Supplementary Material

Original 'H, 3C NMR and ESI-HRMS spectra of target compounds (FA-1 ~ FA-

26)
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'H NMR (400 MHz, CDCI;) 5 548 (d J=84Hz 1H) 5000 (t NeEtEy lH) 40 ™
(d,J=2.5Hz, 1H),4.33 (d,J= 1.3 Hz, 1H), 3.04 (d, JfIOSﬂ{z IH), 245 (t, J=7.7 [
Hz, 2H), 2.37 — 2.25 (m, 1H), 2.24 — 1.9 (m, 8H), 1.95 (s, 3H), 1.87 (dd, J=12.8,2.3 0
Hy, 1H), 1.84 — 1.73 (m, 3H), 1.6 (s, 3H), 1.58 (5, 31), 1.54 (dd, J— 10.1, 5.9 Fzy |
2H), 1.36 (s, 3H), 135 — 1.28 (m, 1H), 1.28 — 1.20 (m, 2H); 1. 19ﬂ|1"00(pypH) 097 1.,
(s, 3H), 0.91 (s, 3H), 0.81 (d, J = 6.7 HZ, 3H), 0.05 (s, 1H). "
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"H NMR of compound FA-1
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B3C NMR (100 MHz, CDCls) 8 175.20, 171.40, 170187, 151.50, 132.97, 129.94, oo
123.29, 74.71, 74.48, 68.53, 49.33, 49.04, 44.61, 39|70, 39.27, 38.04, 37.23, 36.03,
35.05, 33.03, 31.32, 29.01, 28.69, 27.65, 26.03, 24.68, 22.85, 21.64, 20.88, 20.86,
18.38, 18.08, 15.85. [reoon
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13C NMR of compound FA-1

Instrument

T
30

maxXis impact

Intens.

x10°

251

1+
581.3458

2.01

0.54

1+
582.3489

+MS, 0. 44min #25

1+
583.3516

o8

2.51

1+
581.3449

HRMS of compound FA-1

CasHsgNaD;,, 581.3449
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"H NMR (400 MHz, CDCl3) & 5.89 (d, /= 8.4 Hz, 1H), 5.09 (t Jﬁ 7.2 Hz, 1H), 4.94
(d, /J=2.5Hz, 1H),4.33(d,/=1.4 Hz, 1H), 3.04 (d, /= 10.8 Hz, 1H), 245 (t,J=17.7

Hz, 2H), 2.39 - 2.26 (m, 3H), 2.23 - 1.98 (m, SH), 1.95 (s, 3H), |

Hz, 1H), 1.84 — 1.74 (m, 3H), 1.66 (s, 3H), 1.59 (s, 3H), 1.54

S~

136 (s, 3H), 1.34 - 1.29 (m, 1H), 1.24 (s, 2H), 118 - 1.00 (IHEF
(s, 3H), 0.81 (d, J = 6.7 Hz, 3H). T

i

88 (dd, J=12.8,2.3

11.5, 5.2 Hz, 2H),
97 (s, 3H), 0.91
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"H NMR of compound FA-2
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2014-04-07 WU-FA-bingsuan
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BC NMR (100 MHz, CDCls) 6 175.24, 174.55, 170.4
74.71, 74.23, 68.54,49.32, 49.07, 44.64, 39.73, 39.2
31.34, 29.01, 28.70, 28.45, 27.68, 26,04, 24.69, 22.8;
9.73.
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0, 20.89, 20.84, 18.41, 18.09, 15.93,
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13C NMR of compound FA-2
Sample Name  150326-07-3 Instrument maXis impact
Comment
Intens. +MS, 0.66min #38

X109

1.0

1+
595.3611

0.8

0.6

0.4 14

596.3648
0.2
1+
597.3654

X% CaaHsNa0s, 595.3605

1.0

1+
595.3605

HRMS of compound FA-2
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'H NMR (400 MHz, CDCl;) 6 5.89 (d, J = 84Hz II—D 50 9ty

(d, J=2.4 Hz, 1H), 4.33 (s, 1H), 3.04 (d, J = 10.9 Hz, 1H), 257‘.
J=17.3 Hz, 3H), 2.23 — 1.99 (m, 5H), 1.96 (s, 3H), 1.88 (dd, J =
—1.74 (m, 3H), 1.70 — 1.63 (m, 5H), 1.59 (s, 4H), 1.54 (dd, Jrri

338 (m, 2H), 231 (1,
8,2.1 Hz, 1H), 1.85
5.0 Hz, 2H), 1.37

(s, 3H). 135 122 (m, 2H), 1.19 - 1.02 (m, 2H), 1.01 - 09;&\["»

0.82 (d, J = 6.7 Hz, 3H).

,0.91 (s, 3H),

"H NMR of compound FA-3
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—151.53
— 129,80

—132.91
—123.20

3C NMR (100 MHZ CDC13) & 174 95, 173.70, 170.

74.62, 74.10, 68.47, 49.25, 48.99, 44.56, 39.65, 39.20, 38.05, 37.18, 36.98, 35.94, 34.98,
b, 20.82, 20.76, 18.88, 18.31, 18.00,

33.02, 31.27, 28.93, 28.61, 27.63, 25.95, 24.58, 22.7
15.87, 14.00.
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13C NMR of compound FA-3
Sample Name 150326-07-4 Instrument maXis impact
Comment
Intens. +MS, 0.42min #24
X105
1+
20 609.3766
1.54
1.01
1+
6510.3806
0.51
1+
J ,/\ £11.3835
xfo8 CasHssNaOy, 609.3762
251
) 1+
20 609.3762

HRMS of compound FA-3




: Structure of FA-4
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'H NMR (400 MHz, CDCI) § 5.89 (d, /= 8.4 Hy, 1“i1)“'5“?)'3 3ia lH) T

J=2.5Hz, 1H)433{d J=14Hz, lH)304(dJ IOSHz,;lH 2.57 (hept, J = 7.0— |0

5500

1.96 (s, 3H), 187(d J=2.0 Hz, 1H), 135—173(m,3H) 16 (513H), ,
1.57 — 1.49 (m, 3H), 1.37 (s, 3H), 1.32 (d, /= 5.8 Hz, 1H), 12H),1.19(S,3H),
1.18 (s, 3H), 1.11 (ddd, J = 17.7, 13.3, 7.1 Hz, 3H), %98($ 3H). 0
= 6.7 Hz, 3H).
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"H NMR of compound FA-4
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3C NMR (100 MHz, CDCls) 6 176.70, 174.81, 170.53, 151.32, 132.69, 129.59, 122.97, [
74.40, 73.77, 68.23, 49.00, 48.79, 44.34, 39.45, 38.977, 37.87, 36.97, 35.74, 34.83, 34.59 L
32.88,31.00, 29.70, 28.39, 27.33, 25.72, 24.36, 22 5|1, 20.59, 20.53, 19.19, 18.10, 17.78,
15.67.
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13C NMR of compound FA-4
Sample Name  150326-07-5 Instrument maXis impact
Comment
Intens. +MS, 0.42min #24
x10°
1.50
1+
609.3763
1.26
1.00
0.75
1+
610.3805
0.50
0.251 14
J 611.3794
609.6068
)?1%% : }L A CssHs:Na07, 609.3762
1.50
1+
. 609.3762

HRMS of compound FA-4
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Structure of FA-5
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'H NMR (400 MHz, CDCl;) & 5.87 (d, J = 84Hz lH) 507(t J=7.2 Hz, 1H), 4.31 G,

1H), 3.03 (d,J=11.1 Hz, 1H), 2.43 (t, J= 7.5 Hz, 2H), 2.36 - .
(m, J = 28.6, 14.6, 8.0 Hz, 5H), 1.93 (s, 3H), 189—172(m,4f-

m, 3H), 2.20 — 1.99
64 (s, 3H), 1.62 —

1.47 (m, 8H), 1.35 (s, 2H), 1.35 — 1.26 (m, 4H), 1,26~ 1.2] (1. }511.8 Hz, 2H), 1.14 -
1.02 (m, J=17.9, 13.1, 7.0 Hz, 2H), 0.96 (s, 3H), 0.89 (t, J = 73“H=z 6H) 0.79 (d, J =
6.7 Hz, 3H).

"H NMR of compound FA-5
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3C NMR (100 MHz, CDCls) 8 174.24, 172.95, 169.85, 150.40, 131.88, 128.96, 122.28,
73.69, 73.24, 67.45, 48.29, 48.02, 43.57, 38.68, 38.24, 37.08, 36.21, 35.01, 34.03, 33.84,
32.08, 30.27, 28.96, 27.97, 27.67, 26.65, 26.57, 24.98, 23.62, 21.79, 21.58, 19.83, 17.34,
17.03, 14.91, 13.06. e
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13C NMR of compound FA-5

FA_5#2846 RT: 16.28 AV: 1 NL: 2.79E6
T: FTMS + p ESI Full ms [150.0000-2000.0000]
100— 623.3923

95

Relative Abundance
[9)]

624.3954

3 625.3762

T T T T T T T T
623.0 623.5 624.0 624.5 625.0 625.5 626.0 626.5
m/z

HRMS of compound FA-5



'H NMR (400 MHz, CDCl;) & 8.01 (d, J = 7.2 Hz, 2H), 7.61

6H), 2.01 (s, 3H), 1.94 — 1.78 (m, 2H), 1.78 — 1.67 (m, 2H), |

3H), 0.90 (d, J = 6.8 Hz, 3H). [

t,J=7.5 Hz, 1H), 7.46
(t, J=7.8 Hz, 2H), 5.86 (d, /= 8.4 Hz, 1H), 5.12 (t, /=7.1 Hz, l"lH) 4.36 (s, 1H), 3.12
(d, /J=10.8 Hz, 1H), 2.64 — 2.46 (m, 2H), 2.35 (d, J=13.2 Hz, 1H), 2.29 — 2.08 (m,
3H), 1.62 — 1.45

7 (s, 3H), 0.94 (s,

6
(m, 7H), 1.38 (s, 2H), 1.37 — 1.21 (m, 2H), 1,18/~ 1,02 (i, 2H))!
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"H NMR of compound FA-6
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BC NMR (100 MHz, CDCl;) 8 170.98, 164.89, 162.39, 153.26, 134.31, 132.96, 130.42, |4,
128.97, 128.89, 128.76, 122.80, 74.21, 71.43, 68.13,/49.38, 48.76, 44.71, 39.50, 39.05, -

36.86, 36.50, 35.79, 35.40, 31.94, 30.11, 29.84, 28.92, 28.76, 25.75, 23.87, 23.19, 21.05,
20.92,17.87,17.85,15.97. [
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13C NMR of compound FA-6

FA 6 #2910 RT: 16.65 AV: 1 NL: 3.11E7
T: FTMS + p ESI Full ms [150.0000-2000.0000]
1004 643.3604

957

644.3640

Relative Abundance
L H\ﬁ\\ﬁn\\HCFH\\(ﬂ\\ﬁHﬁn\H%HH’H\ﬁ\\m\\ﬁ\\m\\\cﬁ\\m\\

3 645.3669

g L) »

T T Tt T T T T T T T T T T T T T T T T
643.0 643.5 644.0 644.5 645.0 645.5 646.0 646.5
m/z

HRMS of compound FA-6
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"H NMR (400 MHz, CDCl;) § 5.87 (d, J = 8.4 Hz, 1H), 5.10 (t
J=2.2Hz, 1H),4.40 (s, 1H), 3.05 (d, /= 11.5 Hz, 1H), 2.8 .

(m, 2H), 231 (d, J =133 Hz, 1H), 2.26 — 2.10 (m, 3H), 2.10 /1

3H), 1.87 (t, J=11.8 Hz, 1H), 1.83 — 1.73 (m, 2H), 173—1\6
1.63 (s, 1H), 1.59 (s, 3H), 1.48 (d, J=12.7 Hz, 1H),/1.38 (5| 2
1.18 — 1.04 (m, 2H), 0.9 (s, 3H), 0.91 (s, 3H), 0.83 (d, J = 6.4

(m, 2H), 1.96 (s,
1H), 1.67 (s, 3H),
135 1.19 (m, 4H),

"H NMR of compound FA-7
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13C NMR (100 MHz, CDCly) § 176.38, 174.42, 171|129, 170.68, 150.47, 132.57,
129.46, 122.90, 74.94, 74.25, 68.52, 49.11, 48.56, 44.14, 39.44, 38.76, 36.47, 36.23,
35.75, 35.56, 30.92, 29.96, 29.59, 29.08, 28.60, 28.56, 26.75, 25.61, 23.74, 22 .81, [
21.12,20.45,17.67, 17.34, 15.45.
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210 200 190 180 170 160 150 140 130 120 110 o ]E}]?pm) 90 80 T0 60 a0 40 a0 20 10 0 -10
13C NMR of compound FA-7
FA_7 #2541 RT: 14.70 AV: 1 NL: 4.58E6
T: FTMS + p ESI Full ms [150.0000-2000.0000]
100 639.3505
%
o0
701
§ 40; 640.3539
501
2]
E 641.3541
107
o ‘ ‘63‘9.0‘ o ‘63‘945‘ ‘ ‘646.0‘ o ‘64&).5‘ o ‘64‘1.0‘ “ ‘64‘1.5‘ ‘ ‘64‘2.0‘ m ‘64‘245‘ o ‘64‘340
m/z

HRMS of compound FA-7



Structure of FA-8

"EFIMIR (400 MHz, CDCIL) 5 7.89 (d, J = 8.2 Hz, 2H), 7.25 (d, J = 6.6 Hz, 2H), 5.85 (d,
J=84 Hz, 1H), 5.12 (t, J=7.0 Hz, 1H), 4.36 (s, 1H), 3.73 (d, /= 2.0 Hz, 1H), 3.11 (d, J
= 11.0 Hz, 1H), 2.63 - 2.46 (n, 2H), 2.41 (s, 3H), 2.35 (d, /= [3 |2Hz,1H)231—207
(m, 5H), 2.04 — 1.97 (m, 4H), 1.92 - 1.78 (m, 2H), 1.78 - 1.68 1, 2H), 1.65 (s, 3H), 1.60 250
— 154 (m, SH), 1.50 (&, /= 12.3 Hz, 1H), 1.38 (5, 3H), 1.34 4 _fzi 2H) 1.17 - 1.05

(m, 2H), 0.97 (s, 3H), 0.94 (s, 3H),0‘9q(d.] 6.8 Hz, 3H). |.' '
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f1 (ppm)

"H NMR of compound FA-8



FAE-07 el g s
T T e fil Vi 7000
BC NMR (100 MHz, CDCl;) 8 171.07, 165.17, 162.30, 153.00, 145.48, 133.01, 130.61, [8500
129.59, 129.12, 126.31, 122.94, 74.31, 71.51, 68.26, #9.46, 48.85, 44.75, 39.60, 39.15, |50
37.00, 36.57, 35.95, 35.53, 32.11, 30.24, 29.97, 29.03, 28.84, 25.84, 24.01, 23.22, 21.90,
21.14,20.99, 17.98, 17.95, 16.06. 2900
15000
-4500
-4000
3500
I I 3000
I -2500
1 H i Il 2000
- R ' .‘ F1500
-1000
500
A | Lo
--500
210 200 190 180 170 160 150 140 130 120 11|oﬁ ?clm ) % 8 70 6 50 40 30 2 10 0 -0
ppm
13C NMR of compound FA-8
Sample Name 17032203-3 Instrument maxXis impact
Comment
Intens. R +MS, 0.41min #23
)(105 657.3767
8
6
1+
4 658,3796
2
1+
J L 659.3816
x10® N CaoHs2NaDy, 6573762
657.3762

HRMS of compound FA-8



Structure of FA-9

FAFNRIR (400 MHz, CDCLy) 8 7.81 (d, J = 8.9 Hz, 2H), 7.42 (d,J = 7.6 Hz, 1H), 7.35 (t, [*'*®
J=17.6 Hz, 1H), 5.86 (d, J=8.4 Hz, 1H), 5.14 (t,J = 7.0 Hz, 1H), 4.37 (s, 1H), 3.74 (d, J [
=2.1 Hz, 1H), 3.12 (d, J = 10.9 Hz, 1H), 2.62 — 2.48 (m, 1H), 2.40 (s, 3H), 2.24 — 2.11
(m, 5H), 2.03 (s, 3H), 1.93 — 1.79 (m, 2H), 1.78 — 1.69 (m, 3H), 166 (s, 3H), 1.60 (s, 3H), [ ,.0.,
1.51 (d, J = 12.6 Hz, 1H), 1.39 (s, 3H), 1.25 (s, 3H), 1.18 — 1fdf;¢ VAT, 0.98 (s, 3H), 5000
0.95 (s, 3H), 0.91 (d,/=6.7 Hz, 3H). | R 1 1
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"H NMR of compound FA-9



Faah-d
T i W 5000
B3C NMR (100 MHz, CDCl3) 8 171.10, 165.11, 162.66, 153.15, 138.76, 135.25, 133.05,
131.03, 129.08, 128.97, 128.73, 127.71, 122.93, 74.3}, 71.52, 68.30, 49.43, 48.86, L4500
44.77,39.60, 39.17, 37.05, 36.50, 36.04, 35.53, 32.21, 30.29, 29.98, 29.06, 28.83, 25.85,
24.12,23.15, 21.35, 21.17, 20.96, 18.02, 17.97, 16.04. 4000
3500
3000
12500
2000
i “‘ et +1500
- ! H i 1000
l) 500
n " A ol i 1" " Lo
- : ‘ = ‘ ‘ = - ‘ = - : - = : ‘ = ‘ : - - : = H-500
210 200 190 180 170 160 150 140 130 120 110 100 S0 80 70 60 50 40 30 20 10 0 -10
1 (ppm)
13C NMR of compound FA-9
Sample Name 17032203-1 Instrument maxis impact
Comment
Intens. +MS, 0.44min #25
x106 1+
657.3773
15
1.0
1+
658.3803
0.51
1+
Jit N
XP D% 1e CssHsaN20y, 657.3762
20 657.3762

HRMS of compound FA-9
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Structure of FA-10

FA-E-15 20000
"H NMR (400 MHz, CDCl;) 8 7.87 (d, J=7.8 Hz, 1H), 7.53 — 7.39 (m, 1H), 7.27 (dd, J ['%%
=12.9, 6.0 Hz, 2H), 5.86 (d, /= 8.4 Hz, 1H), 5.13 (t, J= 6.7 Hy, LH), 437 (5, 1H), 375 o
(d,J=1.7Hz, 1H),3.12(d, J=11.2 Hz, 1H), 2.63 (d, J = 62HZ 3H), 2.61 - 2.49 (m, ["0%
2H), 2.36 (d, J = 13.0 Hz, 1H), 2.31 — 2.08 (m, 5H), 2.03 (s, BH) 1. 93 - 181 (m, 3H), e
1.79 =170 (m, 2H), 1,66 (5, 3H), 1.59 (d, J= 7.4 Hz, SH), 1|51 (417 =12.2 Hz, 1H), 150
1.39 (s, 3H), 1.35 — 1.24 (m, 2H), 1.20/- 1.06/ (m; 2H) 0.97 J.'d" T#9.0 Hz, 3H), 0.95 (s, [ 14000
3H), 0.92 (d,J=6.7 Hz, 3H). 2 13000

~12000

~11000
~10000

8000

8000

~7000
6000
5000
4000
3000

2000

~1000

~-1000

7 6
1 (ppm)

"H NMR of compound FA-10



FA-E-15
T T N il 6000
3C NMR (100 MHz, CDCl5) 8 171.10, 165.32, 162.$3, 152.98, 142.63, 133.57, 133.04, cs00
132.25, 131.37,129.19, 127.90, 126.08, 122.94, 74.31, 71.51, 68.33, 49.42, 48.88,
44.78, 39.62,39.21, 37.11, 36.46, 36.14, 35.57, 32.38, 30.35, 30.03, 29.02, 28.81, 25.85, Iso00
24.19, 23.07,21.98, 21.27, 20.94, 18.06, 17.95, 16.0¢.
4500
4000
3500
3000
2500
. 2000
A . - H, '1I‘ i F1500
| I | I I HI
I | -1000
minin |
o v -0
F-500
210 200 190 180 170 160 150 140 130 120 11011?00)90 80 70 60 50 40 30 20 10 0 -10
ppm
13C NMR of compound FA-10
Sample Name 17032203-9 Instrument maXis impact
Comment
Intens. 1e +MS, 0.39min #22
x108 657.3764
5
4
3
1+
2 658.3795
1
1+
659.3819
A -
x10! 14 Cs9Hs<Na05, 657.3762
657.3762

HRMS of compound FA-10



o\“ < R
\/©)J\ Structure of FA-11

FA-E-08
'H NMR (400 MHz, CDCl;) 6 7.92 (d, J=8.2 Hz, 2H), 7.28 (d, /= 8.1 Hz, 2H), 5.85 (d,
J=8.4 Hz, 1H), 5.13 (t,J=6.9 Hz, 1H), 4.37 (s, 1H), 3.74 (d, / = 2.1 Hz, 1H), 3.11 (d, J
=11.0 Hz, 1H), 2.71 (q, J = 7.6 Hz, 2H), 2.65 — 2.47 (m, 2H), 2.35(d, J = 13.1 Hz, 1H),
2.32 - 2.07 (m, SH), 2.02 (s, 3H), 1.93 — 1.83 (m, 3H), 1.79 - | gf 2H), 1.66 (s, 3H),
1.61 —1.56 (m, 5H), 1.51 (d, /= 12.5 Hz, 1H), 1.38 (s, 3H),/1.32\(dl/ = 14.3 Hz, 1H),
1.25 (t, J= 7.6 Hz, 4H), 1.19 — 1.03(m, 2H), 0.98 (s, 311), 0194|(s. 34D, 0.91 (d, /= 6.8
Hz, 3H). ATEI

91

IR

Ol brd i i iy
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"H NMR of compound FA-11
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FA-E-08 g =8 83 e
FEY 7 il B
BC NMR (100 MHz, CDCl5) § 171.09, 165.21, 162.53, 152.92, 151.61, 133.03, 130.75, L 10000
129.19, 128.42, 126.52, 122.96, 74.32, 71.51, 68.32, 49.43, 48.88, 44.74, 39.62, 39.18,
37.09, 36.48, 36.10, 35.55, 32.29, 30.33, 30.02, 29.18, 29.06, 28.83, 25.86, 24.16, 23.10, L0
21.17,20.95, 18.04, 17.97, 16.06, 15.19.
8000
7000
6000
15000
4000
| 3000
| : I I"." +2000
L i
H ‘ L Lo
‘ ! . ‘ ! ! ‘ : ! . ! ! ] ! ! : ! : ‘ ! . ‘ . F-1000
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O -10
1 (ppm)
13C NMR of compound FA-11
Sample Name 17032203-4 Instrument maxXis impact
Comment
Intens. +MS, 0.35min #20
x106 1+
671.3923
0.8
0.6
1+
0.4- 672.3952
0.21
L 1+
J 73.3975
xﬂo 0% CaoHssNa0y, 671.3918
1.0 1+
6713918

HRMS of compound FA-11



Structure of FA-12

FA-E-16

'H NMR (400 MHz, CDCls) § 7.94 (d, J = 8.3 Hz, 2H), 7.48 (d, J = 8.3 Hz, 2H), 5.86 (d,

J=8.4Hz, 1H), 5.14 (t, J= 6.7 Hz, 1 H), 4.37 (s, 1H), 3.75 (s, 1H), 3.12 (d, J=11.2 Hz,

1H), 2.64 — 2.48 (m, 2H), 2.36 (d, J=13.2 Hz, 1H), 2.33 — 2.08 (
1.87 (dd, J=27.0, 13.6 Hz, 2H), 1.79 — 1.70 (m, 2H), 1.67 (s, 3H)
1.51 (d,J=14.4 Hz, 1H), 139 (s, 3H), 1.35— 1.33 (m, 9H), 1.19)
3H), 0.95 (s, 3H), 0.92 (4. J= 6.7 H, 8H). 1 1 1 1 1 LI}

(m
34
=i

1)

GH), 2.03 (s, 3H),
1.63 — 1.56 (m, 6H),

1,06 (m, 2H), 0.99 (s,
7

]

( Vo (d)
5| 0.92

PR (s {
24 L
m ||N (]
3] 2,56 51
1 R
3 201
J
d

)

{1
i

i

i

214 =

mmmmmmmmmmmm

SRR Rl

r65000

60000

55000

50000

45000

40000

35000

30000

25000

20000

15000

10000

5000

@ 1201

7 6
f1 (ppm)

"H NMR of compound FA-12
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FA-E-16 =
i 14000
BC NMR (100 MHz, CDCl3) 8 171.11, 165.24, 162.49, 158.37, 152.87, 133.02, 130.51, |43000
129.21, 126.25, 125.89, 122.97, 74.33, 71.52, 68.31, 49.44, 48 88, 44.73, 39.62, 39.18, [ 2000
37.09, 36.49, 36.10, 35.56, 35.38, 32.28, 31.15, 30.32, 30.02, 29.07, 28.82, 25.86, 24.15,
23.11, 21.17, 20.96, 18.03, 17.98, 16.06. [ 11000
10000
+9000
8000
r7000
+6000
+5000
+4000
| L3000
| T I ~2000
Nl I Ll
i o
r-1000
z;u 260 wéo 1éo w%o 1éu 150 1;0 1éu 1éo 140 160 50 sb 75 eb 55 Jo 35 20 15 0 -0
1 (ppm)
13C NMR of compound FA-12
Sample Name 17032203-10 Instrument maxXis impact
Comment
Inmn% " +MS, 0.39min #22
x10 699.4232
20
15
1+
700.4262
1.0
0.5
1+
L 701.4285
xfo8] _)1 . CaaHeoNa0y, 699.4231
699.4231

HRMS of compound FA-12




(0]
Structure of FA-13

FA-E-19
'H NMR (400 Mz, CDCl5) 5 6.86 (s, 2H), 5.82 (d, /= 8.4 Hz, 1H), 5.07 (t, /= 6.9 Hz,
TH), 4.35 (s, 1H), 3.74 (d, /= 1.9 Hz, 1H), 3.07 (d, J=11.1 Hz, 1H), 2.53 - 2.42 (m,
2H), 2.39 - 2.35 (m, 6H), 2.34 — 2.26 (m, 4H), 2.24 —2.07 (m| .03 = 1.96 (m, 41),
1.85 (t, J=12.5 Hz, 2H), 1.78 — 1.69 (m, 2H), 1.63 (s, 3H), 1/38
1.46 (m, TH), 1.37 (s, 3H), 132 (d, /= 14.5 Hz, 2H), 1.17 - |
0.91(d, J=7.1 Hz, 6H). A B

2.04=
T 1012
00=

40000
38000
36000
34000
32000
30000
28000
26000
24000
22000
20000
~18000
r16000
14000

~12000
~10000
8000
~6000
4000
2000

-2000

16 15 14 13 12 " 10 9 8 7 6 5 4 3 2 1 0 -1 -2 -3
1 (ppm)

"H NMR of compound FA-13



FA-E-19

—=171.03

15334

3C NMR (100 MHz, CDCl3) 6 171.03, 165.48, 164.9
129.03, 128.96, 122.82, 74.29, 71.50, 68.32, 49.35, 43
36.37,36.22, 35.52, 32.44, 30.38, 30.04, 28.94, 28.74

20.89, 20.27, 18.07, 17.86, 16.06.

SEE Ed

mo P
7, 153.34, 140.84, 136.70, 133.04,
.84, 4478, 39.58, 39.17, 37.15,

25.80, 24.28, 22.97,21.33,21.23,

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

f1 (ppm)

T T T T T T T T T
70 60 50 40 30 20 10 o -10

13C NMR of compound FA-13

2600

2400

~2200

2000

~1800

~1600

1400

~1200

~1000

~-200

Sample Name 17032203-12 Instrument maXis impact
Comment
Intens. +MS, 0.41min #23
x106 1
685.4071
1.50
1.25
1.00
1+
0.75 686.4102
0.50
0.25 1+
687.4120
)91%% " CaaHssNa0y, 685.4075
685.4075

HRMS of compound FA-13




FA-E-09

Structure of FA-14

'H NMR (400 MHz, CDCl3) & 8.04 (dd, J = 19.5, 8.1 Hz, 2H), 7.50 (d, J = 8.2 Hz, 2H),

5.87 (t, J=10.1 Hz, 1H), 5.13 (t, /= 6.8 Hz, 1H), 4.62 (s, 2H),

10.7 Hz, 1H), 3.11 (t, J =

14.7 Hz, 1H), 2.64 — 2.46 (m, 2H), 2.
2.32-2.08 (m, 5H), 2.02 (s, 3H), 1.93— 1.72 (m, 6H), 1.65 (d, = 1
14.1 T4

J=12.0 Hz, 5H), 1.52(d, /=

Hz, 1H), 1.19 — 1.04 (m, 2H), 0.99 (3, 3H), 0.94 (d, /= 5.7'Hz

12.0 Hz,[1H), 1.37 (d[J =

4138 (s, 1H), 3.74 (t,J =
35, /= 10.5 Hz, 1H),

.6 Hz, 3H), 1.59 (d,
1), 1.33 (d, J= 14.4
.m“*j 92 (d,J=6.7 Hz,

(]_J?
3H). L
L e[ ®
02| o
B (s) | Ko Q
1. 38 311 0 1
1 ( w] [ef@]a @] o w][s]kd
7.5 5.87 | || afe2 || 3.74 51 || 1
H A M =LA A
[F {0 [1 ¢ 1)
5.13 |23 2
e (GH
1. o1
|Lm
| oz
()]
1} 37
) L LAMJL\L
T T -’ ] = Sl iz il [ =l Lp\l‘
@w w NT OO DDW T W T ND N O
o _S90QaonRCONOSy NOO Y omO N
- r Crr OO0 Mm®© M- oo
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1 (ppm)

"H NMR of compound FA-14
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FA-E-09 5 2800

—17

2600

13C NMR (100 MHz, CDCl3) & 171.07, 164.85, 161.99, 153.48, 143.84, 133.15, 130.95,
129.00, 128.94, 122.87, 74.32, 71.50, 68.33, 49.40, 48.91, 45.26, 44.85, 39.62, 39.20, [
37.16, 36.40, 36.21, 35.54, 32.42, 30.39, 30.04, 29.08, 28.83, 25.88, 24.28, 23.01, 2200
21.18, 20.90, 18.10, 18.00, 16.06.

2000
i 1800
1600
1400
; 1200
[} L
: 1000
! N
800
600
400
200
o
F-200
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0O -10
f1 (ppm)
13C NMR of compound FA-14
Sample Name 17032203-5 Instrument maXis impact
Comment
Intens. +MS, 0.41min #23
x104 1
8 691.3366
6
4 1+
692.3396 1+
693.3356
2
1+
694.3382
x1 Og"t 1e CagHs3CINaOy, 691.3372
8- 691.3372

HRMS of compound FA-14



Structure of FA-15

FA-E-20
'H NMR (400 MHz, CDCl;) & 7.97 (d, J = 8.9 Hz, 2H), 6.94 (d, J = 8.9 Hz, 2H), 5.86 (d, 20000
J=8.4Hz, 1H), 5.14 (t, J = 6.9 Hz, 1H), 4.37 (s, 1H), 3.87 (s, 3H), 3.75 (d, /= 1.9 Hz,
1H), 3.12 (d, J = 11.0 Hz, 1H), 2.64 — 2.47 (m, 2H), 2.36 (d, J = 13.2 Hz, 1H), 2.32 —
2.08 (m, 7H), 2.03 (s, 3H), 1.93 — 1.80 (m, 2H), 1.80 — 1.70 (m, 2H), 1167 (s, 3H), 1.62 —  fzs000
1.57 (m, 5H), 1.51 (d, J = 12.7 Hz, 1H), 1.39 (s, 3H), 1 : Hz, 1H), 1.18 —

1.06 (m, 2H), 0.99 (s, 3H), 0.95 (s, 3H), 0.92 (d, J=6.7

20000
X (S | m,
14 3|87
d W@y |6 (ay D (s) LG ~15000
T.97 | | 6.94 5. 86 {37
H H H H
E @
B. 75
10000

‘ | UQLM]W% | _

0
! L T N L
& & 558888235 -R28-88r-333
8 2 FefrfdrrddueddrarNa e
. ‘
% 15 14 13 12 11 10 9 7 6 4 3 2 1 0 1 2 3

"H NMR of compound FA-15



FA-E-20

—171.13

BC NMR (100 MHz, CDCl;) 8 171.13, 165.34, 164.62, 162.12, 152.69, 133.00, 132.85,
129.22,122.96, 121.28, 114.18, 74.31, 71.53, 68.29, 55.67, 49.43, 48.85, 44.70, 39.60,

e

Ty

~11000

~10000

39.16, 37.02, 36.52, 36.01, 35.53, 32.17, 30.26, 29.97, 29.06, 28.83, 25.85, 24.06, 23.17, |eo00
21.18, 20.97, 17.99, 17.96, 16.05.

8000

~7000

6000

5000

4000

~3000

2000

1000

~-1000

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

Sample Name 17032203-13

Comment

1 (ppm)
13C NMR of compound FA-15

Instrument

T
20

maxXis impact

Inlenss. 1
x10 673.3709

8

Lo

1+
674.3742

1+
675.3765

A

+MS, 0.37min #21

x1 0% 1+

673.3711

HRMS of compound FA-15

CssHsaNaOs, 673.3711




FA-E-28

'H NMR (400 MHz, CDCl;) § 7.61 (d, J=7.6 Hz, 1H),

1H), 7.16 (dd, J=8.2, 2.3 Hz, 1H), 5.86 (d, J = 8.4 Hz,
4.37 (s, 1H), 3.86 (s, 3H), 3.75 (d, J = 1.7 Hz, 1H), 3.12
(m, 2H), 2.36 (d, J = 13.2 Hz, 1H), 2.32 — 2.08 (m, 6H),
(m, 2H), 1.79 — 1.70 (m, 2H), 1.66 (s, 3H), 1.62 — 1.56
1H), 1.39 (s, 3H), 1.33 (d, J = 14.3 Hz|[IH), 1120 - 1/04
3H), 0.92 (d, J = 6.7 Hz, 3H).

Structure of FA-16

7.53 (s, 1H), 7.37 (t, J=7.9 Hz,
1H), 5.13 (t,J = 6.8 Hz, 1H),

(d, J=[11.1 Hz, 1H), 2.63 - 2.46
2.08 —2.01 En, 4H), 1.94 — 1.80

m, 5H), ﬁ(d,hlz_s Hz,
(m, EHE 199 (s, 3H), 0.95 (s,

=
2388 8 SH3883BL88-VRLASREBR
oo = = - ~roMooc OO e oo @
16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 1 -2 3
M (ppm)
"H NMR of compound FA-16

22000
r21000
20000
19000
18000
F17000
16000
r15000
14000
13000
12000
r11000
10000
8000
8000
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3000
2000
1000
ro
r-1000
--2000




FA-E-28 z 522 z zz8 L8000
T 1T T T VINIE=RA o
3C NMR (100 MHz, CDCl5) 8 171.05, 164.99, 162.44, 159.90, 153.28, 133.10, 130.31,
129.85, 129.03, 122.92,122.89, 121.06, 114.81, 74.3]1, 71.52, 68.30, 55.63, 49.43, il
48.89, 44.79, 39.61, 39.17, 37.08, 36.48, 36.08, 35.53, 32.26, 30.31, 30.00, 29.06, 28.83, 'es00
25.84,24.14,23.12, 21.15, 20.95, 18.04, 17.96, 16.06. L6000
r5500
r5000
4500
4000
r3500
r3000
F2500
| ! +2000
Ll nE . ‘H ‘ il F1500
I d | 1000
1 \
4 = g 4 o
r-500
240 260 wéo 1éo 1;0 wéu 1$o 1;0 1éu 150 w;o 160 50 36 75 eb 56 ;0 35 éu wb 6 -;0
11 (ppm)
13C NMR of compound FA-16
Sample Name 17032203-17 Instrument maXis impact
Comment
Intens. +MS, 0.25min #14/
x108 1+
673.3720
20
1.57
1+
1.0 674.3753
05
1+
svjlizjf
)(100'a Jl_'_ CasHsaNaOs, 673.3711)
673.3711

HRMS of compound FA-16



()v‘ - R
©)‘\ Structure of FA-17

FA-E-30

'H NMR (400 MHz, CDCl3) 8 7.82 (d, J = 6.7 Hz, 1H), 7.57 — 7.49 (m, 1H), 6.99 (t, J =
7.8 Hz, 2H), 5.87 (d, J = 8.3 Hz, 1H), 5.13 (t,J = 6.9 Hz, 1H), 4.36 (s, 1H), 4.07 (d, J =
5.7 Hz, 1H), 3.89 (s, 3H), 3.75 (d, J = 1.6 Hz, 1H), 3.10 (d,J =11.0 Hz, 1H), 2.54 (t, J =
7.9 Hz, 2H), 2.35 (d, J = 13.2 Hz, 1H), 2.29 (dd, J = 14.6, 73H t) 2.25-2.06 (m,
5H), 2.04 (s, 3H), 1.93 — 1.81 (m, 2H), 1,80 — 1.71 (m, 2H), 1 H), 1.62 — 1.55 (m,
6H), 1.52 (d, J = 12.1 Hz, 1H), 1.40 /1.35 (m, 3H), 1, 341'z w’i‘mth) 1.18 - 1.06 (m,
2H). 0.98 (s. 3H). 0.96 — 0.89 (m. GH). D.

A ‘
LR T el e e,
Z5R GE8RTE8ETE8REIRBERBENGS
S o« S R = R - e e e o R S R e A B S i ]
T T T T
16 15 14 13 12 11 10 9 8 7 6 4 3 2 1 0 1 2 3
f1 (ppm)

"H NMR of compound FA-17
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FA-E-30

— 1711
—- 153,06

=+ 132.87

T

~-135.34

Yoobt
13C NMR (100 MHz, CDCls) § 171.14, 165.13, 161.1
129.22, 123.11, 120.37, 118.47, 112.26, 74.27, 71.50
39.59, 39.18, 37.15, 36.38, 36.22, 35.59, 32.43, 30.3
24.27,22.97,21.22,20.90, 18.10, 17.96, 16.06.

1, 160.37, 153.06, 135.34, 132.87,
68.37, 56.05, 49.37, 48.88, 44.76,
. 30.04, 28.97, 28.85, 25.85,

Ll

~6500

~6000

~5500

5000

4500

4000

3500

3000

r2500

2000

~1500

~1000

~500

--500

T T T T T T T T
150 140 130 120 110 100 90 80
f1 (ppm)

T T T T T T
210 200 190 180 170 160

T
70

T T
60 50 40

13C NMR of compound FA-17

T T T T T
30 20 10 0 -10

Sample Name 17032203-19 Instrument maXis impact
Comment
Intens. +MS, 0.32min #18
x108 1+
673.3717
4
3
1+
6743746
2,
1
1+
JJ 675.3771
xich 1+ CaaHeaNa0g, 6733711
673.3711

HRMS of compound FA-17




| Structure of FA-18

FA-E-14
"H NMR (400 MHz, CDCl;) 8 7.83 (d, J= 8.8 Hz, 1H), 6.59 — 6.

38 (m, 2H), 5.86 (d, J =

8.2 Hz, 1H), 5.13 (t, J = 6.8 Hz, 1H), 4.36 (s, 1H), 3.87/(d, J = 2.2 Hz, 6H), 3.75 (s, 1H),
3.10(d,J=11.0 Hz, 1H), 2.53 (t, /= 7.8 Hz, 2H), 2.36/(d, /= 13.1 I‘{z, 1H), 2.32 - 2.26
(m, 1H), 2.25 — 2.07 (m, SH), 2.04 (s, 3H), 1.93 — 1.81 (m, 2H), 179~ 1.71 (m, 2H), 1.67

(s, 3H), 1.62 — 1.56 (m, 5H), 1.52 (d, J = 125 Hz, 1H), [1.40 |

3H), 1.33 - 1.22

i)
s |l

(m, 2H), 1.18 — 1.06 (m, 2H), 0.98 (s, 3H), 0.96 —/0.89 (i, 6H).

1 O]

0. 98

~17000

~16000

~15000

14000

~13000

~12000

~11000

~10000

~9000

~8000

~7000

~6000
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4000

~3000

2000

~1000

1 (ppm)

"H NMR of compound FA-18

~-1000



FA-E-14

110519
o8 98

(A
13C NMR (100 MHz, CDCls) 8 171.22, 165. 85 165.¢
132.78, 129.42, 123.19, 110.76, 105.19, 98.98, 74.24,
48.85, 44.67, 39.59, 39.17, 37.12, 36.39, 36.19, 35.6
25.86,24.23,22.99,21.27,20.91, 18.07, 17.98, 16.06

D.

0, 162.82, 160.70, 152.46, 135.31,
71.51, 68.38, 56.05, 55.74, 49.36,

), 32.39,30.36, 30.02, 29.03, 28.89,

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
f1 (ppm)

T T T T T T T T T
70 60 50 40 30 20 10 0 -10

13C NMR of compound FA-18

3200

~3000

2800

2600

2400

-2200

2000

1800

1600

~1400

~1200

~1000

Sample Name  17032203-8 Instrument maXis impact
Comment
Intensé 1 +MS, 0.3dmin #19
x10 703.3822
5
4
3
1+
704.3856
2
1
1+
L 705.3877
x1 D% 14 CagHssNa0s, 703.3817,
703.3817

HRMS of compound FA-18




0 Structure of FA-19

FA-E-24
'"H NMR (400 MHz, CDCl3) § 7.15 (d, J = 2.2 Hz, 2H), 6.70 (t, /= 2.1 Hz, 1H), 5.86 (d,
J=8.4Hz, 1H), 5.13 (t, /= 6.9 Hz, 1H), 4.37 (s, 1H), 3.11 (d, /= 11.1 Hz, 1H), 2.62 -
2.44 (m, 2H), 2.35 (d, /= 13.1 Hz, 1H), 2.31 - 2.08 (m, 5H), 2103 (s, 3H), 1.88 (dd, J =
25.4,12.4 Hz, 2H), 1.79 - 1.71 (m, 2H), 1.66 (s, 3H), 1.58 (d, J = 13.2 Hz, 6H), 1.52 (d,
J=12.2 Hz, 1H), 1.39 (s, 3H), 1.33 (d, J = 14.3 Hz, 5H 1.06 (m, 6H), 0.9 (s,

3H), 0.95 (s, 3H), 0.92 (d, J= 6.7 Hz, 3H). | [ |
gl @ owo
=% § § S9EEE
16 15 14 13 12 11 15 9 7 6 é ; 3 2 1 0 1 2 3
1 (ppm)

"H NMR of compound FA-19
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FA-E-24

171.04

164, 96
— 153,30
108,08

T~ 107.08

BRR

EI-

e

Y T TV o 5500
C NMR (100 MHz, CDCl;) 8 171.04, 164.96, 162.37, 160.94, 153.30, 133.12, 130.80,
128.98, 122.86, 108.08, 107.08, 74.28, 71.53, 68.28,(55.76, 49.42, 48.88, 44.77, 39.60, [**”
39.15,37.06, 36.48, 36.06, 35.52, 32.23, 30.29,29.98, 29.07, 28.81, 23.82| 24.12,|123.13, || ..,
21.14, 20.95, 18.02, 17.95, 16.05.
F4000
F3500
-3000
I F2500
| i L2000
x i -1500
|l ! il | I ‘. i | 1000
" L L ||_ ot " w Lo
F-500
210 200 190 180 170 160 150 140 130 120 11011200 ) 90 8 70 60 50 40 30 20 10 0 -10
ppm
13C NMR of compound FA-19
Sample Name 17032203-15 Instrument maxis impact
Comment
Intens. " +MS, D.39min #22
x108 703.3831
3
2
1+
704.3862
1
1+
7053883
% L
x10 1+ CaoHeNa0s, 7033817
703.3817

HRMS of compound FA-19




| Structure of FA-20

FA-E-29

'H NMR (400 MHz, CDCls) 6 7.96 (d, J=9.0 Hz, 1H), 7.86 (d, /= 9.0 Hz, 1H), 6.65

(dd, J=13.3,9.1 Hz, 2H), 5.86 (d, J = 8.4 Hz, 1H), 5.22 —{5.07 (m,
3.76 (s, 1H), 3.11 — 3.00 (m, 8H), 2.61 — 2.44 (m, 2H), 2.40 — 2.25 (

1H), 4.37 (s, 1H),
T, 2H), 2.25 — 2.08

(m, 4H), 2.04 (s, 2H), 1.96 (s, 1H), 1.87 (dd, J = 24.9, 12.5 Hz,2H), 1.79 — 1.71 (m, 2H),

1.67 (s, 3H), 1.59 (d, J = 16.9 Hz, 6H), 1.52 (d, J = 12.7 Hp, 1]
1.31 (m, 1H), 1.19 — 1.06 (m, 2H), 0/98 (s, 3H), 0.96/— 0.89 (m.|6H}

39 (s, 3H), 1.37 —

17000

16000

15000

~14000

-13000

~12000

~11000

~10000

9000

~8000

r7000

r6000

5000

4000

3000

2000

~1000

6
1 (ppm)

"H NMR of compound FA-20

~-1000



FA-E-29

1.33

Tf

— i

13C NMR (100 MHz, CDCl5) 8 171.23, 166.05, 162.64, 154.29, 151.58, 132.88, 132.76,

132.16, 129.67, 123.15, 115.17, 110.96, 110.87, 74.3
44.51,40.22, 40.15, 39.60, 39.20, 37.16, 36.39, 36.2
29.14, 28.81, 25.89, 24.27, 22.98, 21.26, 20.92, 18.0

3, 71.55, 68.41, 49.39, 48.85,
5, 35.60, 32.45, 30.39, 30.05,
5, 18.01, 16.06.

rouuu

4500

4000

3500

3000

2500

~2000

~1500

1000

~500

T T T T T T T T T T T T T
210 200 180 180 170 160 150 140 130 120 110 100 90

T
80

T T
70 60 50

1 (ppm)
13C NMR of compound FA-20
Sample Name 17032203-18 Instrument maxXis impact
Comment
Intens. +MS, 0.44min #25
x10° 1+
686.4033
1.5
1.0
1+
687.4064
05
1+
688.4085
x?og 1+ CaoHs7sNNaOs, 686.4027
686.4027

HRMS of compound FA-20




FA-E-17
'H NMR (400 MHz, CDCl;) 6 8.08 (d, /= 8.3 Hz, 2H), 7.69 (d, J = 8.3 Hz, 2H), 7.62 (d,

Structure of FA-21

J =74 Hz, 2H), 7.55 — 7.45 (m, 2H), 7.45 - 7.35 (m, 1H), 5.89|(d, J = 8.4 Hz, 1H), 5.15
(t, J=6.8 Hz, 1H), 4.38 (s, 1H), 3.76 (d, /= 1.8 Hz, 1H), 3.14 (d| /= 11.1 Hz, 1H), 2.66
~2.50 (m, 2H), 2.37 (d, J = 13.0 Hz, 1H), 2.33 — 2.08 (m, 5H), 2,05 ‘fs, 3H), 1.96 — 1.82

(m, 2H), 1.80 - 1.71 (m, 3H), 1.68 (s, 3H), 1.63 - 1.56 (m, 6H)!
1H), 1.40 (s, 3H), 1.34 (d, J = 14.4 Hzl 1H), 1.19— 1.06 (h, 2H]
3H), 0.92 (d, J= 6.7 Hz, 3H).

52 (d, J=12.3 Hz,
0199 (s, 3H), 0.96 (s,

H fm
i | 92

0 s)
| offes

19000
-18000
r17000
~16000
~15000
+14000
13000
~12000
+11000
~10000

9000
~8000
~7000
6000
~5000
~4000
3000
~2000
~1000

"H NMR of compound FA-21
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FA-E-17

| S
13C NMR (100 MHz, CDCl;3) 8 171.12, 165.09, 162.4]1, 153.17, 147.20, 139.77, 133.13,

153,17

[

131.11, 129.14, 128.60, 127.72, 127.55, 127.47, 122.
48.92, 44.80, 39.63, 39.22, 37.19, 36.38, 36.26, 35.54

25.90,24.33,22.97, 21.22, 20.89, 18.13, 18.02, 16.07.

4,74.35,71.50, 68.36, 49.40,
,32.48,30.42, 30.07, 29.11, 28.85,

T T T T T T T T T T T T T
210 200 1s0 180 170 160 150 140 130 120 110 100 90 &80

T T T
70 60 50 40

7500

~7000

~6500

6000

~5500

~5000

4500

4000

3500

~3000

2500

~2000

~1500

1000

~500

~-500

1 (ppm)
13C NMR of compound FA-21
Sample Name 17032203-11 Instrument maxXis impact
Comment
Intens. +MS, 0.39min #22
X105 1+
25 719.3920
2.01
1.57
1+
720.3951
1.0
0.5 1+
L 721.3981
x‘P 0@‘ 4 CasHssNa0,, 719.3918
. 719.3918

HRMS of compound FA-21



FA-E-26

Structure of FA-22

'H NMR (400 MHz, CDCL3) & 8.11 (d, J= 9.2 Hz, 1H), 7.89 (dd, J=12.8, 8.1 Hz, 2H),

7.50 (t, J= 7.4 Hz, 1H), 7.42 (dd, J = 15.2, 7.7 Hz, 1H), 5.90 (d
5.09 (m, 1H), 4.37 (d, J=12.7 Hz, 1H), 3.76 (d, J = 1.9 Hz, TH),
1H), 2.70 — 2.48 (m, 2H), 2.37 (d, J = 13.1 Hz, 1H), 2.33 - 2.08 (
5H), 1.96 — 1.81 (m, 2H), 1.80 — 1.72 (m, 2H), 1.68 (s, 3H), 1,64
J=12.4 Hz, 1H), 1.43 — 1.37 (m, 3H),1.34 (d, J £ 14.4/Hz, 1H),[1.22 - 1.05 (m, 2H),
0.99 (s, 3H), 0.95 (d, J = 6.7 Hz, 3H), 0.92 (d, J=6.7 Hz, 3H). |"

J=8.4Hz, 1H),5.22 -
3.14 (d,J=11.2 Hz,

(m, $H), 2.07 — 1.98 (m,

1

.57 (m, 5H), 1.52 (d,

| X{ (Y
¥& 92
1

S IR

G]Qg(ﬂ - O WWYOdO w

8835 5 58838888838

Sao e PR e = R v I
r

24000
23000
22000
21000
~20000
~19000
~18000
~17000
~16000
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~14000
13000
~12000
~11000
~10000
~9000
8000
~7000
~6000
5000
~4000
~3000
~2000
~1000

r-1000

7 6
1 (ppm)

"H NMR of compound FA-22

~-2000



FA-E-26 5

[ \ T
C NMR (100 MHz, CDCls) 8 171.08, 164.24, 158.30, 153.86, 143.24, 138.63, 133.20, |,
133.02, 132.37, 128.72, 127.94, 126.20, 125.39, 123]00, 122.89, 74.36, 71.53, 68.32,
49.42,48.93, 44.88,39.63,39.19, 37.13,36.44, 36.1¢, 35.54, 32.35, 30.36, 30.02, 29.05, +s00
28.85,25.90, 24.24, 23.07, 21.17, 20.92, 18.09, 18.04, 16.07.
4000
3500
3000
2500
2000
: 1500
E [ .‘- H‘ ‘ Tk 1000
Ll Il IHH
v > - “ - -—_J b " -0
: : : : : : : ! ! ‘ : : : : : : ! ! : : : : F-500
210 200 190 180 170 160 150 140 130 120 110“300)90 80 70 60 50 40 30 20 10 0 -10
ppm
13C NMR of compound FA-22
Sample Name  17032203-16 Instrument maXis impact
Comment
Intenss. 1 +MS, 0.25min #14)
x106 699.3329
5
4
31 700?;353
2
1+
1 701.3357
x10% Jl R CaoHs2Na0;5, 699.3326
N 699.3326

HRMS of compound FA-22




Structure of FA-23

FA-E-12

'"H NMR (400 MHz, CDCls) & 7.86 (d, J = 2.9 Hz, 1H), 7.69 (d. J = 4.8 Hz, 1H), 7.19 —
7.12 (m, 1H), 5.86 (d, J=8.4 Hz, 1H), 5.14 (t, J = 6.7 Hz, 1H),4.37

3.12(d,J = 11.3 Hz, 1H), 2.60 — 2.47 (m, 2H), 2.35 (d, J = 13.31 Hz
6H), 2.04 (s, 3H), 1.87 (dd, J=25.3, 12.1 Hz, 2H), 1.81 — 1.70|(h, 4}1), 1.67 (s, 3H),
1.62=1.57 (m, 5H), 1.52 (d, J=12.4 Hz, 1H), 139(5 3H) 1 7|TJ|. 27 (m, 2H), 1.18 -

2.29-2.12 (m,

(s, 1H), 3.75 (s, 1H),

1.05 (m, 2H), 0.98 (s, 3H), 0.96 — 089(111,6H) FH i [TIEE
1139
.\-_TT
1 5
2] ¢ [ E
ne
‘WL, T B gl e el
§31 & HEsETiIcadegEross
- S - - T O - - OMANN® B - mNN Mo
16 15 14 13 12 1 10 9 8 7 5 4 3 2 1 0 1 2 3

"H NMR of compound FA-23
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FA-E-12 g 3 o

13C NMR (100 MHz, CDCls) § 171.09, 164.52, 157.5
132.68, 128.79, 128.49, 122.90, 74.32, 71.53, 68.30,
37.08, 36.47, 36.09, 35.51, 32.27, 30.32, 30.00, 29.03
20.94, 18.03, 18.00, 16.06.

0, 153.40, 135.81, 135.11, 133.10,
19.42, 48.88, 44.79, 39.60, 39.16,
, 28.80, 25.87, 24.16, 23.11, 21.15,

210 200 190 180 170 160 150 140 130 120 110 100 90 80
f1 (ppm)

T T T T T T T T T
70 60 50 40 30 20 10 1] -10

13C NMR of compound FA-23

6000

5500

r5000

r4500

r4000

r3500

3000

r2500

r2000

r1500

1000

r500

r-500

Sample Name 17032203-7 Instrument maXis impact
Comment
Intenss. 1 +MS, 0.39min #22
x10 649.3170
15
1.04
1+
650.3199
0.5
1+
651.3193
x‘P 0% 1s CasHsoNa0;$, 649.3169
649.3169

HRMS of compound FA-23
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Structure of FA-24

ZWD_FA_24_2.10. fid

IH NMR (500 MHz, CDCI,) § 7.58 (d, J= 4.0 Hz, 1H), 6.94 (d, /= 4.1 Hz, 1H), 5.91 (d{ J = 8.5 Hz, 1H), 5.10

(dd, J=12.0, 4.2 Hz, 2H), 4.35 (d, J=2.6 Hz, 1H), 3.07 (d, J=12.5 Hz, 1H), 2.63|—2.40 (m, 2H), 2.32 (dt, J
=13.4,3.4 Hz, 1H), 2.27 — 2.11 (m, 4H), 2.11 — 2.01 (m, 2H), 1.97 (s, 3H), 1.93 - 1.84 (m, BH), 1.67 (s, 3H),
1.62 — 1.54 (m, SH), 1.45 (s, 3H), 1.37 — 124 (m, 4H), 1.19 (dd, J=14.5, 7.8 He, 1H), [1.11/(dt,| = 12.2, 6.0
Hz, lH)jl.Ol (s,fH), 0.93 (s,?ﬂ), O.SS(J(;, J=6. f-[z, 3H). b J 7
IL (m) S(s)
1.90 .01
H (dt) EW (nh) Q(dT;
2.32 .97 .5 1.19
A(d) B(d) > (d) D(dd) E(d) G(m) ]Z) Nis)] P(m) 7(&)
7. 6.94 1 5.10 5 2.45 2.7 87 1.31 .93
1(m) (s)] R(qt
2.19 45 1.1
e
.88
R V%)
N 'z T T T T e aa oy wait——
) S e S ) LRI R BT T N I N W T B - S
g < g < < N R
80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00
1 (ppm)

"H NMR of compound FA-24

+800000C
F750000(
r700000C
+650000(
600000C
+550000C
+500000C
+450000C
+400000(
+350000C
+300000C
+250000C
+200000C
+150000(
+100000C
500000
0

+-500000




fid

ZDGA g1 2 C. 190 2 grgaahs sy glscalesslesnzkeckevbzsid
<+ g =] - S S S - ® @ |q Ql® M QO 9 QR QX |Q I ITH WY WV < D X
R g g fasdang fR%F 2z23idascsadozNgidss s od3800000
I | | N P G S R R R A A B
| 360000¢
I3C NMR (126 MHz, CDC13) 5 174.5,170.6, 160.8, 151.2, 137.}, 132.7, 132.7, 132.5, 129.6, 127 .4, I 340000C
123.0,75.8,74.4,68.2,49.0,48.8,44.3, 39,5, 39.0, 38.0, 37.0, 35.8,35.0,32.9,31.1,28.7, 28.4, 27 4, 320000¢
25.8, 24.6, 22.6, 20.6, 20.5, 18.1, 17.8, 15.8.
I 300000¢
I 280000¢
| 260000¢
| 240000¢
|- 220000¢
I 200000¢
1 180000¢
| 160000¢
- 140000¢
| 120000¢
I 100000¢
|
‘ Lt | 800000
! |
‘ T | 600000
I
‘ ‘ _ | Ui 1 400000
I
. | . Il \ A Lo
| -200000
170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 0
1 (ppm)
13C NMR of compound FA-24
Sample Name 17032203-20 Instrument maXis impact
Comment
Intens. M, 0.27min #15
x108 1+
683.2784
4
3
1+
) 1+ 685.2768
684.2813
1 1+
686.2783
1+
J i 687.2775
x108 14 Cs5HzsCINGO;S, 683.2780
683.2780

HRMS of compound FA-24




Structure of FA-25

FA-E-10

'H NMR (400 MHz, CDCl3) 8 7.66 (s, 1H), 7.30 (d, J = 3.4 Hz, 1H)
1H), 5.85 (d, /= 8.4 Hz, 1H), 5.13 (t, J= 6.9 Hz, 1H), 4.37 (s, 1H),
J=11.2 Hz, 1H), 2.60 = 2.47 (m, 2H), 2.35 (d, /= 13.1 Hz, 1H }?3
2.03 (s, 3H), 1.87 (dd, J=24.0, 12.0 Hz, 2H), 1.81 - 1.71 (m, 2H), ||
1.55 (m, 6H), 1.52 (d, J=12.2 Hz, lH) 1.39 (s, 3H) 1364.28‘35114
2H), 0.98 (s, 3H), 0.95 — 0.90 (m, 6H) = iy

, 0.63 —6.46 (m,

76 (s, 1H), 3.12 (d,
~2.08 (m, SH),

67 (s, 3H), 1.63 -

2H), 1.19 — 1.06 (m,

"H NMR of compound FA-25

F21000
20000
19000
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-16000
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~10000
9000
8000
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2000
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FA-E-10 AR Y
T T VYTT T80 ¥l
BC NMR (100 MHz, CDC13) 8 171.12, 164.59, 153.77, 153.52, 148.31, 143.61, 133.10, [#000
128.70, 122.91, 121.28, 112.67, 74.33, 71.57, 68.31,]49.41, 48.88, 44.80, 39.60, 39.14,
37.10, 36.44, 36.14, 35.50, 32.30, 30.33, 29.99, 29.0p, 28.77, 25.86, 24.18, 23.08, 21.12, |3s00
20.93, 18.05, 17.94, 16.06.
3000
2500
2000
‘ 1500
' | * 1000
l | [ -500
» T i 0
21‘0 260 19;0 1éo 17;0 1é0 1520 1;0 1;0 150 11‘011260)5;0 alo 7r0 6'0 55 4‘0 3‘0 2‘0 1’0 0 —{o
ppm
13C NMR of compound FA-25
Sample Name 17032203-6 Instrument maxXis impact
Comment
Intens. +MS, 0.39min #22
x106 1+
633.3401
1.5
1.04
1+
634.3431
0.51
1+
J 635.3454
x1° U% - CssHsoNaOs, 633.3398
633.3398

HRMS of compound FA-25



Structure of FA-26

FA-E-23
'H NMR (400 MHz, CDCl;)  7.19 (d, J= 3.4 Hz, 1H), 6.16 (dd, J= 16.2, 3.0 Hz, 1H),

2.31 -2.21 (m, 2H), 2.21 — 2.08 (m, 3H), 2.04 (s, 3H), 2.00 —
(m, 2H), 1.79 — 1.71 (m, 2H), 1.67 (s, 3H), 1.62 — 1.56 (m, 5}

1H), 1.39 (s, 3H), 1.33 (d, J = 14.3 Hz,/1H), 1.19 = 1.07 (m, 2

0.87 (m, 6H).

92(m, 2H), 1.92 - 1.80
451 (d, J=12.4 Hz,
08 (s, 3H), 0.96 —

)

Forrsrrodo= - omoon

NN W e e o e
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16

1 (ppm)

"H NMR of compound FA-26
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FA-E-23 +3800

e
fHR

— 171 14

—1a%01

— 100, 46

=

i ik 3600
BC NMR (100 MHz, CDCl;) 8 171.14, 164.98, 159.97, 153.72, 153.01, 141.98, 133.01, 3400
128.80, 123.12, 122.97, 109.46, 74.29, 71.52, 68.30,}49.41, 48.85, 44.71, 39.59, 39.14,  -az00
37.006, 36.48, 36.07, 35.52, 32.25, 30.30, 29.99, 29.0p, 28.74, 25.85, 24.13, 23.12, 21.14, L3000

20.95, 18.00, 17.96, 16.06, 14.27. 2800
+2600
2400
+2200
r2000
: . : 1800
[}
| 1600
o | ! F1400
I 1
‘ 1200
(]
1000
F800
600
+400
200
r-200
210 200 180 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0O -10
f1 (ppm)
13C NMR of compound FA-26
Sample Name 17032203-14 Instrument maXis impact
Comment
mmn% 1 +MS, 0.37min #21
x10 647.3556
4
3_
2 1+
648.3588
1
1+
! I
x1 0% 1+ Cs7Hs:Na0s, 647.3554]
647.3554

HRMS of compound FA-26



