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1. 'H and ®C-NMR spectra of compounds 13-69
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2. UPLC and HRMS spectra of the studied samples

2.1 N-((3-(2,3-dihydrobenzo[bl[1,4]dioxin-6-yl)-1-phenyl-1H-pyrazol-4-yl)methylaniline (13)

3: UV Detector: TIC (5) 1.66
95% Range: 1.664
) 2.19
1.5
1.0+
2 ;
5.0e-1] (3)
3 5%
E 1.95
0.0 ——T T ——T T ————— T . ————7— Time
0.50 1.00 1.50 2.00 .50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
3 1.95 1e+003 5.26 0 8e+004
5 219 3e+004 94.74 0 2e+006
5:(Time: 2.19) Combine (871:879-(860:864+896:900)) 1:MS ES+
6.0e+006
1003 29?1 309.1
- [
336.2 384.3
05— T | L N A R B ] T — m/z
100.0 200. 300.0 400.0 500. 600.0

Peak ID Compound Time

1

0.18

Mass Found



13UAMC5403
medchem_140324_M1 1048 (9.127) Cm (1043:1054-1004:1015)

309.1271
1004 291.1196-.
524
310.1271
291.1012.] 3841711
207.0919 235.0876 311.1300
. 1060863 4134 o559 e 4 484.0932
LE 2012 3 L9537 3 5L LES 53, O PLESJT O IE 5L W 17 Y R 7L DO S R U PLEL e T ) LTI T B P PR ] )
100 150 200 250 300 350 400 450 500

1: TOF MS ES+
1.47e8

;

Oy
— H

O

Exact Mass: 383,1634
13

569.2178 584.0197
m/z
550 600




2.2 N-((3-(2,3-dihydrobenzo[bl[1,4]dioxin-6-yl)-1-phenyl-1H-pyrazol-4-yl)methyl)-4-fluoroaniline (14)

Sample 1 Vial 1:57 ID UAMC-5435 File UAMC-5435 Date 13-Apr-2023 Time 17:49:49 Description

1: MS ES+ :BPI Smooth (8G, 2x2) (3) 8.0e+006
38%
100+ 2.17
80
60
* E (5)
404 5%
E 2.21
204
_: A o AN OIS e\ A o el e P R oot e i —\FMWMRAWFLIFI\WW"“N o
o T e R R e TiINE
0.50 1.00 1.50 2.00 2.50
3: UV Detector: TIC (3) 1.453
100% Range: 1.457
i 2.17
1.0
5 E
ﬂ -
5.0e-1+
o.0%-11———v+-vrr—-——— = 77+ Time
0.50 1.00 1.50 2.00 2.50

Peak Number Compound Time AreaAbs  Area %Total Width Height Mass Found
3 217 2e+004 100.00 0 1e+006



-

3:(Time: 2.17) Combine (866:874-(855:859+850:894)) 1:MS ES+

6.7e+006
100 291.1 309.1
* ‘I ( 402.3
-ty 77— I/ Z
100.0 200.0 300.0 400.0 500.0 600.0
Peak ID Compound Time Mass Found
4 218
14UAMC5435
medchem_140324_M3 1043 (9.084) Cm (1040:1046-1075:1092) 1: TOF MS ES+
291.1183 1.00e8
100+ .309.1279
o]
N )
VAN (@)
QN/ H
0
F
14
2 Exact Mass: 401,1540
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400.1460.
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oL 112.0565.130.0658 o D% ) - e 5040872,52105675822232v2
S PN 7 LI I L B B LA B e T TrTr—r—t
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2.3 N-((3-(2,3-dihydrobenzo[bl[1,4]dioxin-6-yl)-1-phenyl-1H-pyrazol-4-y)methyl)-2-phenylethan-1-amine hydrochloride (17)

1: MS ES+ :BPI Smooth (SG, 2x2) (5) 1.7e+007
23%
100~ 1.61
E 29% (3)
80- 1.34 203 |
3 1.57 '
60 |H
de = ﬂ
40 Y !
E L |*'.
204 Vo 0
3 il \
] - W' L.,.M_ e 'U '
oi. . : : — M-‘“m“——....|....,.Time
0 50 1 00 2.00 2.50
3: UV Detector: TIC (4) 1.541
100% Range: 1.545
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AU

0.0_........|........|......'..|,—|—|—||.".’“‘._"T__|ﬁ_._._'..'..|.....Time

0.50 1.00 1.50 2.00 2.50

Peak Number Compound Time AreaAbs  Area%Total Width Height Mass Found
4 1.58 1e+005 100.00 0 2e+006




Peak ID Compound Time Mass Found
4 1.58
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17
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2.4 4-(4-(((3-(2,3-dihydrobenzo[bl[1,4]dioxin-6-yl)-1-phenyl-1H-pyrazol-4-y)methyl)amino)phenoxy)-N-methylpicolinamide (22)
Sample 1 Vial 2:37 ID UAMC-5410 File UAMC-5410 Date 12-Apr-2023 Time 13:17:45 Description

1: MS ES+ :BPI Smooth (8G, 2x2)

(4) 5.9e+006
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90—; (5)
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o E (1)
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203 | .
—z e P et N o, Md"_‘/\1W_m-‘ﬂﬂwu~'~w_ﬁnr\w"h"\"‘M"\U’mﬁ‘-\uﬁ Wt M, i ] ".ul II'."V\\-V\.&,’_N\_V., “-nl'| M
- e Time
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=] ]
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Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
3 2.10 6e+004 100.00 0 3e+008



Peak ID Compound Time Mass Found

(0]

N

3 2.09
3: (Time: 2.10) Combine (836:844-(824:828+861:865)) 1:MS ES+
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I
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L L L L L e e L S RARANRANLY wanas Loy LAn S Ra Ly s m/z
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2.5 N-((3-(2,3-dihydrobenzo[bl[1,4]dioxin-6-yl)-1-phenyl-1H-pyrazol-4-yl)methyl)-2-(pyrrolidin-1-yl)ethan-1-amine
dihydrochloride (26)

Sample 1 Vial 2:74 ID MB-2021-054B CHK File MB-2021-054B CHK Date 22-Feb-2023 Time 10:17:46 Description

1: MS ES+ :BPI Smooth (85G, 2x2) (3) 1.1le+007
29%
100+ 1.31
= | (4)
804 | \27%
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60 i |
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5 ]
A E
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oA Time
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Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 1.30 2e+004 100.00 0 3e+005



2: (Time: 1.30) Combine (519:527-(504:508+654:658)) 1:MS ES+
7.4e+006
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)
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=
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v
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229,
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89.5077 234.0961 ‘ v 566.7435
S I o b O W1 Tt 1 161 S W ool O |- (D i
50 100 150 200 250 300 350 400 450 500 550




2.6 N'-((3-(2,3-dihydrobenzo[bl[1,4]dioxin-6-yl)-1-phenyl-1H-pyrazol-4-yl)methyl)-N°>,N>-dimethylpropane-1,3-diamine

dihydrochloride (29)

Sample 1 Vial 2:8 ID MB-2023-019 HCI File MB-2023-019 HCI Date 17-Feb-2023 Time 14:19:41 Description

1: MS ES+

:BPI Smooth (8G, 2x2)

(2) 1.3e+007
30%
100~ 1.23
3 (5)
80 27%
3 1.27
60- "
o —; |'t'ﬂl"ﬁ.’
405 " r
3 I““‘lr l
20 _z ﬂm.flp. ||||r\wu ||'|
¥ - |
—E ) '.'u'm‘gﬂw'ﬁ'w-'rf M’\Mw.m\.wﬁw_a,»—-w—hﬂ- \\_.—'\H.,l'ﬁ l'\h_\f_,ml e, o )
-7 | — R e o  Time
0.50 1.00 1.50 2.00 2.50
3: UV Detector: TIC (2) 7.24e-1
100% Range: 7.27le-1
1.22
6.0e-1]
4.0e—1—5
D 7
< E
2.0e-1-
0.0 ———————— T 17— Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 1.22 5e+004 100.00 0 7e+005



2:(Time: 1.22) Combine (486:494-(459:463+588:592)) 1:Ms ES+

9.9e+006
3983.3
100
. 103.2 291.1309.1 394.4
O|/........|....|...\.'|.'...|....'/|........|........|m/z
100.0 200.0 300.0 400.0 500.0 600.0
28UAMCS5206
medchem_140324_M11 417 (3.644) Cm (412:451) 1: TOF M3 ES+
118.0872 3.73e7
100+
8
)
/N\ |
214.0902 N H
Q = NN
29
B Exact Mass: 392,2212
393.2285
291.1129
b2 115513942310
1, i 510.3069 oop 3309 8841995 7925778 go) gy
0 AR LN L R AIRAARN L RAARN RAREN LARES LAARE RLLRRARL = m/z

100 200 300 400 500 600 700 800 900 1000 1100 1200 = 1300 = 1400



2.7 3-(2,3-dihydrobenzo[bl[1,4]dioxin-6-yl)-N-(4-fluorobenzyl)-1-phenyl-1H-pyrazole-4-carboxamide (33)
Sample 1 Vial 2:9 ID UAMC-5391 File UAMC-5391 Date 12-Apr-2023 Time 10:47:22 Description

1: MS ES+ :BPI Smooth (SG, 2x2) (6) 5.0e+006
57%
100+ 2.01
E (4)
80
3 15%
60% 1.99
@ E (2)
405 53
E 1.84
20
3 _r».wfulil.-mmjn_,m'mr#uv AP A ;‘M-\nv-:‘w,«.-\wl'“mw\,v T Y ST R WU W, T SV '.L. g A
E NN g e .
VR e mime
0.50 1.00 1.50 2.00 2.50
3: UV Detector: TIC (5) 1.099
100% Range: 1.103
2.00
7.5e-1-
) E
A 5.0e-1-
2.5e-1-
00|,,|—|—T:|.me
0.50 1.00 1.50 2.00 2.50

Peak Number Compound Time AreaAbs  Area %Total Width Height Mass Found
5 2.00 2e+004 100.00 0 1e+008



5:(Time: 2.00) Combine (797:805-(785:789+820:824)) 1:MS5 ES+
4.2e+006
100 430.3
de % 105.2 431.3
05— | N ] T T T — m/z
100.0 200.0 300.0 400.0 500.0 600.0
Peak ID Compound Time Mass Found
6 2.01
J3UVAMCE391
medchem_140324_M13 932 (8.119) Cm (928:935-845:861) 1: TOF MS ES+
4301652 8.6%9e7
1004
431.1625
B
O~y
— H F
N
305.0934
859.3076 o)
o 33
&7 881.2893
Exact Mass: 429,1489
4301408} :4;52_14_02
8822024
206.0965
495 1497 4531435 | -883.2951
174__0545&2:2.1.9?1“81 | : L‘~ l .?TS'PSDE 708.2380 1Uu4i23|35 :I/EI?"EWEEIE 1310.14412 l378.3500
L L L L L e L L B L s L e L L R LA Ly Ry assy s s nanas Ll
100 200 300 400 500 500 700 800 900 1000 1100 1200 1300 1400



2.8 3-(2,3-dihydrobenzo[bl[1,4]dioxin-6-yl)-1-phenyl-N-(2-(pyridin-4-yl)ethyl)-1H-pyrazole-4-carboxamide (35)
Sample 1 Vial 2:13 ID UAMC-5395 File UAMC-5395 Date 12-Apr-2023 Time 11:04:05 Description

1: MS ES+ :BPI Smooth (SG, 2x2) (2) 1.8e+007
20%
100- 1.42
E (3)
80 43%
E 1.45
603
o
404
203
3 il
B e A e et o et st d N i | L, — S e _ -
0- e S ——— e e e e e Time
0.50 1.00 1.50 2.00 2.50
3: UV Detector: TIC (2) 2.831
100% Range: 2.834
1.41
2.0
5 E
& ]
1.0
.07 T T Tile
0.50 1.00 1.50 2.00 2.50

Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 1.41 1e+005 100.00 0 3e+006



2:(Time: 1.41) Combine (563:571-(548:552+606:610)) 1:MS ES+
1l.6e+007
100 427.3
o % 428.3465.2
0|........l........|....|....|..|..'|....|........|m/z
100.0 200.0 300.0 400.0 500.0 600.0
35UAMCE395
medchem_140324_M15 555 (4.841) Cm (552:560-499:513) 1: TOF M5 ES+
428.1831 8.87e7
100+
(@)
427.1853 ]
Oy
—— H
N
o) ] N
=N
35
- 4271605 .
305.0932 Exact Mass: 426,1692
322.1196
e
429.1852 253 3477
323.1163 _.449.1602 854.3505
) 108.0857 5240718 .249.0670 324.1165 L45U-153U 566.2385 705.2625727 2422 [,8??.333?/953_2;09
) L L L Ll L L L L L L) L ] Ly Ll Ly L) L L L LR B LA LAy LR LA L) LA L) LA LARL] AL LA LLL) Lo LAy s a1
100 150 200 250 300 350 400 450 500 550 600 650 TFOO V50 8OO @50 900 950



2.9 4-(4-(3-(2,3-dihydrobenzo[bl[1,4]dioxin-6-yl)-1-phenyl-1H-pyrazole-4-carboxamido)phenoxy)-N-methylpicolinamide (38)

Sample 1 Vial 1:50 ID UAMC-5393-2 File UAMC-5393-2 Date 13-Apr-2023 Time 16:59:32 Description

1l: MS ES+ :BPI Smooth (SG, 2x2) (3) 7.3e+006
52%
100 1.96
80-
E (3)
60 52%
w E 1.97
403 (1)
E 5% (5)
20% 0.18 92
_; . ”"’-’ L e P oY M"'-M.“-.z'l I'“\fk.-“-.,.f\ 3 E\.:n o
-7 A e P me
0.50 1.00 1.50 2.00 2.50
3: UV Detector: TIC (3) 3.039
100% Range: 3.039
1.96
3.0+
2.04
(=] ]
a0 =
1.0
0.0 ———— — ———  ——— Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
3 1.96 6e+004 100.00 0 3e+008



3:(Time: 1.96) Combine (782:790-(771:775+805:809)) 1:MS ES+

5.7e+0086
100 548.2
de 549.2586.2
0|........|........|........|....,....|....|..|'..|m/z
100.0 200.0 300.0 400.0 500.0 600.0
J8UAMCE393
medchem_140324_M17 927 (8.076) Cm (924:931-865-682) 1: TOF MS ES+
549.1995 9.76e7
100-
/
548.2020 .
=2 38
Exact Mass: 547,1856
10953790
550.2000 1096.3823
11173811
105.0004 4891570 5?1.1?91555.2?1? B
. 164.0495 554 o708) |-206.0052 \ 11N 939.3802 119:9559 1534 p7p 13001438 F
RN RALRE LR LR RALL LARLN R RN R L) L LA LR LA L BALLRAY T T T MUz

100 = 200 300 400 ~ 500 = €00 700 800 900 1000 = 1100 1200 = 1300 = 1400



2.10 N-((1r,3r,51,7r)-adamantan-2-yl)-3-(2,3-dihydrobenzo[b][1,4]ldioxin-6-yl)-1-phenyl-1H-pyrazole-4-carboxamide (41)

Sample 1 Vial 2:19 ID UAMC-5398 File UAMC-5398 Date 12-Apr-2023 Time 11:38:24 Description

1: MS ES+ :BPI Smooth (SG, 2x2) (4) 3.7e+006
45%
100+ 2.26
3 (2)
3 2.24 (5)
603 112
. 3 2.28
40
3 .
203 \ \ ||
3 o, .-'“"-.J"m‘J b e “‘\."u".l“\'\r\ﬂn\,l""-.“n" A ey "F',u'. ‘,‘.-“.,‘_.‘,\.'L/‘.,n"\;uﬂ.k-.' Ve st i, ."1'.."’"0'\-'*”, St u’r\f\l II| \ AN
_g v~y a\w\._.\ww-,.-'\_,l‘m,-\ﬂl H“Mg*\.:w..'w«« ﬁ"y\,\,.fv'\ﬂ.,-'l I .
0= —T T 77— T T T Time
0.50 1.00 1.50 2.00 2.50
3: UV Detector: TIC (2) 9.478e-1
100% Range: 9.5l6e-1
2.25
6.0e-11
=) E
e 4.0e-17
2.0e-13
0.0-4 — —— ——F 77— T+ ———— Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
3 2.25 2e+004 100.00 0 9e+005



3: (Time: 2.25) Combine (896:904- (883:887+921:925)) 1:MS ES+
2.8e+006
100 456.3
w 105.1 ~457-3 519.4
-7 ——————7 7T+ T M/Z
100.0 200.0 300.0 400.0 500.0 600.0
41UAMCE308
medchem_140324_M19 1116 (3.717) Cm (1112:1119-1149:1178) 1: TOF MS ES+
g11.4523 1.0428
100-
457 2357
©\ -N
N7\ o
S
9124535 /
456.2004 NH O
(@]
03324318
3‘9:_
305.0928 41
478.2113 Exact Mass: 455,2209
034 4344
1388 6536
306.0959 935.4377
277.0050 | 323.1043 . 1320.5602
1930750 N |7 558 1552, 6011515 7343110 | 936 4404 /00272 13736825 | 13916632
L R L e B L e L L M L L L L L R LA Ly ) Rassy s s nanas Ll
100 200 300 400 500 600 700 8OO 800 1000 1100 1200 1300 1400



2.11 3-(2,3-dihydrobenzol[bl[1,4]dioxin-6-yl)-N-(2-morpholinoethyl)-1-phenyl-1H-pyrazole-4-carboxamide hydrochloride (44)

Sample 1 Vial 2:9 ID UAMC-5384 ACID FREE File UAMC-5384 ACID FREE Date 04-Nov-2023 Time 17:18:47 Description

1: MS ES+ :BPI Smooth (SG, 2x2) 9.8e+006
100+ (5) ;32%;1.40;293579.9
3 | (6)
LE Wil 26
3 " 1.45
60 ?2608‘3
o —; |I
404 \
|
= |
3 !
20
0'..'—.’”“._ T T T T |—|—|—|||||||||||TTATJV|HA|A_||||||'|||| r Time
0.50 1.00 1.50 2.00 2.50
3: UV Detector: TIC 2.09
Range: 2.094
(3)
3 100%
3 1.35
1.53 152687.5
2 1.04
5.0e-17
0-0 T T T T | T T T T | T T T T | T T T T | T T T T | T T T T T | T T T T | T T T T | T T T T | T T T T T Til'lle
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
3 1.35 2e+005 100.00 0 2e+008



3:(Time: 1.35) Combine (350:355-(333:336+425:428)) 1:Ms ES+
7.9e+006
100 435.3
- % 436.3
0 M ———— Y
200.0 400.0 600.0 800.0 1000.0
44UAMCE384
medchem_140324_M21 551 (4.807) Cm (546:558-447:452) 1: TOF M5 ES+
436.2102 1.20e8
100+
435.2104
)
=\ N
N—\1
0 NN
22 435 1366 K/O
44
305.0941 Exact Mass: 434,1954
348.1350
437.2112
304.1004 3491393 | 457.1873 891.3832
1390549 221.0725 4 5722845 8933878
R LN _ |.-350.1408) | 4581897 ¢ 7352669  891.3771 959.2017.1040.2275
0 L L B L B L B WL B N L BRI LI L LI SRR BN NI LRI L BLUELEL LRI I L4
100 200 300 400 500 600 700 800 800 1000



2.12 1-benzyl-4-(((3-(2,3-dihydrobenzo[bl[1,4]dioxin-6-yl)-1-phenyl-1H-pyrazol-4-yl)methoxy)methyl)-1H-1,2,3-triazole (48)

Sample 1 Vial 2:5 ID UAMC-5387 File UAMC-5387 Date 12-Apr-2023 Time 10:30:38 Description

1: MS ES+

:BPI Smooth (8G, 2x2)

(2) 5.1e+006
36%
1.77
100
(5)
21%
80 2.06
(6)
- 60 24%
40 2.08
20 r 0o ﬂ
R |I I A A P, P A APy ety el | AN p e ! o \ v I\.u‘-w'l I‘M_ r'|" L".w .
0 EEN——————————————————————————.———.=wmmwygmyyaasy Sl S GEEES VS SR T Y
0.50 1.00 1.50 2.00 2.50
3: UV Detector: TIC (5) 8.5%9e-1
100% Range: 8.632e-1
2.06
6.0e-1]
2 4.0e-1-
2.0e—1é
0.0 ——r———— —————— ——— e T T T —————— Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
5 2.08 1e+004 100.00 0 8e+005



5:(Time: 2.06) Combine (820:828-(809:813+842:846))

1:MS ES+
3.0e+006
480.3 502.3
100
o 291-% 309;1318 . ‘ 503.13
0|........,....|....||.'...'|....|....,...'.|r.'.,....|m/'z
100.0 200.0 300.0 400.0 500.0 600.0
Peak ID Compound Time Mass Found
6 2.08
48UANMCE38T
medchem_ 140324 M23 980 (8.537) Cm (974:987-820:876) 1: TOF MS ES+
4802077 1.69e8
100+
2911160 (o)
O
OWN
48
o] Exact Mass: 479,1957
|-481.2084
292 1172
5021869 9594003
e 9813823
032.3847
5031897
20?0921%35.0875 |-293.1206 /3/90.1554 :5/9?.2324, ??D.?DEB 050.9221 tg%aaﬁ?
0 B L B BB B L e L T 4 et 1z

T e FrrT T LN UL
100 200 300 400 500 600 700 800 900 1000



2.13 4-benzyl-3-(2,3-dihydrobenzo[bl[1,4]dioxin-6-yl)-1-phenyl-1H-pyrazole (49)

Sample 1 Vial 2:12 ID UAMC-5394 File UAMC-5394 Date 12-Apr-2023 Time 10:59:54 Description

1l: Ms EsS+ :BPI Smooth (35G, 2x2) (3) (4) 3.3e+006
302 24%
100+ 2.12 2‘32{6}
BOE 17%
3 2.35
60 h |
de 3 |
E |
40 | |
3 A | i l |h1 '
203 N,‘.'\'ﬁl \‘J"_{w‘r‘l‘l}"!\“(\{.\ﬂl‘lﬂ‘ﬁ e g"m_,-\lu‘“..n.u“-“""'""w'ﬂ-"vl"“""‘/M‘"v“\'\"‘”“'l,\w”'-"',rll.f‘\,l'\v‘-ﬁ"‘-f U!_.‘\;-\'\_,H'Jﬂhw J"“ﬂ'\-“n\-"\'jlh'll"-,'.\'\mﬂll'm o | ]Il“l‘ |1|’|
_z \ o '\," |~—.,I"..l"-,r\;'\ '...'\_nl JI L\
0- S N e .,L e i me
0.50 1.00 1.50 2.00 2.50
3: UV Detector: TIC (4) T7.6%e-1
100% Range: 7.728e-1
2.32
6.0e-1-
2 4.0 -1—E
o i
2.0e-1-
0.0 —— —————— —————— ——— 71— Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
4 2.32 2e+004 100.00 0 8e+005




4: (Time:

2.32) Combine (925:933-(909:913+963:967))

1:MS ES+
2.1e+0086
369.2
100
ae % 370.3
0|........|........|.....r..|....|....|........|m/z
100.0 200.0 300.0 400.0 500.0 600.0
Peak ID Compound Time Mass Found
49UAMC5394 )
medchem_140324_129 1156 (10.086) Cm (1149:1174-813:919) 1:TOF MS ES+
3701684 2.21e8
1004
N-N
369.1635 49
Exact Mass: 368,1525
3691422
=]
371.1888
371.5618
2781057 2011135 368.1525 [{-3716261
. §9.0301..96.9530 130.0651.130.0851 1670728 o) 2350888 peznsor | |-29zie1 3212 g4 40 [||-27277AE 4p23578 547.2458 I
miz
g0 80 00 | 120 | 140 | 160 | 480 200 | 220 240 260 & 280 300 | 320 | 40 | 360 380 400 | 420 | 440 © 460 | 450 500 | &20 | &40 | 560 &80 | 600 620 = G40 660 | &0 | 700 | 720 | 740



2.14 1-((3-(2,3-dihydrobenzo[bl[1,4]dioxin-6-yl)-1-phenyl-1H-pyrazol-4-yl)methyl)-3-(4-fluorophenyl)urea (54)

Sample 1 Vial 1:56 ID UAMC-5434 File UAMC-5434 Date 13-Apr-2023 Time 17:45:39 Description

1l: Ms ES+ :BPI Smooth (85G, 2x2) (4) 3.2e+006
T0%
100- 1.97
80 (5)
E 16%
60 (1) 2.01
de = 9%
407 | 1.64 (2)
7 1 WY
_g || . nﬂ”l|'w-‘hl § 6%| |1| I\Ilirw oA i
2 c'_é -""""v‘.,l.llnf'm'l ey oA A A WA e, ..L;Jl.»b.-\ﬁ g I"...I__\w.' WA I':';.',J""k’
0_; I'”"*—wv\l"-v"\l” "\.‘r"w‘_ﬂ" P’“ﬂﬂ\/“"'\"t‘.ﬂ‘"w Time
77— T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50
3: UV Detector: TIC (4) 1.139
100% Range: 1,142
1.98
7.5e-1
(=]
< 5.0e-1
2.5e-1
o.0 0 +————r——Fr—1r 77+ 7— Time
0.50 1.00 1.50 2.00 2.50

Peak Number Compound Time AreaAbs  Area%Total Width Height Mass Found
4 1.98 2e+004 100.00 0 1e+006



Peak ID Compound Time Mass Found

4 1.97
4:(Time: 1.98) Combine (787:795-(774:778+826:830)) 1:MS ES+
2.4e+006
445.3
100 279.1
a0 446,3483.1 553.2
| . "508.2
47—t 77— m/z
100.0 200.0 300.0 400.0 500.0 600.0
54UAMCE434
medchem_140324_M25 912 (7.941) Cm (905:919-790:823) 1: TOF MS ES+
4451691 9.56e7
100
B
Oy
N
_ H
N77/N
279.1127 © \Q
e 54 E
Exact Mass: 444,1598
446.1720
280.1160 467.1508
2911132 4441600
534.2280 911.3004
. 195.0912223.0871 | [’ P’Ea'ﬁm 7 7232504  897.3085., | oo 240 11/034.25,3;;2
LA B O L L B L L R BB I B T LR B R ™

T T T T LR LR
100 200 300 400 500 600 700 800 800 1000



2.15 4-(((4-fluorobenzyl)oxy)methyl)-3-(4-methoxyphenyl)-1-phenyl-1H-pyrazole (68)

Sample 1 Vial 2:46 ID UAMC-5419 File UAMC-5419 Date 12-Apr-2023 Time 13:59:34 Description

1l: MS ES+ :BPI Smooth (SG, 2x2)

100+

1
I
NN,'MJWM MWMWWNWWW-MMWWPJ vl .

4.8e+006

|

0.50 1.00 1.50

3: UV Detector: TIC

AU
=

0.0 L+—r 17—

1.936

Range: 1.94

0.50  1.00
Peak Number Compound Time AreaAbs Area %Total Width
2.33 9e+004 100.00 0

e
1.50

Height
2e+006

i
2.00
Mass Found



Peak ID Compound Time Mass Found
3 2.33

3:(Time: 2.33) Combine (931:939-(908:912+975:979)) 1:MsS ES+
2.6e+006
100 389.2
o 105.0 263.1 554 1 .390.3
-y —t—7r————7 77— I/ Z
100.0 200.0 300.0 400.0 500.0 600.0
BBUAMCS419
medchem_140324_M27 1169 (10.177) Cm (1163:1187-798:927) 1: TOF MS ES+
100+ 390.1747 1598
—0
F\@\/ /N\
N
389.1461 O x \Q
68

Exact Mass: 388,1587

o0 3718
391.6201
263193
3917588
. ph 1223 B ganze7s 8852243
ol P03 1000480 183.0552 21”9'02:‘9\1‘ L [.ess1e7e i o My 4220280 4950645 532 1190 567 2513 L [ 8901879 ’
\ r e I e e e MR L R e ot . r miz

50 100 B0 200 280 300 350 400 450 500 550 600 650 700 A0 800 850 300 90 | 1000 1050



2.16 N-((3-(2,3-dihydrobenzo[b][1,4]dioxin-6-yl)-1-(pyridin-2-yl)-1 H-pyrazol-4-yl)methyl)-2-(pyrrolidin-1-yl)ethan-1-amine dihydrochloride

(69)

Sample 1 Vial 1:53 ID MB-2021-060E File MB-2021-060E Date 05-Jul-2023 Time 15:25:04 Description

1l: MS ES+ :BPI Smooth (SG, 2x2)

(2) 5.1e+006
31%
100 1.23
I (6)
80 lw (5) 29%
. 22% 2.05
60 I 1.66
o W
40 ]
\
) - |
20 f\ N f
ol . | Vs
ot MO o b et o NS A .y e oo ‘L\N‘#\,-dlu‘_', A A
o e mime
0.50 1.00 1.50 2.00 2.50
3: UV Detector: TIC (2) 2.058e-1
100% Range: 2.088e-1
) 1.23
1.5e-17
2 1.0e-1
5.0e-2-
0.0 — —_— Time
0.50 1.00 1.50 2.00 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 1.23 1e+004 100.00 0 2e+005



Peak ID Compound Time

2

1.23

Mass Found

2:(Time: 1.23) Combine (489:497-(475:479+552:556)) 1:MS ES+
4.le+006
406.4
100
de 310.2 407.4444.3
3115.2 203.8 292.1 -
-ty 77 77— W/ Zz
100.0 200.0 300.0 400.0 500.0 600.0
BIUAMCE462
medchem_140324_M31 365 (3.192) Cm (365:378) 1: TOF MS ES+
406.2234 2.53e7
1004
O
/NN ]
\ N (0]
N
— — H
N\/\
N
69
Exact Mass: 405,2165
o
118.0871
202 1078
2140898
407.2260
128.9519 158.9621
523.3021
186.9566 5291791 5243046
805075 1139543 ‘ 236.0807 inazzrg e
689315 S gl \M‘ [ A | L, “\. | M|L 2531418 | [[038830 3218928 3940313 g g5 bugzzgs 4533396 4948052 5308 oo6.anas sag.4031508 3822 6426419 534.1949890 6919+ 2050 e
0 80 . 100 | 120 = 140 | 180 = 180 = 200 = 220 = 240 = 260 = 280 = 300 = 320 = 340 = 360 = 380 = 400 = 420 = 440 460 = 480 = 600 = 520 = 540 = 560 = 580 600 = G20 640 = 66O €80 700 = 720 740





