Parameter

1 Solvent

2 Temperature

3 Pulse Sequence
4 Experiment

5 Number of Scans
6 Relaxation Delay

7 Spectrometer Frequency 400.13

02
01
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DMSO \
298.0 >’°
2930 'H NMR (400 MHz, DMSO-ds) § 7.34 (dd, J = 8.2, 1.7 Hz, 2H), 7.32 — 7.27 (m, 2H), 7.25 — 7.19 (m, i\)@
1D 1H), 2.81 — 2.74 (m, 1H), 2.67 (d,J = 5.8 Hz, 1H), 2.63 (dt, J = 6.0, 3.1 Hz, 1H), 2.25 (d,J = 5.9 Hz, 1H),
64 2.01 (d,J=3.2 Hz, 1H), 1.37 (s, 10H).
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Parameter Value e & J&S S NN
1 Solvent DMSO I I \'i'e I 4 |1
2 Temperature 298.0
3 Pulse Sequence zgpg30
4 Experiment 1D
5 Number of Scans 2056
6 Relaxation Delay 2.0000
7 Spectrometer Frequency 100.61
8 Nucleus 13C

13C NMR (101 MHz, DMSO-d¢) 8
161.58, 138.21, 128.71, 128.20, 126.27,
80.10, 37.67, 37.59, 30.76, 27.54.
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Parameter Value 2 Z
?_O! NI —ONTANOOMN WO o o TNt aNOOCDONTOONM ™M [\o] o
1 Solvent < DMSO NNNRR SRR G633 - M NNNNNNNNNR g dh o =
2 Temperature 298.0 3/ i | SN\ |~ i
3 Pulse Sequence zg30
4 Experiment 1D
5 Number of Scans 600
6 Relaxation Delay 1.0000
7 Acquisition Date 2017-08-21T19:54:59
8 Spectrometer Frequency 400.13 e CH; o]
9 Nucleus 1H ° >J\
HyC o) NH

)/—o

"H NMR (400 MHz, DMSO-dg) & 10.18 (s, 1H), 7.22 (dt, J = 16.7, 7.9 Hz, 7H), 7.02 (t, J = 7.3 Hz, 1H),
6.88 (d,J=7.7 Hz, 1H), 6.65 (d, J = 8.1 Hz, 1H), 3.80 (s, 1H), 2.87 — 2.71 (m, 3H), 2.66 — 2.58 (m, 1H),
2.45—2.27 (m, 4H), 2.06 — 1.86 (m, 4H), 1.33 (s, 9H).

T
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Parameter

1 Solvent

2 Temperature

3 Pulse Sequence
4 Experiment

5 Number of Scans
6 Relaxation Delay
7 Acquisition Date

Value

DMSO
298.0
zgpg30
iD
2000
2.0000
2017-08-21T21:50:35

8 Spectrometer Frequency 100.61

9 Nucleus

13C

C NMR (101 MHz, DMSO-d) § 155.75, 150.68, 139.87,

—155.75

—150.68

135.73, 129.59, 129.26, 128.48, 126.27, 125.87, 123.66, 123.22,
114.63, 80.26, 77.85, 62.44, 55.39, 49.94, 48.67, 48.61, 39.03,

35.21,28.74.
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Parameter Value
;’j [\l —HOAN =TT AN—O®WO I ()] oOOOMNMONL M -ENLW I O o
1 Solvent DMSO Spdguaddagdd R EEE R -
2 Temperature 298.0 | T\ T/ N i
3 Pulse Sequence zg30
4 Experiment 1D
5 Number of Scans 1600 "H NMR (400 MHz, DMSO-d¢) § 10.41 (s, 1H), 8.73 (s, 2H), 7.38 (s, 4H), 7.31 (t,J = 6.9 Hz, 2H), 7.17
6 Relaxation Delay 1.0000 —7.07 (m, 2H), 6.95 (d, J=7.9 Hz, 1H), 4.19 (s, 1H), 3.78 — 3.63 (m, 1H), 3.57 (s, 4H), 3.16 (dd, J =
7 Acquisition Date 2017-09-08T02:42:43 13.7,4.9 Hz, 1H), 3.07 - 2.90 (m, 2H), 2.59 (s, 2H), 2.24 (d, J = 14.1 Hz, 2H). HN
8 Spectrometer Frequency 400.14 N
9 Nucleus 1H
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Parameter Value g LBagangg 9 S g = BN S i
- o H — [ O n < T < mMmomnom
| Solvent OMSO | VN | | Y VN
2 Temperature 298.0
3 Pulse Sequence zgpg30
4 Experiment 1D HN
5 Number of Scans 6144 N
6 Relaxation Delay 2.0000
7 Acquisition Date 2017-09-08T00:24:58
8 Spectrometer Frequency 100.62 o
9 Nucleus 13C /l§§
NH ¢}
BCNMR (101 MHz, DMSO-dy) § 149.57, 135.54, 135.49,
129.97, 129.92, 129.26, 127.74, 123.55, 123.44, 115.01,
77.86, 66.82, 58.03, 49.92, 47.74, 47.44, 36.97, 32.85,
32.73.
\
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1 Solvent S DMSO NN RSNV B v v R MR R D B B DR A TR SR Bt DN RN BRI e s =
2 Temperature 298.0 N NN e —————— % N AR
3 Pulse Sequence zg30
4 Experiment 1D
5 Number of Scans 1600
6 Relaxation Delay 1.0000 "H NMR (400 MHz, DMSO-d,) & 10.10 (s, 1H), 7.89 (d, J = 7.8 Hz, 1H),
7 Acquisition Date 2017-09-18T21:54:24 7.57(d,J=17.7Hz, 1H), 7.30 (d, /= 8.0 Hz, 1H), 7.21 (d, /= 3.9 Hz, 4H),
8 Spectrometer Frequency 400.14 7.16—17.11 (m, 2H), 7.06 (d, J=7.7 Hz, 1H), 6.91 (dt,J=14.2, 7.6 Hz, N
9 Nucleus 1H 2H), 6.80 (d, J=7.9 Hz, 1H), 4.22 — 4.08 (m, 1H), 2.95 (dd, J=13.6, 5.0 \ WH
Hz, 1H), 2.84 — 2.67 (m, 3H), 2.47 (d, /= 6.8 Hz, 1H), 2.42 — 2.28 (m, )\NH
3H), 1.85 (p, J = 14.0, 13.1 Hz, 4H).
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Parameter Value
1 Solvent DMSO
2 Temperature 298.0
3 Pulse Sequence zgpg30

4 Experiment 1D

5 Number of Scans 6144
6 Relaxation Delay 2.0000
7 Spectrometer Frequency 100.62
8 Nucleus 13C

—153.15
—150.67

—139.40

BC NMR (101 MHz, DMSO) § 166.32, 153.15, 150.67,
139.40, 135.68, 130.59, 129.75, 129.21, 128.60, 126.49,
125.96, 125.81, 123.72, 123.17, 121.29, 121.20, 118.43,
114.58, 80.26, 61.52, 54.43, 48.85, 48.66, 38.52, 35.30,

35.13.
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Parameter Valwe -
kS NOARAKRTFVINS ® o 83 8 R S SBRARLEIRRNRIAIRNBIBEMAR 8
1 Solvent © DMSO ™ ™ ™ s s N N RCRCRERV-RV: o o3 ™ NaNNNNNNNNNN NS S S
. | T———em—_—— % | S~ ——————— 1
emperature 298.0
3 Pulse Sequence zg30 oy Chy
4 Experiment 1D H;>k
5 Number of Scans 1600 0)\m
6 Relaxation Delay 1.0000
7 Acquisition Date 2017-09-09T02:43:39
8 Spectrometer Frequency 400.14
9 Nucleus 1H &
0
"H NMR (400 MHz, DMSO-ds) 8 9.18 (s, 1H), 7.27 (t, J = 7.3 Hz, 2H), 7.20 (d, J = 6.9 Hz, 3H), 7.12 (t,
J=17.6Hz 1H), 6.89 (t,J = 7.5 Hz, 1H), 6.80 (d, J=7.9 Hz, 1H), 6.61 (d,J = 8.5 Hz, 1H), 3.85 - 3.71
(m, 1H), 2.87 — 2.77 (m, 1H), 2.60 (d, J = 31.3 Hz, 3H), 2.42 — 2.25 (m, 2H), 1.86 (d, J = 12.1 Hz, 2H),
1.68 (d, J=10.5 Hz, 2H), 1.33 (s, 9H).
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Parameter

1 Solvent

2 Temperature

3 Pulse Sequence
4 Experiment

5 Number of Scans
6 Relaxation Delay
7 Acquisition Date

Value

DMSO
298.0

zgpg30

1D

6144

2.0000
2017-09-09T00:25:40

8 Spectrometer Frequency 100.62

9 Nucleus

13C
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BCNMR (101 MHz, DMSO) § 155.73, 153.67,

139.94, 137.69, 129.57, 128.47, 128.16, 127.13,

126.23, 123.90, 121.73, 114.32, 77.80, 62.28, 54.02,
49.84, 48.14, 47.99, 39.01, 37.30, 28.75.
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Parameter Value —r (" | Vi
1 Solvent DMSO
2 Temperature 298.0
3 Pulse Sequence zg30
4 Experiment 1D HN
5 Number of S 600
. Rzlaxiign ngs © 0000 '"H NMR (400 MHz, DMSO-d) 8 9.12 (s, 1H), 7.18 (dt, J = 21.6, 7.5 Hz, 5H), 7.05 (t, J = 7.6 Hz, 1H), "
2 Acauisition D 4 2' 17 T19:24: 6.82 (t,J=7.5Hz, 1H), 6.74 (d, J = 3.8 Hz, 2H), 3.26 (s, 2H), 3.04 (s, 1H), 2.63 — 2.49 (m, 4H), 2.36 (d,
cquisition Date  2017-08-30T19:24:55 J =354 Hz, 2H), 2.23 — 2.07 (m, 2H), 1.86 (dq, J = 23.8, 13.0, 10.8 Hz, 2H), 1.60 (d, J = 12.8 Hz, 2H), “
8 Spectrometer 400.14 1.44 (s, 1H)
Frequency ’ ’ ’ NH/K
9 Nucleus 1H
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Parameter Value g §5 A&& ('E S3X 5
1 Solvent DMSO | S |
2 Temperature 298.0
3 Pulse Sequence zgpg30
4 Experiment 1D
5 Number of Scans 1024
6 Relaxation Delay 2.0000
7 Acquisition Date 2017-08-30T20:24:59
8 Spectrometer Frequency 100.62
9 Nucleus 13C
BCNMR (101 MHz, DMSO-d¢) § 153.72, 140.31, 137.67,
129.70, 128.56, 128.14, 127.17, 126.23, 124.03, 121.75, 114.29,
64.99, 54.09, 49.73, 49.15, 47.41, 42.46, 37.33.
W
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Parameter

1 Solvent

2 Temperature

3 Pulse Sequence
4 Experiment

5 Number of Scans
6 Relaxation Delay

Value

DMSO
298.0
zg30
1D

64
1.0000

7 Spectrometer Frequency 400.13

"H NMR (400 MHz, DMSO-ds) 8 9.38 (d, J= 1.9 Hz, 1H), 9.29 (s, 1H), 8.28 (d, J =
8.1 Hz, 1H), 7.70 (dd, J=7.7, 1.2 Hz, 1H), 7.42 (dd, J="7.8, 1.0 Hz, 1H), 7.35— 7.32
(m, 4H), 7.28 — 7.22 (m, 2H), 7.17 (td, J = 7.7, 1.3 Hz, 1H), 7.11 (d, J = 7.6 Hz, 1H),
7.07 (td, J=17.7, 1.3 Hz, 1H), 6.92 (td, /= 7.7, 1.3 Hz, 1H), 6.83 (dd, J="7.9, 1.3 Hz,
1H), 4.61 (s, 2H), 3.81 (s, 1H), 3.65 — 3.53 (m, 1H), 3.50 — 3.40 (m, 2H), 3.34 — 3.24
(m, 1H), 3.01 (dq, J = 14.0, 7.6, 7.1 Hz, 2H), 2.37 — 2.29 (m, 1H), 2.20— 2.11 (m, 1H),
2.01 - 1.88 (m, 2H).

8 Nucleus 1H
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Parameter  Value g BREN  BRBARANKEIINRET nnec B4
1 Solvent DMSO VAR V N\ et — NEPAN (B Q
S

2 Temperature 298.0
3 Pulse Sequence zgpg30 N)\N*
4 Experiment 1D
5 Number of Scans 1024
6 Relaxation Delay 2.0000 NH
7 Spectrometer Frequency 100.61 N(J\O
8 Nucleus 13C

13C NMR (101 MHz, DMSO-d;) § 166.32,

158.73, 158.39, 153.05, 152.25, 137.64, 137.34,

130.81, 129.69, 128.98, 128.94, 127.17, 126.21,

124.40, 124.08, 122.04, 121.61, 118.82, 114.68,

52.61, 51.64, 48.95, 47.35, 38.46, 35.15.
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f1 (ppm)
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Para‘f\'eter Value ,\\,/\ l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'NNNNNNNNNNNNN@@@@@@@»\]NNN'r\'lr\ir\ir\ir\ir\ir\]r\ir\ir\i"r\ir\i'r\'l(\ir\i"v—iv—i"‘—
SANAASNANANNNANNINANNNANANINANENIAE RS & £ 5L A S R IS AN AN LN NN NN NN LN NN e
1 Solvent DMSO
2 Temperature 298.0 "H NMR (400 MHz, DMSO-d¢) § 9.16 (s, 1H), 7.90 (d, J = 8.2 Hz, .
3 Pulse Sequence 2930 1H), 7.58 (dd, J = 8.8, 2.8 Hz, 1H), 7.34 (dd, J = 8.8, 4.9 Hz, 1H),
4 Experiment 1D 7.27(d,J=5.1Hz 4H), 7.17 (ddd, J=9.0, 5.7, 3.5 Hz, 1H), 7.09 S
5 Number of Scans 64 (dd, J=13.6,7.3 Hz, 2H), 7.05— 6.99 (m, 1H), 6.84 (t,/ = 7.6 Hz, A
6 Relaxation Delay 1.0000 1H), 6.80 — 6.76 (m, 2H), 4.20 (q,J = 7.3 Hz, 1H), 3.00 (dd, J =
7 Spectrometer Frequency 400.13 13.7,5.3 Hz, 1H), 2.84 (dd, J = 13.7, 7.3 Hz, 1H), 2.76 — 2.60 (m,
8 Nudleus 1H 3H), 2.61 — 2.52 (m, 2H), 2.45 (d, J = 1.5 Hz, 1H), 1.89 — 1.80 (m,
2H), 1.65 (t, J = 15.6 Hz, 2H).
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Parameter Value
1 Solvent DMSO
2 Temperature 298.0
3 Pulse Sequence zgpg30
4 Experiment 1D
5 Number of Scans 1024

6 Relaxation Delay 2.0000
7 Spectrometer Frequency 100.61
8 Nucleus 13C

—166.32

BC NMR (101 MHz, DMSO-ds) § 166.32, 153.63,
149.82, 139.44, 137.63, 131.70, 129.73, 128.61, 128.15,
127.04, 126.49, 123.98, 121.68, 118.85, 118.76, 114.29,
113.33, 113.09, 108.38, 108.11, 61.35, 54.41, 53.97,
48.21, 48.11, 38.46, 37.44, 37.20.

-—=153.63
-—=149.82

-—61.35
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Parameter Value § .
1 Solvent DMSO I
2 Temperature 298.0 i
3 Pulse Sequence zgfhiggn.2 N)\NH
4 Experiment 1D N
5 Number of Scans 64
6 Relaxation Delay 1.0000
7 Spectrometer Frequency 376.50 "
8 Nucleus 19F NH O

19F NMR (376 MHz, DMSO-d¢) § -122.47.

1.00—
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Parameter Value
1 Solvent DMSO "H NMR (400 MHz, DMSO-d¢) § 9.33 (d, /= 1.3 Hz, 1H), 9.18 (d, J = 2.0 Hz, 1H), 9.04 (d, J=5.0 Hz,
2 Temperature 298.0 1H), 8.82 (d, J=8.8 Hz, 1H), 7.98 — 7.95 (m, 1H), 7.23 (d, /= 4.4 Hz, 4H), 7.19 — 7.07 (m, 3H), 6.87 (t,
3 Pulse Sequence 2930 J=17.6 Hz, 1H), 6.80 (d, J = 8.3 Hz, 2H), 4.39 (h, J = 7.5 Hz, 1H), 3.00 — 2.91 (m, 2H), 2.73 — 2.66 (m, o
4 Experiment 1D 2H), 2.62 (dt,J=11.2, 5.5 Hz, 2H), 2.58 — 2.52 (m, 2H), 1.86 (dtd, J = 17.1, 12.9, 4.7 Hz, 2H), 1.66
5 Number of Scans 16 (ddd, J=13.9,5.6,2.7 Hz, 2H). I N\ "
6 Relaxation Delay 1.0000 (
7 Spectrometer Frequency 400.13 N A N
8 Nucleus iH
NH
NH (0]
I
I
! 1
J i
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1.047
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1.07—=
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Parameter Value Leann oSN NANDD o DTe®
\NNIZY7 \ | N7 I \NY
1 Solvent DMSO
2 Temperature 298.0
3 Pulse Sequence zgpg30
4 Experiment 1D 0O
5 Number of Scans 256 "
6 Relaxation Delay 2.0000 CNMR (101 MHz, DMSO-d;) 6 162.60, 160.14, 158.32, 156.97, 153.69, 139.53, 137.65, 129.52, N\
75 128.64, 128.60, 128.15, 127.06, 126.44, 124.00, 121.73, 118.99, 114.30, 61.35, 53.99, 49.09, 48.04, 48.00, NH
pectrometer Frequency 100.61 3851 37.30.37.17 |
8 Nucleus 13C T mimm e N A N
NH
NH
1
1
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f1 (ppm)
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1 Solvent DMSO

o]

2 Temperature 298.0 'H NMR (400 MHz, DMSO-ds) & 9.20 — 9.14 (m, 1H), 8.34 — 827 (m,

3 Pulse Sequence 2930 1H), 7.82 (ddd, J = 11.6, 7.8, 2.1 Hz, 1H), 7.68 (ddt, J = 7.8, 4.8, 1.6 "

4 Experiment 1D Hz, 1H), 7.54 (dt, J = 10.4, 8.3 Hz, 1H), 7.25 (d, J = 5.7 Hz, 4H), 7.20 ¥

5 Number of Scans 64 (dd,J=7.9, 1.3 Hz, 1H), 7.16 (td, J = 6.0, 2.7 Hz, 1H), 7.12 (td, J = 7.6, F

6 Relaxation Delay 1.0000 1.2 Hz, 1H), 6.90 — 6.86 (m, 1H), 6.81 — 6.79 (m, 1H), 6.79 (s, 1H), 4.35 /K

7 Spectrometer Frequency 400.13 (q,J="7.3 Hz, 1H),2.98 (dd, J = 13.8, 5.0 Hz, 1H), 2.79 (dd, J = 13.8, W o

8 Nucleus 1H 8.6 Hz, 1H), 2.73 — 2.65 (m, 2H), 2.63 — 2.51 (m, 4H), 1.88 (qd, J =

12.5, 4.4 Hz, 2H), 1.69 (dt, J = 14.9, 5.0 Hz, 2H).

1.00=




s BBAR88 233 o sacw dsa
1 Solvent DMSO I | =S\ 7= I ANV Y
2 Temperature 298.0 I
3 Pulse Sequence zgpg30 NH
4 Experiment 1D F
5 Number of Scans 1024 F
6 Relaxation Delay 2.0000 L
7 Spectrometer Frequency 100.61 N Yo
8 Nucleus 13C

BC NMR (101 MHz, DMSO-ds) § 164.14, 153.68,
150.83, 148.39, 139.70, 137.66, 132.66, 129.57,
128.57, 128.17, 127.08, 126.40, 125.09, 124.01,
121.74, 118.04, 117.87, 117.08, 116.90, 114.32, 61.69,
54.00, 49.39, 48.26, 47.85, 38.74, 37.34, 37.19.

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 T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 c %OO ) 90 80 70 60 50 40 30 20 10 0 -10
1 (ppm



Parameter

1 Solvent

2 Temperature

3 Pulse Sequence
4 Experiment

5 Number of Scans
6 Relaxation Delay

Value

DMSO
298.0
zgfhiggn.2
1D

64

1.0000

7 Spectrometer Frequency 376.50

8 Nucleus

19F

19F NMR (376 MHz, DMSO-dy) & -135.02 (d, J = 22.5 Hz),

-138.13 (d, J=22.1 Hz).

-134.99
135.05

L
<

138.10
-138.16

NH

NH

(¢]

1.00—
1.09—

10 0

-10 -20

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
30 40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 ~-160 -170 -180
f1 (ppm)

-190

-200

-210



Parameter

1 Solvent

2 Temperature

3 Pulse Sequence
4 Experiment

5 Number of Scans
6 Relaxation Delay

7 Spectrometer Frequency 400.13

8 Nucleus

Value

DMSO
298.0
zg30
1D

16
1.0000

1H

'H NMR (400 MHz, DMSO-ds) 8 7.60 (d, J = 2.1 Hz, 1H), 7.45 (d, J = 9.0 Hz, 1H), 7.33 (d, /= 5.8 Hz,
4H), 7.25 (pd, J = 5.1, 2.5 Hz, 1H), 7.09 (d, J = 2.2 Hz, 1H), 6.65 (d, J = 9.0 Hz, 1H), 3.82 (s, 3H), 3.17
(d,J=5.3 Hz, 1H), 2.68 (td, J = 12.6, 5.2 Hz, 2H), 2.60 — 2.55 (m, 3H), 1.53 (d, J = 12.7 Hz, 2H).

o
% 8
ANANANANAN A i
N
HC
(0]
NH

NH (0]

Br

0.85+,
1.04,
4.70<
1.36°
1.00
1.02—=

3.12—=
1.03—=

10.0 9.5 9.0

T T T T T T T T T T T T T
6.0 5.5 5.0 4.5 4.0 3.5 3.0
f1 (ppm)
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Parameter Value 2 =====
INEN n & Nl CRRRRLRRET BT AR NYASE YNBSS IBRRANENRRA 8
1 Solvent oo DMSO &5 o NNNNNGGE66SSS6S BrmEEEEmEdEEEENNNNNNNNN NN =
2 Temperature Y 298.0 || | N N T ————— e |
3 Pulse Sequence zg30
4 Experiment 1D
5 Number of Scans 16
6 Relaxation Delay 1.0000 "HNMR (400 MHz, DMSO-d;) § 9.27 (d,J = 1.7 Hz, 1H), 7.32 (d, J = 1.8 Hz, 1H), 7.13 (t,J = 8.1 Hz,
7 Spectrometer Frequency 400.13 1H), 6.61 — 6.57 (m, 1H), 6.44 (dd, J=8.1, 1.0 Hz, 1H), 3.80 (s, 3H), 3.37 (td, J=13.5, 2.9 Hz, 3H), 3.14 \H
8 Nudleus 1H (dd,J = 12.8, 4.4 Hz, 2H), 2.82 (td, J = 14.1, 4.9 Hz, 2H), 1.67 (d, J = 13.9 Hz, 2H). HC
o}
NH
NH
1
it ]
1 J JL
il i i T ~ A T
< — O <+ o ooy H O T L0
S S = - “ S = M N
— — — ™ M AN AN (@
f 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
1.5 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 2.5 2.0 1.0 0.5 0.0

f1 (ppm)
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Parameter Value = ===
3 ARARASL3588308HRLY SRR NS RRRRRBETBICARNIAIRALLTIIRAINAIRLARRS
1 Solvent 017510 A AR AN = v Bt v BV mEEm maNANANNNNNNANNN NN NN AN S
2 Temperaturd 208.0 T iimimingsN N =" N TN
3 Pulse Sequence zg30
4 Experiment 1D
5 Number of Scans 64
6 Relaxation Delay 1.0000
7 Spectrometer Frequency 400.13 e Ji o}
13
8 Nucleus 1H )I\
HC o NH
"H NMR (400 MHz, DMSO-d) 5 9.09 (s, 1H), 7.27 (t, J = 7.5 Hz, 2H), 7.24 — 7.14 (m, 3H), 7.07 (¢, J = HCe N
8.1 Hz, 1H), 6.62 (d, J = 8.7 Hz, 1H), 6.59 — 6.50 (m, 2H), 6.42 (d, J = 7.9 Hz, 1H), 3.85 — 3.77 (m, 1H),
3.74 (s, 3H), 2.82 (dd, J=13.8, 5.0 Hz, 1H), 2.71 — 2.54 (m, 6H), 2.34 (ddd, J =48.9, 12.3, 7.1 Hz, 3H),
146 (t, J = 10.9 Hz, 2H), 1.34 (s, 9H). /NJ;
NH
1
I |
I 1y . .
I " AT |
|
T privi i ot g P i
o — NN m < ™ <+ N < o
Q Qo o — Mo m M
— — N — ™M — O M N O
[ 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
1.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5 -1

4.5
f1 (ppm)
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Parameter Value a2 o8 99499 =22 R o BB m®
\7 1 \ NA7 / N\ I IV \V I
1 Solvent DMSO
2 Temperature 298.0
3 Pulse Sequence zgpg30
4 Experiment 1D
5 Number of Scans 256 CH, O
6 Relaxation Delay 2.0000 BCNMR (101 MHz, DMSO-dg) § 157.13, 155.67, 151.93, 139.93, 138.72, 129.55, 129.04, 128.49, H3C§\ )]\
7 Spectrometer Frequency 100.61 126.24, 113.15, 107.96, 105.72, 77.77, 61.72, 55.98, 55.40, 49.75, 47.71, 47.58, 35.46, 28.75. HsC o) NH
8 Nucleus 13C N
HaC_
NH
NH o
1
1
i 1
1
1 1 f 1 . .
1 1 1
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 30 20 10 0 -10

f1 (ppm)



3 2 R L R PR L R E L L L R L - b N e e e S S R R T L LR L
o Para 'er el\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'\dudxdududuigduiv:v:v:qunrir\it\if\ir\ir\ir\i"r\ir\ir\ir\ir\ir\i"c\ir}ir}ir}ir}ir.\ir.\ij;—lg.—i
| Paramy R L ppeienioplesingtesiesjesipestesiesiesiesiiesiesivsiosimiemiieiesiee—— et

1 Solvent DMSO N

o

2 Temperature 298.0 'H NMR (400 MHz, DMSO-d) 8 9.54 (s, 1H), 8.99 (s, 1H), 8.31 (d, .

3 Pulse Sequence 2930 J=84Hz, 1H),7.80 (ddd,J = 11.5,7.8, 2.1 Hz, 1H), 7.67 (dt, J = N

4 Experiment 1D 10.4, 3.6 Hz, 1H), 7.54 (dt, J = 10.5, 8.3 Hz, 1H), 7.25 (d, J = 6.3 Hz, - N

5 Number of Scans 64 4H), 7.16 (td, J=6.1, 2.7 Hz, 1H), 6.88 (t,J = 7.9 Hz, 1H), 6.49 (s, Ho

6 Relaxation Delay 1.0000 1H), 6.33 (d, J = 8.0 Hz, 1H), 6.24 (d,J = 7.9 Hz, 1H), 439 — 4.31 (m, .

7 Spectrometer Frequency 400.13 1H), 2.97 (dd, J = 13.7, 4.8 Hz, 1H), 2.78 (dd, J = 13.9, 8.8 Hz, 4H),

8 Nucleus 1H 2.71 —2.62 (m, 2H), 2.61 — 2.51 (m, 3H), 2.45 (d, J=5.3 Hz, 1H), NH

1.45 (t,J = 12.5 Hz, 2H).

1.01T Fs—

T ik T g, PR o J B 15
o O O LNINCO O OY LN O (NN M AaNM WO N
S S o == MnO Q N NSO —
— i o o < - O ™ — M AN MO oN
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
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 2.5 2.0 1.5 1.0 0.5 0.0 -0.5 -1
f1 (ppm)



3 A&A BRNFBISSIEKR3 & © o ;Lo -
Parameter  Value AL A R R EEEEEET: 3 Becs kA
1 Solvent DMSO I [ 1\ N NNV I N4~ TNV
2 Temperature 298.0 i
3 Pulse Sequence zgpg30 F NH
4 Experiment 1D N
5 Number of Scans 1024 F HO
6 Relaxation Delay 2.0000 »
7 Spectrometer Frequency 100.61
8 Nucleus 13C NH YO
BCNMR (101 MHz, DMSO-dq) § 164.13,
154.95, 151.98, 148.25, 139.69, 138.79,
132.72, 129.57, 128.58, 126.40, 125.07,
118.03, 117.85, 117.08, 116.90, 111.59,
110.01, 105.92, 61.56, 55.10, 49.35, 47.92,
47.64, 38.78, 35.34.
I
]
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 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 -10

f1 (ppm)



-135.05
135.11
-138.08
138.14

Parameter Value
1 Solvent DMSO NV
2 Temperature 298.0 il
3 Pulse Sequence zgfhiggn.2 F NH
4 Experiment 1D N
5 Number of Scans 64 F HO
6 Relaxation Delay 1.0000 "
7 Spectrometer Frequency 376.50
8 Nucleus 19F NH YO
1
F NMR (376 MHz, DMSO-d;) § -135.08 (d, J = 22.0 Hz),
-138.11 (d, J=22.1 Hz).
oot X L...‘L
I
O
O
—

10 0

-10 -20

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
30 40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 ~-160 -170 -180
f1 (ppm)

-190 -200 -210
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Parameter Value 2 =====
NOILMTMONAMIM == =00 W N O ST NM NN —HOONIMANORLINOL T 8
1 Solvent DMSOC P R R B B NI L T I i e et B B il it e o b S
2 Temperature 208 TN N\ —— N XL Tl i I
3 Pulse Sequence zg30
4 Experiment 1D
5 Number of Scans 16
6 Relaxation Delay 1.0000
7 Spectrometer Frequency 400.13
8 Nucleus 1H
"H NMR (400 MHz, DMSO-d¢) § 7.90 — 7.79 (m, 4H), 7.37 — 7.29 (m, 2H), 7.23 — 7.15 (m, 3H), 3.55 (q,
J="17.1Hz 4H), 1.55 (p, J =7.0 Hz, 2H), 1.41 (q, J = 7.3 Hz, 2H), 1.35 (s, 9H), 1.25 (dd, /= 7.1, 3.5 Hz,
4H).
(0]
CHj o
Sl
N
H,C o]
o
1
1 |
[
[
[
I
I 1
1
|
T T T AE
o M - o NAN YO
o o o — ~ — —
< ~ o < NN o
[ 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
1.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -1

4.5
f1 (ppm)



A = B 2887/ Q Q L R8N%Y
Parameter Value 3 & T HHRARIA g g N $08888
1 Solvent DMSO I I I NANV// I I | &~
2 Temperature 298.0
3 Pulse Sequence zgpg30
4 Experiment 1D
5 Number of Scans 256
6 Relaxation Delay 2.0000
7 Spectrometer Frequency 100.61
8 Nucleus 13C

BCNMR (101 MHz, DMSO-ds) § 168.39, 154.14, 142.58, 134.81, 132.08, 129.08, 127.32, 126.20,
123.45, 79.62, 49.42, 37.75, 28.38, 28.36, 28.13, 26.34, 26.05.

CHy O

HiyC
/\/\/\/ N
o N

HyC

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 T T
210 200 190 180 170 160 150 140 130 120 110 c %OO ) 90 80 70 60 50 40 30
1 (ppm



Parameter's 0.0 Mﬁ]u§ !

1 Solvent DMSO
2 Temperature 298.0
3 Pulse Sequence zg30

4 Experiment 1D

5 Number of Scans 128

6 Relaxation Delay 1.0000
7 Spectrometer Frequency 400.14
8 Nucleus 1H

MmN ST ANAN AT TITOANN—TOOOON OO T NV AaNONMAN TV MALIYSTAN—TOTONTONILTANOTAN A -
PVRXBNONNMANININNNNS SRR RGH QO ORNNNOANOOLONNWLHNINAQNROROONVBNHINHMHMMN®OA
NINNNNNNNNNANNNANNNNNMNOOOOOOO mmmnmmmommmaNNaaNaNaAaNdAaNNdANANANN S A A A A A A
N IHRERERERERERERERRERE S Q) U N | ittt 414

1

3.5 —m———

"H NMR (400 MHz, DMSO-ds) 5 7.87 — 7.80 (m, 4H), 7.34 (s, 1H),
7.31(d,J = 4.5 Hz, 4H), 7.23 (ddd, J = 7.9, 5.2, 3.0 Hz, 2H), 6.98
(ddd, J=9.8,7.9, 1.6 Hz, 2H), 6.94 (s, 1H), 3.79 (t, J = 7.5 Hz, 2H),
3.55(d,J="7.1 Hz, 4H), 2.64 — 2.51 (m, 4H), 1.92 (td, J = 12.7, 4.6
Hz, 2H), 1.66 (d, J = 12.9 Hz, 2H), 1.54 (dt, J = 21.7, 7.2 Hz, 4H),
1.37 - 1.26 (m, 4H).

1.82—=

T T T T T T T T T T T T T
7.0 6.5 6.0 5.5 5.0 4.5 4.0
f1 (ppm)



Parameter

1 Solvent

2 Temperature

3 Pulse Sequence
4 Experiment

5 Number of Scans
6 Relaxation Delay

Value

DMSO
298.0
zgpg30
1D
2056
2.0000

7 Spectrometer Frequency 100.62

8 Nucleus

13C

3C NMR (101 MHz, DMSO-de)
§ 167.93, 153.19, 138.67, 137.23,

134.35, 131.61, 129.33, 128.79,
128.15, 127.92, 126.82, 123.42,
122.98, 121.65, 113.18, 62.01,

52.32,47.38, 40.69, 37.32, 36.16,

27.92,26.55, 25.98, 25.88.

-—167.93

-—153.19

138
137
134
131
129
128
128
127
126
123
122
121
-—113
-—62.01
-—52.32
-—47.38

27.92
25.98
25.88

-—40.69
e
"~36.16
%26 55
\

210 200

190

180

170

160

150

140

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
130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)



Ooﬁliiﬁl\l\l\gms
1 Solvent DMSO
2 Temperature 298.0
3 Pulse Sequence zg30
4 Experiment 1D
5 Number of Scans 128
6 Relaxation Delay 1.0000

7 Spectrometer Frequency 400.14
8 Nucleus 1H

'H NMR (400 MHz, DMSO-d¢) 5 8.40 (s, 1H), 7.87 — 7.81 (m, 4H), 7.34 (s, 1H), 7.26 (t, /= 8.1 Hz,
2H), 6.99 (t, J = 7.9 Hz, 2H), 3.79 (t, J = 7.4 Hz, 2H), 3.55 (t, J = 7.1 Hz, 2H), 3.20 — 3.12 (m, 2H), 2.95
(d,J=12.7Hz, 2H), 2.01 (td, J = 13.5, 4.6 Hz, 2H), 1.70 (d, J = 13.3 Hz, 2H), 1.60 — 1.49 (m, 4H), 1.35

— 131 (m, 4H).

1.00—= %—

ik e, o T

N O O N T O AN O

< O NN < ™M ~— N

< — N~ N ~N -
T T T T T T T T T 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 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5 -1.1

f1 (ppm)
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Parameter Value S o EHhnIZQJ/N 4 N
1 Solvent DMSO I I SSNN N I I
2 Temperature 298.0
3 Pulse Sequence zgpg30
4 Experiment 1D
5 Number of Scans 2056
6 Relaxation Delay 2.0000
7 Spectrometer Frequency 100.62
8 Nucleus 13C
BCNMR (101 MHz, DMSO-d¢) §
167.96, 152.97, 136.96, 134.36,
131.62, 128.61, 128.20, 123.56,
122.99, 121.71, 113.30, 52.29, 40.75,
37.33,35.27,27.93, 26.55, 26.01,
25.87.
|
1
1
! i [ I
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 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 -10

f1 (ppm)
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LLLLLLL w o iWJJJJ#JJ# &%N\[/ e
Parameter Value

1 Solvent cDCi3 "H NMR (400 MHz, Chloroform-d) § 7.80 (dt, J= 5.3, 2.6 Hz, 2H), 7.71 — 7.62 (m, 2H), 7.29 — OYNH

2 Temperature 298.0 7.16 (m, 8H), 7.04 — 6.95 (m, 1H), 6.86 (d, J = 8.1 Hz, 1H), 6.01 (d,/=11.2 Hz, 1H), 4.74 (d, J = X

3 Pulse Sequence 2930 37.7 Hz, 1H), 4.42 — 4.32 (m, OH), 4.15 — 4.05 (m, 1H), 4.01 — 3.90 (m, 1H), 3.84 (t,J = 7.7 Hz, 2H), X

4 Experiment 1D 3.65 (t,J="7.3 Hz, 2H), 2.93 — 2.72 (m, 5H), 2.38 (ddt, J=22.9, 16.3, 12.2 Hz, 4H), 2.03 (d, J=7.1 N/t

5 Nuber of Scans 128 Hz, 2H), 1.84 — 1.76 (m, 2H), 1.66 (q, J = 7.0 Hz, 4H), 1.46 — 1.34 (m, 13H). o

6 Relaxation Delay 1.0000

7 Spectrometer Frequency 400.14

8 Nucleus 1H




IRESBITFTEILERAIIARA A yg® g NN RN NI RL RN
Parameter Value SRARARNMAAAIIRRIRRNIENAR NNG o M NGB BD N NN BN SO
A A A A A A A A A A A NN O nwn<T T MmMm MmN N o N
| Solvent DCB | S —tiiimiinin, | = | o SN NN N
2 Temperature 298.0 OYNH !
3 Pulse Sequence zgpg30 XQ
4 Experiment 1D
5 Number of Scans 2056 /t
6 Relaxation Delay 2.0000 roe
7 Spectrometer Frequency 100.62
8 Nucleus 13C
BCNMR (101 MHz, Chloroform-d) § 168.43, o=\ =0
159.72, 155.80, 153.80, 137.24, 136.19, 133.93,
132.17, 129.64, 129.24, 129.14, 128.92, 128.76,
128.35, 128.22, 127.14, 126.34, 123.71, 123.21,
122.16, 113.45, 77.62, 77.30, 76.98, 69.50, 53.83,
52.92,48.99, 48.26, 48.02, 41.84, 41.48, 37.92, 37.19,
37.16, 28.60, 28.50, 27.06, 26.68, 26.57.
[
0 1
1 1
! [
[ |
A ‘ A A LJ Ik | U
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
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10

f1 (ppm)
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BB NN NEYSLISENNNNNNNNINNNNNNNNNNNNNNNNNNNNNNKNNOGGSBOOOGomooomemopaadaAaaaaAfNaAaaAaANNANNN A = Ao oo oo oo
“MW T A U A ittt ettt i
1 Solvent DMSO
2 Temperature 298.0 'H NMR (400 MHz, DMSO-ds) § 8.32 (d, J = 8.4 Hz, 1H), . i J
3 Pulse Sequence 2930 7.87 — 7.84 (m, 2H), 7.84 — 7.80 (m, 3H), 7.69 — 7.64 (m, 1H), ]@)\
4 Experiment 1D 7.54(dt, J=10.5, 8.3 Hz, 1H), 7.27 - 7.21 (m, 6H), 7.15 (td, J -
5 Number of Scans 16 =5.9,2.6 Hz, 1H), 6.99 — 6.94 (m, 3H), 434 (q,J=7.3 Hz, DA
6 Relaxation Delay 1.0000 1H), 3.79 (t, J=7.5 Hz, 2H), 3.57 — 3.52 (m, 2H), 2.97 (dd, J g N/KO
7 Spectrometer Frequency 400.13 =13.7,49 Hz, 1H), 2.78 (dd, J=13.7, 8.6 Hz, 1H), 2.73 —
8 Nucleus 1H 2.64 (m, 2H), 2.61 — 2.53 (m, 2H), 1.87 (p, J=11.7, 9.4 Hz,
2H), 1.69 — 1.62 (m, 2H), 1.57 (t, J = 6.9 Hz, 2H), 1.54 — 1.47
(m, 2H), 1.35— 1.28 (m, 4H). Bé

6.37—=
1.19/°
3.184~
1.02x
2.17—=

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 T T T T T T
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5
f1 (ppm)
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Parameter Value % ’SK K'
1 Solvent CDCI3 NY
2 Temperature 298.0 i
3 Pulse Sequence zgfhiggn FD)\N“
4 Experiment iD F
5 Number of Scans 32 o
6 Relaxation Delay 1.0000 N/KO

9F NMR (376 MHz, Chloroform-d) § -69.95
(d,J=8.4Hz),-71.84 (d,J = 7.8 Hz).

7 Spectrometer Frequency 376.50
8 Nucleus 19F

1.00—
1.08—=
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-5 -10 -15 -20 -25 -30 -35 -40 -45 -50 -55 f6(2 )—65 -70 -75 -80 -85 -90 -95 -100 -105 -110 -115 -120
1 (ppm



f1 (ppm)

NOTMANAATQDIONNOWONINTITMANAOAINNLUOTONNOLONDNTAIANOVOMNMOANTANMOVOVOLANNDVOONONNOONOIMTMONNOYVWONNWOINTMANILM AL M-HO®OIN
N M OO N TN INGRORGN | NI ANNNNANANNNA A" "1 NN0ANMMOOOOORNNNNOVOOOLVOVYOINININNINOORROVOVOYYYVOYYYINININMMMMMMAN
OO ININ N NN N INININININININNNDNDN NN NNOVOVOVOVOVOVOUMMMmMOMMMANNANAN o N NANANANAN AN o D i B B B s e B e B e B e e I R B D
3 Y PNNANNNNNA L L S A A e D D L O i s
1 Solvent DMSO
2 Temperature 298.0
3 Pulse Sequence 2930 '"H NMR (400 MHz, DMSO-d¢) § 8.31 (d,J = 8.4 Hz, 1H), 7.81 (ddd, J=11.7, 7.8, 2.2 Hz, 1H), 7.68 ] i
4 Experiment 1D (ddd, J=9.4,4.4, 1.9 Hz, 1H), 7.54 (dt, J = 10.6, 8.4 Hz, 1H), 7.29 — 7.26 (m, 1H), 7.24 (d, J=2.9 Hz, D)‘\NH
5 Number of Scans 64 5H), 7.16 (dq, J=6.1, 3.9, 3.2 Hz, 1H), 6.97 (dt,J = 7.3, 3.3 Hz, 2H), 6.93 (s, 1H), 4.34 (td, /= 8.0, 5.2 ;
6 Relaxation Delay 1.0000 Hz, 1H), 3.83 — 3.77 (m, 2H), 3.40 — 3.32 (m, 2H), 2.97 (dd, J = 13.8, 4.9 Hz, 1H), 2.79 (dd, J=13.7, 8.6
7 Spectrometer Frequency 400.13 Hz, 1H), 2.74 — 2.65 (m, 2H), 2.62 — 2.52 (m, 4H), 1.88 (qd, J = 14.7, 14.1, 4.3 Hz, 3H), 1.65 (ddd, J = "
8 Nucleus 1H 13.9, 6.1,2.9 Hz, 2H), 1.53 (t,J = 7.3 Hz, 2H), 1.31 (¢, J = 7.5, 5.1 Hz, 8H). N/g
o
NH,
1
‘ :
1] I ! 1 1 1
A |
il A Bt R T 1A T p o it o
o MO TOoM—=HOM N~ [0 0] (@)} O 0 O O ININM
o T AN MO =M o (o] (@] ™M AN M o N < < O
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@ R EREEEEELEE LA N Rezegelanexys
Parameter  Value & o H8REENSINNgegsad g nusssafllansigs

1 Solvent DMSO | | S\ |/ IS YAV i
2 Temperature 298.0 D)l\m
3 Pulse Sequence zgpg30 F
4 Experiment 1D
5 Number of Scans 1024 b
6 Relaxation Delay 2.0000 N/ko
7 Spectrometer Frequency 100.61
8 Nucleus 13C

BCNMR (101 MHz, DMSO-dq) § 162.63,

152.20, 138.21, 136.23, 131.18, 128.29, 128.08, "

127.08, 126.92, 124.91, 123.58, 122.38, 120.60,

116.56, 116.38, 115.58, 115.40, 112.19, 60.22,

51.27,47.92, 46.84, 46.45, 40.29, 39.73, 37.26,

35.33,35.17, 31.79, 25.74, 25.24, 25.08.

1
1
1 | I I .
1 | | I
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 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 -10 -2l

f1 (ppm)



Parameter

1 Solvent

2 Temperature

3 Pulse Sequence
4 Experiment

5 Number of Scans
6 Relaxation Delay

8 Nucleus

Value

DMSO
298.0

zgfhiggn.2

1D
64

1.0000
7 Spectrometer Frequency 376.50

19F

19F NMR (376 MHz, DMSO-dy) & -134.99 (d, J = 22.0 Hz), -138.13 (d, J = 21.9 Hz).

_~-134.99
-138.10
-138.16

<

NH,

0.96—
1.03—

10 0

-20

-30 -40 -50 -60 -70 -80 -90 -100 -110 -120

f1 (ppm)

-190 -200 -210



Parameter Value
1 Solvent DMSO
2 Temperature 298.0
3 Pulse Sequence zg30
4 Experiment 1D
5 Number of Scans 256
6 Relaxation Delay 1.0000
7 Spectrometer Frequency 400.14
8 Nucleus iH

1.00= %‘

'"H NMR (400 MHz, DMSO-d¢) § 8.31 (d, J = 8.4 Hz, 1H), 7.85— 7.77 (m,
2H), 7.68 (ddt, J = 8.0, 4.6, 1.5 Hz, 1H), 7.54 (dt, J = 10.5, 8.3 Hz, 1H),
7.29 - 7.22 (m, 6H), 7.15 (ddd, J = 6.6, 5.7, 2.8 Hz, 1H), 6.97 (dd, J = 14.8,
7.1 Hz, 3H), 435 (td, J = 8.0, 5.2 Hz, 1H), 3.80 (t, J = 7.5 Hz, 2H), 2.99
(dq,J =104, 5.6,4.9 Hz, 3H), 2.83 — 2.75 (m, 2H), 2.69 (dq, J = 11.6, 5.9,
3.2 Hz, 2H), 2.58 — 2.53 (m, 2H), 1.97 (td, J = 7.4, 2.7 Hz, 2H), 1.87 (dd, J
=8.6, 6.8 Hz, 4H), 1.68 — 1.66 (m, 1H), 1.63 (dd, J = 8.6, 6.7 Hz, 3H), 1.55
(t,J=7.4Hz, 5H), 1.38 (p, J = 6.8 Hz, 2H), 1.30 (dd, J = 6.8, 3.5 Hz, 5H).

-
1.061 53"

CH

9.5 9.0 8.5 8.0

7.0 6.5 6.0 5.5 5.0

4.5
f1 (ppm)

4.0
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Parameter Value [ 0 NTTLTOMNANNNNNNANN = = ) — — NO~NN O offlod S S — gy 0BG S O N
1 Solvent DMSO I NNY SSSSNY irm e | | | NNV N ¢ 7 i =

2 Temperature 298.0

3 Pulse Sequence zgpg30 .

4 Experiment 1D F

5 Number of Scans 2056 D)\m

6 Relaxation Delay 2.0000
7 Spectrometer Frequency 100.62

8 Nucleus 13C

BC NMR (101 MHz, DMSO-ds) § 170.36, 163.64, 153.20, 149.87,
147.90, 147.78, 139.22, 137.23, 132.15, 129.29, 129.08, 128.08,
127.92,125.91, 124.58, 123.39, 121.61, 117.56, 117.38, 116.59,
116.41, 113.17, 83.14, 71.71, 61.23, 52.29, 48.92, 47.85, 47.46, 40.77,
38.40, 38.26, 36.34, 36.18, 31.46, 29.49, 29.02, 28.25, 28.14, 26.68,
26.11, 26.06, 12.65.
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210 200 190 180 170 160 150 140 130 120 110 c 1(00 ) 90 80 70 60 50 40 30 20 10
1 (ppm
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Parameter Value ?E @ 8 &
1 Solvent DMSO NV
2 Temperature 298.0
3 Pulse Sequence zgfhiggn.2 . Jf)
4 Experiment 1D F
5 Number of Scans 64 D)\m
6 Relaxation Delay 1.0000 ’
7 Spectrometer Frequency 376.51 ,il

N No NN

8 Nucleus 19F k/\/\/
M/\\

19F NMR (377 MHz, DMSO-dg) & -135.01 (d, J = 21.9
Hz), -138.12 (d, J = 22.6 Hz).

1.00—
1.02—
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1 (ppm



