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NMR Spectra

'H and *C NMR Spectra for Compound 3a:

IH NMR (400 MHz, CDCls)
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!H and 3C NMR Spectra for Compound 3b:

IH NMR (400 MHz, CDCls)

0000- "

TEETT

98L€ T

1806

ve89Y
988'97\

0ST'Z
oLT h/
00277
S22 NN
1920

CN

MeO ‘ ‘ Me

L

gy

Feoe

M\MN.M

Foot

Fsoz

Fero

£1 (ppm)

13C NMR (100 MHz, CDCls)

S10T2

uXY'IYr T

6625

§S6'9L7\

000°2L7
118 K\

Ly vl
910021

857221\
95T'821 7
6L mNHN
vsL'621 7/
9ETEET

aerer”

9EE'6ST

£1 (ppm)



Supporting Information for Molecules

S4

!H and 13C NMR Spectra for Compound 3c:

IH NMR (400 MHz, CDCls)

g o © ~ 3
Sy 8% g S S
Iy 88 3 R
NN S 6 Ir o 4
N
MeO l l OMe
l ‘A__J A Ak
T 7 iy T
o @ o ©
< o IS] I
< < - ©
T T T T T T T T T T T T T T T T T
.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 .5 3.0 2.5 2. 1. 1. 0.0
1 (ppm)
C NMR (100 MHz, CDCls)
o ©o o4 9~
2 €5 3 8 @gm @ ©
& 58 8 g 288 3 8
< 28 S « 588 & &
3 &8 § 3 N w0 s
k] 88 8 4 KRR & <
N N
T T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 10 30 20 10 0 10

£1 (ppm)



S5

Supporting Information for Molecules

'H and 3C NMR Spectra for Compound 3d:

IH NMR (400 MHz, CDCls)

00007

T9CC

8L

6225

958'9
8/8'9
1972
SITL
veTL
6872
86T°L
6e2'L]
6vZ'L|
1922
082
88,
z6€L
86€L
oL

CN Me

MeO

Frre

Frze

)

LWSA

Feoz

Wﬁo.m
vee
H/D”,H

f1 (ppm)

13C NMR (100 MHz, CDCls)

0LE6T

SeT6E™

29285

289927\
000°LL7/
Namﬁﬁ\

Z8EVIT

€8/ 61T
9¢/°9¢T
GE8'9CT

V.IT6ST

T
200

T
210

f1 (ppm)



S6

Supporting Information for Molecules

!H and *C NMR Spectra for Compound 3e:

IH NMR (400 MHz, CDCls)
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'H and 3C NMR Spectra for Compound 3f:

IH NMR (400 MHz, CDCls)
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!H and 3C NMR Spectra for Compound 3g:

IH NMR (400 MHz, CDCls)
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1H, 13C and *F NMR Spectra for Compound 3h:

IH NMR (400 MHz, CDCls)
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19F NMR (376 MHz, CDCls)
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'H and 3C NMR Spectra for Compound 3i:

IH NMR (400 MHz, CDCls)
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'H and 3C NMR Spectra for Compound 3;j:

IH NMR (400 MHz, CDCls)
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!H and 3C NMR Spectra for Compound 3k:

IH NMR (400 MHz, CDCls)
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'H and 3C NMR Spectra for Compound 3lI:

IH NMR (400 MHz, CDCls)
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!H and 3C NMR Spectra for Compound 3m:

IH NMR (400 MHz, CDCls)
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!H and 3C NMR Spectra for Compound 3n:

IH NMR (400 MHz, CDCls)
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'H and 3C NMR Spectra for Compound 3o:

IH NMR (400 MHz, CDCls)
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!H and 3C NMR Spectra for Compound 3p:

IH NMR (400 MHz, CDCls)
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!H and 13C NMR Spectra for Compound 3q:

IH NMR (400 MHz, CDCls)
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!H and 3C NMR Spectra for Compound 3r:

IH NMR (400 MHz, DMSO-d6)
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!H and 3C NMR Spectra for Compound 3s:

IH NMR (400 MHz, CDCls)
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!H and *3C NMR Spectra for Compound 3t

IH NMR (400 MHz, CDCls)
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!H and 3C NMR Spectra for Compound 3u:

IH NMR (400 MHz, CDCls)
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!H and 3C NMR Spectra for Compound 3v:

IH NMR (400 MHz, CDCls)
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!H and 13C NMR Spectra for Compound 3w:

IH NMR (400 MHz, CDCls)
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!H and 3C NMR Spectra for Compound 3x:

IH NMR (400 MHz, CDCls)

0000~

veLvT

ot
6121 //
672\
steL
oy
8ve NM
gL
gov'L %\\
1ev ]
9192

CN

__J
Fooez

Wmm.m
ST
%HO.N

f1 (ppm)

13C NMR (100 MHz, CDCls)

YEO'TY

€89'9/7\
T00LL™ )
81¢ R\

£228TT
022’2t /
§59'22T
815 mNHW
80T'62T
2T HQN
oszzer’)
£92°€ET”

LA

T
100
f1 (ppm)




S27

Supporting Information for Molecules

!H and 13C NMR Spectra for Compound 3y:

IH NMR (400 MHz, CDCls)
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!H and 13C NMR Spectra for Compound 4y:

IH NMR (400 MHz, CDCls)
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!H and 3C NMR Spectra for Naproxen:

IH NMR (400 MHz, CDCls)
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HPLC spectra:
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Total 3614011 34999 100.000
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Peak# Ret. Time|  Area  Height | Peak Start  Area% |Width at 50% Height
1 75.360 105570 869 73.150 2.501 1.947
2 81.662 4115868 32019 78.992 97.499 | 1.905
Total 4221439 32888 100.000

95% ee of (R)-1y was determined by HPLC: OJ-H Column, 5/95 iPrOH/hexane, 0.5
mL/min, 254 nm, 35 °C; retention time = 75.36 min (minor), 81.66 min (major).
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Supporting Information for Molecules
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Total 65636440 1537561 100.000
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1 16.332| 21841649 706234 15.900 50.303 0.449
2 23730 21578503 376470 22.725 49 697 0.881
Total 43420152 1082704 100.000

0% ee of 3y was determined by HPLC: AS-H Column, 5/95 iPrOH/hexane, 0.8 mL/min,

220 nm, 35 °C; retention time = 16.33 min (minor), 23.73 min (major)).
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Other Pathways for the Direct Cyanation of Benzyl Alcohols:
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Scheme S1. Proposed mechanism.



