Supplementary

N-(2-(5,6-Bis(4-methoxyphenyl)-1,2,4-triazin-3-ylamino)ethyl)-1-(4-(trifluoromethoxy)

benzyl)piperidine-4-carboxamide (119)
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Supplementary

Mass
MASS Analysis Report
Sample Mame: TR-D2-2-1 ]
Sample Type: Unknown ﬁcqumdoﬁr System
ial 73 Sample Set Name: 26092019_MASS_01
Injection # 1 Acq. Method Set:  Z001_MSR1
Injection Yolume: 8.00 ul Processing Method: MASS METHOD_D3
Run Time: 0.8 Minutes Channel Name: MS TIC @2
Proc. Chnl. Deser.: 20 F2 Sean MS TIC
Diate Acquired: W26/2019 1:57:40 PM IST
Diate Processed: W26/2019 2:03:34 PMIST
Match Plot
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Base Peak 63794 Channel Description 100.00-1250.00 ES+, Centroid, C'=30 Retention Time 0.291

N-(2-(5,6-Bis(4-methoxyphenyl)-1,2,4-triazin-3-ylamino)ethyl)-1-(4-chlorobenzyl)
piperidine-4-carboxamide (122)
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Supplementary

'H-NMR
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N-(2-(5,6-Bis(4-methoxyphenyl)-1,2,4-triazin-3-ylamino)ethyl)-1-(2-(trifluoromethyl)
benzyl)piperidine-4-carboxamide (126)

H,CO
8 O CF,
N.
N N

8 NN
| .
‘.\_ \.'. f S "lk "“‘l'
B 4 N \ [ (| *
| |,’ : | ‘,I . ( |
(
2 N [V If .’l {
£ \ | \ { | !' |
g ¢ | ci Y | I | [ | ".l
= J | \f |‘ | | )
i (i N YL \
! v | | 11 I |
g 8 S AR F I
£ <1 | | |1
- L [l ¥
\ gif v
\| i
g v J
o -
UL L, L )
S ¥AAEAT ELE g4
P RITRRRETE 3
T T T T
4000 2500 2000 1500 1000
Wavenumber a1
CProgram Fles OPUS_OSNEASTRO-ELD TRIQ2:8 I=SVUment tyse I | Or B0essony 20107209

Faculty of Pharmacy, The Maharaja Sayajirao University of Baroda 170



Supplementary

'H-NMR
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Mass
MASS Analysis Report
Sample Name: TR-02-2-8 )
Sample Type: Linknown Acquired By: System
Vial 77 Sample Set Name: 26092019_MASS_D1
Injection # 1 Acq. Method Set:  ZQ01_MSR1
Injection Volume: 10.00 ul Processing Method: MASS METHOD D3
Run Time: 0.8 Minutes Channel Mame: NS TIC @2
Proc. Chnl. Descr: 22 F2 Scan MS TIC
Date Acquired: /2672019 3:03:14 PMIST
Date Processed: Q262019 51312 PMIST
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Base Peak 621.96 Channel Description 100.00-1250.00 ES+, Centroid, Cv=30 Retention Time 0.316
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Supplementary

N-(2-(5,6-Bis(4-methoxyphenyl)-1,2,4-triazin-3-ylamino)ethyl)-1-(2,6-difluorobenzyl)
piperidine-4-carboxamide (128)
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Supplementary

Mass
MASS Analysis Report

Sample Name: TR-02-2-10 ]
Sample Type: Unknown Acquired By: System
Vial: 78 Sample Set Name: 26092019_MASS_D2
Injection & 1 Acg. Method Set: 2001_MSR1
Injection Volume: 5.00 ul Processing Method: MASS METHOD_D3
Run Time: 0.8 Minutes Channel Mame: M3 TIC

Proc. Chnl. Descr: ZQ F1Scan MS TIC
Diate Acquired: Q262019 5:25:51 PMIST
Date Processed: SI26/2019 5:29:03 PM IST
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Base Peak 589.96 Channel Description 100.00-1250.00 ES+, Centroid, C\/=10 Retention Time 0.262

N-(2-(5,6-Bis(4-methoxyphenyl)-1,2,4-triazin-3-ylamino)ethyl)-1-(4-methylbenzyl)
piperidine-4-carboxamide (130)

H,CO
o

IR
g & 7
= & M
s s [ M1
\ A \ | L
2 \‘. ,|' '} '.|| U
'| (U
£ l\ / ‘ ||||‘. ' |
£ o )
§® '. / I | {' [
2 ' ' VP
£ | | l 4' ‘ ' '\ V
& | f\ 1 A l' ~ ' | l
c o | f\ . [ ( .'
g% | i | A M ‘ )l
= AW Ll PN A :
flae | f !
‘l\, M / | | l ““, . I
. ATRAY [IVRRTE L.
N WY
U\ '
\/ '."
(=R v
| LTI
TN RERNIR .
N8 zeguey 8 R8 % 2885 S8BRE  gg
38 ESHIER 85 3 B33k CROEE e
T T T T T T
3500 3000 2500 2000 1500 1000
Wavenumber cm-1
CiProgram Files\OPUS_BSIMEAS\sbod 1274 TRO22(12)  pellet 2810312019}

Faculty of Pharmacy, The Maharaja Sayajirao University of Baroda 173



Supplementary

1
H-NMR
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Mass
MASS Analysis Report
Sample Name: TR-02-2-12 )
Sample Type: Lnknown Acguired By: System
\ial 79 Sample Set Name: 26092019_MASS_02
Injection % 1 Acg. Method Set:  ZQO1_MSR1
Injection Volume: 500 ul Processing Method: MASS METHOD_D3
Run Time: 0.8 Minutes Channel Name: M3 TIC
Proc. Chnl. Descr: 20 F1 Scan MS TIC
Drate Acquired: Q2612019 5:30:03 PMIST
Date Processed: 262019 2:36:05 PMIST
Match Plot
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Base Peak 567.94 Channel Description 100.00-1250.00 ES+, Centroid, CV=10 Retention Time 0276
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Supplementary

N-(2-(5,6-Bis(4-chlorophenyl)-1,2,4-triazin-3-ylamino)ethyl)-1-(4-(trifluoromethoxy)

benzyl)piperidine-4-carboxamide (133)
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Supplementary

Mass
TR-023(1) UC03_Ms|
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N-(2-(5,6-Bis(4-chlorophenyl)-1,2,4-triazin-3-ylamino)ethyl)-1-(4-cyanobenzyl)

piperidine-4-carboxamide (137)
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Supplementary

'H-NMR
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Supplementary

N-(2-(5,6-Bis(4-chlorophenyl)-1,2,4-triazin-3-ylamino)ethyl)-1-(2-(trifluoromethyl)
benzyl)piperidine-4-carboxamide (140)
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Supplementary

Mass
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N-(2-(5,6-Bis(4-chlorophenyl)-1,2,4-triazin-3-ylamino)ethyl)-1-(2-fluorobenzyl)-
piperidine-4-carboxamide (145)
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Supplementary

'H-NMR
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Supplementary

N-(2-(5,6-Diphenyl-1,2,4-triazin-3-ylamino)ethyl)-1-(4-(trifluoromethyl)benzyl)-
piperidine-4-carboxamide (149)
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Mass
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N-(2-(5,6-Diphenyl)-1,2,4-triazin-3-ylamino)ethyl)-1-(3-methoxybenzyl)-piperidine-4-
carboxamides (152)
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Supplementary

'H-NMR
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Supplementary

N-(2-(5,6-Diphenyl)-1,2,4-triazin-3-ylamino)ethyl)-1-(3,5-difluorobenzyl)piperidine-4-
carboxamide (157)
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N-(2-(5,6-Bis(4-methoxyphenyl)-1,2,4-triazin-3-yl)-1-(4-(trifluoromethyl)benzyl)-

piperidine-4-carboxamide (163)

HyCO
O N,
°N

0]

|
F
Cr v u*@ e
N
H,CO

‘CI\
L : [ li N
/ / |
8 . , | / : 1 A
| 1Y | /| f [ [
(| (.
z /U 1Y (| TG | ey L &
g 8 L . | f [l n | | |
| J
3 ! | | 4 1“\ 1 | I
£ | | NoalIh I [1i\] v
o | I\ 2 1YV
89 ATV R Y T A
= f " L
A | RIEI
{ " [ 1 (]
8 4 v ‘[ )
o4
|1} [} BRI
R 382 23 B SRIGRIN 2 =9 0K a
8- h % 35 A Rs =
£ 233 &8 B OBEZ¥SaE ¥ E5a8s a8 x
T 'l — T T - '. - T >
4000 3500 00 2500 2000 1500 1000
Wavenumber om-1
C Progam FleyiOPUD_MYNEATTR-00-03) 0 RIS IRITTeOE Yo and | OF J00eessry [1!‘:33'{

'H-NMR

Q21118 st 4 s KEBSEEEARRPNECTIEGINNLAY

™00 X3) G35 SIBMAERRRN:
. (FRASAEAEE, () .f'vn‘q‘. i3 i
| 9000
|
|
| X0
|
|
Hom
H5000
a0
I 300
000
|
| F1000
l | l
I (/. | B K "’ ,"". L
Y T rr n ye
8 Ir(- _u; 2 AR 1
T T T T . T T T T T
I " 13 1 1 9 5 7 6 4. 3 2 1 0
1 o)

Faculty of Pharmacy, The Maharaja Sayajirao University of Baroda

187



Supplementary

Mass

B 20 34 MCA scars dom Sameie § (THOOM % &1 POS| o 0T3000

2.5
38
2 0ett
~t

150

Had

1

mt i

N-(2-(5,6-Bis(4-methoxyphenyl)-1,2,4-triazin-3-yl)-1-(3-methoxybenzyl)piperidine-4-
carboxamides (166)
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'H-NMR
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Supplementary

N-(2-(5,6-Bis(4-methoxyphenyl)-1,2,4-triazin-3-yl)-1-(2-cyanobenzyl)piperidine-4-
carboxamide (169)
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N-(2-(5,6-Bis(4-methoxyphenyl)-1,2,4-triazin-3-yl)-1-(4-methylbenzyl)piperidine-4-

carboxamide (172)
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N-(2-(5,6-Bis(4-chlorophenyl)-1,2,4-triazin-3-yl)-1-(4-(trifluoromethoxy)benzyl)-
piperidine-4-carboxamide (175)
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N-(2-(5,6-Bis(4-chlorophenyl)-1,2,4-triazin-3-yl)-1-(3,5-difluorobenzyl)piperidine-4-
carboxamide (179)
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Supplementary

N-(2-(5,6-Diphenyl-1,2,4-triazin-3-yl)-1-(4-chlorobenzyl)piperidine-4-carboxamide (184)
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N-(2-(5,6-Diphenyl)-1,2,4-triazin-3-yl)-1-(2-(trifluoromethyl)benzyl)piperidine-4-

carboxamide (188)
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N-(2-(5,6-Diphenyl)-1,2,4-triazin-3-yl)-1-(4-methylbenzyl)piperidine-4-carboxamide
(192)

g ; | AN W
. | A {1\ N
\ J I |\ 1 | “ :-
8 ! { ‘ [ d [N L
| | | |
| | | ) | | { |
P [ | ol Wl
E P [ | (4 gy
58 Il 2l Il | oY
H {/ Wl | () ALY 18
5 J Y | Al LIy |
: ' Ll Yy il
o v | | |
g , ' | |
-~ | |1 I\
- | | !
‘ Ui |
|
8 |..";
L]
=
R
: RRA% 2 8 2582 TE
BOBI¥IE R FEREy p
1 1 T
2000 1500 1000
Wavernumber em-1
© Program Fles OPUS_ESMEATTR-O0-1(1310 TROG- 1131 trumect type | o accewy oy
1
H-NMR
oty BB S TE AR AN RAEC RV TTITRNIIVAARARRANARAZECE BOI2REERATR2 8L 28 13000
A N N N NN ikt el R & b Sl &
’ 12000
I v
[ , 11000
|
l. | | . 10000
| ‘,‘ ‘I J [ i
8000
7000
16000
0 5000
4000
\ 3000
T I
: 2000
\
f 1000
J\ L J l\__,A_J" Fo
! uh TR
3 NNEdN p S S 5 | 1000
T T T T T T T T T T T T T T T T
14 13 12 1 10 9 8 7 6 5 4 3 2 1 0 1
1 (ppm)

Faculty of Pharmacy, The Maharaja Sayajirao University of Baroda 199



Supplementary

Mass

VRN G sl (Turto Sovry) Canbrrsed

H CHj
O CH;
H,CO
IR
- n
L:EI.II(E;R II //A//\/f\ J \\‘I I ||r|| /
| | | |
|
2 l | '| |'ﬂ| Pluﬂ f I..' ||f|
AL ] AR il
|"'|| | /nJ | ! | i / | v
a u’ﬂ‘\ { | | f o II |
g W IREETTRE | '
- | AR ¥
3 2 || R | | [
2 | [y |
@ | [ || ||
= || | I|| |
E ll‘.l|I V |||| {f
w
§ 9 i
=
(=2
o™
o
e I
BE 5 98 T o5 398R 8Y 8 8T g g4
T T T T T T
4000 3500 3000 2500 2000 1500 1000
Wavenumber cm-1
C\Program Files\OPUS_B5MEASPR-O2-MBOC. 1 PRADZ-NBOC Imstrument type and [ or accessory 23/01/2020

Faculty of Pharmacy, The Maharaja Sayajirao University of Baroda 200



Supplementary

3341 l
102 w3245y 07 g Wsa srfy 2
pdare2my Oy e, | e L
o 20 0 e 0o

g
-

T3

w4

{ 5543 nen KRa as

« s 0T 7 &1 sna 58 4 sTr 4

3 L eiensems | s i U

a0 on 20 00 &0 TR 12 ) [ "o oo [
"y

N-(2-(5,6-Bis(4-methoxyphenyl)pyrimidin-2-ylamino)ethyl)-1-(4-(trifluoromethoxy)
benzyl)piperidine-4-carboxamide (202)
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Supplementary
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Supplementary

N-(2-(5,6-Bis(4-methoxyphenyl)pyrimidin-2-ylamino)ethyl)-1-(4-chlorobenzyl)-

piperidine-4-carboxamide (205)
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Mass
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N-(2-(5,6-Bis(4-methoxyphenyl)pyrimidin-2-ylamino)ethyl)-1-(2-methylbenzyl)-
piperidine-4-carboxamide (208)
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Supplementary

N-(2-(5,6-Bis(4-methoxyphenyl)pyrimidin-2-ylamino)ethyl)-1-(3,5-difluorobenzyl)
piperidine-4-carboxamide (212)
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N-(2-(5,6-Bis(4-methoxyphenyl)pyrimidin-2-ylamino)ethyl)-1-(4-fluorobenzyl)-
piperidine-4-carboxamide (215)
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Supplementary

2-(5,6-Bis(4-methoxyphenyl)-1,2,4-triazin-3-ylthio)-5,6-dimethoxyindan-1-one (218)
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