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1. 'H and *C{*H} NMR spectra for all new and selected known compounds.

€8°07
S8°0 1
¥6°0 1
S6'0 1
960 1
£6'0
860
660 1
10°T §
10°T
€0°T
YO'T
SOTT
90°T 7
L0'T
£0'T]
801
80°T
60T
60'T
11T
T %
50z
(44
ov.&
T
vy
9t
9S
LSV
85t
85y
vb'S
Sb'S
9'S
'S
8b'S
6b'S
0s's
0S's
s
s
6L'S
6L'S
18'S
18°S
€8's
€8's
YTL~
sTL \ﬁ
sT'L
9z,
oz
A ﬁ

—

Vel
og's
og'z
12
(43
zee ]

(239 ;
eee |
ve'L

16'L
26°L 1
26°L
€67 |
¥6°L
2067

— = gT¢

= Feoez

= -— Fee60
8z'e
3 _— Mmm.o

60°0

— . = 860
= 800
001

= = 00
& 001
= I +00
10T

s

=== [ qgy

—_ e————— 9T

Me
Ph
OH

- = +0°0
— -—— F 260

2a

OTIPS

P
T
n
i

ppm

'H NMR (400 MHz, CDCl3)
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19F{lH} NMR spectra of Mosher’s esters i, i/’ ii and ii/ii’
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3. X-ray crystallographic data for 12

Sample of 12 was prepared by crystallization from hexane. The measurements were performed on
Bruker X8 APEXII diffractometer using Cu-Ka radiation (A = 1.54178 A). Frames were integrated with
the Bruker SAINT software package using a narrow-frame algorithm." Data were corrected for
absorption effects using the face-indexed numerical method (SADABS).” placed in calculated
positions and refined as riding on their parent atoms with Uiso = 1.2 Ueq. The structure was solved by
direct methods SHELXS-2014° and refined with full-matrix least-squares calculations on F2 using
SHELX-2014%. All non-hydrogen atoms were refined anisotropically.

The structures presented in this article have been deposited with the Cambridge Crystallographic Data
Centre. Copies of these data can be obtained free of charge Vvia
http://www.ccdc.cam.ac.uk/conts/retrieving.html  or from the Cambridge Crystallographic Data
Centre,12 Union Road, Cambridge CB2 1EZ, UK; fax:(+44) 1223-336-033; e-mail:
deposit@ccdc.cam.ac.uk.
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Table S1. Crystal data and structure refinement details for 12

Empirical formula C,7H47;NO5SSi

Formula weight 525.80

Crystal color and habit colorless plate

CCDC No. 1917839

Temperature /K 296(2)

Crystal system triclinic

Space group P-1

alA 11.3319(4)

b /A 12.7598(5)

c/A 12.8305(5)

al® 110.192(2)

B/ 106.603(2)

y/° 101.611(2)

Volume /A® 1573.10(11)

Z 2

Peatc] g CM™ 1.110

p/mm™* 1.537

F(000) 572.0

Crystal size /mm® 0.066 x 0.167 x 0.245

O range for data collection /° 3.92 10 60.32

Index ranges -12<=h<=11, -11<=k<=14, -14<=I<=11
Reflections collected 28870/ 3741
(all/independent)

Data/restraints/parameters 3741/0/328
Goodness-offit on F? 1.033

Final R indexes [I1>20 (I)] R1 =0.0549, wR2 = 0.1087
Final R indexes [all data] R1 =0.1349, wR2 = 0.1337

Largest diff. peak and hole /e A®  0.174 and -0.157
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Figure S1. ORTEP diagram (50% probability) of 12.
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