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Cartesian coordinates of the optimized structures of a and b

Structure, energy and Cartesian coordinate of a-conformer 1:

a-conformer 1 (AG = 0.0 kcal/mol, Boltzmann pop. (298 K) = 69%)

MO06-2X/6-311+G(d,p)-PCM(DMSO0)//M06-2X/6-31G(d)-PCM(DMSO):

Gibbs Free Energy (an.) = —1256.5372187

M06-2X/6-311+G(d,p)-PCM(DMSO):  Electronic energy (a.u.) = —1256.7588507
M06-2X/6-31G(d)-PCM(DMSO): Zero-point correction (au.) = 0.270808
Thermal correction to Energy (a.n.) = 0.291983
Thermal correction to Enthalpy (au.) = 0.292927
Thermal correction to Gibbs Free Energy (a.u.) = 0.221632
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Structure, energy and Cartesian coordinate of a-conformer 2:

a-conformer 2 (AG = 0.5 kcal/mol, Boltzmann pop. (298 K) = 31%)

MO06-2X/6-311+G(d,p)-PCM(DMSO0)//M06-2X/6-31G(d)-PCM(DMSO):

Gibbs Free Energy (an.) = —1256.5364662

M06-2X/6-311+G(d,p)-PCM(DMSO):  Electronic energy (a.u.) = —1256.7598442
M06-2X/6-31G(d)-PCM(DMSO): Zero-point correction (au.) = 0.271800
Thermal correction to Energy (a.n.) = 0.292435
Thermal correction to Enthalpy (au.) = 0.293379
Thermal correction to Gibbs Free Energy (a.u.) = 0.223378
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Structure, energy and Cartesian coordinate of a-conformer 3:

a-conformer 3 (AG = 3.3 kcal/mol, Boltzmann pop. (298 K) =

0.3%)

MO06-2X/6-311+G(d,p)-PCM(DMSO0)//M06-2X/6-31G(d)-PCM(DMSO):

Gibbs Free Energy (an.) = —1256.5319414

M06-2X/6-311+G(d,p)-PCM(DMSO):  Electronic energy (a.u.) = -—1256.7519884
M06-2X/6-31G(d)-PCM(DMSO): Zero-point correction (au.) = 0.269972
Thermal correction to Energy (a.u.) = 0.291470
Thermal correction to Enthalpy (a.u.) = 0.292414
Thermal correction to Gibbs Free Energy (a.u.) = 0.220047
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Structure, energy and Cartesian coordinate of a-conformer 4:

a-conformer 4 (AG = 3.4 kcal/mol, Boltzmann pop. (298 K) =

0.2%)

MO06-2X/6-311+G(d,p)-PCM(DMSO0)//M06-2X/6-31G(d)-PCM(DMSO):

Gibbs Free Energy (an.) = —1256.5318302

M06-2X/6-311+G(d,p)-PCM(DMSO):  Electronic energy (a.u.) = —1256.7520482
M06-2X/6-31G(d)-PCM(DMSO): Zero-point correction (au.) = 0.270120
Thermal correction to Energy (a.u.) = 0.291571
Thermal correction to Enthalpy (a.u.) = 0.292515
Thermal correction to Gibbs Free Energy (a.u.) = 0.220218
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Structure, energy and Cartesian coordinate of b-conformer 1:

b-conformer 1 (AG = 0.0 kcal/mol, Boltzmann pop. (298 K) = 73%)

MO06-2X/6-311+G(d,p)-PCM(DMS0)//M06-2X/6-31G(d)-PCM(DMSO):

Gibbs Free Energy (an.) = —1256.5263727

M06-2X/6-311+G(d,p)-PCM(DMSO):  Electronic energy (a.u.) = —1256.7470117
M06-2X/6-31G(d)-PCM(DMSO):  Zero-point correction (a.un.) = 0.270485
Thermal correction to Energy (a.un.) = 0.291933
Thermal correction to Enthalpy (a.u.) = 0.292878
Thermal correction to Gibbs Free Energy (a.u.) = 0.220639
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Structure, energy and Cartesian coordinate of b-conformer 2:

b-conformer 2 (AG = 0.6 kcal/mol, Boltzmann pop. (298 K)

= 25%)

MO06-2X/6-311+G(d,p)-PCM(DMS0)//M06-2X/6-31G(d)-PCM(DMSO):

Gibbs Free Energy (an.) = —1256.5260183

M06-2X/6-311+G(d,p)-PCM(DMSOQO):  Electronic energy (a.u.) = —1256.7485673
M06-2X/6-31G(d)-PCM(DMSO):  Zero-point correction (a.n.) = 0.271350
Thermal correction to Energy (a.u.) = 0.292228
Thermal correction to Enthalpy (a.u.) = 0.293172
Thermal correction to Gibbs Free Energy (a.u.) = 0.222549
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Structure, energy and Cartesian coordinate of b-conformer 3:

b-conformer 3 (AG = 2.5 kcal/mol, Boltzmann pop. (298 K) = 1.1%)

MO06-2X/6-311+G(d,p)-PCM(DMSO0)//M06-2X/6-31G(d)-PCM(DMSO):

Gibbs Free Energy (an.) = —1256.5230671

M06-2X/6-311+G(d,p)-PCM(DMSO):  Electronic energy (a.u.) = —1256.7430241
M06-2X/6-31G(d)-PCM(DMSO):  Zero-point correction (a.n.) = 0.270121
Thermal correction to Energy (a.un.) = 0.291688
Thermal correction to Enthalpy (au.) = 0.292633
Thermal correction to Gibbs Free Energy (a.u.) = 0.219957
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Structure, energy and Cartesian coordinate of b-conformer 4:

b-conformer 4 (AG = 3.0 kcal/mol, Boltzmann pop. (298 K) = 0.5%)

MO06-2X/6-311+G(d,p)-PCM(DMSO0)//M06-2X/6-31G(d)-PCM(DMSO):

Gibbs Free Energy (an.) = —1256.5222624

M06-2X/6-311+G(d,p)-PCM(DMSO):  Electronic energy (a.u.) = -—1256.7447054
M06-2X/6-31G(d)-PCM(DMSO):  Zero-point correction (an.) = 0.271356
Thermal correction to Energy (a.un.) = 0.292266
Thermal correction to Enthalpy (a.u.) = 0.293210
Thermal correction to Gibbs Free Energy (au.) = 0.222443
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* Calculated NMR chemical shifts for each conformer of a and b

. a-conformer 1 a-conformer 2 a-conformer3 a-conformer 4
? (69%)" (31%)" (0.3%)™" (0.2%)™"
position OcC(calc) OH(cale) OC(cale) OH(cale) OC(cale) OH(cale) OC(cale) OH(cale) OC(calc)  OH(calc)
I 1228 124.9 118.0 125.0 125.1
2 156.7 155.5 159.4 156.0 156.0
3 1075 6.89 107.1  6.85 1083 7.00 107.1 6.87 107.0 6.87
4 1623 161.9 163.2 162.0 162.0
4a 110.2 109.6 111.5 109.4 109.5
5 1571 157.0 157.5 155.8 155.8
6 106.6 6.93 1064 690 1067 699 1175 7.19 117.5 7.19
7 1554 155.3 155.7 156.1 156.2
8 1483 148.3 148.4 150.6 150.5
8a 111.9 111.8 112.2 113.4 113.4
9 1834 183.0 184.3 183.5 183.5
9a 133.8 132.3 137.0 132.1 132.2
10 182.8 182.8 182.8 183.3 183.2
10a 104.3 104.4 104.2 107.8 107.8
11 204.8 204.0 206.4 203.9 204.0

12 33.7 2.58 33.5 2.66 343 2.39 33.4 2.66 33.7 2.68
13 56.6 4.08 56.6 4.07 56.7 4.10 62.9 4.27 62.8 4.26
4-OH 12.53 12.49 12.61 12.37 12.36

* The Boltzmann weighted chemical shifts

** Boltzmann population

S10



b* b-conformer 1 b-conformer 2 b-conformer3 b-conformer 4

(73%)™" (25%)™" (1.1%)" (0.5%)"

position OcC(calc) OH(cale) OC(cale) OH(cale) OC(cale) OH(cale) OC(cale) OH(cale) OC(cale)  OH(calc)

1 121.7 123.6 116.0 123.5 116.0

2 1556 154.4 159.1 154.4 159.2

3 108.1 6.90 107.8  6.86 109.0 7.01 107.5 6.85 108.7  6.99

4 162.4 162.0 163.5 161.9 163.5

4a 1109 110.5 112.0 110.5 111.9

5 155.2 155.2 155.3 154.4 154.5

6 104.1 7.27 104.0 7.27 1044  7.28 1045 7.00 104.6 7.00

7 151.3 151.2 151.7 151.0 151.5

8 142.0 142.2 141.5 145.3 144.5

8a 114.7 114.5 115.0 115.0 115.5

9 185.7 185.3 186.9 185.1 186.7

9a 132.1 130.9 135.8 131.3 136.3

10 181.1 181.1 181.1 181.0 181.0

10a 109.2 109.3 108.8 109.7 109.2

11 204.7 204.2 205.9 204.2 205.9

12 338 258 33.7 2.65 34.0 2.36 33.8 2.65 340 236
13 559 4.05 559 4.05 56.0 4.08 55.7 4.01 55.8 4.04
4-OH 13.51 13.49 13.57 13.49 13.56
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