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Supporting Information

'"H NMR (400 MHz) in CDCl, ph—n’

sample: mnr-i-132-h-fri |
Sample ID: s_20160416_06
File: /home/jykang/mnr-i-132-h-fri.fid

3a CHs

Pulse Sequence: s2pul
Solvent: cdc13
Temp. 25.0 C / 29
Operator: jykang
File: mnr-i-182
=

—7.221
7.201
3.061
1.255
-0.000

. enhancement -0.0 Hz
FT size 65536 =
Total time 0 min, 31 sec

2.031.01  1.010.94 4.3a
6.071.95 0.96

3C NMR (100.5 MHz) in CDCl,

sample: mnr-i-132-c-fr1
¢ Sample ID: s_20160416_07
File: 00202.Tid

Pulse Sequence: s2pul
Solvent: cdcl3

Temp. 25.0 C / 298.1 K
Operator: jykang

File: 00202

VNMRS-400 "Varian-NMR"

171.878
171.826
140.933
140.874
72.919
72.837
_42.703
26.212

144.111
- 77.354
2.034

76.714

Relax. delay 1.000 sec
Pulse 45.0 degrees

_117.282
.~ 108.158

OBSERVE  C13, 100.5043274 MHz
DECOUPLE H1, 399.7031318 MHz | |

DATA PROCESSING
Line broadening 0.5 Hz

FT size 65536

Total time 1 hr, 16 min, 59 sec

2000 repetitions | ‘
|
I

T T T = mman

T T T
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Supporting Information

'"H NMR (400 MHz) in CDCl,

Sample: mnr-i-167-h-fr1
Sample ID: s_20160504_10
File: 00387.Fid

Pulse Sequence:
Solvent: cdcl13
5.0 C / 298.1 K
Jykang

“varian-NMR"® @ N N NS

s2pul

ions

H1, 399.7011251 MHz
DATA PROCESSING

Resol. enhancement -0.0 Hz
FT size

otal time 3 min, 22 sec

3C NMR (100.5 MHz) in CDCI,

sample: mnr-i-167-c-fri
Sample ID: s_20160504_11
File: /home/jykang/mnr-i-167-c-fri.fid

Pulse Sequenc
Solvent: cdc13

Temp. 25.0 C / 298.1 K
Operator: jykang

File: mnr-i-167-c-fr1
VNMRS-400 “Varian-NMR"

s2pul

172.034
171.982
144.104
138.343
138.187

Relax. delay 1.000 sec
Pulse 45.0 degrees L L
Acq. time 1.300 sec NN
Width 24509.8 Hz [
2000 repetitions

OBSERVE €13, 100.5049259 MHz
H1) 33917031318 MHZ I
B

/—138.120

Total time 1 hr, 16 min, 59 sec |

~77.347
77.228

76.707
72.822
72.748

1.258
-0.000

42.949
. 42.815
__42.770
__42.636
26.212
20.674

- -0.000

o T T T

220 200 180 160 140

S —— :

60 40 20

ppm
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Supporting Information

"H NMR (400 MHz) in CDCl,

Sample: mnr-i-166-h-fri
Sample ID: s_20160504_09
File: 00386.71d

Pulse Sequence: s2pul
Solvent: cdcl3

64 repetitions
OBSERVE _ H1, 399.7011234 MHz
DATA PROCESSING

Resol. enhancement -0.0 Hz
FT size 65536

Total time 3 min, 22 sec

1.93
1.

3C NMR (100.5 MHz) in CDCl,

Sample: mnr-i-166-c-fri
Sample ID: s_20160505_03

File: /home/Jykang/mnF-i-166-c-fri.fid
Pulse Sequence: s2pul

Solvent: cdcl3
Temp. 25.0 C / 298.1 K
Operator: jykang

6-c-fri
“Varian-NHR"

172.228
172.168

Relax. delay 1.000 sec

96

ey

.02 1.98.94

- 155.989

1.900D.91

__155.572

MeO

—_144.052

.

133.990
133.938
133.886
130.112

125.677
124.471

124.434
122.789
120.735

~120.690

119.783
119.738
\114.728
\114.677

\108.083
- 77.340
77.228

76.707
72.785
72.710

1.258

-0.000

55.623
55.541

43.768
/—43.634
43.611
43.477

26.219

-0.000

100 80

60

40

20

ppm
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1 .
H NMR (400 MHz) in CDCl; S

Findzo OO

- sample: mnr-i-143-h-fri-1 N
Sample ID: s_20160429_01 H

File: 00336.71d
3e

Pulse Sequence: s2pul
Solvent: cdcl13

o FeBR 278 6 o AVNHKn ccwe o=

uﬂgwmwvw CoDwRNBGD

FIIES 0SB S NN NS 00000000

YUNMRS- 400~ NWaE Fan-RMRIS ~ -~

Relax. delay 1.000 sec
Pulse 45.0 degrees -
Acq. time-2:043 sec
Width 64103 Hz"
64 repetitions. NN
OBSERVE _ H1, 399.781123% MHz
DATA PROCESSING 3 3
Resol. enhancement -0.0-HZ:
FT size 65

Total time 3 min, 22 sec

ppm

0.781.27 1.000.94
1.93 3.11 1.00 0.86

3C NMR (100.5 MHz) in DMSO-d;

Sample: mnr-i-143-c-fri-1
Sample ID: s_20160829_03
File: 00276.7id

Pulse Sequence: s2pul
Solvent: dmso

Temp. 25.0 C / 298.1 K
operator: jykang

File:

VNMRS-400 "Varian-NMR"

173.335
42443
42.322

173.879
- 73.379
__73.297

Relax. delay 1.000 sec

ons
OBSERVE €13, 100.5054073 MHz

36 |
Total time 9 hr, 37 min, 22 sec I ‘
|

S

ppm

T T T T

r R
220 200 180 160 140
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'H NMR (400 MHz) in DMSO-d, e

sampte: mor-i=173-n-rr1 N
Sample ID: s_20160526_08 H
File: 0072.f7d 3

Pulse Sequence: s2pul

Relax.| delay 1.000 sec
Pulse 5.0 degrees

Solvent: dmso
Temp. 25.0 C / 298.1 K
R 2225383 882§
VNMRS-4D0  “Varian-NMR" DODORD M oS < =
S L L Saa o
? d

8 repetitions
OBSERVE  H1, 3
DATA PROCESSING
Resol.| enhancement -0.0 Hz
FT size 65536

Total time 0 min, 31 sec I

99.7030184 MHz

3C NMR (100.5 MHz) in DMSO-d;

Sample: mnr-i-173-c-fri
Sample ID: s_20160528_12
File: 00113.Fid

Pulse Sequence: s2pul

Solvent: dmso
Temp. 25.0 C / 298.1 K
ykang

ES
00113
VNMRS-400  "Varian-NMR"

173.468
173.416
73.468
73.386
~40.596
40.387
40.179
39.963
~39.755
39.546
39.338
20.762

Relax. delay 1.000 sec

OBSERVE ' C13, 100.5054073 MHz
DECOUPLE H1, 399.7050304 MHz
Power B

continuously on
WALTZ-16_modulated

DATA PROCESSING

Line broadening 0.5 Hz |
FT size 65536 |
Total time 5 hr, 7 min, 55 sec |

T B o e L0 e T T T

220 200 180 160 140 120 100 80 60 40 20 0 ppm
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'"H NMR (400 MHz) in DMSO-d,

MeO « Ph
Sample: mnr-i-177-h-fri
Sample ID: s_20160526_11
File: 0075.fid

Pulse Sequence: s2pul H
Solvent: dnso

. 25.0 C / 298.1 K 39
Operator; “jykang

File:

VNMRS-40%  "Varian-NMR"

3.873
3.858
3.379
3.372

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 2.049 sec
width 6410.3 Hz

2.505
2.500
—_0.000

8 repetitions
OBSERVE | H1, 399.7030159 MHz
PR

. hancement -0.0 Hz
FT size 65536 |
Total time 0 min, 31 sec ‘

[ {
|
pe
~— TS
10 9
-
1.00

3C NMR (100.5 MHz) in DMSO-d;

sample: mnr-i-177-c-fri
Sample ID: s_20160530_12
File: 00127.Fid

Pulse Sequence: s2pul
solvent: dmso

Temp. 25.0 C / 298.1 K
Operator: jykang

File: 00127

VNMRS-400

"varian-NHR"

173.253
173.208
73.706
73.632

Relax. delay 1.000 sec
Pulse 45.0 degrees

. 155.176

-
El
ww
3

{

ALTZ-
DATA PROCESS:
Line broadening 0.5 Hz
FT size 65536
Total time 8 hr, 58 min, 52 sec

T TTT T T T T T T
220 200 180 160 140 120 100 80 60 40 20 0 ppm
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'"H NMR (400 MHz) in DMSO- d; Ph —N‘/\|
cl « Ph

Sample: mnr-i-169-h-fri N
Sample ID: s_20160526_06 H

File: 0070.fTd

Pulse Sequence: s2pul

Temp.
opegator:
File: 0070
VNMES-400

“varian-NHR"

3.879
3.866
~3.849
3.837
3.820
_3.324
2.505
2.497
0.001
0.000

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6410.3 Hz

32 repetitions

OBSERVE H1, 399.7030165 MHz C
DATA PROCESSING

Resol. enhancement -0.0 Hz

FT size 65536

Total time 1 min, 44 sec

L v
1.00 0.91 0.86
7.891.93 0.83 a.00

3C NMR (100.5 MHz) in DMSO- d,

Sample: mnr-i-169-c-fr1
Sample ID: s_20160527_15

File: /home/jykang/mnr-i-169-c-fri.fid
Pulse Sequence: s2pul
solvent: dmso

Temp. 25.0 C / 298.1 K
Kan

File: mnr-1-169-c-fr1
VNMRS-400  "Varian-NHR"

173.215
173.163
142.018
141.385

73.118
73.044
42.516
/. a2.389
42.255
42.129
40.596
40.387
39.971
39.762
39.554
39.345

Relax. delay 1.000 sec
Pulse 45.0 degrees
cq. time 1.300 sec
Width 24509.8 Hz
15000 repetitions
OBSERVE C13, 100.5054073 MHz
DECOUPLE H1, 399.7050304 MHz
B

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

otal time 9 hr, 37 min, 22 sec

220 200 180 160 140 120 100 80 60 40 20
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'"H NMR (400 MHz) in DMSO- d¢

sample
sample
File:

: mnr-i-
10:
0071.f7d

170-h-fr1
5_20160526_07

Pulse Sequence:
dmso
.0C /298.1K
ykang

s2pul

Relay. delay 1.000 sec
Puls!
Acq.
widt
regetitions
OBSERVE
DATA RROCESSING
Reso].
FT size 65536
Total[time 0 min, 31 sec

H1, 399.7030173 MHz

enhancement -0.0 Hz

10

Sample: mnr-i-170-c-fri
Sample ID: s_20160615_16
File: 0070.f7d

Pulse Sequence:
solvent: dmso
Temp. 25.0 C / 298.1 K
Operator: jykang

File: 0

s2pul

le:
VNMRS-400 "Varian-NMR"

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acg. time 1.300 sec
Width 24509.8 Hz

20000 repetitions
OBSERVE  C13,

s1y on
WALTZ-16 modulated
DATA PROCESSING

Total time 12 hr,

100.5054073 MHz
H1, 399.7050304 MHz
B

43 min,

~173.431

(

a3 sec

-173.372

3C NMR (100.5 MHz) in DMSO- d,

159.187

—141.445

111.140

3.852
3.825

73.334
73.259

- 3.323

2.500
2.497

42.501

-0.000

N
N\

\39.963

~39.755

\\

39.546

\

\_39.338

T
200

220

120

T
100

80

60

40

20

S-9



Supporting Information S-10

'"H NMR (400 MHz) in DMSO- d¢ Ph—N

sample: mnr-i-174-h-fri
Sample ID: s_20160526_09
File: 0073.f7d

Pulse Sequence: s2pul 3]

opegator:

7118 007 2322 gs
VNHRS-400  "Varian-NHR" 585 s3
Re delay 1.000 sec lJ
Pulse 45.0 degrees

Acq. time 2.049

Width 6410.3 Hz

8 repetiti

ons
BSERVE  H1, 399.7030165 MHz
DATA PROCESSING

Resol. enhancement -0.0 Hz
FT size 65536

otal time 0 min, 31 sec

—— T

3C NMR (100.5 MHz) in DMSO- d,

- Sample: mnr-i-174-c-fri
Sample ID: s_20160529_01
File: 00115.F1d

Pulse Sequence: s2pul

VNMRS-400 "Varian-NMR"

173.089
173.037
142.435
141.363
141.303
117.086

T\122.795
\

—\
\&4 :

117.034

113.752
112.242

Relax. delay 1.000 sec

\117.838
73.081
72.999
42.508
a2.382
42.240
~42.114

\\-117.793

on:

OBSERVE C13, 100.5054073 MHz | l |
DECOUPLE H1, 399.7050304 MHz
Power

continuously on

WALT.

otal time 12 hr, 49 min, 49 sec

L UL
T
: e ‘

220 200 180 160 140 120 100 80 60 40 20 0 ppm




Supporting Information S-11

'"H NMR (400 MHz) in DMSO- d¢

R Sample: mnr-i-184-h-fri
Sample ID: s_20160526_15
File: 0079.f7d
Pulse Sequence: s2pul
Solven

inso
emp. 25.0 C / 298.1 K
Operatorg, jykang

File: I3 225238 8 £3 S8
VNMRS-40T "varian-NMR" NN TooDOR O " ss

o w5 EEEE TR o Ss
Relax. delay 1.000 sec \ W U
Pulse 45.0 degrees N~

Acq. time 2.049 sec
Width 6410.3 Hz

itions
OBSERVE | H1, 399.7030167 MHz | | |
DATA PROCESSING It
Resol. dnhancement -0.0 Hz |
FT size §5536
Total time 0 min, 55 sec

L m——

3C NMR (100.5 MHz) in DMSO- d,

Sample: mnr-i-184-c-fri
. Sample ID: s_20160531_07
File: 00134.Fid

Pulse Sequence: s2pul
Solvent: dmso

Temp. 25.0 C / 298.1 K
operator: jykang

File: 00134

VNMRS-400 "Varian-NMR"

173.232
140.650
140.583
140.493
140.419

129.062

173.276
121.702

T \120.675
116.954

116.619
116.574
109.988

Relax. delay 1.000 sec
Pulse 45.0 degrees

cq. time 1.300 sec
Width 24508.8 Hz
20000 repetitions
OBSERVE C13, 100.5054618 MHz |
DECOUPLE H1, 399.7050304 MHz

Power B

149,015
/—141.893
71.966
71.891
_41.989
41.862
41.795
41.669
—40.046
39 838
39.421
_39.213

\39.004
38.796

- 116.999

N

\
\
\

\

continuously on
WALTZ-16 modulated
DATA PROCESSING

Total time 12 hr, 49 min, 49 sec ‘

" " |\

T ™ T T T T

T T
220 200 180 160 140 120 100 80 60 40 20 0 ppm



Supporting Information

'"H NMR (400 MHz) in DMSO- d¢

Findzo

Sample: mnr-i-153-h-fri-1
Sample ID: s_20160428_09
File: 00333.Fid

Pulse Sequence:

solvent: dmso
Temp. 25.0 C
Operator: jykai
File: 00333 ?
VNMRS-400  "Var &n-NMR"

szpul

/:298.1 K
"R
Relax. delay 1.000 sec

ns
OBSERVE _ H1i, 39
DATA PROCESSING
esol. enhancement -0.0 Hz
FT size 65536
Total time 3 min

7030318 MHz

22 sec

~—7.350
/—17.345
7.331
/—7.322
7.310

3C NMR (100.5 MHz) in DMSO- d,

- Sample: mnr-i-153-c-fr-1-1
Sample ID: s_20160502_05
File: /home/Jykang/mnr-i-153-c-fr-1-1.fid
Pulse Sequence:
Solvent: dmso

szpul

File: mnr-i-153-c-fr-1-1
VNMRS-400 "Varian-NMR"

173.260
173.215

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 1.300 sec
Width 24503.8 Hz
19000 repetitions

VE C13, 100.5054073 MHz
H1, 399.7050304 MHz
B

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536
Total time 12 hr,

11 min, 19 sec

Br

208
7.284
7.037

S-12

\\—117.101
\\-117.049
113.179
72.828
72.753
39.308

N "

T T

T T
220 200 180

120 a0 20 0 ppm



Supporting Information S-13
'"H NMR (400 MHz) in DMSO- d,

Sample: mnr-i-182-h-fri
Sample ID: s_20160526_13
File: 0077.fTd

Pulse Sequence: s2pul

Solvent: dmso
mp. 25.0 C / 298.1 K
opegator: jykang

File: SRBee gus
VNMRS-400 "varian-NmR" 0@ ® ss<e
S womnn Sso

J | “

Relax. delay 1.000 sec
Pulse 45.0 degrees

32 |repetitions
BS| H1, 399.7030161 MHz
DATA PROCESSING

Resol. enhancement -0.0 Hz
FT slize 65536

Totall time 1 min, 44 sec

11 10 9 8 7 6 5 4 3 2 1 -0 ppm

2-c-fr1

sample: mni 8.
_20160516_05
Fid

-
Sample ID: s
File: 00485.

Pulse Sequence: s2pul

Solvent: dmso

emp. 25.0 C / 298.1 K
Operator: " jykang
0

; nwo °x Soenusmame nwe [ e
Fiie: EE 3z geggssgses R SecgagEssae
VNMRS-400 "Varian-NHR" S5 25 GEARRRRA3S el SENSRAREIEY
R se SITISSENLNE RRR geess R

Relax. delay 1.000 sec o - EERERERSpapapapapa ) ?
o JJ

OBSERVE C13, 100.5054073 MHz
DECOUPLE H1, 399.7050304 MHz

continuously on
WALTZ-16 modulated
DATA PROCESSING | |
Line broadening 0.5 Hz | |
FT size 65536

Total time 12 hr, 11 min, 13 sec ‘

220 200 180 160 ‘ 140



Supporting Information S-14
'"H NMR (400 MHz) in DMSO- d, Pho '™

Sample: mnr-i-176-h-fri N
Sample ID: s_20160526_10 H
File: 0074.7Td

Pulse Sequence: s2pul 3n

Solvent: dmso
Temp. 25.0 C / 298.1 K
9

Opgratol o Towm weo
Fige: 0074 2 283 2 g3
VNfRS-400 "varian-NMR" ~e 0hww ~ °o

s s O - es
Relax. delay 1.000 sec JJJ W) U

ns
H1, 399.7030147 MHz
G

Résol. enhancement -0.0 Hz
FT |size 65536
Total time 0 min, 31 sec

[
=
©
~
o
@
IS
w

- ) ity
1.95.080.99
3.9%.08.00.97 4.00

3C NMR (100.5 MHz) in DMSO- d,

Sample: mnr-i-176-c-fri
- Sample ID: s_20160530_11

File: 00126.Tid

Pulse Sequence: s2pul

solvent: dmso
emp. 25.0 C / 298.1 K
operator: _jykang

00126
VNMRS-400 "Varian-NMR"

Relax. delay 1.000 sec
Pulse 45.0 degrees |
Acq. time 1.300 sec S |

1 ions

OBSERVE C13, 100.5054073 MHz

DECOUPLE H1, 399.7050304 MHz I |
B |

172.233
116.603
109.257
73.743
73.661
42.680
42.546
42.099
41.972

40.596
40.387
T0.179
39.971

-39.762

116.655
39.554
. 39.345

continuously on
ALTZ-16 modulated

DATA PROCESSING
ine broadening 0.5 Hz

FT size 65536

Total time 6 hr, 24 min, 54 sec

T T v R e e s

. ; .
220 200 180 160 140 120 100 80 60 40 20 0 ppm



Supporting Information S-15

'H NMR (400 MHz) in DMSO- d ~
Ph—N,

Sample: mnr-i-183-h-fri
Sample ID: s_20160526_14
File: 0078.f7d

Pulse Sequence: s2pul

Solvent: dmso
Temp. 25.0 C / 298.1 K
n

Opegator: ' jykang o
Fii8: 0078 2 283595 H
VNMRS-400 "varian-NMR" ® hERIT S

S @ PPN <

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 2.049 sec
Width 6410.3 Hz

ons
OBSERVE H1, 399.7030165 MHz
DATA PROCESSING
Resol. enhancement -0.0 Hz | |
FT size 65536
Total time 1 min, 44 sec

N J J ] J
| ﬁ U i
A | S S
e —— —
10 9 8 7 6 5 4 3 2 1 -0 ppm
T -
0.92 1.54 0.78 4.00
7.64 0.66 0.84

3C NMR (100.5 MHz) in DMSO- d,

sample: mnr-i-183-c-fri
Sample ID: s_20160515_04
File: 00480.Fid
Pulse Sequence: s2pul
Solvent: dmso

emp. 25.0 C / 298.1 K
Operator: jykang

Relax. delay 1.000 sec )
Pulse 45.0 degrees I
Acq. time 1 sec

0

NE T NBERT P EE RN PN oY c bR TSNP NI RS R S ™ asnendonan
File: NN bNeN AN AT OREeREINOPrIRRNNLANNENNRSEN o - ON®®®© e oM
VNMRS-400 "Varian-NWRr £ S SSRERSASHRASAASSERRRERNASaaNSaRSSSd s bl chdalidd
P D oo P
R R338833I5T55553333TRUSSIRNNANIENESS R EERREE E5544
| ! ! 1 1
| L LI J

0 ‘
OBSERVE C13, 100.5054073 MHz I

DECOUPLE H1, 399.7050304 MHz " .y | 1
40 dB ‘

Total time 12 hr, 49 min, 49 sec

H
T
Fl
8
a
5
EEE4
3
F
B




Supporting Information

'"H NMR (400 MHz) in CDCl,

Sample: mnr-i-189-h-
Sample 10: ¢ 20150525 21
File: 0061

Pulse Sequence: s2pul

DATA PRDCESSING \Ew\ N N
Resol . “enhancenent —m\a\ﬁz\ 3
FT size \\\\

Totai e 1 m(n, 44 sec

[ETETI W [—
1.925.16  0.98.90 2.00
5.842.86  0.91 0.78

3C NMR (100.5 MHz) in CDCl,

Sample: mnr-i-189-c-fri
Sample ID: s_: zn1sn5zs 22
File: 0062.77d

Pulse Sequence: s2pul
Sotvent; cdc13

em| 5.0 C / 298.1 K
uperator Jyka
File:
VNMRS-400 "Varian-NMR"

171.930
171.878

Relax. delay 1.000 sec

500 ns
OBSERVE ' C13, 100.5049274 MHz
DECOUPLE H1, 399.7031318 MHz
Power 40 d

continuously on

Total time 3 hr, 12 min, 27 sec

77.340
77.027

76,707

~72.993

72.919

0.000

T T T T

220 200 180 160 140 120

T
100

80

IREEEEEEESs

60

20

ppm

S-16



Supporting Information

'"H NMR (400 MHz) in CDCl,

- sample: mnr-ii-12-h-fri
Sample ID: s_20160525_17
File: 0057.f7d

Pulse Sequence:
solven
Temp.
Operator: j
File: 0057
VNMRS-400

s2pul

Relax. dela

o1. enhancement -0.0 Hz
536

Total time 0 min, 31 sec

om0
EEE T
EEE T

2.0a1

- S
g & E
4 - s
‘
|
‘
| |
‘ |
|
N U W

T T .
7 6 5 4

I w

e
0.88 5.871.91 0.93 a.05

1.99.45 1.01

3C NMR (100.5 MHz) in CDCl,

sample: mnr-ii-12-c-fri
Sample ID: s_20160525_23
File: 0064.fTd

Pulse Sequence:
i cdc1s
. 25.0 C/ 298.1 K

s2pul

o
File: 0064

VNMRS-400  "Varian-NMR"

Relax. delay 1.000 sec

12000 repetitio
OBSERVE
DECOUPLE

EY
3
H

usly on
WALTZ-16 modulated
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536

Total time 7 hr, 41 min, 53 sec

ns
€13, 100.5049267 MHz
H1, 399.7031318 MHz

169.891
_84.678
77.347

169.951

77.228

77.027
76.707

72.755
72.681

-

42800
42.666
42.570
42.443
28.005

-0.000

S-17



Supporting Information S-18

'"H NMR (400 MHz) in CDCl, e

. Sample: mnr-ii-13-h-fri
Sample ID: s_20160525_19
File: 0059.fTd

Pulse Sequence: s2pul

cnmwa o @ Teowm Somoo
aedss 35 2 X3% ses3
RMRF, 0 &5 S &8 S8823
@~ NN aw - ocos scss

Relax. delay 1.00a lsécl
Pulse 45.0 degrees ~-
Acq. time 2.049 sec
Width 6410.3 Hz
32 repetitions
OBSERVE  H1, 399.7011255

Hz
DATA PROCESSING
Resol. enhancement -0.0
FT si

ze
Total time 1 min, 44 sec

———— e
9 8 7 6 5
0.52 1.84 1.02 0.80 3.00
8.30 2.05 0.96 4.39

3C NMR (100.5 MHz) in CDCl,

Sample: mnr-ii-13-c-fri
Sample ID: s_20160526_22
File: 0086.77d

Pulse Sequence: s2pul

Solvent: cdcl3

Temp. 25.0 C / 298.1 K ‘

Operator: jykan: ~Nos w SO @M o ~e w £3 o~ o

File: 0086 85 ] MR 28gsrs Ehe-34 o g

VNMRS-400 "Varian-NHR" a0 @ aNTHR Sy asgrow © @0 o 2
das s dasenng I P Suds N <

Relax. delay 1.000 sec EEE = S859353% RRERRS LA g :

elax. .

Pulse 45.0 degrees J L JIJ] Wy J,J W

e %

18000 repetitions

OBSERVE C13, 100.5049267 MHz
DECOUPLE H1, 399.7031318 MHz
Power B

continuously on

WALTZ-16 modulated

DATA PROCESSING

Total time 11 hr, 32 min, 50 sec

e T T

TT T T - S
220 200 180 160 140 120 100 80 60 40 20 0 ppm



Supporting Information S-19

'"H NMR (400 MHz) in CDCl, N

Sample: hh-i-50-h-fr2

Sample ID: s_20160219_01

File: /home/Jykang/hh=i-50-h-fr2.fid
Pulse Sequence: s2pul

Solvent: cdcl

3

Temp. 25.0 C / 298.1 K
Operator: jykang
File: hh-i

3.834
3.817
3.799
~3.316
P T ,
\3.281
1.255
0.000

: =50-h-fr2

VNMRS-400 "Varian-NMR" 3
Relax. delay 1.000 sec

Pulse 45.0 degrees

tions
OBSERVE  H1, 399.7011277 MHz
DATA PROCESSING
Resol. enhancement -0.0 Hz
FT size 65536 | | |
Total time 0 min, 31 sec

9 8 7 6 5 4 3 2 -0 ppm
g o o
2.050.91 2.00
1.74



