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Figure S1: HR-ESI-MS spectrum of compound 1

NOOULANTOND=NNNOUITINTNONTT T —"TOLLTANNTOOTOANCTODDMMANANLL OO T MAN
PRENEOHEI - DN NNRNVITITITVOOOLLOMOONNNOEINNNNCBD DM ® [
MNAENMNNMNNMNNMNNMNOLLUYTSTTTTTTITITTLTSI TN OOONOOOONNNNNNNNT T~ «— [
e e i S N
L 1500000
L 1100000
L 1300000
/ / / j/ f J// o
} M / f r / L 1100000
L 1000000
L 900000
L 800000
L 700000
L 600000
L 500000
L 100000
L 300000
[
| L. 200000
i I |
| W h
I L 100000
|
J Lo
L -100000
s «dw 3 ) dd 3
o © © & © -~ ~— o
: H L -200000
-~ o o o o -~ ~ N ~N
T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 1.0

.5
£1 (ppm)

Figure S2: '"H-NMR (600 MHz, CD;0D) spectrum of compound 1
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Figure S2a : '"H-NMR (600 MHz, CD;0D) spectrum of compound 1 (From i 1.0 ppm to 6u 3.8 ppm)
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Figure S2b : 'H-NMR (600 MHz, CD;0D) spectrum of compound 1 (From du4.2 ppm to du 8.2 ppm)
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Figure S3: *C-NMR (150 MHz, CD;OD) spectrum of compound 1
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Figure S4: HSQC spectrum of compound 1
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Figure S5: HSQC spectrum of compound 1 (From dc10 ppm to c60 ppm)
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Figure S6: HSQC spectrum of compound 1 (From d¢70 ppm to dc140 ppm)
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Figure S7: HMBC spectrum of compound 1
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Figure S8: HMBC spectrum of compound 1 (From dc10 ppm to 6c90 ppm)
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Figure S9: HMBC spectrum of compound 1 (From dc105 ppm to dc155 ppm)
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Figure S10: HMBC spectrum of compound 1 (From d¢120 ppm to dc185 ppm)
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Figure S11: 'H-"H COSY spectrum of compound 1
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Figure S12: NOESY spectrum of compound 1
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Figure S13: The IR spectrum of compound 1
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2. Computational Details

The theoretical calculations of compound 1 were performed using Gaussian 16 '. Conformational
analysis was initially carried out using Conflex 8 to generate conformations by Boltzman Jump, then
minimize them by Smart Minimizer using the MMFF molecular mechanics force field. All geometries
with relative energy from 0-5.0 kcal/mol were used in optimizations at the B3LYP/6-31G (d, p) in the
gas and further at WB97XD/DGDZVP in the methanol. Room-temperature equilibrium populations
were calculated according to the Boltzmann distribution law. The theoretical calculation of ECD was
performed using TD-DFT at the CAM-B3LYP/DGDZVP level in the methanol. The ECD spectra
were obtained by weighing the Boltzmann distribution rate of each geometric conformation. SpecDis
1.71? was used to sum up single CD spectra after a Boltzmann statistical weighting, and for the Gauss
curve generation (o = 0.2-0.3 eV) and for the comparison with experimental data. The shielding
tensors calculations for ©@B97XD/DGDZVP-optimized conformers (Boltzmann distribution> 1%)
were carried out at PCM/mPW1PW91/6-311+G (d, p) level in methanol with GIAO method. The
isotropic values of TMS was calculated in the same level and used as references. The DP4+
parameters were calculated using the excel file provided by Ariel M. Sarotii’.
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Table S1 : Optimized Z-Matrixes of 3R, 3R’-1 with simplified structures in the methanol at

WB97XD/DGDZVP level.
la 1b

C -1.09725 -2.70693 -1.59555 0.779806 -1.63649 1.823466
C -2.17266 -1.68755 -1.35899 2.065147 -0.93642 1.491666
C -2.85199 -1.51015 -0.1265 2.861522 -1.23271 0.355976
C -2.40303 -2.23389 1.127971 2.417451 -2.30224 -0.61955
C -1.87039 -1.29455 2.234732 1.759075 -1.73346 -1.89469
C -0.53028 -0.71053 1.881 0.433298 -1.08052 -1.61548
C 0.178446 -2.2261 -2.25598 -0.44076 -0.73497 1.850268
C 0.990733 -1.23208 -1.41618 -1.79878 -1.40921 2.040448
C 1.821292 -1.93052 -0.33095 -2.31546 -2.14511 0.788286
C 2.540015 -0.93059 0.544584 -2.81769 -1.186 -0.27114
C 1.922538 -0.55419 1.76014 -2.00775 -0.93624 -1.40555
C 0.66168 -1.21837 2.21541 -0.7515 -1.70217 -1.66155
C 2.503603 0.404165 2.584452 -2.38386 0.024702 -2.34238
C 3.705732 1.011421 2.238233 -3.56131 0.748395 -2.19878
C 4.332315 0.644947 1.056335 -4.3827 0.492314 -1.11149
C 3.759479 -0.31701 0.191203 -4.02861 -0.47246 -0.13929
C 5.614059 1.244585 0.696485 -5.63494 1.22686 -0.9598

C 6.356485 0.956863 -0.3994 -6.53172 1.090131 0.046147
C 5.901802 -0.0121 -1.34165 -6.30153 0.144143 1.087677
C 4.497794 -0.64915 -1.0696 -4.99529 -0.71438 0.981338
C -2.53479 -0.90862 -2.46384 2.460526 0.066482 2.378473
C -3.54552 0.036218 -2.39838 3.627765 0.789842 2.18649

C -4.24437 0.191737 -1.2098 4.418205 0.512879 1.081405
C -3.92909 -0.59387 -0.08222 4.0513 -0.4918 0.157787
C -5.30793 1.187555 -1.1098 5.655595 1.259782 0.875471
C -6.03777 1.477698 -0.00531 6.536552 1.094002 -0.13895
C -5.82686 0.742096 1.198262 6.297851 0.103852 -1.13611
C -4.8481 -0.47164 1.098425 4.985324 -0.74168 -0.99123
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5.993815
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2.212674
2.689126
2.123769
2.143324
2.617496
2.107631
-0.13008
-1.57672
-2.92843
-0.04685
-1.56274
3.177672
3.206292
-3.15651
-2.95426
-2.91584
-1.01141
-2.55681
-0.0305
-0.13573
-0.01008
-0.64365
-2.11087
-2.83058
-2.74463
0.199839
1.493212
0.275998
1.556071
2.315355

1.745114
1.376099
-0.02773
-1.8696
-1.54188
-0.12041
-2.09282
-1.85478
2.163429
2.048853
1.839123
-1.13737
0.946078
-2.05763
-0.13367
-0.90772
-2.36703
-2.60335
-1.32712
0.932757
2.660364
2.3341
2.87832
1.078828
0.380616
-3.20155
-2.93278
3.252047
2.892393
2.138984
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0.191442
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-1.49856
2.530374
3.990716

3.290348

7.29501
8.618522
-7.97967
-7.29338
-8.61588
-0.13532
1.691815
7.713361
8.340507
6.591534
-7.74054

-8.3638
-6.61474
-1.89507
-0.81236

-0.15743

3.777164
1.653938
2.202741
3.703376
1.63253
-3.45162
-3.51034
2.714414
3.935126
3.676344
2.782109
3.951639
3.711714
-3.53852
-3.26634

-3.79484

1.411924
-0.03424
-2.29836
-1.62355
-0.10706
2.438668
2.17401
-2.11506
-0.99562
-1.13706
1.940183
0.765136
0.935814
-1.78256
-3.14275

-1.58875
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Table S2 :

Energy analysis for 3R, 3R’of 1

Steric Energy Relative Energy  Distribution
Cont: (kJ/mol) (kJ/mol) (%)
1a -1841.6683299 0 90.87
1b -1841.6661619 0.002168 9.13
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