Supplementary Information.

Parameter
Data File Name

2RQ

Vi

i

1

Value

D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-188. crude. fid/ fid

Xiao et. al.

Title ab-3-188. crude
Comment ab-3-188. crude OMe 3 o OMe
Origin Varian O
Solvent cdel3 O
Temperature 25.0 MeO' 4 OMe
Pulse Sequence s2pul OMe OMe
Relaxation Delay 8. 0000 T
Pulse Width 0. 0000
Acqu tion Time 2. 5000
Acquisition Date 2011-07417T16:31:26
Spectrometer Frequency 399. 95
Nucleus H
/
L ! .
i "
b <2
T T T T T T T T T T T T T T T T T T
0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 .5 2.0 .5 1.0 0.5 0.0 0.!
f1 (ppm)
o
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-188. 13C. fid/ fid
Title ab-3-188. 13C
Comment Std carbon OMe [o] OMe
Origin Varian
Solvent cdel3 O = O
Il)em[?euflure . 230 MeO OMe
ulse Sequence s2pul
Relaxation Delay 1. 0000 OMe OMe
Pulse Width 0. 0000 7
Acquisition Time 1. 2987
Acquisition Date 2011-07-21T20:38:53
Spectrometer Frequency 150. 79
Nucleus 13C
T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 (1 00 ; 90 80 70 60 50 40 30 20 10
f1 (ppm

S22



Parameter
Data File Name

Supplementary Information.

% R

—17.2
—17.00

Value

D:/ chemistry/ zakarian's group/
NMR/ 500/ Ashok/ ab-2-287. fid/ fid

Xiao et. al.

Title ab-2-287
Comment ab-2-287
Origin Varian
Solvent cbCl3
Temperature =20.0
Pulse Sequence s2pul
Relaxation Delay 8. 0000
Pulse Width 0. 0000
Acquisition Time 2.5001
Acquisition Date 2011-03-17T09:39:40
Spectrometer Frequency 499. 86
Nucleus H
: k l Jl 1
i R T T T
S B8 8 - i 2
T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 45 0 0.5 0.0
f1 (ppm)
= ] B cowe ©
i < = ST =
B} == e <
= == EEEE =
| I5] \&/
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-2-287.13C. fid/ fid om
Title ab-2-287. 13 e
Comment ab-2-287. 13C MeO.
Origin Varian
Solvent CDC13 OMe
Temperature -20.0 P>
Pulse Sequence s2pul
Relaxation Delay 1. 0000 MeO.
Pulse Width 0.0000 O OH
/\cqu%s%l?on Time 1. 3005 - . MeO OMe
Acquisition Date 2011-03-17T09:48:36 8
Spectrometer Frequency 125. 70
Nucleus 13C
Fo||
s J—l- AL, A S . S Wh sty
T T T T T T i T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
£1 (ppm)

§23



Supplementary Information.

Shimadzu LCsolution Analysis Report

C\LabSohdionsiDatalabtab-3-087-03 led

Acquired by > Admin
Sample Mame :ab-3-138
Sample IO - ab-3-138
Val # :
Injection Walume 125 ul
Diata File Name : alb-3-097-03.bed
Method File Mame - ces-00-H-analytical 0.48cm x Z5cm lem
Batch File Mame :
Report File Name : Default lor
Data Acquired D E112011 Z55:22 PM
Data Processed T EBM12011 43744 PM
<Chromatogram>
CriLabSohdionsiData\ab\ab-3-087-03 lcd
m
1.1 DetA Chi
. OMe
- MeO
1.0+ MeO.
7 MeO OMe
0.5
0.0 - -
u T T T T é T T T T 1ID T T T T 15 T T T
mnin
1 Det.A Ch1/278nm
PeakTahle
Detector A Chl 275mm -
Paak? Fet Time Area ng% Area Heipht 72
1 23330 13557 0,500 50883
P EI S 136018 PR A3 EDRIE]
T PRI 1533 TI0.000 | TI0.600)

Xiao et. al.

TI2G2012 17:58:38 1 7 1

CilabSolufions\Datatablab-3-007-03 lod

S24



Supplementary Information.

CALabSeolutions\Data\ablab-3-103.lcd

Xiao et. al.

TI2602012 17:58:08 1 7 1

Shimadzu LCsolution Analysis Report ====

Acquired by > Admin
Sample Mame :ab-3-183
Sample IO - ab-3-183
Val # :
Injection Walume 125 ul
Diata File Name - alb-3-183 lcd
Method File Mame - ces-00-H-analytical 0.48cm x Z5cm lem
Batch File Mame :
Report File Name : Default ler
Data Acquired T TR212011 Sedd:58 PM
Data Processed T T212011 6:34:01 PM
<Chromatogram>
C:lLabSolutionsiData\abiab-3-193.lcd
m
. OMe D=t A Chi
15—_ O OMe
E MeO
104 Z
] MeO. O oH
- MeO OMe
i
] 8 :
i 8
D—_—-—-n-..._,_,___,_ y e
]
u T T T 1|u T T T T Elu T T T T ﬁ T T T 4h T T T T
mnin
1 Det.A Chi1/215nm
PeakTable
Dietector A Chl 215nm
[ Feak® Hel Time Area FHeight Area e Haizht 7a
| PER ] THe024 | 09437 )
] 33930 LRESi 3=E 3563 LTET
T ) E) THET 100, 00| TO0000

CALabSalutions\Datatabiab-3-163 led

525



Parameter
Data File Name

Supplementary Information.

Value
D:/ chemistry/ zakarian’s group/
NMR/ 500/ Ashok/ ab-3-196. fid/ fid

Xiao et. al.

Title ab-3-196
Comment
Origin Varian
Solvent cdel3
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 4. 8000 OMe
Pulse Width 0. 0000 3 6
Acquisition Time 2. 5000 /E
Acquisition Date 2011-07-23T15:35:28 (o)
Spectrometer Frequency 599. 63
Nucleus 1H
[l |
L e o Ba S—
o F
—~S - S N
T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.0 5.5 5.0 4.5 4.0 .5 3.0 2.5 2.0 0.5 0.0
£1 (ppm)
] 5 IBS = o
s 3 ggd = 2
=1 hop a a== S = o
I MR TR | 1B, |
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-120. 13C. fid/ fid
Title ab-3-120. 13C OMe
Comment STANDARD CARBON PARAMETERS MeO.
Origin Varian O
Solvent CcbCl3
Temperature 22.0 OMe
Pulse Sequence s2pul = L
Relaxation Delay 1. 0000
Pulse Width 0. 0000 MEO, (o) (o]
Acquisition Time 1. 3005 O
Acquisition Date 2011-05-27T16:25:30 MeO OMe
Spectrometer Frequency 125. 70 9
Nucleus 13C
T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
1 (ppm)

S26



Supplementary Information.

Parameter
Data File Name

| & 3

= & GGG

| NN
Value

D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-064. pure. fid/ fid

1.63
1.63

P

Xiao et. al.

Title ab—3-064. pure
Comment ab—2-064. pure
Origin Varian
Solvent cdel3
Temperature 25.0 OMe
Pulse Sequence s2pul
Relaxation Delay 8. 0000
Pulse Width 0. 0000 L2 CcoH
Acquisition Time 2. 5000
Acquisition Date 2011-04-25T19:39: 31 MeO.
Spectrometer Frequency 399. 95
Nucleus 1H MeO
1 __.J -
i i i
s 2 o
T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
£1 (ppm)
8 8 o
| I
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/ 500/
Ashok/ ab-3-064. recryst. fid/ fid
Title ab-3-064. recryst
Comment STANDARD CARBON PARAMETERS
Origin Varian
Solvent CDC13
Temperature 22.0
Pulse Sequence s2pul
Relaxation Delay 1..0000
Pulse Width 0. 0000
Acquisition Time 1. 3005
Acquisition Date 2011-05-13T21:06:23
Spectrometer Frequency 125. 70
Nucleus 13C
T T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100( ; 90 80 70 60 50 40 30 20 10
f1 (ppm

S27



Supplementary Information. Xiao et. al.

= <
| [
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-122. fid/ fid
Title ab-3-122
Comment ab-3-122
Origin Varian
Solvent cdel3 OMe
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 8. 0000
Pulse Width 0. 0000 OH
Acquisition Time 2. 5000
Acquisition Date 2011-05-31T10:17:52 MeO
Spectrometer Frequency 399. 95
Nucleus 1 MeO
w
T gile iR bk
= 2 = 5
T T T T T T ¥ T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.(
£1 (ppm)
2
I
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-122.13C. fid/ fid
Title ab-3-122. 13C
Comment STANDARD CARBON PARAMETERS
Origin Varian
Solvent cbCl3
Temperature 22.0
Pulse Sequence s2pul
Relaxation Delay 1. 0000
Pulse Width 0. 0000 MeO
Acquisition Time 1. 3005
Acquisition Date 2011-06-01T21:02:58 MeO
Spectrometer Frequency 125. 70
Nucleus 13C
T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm)

S28



Supplementary Information.

Parameter

Data File Name

Value
D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-123. fid/ fid

Xiao et. al.

Title ab-3-123
Comment ab-3-123
Origin Varian
Solvent cdel3
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 8. 0000
Pulse Width 0. 0000
Acquisition Time 2. 5000
Acquisition Date 2011-05-31T15:21:58
Spectrometer Frequency 399. 95
Nucleus 1H
/ 4 v 4 I
A J
i T
g ] &8
T T T T T T T T T T T T T T T T T T
10.5 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 3.5 3.0 2. 2.0 Lt 1.0 0.5 0.0
£1 (ppm)
3 538
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-123.13C. fid/ fid
Title ab-3-123. 13C
Comment ab-3-123. 13C
Origin Varian
Solvent cbCl3
Temperature 22.0
Pulse Sequence s2pul
Relaxation Delay 1.0000
Pulse Width 0. 0000
Acquisition Time 1. 3005
Acquisition Date 2011-06-01T21:10:07
Spectrometer Frequency 125. 70
Nucleus 13C
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 ¢ 10)0 90 80 70 60 50 40 30 20 10 0
f1 (ppm

§29



Supplementary Information. Xiao et. al.

883I8R 8z
B bR
Aol Y
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-073. fid/ fid
Title ab-3-073
Comment ab-3-073
Origin Varian
Solvent c6d6
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 8. 0000
Pulse Width 0. 0000 Br
Acquisition Time 2. 5000
Acquisition Date 2011-05-02T18:20:53
Spectrometer Frequency 399.95
Nucleus 1H
I
UL ]
f T
2 &
T T T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
£1 (ppm)
S& 2 88 g SE
£s g NN g %
v N |1
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-073.13C. fid/ fid
Title ab-3-073. 13C
Comment ab-3-073. 13C
Origin Varian
Solvent cbCl3
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 1. 0000
Pulse Width 0. 0000
Acquisition Time 1. 3005
Acquisition Date 2011-09-11T15:48:47 MeO.
Spectrometer Frequency 125. 70
Nucleus 13C MeO
T T T T T T T T T T T T T T T T T 1
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 C
1 (ppm)

S30



Supplementary Information. Xiao et. al.

5 &3 3 2% a8 38 a3
NN S < < < = =
Eove \ \% | Y oV
Parameter Value

Data File Name D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-075. fid/ fid

Title ab-3-07p

Comment ab-3-07p

Origin Varian

Solvent c6d6

Temperature 25.0

Pulse Sequence s2pul

Relaxation Delay 8. 0000

Pulse Width 0. 0000

Acquisition Time 2.5000 MeO.

Acquisition Date 2011-05-03T13:17:30

b‘pectromeler Frequency 399. 95 MeO

Nucleus 1H

f o T
S S 8 S
= - o
T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 3.0 2.5 1.5 1.0 0.5 0.0
£ 28 ~ ) =
% < = S &
= == g ) B
[ \l
Parameter Value
Data File Name D:/ chemistry/ zakarian’s droup/ NMR/
500/ Ashok/ ab-3-075. 13C. fijd/ fid
Title ab-3-075. 13C
Comment ab—2-083. alcohol
Origin Varian
Solvent cd3od
Temperature 22.0
Pulse Sequence s2pul
Relaxation Delay 0. 2000
Pulse Width 0. 0000
Acquisition Time 1. 3005

Acquisition Date

2011-05-16T14:05:26

Spectrometer Frequency 125. 70

Nucleus 13C
I L.l
T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
£1 (ppm)

S31



Supplementary Information.

Parameter

Xiao et. al.

©
|
o

—6.86

NS

Value

Data File Name D:/ chehistry/ zakarian's group/ NMR/
500/ Ashok/ ab-3-098. fid/ fid
Title ab-3-09
Comment ab-3-09
Origin Varian
Solvent cdel3
Temperature 22.0
Pulse Sequence s2pul
Relaxation Delay 8. 0000
Pulse Width 0. 0000
Acquisition Time 2. 5000
Acquisition Date 2011-05116T17:37:54 OH
Spectrometer Frequency 499. 86
Nucleus 1H
" el o4 LA l
s T T
bS] 8 8
T T T T T T T T T T T T T T T T
8.5 8.0 7.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

fll (ppm)

§8& s 5
EEE 3 S
N
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-098. 13C. fid/ fid
Title ab-3-098. 13C
Comment ab-2-083. alcohol
Origin Varian
Solvent cd3od
Temperature 22.0
Pulse Sequence s2pul
Relaxation Delay 0. 2000
Pulse Width 0. 0000
Acquisition Time 1. 3005 MeO.
Acquisition Date 2011-05-16T17:38:46
Spectrometer Frequency 125. 70 MeO
Nucleus 13C
T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)

832



Supplementary Information. Xiao et. al.
jj-2-219-a-a
jij-2-219-a-a
Paramgter Value
1 Data File Name / Users/ Jeff/ Downloads/
jjj-2-219-a-a.fid/ fid OMe
2 Title jij-2-219-a-a
OMe
3 Comment jij-2-219-a-a
4 Origin Varian
5 Solvent cdcl3
6 Temperature 25.0
7 Pulse Sequerjce s2pul
8 Relaxation Delay 4.8000
9 Pulse Width 0.0000
10 Acquisition Jime 2.5000
11 Acquisition Date 2012-11-20T15:38:09
12 Spectromete| 599.64
Frequency
13 Nucleus 1H
L A W
— 2P s T T e—_ T f T
OO r—=NWOMO O (=] N O O W N — O 0 o~
Sa—~99o90qg S 9 9999 9oaoH=HN O o ~
HOHHHHHO o~ O ommmmmmnmnm— O ~ o0
T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5
f1 (ppm)
: 582 2
SN S N
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/ 500/
Ashok/ ab-3-128. 13C. fid/ fid
Title ab-3-128. 13C
Comment ab-3-128. 13C
Origin Varian
Solvent cdel3
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 1. 0000
Pulse Width 0.0000 OMe
Acquisition Time 1.2987
Acquisition Date 2011-07-28T21:49:15 OMe
Spectrometer Frequency 150.79
Nucleus 13C
T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)

833



Supplementary Information.

Xiao et. al.

S R &

o So

| v

Parameter
Data File Name D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-205. fid/ fid
Title ab-3-205
Comment ab-3-205
Origin Varian
Solvent cdel3
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 4. 8000
Pulse Width 0. 0000
Acquisition Time 2. 5000 MeO
Acquisition Date 2011-08-07T14:36:25
Spectrometer Frequency 599. 63 MeO
Nucleus 1H
s f Y
b (& i T
~ s = A B
T T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 .5 0.1
£1 (ppm)

S34



Supplementary Information.

Parameter
Data File Name

Value

D:/ chemistry/ zakarian's group/ NMR/
500/ Ashok/ ab-3-135.a. fid/ fid

Xiao et. al.

Title ab-3-135.a
Comment ab-3-135.a
Origin Varian
Solvent cdel3
Temperature 22.0
Pulse Sequence s2pul
Relaxation Delay 8. 0000
Pulse Width 0. 0000
Acquisition Time 2. 5000
Acquisition Date 2011-06-07T09:56:01
Spectrometer Frequency 499. 86
Nucleus 1H
ra £ e / V4
J L 5 o
T i} T b gy T
o o o & e =
S S S = o = =
T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5. 4.5 4.0 3.5 2.5 2.0 1.5 1.0 5 0.0
£1 (ppm)
§8i S
EEE £
N |
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/ 500/
/ g a. 13C. fid/ fid
Title
Comment
Origin Varian
Solvent CDC13
Temperature 22.0
Pulse Sequence s2pul
Relaxation Delay 1. 0000
Pulse Width 0. 0000
Acquisition Time 1. 3005 MeO
Acquisition Date 2011-06-07T09:56:58
Spectrometer Frequency 125. 70 MeO
Nucleus 13C
T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
£1 (ppm)

835



Parameter
Data File Name

Supplementary Information.

0~

©

—T7.26
—6. 88

SN

Value

D:/ chemistry/ zakarian’s group/ NMR/

500/ Ashok/ ab-3-135.b. fid/ fid

U=

Xiao et. al.

Title ab-3-135.b
Comment
Origin Varian
Solvent cdel3
Temperature 22.0
Pulse Sequence s2pul
Relaxation Delay 8. 0000
Pulse Width 0. 0000
Acquisition Time 2. 5000
Acquisition Date 2011-06-06T18:07:41
Spectrometer Frequency 499. 86
Nucleus 1H
/ o H / el I
A A |
o it iy
g 2 s
T T T T T T T T T
8.0 7.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
8§8& 2 8
NN S =
N I
Parameter Value
Data File Name D:/ chemistry/ zakarian's group/
NMR/ 500/ Ashok/ ab-3-135.b. 13C. fid/
fid
Title ab-3-135.b. 13C
Comment ab-3-135. b. 13C
Origin Varian
Solvent CDC13
Temperature 22.0
Pulse Sequence s2pul
Relaxation Delay 1. 0000
Pulse Width 0. 0000
Acquisition Time 1. 3005
Acquisition Date 2011-06-06T18:10:49
Spectrometer Frequency 125. 70
Nucleus 13C
T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm)

S36



Supplementary Information. Xiao et. al.

- o
1 1
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-190. fid/ fid
Title ab-3-190
Comment ab-3-190. 500MHz
Origin Varian
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 8. 0000
Pulse Width 0. 0000 MeO
Acquisition Time 2.5001
Acquisition Date 2011-09-11T22:04:06 MeO
Spectrometer Frequency 499. 86
Nucleus H (+)-tatanan A
5 4 = 4 y s
) i plsa il
< = S o =2 =
- K Sk of & a8
T T T T T T T T T T T T T
T:5 7.0 6.5 6.0 5.5 5.0 4.5 2.5 2.0 1.5 1.0 0.5 0.0
B
5
N2 A NA
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/
500/ Ashok/ ab-3-190. 13C. 2. fid/ fid
Title ab-3-190. 13C. 2
Comment STANDARD CARBON PARAMETERS
Origin Varian
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 1. 0000
Pulse Width 0. 0000
Acqu tion Time 1. 3005
Acquisition Date 2011-09-11T22:17:15
Spectrometer Frequency 125. 70
Nucleus 13C
(+)-tatanan A
T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm)

837



Supplementary Information. Xiao et. al.

ceee 4
\\V
Parameter Value
Data File Name D:/ chemistry/ zakarian's group/ NMR/
500/ xq-2-18. fid/ fid
Title xq—2-18
Comment xq—2-18
Origin Varian
Solvent €DC13 o
Temperature 25.0 n 4
Pulse Sequence s2pul Xs\/z\\\/
Relaxation Delay 4. 8000 5 1 3
Pulse Width 0. 0000
Acquisition Time 2. 5001 21
Acquisition Date 2012-04-28T10:45:39
Spectrometer Frequency 499. 86
Nucleus 1H
7
e i T i
g s =5 5 =
T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1 (ppm)
) ] ) o
o S & i
= 5 g3 T
\ [ [ |
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ NMR/
500/ xq-2-18-C13. fid/ fid
Title xq-2-18-C13
Comment xq-2-18-C13
Origin Varian
Solvent €DC13
lemperellure 25.0 g 2\ 4
Pulse Sequence s2pul ~Tx
Relaxation Delay 1. 0000 5 1 3
Pulse Width 0. 0000
Acquisition Time 1. 3026 21
Acquisition Date 2012-04-28T10:46:51
Spectrometer Frequency 125. 70
Nucleus 13C
LIl 1l W | n "
T T T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm)

S38



Supplementary Information.

Shimadzu LCsolution Analysis Report

Xiao et. al.

TI2E2012 183711142

CAlabSolutions\Datal Project 1weg-sulficxiderac-01.lcd

Acapuared by - Admin
Sample Name - mg-sulficxide-rac
Sample 1D - xg-sulficxide-rac
Vail # :
Inpecton Volume 26ul
Data File Mame - ag-sulficxide-rac-01.lcd
Method File Mame - JB-est-1 lcm
Batch File Mame :
Report File Mame - Default lor
Data Acquired S GI2012 34022 PM
Data Processed © TIPE2012 4:33:16 PM2% iPrOH-hexane
1 mlfmin
1 mgiml concentration .
A0 wl injection
200 nm
RO TR T TEE T B
ClLabSolufions\Data! Project 1wg-sulficxide-rac-01.lcd
miy
a0 E Lt A Ch
- o 9
] " S X
. H ~
- o >r 21
20
iiu
ﬂ_:
T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T
1] & i0 15 20 25 30 35 40
min
my
Det.A Ch
-0.5-
-1' T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T
] ] 10 15 20 25 30 5 40
mini
1 Detd Chi1/200nm
2 DetA ChE254nm
PeakTable

CALabSolutions\Data\Projectwg-sulfioxide-rac-01 led

S39



Supplementary Information.

Xiao et. al.

TI2E2012 18:38:18 1 7 1

Shimadzu LCsolution Analysis Report ====

C\LabSodhutions\Data\Project 1eg-sulfiexide-2-43 led

2UIPrOH in Hex
imlimin AD-H
1 mg/mi
20 ulAequired by > Admin
Sample Mame : xi-sulficuide-2-43 led
Sample IO : xy-sulfiodide-2-43
Val # :
Injection Wislume : 20 ul
Data File Mame : x-sulficuide-2-43 led
Method File Name : hk-standard lem
Batch File Mame :
Report File Name : Default lor
Data Acquired T B2112012 12:07:47 PM
rocesse T 212012 E:08:47 PM
TN LD BELAPLN Sne
CoLabSohtions'\DataiProject 1 wg-sulficeide-2-43 bed
mALl
ﬁ PO Bul 1
?.5—_ 0
>rs\/\/
4 21
A.H
2.5
: i3
1 T T T T | T T T T | T T T T | T T T T | T T T T | T T
1] ] 10 15 20 25
mini
1 PDA Multi 1/254nm 4nm
PeakTahlz
PDA Chl 2540m 4nm
Paaks Est Time Area Heght Area ¥a Heaght Ve
1 16.305 ) bk TT51 5110 11135
2 15,328 £ i) o 3004 o8]
3 0,882 T21805 e E0.008 EEY
L HEil45 10401 100000 TOT0T]

CiLabSolutionsi\Data\Project 1'wg-sulficede-2-43 led
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] BEl 5 BRIIRE & = 888
\ NI | I N
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/ MR/
500/ xq-2-20-500C. fid/ fid
Title xq-2-20-500C
Comment xq—2-20-500C
Origin Varian
Solvent cels OMe
Temperature 25.0 OMe
Pulse Sequence s2pul
Relaxation Delay 4. 8000
Pulse Width 0. 0000 9 MeQ E
Acquisition Time 2.5001 WS F : C0;"-Bu
1\.cquisl tion Da.te 2012—0"1-28'117:39: 14 2 Me WMe
Spectrometer Frequency 499. 86
Nucleus 1M 22
VA | v /s
| Jl ! . N JM
il & s & ) r
T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4, 3.5 3.0 2.5 2.0 L5 1.0 0.5 0.0
f1 (ppm)
= = 2 e mmon woTa = om = o o
5 o ] 52 B IR 2 e = 2
- = = & e REED S B g &a 23
| \ NN N 1 N
Parameter
Data File Name D:/ chemistry/ zakarian's group/
NMR/ 500/ xq-2-20-230C—C13. fid/ fid
Title xq-2-20-230C-C13
Comment xq—2-20-230C-C13
Origin Varian OMe
Solvent CDC13 OMe
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 1. 0000 9 MeO H
Pulse Width 0. 0000 “-SJY'\,CO-‘:'-BU
Acquisition Time 1. 3026 z 3
Acquisition Date 2012-04-28T17:49:28 Ms Me
Spectrometer Frequency 125.70 22
Nucleus 13C
| | || A N i 1 A_L .
T T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
1 (ppm)
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5 SEEE BS o BHE = EEREE 2 8 FERH
o B85S E B s o ed od 5 B ] = 4 S3s88
\ \YARRYS N S L N
Parameter Value
Data File Name D:/ chemistry/ zakarian’'s group/
NMR/ 500/ xq-2-24-500C. fid/ fid
Title xq—2-24-500C
Comment xq-2-24-500C OMe
Origin Varian OMe
Solvent cnel3
Temperature 25.0 M
Pulse Sequence sZpul 8 9 e H "
Relaxation Delay 4. 8000 ﬁ / 3 2 5.C0,"-Bu
Pulse Width 0. 0000 01 4 62
Acquisition Time 2. 5001 Me “Me
Acquisition Date 2012-05-04T11:48:49 23
Spectrometer Frequency 499, 86
Nuelens TH
| ) L e oot
i [ T s T 7 i
A R Sas B JEI R
T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5. 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1:h 1.0 0.5 0.0
1 (ppm)
] =HE 8 & 2 = & — = = = = w omm
i Sed o el = o = x ol S: = o
5 B8 2 =2 = = 2 s % == 5 5 =2
| Ol o I (Y
Parameter Value
Data File Name D:/ chemistry/ zakarian's group/ NMR/
500/ xq-2-24-280C-C13. fid/ fid OMe
Title xq-2-24-230C-C13 OMe
Comment xq—-2-24-230C-C13
Origin Varian
O MeO
Solvent CDC13
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 1. 0000 23
Pulse Width 0. 0000
Acquisition Time 1. 3026
Acquisition Date 2012-05-03T22:00:24
Spectrometer Frequency 125. 70
Nucleus 13C
| yl | O ek ! A
T T T T T T T T X T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
1 (ppm)
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Parameter Value
Data File Name D:/ chemistry/ zakarian's group/
NMR/ 500/ xq-2-65. fid/ fid
Title xq-2-65 OMe
Comment xq—2-65 OMe
Origin Varian
Solvent chel13
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 4. 8000
Pulse Width 0. 0000
Acquisition Time 2.5001
Acquisition Date 2012-06-30T11:05:47
Spectrometer Frequency 499. 86
Nucleus H
7 yid / o
H il L J PN 1 A
) g T dh T i 3 )
i = e SBd o 5 = N &
T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 0 0.5 0.0
1 (ppm)
£ F B =B = o oo cgm seo @ oo
<5 P S o = T e S 3 She
o 5 3 =3 = & TEEE BB R 4 z=
| Y ) NS £l )
Parameter Value
Data File Name D:/ chemistry/ zakarian's group/
NMR/ 500/ xq-242-C13. fid/ fid
Title xg-242-C13 OMe
(,Umlm?m xq*?/lZ*Ll.i OMe
Origin Varian
Solvent €DC13
Temperature 80.0
Pulse Sequence s2pul
Relaxation Delay 1. 0000
Pulse Width 0. 0000
Acquisition Time 1. 3026
Acquisition Date 2012-02-27T16:27:47
Spectrometer Frequency 125. 70
Nucleus 13C
L l Lol
T T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 10{() ; 90 80 70 60 50 40 30 20 10 0
1 (ppm
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28= paa R =
e ] &S S i
R I \
Parameter Value
Data File Name D:/ chemistry/ zakarian's group/
NMR/ 500/ xq-2-66. fid/ fid
Title xq-2-66
Comment xq-2-66
Origin Varian
Solvent €DC13
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 4. 8000
Pulse Width 0. 0000
l\cqu?s%l ion Time 2. 5001 R 26 oTIPS
Acquisition Date 2012-07-02T14:29:59
Spectrometer Frequency 499. 86
Nucleus 1H
L= L ot o o ——— l /
e s e e —— s
el g5 B & F R = =R
s oi =t s S = Hodeied = s SRt
T T T T T T T T T T T T T T T T T T
8.5 8.0 5 7.0 6.6 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1 (ppm)
= 8 8 = ) oo e o
=i ® = < S e 5 =
= = = s g = 5
| [ L Y I
Parameter Value
Data File Name D:/ chemistry/ zakarian's group/
NMR/ 500/ xq-2-66-C13. fid/ fid
Title Xq—2-
Comment
Origin Varian
Solvent €DC13
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 1. 0000
Pulse Width 0. 0000
Acquisition Time 1. 3026
Acquisition Date 2012-07-02T14:32:43
Spectrometer Frequency 125. 70
Nucleus 13C
[4__] l ko } IJJ J\,_L " th lJL
T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
1 (ppm)
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[ < ai o=
\ I [
Parameter Value
Data File Name D:/ chemistry/ zakarian's group/
NMR/ 500/ xq-1-283-SM-T=40. fid/ fid
Title K- 1-283-M- MeQ ~ OTIPS
Comment xq-1-283-5M T
Origin Varian
Solvent CDC13
Temperature 50.0
Pulse Sequence s2pul
Relaxation Delay 8. 0000
Pulse Width 0. 0000
Acquisition Time 2.5001
Acquisition Date 2012-03-27T17:14:51
Spectrometer Frequency 499, 86
Nucleus 1H
- = - ot — 2 e
N MU
T A ek ™ N caboao i S e el T iy
s gesse 2 55 T gzaEEs s =3 23 &
= S-=sd8s = =3 = sidsiaiaial o = = = 3 i
T T T T T T T T T T T T T T T T T
8.5 8.0 5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1 0.5 0.0
1 (ppm)
=8 8 = i =
848 d EE = =
=32 = == & =
Vo v i
Parameter Value
Data File Name D:/ chemistry/ zakarian's group/
NMR/ 500/ xq-1-283-SM-500C-C13. fid/
rid
Title xq-1-283-5M-500C-C13
Comment xq~1-283-SM-500C-C13
Origin Varian
Solvent €DC13
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 1. 0000
Pulse Width 0. 0000
Acquisition Time 1. 3026
Acquisition Date 2012-04-01T11:55:26
Spectrometer Frequency 125. 70
Nucleus 13C
| ‘ | J ! | J ey
T T T T T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
1 (ppm)
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Parameter Value
Data File Name D:/ chemistry/ zakarian's group/
NMR/ 500/ xq-1-292-HPLC-2-500C. fid/
fid
Title xq-1-292-HPLC-2-500C
Comment xq-1-292-HPLC-2-500C
Origin Varian
Solvent €DC13
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 4. 8000
Pulse Width 0. 0000
Acquisition Time 2.5001
Acquisition Date 2012-04-15T13:56:44
Spectrometer Frequency 499. 86
Nucleus 1H
AT - 5 I / VA
l I
ST EARS T N e
T T T T T T T T T T T T T
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5. 2.0 1.0 0.5 0.0
1 (ppm)
] L8 e now o MmN
o ] = SR el R T
e = 5 SER 58 e e oo |
| A N i e
Parameter Value
Data File Name D:/ chemistry/ zakarian's group/ NMR/
500/ xq-1-292-HPLC-2-500C-C13. fid/ fid
Title xq-1-292-HPLC-2-500C—C13
Comment xq-1-292-HPLC-2-500C-C13
Origin Varian
Solvent €DC13
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 1. 0000
Pulse Width 0. 0000
Acquisition Time 1. 3026
Acquisition Date 2012-04-15T13:59:08
Spectrometer Frequency 125. 70
Nucleus 13C
J J | ] JI' | {1 1 . I.
T T T T T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
1 (ppm)
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Parameter Value
Data File Name D:/ chemistry/ zakarian's group/
NMR/ 500/ xq-2-3-500C. fid/ fid
Title xq-2-3-500C
Comment xg-2-3-500C
Origin Varian
Solvent €DC13
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 4. 8000
Pulse Width 0. 0000
Acquisition Time 2. 5001
Acquisition Date 2012-04-11T21:41:18
Spectrometer Frequency 499. 86
Nucleus 1H
- — — ﬁU e e
i Ry it
oo B o
e85 2T =
—= =5 ~
T T T T T T T T T T T T T T
8.0 l=b =0 6.5 6.0 b.b 5.0 4 2.5 2.0 1.5 1.0 0.5 0.0

TE8 8 €= = = S
Hog o S i =5 =
5885 & g8 o e o5
e T ¥ : T
Parameter Value
Data File Name D:/ chemistry/ zakarian’s group/
NMR/ 500/ xq -500C-C13. fid/ fid
Title xq-2-3-500C-C13
Comment xq- H00C-C13
Origin Varian
Solvent €DC13
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 1. 0000
Pulse Width 0. 0000
Acquisition Time 1. 3026
Acquisition Date 2012-04-11T21:44:41
Spectrometer Frequency 125. 70
Nucleus 13C
| ‘ MJ J JJ | JL Lk n
T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm)
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Parameter Value
Data File Name D:/ chemistry/ zakarian's group/
NMR/ 500/ xq-2-5-500C. fid/ fid
Title xq—2-5-500C
Comment xq-2-5-500C
Origin Varian
Solvent CDC13
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 4. 8000
Pulse Width 0. 0000
Acquisition Time 2.5001
Acquisition Date 2012-04-12T23:22:08
Spectrometer Frequency 499, 86
Nucleus 1H
v — - - v — - / /
T A T T s it
o o omex o o~ - o o8 o
g 2 8&58 bS] = == ® o= ]
R = = - Pr o5
T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5. . 0 Iz 0.¢ 0.0
Date of expariment: Apr 15 2012
xg-2-5-50cC-C13
File: xp
Pulse Sequence: s2pul
Solvent: CDC13 |
Ambient temperature
Operator: xqing
INOVA-500 'nmr500"
Relax. delay 1.000 sec
Pulse 43.2 degrees
Acg. time 1.303 sec
Width 30165.9 Hz
5536 repetitions
OBSERVE C13, 125.6889031 MHz
DECOUPLE H1, 499.8585468 MHz
Power 38 dB
continucusly on
WALTZ-16 modulated
DATA PROCESSING
Line broadening 0.5 Hz
FT size 131072
Total time 6 hr, 25 min, 20 sec
L L i T T T ™7 T T T
180 160 140 120 100 80 PPm
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Parameter Value

Data File Name D:/ chemistry/ zakarian’ s group/
NMR/ 500/ xq-2-6-500C-2. fid/ fid

Title xq-2-6-500C-2

Comment xq—2-6-H00C

Origin Varian

Solvent €DC13

Temperature 25.0

Pulse Sequence s2pul

Relaxation Delay 4. 8000

Pulse Width 0. 0000

Acquisition Time 2. 5001

Acquisition Date 2012-04-19T15:39:49

Spectrometer Frequency 499. 86

Nucleus 1H

—
e
B
Ty
=
™

Wl
e e i f) g T T T
i R LEE% & 5 2 R
T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1 (ppm)
B B q4IBERY o wow = o
= I i NS Ses £ 5
= REaaS ===z S cEE b =
\ NSNS I N I
Parameter Value
Data File Name D:/ chemistry/ zakarian's group/
NMR/ 500/ xq-2-6-230C-C13. fid/ fid
Title xg-2-6-230C—C13
Comment xq—2-6-230C-C13
Origin Varian
Solvent €DC13
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 1. 0000
Pulse Width 0. 0000
Acquisition Time 1. 3026
Acquisition Date 2012-04-15T18:13:55
Spectrometer Frequency 125. 70
Nucleus 13C
\ mtrahondl o
T T T T T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm)
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Parameter Value
Data File Name D:/ chemistry/ zakarian's group/ NMR/ 500/
xq-tatanan-D-110212. fid/ fid
Title xq-tatanan—D-110212
Comment xq—tatanan-D-110212
Origin Varian
SUI\;Eﬂt acetone
Temperature 80.0
Pulse Sequence s2pul
Relaxation Delay 4. 8000
Pulse Width 0. 0000
Acquisition Time 2. 5003

2012-11-02T18:51:47
Spectrometer Frequency 499. 86

Acquisition Date

™
2.05
2.04

Xiao et. al.

Nitelans TH
d s i : gl i
5 et 5 & ‘- ; i e R =
T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.k 3.0 2.5 2.0 sy
1 (ppm)
£ & = r SHE E ocp 8%
S =3 5 S8 oA = 1 :
R = =3 3 3522 s g5 s
[ \4 [: NALE (Y \/
Parameter Value
Dafta File Name D:/ chemistry/ zakarian’s group/ NMR/
600/ xq-tatanan-D-Cl3-Acetone. fid/ fid
Title xgq-tatanan-D-Cl3-Acetone
Comment xg-tatanan—-D-C13-Acetone
Orfigin Varian
Sollvent acetone
Temperature 25.0
Pullse Sequence s2pul
Rellaxation Delay 1. 0000
Pullse Width 0. 0000
Acpuisition Time 1. 2987
Achuisition Date 2012-08-04T15:25:27 35
Spectrometer Frequency 150. 79
Nugleus 13C
T T T T T T T T T T T T T T T T T T T T T
10 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 b0 40 30 20 10
1 (ppm)
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- a L “
% . e o
. &
35 "' o
. w ’. ) L]

.
T
=
£1 (ppm)

1

6

it

8

2D H,H-COSY spectrum of 35 in CD,COCD;(600 MHz)

Fo. 0
o/8 '
oo - g../s..a p— '.. Ho.5
8"h/7" PR I.‘
# (] FL.0
&
' A "R
8"a/7" _ L -
. k2.0
17 ' ‘ 8'/
87" ' 89"
L3 . W ’ [ ] l2.5
(TR
8/7'
[ ] L] . * F3.0
-
. o 3.5
- -

T T T T T T T T T T T T T T T T T T T T T
40 38 3.6 3.4 32 30 2.8 2.6 2.4 2.2 2.0 1.8 1.6 1.4 12 .o 08 06 04 02 00
2 (ppm)

f1 (ppm)

Enlarged 2D H,H-COSY spectrum of 35 in CD;COCD;(600 MHz)
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3"
r
6
tatanan D H l
s‘o 7'5 7'0 b‘S s.lo ala 5'0 4‘5
8"a
A " A A A o

8 | W JU J J

7

N TR L i

NOE spectrum of 35 in CD,;COCD;(500 MHz)
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8"b
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tatananD
I N i |

NOE spectrum of 35 in CD;COCD;(500 MHz)

Xiao et. al.
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Parameter
Data File Name

—06 89

—6.73
_~6.52

~6.49
—6. 26
3

Value
D:/ chemistry/ zakarian's group/
NMR/ qing 800/ ging 800/ H1.fid/
fid

Xiao et. al.

Title qing 800
Comment
Origin Bruker BioSpin GmbH
Owner nmrsu
Site
Spectrometer spect
Author
Solvent Acetone
Temperature 298.1
Iiulse.bequence 2g tatanan B
Experiment 10
Number of Scans 16
Receiver Gain 16
Relaxation Delay 2. 0000
Pulse Width 7. 0000
Acquisition Time 2. 4998
Acquisition Date 2012-11-14T10:49:31
Modification Date 2012-11-14T10:50: 16
Spectrometer Frequency 800, 24
Spectral Width 9615. 4
Lowest Frequency -2019.9
Nucleus 1H
Acquired Size 24037
[ 4 //
b W |
o 2 :
SEEC T 2 :
T T T T T T T T T T T T T T T
3.0 7.5 7.0 6.6 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 .5 1.0 0.5 0.0
1 (ppm)
= B &5 & wno &0
o A e N2 e
= = = = 23 ==
I \ Y Vv
Parameter Value
Data File|Name D:/ chemistry/ zakarian's group/
NMR/ qing_800/ ging_800/ C13. fid/
fid
Title qing 800
Comment xg-tatanan-B
Origin Bruker BioSpin GmbH
Owner nmrsu
Site
Spectromeler spect
Author
Solvent Acetone
Temperatufe 298. 1
Pulse Seqfence ZBPE. tatanan B
Experimen 1D
Number of [Scans 2094
Receiver §ain 1820
Relaxatiof Delay 1. 5000
Pulse Widfh 14. 0000
Acquisitign Time 0. 9999
Acquisitign Date 2012-11-14T10:51:30
Modificatfon Date 2012-11-14T12:20:42
. ll 4 I " ‘ l ki heleded J J A .Il dak |
T T T T T T T T T T T T T T T T T T T T T T T
120 210 200 190 180 170 160 150 140 130 120 11(0 i 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm

S54



Supplementary Information. Xiao et. al.

ZS. i i
Parameter Value
Data File Name D:/ chemistry/ zakarian's group/ NMR/
600/ xq-tatanan-C-600M. fid/ fid
Title xg-tatanan H00M
Comment xq-tatanan-C-600M
Origin Varian
Solvent acetone
Temperature 25.0
Pulse Sequence s2pul
Relaxation Delay 4. 8000
Pulse Width 0. 0000
Acquisition Time 2. 5000
Acquisition Date 2012-07-27T11:47:08

tatanan C

Spectrometer Frequency 599. 64
Nueleus 1H

otk o

gl o Iy Pl memilh n 8 1
5= GEL S . BEoinELs = = o
T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
1 (ppm)
E: 88 SEEZR 8 o\ TS
Ed = SeE=s 2 a8 dogoad
5 i g fenan e S 35 EEEEEE
[ AN I B——
Parameter Value
Dgta File Name D:/ chemistry/ zakarian's group/ NMR/
600/ xq-tatanan 13. fid/ fid
Title xgq-tatanan 3
Cgmment xg-tatanan—-C-C13
Oyigin Varian
Sqlvent acetone
Temperature 25.0
Pllse Sequence s2pul
Rglaxation Delay 1. 0000
Pylse Width 0. 0000
Adquisition Time 1. 2987
Adquisition Date 2012-07-28T10:20:02 tatanan C
Spectrometer Frequency 150. 79
Nycleus 13C
J 1l mif i o | L Ll . ]
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 40 30 20 10 0

f1 (ppm)
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11/14/2012 17:49:01 1 /1

==== Shimadzu LCsolution Analysis Report ====

C:\LabSolutions\Data\Project1\XQ\xg-tatanan-prep05.lcd
xg-tatanan-prep
ODS-AM 250mm*20mm
20ml/min 40% CH3CN in H20
2.5 ml in 50:50 CH3CN/H20
sampl injection

Acquired by : Admin

Sample Name : xg-tatanan-prep
Sample ID : xg-tatanan-prep

Vail # :

Injection Volume :2.5uL

Data File Name : xg-tatanan-prep05.lcd
Method File Name : ath-YMC-Pack SIL, 250x30 mm, S-10 um, 12 nm.lcm
Batch File Name :

Report File Name : Default.ler

Data Acquired : 7/25/2012 10:15:04 AM
Data Processed 1 7/25/2012 2:09:21 PM
<Chromatogram>

C:\LabSolutions\Data\Project1\XQ\xg-tatanan-prep05.lcd

mV
50 Det.A Ch1
tatanan C (3)
tatanan B (2)
35
25
0
0 10 20 30 40 50 60 70 80
min
mV
Det.A Ch2
20
10
0
0 10 20 30 40 50 60 70 80
min

1 Det.A Ch1/215nm
2 Det.A Ch2/254nm

C:\LabSolutions\Data\Project1\XQ\xqg-tatanan-prep05.lcd
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