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Figure S1.1 The UV spectrum of compound 1
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Figure S1.3 The 'H NMR spectrum (400 MHz, DMSO-ds) of compound 1
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Figure S1.4 The 3C NMR spectrum (100 MHz, DMSO-d;) of compound 1
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Figure S1.6 The HMBC spectrum of compound 1
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Figure S1.10 The ECD spectrum of compound 1b
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Figure S1.11 The chiral HPLC chromatogram of compounds 1a and 1b

1-1 (12.95%) 1-2 (6.72%) 1-3 (0.39%)

1-4 (42.01%) 1-5 (37.67%) 1-6 (0.12%)

1-7 (0.11%) 1-8 (0.00%) 1-9 (0.03%)

Figure S1.12 Most stable conformers of 1 in solvated model calculations at the

B3LYP/6-311+G (2d, p) level
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Figure S2.2 The HRESIMS spectrum of compound 2



DL-%0

—10.450
1345
13%
7.257
12
7219
6998
6.980
6961
6849
6830
6.600
31
3790
3SR
398
2453
242

ARRREREASREE

;
|

Passmter valoe
1 Zata Tile Bmse IV XWERR B8R
& nw o fie
2 Title - Ly -
3 Commest
& oripi= Sroper fasfpis =il
§ Owmer
& Bite
T pectromrter
L=
% Bolve=t
= TemperatTe
i Palse Begoence

= IEperizest

5 Maber of
frans

34 Peceiver Caiz

4 Pelazatizz
Selar

OCH‘.5 o Plse Wam L4000

©dcgisitice GO
Tioe

=B Acquisitiom T0OITIN2TE
sate

Gh CURER § W

Smsificatios  SRTOFNTIINN
et
o fpectriseter 4.2

Treguecy

= Spectral Witz ML

= Lowest 5349
Pregusscy
= 2iess H
X Acgeires Fize 3T
3 fpectral fize BN

b o Y N g’-&‘-\ b m"&a

g § gas8g §~8% 8238

2 n 10 9 8 7 ' s s 3 2 1 0

6
£l (ppm)

Figure S2.3 The 'H NMR spectrum (400 MHz, DMSO-ds) of compound 2
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Figure S2.4 The 13C NMR spectrum (100 MHz, DMSO-ds) of compound 2
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Figure S2.11 The chiral HPLC chromatogram of compounds 2a and 2b
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Figure S2.12 Most stable conformers of 2 in solvated model calculations at the

B3LYP/6-311+G (2d, p) level
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Figure S3.13 Most stable conformers of 3 in solvated model calculations at the
B3LYP/6-311+G (2d, p) level
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Figure S4.3 The 'H NMR spectrum (400 MHz, DMSO-d;) of compound 4



-1 8I8
—172993

Agges §
smlfs 8
|

162
~68 W
S46.666
43184

La1921

/51678

E_ = ot Tl
] mtariie @/ XETER O
\N e & W/ e
2 mtle i -
3 Commest
¢ origas Srorer Sishpis Cee
§ Ommer ==r
& Ete
T Dectrometer pect
8 xter
¥ Bivest E
0 Temperatme SMLO
35 Malse e
Sejaezie
= Iperises 2
3 Rader of o
ke
4 Fecesver Cazs 202
i Mlamstice 20900
Selay
il e L8N

a7 deguisities 12020
-

B degmisitice TEMSNTMRILN

ate
§dozificatize SOITTOETINIOASE:INC
ate
50 Dpectrometer 30042
regoescy
o1 Pectral LY
=en
= Lot -4adn 2
Tregeescy
T Rsiess X

abkcgeires Biie 3TH
28 Spectral Size G5B

Figure S4.4 The *C NMR spectrum (100 MHz, DMSO-d) of compound 4
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Figure S4.5 The HSQC spectrum of compound 4
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Figure S4.6 The HMBC spectrum of compound 4
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Figure S4.7 The 'H-'H COSY spectrum of compound 4
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Figure S4.9 The ECD spectrum of compound 4a
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Figure S4.10 The ECD spectrum of compound 4b
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Figure S4.11 The chiral HPLC chromatogram of compounds 4a and 4b
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Figure S4.12 Most stable conformers of 4 in solvated model calculations at the

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



Table S1

Computed *C NMR chemical shifts for compound 3 at B3LYP/6-311+G(2d,p) basis

set with polarizable continuum model PCM in DMSO-d; solvent (J in ppm).

Position Scal. calc. Scal. calc.
(QCP-1) (QCP-2)
2 176.2 176.3
3 77.1 78.0
3a 124.3 124.6
4 128.0 126.6
5 119.2 118.7
6 128.7 129.0
7 106.7 106.8
Ta 142.9 143.2
2’ 66.0 65.0
3’ 27.5 28.4
4’ 26.2 26.0
5 48.5 46.1
2" 179.5 175.6
3" 63.2 65.7
3"a 127.8 131.3
4" 124.1 126.3
5" 119.6 119.6
6" 126.7 128.4
7" 106.9 107.3
7"a 142.2 142.7
" 56.8 54.2
2" 174.6 174.1
AveDev 1.5 1.8
MaxDev 4.0 5.1

R? 0.9984 0.9972




Table S2

Computed *C NMR chemical shifts for compound 3 at B3LYP/6-311+G(d,p) basis

set with polarizable continuum model PCM in DMSO-d; solvent (J in ppm).

Position Scal. calc. Scal. calc.
(QCP-1) (QCP-2)

2 185.6 185.7
3 84.2 83.6
3a 132.4 132.4
4 136.6 135.0
5 128.1 126.9
6 137.5 137.7
7 115.2 114.8
7a 152.1 151.8
2! 72.9 71.4
3’ 33.7 33.9
4’ 31.9 31.8
5 54.8 50.3
2" 188.5 184.8
3" 69.5 73.9
3"a 136.3 139.7
4" 132.5 135.1
5" 128.3 127.9
6" 135.8 136.5
7" 115.0 115.6
7"a 151.2 151.3
1" 64.0 59.8
2" 184.1 183.5
2""-OCH; 55.3 55.6

R? 0.9989 0.9984




