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Table S1. Crystal data and experimental details for (5)-1,2-O-isopropylidene-(5-O-a-D-

glucofuranosyl) #-butanesulfinate 10.

Molecular formula Ci3H2407S
Formula weight 324.4
Crystallographic system Orthorhombic
Space group
P21212;
a[A] 7.097(3)
b [A] 9.594(3)
c[A] 23.832(5)
V [A3] 1622.7(9)
V4 4
Dcaled [g/cm3] 1.328
Data collection temperature [K] 100(2)
Crystal dimensions [mm] 0.3,0.2,0.1
F(000) 696
Radiation, & [A] MoKa, 0.71073
Scan mode ®
2emax [0] 72.28
hkl ranges h(-11,11), k (-15,9),1(-31,37)

Absorption coefficient u [mm™]

0.228

Reflections measured 17405
Reflections unique 6250
Reflections observed, I > 2o(I) 5270
Rint 0.0375
Parameters refined 263
Flack x parameter -0.11(9)
WR? (obs) 0.1440
Ri(obs) 0.0633
S (goodness-of-fit) 1.067
Residual density max [eA] 0.381
Residual density min [eA™] -0.537
Resolution max [A] 0.6026




Table S2. Asymmetry parameters for the two five-membered rings in the crystal structure of
(8)-1,2-O-1sopropylidene-(5-O-a-D-glucofuranose) #-butanesulfinate 10.

Ring C1,C2,C3,C4,04 Ring C1,C2,02,C7,01

ACC  47.5(4) AC2C1C2 59.1(4) ACC 36.0(5) AC2C1C240.9(6)
ACC  39.2(4) AC2*>C3 38.9(4) ACs??  24.1(5) AC2°*0% 17.5(6)
ACS  17.4(4) ACS* 4.1(4) ACL?  2.2(6) AC29%C7 12.6(6)
ACC  11.0(4) AC+0% 32.7(4) ACST 20.8(5) AC2C7O1 37.9(6)

ACL  37.0(4) AC:O+Cl 56.8(4) ACL! 35.4(5) AC:O1Cl 48.7(6)
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Current Data Parameters

NAME rze200302
EXPNO %
PROCNO i

F2 - Acquisition Parameter
Date, 20200302
Time™ 13.40
INSTRUM AV-200
PROBHD 5 mm QNP 1H/13
PULPROG 2gpg30
TD 32768
SOLVENT CDC13
NS 512

DS 0
SWH 12345.679 Hz
FIDRES 0.376760 Hz
AQ 1.3271540 se
RG 4597.6
DW 40.500 us
DE 7.00 us
TE 8.0 K
D1 2.00000000 se
dil 0.03000000 se
DELTA 1.89999998 se
TDO 1
======== CHANNEL fl ======
NUC1 136
Pl 14.75 u
PL1 1.00 dE
SFOL 50.3358080 ME
======== CHANNEL f2 ======
CPDPRG2 waltzl6
NUC2 1H
PCPD2 100.00 us
PL2 -1.00 dE
PL12 22.10 dE
PL13 40.00 dE
SFO2 200.1610010 ME
F2 - Processing parameters
SI 32768
SF 50.3303369 ME
WDW EM
SSB 0

LB 2.00 Hz
GB 0

PC 1.40

Figure 18. 3C NMR Spectrum of (S)-1,2-O-isopropylidene-(5-O-a-D-glucofuranosyl)

t-butanesulfinate (S)-10
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Figure 2S. "H NMR Spectrum of (S)-1,2-O-isopropylidene-(5-O-a-D-glucofuranosyl)
t-butanesulfinate (S)-10
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Figure 3S. '"H NMR Spectrum of (S)-1,2-O-isopropylidene-(5-O-0-D-glucofuranosyl)

t-butanesulfinate (S)-10 (Range extension 1.0-1.6 ppm)
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Figure 4S. "H NMR Spectrum of diphenyl sulfoxide
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Figure 58. 1°C NMR Spectrum of diphenyl sulfoxide
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Figure 6. Mass Spectrum of diphenyl sulfoxide
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DATE = 2020/06/09
E - 18:25
HSTRIN = AV-200 | &
PULPROG = 2530

FL (1)
5T = els2
SF = 200.16 °

SUp = 4139.073

Figure 7S. 'H NMR Spectrum of di-p-tolylsulfoxide
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Figure 8S. °C NMR Spectrum of di-p-tolylsulfoxide
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Figure 9S. Mass Spectrum of di-p-tolylsulfoxide



