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Abstract

Nuclear factor-kB ( NF-kB ) is an important transcription factor. The
cell is stimulated by stress, cytokines and toxic metals, leading to NF-xB
activation and overexpress of NF-kB would result in prolification of cell
or development of tumor. We took a novel potential NF-kB inhibitor:
IMD-0354 as lead compound, and designed, synthesized three series of
derivatives. The benzamide analogs were synthesized by Sy2 reaction and
DCC coupling reaction. The stilbene derivatives were synthesized by
Horner - Wadsworth - Emmons reaction, and N-substituted indole
derivatives are synthesized by DCC coupling reaction. The
structure-activity relationship shows that the trifluoromethyl group,
hydrogen bond effect on amide and degree of rigidity of compounds will

affect the inhibition of NF-kB.
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p50 / p105 (NF-kB1) £ p52/pl00 (NF-kB2 ) flim® j 12 f 48 fEAY
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& o NF-xB SHdG - 5££ 9 300 Brefps s R
Rel homology domain (RHD ) » & 5 # NF-«xB = H ~fg g i ~ &
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P A (Y & 5 NF«B 3 #rd)2c % - KL-1156 &
2004 #d Jae-Hwan Kwak -~ Byung Hak Kim % % #-%f LPS %%
NF-kB & 197 B 3 endr 4 %)% (8] 1.10)e & 2007 #7525 B c % %
Tt B~ E o RIRERATA PR ] NF«B B otk o Bk BT
BPRAGE & AF AP afrye kg 3 A0 5 AT b
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# 1.1-KL-1156 £ # 74 $»Fr4] LPS 3 #ENF-kB E4t2 1Cs fEe

Fa¥E R ICso (uM)
KL-1156 H 23.5
2a 2-OH >100
2b 3-OH >100
2¢C 4-OH >100
2d 2-OCHjs 43.9
% 3-OCHj, >100

2f 4-OCHg >100

29 2-CH; >100
2h 3-CH; 48.7
2i 4-CHj, 32.0
2j 3-CF3 10.9
2k 4-CF3 52.0
21 2-Cl 62.0
2m 3-Cl 21.1
2N 4-Cl 6.0

2006 & JustinJ. Heynekamp % +* 1z v % A% (Resveratrol)
emEit et (B 18) &- kFchird b > TRERITE 4
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5> TNF-a 3% % 0 NF-xB efrd]/E (o F % 5% % 40T > 3% Resveratrol
ORGP E F A iR ot - R R Hep
4-% F At 4-7 §F AP iS4 NF-kB ehprdscdk o 3 R #4003
BrEMT AT AL BEFBRAREFRE S SRS B A

VBB N S G gk F @ B 4 NF-kB gt (2 1.2)2

B 199 % 3 A (Resveratrol)

% 12~ 9 ¥FEBTE P TNF-a #% NF-«B & agrd| 5 2

'Er |C5O
% inhibition
HaBh R R’ of NF-kB | ICso (uM)
(50 uM)
Resveratrol 4-OH 3,5-OH 58 203

4 4-OH H 47 -
6i 4-OCHg; 3-CHjs 7 0.8+0.2
6r 4-OCHg 3-OCH; - 0.6+01
6n 4-OCHjs 3-F 6 1.1+0.6
6h 4-OCHg; 3-ClI 6 1.0+£0.1
6w 4-OCHjs 3-Br 108 -

12



.

% 2009 #d Balasubramanian Srinivasan % % - & =& 2 A B fp
(chalcone) & i gz it tr » LRIEATE P 4430 TNF-a % 9
NF-kB erprd|igfdc G587 2> FR P L 345-7 5 AAph
B Ry Fempg g Bt o B O |Cg BoiE & P4 0 Tt Ry B}
s A AR R R I AT R o B FHT R i { %

Ry }erde v Ak o Bk #F M AP % 11h enfrdlik & B X 24 4

0
H;CO l = O R,
H,CO R,
OCHj B 1.10 -~ 4 2 A (Chalcone)

# 13~ A Am A FPrd] TNF-a %% NF-xB E1tz2 1Cy &

H3E R, R, 1Cso (LM)
11a -OH -OCH; 5.1+1.9
11f -OH -H 2.3+0.3
11g -H -OH 11.642.7
11h -OH -OH 1.9+0.1
11i -H -OCH; 19.3+3.8
11] -H -H 8.9+1.4

& 2010 &4 M. C. Sheridan, L. Marler % % » 12 iv &3 7% & =

2-bromo-1-hydroxyphenazine #=4 # - s %>k (Phenazine) + %
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FoeBe L BRI A PP d] NF-kB B amck > Bk BT AT
4 5¢ LA B e an gk BdF (1,31,32) 0 pteb g 1 5L
B e g ABlagtd oo Hirdpehk 2 2 U AB& (11,120

E

14,15)% -

OH
N Br
N
OO
N B] 1.11 ~ 2-bromo-1-hydroxyphenazine
N\ AN
~ /_R
N

% 14~50pM T edeh T2 o843t NF-kB chdrd]| 5 8 ICy i

% inhibition
HnBE R of NF-kB ICso (M)
(50 pM)
1 1-OH, 2-Br 50 73
31 1-OH, 2-CHj 10.5 -
32 1-OH, 2-OCHj3 16.5 -
11 1-OCHg, 4-Br 54 -
12 1-OH, 4-Br 75 5.19+2.4
14 1-OCHg, 3-Br 0 -
15 1-OH, 3-Br 99.8 5.42+0.4
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#1770 IMD-0354 4 3 B4p¢ Sk b ohf T of (TE 4R R K o 4 T )
HARIR G & E RIS § I R R A A8 - BTG o0k
TOErRgE b -NH Az fh s Fpriegdadeh 0 2 BB chm Ay ¢ oFIF
FHEREF A B DS BERIEFN 35-24 7 AV A2 sk

P a s o

OHO

Cl ,;.D
HA.: &4t8c; HD.: #4430 gikitges

Bl 1.12 ~ IMD-0354 # =z v * 4
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AF Y 0L IMD-0354 FA B E L 0 Adz KA oo B

~ 7|0l IMD-0354 ¥ 7 Fp¥imiip i i HHAARFTAA 0 S
RARBEATA P o 2w R 2011 EH 0P ¥V RE ALY o 4
Bl P AR R G R EF 2 A BRI R 27
o IKKP &8 2 Fie* 44 24k » Flpt# R 32 R
B8 L2 T o WYB107 22 WYS118 i 7 4 dr s Pipl i o
KEHEFHM (4 35) t R e R B A b drdn
LT R ARSIk RS R B Ay
EHEwEC &4 IMD-0354 #-H 3 plaB-i A3 0 £ 2 WY4102
AP FERERFIR WY4102 & IMD-0354 F 5 5 Frd]ocsk »
LRI R =GE b e GER B B G R R a2 b A RIBR AE

4§ R (R L5)

o

gt P WY3113F ~ WY1117 ~
WY3116 ~ WY4115 & WY5105 > > NF-xB £ 5 #rd|2csk chji72
P £AH R R ARSAIEY T RERFL P L REH

> NF-kB #rdl2c% (4 16)
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% 15~50puM T F P EEF iRm0t NF-kB cdrd| 522 1Cs

P
g o©

% inhibition
S B R R’ of NF-xB ICs0 (LM)
(50 uM)
WY5107 2-OH, 5-Cl 4-NO, >100° 2.1+0.3
WY5118 4-NO, 2-OH, 5-CI 28° >50
IMDO0354 2-OH, 5-Cl 3,5-CF; >100 1.2+0.3
WY4102 3,5-CF3 2-OH, 5-Cl >100 1.2+0.5

‘Hcp kR %

TRRFE 2011 LaAE L%

% 1650 M T ¥ ¥ uRpea 4t NF-kB drd] % 2 1Cs

i o
% inhibition
o R R’ of NF-kB | 1Cso (uM)
(50 pM)
WY3113F 2-OH 3,5-CF; >100 2.4+0.6°
WY1117 3-Cl 3,5-CF; >100 11.4+£1.1°
WY3116 2-OH, 5-Cl 4-CF; >100 0.6+0.1°
WY4115 4-CF; 3-Cl >100 11.3+0.8
WY5105 2-OH 4-NO2 75 10.3+1.6°

WE kR RicA 2010 LA Lk o CHh kR E A% 2010

s A L o CHHRRR 3 2010 K AR LA -
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FOOR TIPSR RREES Y s BHEahs R ATl o v B
:g 12} ﬁ&_*{ﬂi@jﬁi ;Jf%: L ﬁ;;;é’;,\ SR 113 =N é—‘ gﬁgﬁ—,%ﬁ_aﬁg@}jwﬂ s ‘Fiﬁ?'gf‘. 2
1

A F A PR SR FI A F T ARE RS B F R

HAORRIRGE G F AR B AR E SN F L A B L AP

¥ = gk s|reslel (indole) P~ ¥k & & N-substituted
indole #7# 4 » 22 % — k7| ¥ 7 ¥ v HiAnct o B RN 2
WA 40 fo PFaA 0 - FRiReE L end AR 0 AP e e eniE 2

TF Argtat NF-kB dr it & 1 o

B 1.13 -~ IMD-0354 ¢ # ji74 4 S Bl
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Fo%. FEmRHRE 2
21 3 8 & = ¢

AFE 4 IMD-0354 Zm i £ BRHELS DIP A=
Bl g R imdf DR SHE B Bl o T hfmp &

T B WEFEL P FBEREETR T a2 2 .

T rie R A FA > RERAeT

IUPAC ¢ % ‘{ﬁ”ﬁ,
Sulfurous dichloride SOCl,
Chloform CHCI;
Sodium bicarbonate NaHCO,
Ethyl acetate EA
Dichloromethane DCM
N,N'-Dicyclohexylcarbodiimide DCC
4-Dimethylaminopyridine DMAP
Sodium hydrate NaH
Potassium carbonate K,CO,
Benzyl bromide PhBr
Sodium borohydride NaBH,
Tetrahydrofuran THF
Phosphorus tribromide PBrs
Triethyl phosphite P(OEt);3
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Acetic anhydride OACc,

Sulfuric acid H,SO,

Nitric acid HNO;
Nitromethane CH5;NO,
Ammonium Acetate NH,OAcC

Iron Fe

Acetic acid AcOH

Ethanol EtOH
Potassium-tert-butoxide t-BuOK

Pird & e k¥ | | )
Varian Unity - 300 MHz 22 & 4& & 3# &k
'H NMR
PR+ 4R ko v
Bruck - 500MHz % & £ & £ 3% ik
“C NMR
% jais o o -
Finnigan / Thermo Quest MAT 95XL " ## i%
HRMS
~ kA AT |
Elementar vario EL 111 CHN - OS Rapid %
EA
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211 % - % 7]

L AT AL R AR A EPEERNE R P(S2 F R )
2 DCC % &F 5P &% ¥7 fp¥reoSchemel 5 mpr{isit 5 i
FonAe o 11 WY4108 5 R4 zmp .

Scheme 1

I I (j J:)
Z (@) Z

Reagents and Conditions: (a) SOCI,, dry DCM, reflux; (b) acetonitrile,

reflux.

202100 S\2 F L A2 ¥ YRt b

B R R’
WY4108 4-Cl 2-OH
WY4113 4-CHs, 2-OH

B~ 0.10g 4-chlorobenzoic acid ** = v [f] K'&sg® » 2 5mL CHCl;
LA F F kT 4 0.14 mL sulfurous dichloride ( SOCI, ) {4
fehie in 20 ] B B R XU R SR8 R Al 52 o ¥ P~ 20mL
acetonitrile 3 % » 4c » 0.1045g 2-Aminophenol {4 4c #ix i » & P
B 5 6 /] FFo 3 A4 52 {4 2 sodium bicarbonate (NaHCO3 ) £2 ethyl

acrtate (EA) P 5B 718K » 4o » KMPRAET I F Bl
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7 EArhexane =1:2 ¢t blfe ¥ it ik > &7 F 474 8 o

4-chloro-N-(2-hydroxyphenyl)benzamide (WY4108 )
F48 » Ry 0.32 (EA: hexane = 1: 2), m.p: 188-189 °C

'H NMR (300MHz, CDCls) § 8.28 (s, 1H, -OH), 8.09 (br, 1H, -NH), 7.86
(dd, 2H, J=3.3Hz), 7.50 (dd, 2H, J=3.45Hz), 7.25 (dd, 1H, J=3.9Hz),

7.18 (t, 1H, J=7.8Hz), 7.07 (dd, 1H, J=4.2Hz), 6.93 (t, 1H, J=7.65Hz).
3C NMR (CDCl5) 6 165.918, 148.509, 138.916, 131.617, 128.250,
128.748, 127.308, 128.748, 127.308, 125.463, 122.287, 120.826, 119.612.
Anal. Calcd for C13H1,CINO,: C, 63.04; H, 4.07; N, 5.66. Found: C,
63.92; H, 4.28; N, 5.45. MS (El): m/z [M]": 247

N-(2-hydroxyphenyl)-4-methylbenzamide (WY4113)
748 > Ry 0.3 (EA: hexane = 1: 3), m.p: 168-169 C

'H NMR (300MHz, CDCl3) & 8.797 (s, 1H, -OH), 8.08 (br, 1H, -NH),
7.81 (d, 2H, J=3.3Hz), 7.32 (d, 2H, J=4.2Hz), 7.17 (t, 1H, J=7.2Hz), 7.15
(d, 1H, J=3.6Hz), 7.07 (d, 1H, J=4.2 Hz), 6.91 (t, 1H, J=7.5Hz), 2.45 (s,
3H). *C NMR (CDCl,) & 167.133, 148.792, 143.269, 130.221, 129.606,
127.344, 127.178, 125.698, 122.319, 120.583, 119.807, 21.546.

Anal. Calcd for C14H3NO,: C, 73.99; H, 5.77; N, 6.16; Found: C, 73.47;
H, 5.58; N, 7.75. MS (EI): m/z [M]*: 227.1
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-3~ 5 DCC & & F RiEi7 &+ -Scheme2 = DCC#® & & & >

@ koAl WY4115 5 &~ &P .

Scheme 2

R'—+ o
1 \
R'—\ OH Z - R'—\ H
! / (a) ! /

Reagents and Conditions: (a) DCC, DMAP, dry DCM.

3 22~ DCC B L& F & X2 9 fp¥ikfrsd $

S B R R’

WY4102 3,5-CF3 2-OH, 5-Cl
WY4102P 3,5-CF; 2-OCHg, 5-Cl
WY4114 3,5-CF3 2-OH
WY4115 4-CF; 3-Cl
WY4116 3,5-CF; 3-Cl
WY4117 4-CF; 2-OH, 5-Cl
WY4118 4-NO, 2-OH
WY4119 4-CF; 2-OH
WY4120 3-Cl 4-CF;

N-(3-chlorophenyl)-4-(trifluoromethyl)benzamide ( WY4115)

B~ 0.2649 4-(trifluoromethyl)benzoic acid **= v [F] K &5 ? » 12

SmL %z -k DCM %% > 4v » 0.171g 3-chlorobenzenamine (1 eq. )
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¥ 0.1700 DMAP (leq.) > ¥ B~ 0.431gDCC (1.5eq.) 7f i3 3>t

ImL -k DCM % 44 » FIA%S > 0T F b 85 [ pr - 7
¥ 0 R AT o e EARAZY I AR M F BRI ITER
i > apqe NaHCO; i3 BB (e B 3 1K > 40 » & -kKFfieds

T4 g > 1 EArhexane =1:7 et bse (7 8 4k 474 3t o

N-(5-chloro-2-hydroxyphenyl)-3,5-bis(trifluoromethyl)benzamide
(WY4102)
748 > Ry 0.34 (EA: hexane = 1: 3), m.p: 205-206 °‘C

'H NMR ( 300MHz, CDCls ) & 8.61 (br, 1H, -NH), 8.38 (s, 2H), 8.09 (s,
1H), 7.80 (d, 1H, J=2.4Hz), 7.27 (s, 1H, -OH), 7.11 (dd, 1H, J=2.4Hz,
J=8.7Hz), 6.96 (d, 1H, J=8.7Hz). *C NMR ( 500MHz, CDCl;) &
163.588, 147.715, 137.180, 131.699, 128.655, 127.286, 125.740, 125.421,
124.573, 123.947, 122.911, 122.409, 117.758. Anal. Calcd for
C1sHsCIFsNO,: C, 46.96; H, 2.10; N, 3.65. Found:

MS (El): m/z [M]+: 383.2

N-(5-chloro-2-methoxyphenyl)-3,5-bis(trifluoromethyl)benzamide
(WY4102P)

F48 > Ry 0.3 (EA: hexane = 1: 10 ), m.p: 158 C

'H NMR ( 300MHz, CDCl3 ) § 8.54 (d, 1H, J=2.7Hz), 8.49 (br, 1H, -NH),
8.31 (s, 2H), 8.07 (s, 1H), 7.11 (dd, 1H, J=2.7Hz, J=8.7Hz), 7.87 (d, 1H,
J=9Hz), 3.96 (s, 3H). *C NMR ( 600MHz, (CD3),CO ) 163.791,
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149.658, 138.329, 132.270 (q, J=33.45Hz, CF;3), 129.202, 125.953,
125.564, 125.346, 124.148 (q, J=270.65Hz, CF3 ), 122.295, 122.186,
112.925, 56.597. Anal. Calcd for C1¢H1oCIFsNO,: C, 48.32; H, 2.53; N,
3.52. Found:

MS (El): m/z [M]+: 397.2

3,5-bis(trifluoromethyl)-N-(2-hydroxyphenyl)benzamide ( WY4114 )
48 > Ry 0.32 (EA: hexane = 1: 8), m.p: 207-208 °C

'H NMR (300MHz, CDCls) & 8.37 (d, 2H, J=8.7Hz), 8.31 (br, 1H, -NH),
8.10 (d, 2H, J=8.7 Hz), 7.54 (dd, 1H, J=1.8Hz, J=8.1Hz), 7.19 (td, 1H,
J=1.5Hz, J=7.8Hz), 7.05 (dd, 1H, J=1.5Hz, J=7.8Hz), 6.99 (td, 1H,
J=1.5Hz, J=7.8Hz).*C NMR (600MHz, (CD3),CO) & 164.256, 149.974,
137.860, 132.331 (q, J=33.3Hz, CF3 ), 129.303, 127.389, 126.632,
126.005, 124.419, 124.168 (q, J=270.75Hz, CF3), 120.709, 117.947.
Anal. Calcd for Ci5sHgFgNO,: C, 52.00; H, 3.00; N, 4.01. Found: C, 51.80;
H, 3.15; N, 4.33. MS (El): m/z [M]": 349.2

N-(3-chlorophenyl)-4-(trifluoromethyl)benzamide (WY4115)
48 > Ry 0.31 (EA: hexane =1: 7)), m.p: 132-133 °C

'H NMR ( 300MHz, CDCl3) & 7.97 (d, 2H, J=8.7Hz), 7.84 (br, 1H, -NH),
7.77 (d, 1H, J=Hz), 7.76 (dd, 2H, J=8.7Hz), 7.48 (dq, 1H, J=8.1Hz), 7.31
(t, 1H, J=8.7Hz), 7.16 (dq, 1H, J=8.7Hz). **C NMR ( 600MHz,
(CD3),CO) 6 165.352, 141.344, 139.535, 134.639, 133.383 (g, J=32.1Hz,
CF3), 131.059, 129.226, 126.329, 126.305, 124.678, 120.774, 119.930
(g, J=222.3Hz, CF3), 119.265. Anal. Calcd for C4HsCIF;NO: C, 56.06;
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H, 3.00; N, 5.00. Found: 56.63, H, 3.44, N, 5.26. MS (EI): m/z [M]":
229.0

N-(3-chlorophenyl)-3,5-bis(trifluoromethyl)benzamide (WY4116 )
=48 > Rs: 0.3 (EA: hexane =1:20),

'"H NMR (300MHz, CDCl3) & 8.31 (s, 2H), 8.07 (s, 1H), 7.93 (br, 1H,
-NH), 7.76 (t, 1H, J=1.8 Hz), 7.50 (dq, 1H, J=9Hz), 7.33 (t, 1H, J=8.1Hz),
7.19 (dg, 1H, J=7.8Hz). *C NMR ( 600MHz, (CD5),CO ) & 163.313,
140.988, 138.196, 134.684, 132.319 ( q, J=33.3Hz, CF3), 131.132,
129.202, 126.017, 125.030, 123.258, 120.698, 120.102 ( g, J=228.15Hz,
CF;3), 119.451. Anal. Calcd for C15HgCIFgsNO: C, 49.00; H, 2.19; N, 3.81.
Found: C, 51.07; H, 3.45; N, 3.23. MS (El): m/z [M]": 367.0

N-(5-chloro-2-hydroxyphenyl)-4-(trifluoromethyl)benzamide (WY4117)
748 > Ry 0.3 (EA: hexane = 1: 10 ), m.p: 200-201 °C

'H NMR ( 300MHz, CDCl; ) & 8.22 (br, 1H, -NH), 7.95 (d, 2H, J=8.4Hz),
7.73 (d, 2H, J=8.1Hz), 7.65 (s, 1H, -OH), 7.48 (d, 1H, J=2.7Hz), 7.05 (dd,
1H, J=2.7Hz, J=8.7Hz), 6.90 (d, 1H, J=8.4Hz). *C NMR ( 600MHz,
(CD3),CO ) 8 165.526, 147.631, 138.827, 133.622 (g, J=32.1Hz, CF3),
129.222,128.417, 126.515, 126.491, 124.35 (q, J=115.95Hz, CF3),

122.518, 118.213. Anal. Calcd for C14HyCIF3NO,: C, 53.22; H, 3.00; N,
5.00. Found: C, 53.73; H, 3.45; N, 4.85. MS (El): m/z [M]":

N-(2-Hydroxy-phenyl)-4-nitro-benzamide (WY4118)
748 > Ri: 0.3 (EA: hexane=1:9), m.p: 211 °C
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'H NMR ( 300MHz, (CD3),CO )  9.58 (br, 1H, -NH), 9.03 (s, 1H, -OH),
8.41 (d, 2H, J=8.7Hz), 8.29 (d, 2H, J=8.7Hz), 7.85 (d, 1H, J=8.1Hz),

7.10 (td, 1H, J=1.2Hz, J=7.5Hz), 6.99 (dd, 1H, J=1.2Hz, J=8.1Hz), 6.92
(td, 1H, J=1.5Hz, J=8.1Hz). **C NMR ( 500MHz, (CD;),CO ) & 165.110,
150.694, 149.326, 140.919, 129.845, 126.944, 124.516, 123.529, 120.754,
117.743. Anal. Calcd for C13H9N,O4: C, 60.47; H, 3.90; N, 10.85. Found:
MS (EI): m/z [M]": 258.0

N-(2-Hydroxy-phenyl)-4-trifluoromethyl-benzamide (WY4119)
748 > Ry 0.28 (EA: hexane =1:10)

'H NMR ( 300MHz, CDCl; ) & 8.17 (br, 1H, -NH), 8.33 (d, 1H,
J=8.1Hz), 7.97 (s, 1H, -OH), 7.79 (d, 1H, J=8.1Hz ), 7.35 (dd, 1H,
J=7.8Hz), 7.19 (td, 1H, J=7.8Hz, 15.6Hz), 7.07 (dd, 1H, J=8.25Hz), 6.96
(td, 1H, J=7.65Hz, 15.3Hz). **C NMR ( 500MHz, (CD3),CO ) § 165.688,
149.359, 138.960, 133.504 ( g, J=32.25Hz, CF3), 129.258, 127.187,
126.871, 126.471, 126.446, 123.464, 120.754, 117.925. Anal. Calcd for
CusH1oF3NOs: C, 59.79; H, 3.58; N, 4.98. Found:

MS (EI): m/z [M]": 281.0

3-Chloro-N-(4-trifluoromethyl-phenyl)-benzamide ( WY 4120 )

F48 » Ry 0.31 (EA: hexane =1: 7)), m.p: 148 °C

'H NMR ( 300MHz, CDCl5 ) 6 7.91 (br, 1H, -NH), 7.86 (t, 1H, J=1.65Hz,
3.3Hz), 7.77 (d, 2H, J=8.1Hz), 7.75 (d, 1H, J=8.4Hz), 7.64 (d, 2H,
J=8.1Hz), 7.56 (dq, 1H, J=8.4Hz), 7.45 (t, 1H, J=7.65Hz, 15.3Hz).

3C NMR( 600MHz, (CD;),CO ) 6 165.292, 143.500, 137.686, 134.870,
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132.564, 131.180, 128.376, 127.045, 126.89 (q, J=3.6Hz, CF; ), 125.188
(g, J=204.75Hz, CF3), 120.883, 120.794. Anal. Calcd for C14HoFsNO:
C, 59.79; H, 3.58; N, 4.98. Found: C, 56.06; H, 3.34; N,4.67. MS (EI):
m/z [M]":299.0

212 %= %3
PR PR B B AR R #-X 5 275 & (Horner - Wadsworth -

_L.J-

Emmons reaction, HWE reaction) & = » 5t = ¥ % (Scheme2)- ¥

Azl WY4201 % s £ P

Scheme 2
Q
AN —OEt
(a) (b) = © =
TN H TN
R4~ R'—
= =

Reagents and Conditions: (a) NaBH,, THF; (b) PBr3, dry CH,Cl,, ice bath;
(c) P(OEt)s, microwave; (d) NaH, THF.

%23~ 00 HWE 7 & %2 = §¢ % ied 4
Yo R R’
WY4201 3,5-CF, 2-OH, 5-Cl

P~ 0.5g 5-chloro-2-hydroxybenzaldehyde ** = © [f] K ‘&¥g @ - 12
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acetone % ;3| > 4v ~iF & potassium carbonate ( K,CO3) £ 0.37mL
benzyl bromide (PhBr) 6 F BiE A Z:2in > F BREFEF G 1 P> 3
F W im# K,CO;z 2 “f 6 12 EArhexane = 1:5 el (7 ¢ 4 R 47 4 3 >
# 3] 2-(benzyloxy)-5-chloro- benzaldehyde -

B~ 0.5g 2-(benzyloxy)-5-chlorobenzaldehyde ** = v [F] & &5y
¢ W‘f -k tetrahydrofuran (THF ) = % ] » 4c » 0.08g sodium
borohydrid (NaBH,, 1eq.) & ® F &% 1 | B> 2 EA & K5 B~
iSfcB G H A o ¥ B BmML %ok DCM 2340 rkis ™4~ 0.2mL
phosphorus tribromide (PBr;) > » B RE % 2 -] FF > 124 fc NaHCO;
%y DCM FP~fsqcf 3 & o ¥ B~ 0.41g triethyl phosphate
(P(OEt)s) &7t & o 7 ed 1 11 EA 2K EBfsfc b 4 154 >
# 3] diethyl (2-(benzyloxy)-5-chlorophenyl)methylphosphonate -

B~ 0.1g diethyl (2-(benzyloxy)-5-chlorophenyl) methylphosphor-
nate > u"!r‘ kK THF 2724 > %8 T 4~ 0.033g potassium-tert-
butoxide (t-BuOK, 1eq.) & #§+3 X % ¢ » {éi‘,ért 'k THF ¢
0.065g 3,5-Bis(trifluoro- methyl) benzaldehyde g A8 & 2_ {2 % ¥
o BEERF Y 3PS BEA BRERCE T A - 12 EA
Hexane = 1: 40 =t i {7 ¢ 4k 47 4 4 > 1 3| 2-(3,5-bis(tri-

fluoromethyl)styryl)-1-(benzyloxy)- 4-chlorobenzene -
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P~ 0.059 2-(3,5-bis(trifluoromethyl)styryl)-1-(benzyloxy)-4-
chlorobenzene **= v [l & &5y ? > ¥ B 4mL K,f 'k DCM % 73 >
hokiE T4~ 05MLBBI3, & R 1 | pFis12 DCM g2k %
Bolc B p ¥k 0 2 EAhexane = 105 et b 7 F 4k 45 4 0 19 1)

2-(3,5-bis(trifluoromethyl)styryl)-4-chlorophenol -

2-[2-(3,5-Bis-trifluoromethyl-phenyl)-vinyl]-4-chloro-phenol (WY4201)
F48 > Ry 0.4 (EA: hexane =1:5)

'"H NMR (300MHz, CDCl3) & 7.93 (s, 2H), 7.75 (s, 1H), 7.52 (d, 1H,
J=2.7Hz), 7.45 (d, 1H, J=16.5Hz), 7.19 (d, 1H, J=16.5Hz), 7.15 (dd, 1H,
J=2.7THz, J=8.4Hz), 6.77 (d, 1H, J=8.4Hz)

3C NMR (CDCly) &

Anal. Calcd for C1sHyCIFO: C, 52.41; H, 2.47. Found:

MS (EI): m/z [M]":

213 % = x5
BORFIE R XA BINA 0 H - F0A L £ Ak (indole) o %
Asds e pEAEAY 1V AR de b b A 15 38 7 Henry reaction® > dm3k i 14
r 32

ERsslee e F e Sd il 5 5 ¥y PCl R

ER AR ERIF )\\35]‘?«!—.‘2'? t-BuOK {7 S\2 R 3| EF %

Ju

AR BB AL o FokinAr. WY4301 L A Emp o
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Scheme 3

0 0

o NO,
R'_:(j)‘\H —_— R,_I(j\)‘\H " R'—:(j\/\/ . le
z (3 Z~no, O Z>No, © Z=N

0 o)

A =R
o X OH R~ N — R,_\ N—\ g
L = N (a) = X

Reagents and Conditions: (a) Acetic anhydride, H,SOy,, 0.5 hr; HNOs,
H,SO,, 3 hrs; (b) CH3NO,, NH,OACc, microwave; (c) Fe powder, AcOH,
EtOH, reflux; (d) PCls, CH,Cl,; indole, t-BuOK.

% 24~ 11 S\2 F &£ = 2 N-substituted indole i=# %

S Bl R R’
WY4301 3,5-CF3 7-OCH;
WY4302 4-CF; 7-OCH3;
WY4303 3,5-CF3 7-OH
WY4304 4-CF; 7-OH

P~ 0.30589 m-Anisaldehyde = v Rl &&Esg® » 2 5mL % -k
DCM Z a4 frkiz ™4~ OAc, 22 H,SO, & 1mL > #4254
30mins > fg £ A kig TR &£ 0.21g HNO; £ 5 & 59 HySO, 0 4 % e ~
S v FIRESY o F BRI 3 o i * kokEr DCM X B3 A
R > 14 EA:hexane=1:2.5 vt ¢ 4k 47 % i ¥ 3] 3-Methoxy-

2-nitro-benzaldehyde - B~ 0.1058g 3-methoxy-2-nitro-benzaldehyde **
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20mL 4 55 ¢ o 4 2 i E NHOAC( # * #iE £/ ) i
CH3NO, » #2382 Fach F RS 4 & 45 > %11 EA: hexane=1;
2.5 et i) > £ EArhexane=1: 4 vt b g 4@ i o 5T
1-Methoxy-2-nitro-3- (2-nitro-vinyl)-benzene - B~ 0.1g 1-methoxy-
2-nitro- 3-(2-nitro-vinyl)-benzene = v F]&&#g ¢ > 2 5mL AcOH
LA BB ~ BRI Y EOH $F R R T is o £ Pk
B X) 40 &~ 480 12 DCM 22 % § 4 k585 s 1% > 4
»EORFRFR4E T 4 F g 0 ™ DCM: hexane=1: 3 et ] g 41/ 45 44
it 8 3] 7-methoxy-1H-indole -

P~ 0.109g 3,5-bis(trifluoromethyl)benzoic acid *+ = v [f] & '&+y,
¥ oo THFE 5738 > 4~ 0.081gPCls > f#-F g B2 3 % i
L5 4 o] pF o ¥ B~ 0.05mL 7-methoxy-1H-indole 4+ THF & 7% &%
3 20mL kR SFL Y 0 4o r 2 U ] REFLY 0 £ 4e ~ 0.08g t-BuOK -
EEE TN 16 ) pF> 0 DCM £« & 24 RIS R
R > dv o~ BOREIRLAE T F Um0 4 EAhexane=1:20 et b E 4L
R 47 s i 1F 3] WY4301 -

(3,5-Bis-trifluoromethyl-phenyl)-(7-methoxy-indol-1-yl)-methanone
(WY4301)

'H NMR (300MHz, (CD5),CO ) & 8.36 (s, 1H), 7.71 (d, 1H, J=3.6Hz),
7.30 (dd, 1H, J=1.2Hz, 7.8Hz), 7.23 (t, 1H, J=7.5Hz), 6.84 (dd, 1H,
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J=1.2Hz, 7.8Hz), 6.82 (d, 1H, J=3.6Hz), 3.42 (s, 3H).

3C NMR (CDCly) &

Anal. Calcd for C153H;1NOs3: C, 68.11; H, 4.84; N, 6.11. Found:
MS (E): m/z [M]™:

(7-Methoxy-indol-1-yl)-(4-trifluoromethyl-phenyl)-methanone
(WY4302)

'H NMR ( 300MHz, (CD5),CO ) & 7.89 (d, 2H, J=9.6Hz), 7.86 (d, 2H,
J=9.6Hz), 7.63 (d, 1H, J=3.6Hz), 7.28 (dd, 1H, J=1.8Hz, 7.8Hz), 7.23 (t,
1H, 7.8Hz), 6.81 (dd, 1H, J=1.8Hz, 7.8Hz), 6.77 (d, 1H, J=3.6Hz), 3.44 (s,
3H)

3C NMR (CDCl5) &

Anal. Calcd for C13H;1NO3: C, 68.11; H, 4.84; N, 6.11. Found:

MS (EI): m/z [M]":

$ - f8 5 #eslef A 72 TBAB ~ NaH iR & (5 > &M F » 77
. DMAP~DCC th¥p® &7l & F > R %= k7% AP

Bo @ epinsert WY4305 5 kAR

# 25~11 DCC ® & & J& & = 2 N-substituted indole 474 4

S B R R’
WY4305 3,5-CF3 4-Cl
WY4306 4-CF; 4-Cl
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B~ 0.109g 3,5-bis(trifluoromethyl)benzoic acid *t = v [l & Eig? -
2 DCM 4 a4 > 4 » 0.047g DMAP ¥2 0.08g DCC > 7% if ™ 4

% 05 -] pF o ¥ B 0.05mL 7-methoxy-1H-indole 12 DCM 7 i3 #

%
¥ 20mL ALY o g xS v ALY 0 e 0.2mL

LIHMDS > &2 B T #+9 16 /[ P> 12 DCM 2+ & 545 K 5B (4
Yok 3 WA o Ao r BoRFLfR4E T s 0 /4 EArhexane=1:20

Wb R 4T T F 3] WY4305 -

(3,5-Bis-trifluoromethyl-phenyl)-(4-chloro-indol-1-yl)-methanone
(WY4305)
7% > Ry 0.6 (EA: hexane =1:20)

'H NMR (300MHz, CDCl,) 5 8.32 (dd, 1H, J=0.9 Hz, ), 8.20 (s, 2H),
8.14 (s, 1H), 7.175 (d, 1H, J=3.9Hz), 6.85 (dd, 1H, J=0.9Hz, 3.9Hz). *C
NMR (CDCl3) 6 165.43, 136.55, 136.15, 132.57 (q, J=Hz, CF3), 129.55,
129.33, 126.72, 126.50, 126.43, 125.67, 124.54, 123.53, 121.72, 114.91,
108.47.

Anal. Calcd for C13H;;NO3: C, 68.11; H, 4.84; N, 6.11. Found:

MS (El): m/z [M]": 391.1

(4-Chloro-indol-1-yl)-(4-trifluoromethyl-phenyl)-methanone ( WY 4306 )
748 > Ry 0.5 (EA: hexane =1:20)
'H NMR (300MHz, CDCls) § 8.33 (dd, 1H, J=0.6 Hz, 5.4Hz), 7.864 (d,

2H, J=8.7Hz), 7.822 (d, 2H, J=8.7Hz), 7.245 (d, 1H, J=3.6 Hz), 6.785 (dd,
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1H, J=0.6 Hz, 3.6Hz). *C NMR (CDCl5) & 167.23, 137.42, 136.57,
133.78 (q, J=Hz, CF3), 129.51, 129.44, 127.46, 126.25, 126.04, 125.80,
125.77,124.12, 114.92, 107.42.

Anal. Calcd for C3H4;NO3: C, 68.11; H, 4.84; N, 6.11. Found:

MS (EI): m/z [M]": 323.1
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22 4 $iEld
AP R s E KA ER R o KARF R
PP FEPPATHREF LR 3 AR TR &%

T LR

fm?2 ¥ % (Ncubated )

#- CL1-0 (A s oy im®e ) 5 % ** DMEM ( Dulbecco's
Modified Eagle Medium) 32 %% * >3 %% " 73 10% FBS ( Fetal
bovine serum) ~ 4 mg/mL G418 ( Geneticin) » <% >+ 37°C > 7 7 5%

A v Y A °
CO, mim TE R v

sv % 32 (Treatment )

#- CL1-0 mee s % f 24 3449 > wmre fics 4x10°/ well » 4c »
IWLER 5 50 uM ek &> i *tme e £ 57 8% 20 ~ 4 £
e~ 100 pug /ML TNF-0 > g3t 2 47 A=) F > Bdlim

s b kAT kAT o
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2% %838

ARHRE S RIS g FHAREL AR
R G FR AR AN X B E B A SR L A o
FWE ST HERAmE S N ERR AU AL R 2 2P E
R L FRIEE S MR SR RN

31 7 &AL

ANEFIFREFIRELARY R B RPERF
(Sn2reaction) ¥2 DCC B & F o f87 5% » & = F ¥ fp¥ et
ook - F0A SN2 F Refud FOE-B B R 3 A8 2 MR
Aedide ¥R hd § A (FOH) x2ibengid o Tt FRA S T
% (SOCl,) F it fifies it > 1 -Cl B~k -OH = 4 45«3 d
oo FRARF 208 0 b » MPMEREA F R 3Rt -NH - $#34t
TEREF UG PR RN ER R A A A Bk

Ay FOatEe ((F31)

37



@ N y S N !
R

F3.1-S\2 F g -

% 031~ SN2 FRLE X2 ¥R RiA fog S

S R R’ A ¥
WY4108 4-Cl 2-OH 34%
WY4113 4-CHj 2-OH 30%

FRfRA R e AR R é_“,f’kﬁ?ﬂ%ﬁlE«TiEf? N
Fok A R Fles Tk F BYIIFR P BHELAFTES 0 F
pegrs DCC B & F L 250 fa¥ie-DCC % & F oo & &bk
g eh3 x> @ % 4-Dimethylaminopyridine (DMAP) & i® &
it A » N,N'-Dicyclohexylcarbodiimide (DCC) § iF%i-k g2 75 i F#| o ¥
¥y DCC F JupF » DCC § [ eras$t 7 3 sc i pe + ehg > 25
AT L BT trc DCC 5 ¥ Fihr Term 25354 273 4

B ot A endd i 4 BotERE S e WA M BRAlnY
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http://en.wikipedia.org/wiki/N,N'-Dicyclohexylcarbodiimide

SRy P AR 3 I R R 0 A A (88 F T R e
(®B32)- &= DCC BEFRXT €A2 A0 ¢ UK 5 F B8
# 4 DCU (N,N'-Dicyclohexylurea) » & i7#ic=x #¢ § i@ ip ¥ #+ 7 ¥
DCU 4 #fs > 'gd g A8t T4 A245 ¥ 7 e¥%-DCC
EE st Y FEw ARET VT RAR o F s
dA IS L - AR EEF IR et iR S2 F
BeAd 3% 30% & 40%>m DCC B & F g Fv:E 70% 3

0% > >HAFX ZH/HL o

RED ?J{\E/O_’ R©)LO' E/O . Z_«NO
HN\<:)

04 O . O 0
HNO O,NH

; z 0) z

HN 0 4R’ AR
=0 NS — XN

HN RT P CHZ RT P H

132 DCC & & F futsif -
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4 3212 DCC B E&F et AF ¥ iefrs 4 &

S5 R R’ 25
WY4102 3,5-CF3 2-OH, 5-Cl 85%

WY4102P 3,5-CF3 2-OCHg, 5-ClI 92%

WY4114 3,5-CF3 2-OH 76%
WY4116 3,5-CF3 3-Cl 87%
WY4117 4-CF, 2-OH, 5-Cl 89%
WY4119 4-CF; 2-OH 71%
WY4115 4-CF, 3-Cl 88%
WY4120 3-Cl 4-CF, 79%

3.12 % = x 7

NG P FTA e U EEREE (TARdede 0 B R S EREA (S 1 PBry g1t o
tv ~ P(OEty) B i7fc & Bt DIRspafn i & 47 0 & % F 4h-j% 4% 27
Y% #7F & (Horner - Wadsworth - Emmons reaction, HWE reaction )
BEESED D Fo ALY o SHFESE S Wittig F & S
4% 7] 1985 #d Leopold Horner 2 gipafig B~ Bx ¥ A 2xig Wittig

F J& o £ 4 William S. Wadsworth £ William D. Emmons #= 3 i<
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http://en.wikipedia.org/wiki/Horner%E2%80%93Wadsworth%E2%80%93Emmons_reaction
http://en.wikipedia.org/wiki/Horner%E2%80%93Wadsworth%E2%80%93Emmons_reaction

%o &4 HWE F J -

F R s Bpifefg ch o piE (73 F+ 1) S R A | 4
B FEER L E o A N AT S F g ko g AL AR B
At a B b P BFAEFF N ETF g FMRF A [k
R R R F AR E SR AY (F33)00
Figfgad S22 Waa-F BEAT M F2HBEsER > F ;1
ZOFLFA AN Bsg e 0 2 B EREC] 0 NS F L A S B
fve VbR R R A -78C & 0C 2B @3RS F e e

vBIERE o MR R R 0C FIZEZF 0 WIIF D ¥ e

’ R s o . boA A N - ¥z Ix
Gl Tk KAl F R R BB ETF BEHE S ¥
O e
EtO. /f H EtO /O
EtO (59 —— Eto-P70 - . R/\
R Y_
R'” NH H")J‘—L”H R
R R Z form
EtOL 1/ O a a

B0~ g \r

S
0
\ EtO. EtO. 7

I
o
o

PREFFREALR G RAT R FRE AP AT EN TR



1% (Benzyl bromide) & Weiftzh o B o MRk A i i 2

% g &2 Pd g iFRL Rl AR AR A BA kTR P

e BRSEE LU FHRYGFBFRF LR R RTER
TR % o

FMEE A RS T 4o 2 BBry ¥R A3 f@}%’ = 4 D

% 33 1 HWE ¥ s b 32 = Fe it 4 ¥

S5 R R’ A 5
WY4201 3,5-CF3 2-OH, 5-CI 19%

0
= R
X N A
RE \\/

A g F|e gl DCC W & F A Bife - % - R
Fischer vslvi-& & F Jis » Azdpte F i b ki ™ 4o » R BEA) 2008 o
£ 4~ AV A4, (Sodiumnitrite) 23 5 3 B R & -Rkang i T4
(Tin ( 1) chloride dihydrate ) ¥ 3| 8% %% (Hydrazine) » 4r » Pyruvic
acid {&7;=*% (Hydrazone) » & T R BRI > TR (F D

w o Fischer slwp & =0 ¢ mpdenf & Jre & i@ & 0-5C enit
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[
Rd
o
Rl
o

B EME RERE Y BAFEIEE L RFA L R

¥

FORIEH A S o Flot g REAE F AR 0 A s
feniv £ a7 4% (Nitromethane ) £ ¢ &4 (Ammonium

Acetate) FE-LR £ 18 > M F s £ = B-A A% (Nitroalkene ) - 12

\

Ta T RIETON - Y TR CAURVIPIE B ST E: STR R VR

Sk F g s B T Ak A S RE o ((F34)

S)
: ° 5 /\
O\I?ICCH2 ! Base Qs ( CH, ,0\'(9 X NO,
|

~ /CH
NG 2 AN H

— I}f@ > I _>R:— H 4

=
& L P NO, NO,

/_\ \jSC

dehydratlon NO, cychzatlon A
H H —_— R'_ H '_
g H R{ N

® 3.4~ Indole & = & &5tk -

T

$ %> i¢ * DMAP # DCC #wslefis 1 ¥k vir— 7 o end

plei-cL 2255 46 NaH & & ’E&gﬁé}ﬂfé—vﬁlvrg g 3 nf H e 2 A
Mg BEFREFTF BT HS AP WY4L305 WY4L306 o AlF fhen
BT ORI E R £ & WY430L & WYA302 - faiplie (78 & F s pErsle

1 7-OMe $13t303k b chiy & =% i & 2 MFs> @ Fpfe DCC #f
Bx et WA PR HEE G R s MR # R R EF o T

POET R & E 2 MR PCly B-FRARE 0 A vleh 2 5 i
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t-BuOK 4 7R

CRIE F AT E

Lisd

e

=~ -OH ;’—ﬁ-}-l’;, v ’Ff@m.}iﬂfj"é\ilj

v‘ 4 N2 S —
/;F BT oo

3

FEEBE T F kA

R RALY R BRER SRS 20 /)

LA o @4 r BBry # -OMe B R

% 34~ DCC & & F & &2 N-substituted indole #72 $ & =
B R R’ A ¥
WY4301 3,5-CF; 7-OMe 34%
WY 4302 4-CF, 7-OMe 58%
WY 4305 3,5-CF; 4-Cl 26%
WY 4306 4-CF, 4-Cl 30%
32 4 FiEpins

* 57512 IMD-0354 it i mEL L& > &A= ﬁé x5 enpT A

o RIERAT A el NF-«B gochk o B2 B enlg koo

it

321 %’ - N ;'J
9] -
NS IR
TN N
Rea H
/

PER-CI TR

i

BEERREHR
* NF-xB & 5 Frdiock fis2 > £ 8 R &
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Rienfrd 82 R 238 R

AP 2 2 15 g NF-kB sk 035 g B ¢ drdiock

- 3R F R ehL WY4116 (% 35)

4 3.5-50pM T ¥ T AR ¥ ipT4 433t NF-kB e &

% inhibition
HnBh. R R' of NF-kB (50| I1Cso (LM)
HM)

WY3113F 2-OH 3,5-CF; >100 2.4%0.6°
WY4114 3,5-CF; 2-OH >100 13.1+1.6
WY1117 3-Cl 3,5-CF; >100 11.4+1.1°
WY4116 3,5-CF; 3-Cl >100 9.8+1.2
WY3116 | 2-OH, 5-Cl 4-CF, >100 0.6+0.1°
WY4117 4-CF, 2-OH, 5-Cl >100 5.06+1.09
WY4115 4-CF, 3-Cl >100 11.3+ 0.8
WY4120 3-Cl 4-CF, 29.81 >50
WY5105 2-OH 4-NO2 75 10.3+1.6°
WY4118 4-NO2 2-OH 0 >50

Wedh kR R icA 2010 KAFAE L% o Hh kR F 2k 2010

La Al Lo o Bk kR 2w % 2011 L AAE L% o

KRCAsF Sdahe Y00 ¥Rt S0 F R Bk

£P 542578 (CFy) #7233 NFxB § P dgdrdl sk > 7]
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BT OWY4102 ¢ R #e935- Z & 7 AR ¥ R OB A

Henig o £ 36 TR M A de 2 FR35- 2 & 7 AR H R =
B RiE Ak o B % A % 5-Cl(WYA4114) & 2-OH

(WY4116) 2 ‘T PF o #3° NF-kB R 2 5 Frdlscdk > 8 1Cs B3

Mo # 5-Cl # 4 chpr2 $ (WYAL14) »
& ejped o (WYAL16) 4] 5 3%

3 roengletom -OH & Cl Fao &S

1 -Cl gt

H prg] s b v M3 3 2-0H

55 3 4] 5

LI

% 36-50uM T ¥ g it ot NF-kB e &

% inhibition
5L R R’ of NF-kB | 1Cg (uM)
(50 uM)
WY4102 3,5-CF; 2-OH, 5-Cl >100 1.2+0.5
WY4114 3,5-CF; 2-OH >100 13.1+1.6
WY4116 3,5-CF; 3-Cl >100 9.8+1.2

FE_OWYA4102 &2 WY4102P 28 T o B isgd sl i b cnfg £ g

tEa & (-CHg) #Ejcie » Frd] NFxB cEfE < tgT*

WY3116 ¥ WY4120 ¢ =

g BeRisy

)
s

UF LA AR R s

PR U o FBIP] B tsa AR i g ALY NF-kxB e

Jrd ek LE BT R A (£ 3.7)-
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4 3750 uM T ¥ T AR ipTA H o5t NF-kB e

% inhibition
S5 R R’ of NF-kB | ICsq (uM)
(50 uM)
WY4102 3,5-CF3 2-OH, 5-Cl >100 1.2+0.5
2-OCH,
WY4102P 3,5-CF3 45 >50
5-Cl
WY3116 | 2-OH,5-Cl 4-CF; >100 0.620.1°
WY4120 3-Cl 4-CF; 29.81 >50
“Hcyp kR F R 2010 KA L% o

L0 S B RNH BN ek k07 oo 12— b 3.5-

ZETAY 4 Z & A &% WYALL5 - WY4L17 ¢

WYA4119 o jE 1 plip % B 1 4- = & 7 APk chped b

(WY4115 ~ WY4117 &2 WY4119) & 4 drdlock > faplE Bk = &
PHBERNZ LY AT PHRTE IKKP F e s g 2
A4 g kier 4 5 Edrd] NF-kB ek o j&_ICs P & 7 1

B Z & T RAHEBRR T H Rk d 2 BER A S il o (R

38) -
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% 38 50 uM T ¥ T AR iifTA H ¥t NF-kB e

% inhibition
S5 R R’ of NF-kB | ICsq (uM)
(50 uM)

WY4102 3,5-CF3 2-OH, 5-Cl >100 1.2+0.5
WY4117 4-CF; 2-OH, 5-CI 99 5.06+£1.09
WY4114 3,5-CF3 2-OH >100 13.1+1.6
WY4119 4-CF; 2-OH 91.68 -
WY4116 3,5-CF3 3-Cl >100 0.8£1.2
WY4115 4-CF; 3-Cl >100 11.3+0.8

& WY4108 ~WY4113 ¥ WY4119 2. ¢ » AR 2% 4 5> %
Bk g ik B2 uz 49 Ak agfFd FPrd s s
P2 TR -F PESENMEZFAEL TR FI B ER
FB o 4 NF-xB $ P Rgdrd]»c%k o (4 3.9)

% 3.9-50uM T ¥° Ap¥ i H4t NF-kB e &

% inhibition
S B R R’ of NF-xB ( 50
HM)
WY4119 4-CF; 2-OH 91.68
WY4108 4-Cl 2-OH 0
WY4113 4-CHjs 2-OH 0
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3.2.2 :}):_: /J( 7']
ORI R ERER Y - 55 Y NFkB B f Frdisck chitd
o RSB A RRIRE A T A - kA Y A

AL B AR RE R

% 3.10~50 uM T = Fo ihmd gt NF-kB sadr 5

% inhibition
KoL R R' of NF-kB (50| ICso (uM)
uM )
WY4201 3,5-CF; | 2-OH, 5-Cl >100 5.23+0.203

2 311 AV RF T RFIRE D FL OGS Ak B A
HESHZ 2 FF SR T A S5 Baa- F o fimd 24

FlPck 2 2 F Y OERFIRATA SRR iR RsET T d s B A i

ok

X SR SN R = g e AR P 8 T PEY e i A
LR o3P ELEEET WY4201 #3° NF-kB 7 B & cdrd]»
% 0@ ICs BB WYA102 #p £ 7 % » wipfipiicst b chi 4 i

K0 GERCE G e E X PR S F O B G Bk
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s A o (2 3.11)

% 3.11-50uM T F T AgFiREr - F o T’p’*‘?’* ¥ ¥ NF-«xB #r+4]

e g o

% inhibition
Kot R R' of NF-kB (50| ICso (uM)
uM )
WY1107 3-CH, 4-NO, 80 17.4+4.405"
WY1208 3-CHs, 4-NO, 0 >50
WY2114 - 4-N(CHj), >100" -
WY2210 - 4-N(CHs), 0 .
WY2102 2-OCH; 2-OCH, 87° -
WY2201 2-OCHj 2-OCH, 0 >50°
WY4102 3,5-CF; | 2-OH,5-Cl >100 1.240.5
WY4201 3,5-CF; | 2-OH,5-Cl >100 5.23+0.203

Bl kR Rz 2010 LA A L% o PHdh kOB mRE 2010

RAFE Lk ©e

323 %= k7
PRI R R A B A2 DR R NH 2R B
FERE SRR 2 R A (S B R e S E R Y - L)

F 3t NF-kB 2§ drdlocdk cnfmd $ o0 RS chig A > F TR
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O
\ R'
X N «
R \
" ~ V/,

# 3.12 ~50 uM T N- substituted indole #7# ¥ ¥+ NF-xB e

5‘_‘;\:
% inhibition
S B R R’ of NF-xB
(50 uM)
WY4306 4-CF3 4-Cl 76.4

o i N- substituted indole &2 ¥ ® g ¥ &jimd 2 Feni 8 > H
S AR T = S0 SRRk - L ITER k- b R I R e
yoo % 3.13 S dF P AR F =22 N-substituted indole #74 4 > &
}fﬂpﬁg"fxfﬁﬁ”ibﬂ%ﬁéﬁ— AP Eed FHRESE T APpREAA
i% =T N-substituted indole #74 $ erdrd B 127 2 F 7 FEF IRiTA

f A HRIECR R SR B S 2 (2 B 3 ez MR @ 4

PH?SEINE AR EARR T o TR B B A
LA G AE o @ A E AR TR T Rl R

s

/\ﬂ

+

)

LT R A A, G AEE 4 (4 3.13) 0

F_*

51



4. 3.13-50uM T ¥ © fg ¥ vy N- substituted indole #7 4 = %>

NF-xB #r4] & b i

% inhibition
HnBE. R R’ of NF-kB ( 50
HM)

WY5107 | 2-OH, 5-Cl 4-NO, >100°
WY5301 | 2-OH, 5-Cl 5-NO, 56.64°
WY5115 |2-OH,5-CHs| 4-NO, 97.5°
WY5302 |2-OH,5-CHs| 5-NO, 20.28°
WY4115 4-CF, 3-Cl >100
WY4306 4-CF, 4-Cl 76.4

“Peb kiR 2 E 2011 KAAE LB o
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Fo AMPEENE i (S\2 F ) &2 DCC B & F b
S FTRFIRITAS SN2 F s bl KRBT RFRAES o L &
FrA A% A4 o DCC B & F g5 4 » DMAP 2 DCC |

o paFw kA  DCC B EF BVHRF AT R
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FR 2V R* T RERFEFTIBF -
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=k
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NG
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P
\ht
A
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\rd'.

$F s (HWE 7 & ) &

o FC AL F R AR A RET AAERF S F

‘?A«

PIBE A SRR o hdAshed FoARAE A L A F IR A (R
HhoELFBALRAY -

% = % 7| N- substitued indole #72 i pEsg & 4447 > S/ it 12
VIR R s f o PR A 0 BB T R Tl e o~ Side NaH R & 18

5 “Jiﬁ’xﬂif'r); BEIERERAP o

42 & g e
l;ig—ﬁli %’IL‘ £ ,‘}'ﬂ IMD 0354 T:& IF‘ ]quk \L:}'—é 1:,,\; WY4102 y é,H_
% NF-xB "ﬁ ’Eé_fi E‘f’?}fk]”#lj?"/{% 4 R vﬂ’l ,5_137 %/g,\ s 3 5- = & %»_kl/'z

B R BT A 0 Y NF-kB § 4rdlocs o 3 fRvib it i
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SfE ZK g KA i 2R R 1S 0 H A R S T R Fpt AR b oh

FEA G P P e B2 4 4 o #FBt 35- Z 4
A G HBR 4- =40 A4 308 od ICy BV FIHE BT

A HprdpcE F 2 BN TR iR T BB A S Pt e

L
v

4

N3 RBNGEFE e PR kEF R A FRASZ A
A2 gmd 3t NF-xB F # g adrd|scsk o

BRI AP T R RY BRIt - F o
A e R NFxB 3 #rdlscs o fpiRgE b i X 2 4 etk
Eee et 2 PR o @ 24 indole BHEERF Y fRF Y - F
o 2 A 5 WK 84 o0 N-substitued indole #72 > f4p
Poil AR EDiE BT BpedE A 2 R T ER RS o BHERILR

Heg B3Rz eni®* 4 5 gt vk N-substitued indole #72 4 % 3 - 7 4

1‘1

K B EE R Bl -
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$7T% A%kBY

AT Y WY4102 & WY4201 codrdlsch s i BgF > @
WY4201 % - % ¢ %;f;: w4 0 3 NF-«B 3 B ek * %
PERE S KO AR LT AP N npA p R B R

CF3 F3C

e PE e & A HERRALIT 0 TERIATE $ gt TKKP 3 £ 30 i eh 4Y
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CH102

Cl

oo
expd  stdih 55
SAKPLE <7
date  Jul 20 2010 :
selvent CDC13 J
fite exp
ACQUISITION F.C
sTre 300.066 3 N
tn H1
b Si768 H
np
s 1800.8 O—I_
fb 2600
bs q PROCESSING
tpwr 57 wifile
pw 5.5 proc Tt O—Hw
d1 1.000 fn 65536
tof 723.5 wmath T
nt 3z =
ct 32 werr o~
alock n wexp ~
gain nat used wbs '
FLAGS wni i
it n
in n
dp ¥
hs nn
DISPLAY
sp -5§9.1
wp 4300.8
vs 143
sC 1]
we 250
hzam 19.20
is 500.00¢
rfl 599.1
rfp a
th 12
ins 100.000
nm  cgc  ph
: -
: ey
n
“
o ik - e
L B e o e e R —— T T — T : — r —
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N-(5-chloro-2-hydroxyphenyl)-3,5-bis(trifluoromethyl)benzamide

(WY4102)

oo ¥ oy
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N-(5-chloro-2-hydroxyphenyl)-3,5-bis(trifluoromethyl)benzamide

(WY4102)

]

G

SPEC:
Samp:
Mode:
Oper:
Base:
Norm:
Peak:
Data:

100

80

60

40

20

— E+07
3.41

lei2447 REG 01:48.7 #9
wy4102 Start : 3 152
EI +VE +LMR BSCAN (EXP) UP LR NRM
Inlet :
241.1 Inten : 34085284 Masses: 45 > 500
241.1 RIC 139264664 #peaks: 415
1000.00 mmu
+/19>29
|l
241.1 C
O
Fs;C
N
OH
CF;
213.1
umu.m
142.1
_
144.1
114.0 ﬂllwmu 1 194.1 umnmw
51.0 78.1 _ _ _ WPM.H

_ 56.1 _ 99.0 169.1 243.1 270.1 296. 346.1

il | - | A |

"r__; yeudull zm bl ; A 1 _ ol L Sy - SO To—

100 200 300
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N-(5-chloro-2-methoxyphenyl)-3,5-bis(trifluoromethyl)benzamide

)

;H’_,

2

i

(WY4102P)

CHigd-1 Cl
expl. stdih
SAMPLE | DEQ, & VT | O
date Jul .20 2810  dfrg 300.885
wm.“ vernt €BC13 dn Mh _H O
ile. exp dpwr 0
 AGQUISITION - doF 0 3 N
sfrg 300.966 dm PR
tn H1 -dmin c H
at 2 413  dmf 206 0)
np 32768 dseq N
s$w 4800.8 .dres 1.9
fh 2600 homo n
bs 4 PRUCESSING
Lot 57 stffle CF3
pw 5.5 ‘proc Tt
di 1.000 fn 65536
tof 723.5 math '3
329 18
ct 16 werr
alock nowexp
gain ot wsed whs
. FLAGS whi
it n
in n S
dg ¥ =g
ks X A =
DISPLAY =
sp ~589.2 1
wp 48008
Vs [
R e
wWe 258
iz 18,20
is 50000
i 5§8.5 w
L] [ w»
e L4 & it
tns 100,800 a3 e
nm cife gh o
7F.H
San
3 --
.98 e
=g Foewe 4
=3
o
L S s e s e s e ey o L B e L m a a — T
13 12 11 10 8 7 6 -0 -1
ooy ¥y
3.80.42 18.02
&.77%.82 10,68
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N-(5-chloro-2-methoxyphenyl)-3,5-bis(trifluoromethyl)benzamide
(WY4102P ) & 2 ]
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N-(5-chloro-2-methoxyphenyl)-3,5-bis(trifluoromethyl)benzamide

)

2

(WY4102P) A

SPEC: lei2d446 30-Dec-10 REG 00:41.6 #9
Samp: wy4102-1 Start : 18:57:17 36
Mode: EI +VE +LMR BSCAN (EXP) UP LR NRM
Oper: Inlet :
Base: 241.1 Inten : 69090048 Masses: 45 > 500
Norm: 241.1 RIC ;342804720 #peaks: 523
Peak: 1000.00 mmu
Data: +/6>12
_ _
241.1 Cl _ E+07
100 7 6.91
] O
FsC
N
397.
80 - O/ _N
| CF,
1 NH_w.H
60
40
20
J u.“_w,.m
g 163.1 366.2
1 93.1 144.1 | 194.1
i '
51.0 126.1 168.1 258.1 302.2 362.2
Ll LT | _ Sl
“__ | ,__, _,.:_ ___. m_. it __.__._, lle by de AL I | R : _ it A | ____ .
100 200 300 400
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N-(2-hydroxyphenyl)benzamide ( WY4108 )

4-chloro

wysaos

I
8.8419.75 44.02
8.31 19.08

exp? stdih
SAMPLE DEC. & VT
date Feb 10 2008 dfrg 300.065 (@)
solvent cDC13  dn H1
file exp dpwr 30
ACQUISITION dof 0
sfrg 300.066 dm nnn N
tn H1 dmm c
at 3.413 dmf 200 H
np 32768 dseq OH
sw 4800.8 dres 1.0 Cl
fb 2600 homo n
bs 4 PROCESSING
tpwr 57 1b 0.10
pw 6.2 wtfile
d1 0 proc ft
tof 723.5 fn 65536
nt 16 math f
ct 16
alock n werr
gain not used wexp
FLAGS wbs
i n wnt
in n
dp y
hs nn
DISPLAY
sp -598.5
wp 4800.8
vs a4
scC 0
we 250
hzmm 2.12
is 500.00 s
rfl 599.5 S
rfp 0 .
th 3 T
ins 100.000
nm  cdc ph
22
T~
~r~
S
©
g22 g
o~ " .
~ | -
= |
S \
©
L e e o o e e o B R | —— T — — T
13 12 11 10 9 8 7 6 2 -0 -1 ppm
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N-(2-hydroxyphenyl)benzamide ( WY4108 ) &3

4-chloro

RO N A

©
-
wY4108 *
n
expz s2pul a
SANMPLE DEC. & VT _
date Jun 22 2008 dfrg 599.838
solvent CDC13 dn H1
file sexport/home/~ dpwr 37
data2/2009-C/WY410~ dof 0
8-C13.fid dm nyy
ACQUISITION dmm W
sfrg 150.870 dmf 10101
tn C13 dseq
at 1.000 dres 1.0
np 79974 homo n
o 40000.0 DEC2
fb not used dfrq2 []
bs 16 dn2
tpwr 56 dpwr2 1
pw 6.0 dof2 a
dl 0.500 dm2 n
d2 1.500 dmm2 c
tof 2500.0 dmf2 10000
nt 20000 dseg2
ct 192 dres2 1.0
alock n homoZ n
gain 58 PROCESSING
FLAGS 1b 3.00
il n wtfile
in n proc ft
dp y fn not used
hs nn math f
DISPLAY
sp -1508.6 werr
wp 34686.0 wexp
vs 289 wbs
sC 0 wnt
we 250
hzem 138.79
is 500.00
rfl 15653.1
rfp 11615.7
th 5
ins 100.000

mm cdc ph

148.509
—138.916

Cl

OH

77.210
22000

i
\_76.790

29.690

LI B B B

200

LI B B B LN BN B

180

160

e
140

T
120

TT T T

60

T

40

20

LA LA L B B B B |

ppm
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¥ 1)

N-(2-hydroxyphenyl)benzamide ( WY4108 ) % 3

4-chloro

SPEC:
Samp:
Mode:
oper:
Base:
Norm:
Peak:
Data:

80

60

20

leigd21 23-Apr-09 REG : 00:18.7 #9
wys-4-(fK Start : 00:35:18 156
EI +VE +4MR BSCAN (EXP) UP LR NRM
Inlet :
139.0 Inten : 392452 Masses: 45 > 300
139.0 RIC ;1596854 $peaks: 528
5.00 mmu
+/3=>10
— _
139.0 _ B+ 05
O 3.92
N
H
OH
Cl
1
111.0
75.0 229.0
I
mo._o 63.0 80.1 247.0
_ 201.0 231.0
7 92.0 114 142.0 166.1 181.0 JS.O _
| —= [ *WI
— el el gl LA _ A . I L -
50 100 150 200 250
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N-(2-hydroxyphenyl)-4-methylbenzamide ( WY4113 )

CH113

expl stdlh
SAMPLE DEC. & VT
date Jan 28 2010 dfrq 300.065 o
solvent CDC13  dn H1
file exp dpwr 30
ACQUISITION dof 0
sfrq 300.066 dm nnn
tn H1  dmm c N
at 3.413 dmf 200 m
np 32768 dseq
sw 4800.8 dres 1.0 OH
fb 2600 homo n
bs 4 PROCESSING
tpwr 57 1b 0.10
pw 6.2 wtfile
di 0 proc ft
tof 723.5 fn 65536
nt 40 math f
ct a0
alock n werr
gain not used wexp
FLAGS whs
il n wnt
in n
dp Y
hs nn
DISPLAY
sp -599.5
wp 4800.8
vs 15
sc 0
we 250
hzmm 19.20
is 500.00
rfl 599.5
rfp 0
th 5
ins 1o00.000
ai cdc ph i
S
~o
so
=
™
1
w
-
-
euBT® o ™
oMo wse
BRTNE"
~ eI
- ©
~ ©
. n
I
h tzlbl\—:—b Lﬁ - _, i _F
T T T T ™ T ) LA S S s S S S e B e e S B T ™ T T T
13 12 11 10 9 8 7 6 5 2 1 -0 =1 ppm
w CC ot
6.84 14.50 17883 25.70

6.38 141828221
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N-(2-hydroxyphenyl)-4-methylbenzamide ( WY4113 ) &%

o ~ Ld HOTOO®OMN oo ©w
” - o NOOTSND-DO -o o, -
CH113 o = o e 0B - s .
~ o L] OonNnNINO® NN o -
exp12 s2pul - o - b - i 7_/7_u h
phion — T WUIId
date May 13 2010 dfrq 599.936
solvent CDC13 dn H1
file exp dpwr 411
ACQUISITION dof 0
sfrq 150.868 dm nyy O
tn C13 dmm w
at 1.000 dmf 13158
np 79974 dseq
sw 40000.0 dres 1.0 N
fb 22000 homo n
t % a2 0 o H
pwr rq
pw 6.0 dn2 om
d1 0.500 dpwr2 1
d2 1.500 dof2 0
tof 2500.0 dm2 n
nt 20000 dmm2 c
ct 320 dmf2 10000
alock n dseq2
gain 58 dres2 1.0
FLAGS homo2 n
i n PROCESSING
in n 1b 3.00
dp y wtfile
hs nn proc ft
DISPLAY fn not used
sp -1508.7 math f
wp 34696.0
vs 116 werr
sc 0 wexp
we 250 wbs
hzmm 138.78 wnt
is 500.00
rfl 15653.1
rfp 11615.7
th 8
ins 100.000
nm  cdc  ph
[ ALLEL SN NI L I L L L B L B L L L e e 2
200 180 160 140 120 100 80 60 40 20 ppm
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N-(2-hydroxyphenyl)-4-methylbenzamide ( WY4113 ) &

SPEC:
Samp:
Mode:
Oper:
Base:
Norm:
Peak:
Data:

80

60

40

20

lei0012 25-Mar-10 REG 02:03.1 #9
Wy4113 Start 15:46:22 392
EI +VE +LMR BSCAN (EXP) UP LR NRM
Inlet
119.0 Inten : 27513596 Masses: 45 > 500
119.0 RIC 90193862 #peaks: 301
1000.00 mmu
+/21>59
119
.0 E+ 07
o [ 2.75
N
H
OH
209.1
91..
65.0 _mb.o wwlo.p 227.1
90.0 180.0
|
50.9 ; mo.b 104.5 136.0 Hmm.o 166.0 183. 225.0 229.1
S m:_. N N __ : A .___, __4 _: : _4 x :_| _ niin ; ~_.
50 100 150 ~ 200
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3,5-bis(trifluoromethyl)-N-(2-hydroxyphenyl)benzamide ( WY4114 )

P

L™

Ly

CH114

“o
exp5 stdlh S8
SAMPLE DEC. & VT =T
date Jul 27 2010 dfrg 300.065 L
solvent cDC1Z  dn H1 _Hwo -
file exp dpwr 30 Z
ACQUISITION dof 0
sfrg 300.066 dm nnn H
tn H1  dmm c O_l_
at 3.413  dmf 200
np 32768 dseq
sw 4800.8 dres 1.0
fb 2600 homo n
bs 4 PROCESSING O_nw
tpwr 57 wtfile 2w
pw 5.5 proc ft CE
d1 1.000 fn 65536 =<8
tof 723.5 math f = o
nt 64 [ L
ct 64 werr s
alock n wexp
gain not used wbs
FLAGS wnt
il n
in n
dp ¥ =
hs nn =
DISPLAY o
sp -589.1
wp 4800.8 J
Vs 135
$C )
wWe 250
hzmm 18.20
is 250.00
rfl 599.1
rfp 0
th 7
ins 100.000
nm cdc  ph
Swo
ng” @
© o H
8_ ~ ~
N | -
4 : <
|
1
=TT Ty — T — . — —
13 12 11 10 8 7 6 1 -0
g L
23.79.81 13.50
10.63 12.56 27 .80
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3,5-bis(trifluoromethyl)-N-(2-hydroxyphenyl)benzamide ( WY4114 ) &

. wod e
3 23453
wyaL14] Sudan
<
exp2 va—: 32ou2
SAMPLE DEC. & VT (@)
date May 19 2011 dfrg 599.938
solvent Acetone dn H1
file exp dpwr 41
ACQUISITION dof 0 7L
sfrq 150.870 dm nyy
tn C13  dmm w H
at 1.000 dmf 13158 OI
np 79974 dseq
sw 40000.0 dres 1.0
fb 22000 homo n
bs 16 DEC2
tpwr 60 dfrq2 ] O_Hw
pw 6.0 dn2
d1 0.500 dpwr2 1
d2 1.500 dof2 0
tof 2500.0 dm2 n
nt 20000 dmm2 c
ct 320 dmf2 10000
alock n dseq2
gain 58 dres2 1.0
B LAGS homo2 n
il n PROCESSING
in n 1b 3.00
dp y wtfile
hs nn proc ft
DISPLAY fn not used
sp -1508.6 math i 7
wp 34696.0
vs 445 werr
sc 0 wexp
we 250 wbs
hzmm 138.73 wnt
is 500.00
rfl 8400.9
rfp 4495.4
th 67
ins 100.000
nm cd ph
|
w0 _ ;.. - * . Vay a " ﬁ o
" iy ¥ M
L e o e o LI e o o B B L o o B B i e
200 180 160 120 100 80 60 40 20 ppm

¥ 1)
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3,5-bis(trifluoromethyl)-N-(2-hydroxyphenyl)benzamide ( WY4114 )

=31

?

SPEC:
Samp :
Mode:
Oper:
Base:
Norm:
Peak:
Data:

80

lei2441 30-Dec-10 REG 00:11.7 #9
wy4l14 Start : 18:04:36 79
EI +VE +LMR BSCAN (EXP) UP LR NRM
Inlet :
80.1 Inten : 124613 Masses: 45 > 500
80.1 RIC 696230 #peaks: 139
1000.00 mmu
+/2>8
_ _
_ 80.1 (@) _ M+%M
] FsC .
| N
H
- OH
| CF,
| w»wﬂp
) NHM.H
4 108.1
|
N 53.4
4 52,1
S
= 349.2
1 163.1
| 63.1 81.1 144.1 194.1 '
1 B HNM.H 42 331.2
] 92.1 _ 164.1 220.1 1 303.2
| ; (— [ | _
plt, L. 1 | il I 1 - ’ N -
el i ey e T —— T : t
50 100 150 200 250 300 350
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N-(3-chlorophenyl)-4-(trifluoromethyl)benzamide ( WY4115 )

CH115

expl stdih
SAMPLE
date Mar 4 2010
solvent cocis
file exp
ACQUISITION
sfrg 300.066
tn H1
at 3.413
np 32768
sw 4800.8
fb 2600
bs 4
tpwr 57
pw 6.2
di 0
tof 7238.5
nt 16
ct 16
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -600.0
wp 4800.8
vs S0
sc 0
weC 250
hzmm 19.20
is 500.00
rfl 600.0
rfp 0
th 2
ins 100.000

nm cdc ph

DEC. & VT
dfrq 300.065
dn H1
dpwr 30
dof 0
dm nnn
dmm c
dmf 200
dseq
dres 1.0
homo n
PROCESSING
1b 0.10
wtfile
proc ft
fn 65536
math f
werr
wexp
wbs
wnt

F3C

Iz

1.578

0.070
.011

\_-0.011

Wi gy
18381802.28
9.331.a3.82
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N-(3-chlorophenyl)-4-(trifluoromethyl)benzamide ( WY4115) &

L. mOOnoTn TLweogde-o
< LWNNONN®© OWLNGN T -
WY4a1157] b i bt Cl i de ot
< - LOowToo SCoogooon
MONNNNN- MO NgNNN
exps J2pul et - o B _/\_
pec. & yr Lujil o S
date May 20 2011 dfrq 599.939
solvent Acetone dn H1
file exp dpwr 41
ACQUISITION dof 0
sfrq 150.870 dm nyy Z i
tn C13 dmm w _l_
at 1.000 dmf 13158
np 79974 dseq
sw 40000.0 dres 1.0 _qu
fb 22000 homo n
bs 16 DEC2
tpwr 60 dfrq2 0
pw 6.0 dn2
di 0.500 dpwr2 1
d2 1.500 dof2 0
tof 2500.0 dm2 n
nt 20000 dmm2 c
ct 688 dmf2 10000
alock n dseq2
gain 58 dres2 1.0
ALAGS homo2 n
il n PROCESSING
in n 1b 3.00
dp y wtfile
hs nn proc ft
DISPLAY fn not used
sp -1508.6 math f
wp 346396.0
vs 754 werr
sc 0 wexp
wc 250 wbs
hzmm 138.79 wnt
is 500.00
rfl 8402.1
rfp 4495.4
th 29
ins 100.000
nm cd ph
i - — \ ————— B - heent
LN L B L L L L L L L B B B e
200 180 160 140 120 100 80 60 40 20 ppm
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N-(3-chlorophenyl)-4-(trifluoromethyl)benzamide ( WY4115)

SPEC:
Samp:
Mode:
Oper:
Base:
Norm:
Peak:
Data:

100

80

60

40

20

1lei0013 25-Mar-10 REG : 00:32.8 #9
wWy4115 Start : 16:22:48 163
EI +VE +LMR BSCAN (EXP) UP LR NRM
Inlet :
173.0 Inten : 5690804 Masses: 45 > 500
173.0 RIC : 16905372 #peaks: 318
1000.00 mmu
+/5>16
f
173.0 Cl _
0]
N
H
FsC
145.0
299.0
95.0 174.0
| —
63.0 75.0 99.0 125.0 280.0 301.0
49.9 _ 7mwij ﬂ\HHmLP ' 154.0 190.0 209.0 235.0 264.1 |
I __,,_? Loty ;..r. P 77 .m _ " , ._ [ _ r_ 1
T T ) [ L - T T L '
50 100 150 200 250 300
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~—0.000

1.584

80

,—0.070

N-(3-chlorophenyl)-3,5-bis(trifluoromethyl)benzamide ( WY4116 )

et
exp2 stdih
SAMPLE DEC. & VT
date Mar 25 2010 dfrq 300.065 O
solvent CDC13 dn H1
file exp dpwr 30
ACQUISITION dof a
sfrq 300.066 dm nnn
tn Hi dmm c
at 3.413 dmf 200
np 32768 4seq
Sw 4800.8 _dpes 1.0
fb 2600 homo n
bs 4 1ﬂonmmmuzm=
tpwr 57 1b .10
pw 6.2 wtfile O_nw
d1 0 proc ft
tof 723.5 fn 65536
nt 32 math f
ct 3z
alock n werr
gain not used wexp
FLAGS whbs
il n wnt
in n
dp y
hs nn
DISPLAY
sp -599.7
wp 4800.8
vs 66
sC 0
we 250
hzmm 19.20
is 500.00
rfl 589.7
rfp 0
th 6
ins 100.000
mm cdc  ph
UHMQ.SB? -
HenRbZES <]
ss TN I tOEN
~Pe
LT
/ 7
o~
-
~
~
@ L e e e o e e o LN e s e S S S B B B e S |
13 1z 11 10 9 8 7
“w
nﬂmr YoRY Y ey
24.252.742.98.72
11.49.325.03
L



N-(3-chlorophenyl)-3,5-bis(trifluoromethyl)benzamide ( WY4116 )

]

G

o

NONNO ®~ TG -0
MoOo-MmOwn DWDLNG N T -
wya11 aNeseY b Ol oo
Ao owon condman
exp8 &2pul b g i e Sszrah_‘zz
- Loy Cl N\
date [May 20 2011 dfrgq 599.939
solvent Acetone dn H1
file exp dpwr a1
ACQUISITION dof 0 (@)
sfrq 150.870 dm nyy
tn C13 dmm w
at 1.000 dmf 13158 _umo
np 79974 dseq N
sw 40000.0 dres 1.0
b 22000 homo n H
bs 16 DEC2
tpwr 60 dfrq2 0
pw 6.0 dn2
d1 0.500 dpwr2 1
d2 1.500 dof2 0 CF
tof 2500.0 dm2 n 3
nt 20000 dmm2 c
ct 1760 dmf2 10000
alock n dseq2
gain 58 dres2 1.0
LAGS homo2 n
i n PROCESSING
in n 1b 3.00
dp y wtfile
hs nn proc 8 3
DISPLAY fn not used
sp -1508.6 math T
wp 34696.0
vs 1101 werr
scC 0 wexp
we 250 wbs
hzmm 138.79 wnt
is 500.00
rfl 8400.9
rfp 4495.4
th 24
ins 100.000
nm cd ph
Lo # . . ; L " s s i
L e o o e N i o L o e R o e i e
200 180 160 140 120 100 80 60 40 20 ppm
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N-(3-chlorophenyl)-3,5-bis(trifluoromethyl)benzamide ( WY4116 )

i

¥ /8]

£

SPEC: 1ei0669 10-Jun-10 REG : 00:42.2 #9
Samp: wy4l1l6 Start : 11:54:32 67
Mode: EI +VE +LMR BSCAN (EXP) UP LR NRM
Oper: Inlet :
Base: 241.0 Inten : 8552012 Masses: 45 > 550
Norm: 241.0 RIC 33049124 #peaks: 361
Peak: 1000.00 mmu
Data: +/8>13
[ _
- 241.0 Cl  Eio06
g 8.55
(0]
] FsC
N
1 H
80 -
CF5
60 - 213.0
40
-
20 99.0 367.0
4 Hmu_.o
4 63.0 75.0 144.0 194.0 242.0
_ —| ' 1 =
4 91.0 [101.0 214.0 348.0
~| et 1
49.9 ; ‘ 174.0 258.0 283.0 312.0
_ ___ m __ I .__F‘ " f s_r _ 4 I | _ )
T 1 T T - T T T T v T T
100 200 300

82



N-(5-chloro-2-hydroxyphenyl)-4-(trifluoromethyl)benzamide ( WY4117 )

33.24 24.19

CH4117
expS stdih O_
SANPLE DEC. & VT
date Dec 9 2010 dfrgq 300.065
solvent CDC13  dn H1
file exp dpwr 30 (@)
ACQUISITION dof 0
sfrq 300.066 dm nnn
tn H1 dmm c
at 3.413 daf 200 Z "
np 32768 dseq o
sw 4800.8 dres 1.0 H g
b 2600 homo n OH 3
bs q PROCESSING
tpwr 57 wtfile =3 ‘_
pw 5.5 proc ft -
d1 1.000 fn 65536 3
tof 723.5 math f T
nt 16 _,
ct 16 werr
alock n  wexp
gain not used wbs
FLAGS wnt
i n
in n
dp y
hs nn
DISPLAY
sp -620.0 o
wp 4800.8 @
vs 147 !
sc 0 ~
we 250
hzem 19.20
is 500.00
rfl 620.0
rfp 0
th 20
ins 100.000 o
nm cdc ph -
-
w
cw| B2
ou28% =5
ee¥n Y ne
9'. .77-’
~a ﬁ
»-l_.: F? ) JL
(LI < B 7 R ) [ TR LA P (o M [ e LA S e e e e T T T T T T T
13 12 11 10 8 7 6 5 4 3 2 -0 -1 ppm
Ly
32.47 10.10
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N-(5-chloro-2-hydroxyphenyl)-4-(trifluoromethyl)benzamide ( WY4117 )

R

¥ 1)

£

12

NBme=~o® —wow
Nmo T - ~< =
wY4117] NhRERane sns
3 JER88E HY
expb Mm_ur; e b e
3AMPLE DEC. & VT A
date May 20 2011 dfrg 599.939
solvent Acetone dn H1
file exp dpwr a1 O_
ACQUISITION dof 0
sfrgq 150.870 dm nyy
tn C13 dmm W
at 1.000 dmf 13158 O
np 79974 dseq
swW 40000.0 dres 1.0
fb 22000 homo n
bs 16 DEC2
tpwr 60 dfrq2 0 Z
pw 6.0 dnZ _I_
dl 0.500 dpwr2z 1 O_I_
d2 1.500 dof2z 0
tof 2500.0 dm2 n _nwo
nt 20000 dmm2 c
ct 208 dmf2 10000
alock n dseq2
gain S8 dres2 1.0
LAGS homo2 n
il n PROCESSING
in n 1b 3.00
dp y wtfile
hs nn proc ft
DISPLAY fn not used
sp -1508.6 math f
wp 34696.0
ve 488 werr
scC 0 wexp
wC 250 wbs
hzmm 138.79 wnt
is 500.00
rfl 8402.1
rfp 4495.4
th 28
ins 100.000
nm cd ph
|
|
|
| |
L
" ) ke A \
200 180 160 140 120 100 80 60 40 20 ppm
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S

tro-benzamide (WY4118) z

-Nnli

CH118

2.858

85

1.286

N-(2-Hydroxy-phenyl)-4

exp4 stdih ﬁu
SAMPLE DEC. & VT
date Mar 3 2011 dfrg 300.067
solvent Acetone dn H1
file exp dpwr 30 N
ACQUISITION dof 0
sfrq 300.067 dm nnn H
tn H1 dmm c
at 3.413 dmf 200
np 32768 dseq
sw 4800.8 dres 1.0
fb 2600 homo n
bs 4 PROCESSING
tpwr 57 wtfile
pw 5.5 proc T
d1 1.000 fn 65536
tof 723.5 math T
nt 64
ct 64 werr
alock n  wexp
gain not used wbs
FLAGS wnt
il n
in n
dp y
hs nn
DISPLAY
sp -600.2
wp 4800.8
vs 51
sc 0
weC 250
hzmm 19.20
is 500.00
rfl 1215.3
rfp 615.1
th 10
ins 100.000
nm cdc ph
S
23
892
- o~
[Nb
LI S S B e e | L e e T LI e |
13 12 11 10 9 8 7
e L e i
6.1 19.12 11.72 11.51
6.73 21.77 1111683



¥ 1)

F

tro-benzamide ( WY4118 ) &%

-Nnli

N-(2-Hydroxy-phenyl)-4

< nwToeoTn TG -E-N
2 333803 8833833
wase..... 4 . eI e e e el R ’s
3 SRIIIRS SaIJIII
expd J2pul SS88%3 FL
daneee oec. & vT 1177 o WY
date May 20 2011 dfrq 599.938
solvent Acetone dn H1
file exp dpwr 41
ACQUISITION dof 0
sfrq 150.870 dm nyy Z
tn Ci3 dmm w _I_
at 1.000 dmf 13158 _I_
np 79874 dseq o
sw 40000.0 dres 1.0 O-N
b 22000 homo n 2
bs 16 DEC2
tpwr 60 dfrq2 0
pw 6.0 dn2
d1 0.500 dpwr2 1
d2 1.500 dof2 0
tof 2500.0 dm2 n
nt 20000 dmm2 c
ct 112 dmf2 10000
alock n dseq2
gain S8 dres2 1.0
HLAGS homo2 n
i n PROCESSING
in n 1b 3.00
dp y wtfile
hs nn proc ft
DISPLAY fn not used
sp -1508.6 math f
wp 34696.0
vs 434 werr
sc 0 wexp
we 250 wbs
hzmm 138.79 wnt
is 500.00
rfl 8403.3
rfp 4495.4
th 13
ins 100.000
nm cd ph
M ] : _ e, ﬁ,r ] |

[ LNLEN 2 S S L B B B B B B L B L B N N L B ML ML B L B LN B A |

200 180 160 140 120 100 80 60 40 20 ppm
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G

tro-benzamide (WY4118) &

-Nnli

N-(2-Hydroxy-phenyl)-4

SPEC: 1lei3628(wy4118) 18-May-11 REG s 03:19:5 #9
Samp : Start : 21:38:53 105
Mode: EI +VE +LMR BSCAN (EXP) UP LR NRM
Oper: Inlet
Base: 150.0 Inten : 333275 Masses: 45 > 300
Norm: 150.0 RIC : 1162403 #peaks: 175
Peak: 1000.00 mmu
Data: +/46>76
M ~_|
- 150.0 o B4 05
g 3.33
N
OH
O,N
80
60
| 258.0
| _
40
] Ho»_.o
_ 76.0 108.0
20 _ =
- 80.0 120.0 240.0
J 75.0
§ 50.0 64.1 134.0 166.0 194.0 210.1  228.1 ([241.1
; : h | o
- “___"_ _____.F__:_. _..__ __. L _ m A u G iy o | il
50 100 150 200 250
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N-(2-Hydroxy-phenyl)-4-trifluoromethyl-benzamide ( WY4119 )

CH4119

exp4 stdlh
SAMPLE DEC. & VT
date Apr 12 2011 dfrg 300.065 74
solvent cDC13  dn H1
file exp dpwr 30 TL
ACQUISITION dof 0 OH
sfrq 300.066 dm nnn —H O
tn H1 dmm c 3 e
at 3.413 dmf 200 =
np 32768 dseq 2
sw 4800.8 dres 1.0
fb 2600 homo n L
bs 4 PROCESSING
tpwr 57 wtfile
pw §.5 proc ft
di 1.000 fn 65536
tof 723.5 math f
nt 64
ct 64 werr =
alock n wexp »
gain not used wbs o
FLAGS wnt &
il n o
in n N
dp Y ~
hs nn
DISPLAY
sp -598.6
wp 4800.8
vs 100
sc 0
we 250
hzmm 18.20
is 500.00
rfl 598.6
rfp 0
th 8
ins 100.000
nm cdc ph
-
o 23
= e32g 382
- < e9°d o
S~3 g s= |4 1%
Lﬁv [ f&
) e o e e e (R e ) T T R T g = B R TR T B LR T W A S A B I e B O i 2 (R e
13 12 11 10 8 7 6 5 4 3 2 1 -0 =1
AR L ans

6.B#.88 9.6GMD.82
17 78.77 1213872
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< WANS OB N DI N D~ -
s WYa1197 G G R o d Headowns
Seim A o i oomdees
e exp7 @2pul SdsssaT Q_E_rzoqj
Al | L
4AMPLE DEC. & VT /L\,\\,\ S
date [May 20 2011 dfrq 599.939
solvent Acetone dn H1
file exp dpwr a1
ACQUISITION dof 0
sfrq 150.870 dm nyy
tn C13 dmm w
at 1.000 dmf 13158 N
np 79974 dseq H
sw 40000.0 dres 1.0
b 22000 homo n OH
bs 16 DEC2 F.C
tpwr 60 dfrg2 0 3
pw 6.0 dn2
d1 0.500 dpwr2 1
d2 1.500 dof2 0
tof 2500.0 dm2 n
nt 20000 dmm2 c
ct 176  dmf2 10000
alock n dseq2
gain $8 dres2 1.0
LAGS homo2 n
11 n PROCESSING
in n 1b 3.00
dp y wtfile
hs nn proc ft
DISPLAY fn not used
sp -1508.6 math f
wp 34696.0
vs 1036 werr
sc 0 wexp

y o _ﬂu - PP e #i&:&i}i{;{g

L L L

R T )V G T I T T  EL AR 1 T N |

. - — -
200 180 160 140

120 100 a0 60 40 20 |

N-(2-Hydroxy-phenyl)-4-trifluoromethyl-benzamide ( WY4119 ) ##

89
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N-(2-Hydroxy-phenyl)-4-trifluoromethyl-benzamide ( WY4119 ) &

SPEC:
Samp:
Mode:
Oper:
Base:
Norm:
Peak:
Data:

80

60

40

20

1ei3630 (wy4119) 18-May-11 REG : 00:48.3 #9
Start : 21:59:16 108
EI +VE +LMR BSCAN (EXP) UP LR NRM
Inlet :
173.0 Inten : 8401458 Masses: 45 > 400
173.0 RIC 19525129 #peaks: 318
1000.00 mmu
+/8>14
_
173.0 _ E+06
Q 8.40
N
OH
FsC
145.0
Nm_p.o
80.0
95.0 108.0 263.0
53.1  75.0 | [ 126.0 154.0 190.0 216.0 235.0 _ 287.2
_ I . — ! : _ _ ! LT
- L - | -t A — Y — e
50 100 150 200 250 300
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3-Chloro-N-(4-trifluoromethyl-phenyl)-benzamide ( WY4120 )

CH4120
exp5 stdih

SAMPLE DEC. & VT O_Hw
date Apr 12 2011 dfrq 300.065 O
solvent CDC13 dn H1
file exp dpwr 30
ACQUISITION dof 0
sfrq 300.066 dm nnn 7;
tn H1 dmm c
at 3.413 dmf 200 H
np 32768 dseq
sw 4800.8 dres 1.0
fb 2600 homo n
bs 4 PROCESSING
tpwr 57 wtfile Cl
pw 5.5 proc ft
dl 1.000 fn 65536
tof 723.5 math f
nt 16
ct 16 werr
alock n wexp
gain not used wbs
FLAGS wnt
il n
in n
dp y
hs nn
DISPLAY
sp -598.9
wp 4800.8
vs 44
sC 0
we 250
hzmm 19.20
is 515.69
rfl 598.9 S
rfp 0 e
th 10 & &
ins 100.000 ~
nm cdc ph n
- -
©
o~
~
.
o s B T T T T T T
13 12 11 10 8 -0 =1
Wy
33378819
102248251
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3-Chloro-N-(4-trifluoromethyl-phenyl)-benzamide ( WY4120 ) &%

«

o
wYa12(0

«
expS J2pul

SAMPLE
date May 18 2011
solvent Acetone
file exp

ACQUISITION

sfrg 150.870
tn c13
at 1.000
np 79974
sw 40000.0
fb 22000
bs 16
tpwr 60
pw 6.0
d1 0.500
d2 1.500
tof 2500.0
nt 20000
ct 256
alock n
gain 58

RLAGS
i n
in n
dp Yy
hs nn

DISPLAY
sp -1508.6
wp 34696.0
vs 637
sC 0
we 250
hzmm 138.79
is $00.00
rfl 8401.5
rfp 4435.4
th 69
ins 100.000
nm cd ph

DEC. & VT
dfrg 599.939
dn H1
dpwr a1
dof 0
dm nyy
dmm w
dmf 13158
dseq
dres 1.0
homo n
DEC2
dfrq2 0
dn2
dpwr2 1
dof2 0
dm2 n
dmm2 c
dmf2 10000
dseq2
dres2 1.0
homo2 n
PROCESSING
1b 3.00
wtfile
proc ft
fn not used
math f
werr
wexp
whs
wnt
I
o
SLIL i 2 e e
180 160 140

30.055
[ 29.925
29 800
29.671
__29.541

N

120
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3-Chloro-N-(4-trifluoromethyl-phenyl)-benzamide ( WY4120 )

SPEC:
Samp :
Mode:
Oper:
Base:
Norm:
Peak:
Data:

100

80

60

40

20

1ei3637 (wy4120) 19-May-11 REG : 04:14.9 #9
Start : 10:19:43 76
EI +VE +LMR BSCAN (EXP) UP LR NRM
Inlet :
1:39,.0 Inten : 1370689 Masses: 45 > 530
139.0 RIC 4562921 #peaks: 369
1000.00 mmu
+/44>58
_
139.0 CF3 _ E+06
O 1.37
N
H
Cl
HHMno
299.0
113.0
75.0 r
76.0
50.0 —Ilww.o wabp 142.0 161.0 189.0 NHm.H Numﬂo wa.o 280.0
[l i _r et gl g i 1 " gl T S L Jus wadllt
N T L L5 A il ' B I ¥ T N I i i i
50 100 150 200 250 300
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(3,5-Bis-trifluoromethyl-phenyl)-(4-chloro-indol-1-yl)-methanone

]

B

Y
t.‘a,

(WY4305) &t

-« MNENOVNTHNNVONTHIOANT oqgqo o
o~ DMVOTNONDNLTN N - o o
wYa30s = et e e el i it ol B 2
n CONNDNOOONT M~ <D ~rw =
exp20 s2pul 2 a2 JINIIINNZS s R 9
— QY
date Sep S 2011 dfrq 599.936 \\
solvent CDC13 dn H1
file exp dpwr a1
ACQUISITION dof 0
sfrq 150.869 dm nyy Rj
tn C13 dmm w
at 1.000 dmf 14925 O
np 79974 dseq
sw 40000.0 dres 1.0
fb not used homo n
bs 16 DEC2 Cl
tpwr 60 dfrg2 0
pw 3.8 dn2
d1 0.500 dpwr2 1
d2 1.500 dof2 0 @)
tof 2500.0 dm2 n o
nt 20000 dmm2 c S
ct 528 dmf2 10000
alock n dseq2
gain 58 dres2 1.0
FLAGS homo2 n
il n PROCESSING
in n 1b 3.00
dp y wtfile
hs nn proc ft
DISPLAY fn not used
sp -1508.7 math f
wp 34696.0
vs 310 werr
sc 0 wexp
we 250 wbs
hzmm 138.78 wnt
is 500.00
rfl 15650.6
rfp 11615.7
th 8
ins 100.000
nm cdc ph
L
LI o o o o o e o o o B i I B e B B B L L L B L LML L BB LN LR
200 180 160 140 120 100 80 60 40 20 ppm
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(3,5-Bis-trifluoromethyl-phenyl)-(4-chloro-indol-1-yl)-methanone

7

(WY4305)

SPEC: 1lei5032(wy4305) 02-Sep-11 REG 00:45.4 #9
Samp: Start : 18:09:37 102
Mode: EI +VE +LMR BSCAN (EXP) UP LR NRM
Oper: Inlet :
Base: 241.0 Inten : 73226 Masses: 45 > 400
Norm: 241.0 RIC : 322766 #peaks: 315
Peak: 1000.00 mmu
Data: +/9>23
[
241.0 28 i
100 7 O
N
J — Cl
Q
238
80
60
] 213.0
40
|=isy.a
4 wwHaH
20 =
] 91.1
69,1 H»A 0 163.0 qu.p
_ 93.1 123.0 7 69.0 230 258.0 282.0 321.1  356.1
: _._ Al Lol Ll ___l.__ L1 __ | __ __: Lt ..__ _. i Ll __.____ PRI (| e :___ byl ____ ___=_. T TR |
100 Noo 300 400

— E+ 04

7.32
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(4-Chloro-indol-1-yl)-(4-trifluoromethyl-phenyl)-methanone ( WY4306 )

P

it

Ly

CH306
©
exp4 stdlh >
SAMPLE DEC. & VT 3
date Jun 22 2011 dfrg 300.065
solvent cDC13  dn H1 O
file exp dpwr 30
ACQUISITION dof 0
sfrq 300.066 dm nnn
tn H1 dmm c N
at 3.413 dmf 200
np 32768 dseq
sw 4800.8 dres 1.0 Cl
fb 2600 homo n F O
bs a PROCESSING 3
tpwr 57 wtfile
oW 5.5 proc ft
d1 1.000 fn 65536
tof 723.5 math .
nt 128
ct 128 werr
alock n  wexp
gain 8 wbs
FLAGS wnt
il n
in n
dp ¥
hs nn
DISPLAY
sp -600.6
wp 4800.8
vs 139
sC 0
we 250
hzmm 19.20 -
is 500.00 =3
rfl 600.6 S
rfp 0 - o o
th 4 e [
ins 100.000 . s
nm cdc ph = -
Bo
-
288 oS5
“w—qlu77.n(m ~an .2.
@ ® FF w [RAaTa
) @ © o~ |-
~ N ™M o~ w
Qg RS 5 |1
‘N~ ~Ne =
I~ 55 _[F/
ﬂ 1 :h J i)
) o e o o T o e e T — T A S e e e e e o e B T T
13 12 11 10 8 7 5 4 3 2 1 -0 =,
v e vy ¥
10.16 21.71 10.56
44.53 13.05
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(4-Chloro-indol-1-yl)-(4-trifluoromethyl-phenyl)-methanone ( WY4306 )

2z

e MOLMOVNNNO T o ~ oo o o
b NO-wTOLLOONN - o~ -0 o ©
306 o N N, = el -
~ NoODoONOCOBLnT < S NN o
exp21 s2pul o gaaNgdANNs = - _/_\_
—— QU 7 T
date Sep S 2011 dfrg 599.936
solvent CDC13 dn H1
file exp dpwr 41
ACQUISITION dof 0 ﬁv
sfrq 150.869 dm nyy
tn C13 dmm w
at 1.000 dmf 14925
np 79974 dseq wé
sw 40000.0 dres 1.0
fb not used homo n
bs 18 ey UEC . F.C — Cl
tpwr rq
pw 3.8 dn2 3
dl 0.500 dpwr2 1
d2 1.500 dof2 0
tof 2500.0 dm2 n
nt 2000 dmm2 c
ct 240 dmf2 10000
alock n dseq2
gain 58 dres2 1.0
FLAGS homo2 n
il n PROCESSING
in n 1b 3.00
dp y wtfile
hs nn proc ft
DISPLAY fn not used
sp -1508.7 math f
wp 34696.0
vs 104 werr
sc 0 wexp
wC 250 wbs
hzmm 138.78 wnt
is $00.00
rfl 15653.1
rfp 11615.7
th 11
ins 100.000
nm cdc ph
— C:_ F» r_:L.Ip H
I I o o S U N L e e L L L L L L NS L BB L EL LA R
200 180 160 140 120 100 80 60 40 20 ppm
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(4-Chloro-indol-1-yl)-(4-trifluoromethyl-phenyl)-methanone ( WY4306 )

i

¥ 8]

£

SPEC: 1ei5021(wy4306) 02-Sep-11 REG : 01:45.2 #9
Samp: Sstart : 13:06:56 82
Mode: EI +VE +LMR BSCAN (EXP) UP LR NRM
Oper: Inlet :
Base: 173.0 Inten : 11579333 Masses: 45 > 550
Norm: 173.0 RIC : 31807193 #peaks: 402
Peak: 1000.00 mmu
Data: +/17>21
8 o |
100 173.0 _ E+07
4 1.16
1 N
= Cl
] F5C
80
60
:w.o
40
1 umw_.w
20 -
95.0
7.1 ' 75.0 _ 125.0 150. 190.1 208.1 233.1 259.1 287.1 304.1
ekl ek _.. e | ____, | _ _ | | L,
A T e e e , t e T ——— T
50 100 150 200 250 300
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