
	1.3746

1.3588c
	1.5038
	119.7
	122.1
	117.0
	126.3
	116.4
	3501.9 (0.56)

3386(CCl4)

3321.2(CHCl3)
	1761.5(0.79)
	2920.6(0.09)
	7.06

	1c, Ba
	0.9723
	1.3543

1.3597 c
	1.4842
	119.0
	122.4
	118.0
	126.7
	115.5
	3604.7 (0.16)
	1720.6(0.94)
	2904.7(0.13)
	3.73

	1c, Ca
	0.9707 
	1.3511

1.3598 c
	1.4805
	119.0
	122.6
	117.6
	122.1
	120.0
	3626.9 (0.20)
	1749.2(1.00)
	2903.9(0.12)
	3.81

	1c, As
	0.9745
	1.3760

1.3588 c
	1.5033
	120.1
	121.6
	117.1
	126.4
	116.3
	3508.5 (0.63)
	1761.1(0.97)
	2917.2(0.12)
	8.47

	1c, Bs
	0.9723
	1.3553

1.3595 c
	1.4834
	119.5
	120.0
	118.1
	126.6
	115.5
	3603.8 (0.17)
	1720.3(1.00)
	2903.3(0.18)
	5.34

	1c, Cs
	0.9707
	1.3511

1.3598
	1.4805
	119.0
	122.6
	117.6
	122.1
	120.0
	3626.9 (0.20)
	1749.2(0.59)
	2903.9(0.12)


	4.01

	1d, A
	0.9791
	1.3656
	1.5152
	120.2
	122.4
	117.0
	126.0
	115.6
	3513.0 (0.46)

3404 (CCl4)


	1773.4(0.80)
	2928.5(0.07)
	9.07

	1d, B
	0.9728
	1.3449
	1.4958
	119.7
	122.6
	118.0
	126.3
	114.9
	3602.0 (0.19)
	1735.5(0.99)
	2914.6(0.12)
	2.88

	1d, C
	0.9711
	1.3419
	1.4916
	119.7
	122.7
	117.7
	121.8
	119.4
	3626.1 (0.25)
	1758.8(1.00)
	2914.3(0.14)
	4.97

	2a, A
	0.9778
	1.4004
	1.5105
	114.3
	119.6
	118.2
	124.8
	115.9
	3457.5 (0.58)

( 3240(CHCl3)
	1770.0(1.00)
	2939.4(0.11)
	5.58

	2a, B
	0.9725
	1.3753
	1.4921
	116.9
	118.0
	121.2
	126.0
	114.4
	3604.0 (0.21)
	1733.0(1.00)
	2922.7(0.15)
	2.12

	2a, C
	0.9715
	1.3628
	1.4854
	120.9
	116.6
	122.7
	122.4
	117.8
	3618.0 (0.25)
	1738.4(1.00)
	2925.1(0.14)
	1.76

	2a, X-ray
	
	1.373
	1.483
	116.4
	118.1
	121.1
	123.0
	117.4
	
	
	
	

	2b, A
	0.9799
	1.3983
	1.5104
	114.4
	118.6
	119.4
	124.8
	116.6
	3412.4 (0.83)

3278 (CCl4)

3210.2 (CHCl3)
	1770.7(1.00)
	2928.7(0.15)
	6.03

	2b, B
	0.9726
	1.3747
	1.4920
	115.6
	117.1
	122.2
	126.1
	115.0
	3602.7 (0.20)
	1731.3(1.00)
	2910.7(0.16)
	2.71

	2b, C
	0.9714
	1.3712
	1.4879
	116.1
	117.3
	122.0
	121.7
	119.3
	3619.1 (0.22)
	1744.6(1.00)
	2912.1(0.16)
	2.06

	2c, A
	0.9791
	1.3770
	1.5157
	115.6
	121.8
	119.5
	124.3
	116.1
	3431.6 (0.68)

3340  (CCl4)
	1776.2(0.87)
	2944.2(0.10)
	2.15

	2c, B
	0.9728
	1.3542
	1.4974
	117.2
	119.9
	122.5
	125.6
	114.7
	3601.6 (0.25)
	1736.5(1.00)
	2945.1(0.15)
	2.88

	2c, C
	0.9717
	1.3509
	1.4929
	117.9
	120.3
	122.1
	121.1
	119.0
	3617.9 (0.27)
	1753.9(1.00)
	2955.9(0.14)
	4.90

	2d, A
	0.9792
	1.3949
	1.5082
	114.2
	121.8
	120.3
	124.9
	116.4
	3425.8 (0.47)

3296 (CCl4)

3224.3 (CHCl3)
	1768.4(0.79)
	2929.0(0.08)
	6.09

	2d, B
	0.9725
	1.3708
	1.4892
	115.5
	116.7
	122.8
	126.1
	114.9
	3603.3 (0.20)
	1729.0(1.00)
	2914.7(0.14)
	2.84

	2d, C
	0.9713
	1.3667
	1.4855
	116.1
	116.7
	122.9
	121.7
	119.2
	3620.1 (0.25)
	1740.7(1.00)
	2916.2(0.16)
	2.20

	2d, X-ray
	
	1.375
	1.466
	114.2
	117.0
	122.2
	123.6
	118.5
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	3a, A
	0.9810
	1.3879
	1.5128
	115.6
	119.3
	120.1
	124.3
	116.6
	3386.7 (0.98)

3267 (CCl4)

3209.5 (CHCl3)
	1770.0(1.00)
	2931.5(0.14)
	7.3514

	3a, B
	0.9724
	1.3659
	1.4925
	116.0
	118.8
	121.7
	124.5
	115.6
	3603.9 (0.20)
	1736.3(1.00)
	2922.9(0.18)
	3.9106

	3a, C
	0.9718
	1.3640
	1.4895
	115.9
	118.8
	121.6
	120.2
	119.8
	3614.7 (0.22)
	1750.2(1.00)
	2925.0(0.18)
	3.3488

	3a, X-ray
	
	1.376
	1.481
	114.8
	119.9
	120.0
	121.8
	118.3
	
	
	
	

	3b, A
	0.9804
	1.3878
	1.5058
	115.5
	119.0
	119.8
	125.1
	117.0
	3399.3 (0.87)

3285 (CCl4)

3235.3 (CHCl3)
	1766.7(1.00)
	2932.1(0.13)
	6.6806

	3b, B
	0.9723
	1.3677
	1.4856
	115.5
	118.1
	121.8
	125.6
	116.0
	3605.8 (0.19)
	1729.5(1.00)
	2923.1(0.16)
	2.8854

	3b, C
	0.9714
	1.3661
	1.4821
	115.5
	117.9
	121.8
	121.2
	120.4
	3618.9 (0.21)
	1744.0(1.00)
	2927.2(0.14)
	3.5767

	3c, A
	0.9781
	1.3798
	1.5087
	117.1
	122.5
	120.1
	124.4
	116.1
	3439.3 (0.85)

3342 (CCl4)
	1765.6(1.00)
	2934.4(0.10)
	7.2030

	3c, B
	0.9724
	1.3620
	1.4883
	116.2
	121.6
	122.0
	124.4
	115.5
	3605.4 (0.19)
	1731.0(1.00)
	2923.1(0.16)
	3.8488

	3c, C
	0.9714
	1.3661
	1.4821
	115.5
	117.9
	121.8
	121.2
	120.4
	3619.0 (0.21)
	1741.9(1.00)
	2917.8(0.14)
	2.5402


Table S2: 13C NMR Shifts ( ppm ) and JMeO (Hz) of 1-3 in DMSO and in CDCl3.

	1a
	(CDCl3, 0.492 M
	J(CDCl3)

 0.492 M
	(DMSO,

.504 M
	J(DMSO)

.504 M
	1b
	(CDCl3
.424 M
	J(CDCl3)

.424 M
	(DMSO

.491 M
	J(DMSO)

.491 M

	C1
	117.608
	
	121.933
	
	C1
	118.110
	8.54
	122.525
	

	C2
	158.201
	
	158.615
	
	C2
	152.383
	8.54
	152.803
	

	C3
	111.753
	161.14, 7.32
	113.009
	159.92, 7.33
	C3
	113.338
	161.14
	114.729
	161.13

	C4
	135.125
	161.13, 8.55
	133.517
	160.52, 8.54
	C4
	121.894
	161.75, 5.50
	118.934
	161.75, 5.50

	C5
	122.072
	163.57, 7.32
	120.557
	162.97, 7.32
	C5
	154.404
	
	153.143
	

	C6
	133.669
	164.19, 7.94
	131.148
	161.75, 8.55
	C6
	116.476
	162.96,4.27
	115.845
	161.13, 2.44

	CO2H
	165.904
	
	167.838
	
	CO2H
	165.403
	
	167.651
	3.67

	OMe
	  56.680
	146.72


	56.278
	144.86

(144.68,

methyl ester,CDCl3) 
	2-OMe
	57.247
	146.53
	56.923
	144.43 

	
	
	
	
	
	5-OMe
	55.872
	144.12
	56.082
	144.07 


	1c
	(CDCl3
.498 M
	J(CDCl3)

.498 M
	(DMSO

.532 M
	J(DMSO)

.491 M
	2a
	(CDCl3, 

  .463 M
	J(CDCl3)

 .463 M
	(DMSO,

 .511 M
	J(DMSO)

 .511 M

	C1
	110.306
	7.30, 5.45
	113.180
	7.20, 5.40
	C1
	122.855
	
	126.083
	

	C2
	159.790
	
	161.226
	
	C2
	158.739
	
	157.413
	

	C3
	  98.602
	159.56, 4.96
	  99.401
	159.54, 4.81
	C3
	143.502
	2.44
	142.629
	

	C4
	165.209
	
	164.277
	
	C4
	133.190
	155.03
	131.016
	155.03

	C5
	106.538
	163.96, 4.61
	105.669
	163.98, 4.60
	C5
	132.350
	6.11
	131.631
	6.10

	C6
	135.426
	164.27
	133.888
	161.80
	C6
	130.813
	161.13, 4.88
	129.609
	159.91

	CO2H
	165.914
	4.10
	167.037
	4.50
	CO2H
	172.061
	
	169.042
	3.67

	2-OMe
	56.613
	146.65 
	  56.296
	144.99
	OMe
	63.088
	144.72 


	62.002

(62.140, Me ester, CDCl3)
	144.14 

(143.98, 

Me ester,

CDCl3)

	4-OMe
	55.767
	144.88 
	  56.031
	144.85 
	C(Me)3
	35.182
	3.67
	35.217
	

	
	(CH3)3C
	30.825
	126.14, 4.27
	30.964
	125.73

	
	p-Me
	20.906
	126.95
	20.936
	126.55


	2b
	(CDCl3,  

.493 M
	J (CDCl3)

 .493 M
	(DMSO,   

0.509 M 
	J (DMSO)

0.509 M
	2d
	(CDCl3,

 .503 M
	J(CDCl3)

.503 M
	(DMSO,

.492 M
	J(DMSO)

.492 M

	C1
	122.317
	
	126.441
	8.10
	C1
	158.462
	
	157.395
	

	C2
	158.274
	
	157.959
	3.68
	C2
	117.829
	8.17
	120.957
	7.22

	C3
	132.055
	
	132.586
	6.22
	C3
	126.896
	162.84
	127.163
	164.06

	C4
	136.847
	156.86, 4.27
	134.992
	159.81, 4.80


	C4
	124.558
	162.79, 6.51
	123.903
	163.32, 3.47

	C5
	124.648
	163.57
	124.003
	162.29 
	C5
	128.186
	161.95
	128.723
	159.06

	C6
	130.558
	164.80, 8.55
	129.036
	161.13, 8.15
	C6
	128.886
	161.45, 8.26
	128.472
	159.55, 4.05

	CO2H
	168.257
	
	168.139
	4.42
	C7
	126.896
	
	127.278
	160.75, 8.68

	OMe
	62.029
	145.70


	  61.551
	144.32

(144.28 

methyl ester,CDCl3)
	C8
	123.314
	161.28, 4.68
	123.586
	159.16, 3.15

	Me
	15.975
	127.56

J(13CH3-H4) 

 = 4.27


	  16.261
	127.49


	C9
	127.572
	
	128.472
	

	
	C10
	137.514
	
	136.576
	

	
	CO2H
	169.140
	
	167.860
	

	
	1-OMe
	64.038
	146.04 
	63.480
	145.05 


	3a
	(CDCl3
 .513 M
	J (CDCl3)

 .513 M
	(DMSO

 .494 M
	J (DMSO)

 .494 M
	3b
	(CDCl3

.491 M
	J(CDCl3)

.491 M
	( DMSO

.491 M
	J(DMSO)

.491 M

	C1
	122.328
	
	127.911
	8.70
	C1
	114.613
	8.54
	119.030
	8.54

	C2
	152.261
	
	153.654
	
	C2
	153.273
	
	154.294
	4.89

	C3
	148.369
	
	148.216
	
	C3
	141.400
	
	142.880
	

	C4
	117.487
	159.84, 9.35
	116.207
	160.63, 8.61
	C4
	158.291
	6.10
	157.065
	4.89

	C5
	124.911
	163.74
	124.538
	164.58, 8.23
	C5
	107.966
	162.35
	108.119
	163.57

	C6
	123.737
	165.76, 7.29
	121.745
	163.60
	C6
	128.368
	166.01
	126.964
	164.79

	CO2H
	166.130
	
	168.033
	
	CO2H
	166.163
	
	167.008
	

	2-OMe
	62.206
	147.093
	61.389
	144.61 
	2-OMe
	62.528
	147.14 
	62.046
	144.72 

	3-OMe
	56.216
	144.91 
	56.426
	144.86 
	3-OMe
	61.095
	145.21 
	61.059
	144.57 

	
	
	
	
	
	4-OMe
	56.272
	145.33 
	56.544
	145.29 


a Scaled by a factor of 0.9613 ( Ref. 16).


b d C5-OMe.


c d C4-OMe.





