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13C NMR (126 MHz, DMSO-ds) 5 168.15, 137.84, 135.07, 130.40, 128.81, 128.39,
127.44, 127.05, 125.94, 120.97, 120.37, 111.37, 102.49, 61.15, 52.37, 44.70, 35.20,
28.63.
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IH NMR (400 MHz, CDs0D) & 8.08 (d, J = 1.1 Hz, 1H), 7.58 (dd, J = 8.6, 1.8 Hz,
1H), 7.49 (dd, J = 7.1, 2.2 Hz, 1H), 7.41 — 7.35 (m, 2H), 7.30 — 7.24 (m, 3H), 6.51 (d,



J=3.2 Hz, 1H), 3.78 (s, 2H), 3.05 (d, J = 11.7 Hz, 2H), 2.31 (t, J = 11.9 Hz, 2H),
1.77 (t, J = 14.0 Hz, 3H), 1.45 — 1.33 (m, 2H).
13C NMR
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13C NMR (101 MHz, CD30D) § 170.60, 138.15, 134.64, 131.71, 129.37, 129.10,
127.70, 126.78, 125.91, 125.17, 120.18, 119.95, 110.67, 102.17, 58.57, 53.06, 44.79,
35.56, 28.93.

HRMS (ESI)

Ttem name: 20191014 Channel name: 2: RT=0.1878 mins : TOF MSe (100-1000) 6eV/ EST+ : Centroided
Ttem description:
1.27e7

1.2e7 38217034
1.1e7
le7+
9e6-|
86|
Te6

6e6-]

Intensity [Counts]

5e6

384.16715
4e6-] ’
3e6]

2e6

le6

386.17211
| 436.08840

379.08494)
14404520 22210525 f

?97.38376 ?79‘53466 ?63.45748 BOL46601871.42421

100 200 300 400 500 600 700 800 900 1000

Observed mass [m/z]

02847643
>




'H NMR
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H NMR (500 MHz, DMSO-ds) & 13.30 (s, 1H), 8.48 (s, 1H), 8.35 (s, 1H), 8.20 (s,
1H), 7.87 (d, J = 8.8 Hz, 1H), 7.57 (d, J = 8.7 Hz, 1H), 7.33 - 7.27 (m, 3H), 7.24 (d, J
= 6.8 Hz, 1H), 3.45 (s, 2H), 3.18 (d, J = 6.0 Hz, 2H), 2.81 (d, J = 11.1 Hz, 2H), 1.92 (t,
J=11.1Hz, 2H), 1.67 (d, J = 12.4 Hz, 2H), 1.59 (s, 1H), 1.22 (d, J = 9.4 Hz, 2H).

13C NMR
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13C NMR (126 MHz, DMSO-ds) & 167.07, 141.33, 138.83, 135.11, 129.24, 128.56,
127.67, 127.62, 127.30, 125.79, 122.79, 120.90, 110.16, 62.78, 53.38, 45.31, 36.17,
30.23.

HRMS (ESI)
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'H NMR (500 MHz, DMSO-ds) & 8.53 (s, 1H), 8.27 (d, J = 68.8 Hz, 1H), 7.78 (d, J =
8.0 Hz, 1H), 7.70 — 7.61 (m, 1H), 7.28 (d, J = 6.9 Hz, 3H), 7.21 (d, J = 5.6 Hz, 1H),
7.04 (s, 1H), 3.39 (s, 2H), 3.19 (s, 2H), 2.76 (s, 2H), 1.85 (d, J = 11.8 Hz, 2H), 1.65 (d,
J=11.8 Hz, 3H), 1.20 (d, J = 10.9 Hz, 2H).

13C NMR
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13C NMR (126 MHz, DMSO-ds) & 167.40, 144.24, 139.08, 135.64, 129.16, 129.02,
128.51, 127.18, 121.88, 115.66, 114.85, 62.93, 53.43, 53.35, 49.05, 46.43, 45.39,
37.13, 36.25, 30.32, 29.90.

HRMS (ESI)
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'H NMR
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IH NMR (400 MHz, CDzOD) & 8.29 — 8.27 (m, 1H), 8.12 (d, J = 1.0 Hz, 1H), 7.87 —
7.77 (m, 2H), 7.62 (d, J = 7.8 Hz, 1H), 7.56 (t, J = 8.9 Hz, 2H), 7.39 (p, J = 5.5 Hz,
2H), 3.66 (d, J = 6.7 Hz, 2H), 3.30 (s, 1H), 3.27 (s, 1H), 2.90 (d, J = 11.4 Hz, 2H),
2.15 - 2.06 (M, 2H), 1.79 — 1.63 (m, 3H), 1.44 — 1.24 (m, 3H).

13C NMR
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13C NMR (126 MHz, CD3OD) § 169.23, 141.32, 134.81, 131.92, 130.75, 130.34,
128.00, 127.37, 127.30, 125.41, 122.55, 120.67, 114.13, 113.58, 109.69, 58.94, 57.96,
53.34, 53.01, 44.93, 44.83, 35.64, 35.52, 29.26, 29.06.

HRMS (ESI)
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'H NMR (500 MHz, DMSO-ds) & 8.53 (s, 1H), 8.32 (s, 1H), 8.16 (s, 1H), 7.75 (d, J =
8.4 Hz, 1H), 7.61 (d, J = 8.3 Hz, 1H), 7.32 (d, J = 8.3 Hz, 2H), 6.91 (d, J = 8.3 Hz,
2H), 3.74 (s, 3H), 3.69 (s, 2H), 3.18 (d, J = 5.9 Hz, 2H), 2.97 (d, J = 11.1 Hz, 2H),
2.26 (s, 2H), 1.73 (d, J = 13.0 Hz, 2H), 1.68 (s, 1H), 1.34 (d, J = 11.2 Hz, 2H).

13C NMR
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13C NMR (126 MHz, DMSO-ds) & 167.31, 159.33, 144.22, 131.57, 128.92, 121.94,
114.16, 60.78, 55.52, 52.34, 44.84, 35.34, 28.86.
HRMS (ESI)
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'H NMR (500 MHz, DMSO-ds) & 8.63 (s, 1H), 8.44 (s, 1H), 7.87 (d, J = 2.7 Hz, 2H),
7.47 (d,J=7.1Hz, 1H), 7.39 (d, J = 7.8 Hz, 1H), 7.30 (d, J = 6.9 Hz, 1H), 7.27 —
7.25 (m, 1H), 7.03 (s, 1H), 3.52 (s, 2H), 3.21 (t, J = 6.1 Hz, 2H), 2.82 (d, J = 11.3 Hz,
2H), 2.00 (t, J = 10.4 Hz, 2H), 1.68 (d, J = 12.0 Hz, 2H), 1.61 (s, 1H), 1.23 (d, J =
10.5 Hz, 2H).

13C NMR

T ORTTOUOLALND
O MONKWOOBAMNRG M~ NN O o
A QRO NLCC N w-H N O -
T AMGaNmMMTOm @0
O CndH KNI Rms oA 510
5] TN M N ANANN - N Mmwmwo

MIGL6-4 R I R s I B I VT Hm )
| e [} ~ 00

13C NMR (126 MHz, DMSO-ds) 5 166.50, 140.30, 139.38, 138.70, 131.96, 129.27,
128.56, 127.32, 125.46, 115.61, 114.32, 62.73, 53.33, 45.41, 36.08, 30.16.
HRMS (ESI)
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'H NMR (400 MHz, CD30D) & 8.38 (td, J = 1.5, 1.0 Hz, 1H), 7.92 — 7.90 (m, 1H),
7.88 (t,J =1.0 Hz, 1H), 7.81 (d, J = 7.8 Hz, 1H), 7.68 (d, J = 7.8 Hz, 1H), 7.61 (dt, J
=7.7,4.1 Hz, 1H), 7.51 — 7.42 (m, 2H), 3.89 (d, J = 22.6 Hz, 2H), 3.33 (dd, J = 6.5,
3.7 Hz, 2H), 3.13 - 3.01 (m, 2H), 2.47 — 2.31 (m, 2H), 1.90 — 1.68 (m, 3H), 1.52 —
1.32 (m, 2H).

13C NMR



THY-9.21-4/1

3

2800

VY

2600
2400
2200
2000
1800
1600
[-1400

(1200

N N F1000
F L
M N .
00
F
F o
00

400

) nim

200

210 200 180 130 170 160 150 140 130 120 110 100 o« 80 n 60 50 10 a0 ) 0] o 10
F1 (ppm)

13C NMR (126 MHz, CD30OD) § 168.36 , 132.07 , 131.06 , 131.02 , 130.56 , 128.44 ,
127.81,125.07, 115.14 , 113.53 , 58.46 , 57.79 , 53.26 , 52.93 , 44.87 , 44.73 , 35.34 ,
35.16,28.90, 28.62 .

HRMS (ESI)
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'H NMR (400 MHz,CD3s0D) § 7.72 (dd, J = 1.9, 0.4 Hz, 1H), 7.70 (ddd, J = 3.7, 1.5,
0.5 Hz, 2H), 7.47 (dqg, J = 12.9, 3.6 Hz, 6H), 6.91 (d, J = 8.1 Hz, 1H), 4.26 (s, 2H),
3.44 (d, J=12.5 Hz, 2H), 3.31 (s, 1H), 2.98 (t, J = 12.9 Hz, 2H), 1.97 (d, J = 15.4 Hz,
3H), 1.55 (t, J = 11.8 Hz, 2H), 1.26 (s, 1H).

13C NMR
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13C NMR (101 MHz, CD30D) & 178.52, 168.90, 146.69, 130.99, 129.80, 129.40,
128.99, 127.92, 127.60, 125.95, 123.42, 123.40, 108.97, 60.21, 51.86, 43.82, 42.11,
34.01, 26.82.

HRMS (ESI)
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'H NMR (600 MHz, CD30D) & 7.72 (dd, J = 10.5, 2.4 Hz, 2H), 7.50 (d, J = 7.2 Hz,
1H), 7.39 (d, J = 7.6 Hz, 1H), 7.28 (dt, J = 20.1, 7.1 Hz, 2H), 6.93 (d, J = 8.1 Hz, 1H),
3.71 (s, 2H), 3.27 (d, J = 6.8 Hz, 2H), 3.00 (s, 2H), 2.21 (s, 2H), 1.76 (d, J = 12.7 Hz,
2H), 1.69 (s, 1H), 1.37 (g, J = 11.5 Hz, 2H).

13C NMR
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13C NMR (101 MHz, CD30D) & 168.83, 146.63, 135.02, 132.40, 130.20, 129.68,
128.07, 127.58, 127.18, 125.93, 123.41, 108.96, 57.94, 52.76, 44.36, 34.83, 28.01.
HRMS (ESI)

Ttem name: 2019040304 Channel name: 2: RT=0.4201 mins : TOF MSe (100-1000) 62V ESl+ : Centroided
Ttem description:
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'H NMR (400 MHz, CD30D) & 7.74 — 7.68 (m, 2H), 7.40 (d, J = 8.7 Hz, 2H), 6.98 (d,
J=8.7 Hz, 2H), 6.91 (d, J = 8.0 Hz, 1H), 4.19 (s, 2H), 3.79 (s, 3H), 3.43 (d, J = 12.0
Hz, 2H), 3.31 (s, 1H), 2.95 (t, J = 11.7 Hz, 2H), 1.97 (d, J = 13.9 Hz, 3H), 1.60 — 1.45
(m, 2H), 1.26 (s, 1H).

13C NMR
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13C NMR (101 MHz, CDsOD) § 178.54, 168.87, 161.10, 146.66, 132.51, 127.95,
127.62, 125.93, 123.46, 121.09, 114.21, 108.98, 54.55, 51.51, 43.78, 34.03, 27.22,
26.85.

HRMS (ESI)



ftem name: 20190924-01 Channel name: 2: RT=0.1221 mins : TOF MSe (50-1000) 6eV! ESL+ : Centroided
Item description:
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IH NMR (400 MHz, CDs0OD) § 7.79 (d, J = 7.8 Hz, 1H), 7.73 — 7.69 (m, 2H), 7.62 (d,
J=8.2 Hz, 1H), 7.56 (t, J = 7.8 Hz, 1H), 7.44 — 7.32 (m, 2H), 6.95 — 6.90 (m, 1H),



3.60 (d, J =17.7 Hz, 2H), 3.24 (dd, J = 9.1, 6.8 Hz, 2H), 2.91 — 2.77 (m, 2H), 2.09 —
1.93 (m, 2H), 1.78 — 1.61 (m, 3H), 1.40 — 1.21 (m, 3H).
13C NMR
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13C NMR (126 MHz, CD30OD)) 6 168.70 , 146.44 , 131.73 , 130.35 , 130.30 , 128.23
127.47 ,127.30 , 126.79 , 125.81 , 125.26 , 123.34 , 108.90 , 59.79 , 59.79 , 58.24 ,
53.43,53.14 ,45.07 , 36.04 , 36.04 , 36.00 , 36.00 , 29.82 , 29.76 .

HRMS (ESI)

Sample Name Position  PIC2  InstumentMame Tnstumentl  UserNa ime GTOF-POY;
Inj Vol . InjPusition SampleType Sample IRM Calibration Status Sucoess
Data Filename  ¥Hy-2-p.d ACQMethod 201 10416-MSoaly-p.m Comment  Acquired Th me
%10 5 |*ESI Scan (r: 0,240 min) Frag=120.0v YHY-2-.p.d_Subtract (8)
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° \ ? \
o al [ 21 l 1 522.1573 &
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'H NMR(400 MHz, CD3s0D) § 7.68 (d, J = 8.3 Hz, 2H), 7.36 — 7.24 (m, 7H), 3.60 (s,
2H), 2.93 (d, J = 12.0 Hz, 2H), 2.67 (d, J = 6.8 Hz, 2H), 2.39 (s, 3H), 2.09 (t, J = 12.6
Hz, 2H), 1.68 (d, J = 13.8 Hz, 2H), 1.44 (s, 1H), 1.28 — 1.13 (m, 2H).

13C NMR

19040302
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13C NMR (101 MHz, CD30D) § 143.22, 137.71, 136.09, 129.69, 129.36, 128.05,
127.39, 126.67, 62.59, 52.72, 35.66, 28.79, 20.11.
HRMS (ESI)



Ttem name: 2019040302 Channel name: 2: RT=0.4202 mins : TOF MSe (100-1000) 62V ESl+ : Centroided
Ttem description:
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IH NMR (400 MHz, CDs0OD) § 7.69 (d, J = 8.3 Hz, 2H), 7.44 (dd, J = 7.4, 2.0 Hz,
1H), 7.37 - 7.31 (m, 3H), 7.23 (td, J = 7.1, 1.9 Hz, 2H), 3.62 (s, 2H), 2.89 (d, J = 11.8



Hz, 2H), 2.67 (d, J = 6.8 Hz, 2H), 2.39 (s, 3H), 2.06 (t, J = 11.7 Hz, 2H), 1.65 (d, J =
13.1 Hz, 2H), 1.37 (s, 1H), 1.20 (dd, J = 12.3, 3.6 Hz, 1H), 1.15 (s, 1H).
13C NMR
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13C NMR (101 MHz, CD3OD) § 143.42, 137.49, 135.59, 133.53, 131.79, 130.10,
129.48, 127.74, 127.35, 126.68, 126.68, 20.13.
HRMS (ESI)

Ttem name: 2019040303 Channel name: 2: RT=0.4164 mins : TOF MSe (100-1000) 62V ESl+ : Centroided
Ttem description:
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'H NMR (600 MHz, CD30D) & 7.61 (d, J = 8.3 Hz, 2H), 7.25 (dd, J = 27.4, 8.3 Hz,
4H), 6.85 (d, J = 8.6 Hz, 2H), 3.80 (s, 2H), 3.70 (s, 3H), 3.10 (d, J = 10.7 Hz, 2H),
2.63 (d, J=6.7 Hz, 2H), 2.44 (s, 2H), 2.32 (s, 3H), 2.05 (s, 1H), 1.73 (s, 2H), 1.52 (s,
1H), 1.27 — 1.19 (m, 2H).

13C NMR
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13C NMR (101 MHz, CD3OD) § 160.41, 143.33, 137.60, 131.82, 129.42, 126.66,
113.87, 60.67, 54.47, 51.88, 34.72, 27.47, 20.10.
HRMS (ESI)



Ttem name: 2019040201 Channel name: 2: RT=0.4235 mins : TOF MSe (100-1000) 6eV! ESL+ : Centroided
Item description:
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IH NMR (400 MHz, CDz0D) § 7.76 (d, J = 7.8 Hz, 1H), 7.71 — 7.66 (m, 2H), 7.61 (d,
J=7.9Hz, 1H), 7.57 — 7.51 (m, 1H), 7.40 — 7.31 (m, 4H), 3.58 (d, J = 14.0 Hz, 2H),
2.79 (t, = 12.2 Hz, 2H), 2.67 (t, J = 6.9 Hz, 2H), 2.40 (s, 3H), 1.97 (t, J = 11.6 Hz,



2H), 1.69 — 1.59 (m, 2H), 1.40 (dtt, J = 14.5, 7.3, 3.2 Hz, 1H), 1.15 (dqd, J = 24.7,
12.2, 3.7 Hz, 2H).
13C NMR
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13C NMR (126 MHz, CD3OD) § 143.14 , 137.67 , 131.73 , 130.36 , 130.33 , 130.03 ,
129.28 , 127.36 , 126.84 , 126.60 , 125.27 , 59.65 , 58.14 , 53.26 , 52.97 , 35.94 ,
35.86 , 29.45 , 20.03.
HRMS (ESI)

Sample Name osition ~ PIC1  InstrumentName  Instrument 1 User Name QTOF-PCY

Inj Vol o1 InjPosition SampleType Sample IRM Calibration Status Success

Data Filename ~ YHY-1-p.d ACQ Method 20110418-MSonly-p.m Comment Acquired Time: 9/12/201¢
x10 4 |C21 H25 F3 N2 O2 S: +ESI Scan (rt: 0.237 min) Frag=120.0V YHY-1-.p.d Subtract (7)
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IH NMR (400 MHz, CD30D) § 7.74 (d, J = 2.0 Hz, 1H), 7.28 (tt, J = 13.1, 6.8 Hz,
6H), 7.20 (d, J = 3.1 Hz, 1H), 7.15 (dd, J = 8.6, 2.0 Hz, 1H), 6.37 (d, J = 3.1 Hz, 1H),
3.60 (d, J = 14.9 Hz, 2H), 3.26 (d, J = 5.0 Hz, 1H), 3.08 — 3.01 (M, 3H), 2.39 (d, J =
7.0 Hz, 2H), 2.21 - 2.13 (m, 1H), 2.04 (d, J = 15.4 Hz, 2H), 1.74 — 1.60 (m, 2H), 1.27

(s, 2H).
13C NMR
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13C NMR (151 MHz, CD30D) 5 170.66, 136.38, 133.81, 129.79, 128.59, 128.42,
127.97, 126.86, 125.29, 115.83, 115.76, 112.47, 110.75, 101.07, 72.24, 70.09, 60.80,
57.69, 53.42, 52.37, 41.90, 31.68, 31.23, 29.38, 28.89, 22.34, 13.05.

HRMS (ESI)
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'H NMR (400 MHz, CD30D) & 7.75 (d, J = 1.9 Hz, 1H), 7.39 — 7.29 (m, 3H), 7.28 —
7.20 (m, 2H), 7.19 (d, J = 3.1 Hz, 1H), 7.16 (dd, J = 8.7, 2.0 Hz, 1H), 6.37 (d, J = 4.0
Hz, 1H), 3.45 (d, J = 12.3 Hz, 2H), 3.15 — 3.09 (m, 2H), 3.08 — 3.01 (m, 2H), 2.79 (t,
J=13.0 Hz, 2H), 2.36 (d, J = 7.1 Hz, 2H), 2.10 (s, 1H), 2.00 — 1.92 (m, 2H), 1.60 (q,
J=11.5Hz, 2H).

13C NMR
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13C NMR (151 MHz, CD30D) § 171.22, 135.56, 133.78, 133.57, 130.84, 129.85,
129.30, 128.28, 127.96, 127.17, 125.21, 115.80, 112.48, 110.73, 101.06, 56.91, 52.68,
42.55, 32.24, 29.95, 29.32, 29.01.
HRMS (ESI)
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'H NMR (400 MHz, CD30D) & 8.09 (s, 1H), 8.03 (s, 1H), 7.52 (d, J = 8.7 Hz, 1H),
7.29—-7.12 (m, 6H), 3.07 (d, J = 12.0 Hz, 2H), 2.84 — 2.78 (m, 2H), 2.64 — 2.58 (m,
2H), 2.32 (d, J = 7.2 Hz, 2H), 2.17 (t, J = 11.8 Hz, 2H), 1.93 (s, 1H), 1.81 (d, J = 12.9
Hz, 2H), 1.42 (q, J = 12.1, 10.5 Hz, 2H).

13C NMR
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pulse decoupled gated NOE

. 000

0 10 B0 170 160 150 140 130 120 110 100 90 B0 i 60 A0 0 30 20 1
{ppm)

13C NMR (101 MHz, CD3OD) & 171.84, 141.67, 139.67, 133.93, 128.33, 128.21,
128.20, 125.93, 116.32, 60.33, 53.19, 47.89, 43.30, 33.27, 32.51, 31.15.
HRMS (ESI)
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'H NMR (600 MHz, CDCls) & 7.95 (s, 1H), 7.70 (s, 1H), 7.66 (d, J = 8.1 Hz, 1H),
7.48 (d,J=7.4Hz, 1H), 7.35(d, J = 7.8 Hz, 1H), 7.24 (t, I = 7.4 Hz, 1H), 7.19 (t, J =
7.3 Hz, 1H), 6.90 (d, J = 8.1 Hz, 1H), 3.62 (s, 2H), 3.57 (d, J = 11.7 Hz, 1H), 3.37 (d,
J=6.5Hz, 2H), 2.95 (d, J = 11.2 Hz, 2H), 2.10 (t, J = 11.3 Hz, 2H), 1.75 (d, J = 12.4
Hz, 2H), 1.66 (s, 1H), 1.60 (s, 1H), 1.39 (q, J = 11.5 Hz, 2H).

13C NMR
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13C NMR (101 MHz, CD30D) & 171.90, 141.65, 137.34, 134.98, 133.95, 133.58,
130.73, 129.20, 127.73, 126.97, 121.27, 116.28, 58.31, 58.27, 53.17, 53.06, 50.62,
43.39, 40.15, 33.39, 32.59, 31.29, 31.15, 30.24.

HRMS (ESI)
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