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Supporting Information

Potential energy scan (PES) for tarns and cis resveratrol have been reported for 8 = ZC)-
C5)-C(s)-C 9) along with comparison between calculated NMR using different DFT models
i.e. BSPW91, B3LYP and M06-2X, in DMSO and gas phase has been illustrated for C, H and
O atoms as well as the comparison of energy terms for the trans and cis — resveratrol, is

provided additionally.

Sl|Page


mailto:fwang@swin.edu.au

AE(kcal/mol)

40 80 120 160 200 240 280 320 360
6 =ZC,-Cis-C-Cy,

Figure S1: Potential Energy Scan (PES) curve of (a) trans and (b) cis resveratrol through
rotation of 8 = ZC)-C5)-C()-C(9) at the B3LYP/6-31+G™* level of theory.
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Table S1: The calculated NMR (in ppm) isotropic chemical shifts (with respect to TMS for **C and *H NMR along
with H,0 for O NMR, respectively) for trans and cis resveratrol* in DMSO and gas phase.

Nucleus B3PW91 B3LYP M06-2X
Trans Cis Ad(cis—Trangg  I17aNS Cis Ad(cis_Trangy  11anNs Cis Ad cis _ Trang)

BC NMR - DMSO

Ce) 159.0 1585 0.5 163.6  163.1 0.5 173.0 1722 0.8
Cea) 1158 1155 0.3 119.2 1188 0.4 129.5  130.2 -0.7
Cu 1341 1342 0.1 137.8  137.9 0.1 149.8  149.3 0.5
Ce) 129.8  130.2 0.4 1344 1348 0.4 143.8 1452 -1.4
Ce) 1259  130.8 -4.9 129.3 1347 5.4 140.8  146.9 6.1
Cao 1154  113.8 1.6 118.9  117.2 1.7 128.6  127.4 1.2
Ce) 132.6 1334 0.8 136.4 137.1 0.7 1476  149.0 -1.4
C) 127.7 1302 25 131.3 1338 25 1413 1432 -1.9
o 1413 1424 1.1 146.1 1471 -1.0 156.6  159.5 2.9
Cay 100.0  108.8 -8.8 103.3 1124 9.1 113.2 1223 9.1
Cuz) 160.4  160.6 0.2 165.2  165.4 0.2 1743 1751 0.8
Cus) 99.6 99.1 0.5 102.8  102.2 0.6 112.4  112.0 0.4
Cua 159.8  158.7 1.1 164.6  163.4 1.2 1742 1735 0.7
Cus) 107.9  104.8 3.1 1113  108.6 2.7 120.8 118.3 25
'H and YO NMR - DMSO
Has) 4.93 4.79 0.14 4.77 4.64 0.13 5.20 5.10 0.10
H o) 7.22 7.24 -0.02 7.06 7.08 -0.02 7.68 7.63 0.05
H 0 7.53 7.53 0.00 7.34 7.35 -0.01 7.90 7.95 -0.05
Her 8.12 7.72 0.40 7.96 7.58 0.38 8.56 8.28 0.28
H ez 7.06 6.75 0.31 6.92 6.60 0.32 7.31 7.13 0.18
H s 7.54 6.87 0.67 6.19 6.70 -0.51 7.96 7.42 0.54
H ) 6.38 6.70 -0.32 7.12 6.52 0.60 7.58 6.78 0.80
Hs) 7.08 6.67 0.41 6.94 6.52 0.42 7.50 7.06 0.44
H 6) 6.38 6.35 0.03 6.25 6.21 0.04 6.81 6.99 -0.18
Hen 6.34 6.57 -0.23 6.19 6.47 -0.28 6.72 6.94 -0.22
Hs) 4.60 4.78 -0.18 4.44 4.61 -0.17 4.76 4.56 0.20
H o) 4.61 4.30 0.31 4.46 4.16 0.30 4.67 4.34 0.33
O 112.02 110.82 -1.2 112.90 111.79 -1.11 116.68 115.93 -0.75
Os) 109.48 109.29 -0.19 110.73 110.51 -0.22 114.13 112.69 -1.44
Oun 109.29 109.16 -0.13 110.75 110.39 -0.36 113.76 113.11 -0.65
'H and O NMR - Gas
Has) 3.90 3.84 -0.06 3.76 3.70 -0.06 3.96 421 0.25
H o) 7.08 7.16 0.08 6.93 7.01 0.08 7.48 7.50 0.02
H 0 7.36 7.34 -0.02 7.18 7.17 -0.01 7.68 7.74 0.06
Her 7.88 7.58 -0.30 7.74 7.44 -0.30 8.33 8.13 -0.20
H ez 6.63 6.32 -0.31 6.49 6.19 -0.30 7.06 6.69 -0.37
H s 7.33 6.71 -0.62 7.20 6.55 -0.65 7.70 7.25 -0.45
H ) 6.96 6.61 -0.35 5.98 6.44 0.46 7.31 6.68 -0.63
Hs) 7.05 6.61 -0.44 6.92 6.48 -0.44 7.42 7.00 -0.42
H 6) 6.10 6.04 -0.06 5.98 5.91 -0.07 6.51 6.62 0.11
Hen 5.94 6.26 0.32 5.81 6.15 0.34 6.38 6.64 0.26
Hs) 3.76 3.89 0.13 3.62 3.76 0.14 3.91 3.76 -0.15
H o) 3.70 3.48 -0.22 3.57 3.34 -0.23 3.79 3.52 -0.27
O 11455 11351 -1.04 116.06 114.94 -1.12 119.73 120.44 0.71
Os) 11352 113.11 -0.41 115.27 114.74 -0.53 118.23 116.96 -1.27
Oun 111.84 112.24 0.40 113.80 113.92 0.12 116.96 116.34 -0.62

Tusing the basis set 6-311++G
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Table S2: Comparison of energy terms for the trans and cis - resveratrol (kcal.

mol™)”,

Energy Fragment Trans-R Cis-R A(AE;)?
AE ggtat -3715.50 -3707.72 -7.78
AEpaui 7918.79 7846.29 72.50
AEon -20431.77 -20362.60 -69.17
AE -16228.48 -16224.03 -4.45
AEsier 4203.28 4138.57 64.71
AExc -15952.13 -15947.18 -4.95

“using the DFT based B3LYP model and 6-311++G . basis sets

%(AE(trans-R) — AE(cis-R))
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