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X-Ray Crystallographic Data for 3a:

The structure of 3a was also determined by x-ray analysis. The single crystal for the analysis
was grown by slow evaporation of solution of 3a in hexane-ethylacetate mixture. X Ray
Crystallography: CCDC2149586 contains the supplementary crystallographic data for this
paper. The data can be obtained free of charge from the Cambridge Crystallographic Data

Centre via www.ccdc.cam.ac.uk/data_request/cif.

Crystal data and structure refinement Compound 3a
Formula: C20 H1804

Formula weight: 322.34 g/mol
Wave length: = 0.71073 A

Crystal system: triclinic

Space group: P -1

Color of crystal: colourless

Unit cell parameters: a = 9.8517(5) A a = 86.084(2)°
b=10.0871(5) A B=71.973(2)°
c=10.0861(5) A vy =64.392(2)°

Temperature of data collection: 300(2) K
Values of Z, R, GOF:
7Z=2
R(reflections) = 0.0443(2849), wR2(reflections) = 0.1151(3478)
GOF =1.035
Measurement device type: Bruker D8 goniometer
Computing structure solution: SHELXT 2018/2 (Sheldrick, 2018)

Computing structure refinement: SHELXL-2018/3 (Sheldrick, 2018)


http://www.ccdc.cam.ac.uk/data_request/cif

TeE—

£8'E—

IH-NMR Spectrum of 3a.

400 MHz, CDCl,

-

=90t

£€0°T
%g.m
+86'S
00T
#S.q

11.5

9.0

1.0 105 10.0 9.5

68°TS~,
rsTS

PEOL
wﬁ.nhW
8F'LL

$6°LTT
0T'8ZT
9p'8IT
9L°8TT
EP°6TT-F
mmﬁz%w
0F°0ET
SBPET
0£°SET
TESET
T8°9¢T
6LEPT

FTLOT
wv.anV
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1H-NMR MHz of 3b.

400 MHz, CDCl,4
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13C-NMR spectrum of 3b.
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IH-NMR spectrum of 3c.

400 MHz, CDCl;
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1H-NMR spectrum of 3d.

400 MHz, CDCl;
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13C-NMR spectrum of 3d.
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H-NMR spectrum of 3g.

400 MHz, CDCl4

.

I

2

3
%,

3

we

00'e

wT

£0'T
0T
€80T
08
0T
00T

1.5 1.0 105

30

40 35

45

5.0

9.0

9.5

10.0

wwr—

68'TE—

LPT19—

PEOL
S.FW
8F'LL

9€°LTT
€8°LTT
68°LTT
89'87T
€0°6ZT
6E°6ZT
H.ﬂnz*
ETO0ET
T9°EET
6EPET
TSSET
SLSET
9T'LET
9S'ERT
€T°99T~
18'9917

13C-NMR spectrum of 3g.

100 MHz, CDCl,4
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1H-NMR spectrum of 3h.
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1H-NMR spectrum of 3i.
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H-NMR spectrum of 3j.
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IH-NMR spectrum of 3k.

400 MHz, CDCl4
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IH-NMR spectrum of 44,

400 MHz, CDCl;
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1H-NMR spectrum of 4l.

400 MHz, CDCl;
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13C-NMR spectrum of 4l.

100 MHz, CDCl;
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H-NMR spectrum of 4m.
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13C-NMR spectrum of 4m.

100 MHz, CDCl4
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