4-(4-(1,2,3,6-Tetrahydropyridin-4-yl)phenyl)-7-(4-(trifluoromethyl)phenyl)-2-
naphthoic acid (3)

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0mba / DBE: min = -1.5, max = 100.0
Element prediction: Off

Number of isolope peaks used for I-FIT =3

Monoisotopic Mass, Even Electron lons

868 formulale) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elaments Used:

C:0-150 H:0-200 MN:1-1 O:0-40 F:3-3

JYH-OBMAY18-037-2 120 (2.048) AM2 (A, 22000.0.0.00,0.00); ABS

TOF M5 ES+

=
N
H

1.760+006

474.2
1 471.0 4711 4n9 Y721 ATBD 4545 4739 4743 47524753  476.24763 Y Ear7a  a77ghiBl 4785 4788

471.00 472.00 473.00 474.00 475.00 476.00 477.00 478.00 479.00

Minimum: -1.5
Maximum: 5.0 10.0 100.0
Mazs Calc. Mass mbDa FFM DBE i-FIT Horm Conf (%) Formula
4741683 474.1681 0.2 0.4 17.5 431.0 nia n/a C29% H23 N 02 F3
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4'-(Piperazin-1-yl)-5-(4-(4-(trifluoromethyl)phenyl)-1H-1,2,3-triazol-1-yl)-[1,1'-
biphenyl]-3-carboxylic acid (4)

N<N (@]
|
F.C N\ _N
Elemental Composition Report 8 % O OH

Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 100.0

Element prediction: Off

Number of isotope peaks used for I-FIT =3

Monoisotopic Mass, Even Electron lons N

80 formulafe) evaluated with 1 results within limits {up to 50 closest results for each mass)

Elements Lised:

C:0-100 H:0-200 N:55 O:0-40 F:3-3 [ ]
JYH-18AUG1E-100-2 317 (5.379) AM2 (Ar,42000.0,0.00,0.00); ABS H
TOF MS ES+

1.468+006

10.2 5164 5174  523.5 527.0530.5 531.
470.0 475.0 480.0 485.0 4900 495.0 SO0.0 505.0 510.0 515.0 520.0 525.0 530.0

Minimuam: -1.5

Maximom: 5.0 5.0 100.0

Ma=ss Calec. Mass mbDa FFM DRE i-FIT Norm Conf (%) Formula

4941807 494 1804 0.3 0.6 16.5 94.0 n/a nfa C26 H23 NS5 02 F3
o 10 @ 1 o0 - ~ 1
o M~ M o m 1] oo
- = M o~ - n =
(1] 0 won [ ol P~ o M
| Voo A4 | |1

T 1 T T 1 T ' T 1 1 T T T T T T T 1 1 I L T 1 1 T T 1 T I T 1 1 I T 1
96 94 92 90 8.8 86 84 8.2 80 78 76 74 7.2 7.0 6.8 6.6 6.4 6.2 6.0 5.8 5.6 5.4 5.2 5.0 48 4.6 4.4 42 40 3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4
ppm

4,07
4,131

0.89-
093
1025
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4-(4-(1-Methylpiperidin-4-yl)phenyl)-7-(4-(trifluoromethyl)phenyl)-2-naphthoic acid
5) FsC

g I
Elemental Composition Report OO OH
Single Mass Analysis

Tolerance = 10.0 mDa DBE: min = -1.5, max = 100.0
Element prediction: Off
Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

94 formulale) evaluated with 2 results within limits {(up to 50 best isotopic matches for each mass)
Elements Used:

C:0-60 H:0-200 N:1-1 0O:0-40 F:3-3

¥J-09JAN18-V-62 154 (2.621) AM (Cen,5, 50.00, Ht,10000.0,0.00,0.70); Sm (SG, 1x2.00); Sb {15,10.00 ) N
TOF MS ES+
6H3 1.70e+005
1 426.2 430.9 4459 4574 480.2 4902
441.4. 4434 454.1 467 4 476.4 |, 492.2 497.2 508.4.510.2 518.4 523.1524.4 536.2537.5
|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIImz
425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 53D 535
Minimum: -1.5
Maxi 10.0 10.0 100.0
Mass Calc. Mass mDa FPPM DBE i-FIT Norm Conf (%) Formula
490.2001 0.7 1.4 16.5 252.8 1.680 1B.&3 C30 H27 N 02 F3
-5.2 -10.6 7.5 251.4 0.206 B1.37 C23 H31 N Q7 F3
[ T oo 0] M3 UT U e Do [ B I e I s It I T T i s e e B B B
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4-(4-(1-(Prop-2-yn-1-yl)piperidin-4-yl)phenyl)-7-(4-(trifluoromethyl)phenyl)-2-
naphthoic acid (6a) FsC O o

SO
Elemental Composition Report

Single Mass Analysis ‘
Tolerance = 10.0 mDa [/ DBE: min =-1.5, max = 100.0

Elemnent prediction: Off
Number of isolope peaks used for -FIT = 3

Monoisotopic Mass, Even Electron lons

103 formulaie) evaluated with 2 results within limits (up to 50 best isotopic matches for aach mass) N
Elemants Used:
C:0-120 H:0-200 M:1-1 O:0-40 F.3-3 [
JYH-02ZAPR18-017 4 (0.054) AM (Cen,5, 50.00, Ht,10000.0,0.00,0.70); Sm (SG, 1x2.00); Sb (15,10.00) S
TOF M5 ES+

6 B1e+006
1 soas 142 : 8315

5009

HMinimum: 1.5
Maximum: 10.0 10.0 100.0
Mass Calc. Mass mDa PPM DEE 1-FIT Horm Conf (%) Formula

514.2001 514.1994 0.7 1.4 18.% 374.0  0.623 53.64 C32 HIT N 02 F3
514. 2053 -5.2  -10.1 9.5 374.1 0.769 46.36 C2Z5 H3I1 N 07 F3
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4-(4-(1-Propylpiperidin-4-yl)phenyl)-7-(4-(trifluoromethyl)phenyl)-2-naphthoic
acid (6b) FyC

O
Elemental Composition Report O OH
Single Mass Analysis OO

Tolerance = 10.0 mDa / DBE: min=-1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3 O
Monoisotopic Mass, Even Electron lons

104 formula(e) evaluated with 3 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:0-150 H:0-300 N:1-1 0O:0-100 F:3-3

¥J-20DEC17-V-56 99 (1.691) AM {Cen,3, 50.00, Ht,10000.0,0.00,0.70); Sm (SG, 1x2.00); Sb (15,10.00 ) N

TOF MS ES+ |\/

497490035023 5oy 350535083 %1 I510.4514.4 5234 5284 20035323pq5 5 ga75 a3

m/z
500.0 505.0 510.0 5150 5200 525.0 530.0 535.0 5400 5450
Minimum: -1.5
Maximum: 10.0 10.0 100.0
Mass Calc. Mass mDa EPM DEE i-FIT Norm Conf (%) Formula
518.2301 518.2307 -0.6 -1.2 16.5 505.6 4.681 0.9
518.2366 —6.5 -12.5 7.5 503.3 2.401 9.07
518.2213 8.8 17.0 3.5 501.0 0.105 90.01
oA & e - Mo 0 O - Ty TR e R Y R s B B0 IR e e T L e I T VL I
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4-(4-(1-(Hex-5-yn-1-yl)piperidin-4-yl)phenyl)-7-(4-(trifluoromethyl)phenyl)-2-
naphthoic acid (7a) F,C O o

OO OH

Elemental Composition Report
Single Mass Analysis O
Tokerance =5.0mba [/ DBE: min=-1.5, max = 100.0

Element prediction: Off
Mumber of isotope peaks used for i-FIT= 3

Monoisotopic Mass, Even Eleciron lons
116 formulale) evaluated with 1 results within limits {up o 50 closast results for each mass) N

Elements Usad: 4
C:0-100 H:0-2580 MN:1-1 O:0-80 F:3-3

JYH-28JUL18-254-HPLC-2 181 (3.070) AM2Z {Ar,25000.0,0.00,0.00); ABS
TOF MS ES+

525.0 530.0 535.0 5400 B45.0 550.0 BE5.0 580.0 565.0 570.0 575.0 580.0 5B5.0 590.0 595.0

Minimum: -1.5

Maximums: 5.0 .0 100.0
Mass Calc. Mass mDa EFM DEE 1-FIT Horm Conf (%) Formula
556.2470 BL6.2463 0.7 1.3 18.5 387.46 n/a n/fa C35 H33 W O F3
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4-(4-(1-Hexylpiperidin-4-yl)phenyl)-7-(4-(trifluoromethyl)phenyl)-2-naphthoic

acid (7b

(7b) FsC o
SO

Elemental Composition Report

Single Mass Analysis O
Tolerance = 10.0 mDa / DBE: min = -1.5, max = 100.0

Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
116 formulala) evaluated with 3 results within limits (up to 50 bast isotopic matches for aach mass) N

Elaments Usad: |\/\/\
C:0-100 H:0-200 MN:11 O:0-40 F:3-3

JYH-DEMAR12-004-2 182 (3.085) AM {Cen,5, 50.00, Ht,10000.0,0.00,0.70%; Sm (SG. 1=2.00); Sb (15.10.00 )
TOF M5 ES+

560.3 553
2.5 5562 5HE.4 4.3 566.3 5673

1

49 5475 HO05 5615 570.9 5729 5755 5775 5700

545.0 550.0 555.0 560.0 565.0 570.0 575.0 580.0

Mimimum: -1.5
Maximum: 10.0 10.0 100.0
Ma=s Calc. Mass mbDa FFM DRE i-FIT Norm Conf (%) Formula
5602782 560.2776 0.6 1.1 16.5 202.5 0,386 K7.99 35 H3i7T N 02 F3

5e0.2835 5.3 9.5 7.5 203 .4 1.355 25.81 C28 H41 N OT7 F3

S560.2683 9.9 17.° i.5 204.9 2.780 6.20 C24 H41 N 010 F3
O ~MNODVN-SOOTOMNOON STROMONTMONOTMANNTONONOANRRMOOO SO NN
§ HECAREARRES3E ERISCRER USRI RIAAABEIRBINERN
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4-(4-(1-(Acetyl)piperidin-4-yl)phenyl)-7-(4-(trifluoromethyl)phenyl)-2-naphthoic
acid (8)

FsC

OH
Elemental Composition Report

Single Mass Analysis

Tolkerance =5.0mDa / DBE: min = -1.5, max = 100.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Eleciron lons
104 formulaia) evaluated with 1 results within limits {up to 50 closast results for sach mass)

Elements Used: N
C:0-100 H:0-250 M:1-1 O:0-80 F:3-3 &]\\
JYH-16MAY18-223 B6 (1.541) AM2 (Ar,25000.0.0.00,0.00); ABS O

TOF MS ES+

3.97 e+005

5182

491.1 4902 5029 L1629 B2y

495.4 500.9 5060 5095 5i2.4 S10.2 cong 5045 5322 5332 5375 5ai.

4950 E00.0 BOE.0 E10.0 B150 E20.0 250 E£30.0 E3L0 E40.0 =[]
Minimum: -1.5
Maximum: 5.0 5.0 100.0
Mass Calc. Mass mDa FFM DEE 1-FIT Horm Conf (%) Formula
518.1949 51B.1943 0.6 1.2 17.5 399.4 n/a n/fa C31 H2T7 W 03 F3

ppm
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4-(4-(1-(Propionyl)piperidin-4-yl)phenyl)-7-(4-(trifluoromethyl)phenyl)-2-

naphthoic acid (9).

Elemental Composition Report

Single Mass Analysis
Tolerance = 5.0 mDa
Element prediction: Off
Mumber of isotope peaks used for i-FIT =3

DBE: min=-1.5, max = 100.0

Monoisotopic Mass, Even Blaciron lons

FsC

105 formulaie) evaluated with 1 results within limits {up to 50 closast results for each mass)

Elemants Used:

C:0-100 H:0-250 MN:1-1 O:0-80 F:3-3
JYH-17MAY18-227 239 (4.060) AM2 {Ar,25000.0,0.00,0.00); ABS
TOF MS ES+

5322

S00.9  E1640

551.6

5600

O

o)\/

]

5775

603.5

&11.8

OH

2.85e+005

E236 B4A20EARL
m'z

400 420 440 480 GO0 520 B4l B0 580 EOO &20 B4l
M1nimum: -1.5
Maximum: 5.0 .0 100.0
Mass Calc. Mass mDa PFPM DEE 1-FIT HoIm Conf (%) Formula
53z.2102 L32.2100 0.2 0.4 17.5 359.2 n/a n C32 H29 W 03 F3
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4-(4-(1-Propylpiperidin-4-yl)phenyl)-7-(4-(trifluoromethyl)phenyl)-2-naphthoic

acid (10)

04-Jan-2018 F3C
vi-0O4jan18-v-63-1 124 (2.293) TOF MS ES+
100+ 102.1 520.1 OH 1.93e3
a76.2 OO
< N
Boc
102.3
521.2
125.0
598.2
430.9 H 876.8
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Ethyl 4-(4-(1-(2,5,8,11,14,17-hexaoxaicosan-20-oyl)piperidin-4-yl)phenyl)-7-(4-
(trifluoromethyl)phenyl)-2-naphthoate (11)
O
g

Elemental Composition Report OO

Single Mass Analysis
Tolerance = 10.0 mDa / DBE: min =-2.0, max = 1000.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

161 formula(e) evaluated with 4 results within limits (up to 19 closest results for each mass)

Elements Used:

C:0-100 H:0-200 N:1-1 0:0-20 F:3-3

FsC

14-Dec-2017 N
yj-14dec17-v-53 169 (3.125) Cn (Cen,3, 50.00, Ar); Sm (SG, 3x5.00); Sh (12,5.00 ) H.C TOF MS ES+
3 fO 6.95e+003
100 782.4{;’834 °
% 47844
(ﬁ 766.9 768.9 776.0 780.4 ‘ | /7854 791.9 7974 iz
e e e e e B L B e e e B e L s o e e e e e e L e s e e s s e e s B LA S s s s s e
767.5 770.0 7725 775.0 777.5 780.0 782.5 785.0 787.5 790.0 792.5 795.0 797.5
Minimum: -2.0
Maximum: 10.0 10.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
782.3530 782.3516 1.4 1.8 17.5 14.5 c43 HE1L N 09 F3
782.3575 -4.5 -5.8 8.5 14.4 C36 H55 N 014 F3
782.3457 7.3 9.3 26.5 83.1 C50 H47 N 04 F3
782.3610 -8.0 -10.2 30.5 139.1 c54 H47 N O F3
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4-(4-(1-(1-Amino-3,6,9,12,15,18-hexaoxahenicosan-21-oyl)piperidin-4-yl)phenyl)-
7-(4-(trifluoromethyl)phenyl)-2-naphthoic acid (12) fo
3

O
Elemental Composition Report O

OH
Single Mass Analysis

Tolerance = 10.0 mDa / DBE: min =-2.0, max = 1000.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3 O
Monoisotopic Mass, Even Electron lons

161 formula(e) evaluated with 4 results within limits (up to 19 closest results for each mass)

Elements Used:
C:0-100 H:0-200 N:2-2 0O:0-20 F:3-3

11-Dec-2017
yj-11dec17-v-48 85 (1.757) Cn (Cen,3, 50.00, Ar); Sm (SG, 3x5.00); Sb (12,5.00 ) N TOF MS ES+
H.N 6 4.29¢+003
811.4 2

100 812.4 O

% 812.

) 1569 7759 78297849 79197939 so7.9 | [, 8144 845.8 8618
I B L B B B e o B e T LA e B e T B B L o B B B e LI B v B B o B o B
770.0 780.0 790.0 800.0 810.0 820.0 830.0 840.0 850.0 860.0

Minimum: -2.0

Maximum: 10.0 10.0 1000.0

Mass Calc. Mass mDa PEM DBE i-FIT Formula

811.3793 811.3781 1.2 1.5 17.5 2.0 c44 H34 N2 09 F3
811.3840 -4.7 -5.8 8.5 14.5 C37 H58 N2 014 F3
811.3723 7.0 8.6 26.5 33.3 Cc51 HS50 N2 04 F3
811.3875 -8.2 -10.1 30.5 67.4 Cc55 H50 N2 O F3
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4-(4-(1-(2-0x0-6,9,12,15,18,21-hexaoxa-3-azatetracosan-24-oyl)piperidin-4-
yl)phenyl)-7-(4-(trifluoromethyl)phenyl)-2-naphthoic acid (13)

¢ i
Elemental Composition Report

o
Single Mass Analysis

Tolerance = 10.0 mDa / DBE: min =-2.0, max = 1000.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3 O
Monoisotopic Mass, Even Electron lons

175 formula(e) evaluated with 5 results within limits (up to 19 closest results for each mass)

Elements Used:

C:0-100 H:0-200 N:2-2 0:0-20 F:3-3

13-Dec-2017 N
yj-13dec17-v-52 99 (1.831) Cn (Cen,3, 50.00, Ar); Sm (SG, 3x5.00); Sb (12,5.00) TOF MS ES+

w AcHN 6 8.21e+003
100 853.4

% 854.4 8704571 4

850 4 | 85548564 | | 87248735 875.4876.4
O T T T T T T T T T T T T T T T T e e T e e e MYz
852.0 854.0 856.0 858.0 860.0 862.0 864.0 866.0 868.0 870.0 872.0 874.0 876.0

Minimum: -2.0
Maximum: 10.0 10.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
853.3893 853.3887 0.6 0.7 18.5 7.1 C4e6 H56 NZ 010 F3

853.394¢ -5.3 -6.2 9.5 19.8 C39 He0O N2 015 F3

853.3828 6.5 7.8 27.5 73.8 C53 H52Z N2 05 F3

853.3981 -8.8 -10.3 31.5 134.9 C57 H52 N2z 02 F3

853.3793 10.0 11.7 5.5 75.3 C35 HeO NZ 018 F3
[ B I U T T e T T B S i =R B I R Mo e ddgd A q & mwACODme]ow D0 ool S o0 g
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4-(4-(1-(2,2-Dimethyl-4-o0x0-3,8,11,14,17,20,23-heptaoxa-5-azahexacosan-26-
oyl)piperidin-4-yl)phenyl)-7-(4-(trifluoromethyl)phenyl)-2-naphthoic acid (14)

F3C 0
Elemental Composition Report O

] ) OH
Single Mass Analysis
Tolerance = 10.0 mDa / DBE: min =-2.0, max = 1000.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons O
188 formula(e) evaluated with 5 results within limits (up to 19 closest results for each mass)

Elements Used:
C.0-100 H:0-200 N:2-2 0:0-20 F:3-3

07-Dec-2017
yj-07dec17-v-48-2 226 (4.179) Cn (Cen,3, 50.00, Ar); Sm (SG, 3x5.00); Sb (12,5.00 ) TOF MS ES+
N 9.60e+003
100 st BocHN 6
9% 9124
909.4 | 9135 9145 926.5
L o I L e o e o 5 e o o o e L0 L e e L e el 42
910.0 912.0 914.0 916.0 918.0 920.0 922.0 924.0 926.0
Minimum: -2.0
Maximum: 10.0 10.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
911.4300 911.4306 -0.6 -0.7 18.5 49.9 Cc49 He2 N2 011 F3
911.4247 5.3 5.8 27.5 179.5 C56 H58 N2 06 F3
911.4364 -6.4 -7.0 9.5 5.7 Cc42 He66 N2 0lé F3
911.4212 8.8 9.7 5.5 34.8 C38 H66 N2 019 F3
911.4400 -10.0 -11.0 31.5 275.9 Cé0 H58 N2 03 F3
L e B T s L U = L L [Ty I T T U T T R T Y- RS B e B N o= P - R T T I B I - R B
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4’-(Piperidin-4-yl)-5-(4-(4-(trifluoromethyl)phenyl)-1H-1,2,3-triazol-1-yl)-[ 1,1'-
biphenyl]-3-carboxamide (15)

Elemental Composition Report

Single Mass Analysis
Tolerance = 10.0 mDa / DBE: min = -1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Elactron lons

77 formulaje) evaluated with 3 results within limits (up to 50 best isotopic matches for each mass)

Elaments Used:

C:0-100 H:0-200 MN:55 O:0-50 F: 33

JTEHFLZQEE 8-026 137 (2.334) AM (Cen,5, 50.00, Ht, 10000.0,0.00,0.70); Sm (SG, 1x2.00); Sb (15.10.00 k Cm ({135+137))

Iz

4022

1

492 4493.2Y9%4 454 5 405 1 405, 1
495.0 496.0 4970 458.0 499.0

487.0 488.0 4B0.0 490.9 400.4 491.4

487.0 488.0 489.0 480.0 491.0 492.0 453.0 494.0
Minimm: -1.5
Maximuam: 10.0 10.0 100.0
Ma=ss Calc. Mass mDa FEM DRE i-FIT Horm Conf (%) Formula

4922013 492.2011 0.2 0.4 16.5 2
492 .2070 5.7 11.6 7.5 25

B 11.46 C27 H25 NS O F3
. 5
433.15917 9.6 19.5 3.5 226,

2.166
0.855 42.54 C20 H29 NS 06 F3
0,797 44,00 Clé H29% N5 09 F3
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4'-(Piperidin-4-yl)-5-(4-(4-(trifluoromethyl)phenyl)-1H-1,2,3-triazol-1-yl)-[1,1'-

biphenyl]-3-carbonitrile (16)

N

<N
|
ac@&N

CN
Elemental Composition Report O
Single Mass Analysis
Tolerance = 30.0 mDa / DBE: min =-2.0, max = 1000.0
Element prediction; Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
6 formula(e) evaluated with 1 results within limits (up to 19 closest results for each mass)
Elements Used:
C.0-100 H:0-200 N:5-5 F:3-3
08-Nov-2017 N
yj-08nov17-v-24 166 (3.070) Cn (Cen,3, 50.00, Ar); Sm (SG, 3x5.00); Sb (12,5.00) H TOF MS ES+
5.15e+003
100 4742
o 475.2
05 2%0% 533 4553 4573 4503459.97°19 as64 684 4713 4733 | JTOATTO  4g13 43334850 as70 4s93  awpa
T e T A e L T T e
450.0 455.0 460.0 465.0 470.0 475.0 480.0 485.0 490.0
Minimum: -2.0
Maximum: 30.0 10.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
474.1912 474.1906 0.6 1.3 17.5 41.2 C27 H23 N5 F3
- [ oy U w o U D D [ T I T N o BT T B T O e = T = A0 B T s (L
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4-(4-(Quinuclidin-4-yl)phenyl)-7-(4-(trifluoromethyl)phenyl)-2-naphthoic acid (17)

FsC o
Elemental Composition Report O

OH
Single Mass Analysis
Tokrance =50mbDa / DBE: min=-1.5, max = 100.0

Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Monoisctopic Mass, Even Eleciron lons

98 formulale) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elamants Usad:

C:0-100 H:0-200 MN:1-1 O:0680 F:3-3
JYH-15JAN1B-170F 153 (2.605) AM2 (Ar25000.0.0.00,0.00) ABS
TOF MS ES+

o222

L0244 £00.4 503 2503.3

503.0 5042 5043 B04.9 5063 5058 5DE.1 506.3

S01.00 501.50 502.00 502.50 50300 E03.50 S04.00 S0 50 50E.00 B0E.50 506.00 B06.50

Minimum: -1.5

Maximum: 5.0 5.0 100.0

Mass Calc. Mass mDa PFM DEE 1-FIT Horm Conf (%) Formula

502.1993 LD2.1994 -0.1 -0.2 17.5 358.0 n/a n/a C31 H27 W 02 F3

5 RANBIBRICARBIREEAREEH3S 885 RBA
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4'-(Quinuclidin-4-yl)-5-(4-(4-(trifluoromethyl)phenyl)-1H-1,2,3-triazol-1-yl)-[ 1,1'-biphenyl]-
3-carboxylic acid (18)

=N O
\
F,C N\ _N
3 OH
Elemental Composition Report
Single Mass Analysis
Tolkerance =5.0mDa / DBE: min=-1.5, max = 100.0
Element prediction: COff
Mumber of isotope peaks used for i-FIT= 3
Monoisoctopic Mass, Even Eleciron lons
28 formulala) evaluatad with 1 results within limits (up to 50 closast results for aach mass)
Elemants Usad:
C:0-150 H:0-200 MN:4-4 O:080 F:3-3
JYH-28MAR18-200 101 (1.725) AM2 (Ar,25000.0,0.00.0.00); ABS
TOF M2 ES+
£ 54e+005
Ei1g.2

! 508.2 510.0.510.4 134 5153 516.9518.0 5202551 2520 2 245  526.45274 OP045204ch neapg

miz
S0B.O E10.0 120 5140 B1E.0 E1B.D E20.0 5220 524.0 E28.0 E2B.0 5300 320

M1 ndmum: -1.5

Maximum: 5.0 L.0 100.0

Mass Calc. Mass mDa FFM DEE 1-FIT Horm Conf (%) Formula

51%.2013 519.2008B 0.5 1.0 17.5 429.5 nfa n'fa C29% HZ& M4 02 F3
<+ VOMOMNNY ~ 0 YL WO - om0
g SRARRIEBHED Ba3 S8R
o nunmMm--~@0nr0w0 iy Mmoo
3 00 05 05 05 05 05 P~ I IS IS N oo o oo
| ~ -~ ~I~ ~~

T e T T
Q m oo n [x] -
=] o a0 ~ o ™~
- (=] [y] (3] n
T T T T T T L T T T T T T T T
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 3.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0



4'-(3-Azabicyclo[4.1.0]heptan-6-yl)-5-(4-(4-(trifluoromethyl)phenyl)-1H-1,2,3-triazol-1-yl)-
[1,1'-biphenyl]-3-carboxylic acid (19)

NN 0]
\
F3C%N oH
Elemental Composition Report O
Single Mass Analysis
Tokrance =5.0mDbDa /[ DBE: min=-1.5, max = 100.0
Element prediction: Off
Mumber of izotope peaks used for i-FIT =3
Monoisctopic Mass, Even Eleciron lons 4
87 formulale) evaluated with 1 rasults within limits (up to 50 closest results for each mass)
Elemants Usad:
C:0-110 H:0-200 N:4-4 O:040 F:3-3 N
JYH-23JANTB-175-1 125 (2.131) AM2 {Ar,25000.0,0.00,0.00); ABS H
TOF MS ES+
1.50e+006
! 4954 497 4 4988 B01.8,,, Op e 5062 510.4 5159 5245
w 4954 5 = 5o0g SU'-"speo | ¢ _S07.2 G005 S 5124 5148°'°< 5168 5180 5215 5235 76254
e e e e T e e e T T T T T T T T T T e

T T
4950 497 5 5000 S02.5 5050 507.5 510.0 5125 E15.0 BT 5 5200 b22.5 525.0

Minimum: -1.5

Maximum: 5.0 5.0 100.0

Mass calc. Mass mDa FFM DEE 1-FIT Morm Conf (%) Formula

505.1848 LO5.1851 -0.3 -0.6 17.5 518.3 n/a n/a C28 H24 W4 02 F3

& 23308 82aF A28 RGINSRAEEA & A28l aR
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4'-(7,7-Difluoro-3-azabicyclo[4.1.0]heptan-6-yl)-5-(4-(4-(trifluoromethyl)phenyl)-1 H-1,2,3-
triazol-1-yl)-[1,1'-biphenyl]-3-carboxylic acid (20)

—9,1915

9.2 9.0 8.8 8.6 84 8.2 80 7.87.6 747.27.0 68 66 64 6.2 6.0 5.8 5.6 54 5.2 5.0 48 4.6 44 4.2 4.0 3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4 2.2
Ppm

Ele mental Composition Report

N<N 0]
!
F3C%N O OH
Single Mass Analysis

Tokerance = 20.0mDa /[ DBE: min =-1.5, max = 100.0
Element prediction: Off
Mumber of isotope peaks used for i-FIT= 3

F
Monoisotopic Mass, Even Bleciron lons F
79 formulale) evaluated with & results within limits (up to 50 closast results for each mass)
Elemants Usad:
C:0100 H:0-200 N-44 O:0680 F.55 N
H
JYH-28FEB18-100 384 (6.513) AM2 (Ar.26000.0.0.00,0.00); ABS
TOF MS ES+
3.24e+005
! 5358 a2 5474
% 5349 5352 saslgsa'fssaaz slagzs.ma&aus ,|. . ..5,4?.1'.2. 5:432 54425449 5459 oy .5?‘?,'9. . 5-15'19 5493 iz
5:]6 I} 53a.0 B40.0 5420 5-:14 I} 546 IZI E4B O E-EEI -:I
Minimum: -1.5
Maximum: 20.0 .0 100.0
Maszs Calc. Mass mbDa FFM DEE 1-FIT Norm Conf (%) Formula
L41.1668 L41.1663 0.5 0.9 17.5 354.4 2.36% 9.35 C28 H22 W4 02 FL
L41.1722 -G.4 -10.0 8.5 353.0 1.052 34.893 C21 H2& W4 07 FL
L41.15g9 9.9 1B.3 4.5 353.1 1.073 34.21 C17 H2& W4 010 FG
L41.1780 -11.2 -20.7 -0.5 354.1 2.133 11.Ba C14 H30 W4 012 FS
L41.1510 15. 8 29.2 13.5 354.3 2.337 9.66 c24 H22 W4 05 F5
M~ @Wmo mM~MNO h=ANO T o] = -
Az 598 BRLDY nNER 38 3 Rea 9
nmm-- MR RD0 aoor  TM ] wmin o
WWwowaowaw Ll ol M oM mm mm [y NN N
VNSNS S N A Y4 I NEA




4-(4-(1-methylquinuclidin-1-ium-4-yl)phenyl)-7-(4-(trifluoromethyl)phenyl)-2-naphthoate

(21)
N=N 0]
F3C*®/§\/"\l o-

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
99 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-100 H:0-250 MN:1-1 O:0-80 F:3-3
JYH-03MAY 19-MRS-4616-HPLC 131 (2.233) AM2 (Ar,25000.0,0.00,0.00); ABS
TOF MS ES+
2.682+005
6.2

21 517.2
%3 s0aa 5053 5069 500.3 51045104 5153777 5'%54gp 5203 595 sps0sop4 5070 2200 532053335338

T
502.5 505.0 507.5 510.0 512.5 515.0 517.5 520.0 522.5 525.0 527.5 530.0 532.5 535.0

Minimam: -1.5

Maximum: 5.0 5.0 100.0

Mass Calec. Mass mDa PFM DEE i-FIT Norm Conf (%) Formula
516.2159 516.2150 0.9 1.7 17.5 379.8 n/fa nfa C32 H2%9 N 0Z F3

TH YO N~ Y T O o+ 0 ] Mmoo
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ppm



4'-Carbamoyl-5-(1-(4-(trifluoromethyl)phenyl)-1H-1,2,3-triazol-4-yl)-[1,1'-
biphenyl]-3-carboxylic acid (24)

Elemental Composition Report NN:N @)
F =
Single Mass Analysis 3CO OH
Tolerance = 10.0 mDa / DBE: min =-2.0, max = 1000.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

71 formula(e) evaluated with 3 results within limits (up to 19 closest results for each mass)

Elements Used:

C:0-100 H:0-200 N:4-4 0:040 F:3-3

02-Aug-2017 O NH,

yj-02aug17-iv-43 158 (2.922) Cn (Cen,5, 50.00, Ar); Sm (SG, 3x5.00); Sb (12,5.00 ) TOF MS ES+
6.46e+003

453.1

L P

S e e e e e e S S e e e e e e e e e e e e e M2

395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

10
] 454.1
/2% 3992 4013 4093 4113 4193 42534273 4393 4413 4473 [ 493 4e93 4763 4834 49134942 5013 5004

Minimum: -2.0
Maximum: 10.0 10.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
453.1169 453.1175 -0.6 -1.3 16.5 155.1 C23 Hle N4 03 F3
453.1233 -6.4 -14.1 7.5 364.0 Clé H20 N4 08 F3
453.1081 8.8 19.4 3.5 541.6 Cclz HZ20 N4 011 F3
[ B I = T R S R
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4'-(Piperidin-4-yl)-5-(1-(4-(trifluoromethyl)phenyl)-1H-1,2,3-triazol-4-yl)-[1,1'-
biphenyl]-3-carboxylic acid (25)

Elemental Composition Report F?,C/Q(N = ‘ OH

Single Mass Analysis
Tolerance = 10.0 mDa / DBE; min =-2.0, max = 1000.0

Element prediction: Off
Number of isotope peaks used for i-FIT = 3 O
Monoisotopic Mass, Even Electron lons

84 formula(e) evaluated with 3 results within limits (up to 19 closest results for each mass)

Elements Used:
C:0-100 H:0-200 N:4-4 0:040 F:3-3

25-Jul-2017
yj-25jul17-iv-29-2 118 (2.182) Cn (Cen,5, 50.00, Ar); Sm (SG, 3x5.00); Sb (12,5.00 ) N TOF MS ES+
H 8.33e+003
10 49331942
o .

g 430371°  4513455245647°°°  4p7320931738 48134054 4923 |1 5013 909359135193 2135055 5203 542
e e I e e e L e I e e B e
440.0 450.0 460.0 470.0 480.0 490.0 500.0 510.0 520.0 530.0

Minimum: -2.0

Maximum: 10.0 10.0 1000.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

493.1856 493.1851 0.5 1.0 16.5 55.9 C27 H24 N4 02 F3

493.1910 -5.4 -10.9 7.5 168.1 C20 H28 N4 07 F3

[ T =T T = T T =+ B e I G GG o W 0w e oo ® oG oW
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3-(5-((3-Aminopropyl)carbamoyl)thiophen-2-yl)-5-(1-(4-(trifluoromethyl)phenyl)-
1H-1,2,3-triazol-4-yl)benzoic acid (26)

O
. FsC
Elemental Composition Report

Single Mass Analysis

Tolerance = 10.0 mDa / DBE: min =-2.0, max = 1000.0
Element prediction; Off

Number of isotope peaks used for i-FIT =3

Monaoisotopic Mass, Even Electron lons

76 formula(e) evaluated with 3 results within limits (up to 19 closest results for each mass)
Elements Used:

C:0-100 H:0-200 N:55 0:040 F:3-3 32S:141

02-Aug-2017

yj-02aug17-iv-41-2 102 (1.886) Cn (Cen,5, 50.00, Ar); Sm (SG, 3x5.00); Sb (12,5.00) TOF MS ES+
1.04e+004

10 516.1 H2

5171

523.4 547.4 5515

534.4 564.4 575.5577.5 588.4 601.5603.5605.5 616,4,61r8n.Z
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600 610 620

Minimum: -2.0
Maximum: 10.0 10.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
516.1316 516.1317 -0.1 -0.2 15.5 127.7 Cc24 H21 N5 03 F3 328
516.1376 -6.0 -11.6 6.5 279.5 Cl7 H25 N5 08 F3 328
516.1223 9.3 18.0 2.5 465.8 Cl3 H25 N5 011 F3 325
- L B B B Sl L= T B [ SR TR - @ — ot
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'-carbamoyl-5-(4-(trifluoromethyl)benzamido)-[1,1'-biphenyl]-3-carboxylic acid
(27)
FiC

. 0]
Elemental Composition Report H
N OH
Single Mass Analysis
Tolerance =10.0 mDa / DBE: min =-2.0, max = 1000.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons O
68 formula(e) evaluated with 2 results within limits (up to 19 closest results for each mass)
Elements Used:
C:0-90 H:0-200 N:2-2 0:0-20 F:3-3
18-Oct-2017 O NH,
yj-180ct17-v-01 126 (2.330) Cn (Cen,3, 50.00, Ar); Sm (SG, 3x5.00); Sb (12,5.00) TOF MS ES+
7.16e+003
10 4291
0,
; 414.3 4213 4233 4253 4274 430.1 4311 4363 4373 4394 4414 4434 4453 4474 4493 4514
e ‘ .
415.0 417,5 4200 4225 4250 4275 4300 4325 4350 4375 4400 4425 4450 4475 4500
Minimum: -2.0
Maximum: 10.0 10.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
429.1069  429.1062 0.7 1.6 14.5 49.1 C22 H16 N2 04 F3
429.1121 -5.2 -12.1 5.5 13.4 Cl5 H20 N2 09 F3
Woggy ™Moo S s
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5-(4-(Hydroxymethyl)cubane- 1-carboxamido)-4'-(piperidin-4-yl)-[ 1,1'-biphenyl]-
3-carboxylic acid (28)

Elemental Composition Report O OH

Single Mass Analysis
Tolerance = 10.0 mDa DBE: min = -1.5, max = 100.0

Element prediction: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

100 formula(e) evaluated with 3 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:0-110 H:0-300 N:2-2 0:0-65

YJ-05FEB18-V-38-126 (2.148) AM (Cen,5, 50.00, Ht,10000.0,0.00,0.70); Sm (SG, 1x2.00); Sb (15,10.00 ) N
TOF MS ES+ H
6.52e+005
1Q 435.2 4572
430.9 434.0 "C 439.2 443.4 4444 44994523 4549 | _458.2460.4 465.9 469.0 473.3.474.3 475.3479.2 480.2 485.0 48?9
I\|IIII|IIII|IIII|IIII|IIII|IIII|IIII|\II\|IIII|IIII|IIII|\III|IIII|IIII|IIII|\II\|IIII|IIII|IIII|\III|IIII|IIII|II
430.0 435.0 440.0 445.0 450.0 455.0 460.0 465.0 470.0 475.0 480.0 485.0
Minimum: -1.5
Maximum: 10.0 10.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
457.2129 457.2127 0.2 0.4 15.5 330.0 0.919 39.88 C28 HZ29 N2 04
457.2186 -5.7 -12.5 6.5 329.8 0.712 49.06 C21 H33 N2 09
457.2033 9.6 21.0 2.5 331.3 2.202 11.06 C17 H33 N2 012
=t e S S e | [ T I T B L B I e LY B Y T o o R B BT
) o oed MDD = [T B (== N I U T el e o O S I T o B Y o s T e
e — ol W Hﬁmrr-mrﬁm-—ir-r-r-mﬂmmr-
* * + + + + + + + - * * * * * + + + + * * * *
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4'-Carbamoyl-5-((4-(trifluoromethyl)phenyl)carbamoyl)-[ 1,1'-biphenyl]-3-
carboxylic acid (29)

F,C
3 0 0
Elemental Composition Report
H OH
Single Mass Analysis .

Tolerance = 10.0 mDa / DBE: min =-2.0, max = 1000.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3 O
Monoisotopic Mass, Even Electron lons

68 formula(e) evaluated with 3 results within limits (up to 19 closest results for each mass)

Elements Used:

C:0-100 H:0-200 N:2-2 0:0-20 F:3-3 o) NH,
27-Nov-2017
yj-27nov17-v-40 88 (1.627) Cn (Cen,3, 50.00, Ar); Sm (SG, 3x5.00); Sb (12,5.00 ); Cm (88-22x10.000) TOF MS ES+
2.67e+003
10 4291
% 409.1 435)_1 457.3
L L B B B L B B N B L L L B L B R B e s L1
410.0 415.0 420.0 425.0 430.0 435.0 440.0 445.0 450.0 455.0
Minimum: -2.0
Maximum: 10.0 10.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
429.1065 429.1062 0.3 0.7 14.5 n/a C22 Hle N2 04 F3
429.1121 -5.6 -13.1 5.5 n/a Cl5 H20 N2 09 F3
429.0968 9.7 22.6 1.5 n/a Cll H20 N2 012 F3
A B A I T v = R+ v I
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4'-Carbamoyl-5-(5-(trifluoromethyl)- 1 H-indol-2-yl)-[ 1,1'-biphenyl]-3-carboxylic
acid (30)

Elemental Composition Report F3C

Single Mass Analysis

Tolerance = 10.0 mDa / DBE: min =-2.0, max = 1000.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

67 formula(e) evaluated with 3 results within limits (up to 19 closest results for each mass)
Elements Used:

C:0-90 H:0-200 N:2-2 0:0-20 F:3-3

23-Oct-2017

07 >NH,

yj-230ct17-v-11 79 (1.461) Cn (Cen,3, 50.00, Ar); Sm (SG, 3x5.00); Sb (12,5.00 ) TOF MS ES+
8.17e+003
10 4251
9 426.1
; 4013 40044113 4133 p; 4371 4394 4414 474 4834 45y 45T45g3 486.2‘“57":‘11 IZ
T T T T T T T T T T T e T T T T T e T T R e
405.0 4100 415.0 420.0 425.0 430.0 435.0 440.0 445.0 450.0 455.0 460.0 465.0
Minimum: =2.0
Maximum: 10.0 10.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
425.1112 425.1113 -0.1 -0.2 15.5 n/a C23 H16 N2 03 F3
425.1172 -6.0 -14.1 6.5 n/a Cle H20 N2 08 F3
425.1019 9.3 21.9 2.5 n/a Ccl2z H20 N2 O0l1 F3

e B B T T R e S o e B B B
I T e W =+ B o B
[V T B = T+ T W N B S B |
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4'-Carbamoyl-5-(6-(trifluoromethyl)-1 H-indol-2-yl)-[ 1,1'-biphenyl]-3-carboxylic

acid (31)

Elemental Composition Report

Single Mass Analysis

Tolerance = 30.0 mDa / DBE: min =-2.0, max = 1000.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
67 formula(e) evaluated with 9 results within limits (up to 19 closest results for each mass)

Elements Used:

C:0-100 H:0-200 N:2-2 0:0-20 F:3-3

15-Nov-2017

yj-15nov17-v-28 221 (4.087) Cn (Cen,3, 50.00, Ar); Sm (SG, 3x5.00); Sb (12,5.00 )

TOF MS ES+
1.00e+004

441.3

T T T T T T T T T T T T T T e T T T T T T T e T MYz

100
%
"] 4123 4133452
412.0 414.0 416.0
Minimum:
Maximum:
Mass Calc. Mass
425,1108 425,1113
425.1172
425,1019
425,09¢€0
425,12¢6¢6
425.0902
425,1324
425,0867
425.1383
woun 2 @D o
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4'-Carbamoyl-5-(5-(trifluoromethyl)-1 H-benzo[d]imidazol-2-yl)-[ 1,1'-biphenyl]-3-
carboxylic acid (32)

Elemental Composition Report FsC NH o
—
Single Mass Analysis N O OH
Tolerance = 10.0 mDa / DBE: min =-2.0, max = 1000.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
67 formula(e) evaluated with 3 results within limits (up to 19 closest results for each mass)
Elements Used:

C:0-100 H:0-200 N:3-3 0:0-20 F:3-3

02-Nov-2017 O NH2
yj-02nov17-v-17 246 (4.549) Cn (Cen,3, 50.00, Ar); Sm (SG, 3x5.00); Sb (12,5.00) TOF MS ES+
6.74e+003
10 426.1
% 4253 | 4271 44934553
0. 39133023 405.1 414.0 <0 441.1 447.3 77007090 467.0 458.3 671
e T e A A L B B A e e L W
390.0 400.0 410.0 420.0 430.0 440.0 450.0 460.0
Minimum: -2.0
Maximum: 10.0 10.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
426.1063 426.1066 -0.3 -0.7 15.5 le.7 C22 H15 N3 03 F3
426.1124 -6.1 -14.3 6.5 94.6 Cl5 H19 N3 08 F3
426.0972 9.1 21.4 2.5 222.6 Cll H19 N3 011 F3
[ =TT - o T - R ¢
Eolil e R P = PO = S T T
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5-(4-(1,2,3,6-Tetrahydropyridin-4-yl)phenyl)-3-(4-(4-(trifluoromethyl)phenyl)-1H-1,2,3-
triazol-1-yl)-1H-pyrrole-2-carboxylic acid (33)

FiC

Elemental Composition Report

Single Mass Analysis

Tolkerance = 5.0 PPM [ DBE: min=-1.5, max = 100.0

Element prediction: Off

Mumber of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Elaciron lons

73 formulale) evaluated with 1 results within limits (up to 50 closast results for each mass)

Elamants Usad:

C:0-100 H:0-200 MN:55 0O:0-80 F:3-3

JYH-04JUN13-054-2-1 150 (2.554) AM2 (Ar,22000.0.0.00,0.00); ABS

TOF MS ES+

2 11e+005
- - - — 4 4B02
s e e T | amrn s e T  ATas0ag000 TP Se 0206
4E5.0 4700 ATE.0 480.0 4BL 0 450.0 4950

M1 nimum: -1.5

Maximum: 5.0 L.0 100.0

Mazs Calc. Mass mDa FFM DEE 1-FIT Norm Conf (%) Formula

480.164%9 480.1647 0.z 0.4 16.5 184.1 n/a n/a C25 HZ21 WS 02 F3
2 9RBRNNBRIAIIHBEICIRALRSRAIBZRIRAS RRRGOCBER RERR
(Y] MADUOUNODRMRYT AU NAOGMRLTHNNONSOOMMNN MHOoOOWOUMMN-00 TOOW
N —S-H0000RRKRRROUNNNNINMAMEOANO0N 0N QORTIITTTO QORM
[+/] n?_n;_u;_u?_mimrr_r:r:hh_rtrr_hhhhhhr:_r:-r:-hr:_u))uongu}pm MOOMOMOMMMOM NN
\ e e = e | N D e Vg

%
@

1015 >

1.00
2.08-]
3.20-
2,06
098
1.16

1,95-]

1,93

T T T T T T T T T T T T T T T T T T T T T T
9.2 9.0 88 86 84 82 80 78 76 74 7.2 70 68 6.6 6.4 6.2 6.0 5.8 5.6 54 52 5.0 48 46 44 4.2 40 3.8 3.6 34 3.2 3.0 28
ppm



2-methyl-4'-(piperidin-4-yl)-5-(1-(4-(trifluoromethyl)phenyl)-1H-1,2,3-triazol-4-
yl)-[1,1'-biphenyl]-3-carboxylic acid (34)

N=N 0]
FiC N =
Elemental Composition Report 3 O OH
Single Mass Analysis CH4
Tolkerance =5.0mbDa [/ DBE: min = -1.5, max = 100.0
Element prediction: Off
Mumber of isotope peaks used for i-FIT = 3
Monoisctopic Mass, Even Eleciron lons
23 formulale) evaluatad with 1 results within limits (up to 50 bast isotopic matches for each mass)
Elemants Usad:
C:0-100 H:0-200 MN: 44 O:0-40 F:3-3
JYH-21MAY18-051-2 424 (7.101) AM2 (Ar,22000.0,0.00.0.00); ABS N
TOF MS ES+ H
1.87e+004
1 £03.3 5072 5102
E02.5503.0 ) G046 50695064 L0B.2508.3 5004 - 105 511.3511.8 5128513.4 514.4

S02.0 503.0 504.0 505.0 505.0 507.0 508.0 209.0 510.0 511.0 512.0 513.0 514.0

Minimum: -1.5
Maximum: 5.0 10.0 100.0
Mass Calc. Mass mDa FPM DEE 1-FIT Horm Conf (%) Formula

507.200%9 LO7.2008 0.1 0.2 16.5 B5.5 n/a n/a C28 H26 W4 02 F3

nygaan @N-o 3@ oo vmughﬁhmmmggmgmwgmwﬂ
Sa83R8 GREY 28 A8 SRBDACERISR N ZEARERT
mNnNo oo mmmnan oo M~ TMOQOOCOQOOAQMMOAd QG 00
o of of o od I~ Dl o T T Y NN NN NN A A A A
SN v NN T e—— [/ TS

268 —

0,88
0,86
2.00-]

1
w
-
o

1.80
1.10

i

J
"N
3.18-]

1.00
1.71

B B B I B B B B A B e B R R B L i R B L AR B o AR Aaans e o
.6 B.4 82 80 787674 7270 68 66 6.4 6.2 6.0 5.8 5.6 54 5.2 5.0 4.8 46 44 4.2 4.0 3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4 2.2 2.0 1.8 1.6
Ppm



7-(4-(Piperidin-4-yl)phenyl)-2-(4-(trifluoromethyl)phenyl)-1H-benzo[d]imidazole-
5-carboxylic acid (35)
O

Ele mental Composition Report E /N O OH
3C—< >——<
H

Single Mass Analysis
Tokerance =50 PPM [ DBE: min=-1.5, max = 100.0

Element prediction: Off
Mumber of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Blaciron lons

77 formulaie) evaluated with 1 resulis within limits (up to 50 closast results for @ach mass)
Elements Used:

C:0-100 H:0-200 MN:33 O:0-40 F:3-3

JYH-23AUG18-106-2 153 (2.605) AM2 (Ar42000.0.0.00,0.00); ABS N
TOF MS ES+ H
3.34=+004
100 4544 4852 g7 4713 4818
- 457.3 4843 | ) 4704 7T AT A 4757 4809 7 4BE.4 iz
rr|rrrr|rrrrrtrrrgprrrrJrrrrrjJrrrrjfrrrrrrrrJ[ 11 11 T T 17T LI L L L L
455.0 457 5 4800 4625 485.0 457 5 47000 4725 4750 4775 480.0 482 5 4850
Minimum: -1.5
Max imum: 5.0 .0 100.0
Mass Calc. Mass mDa FFM DEE 1-FIT Horm Conf (%) Formula
466.1747 466.1742 0.5 1.1 15.5 33.0 nfa n'fa C26 HZ3 W3 02 F3
O T MO0 n~ oW —HOOMO nmMWnYTT o
RLERES D ar 8n 352K SRBEI
mmo oo o b nm NMN-OO N~OoQoQo
o 066 0NN N~ eded  of odedod o9 ool el il
et 1 = N Y AN Py 5N
1 II |
1]
| I Jt { k | II\I
T T T T T o T
T T O 0 N n - m o
m-= o O b ™ m o m
[T o o N - 0

B R R B B M B B e e I B e S B B B AR B A B AR R E S
86 8.4 8.2 80 78 7.6 74 7.2 70 6.8 6.6 6.4 6.2 6.0 5.8 5.6 54 5.2 50 4.8 46 4.4 42 40 3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4 22 2.0 1.8
Ppm
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