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'H and 13C NMR spectra for compounds
5a-x and 6



4-Amino-2-methyl-7-phenylimidazo[1,2-a][1,3,5]triazine (5a)
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Current Data Parameters
NAME FL259
EXPNO 100
PROCNCO 1
7.35 (t, J=7.35 Hz, 1 H) o3 Aecuisition B .
- Acquisition Parameters
7.47 (t, J=7.53 Hz, 2 H) Date_ o 20170513
7.85 (d, J=7.02 Hz, 2 H) NH Time 16.53
2 INSTRUM FOURIER300
/k PROBHD 5 mm DUL 13C-1
7 N™ N PULPROG zg30
TD 65536
N= //l\ SOLVENT DMSO
¥ N Me NS 16
H | DS 2
| | ” ﬂ SWH 6103.516 Hz
H| |"| [ A FIDRES 0.093132 Hz
‘Ul_' lU'u% ‘ \/ A0 5.3687091 sec
AL WL RG 113.158
DW 81.920 usec
‘\I\IIII\I|\I\IIIII\|\II\IIIIIlI\IIII\II|I\II\IIII‘II\I\Illll\IIII\III|III\IIII\| DE 6.50 usec
TE 297.5 K
79 7. 7.7 76 75 74 ppm D1 1.00000000 sec
L L P | TDO 1
S er et
< < = ———————= CHANNEL f1 ========
™ ™ - SFO1 300.1618536 MHz
NUC1 1H
| Pl 13.50 usec
PLW1 9.30000019 W
F2 - Processing parameters
eI 65536
| SF 300.1599988 MHz
‘ WDW EM
SSB 0
||\ LB 0.30 Hz
GB 0
| BC 1.00
| 3
) J lJ ()
11 10 9 8 7 6 5 4 3 2 1 0 ppm
L L)L I
R 3
~l=2l|2le =
= e[| || (o]
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Current Data Parameters
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NAME FL253
EXPNO 101
DROCNO 1
F2 - Acquisition Parameters
Date 20170513
Time 17.00
INSTRUM FOURIER300
DROBHD 5 mm DUL 13C-1
PULFROG zZgpg30
TD 65536
SOLVENT DMSO
NS 12288
Ds 4
SWH 24414.063
FIDRES 0.372523
AQ 1.3421773
RG 501.187
DW 20.480
DE 6.50
TE 297.7
D1 2.00000000
D11 0.03000000
D3l 0.00001500
D40 0.00439029
L4 37
L5 53
P3z 98.00
TDO 12
======== CHANNEL fl ====
SFO1 75.4828392
NUC1 13C
Pl 15.00
PLW1 22.00000000
======== CHANNEL f2 ====
SFO2 300.16120086
Nucz 1H
CPDPRG [2 waltzle
PCED2 98.00
DPLW2 9.30000019
PLW12 0.29353001
PLW13 0.20359001
F2 - Processing parameters
SI 32768
F 75.4753350
WDW EM
S5B 0
LB 1.00
GB 0
BC 1.40
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ppm

t Data Parameters
FL259

102
1

Date 20170514
4

PULPROZ  hmbogplpndaf

™o 2048
COLVENT DMSO
RS 300
Dg 16
oWH 3051.758 Hz
FIDRES 1.490116 Hz
AQ 0.3355443 sec
c 501.187
oW 163.B40 usec
DE 6.50 usec
TE 287.5 K
CNST2 145.0000000
CNET13 10.0000000
Do 0.00000300 sec
D1 1.18649197 sec
Dz 0.00344828 sec
Dé 0.05000000 sec
D16 0.00020000 sec
D31 0.00001350 sec
D32 0.00002700 sec
D23 0.00001200 sec
D26 0.00100000 sec
D28 0.00002980 sec
IND 0.00002980 sec
CHANNEL £1
ZFOL 300.1616487 MHz
KuC1 1H
PL 13.50 usec
5 27.00 usec
PLW1 9.30000019 W
CHANNEL f£2
cFo2 75.4828272 MHz
NuCz 13cC
P31 12.00 usec
DLWZ2 22.00000000 W
GRADIENT CHANNEL
1 RECT.1
CPNAM[2] RECT.1
GPNAM[3] RECT.1
GPZ1 50.00 %
cPzZ2 30.00 %
GPZ2 40.10 %
P16 1000.00 usec

Pl - Acquisition parameters
D 128

ZFOL 75.4B8283 MHz
FIDRES .082214 Hz
W 222,283 ppm
FrMODE OF

F2 - Processing parameters
s 2048

SF 300.1599988 MHz
WOW SINE
ZSE 0

L8 0 Hz

ca 0

BC 1.40

Fl - Processing parameters
cI 1024
MC2 QF

SF 75.4753419 MHz
WOW SINE
ZSB 0

L8 0 Hz

ca 0
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4-Amino-2-methyl-7-(4-fluorophenyl)imidazo[1,2-a][1,3,5]triazine (5b)

8.368
8.111
7.896
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7.274

———3.356
2.523

2.517
2.511
2.504

2.499
2.375
-0.000

7.30 (dd, J=8.94, 8.94 Hz, 2 H) NH
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N~ N//kMe
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Current Data Parameters

NAME FL350
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170810

Time 13.58
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 6103.516 Hz
FIDRES 0.093132 H=z
AQ 5.3687091 sec
RG 87.7758

DW 81.920 usec
DE 6.50 usec
TE 298.1 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1618536 MHz
NUC1 1H

Pl 13.50 usec
PLW1 9.30000019 W
F2 - Processing parameters
ST 65536

SF 300.1599978 MHz
WDW EM

SEB 0

LB 0.30 Hz
GB 0

BC 1.00



Current Data Parameters

TH'HI N ) h LTy ST g ‘
W \f ‘ KJ V/ 1F “kéé%péféf
115.67 (d, J=21.71 Hz, 2 C) NH,
127.20 (d, J=8.30 Hz, 2 C) PY
129.81 (d, J=2.90 Hz, 1 C) E N™ N
161.85 (d, J=244.65 Hz, 1 C) ék _
Me
'\ I
.|l| ;'U|| i
N ey PSR R I\..-.,«A-»-.—/-\-»mm P ru g o= v M A A AL
L L L I I
130 129 128 127 ppm ‘ ' '
116 ppm
ERR A AR LA L RN L R Y A IR LN R RN RS LR RN LAY RN RARERARLE
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm

NAME FL350
EXDPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20170810
Time 18.15
INSTRUM FOURIER200
DROBHD 5 mm DUL 13C-1
DULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 14336
Ds 4
SWH 24414.063 Hz
FIDRES 0.37252% Hz
2O 1.2421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 298.2 K
D1 2.00000000 sec
D11 0.02000000 sec
D31 0.00001500 sec
D40 0.00435029 sec
L4 37
L5 53
P32 98.00 usec
TDO 14
======== CHANNEL fl ========
SFO1 75.4828332 MH=Z
NUC1 13C
Pl 15.00 usec
PLW1 22.00000000 W
======== CHANNEL f2 ========
SFO2 300.1612006 MHz
NUC2 1H
CPDPRG[2 waltzle
PCPDZ2 98.00 usec
DLW2 9.30000019 W
PLW1Z2 0.29355001 W
DLW13 0.20359001 W
F2 - Processing parameters
ST 32768

F 75.4753342 MHZ
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BPC 1.40
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4-Amino-2-methyl-7-(4-chlorophenyl)imidazo[1,2-a][1,3,5]triazine (5c)
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Current Data Parameters
NAME FL343
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20170720
7.53 (d, J=8.58 Hz, 2 H) NH, Time 16.55
_ INSTRUM FOURIER300
7.85 (d’ J=8.58 HZ" - H) )\ PROBHD 5 mm DUL 13C-1
N N PULPROG zg30
Cl / N TD 65536
— //l\ SOLVENT DMSO
N™ SN “Me NS 16
’ DS 2
| SWH 6103.516 H=z
' ‘ FIDRES 0.0%3132 H=z
\ ‘ [ AO 5.3687091 sec
|H | iyl RG 113.521
i i DW 81.920 usec
lU kJ DE 6.50 usec
TE 300.1 K
D1 1.00000000 sec
I l l l l I l TDO 1
80 79 78 77 76 7.5 ppm
| | L | ======== CHANNEL f1l ========
e o SFO1 300.1618536 MHz
‘c‘ ‘O’ Nucl 1H
o o P1 13.50 usec
PLW1 9.30000019 W
F2 - Processing parameters
g1 65536
SF 300.1599985 MHz
| WDW
\ || SSB 0
| LB 0.30 Hz
GB 0
PC 1.00
) :
l l l I l l l I l l l l |
11 10 9 8 7 6 5 4 3 2 1 0 ppm
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Current Data Parameters

NAME FL343
EXENO 2
PROCNO 1
F2 - Acguisition Parameters
Date_ 20170720
Time 17.41
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zZgpg30
D 65536
SOLVENT DMSO
NS 14336
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
AD 1.3421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 300.2 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.004359029 sec
L4 a7
L5 53
P32 98.00 usec
TDO 14
======== CHANNEL fl1 ====
SFO1 75.4828392
NUC1 13C
P1 15.00 usec
PLW1 22.00000000 W

== CHANNEL f2 =
SFO2 300.1612006
NUC2 1H
CPDPRG[2 waltzle
PCPD2 98.00 usec
PLWZ2 9.30000019 W
PLW12 0.29359001 W
PLW13 0.20353001 W
F2 - Processing parameters
SI 32768
SF 75.4753350 MHzZ
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BPC 1.40
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4-Amino-2-methyl-7-(4-methylphenyl)imidazo[1,2-a][1,3,5]triazine (5d)
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Current Data Parameters

NAME FL359
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20170913
Time 14.53
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

Ds 2

SWH 6103.516 H=z
FIDRES 0.083132 Hz
AQ 5.3687091 sec
RG 107.611

DW 81.920 usec
DE 6.50 usec
TE 299.9 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1 ========
SFO1 300.1618536 MH=z
NUC1 1H

P1 13.50 usec
PLW1 9.30000019 W
F2 - Processing parameters
ST 65536

SF 300.155999%4 MH=z
WDW EM

SSB 0

LB 0.30 Hz
GB 0

BEC 1.00
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Current Data Parameters

NAME FL359
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170914

Time 18.05
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG Zgpg30

TD 65536
SOLVENT DMSO

NS 15360

Ds 4

SWH 24414 .063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187

DW 20.480 usec
DE 6.50 usec
TE 300.1 K

D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00439029 sec
L4 37

L5 53

P32 98.00 usec
TDO 15

CHANNEL f1 ==
75.4828392

CHANNEL f2 ========
300.1612006 MHEZ
1H
CPDPRG[2 waltzle
PCPD2 98.00 usec
PLW2 9.30000019 W
PLW1z2 0.29359001 W
PLW13 0.20359001 W

- Processing parameters

32768
SF 75.4753350 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40
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4-Amino-2-methyl-7-(4-methoxyphenyl)imidazo[1,2-a][1,3,5]triazine (5e)
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Current Data Parameters
NAME FL336
EXPNO 1
NH PROCNO 1
2
/l\ F2 - Acquisition Parameters
BN Date_ 20170601
7.03 (4, J=8.91 Hz, 2 H) MeO 7/ N N Time 14 18
7.77 (d, J=8.85 Hz, 2 H) — //k | INSTRUM FOURIER300
N N M PROBHD 5 mm DUL 13C-1
€ PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 6103.516 Hz
l‘ FIDRES 0.093132 Hz
|“ A0 5.3687091 sec
U\ U‘ RG 96.2807
H DW 81.920 usec
"ic JJ DE 6.50 usec
- | - ‘ - ‘ - ‘ - ‘ - ‘ TE 297.7 K
D1 1.00000000 sec
78 76 74 72 7.0 ppm D0 1
| | . |
- ~ —======= CHANNEL £l ========
‘o_ ‘o’ SFO1 300.1618536 MH=z
o~ o™ NUC1 1H
P1 13.50 usec
PLW1 9.30000019 W
F2 - Processing parameters
g1 65536
l SF 300.1599988 MH=z=
l‘ I WDW EM
SEB 0
LB 0.30 Hz
GB 0
PC 1.00
J A . .JL,
11 10 9 8 7 6 5 4 3 2 1 0 ppm
L UL I )L I\
[2lzEl 3 g
Q| (2= e S a
| || o~ © (3]
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Current Data Parameters
NAME FL336
EXPNOC 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20170606
NH Time 16.42
2 INSTRUM FOURIER300
/k PROBHD 5 mm DUL 13C-1
BN PULPROG zZgpg30
Meo / N N TD 65536
NE P 20
N Me DS 4
SWH 24414 . 063 HZ
FIDRES 0.3725289 HE
AD 1.3421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 300.1 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.0043902%9 sec
L4 37
L5 53
P32 98.00 usec
TDO 15
======== CHANNEL f1 ========
SFO1 75.48283392 MH=z
NUC1 13C
Pl 15.00 usec
PLW1 22.00000000 W
======== CHANNEL f2 ========
SFO2 300.1612006 MHz
NUC2 1H
CPDDRG [2 waltzlé
PCED2 98.00 usec
PLW2 9.30000015 W
PLW12 0.29359001 W
PLW13 0.20359001 W
F2 - Processing parameters
" " o o ST 32768
SF 75.4753342 MH=Z
WDW
. . . . . . . . . . SSB 0
I I I I I I I I I I LB 1.00 Hz
180 160 140 120 100 80 60 40 20 ppm % o L e0
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4-Amino-2-methyl-7-(4-biphenyl)imidazo[1,2-a][1,3,5]triazine (5f)

r8.360

3.317
2.891
2.733
2.515
2.509
2.503
2.497

\ 2.491

L2.383

\\\\Z/

-0.000

7.38 (t, J=7.31 Hz, 1 H)
7.49 (t, J=7.47 Hz, 2 H)
7.73 (d, J=7.14 Hz, 2 H)
7.79 (d, J=8.43 Hz, 2 H) NH
7.94 (d, J=8.43 Hz, 2 H) /1\2
7/ N" SN
DMF Ph 1
= ~
| [l NN Me
H M ’|
\ VA T
J ' VUL A
"""""""" | RARRRRRRE RN REARRRRREN RRR ALY RERR AR RARRARRLY RN
30 79 78 77 76 75 74 pm
LA
- [+7] [+7] N
R
DMF
/|
|
JL#J Jt 1JL¢
[ [ [ | | [ [ T [ [ T [
11 10 9 6 5 4 3 2 1 0

ibaie

(2]
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Current Data Parameters

NAME FL364
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170918

Time 12.37
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

Ds 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
yite] 5.3687091 sec
RG 118.833

DW 81.920 usec
DE 6.50 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1618536 MH=z
NUC1 1H

Pl 13.50 usec
PLW1 9.30000018 W

F2 - Processing parameters
SI 65536

SF 300.1599997 MH=z
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

NAME FL364
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20170919
Time 18.06
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
DULPROG zZgpg30
TD 65536
SOLVENT DMSO
NS 15360
DS 4
SWH 24414 063 Hz
FIDRES 0.372529 Hz
AQ 1.2421773 sec
RG 501.187
DwW 20.480 usec
DE 6.50 usec
TE 300.1 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00432902% sec
L4 37
L5 53
P32 98.00 usec
TDO 15
CHANNEL fl ========
75.4828392 MHz
13¢C

15.00 usec
22.00000000 W

======== CHANNEL f2 ========
Sro2 300.1612006 MHZz
Nuc2 1H
CDPDPRG [2 waltzlé
PCPDZ 98.00 usec
DLW2 9.30000019 W
DLW12 0.29359001 W
DLW13 0.20359001 W

F2 - Processing parameters
SI 32768

F 75.4753350 MHEZ
WDW EM

SSB 0

LB 1.00 Hz
GB 0

oC 1.40

S16



4-Amino-2-ethyl-7-phenylimidazo[1,2-a][1,3,5]triazine (5g)
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Current Data Parameters
NAME FL328
- EXENO 2
1.25 (t, J=7.55 Hz, 3 H) NH, EXENO 2
2.66 (q, J=7.54 Hz, 2 H) /k
7.35 (t, J=7.37 Hz, 1 H) / N \N F2 - Acguisition Parameters
7.47 (t, J=7.50 Hz, 2 H) )\ Date_ 201705239
— — Time 15.05
7.86 (d, J=7.02 Hz, 2 H) N N Et INSTRUM FOURTER200
PROBHD 5 mm DUL 13C-1
PULPROG zg30
‘ D 65536
’ ' SOLVENT DMSO
' | || | NS 16
g DS 2
M l JUM swWH 6103.516 Hz
|} ‘ | ‘ FIDRES 0.093132 Hz
|H\| ’||||| j| ’ “ 1 T T ARRAAN a0 5.3687091 sec
{ b RG 79.5788
Jjﬁ il U U ! 1.3 Ppm DW 81.920 usec
S J— ‘ DE 6.50 usec
Fr e = TE 297.7 K
' ' ' ' ' ' ‘ ' po D1 1.00000000 sec
79 78 7.7 76 75 74  ppm 2.7 ppm TDO 1
L N
L J L l J - ======== CHANNEL f1 ========
S 3 S ‘o[ SFO1 300.1618536 Mz
o~ o~ - ™~ NUC1 1H
= 13.50 usec
| PLW1 9.30000019 W
|I F2 - Processing parameters
| s 65536
SF 300.1599979 MHz
i | | WDW EM
i SSB 0
| FtOH LB 0.30 Hz
Il I GB 0
| \L BC 1.00
|
et m T 1 i
""""" [ IR I I I I [ I I
10 9 8 7 6 5 4 3 2 1 0 ppm
I 1) I |
o ‘v [mlmj - ‘o
a Ql||ee < Q
‘N‘ o N‘— ‘N ]
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Current Data Parameters
NAME FL328
EXPNO 3
PROCNO 1
NH,
/k F2 - Acguisition Parameters
RN Date 20170530
74 N N Time 19.05
_— //l\ :]\'SI‘BU.VI FOURIER300
N PRCBHD 5 mm DUL 13C-1
N Et DULDROG 2gpg20
TD 65536
SOLVENT DMSO
NS 14336
DS 4
SWH 24414 .063 Hz
FIDRES 0.372529 Hz
AD 1.3421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 297.7 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00433029 sec
L4 37
L5 53
P32 98.00 usec
TDO 14
======== CHANNEL fl ========
SFO1 75.4828392 MHz
NUC1 13C
Pl 15.00 usec
PLW1 22.00000000 W
= CHANNEL f2 == =
300.1612006 MHz
1H
waltzlé
98.00 usec
S.30000019 W
0.29359001 W
0.2035%001 W
F2 - Processing parameters
1 SI 32768
F 75.4753342 MHE
WDW EM
SSB 0
T P [ [T T T T T P P T [ [ [ T e P T P e e ke LB 1.00 Hz
GB 0
180 170 160 150 140 130 120 110 100 90 80 70 60 S50 40 30 20 10 0 ppm rc 1.40
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Current Data Parameters

KAME FL32B
EXPHO 1
PROCNO 1

P2 - Acquisition Parameters
Date_ 20170607
Time 18.02
INSTRUM FPOURIER200
PROBHD 5 mm DUL 13C-1
DULPRCS  bmbcgplpndaf

TD 2048
SCLVENT MO

NE 250

Dg 16
EWH 3051.758 Hz
FIDRES 1.490116 Hz
AQ 0.3355443 sec
RC 501.187

oW 163 840 usec
DE 6.50 usec
TE 300.0 K
CNST2 145.0000000
CNET13 10.0000000

Da 0.00000300 sec
D1 1.26226795 sec
Dz 0.00344828 sec
D& 0.05000000 sec
Dle 0.00020000 sec
D31 0.00001350 sec
D32 0.00002700 sec
D33 0.00001200 sec
D36 0.00100000 sec
DaB 0.00002980 sec
1IN0 0.00002980 sec

= CHANNEL f1
300.1614875 MHz
1H

13.50 usec

P2 27.00 usec

PLWL 9.30000019 W
CHANNEL £2

EFOZ 75_4B28272 MHz

Kucz2 13C

P3 12.00 usec

PLWZ 22.00000000 W

GONAM[1]
GPNAM[2]
GENAMI3]

GPZ1l
GBEZ
GPZ3
Ple

RADTENT CHANNEL
RECT.1

RECT.1
RECT.1
50.00 %
30.00 %
40.10 %

1000.00 w

sac

Fl - Acquisition parameters
TD 128

EFOL1
FIDRES
EW
FnMODE

75.48283 MEz

131.082214 Hz

222.283 ppm
QF

F2 - Proceseing parameters

2048
300.1599991 MHz
EINE
0 Hz

0
1.40

Fl - Processing parameters
1022

QF
75.4753250 MHz
E£INE
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4-Amino-2-ethyl-7-(4-fluorophenyl)imidazo[1,2-a][1,3,5]triazine (5h)

8.347
8.116
.900

S

7.882
7.870
7.852
7.336

7.306
7.276

5

1.249
1.224
—-0.000

1.25 (t, J=7.55 Hz, 3 H)
2.65 (g, J=7.54 Hz, 2 H)
7.31 (dd, J=8.94, 8.54 Hz, 2 H)
7.88 (dd, J=5.54, 8.90 Hz, 2 H) NH,
N N/)\Et
|\4 ’U'LJH ~H JU
RN L W LA
[ [ [ [ T
80 78 76 74 ppm
| J L. J
-.Q-)' "'N
3 5
| Il I
EtOH
|h I
Lo
[ T [ 1T T T T [ T [
10 9 8 7 4 3 1 0
L JII | |1 I
o™ o
EEERE S E

C><)

(<)

Current Data Parameters

NAME FL352
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170816
Time 17.31
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 6103.516 H=z
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 98.8762

DW 81.920 usec
DE 6.50 usec
TE 299.9 K
D1 1.00000000 sec
TDO 1
======== CHRNNEL fl ========
SFO1 300.1618536 MH=z
NUC1 1H

Pl 13.50 usec
PLW1 9.30000019 W

F2 - Processing parameters
SI 65536

SF 300.1595979 MH=z
WDW EM

SGB 0

LB 0.30 Hz
GB 0

BC 1.00
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Current Data Parameters
NAME FL352
EXPNO 2
PROCNO 1
F2 - Acquisition Paramsters
Date_ 20170816
Time 18.05
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
_ PULPROG zgpg30
115.68 (d, J=21.82 Hz, 2 C) NH, ™ E5a6
127.19 (d, J=8.27 Hz, 2 C) PR SOLVENT DMSO
129.87 (d, J=3.02 Hz, 1 C) £ 7/ N" SN e rease
161.87 (d, J=245.12 Hz, 1 C) _ //I\ SWH 24414 .063 Hz
N N Et FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187
DW 20.480 usec
CE 6.50 usec
1 TE 300.1 K
| q D1 2.00000000 sec
‘ | D11 0.03000000 sec
) \| | D31 0.00001500 sec
i i D40 0.004339029 sac
v L4 37
o N I oy =5
P32 98.00 usec
S B L TDO 14
130 129 128 ppm m======= CHANNEL fl ========
SFO1 75.4828392 MHzZ
NUC1 13cC
Pl 15.00 usec
PLW1 22.00000000 W
======== CHANNEL f2 ========
SFOoz2 300.1612006 MHZ
NUCz2 1H
CPDPRG[2 waltzle
PCPD2 98.00 usec
PLWZ2 9.30000019 W
PLW12 0.29355001 W
PLW13 0.20355%001 W
l { F2 - Processing parameters
n " " . . " L y o " L " = 32768
SF 75.4753335 MHzZ
WDW EM
SSB 0
T T T T T T T T T T T T T T T T T T T T T ég . 1.00 Hz
180 160 140 120 100 80 60 40 20 0 ppm =c 1.40
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4-Amino-2-ethyl-7-(4-chlorophenyl)imidazo[1,2-a][1,3,5]triazine (5i)

<)
BRUKER
(<)

Current Data Parameters

O W™ W~ nmnuy4woumnmodh - oo oo g
WO WO wm™m <t HOWMAddO O OWsH o
M @@ MOYLYMNW S AN o
[o o e o I n N e N NN NN NN A A I
L“£t ‘:L,J
NSV SR
1.24 (t, J=7.55 Hz, 3 H)
2.65 (q, J=7.54 Hz, 2 H)
7.53 (d, J=8.67 Hz, 2 H)
7.85 (d, J=8.67 Hz, 2 H)
N
O
h” l | N N/’ Et
| | “
g le !1 ‘
| K
S FAAN
EE R AR AR R RN LR RARR AR RN
80 79 78 77 76 7.5 ppm
<] N
(] o™~
o EtOH | EtOH
| Lo |
I
| u—l A‘“__l Al U AN
R R [ [ TTTTTTTTTTE [ [ T TTrTTT T T
11 10 9 8 7 6 5 4 3 2 1 0 ppm
e ) )\
3 88 K £
o~ o N o~ o

NAME FL357
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170818

Time 14.10
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 6103.516 Hz
FIDRES 0.083132 H=z
AQ 5.3687091 sec
RG 133.856

DW 81.920 usec
DE 6.50 usec
TE 300.0 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl1 ========
SFO1 300.1618536 MH=z
NUC1 1H

P1 13.50 usec
PLW1 9.30000019 W

F2 - Processing parameters
ST 65536

SF 300.1600001 MH=z
WDW EM

SEB 0

LB 0.30 H=z
GB 0

PC 1.00
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Current Data Parameters

NAME FL357
EXPNO 2
DPROCNOQ 1
F2 - Acguisition Parameters
Date 20170820
Time 14.26
INSTRUM FQURIER300
DPROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 20480
Ds 4
SWH 24414.063 Hz
FIDRES 0.372529% Hz
A0 1.3421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 300.1 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.0043902% sec
L4 37
L5 53
P32 98.00 usec
TDO 20
CHANNEL f1 ========
75.4828332 MHz
13C
15.00 usec
22.00000000 W
======== CHANNEL f2 ========
Sro2 300.1612006 MHz
Nucz2 1H
CPDPRE[2 waltzle
PCED2 98.00 usec
PLW2 §.30000019% W
PLW12 0.29359001 W
DLW13 0.20359001 W
F2 - Processing parameters
SI 32768
=33 75.4753350 MHz
wDwW EM
SSB 0
LB 1.00 Hz
GB 0
EC 1.40
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4-Amino-2-ethyl-7-(4-methylphenyl)imidazo[1,2-a][1,3,5]triazine (5],
O W o ooomommr>~>dmnma WO AW 8
—~ Oy N M o0 W MO O P AN A O >N (@]
mennas megywiunnenaaa g
(f ﬁil‘ o~ ﬁ‘ o~ qlf? (ﬁ o ™Y €? ™™ {ﬁ fﬁ — — i
VY SNEE
1.25 (t, J=7.55 Hz, 3 H)
2.65 (g, J=7.54 Hz, 2 H)
7.27 (d, J=7.95 Hz, 2 H)
7.75 (d, J=8.10 Hz, 2 H) NH,
N/gN
ve ek A
- —
| NT SNt
f\\ I
il PI
l |
J J
T I T j I j I
78 7.6 7.4 7.2 ppm
L L J
3 3
o~ o™
| |
- tOH |
VL
x t L
A R R R L I I T I T
1 10 9 8 7 6 5 4 3 2 1 0 ppm
R I
EEE B -
| =] N || o

C><)

(>

Current Data Parameters

NAME FL366
EXPNO 1
PROCNO 1

F2 - Acgquisition Parameters
Date 20170924

Time 15.48
INSTRUM FOURIER300
PROEED 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 6103.516 H=z
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 63.4837

DW 81.920 usec
DE 6.50 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1618536 MH=z
NUC1 1H

P1 13.50 usec
PLW1 9.30000019 W

F2 - Processing parameters
ST 65536

SF 300.1599976 MHz
WDW EM

SEB 0

LB 0.30 Hz
GB 0

BC 1.00
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V \/ | ~N~/
NH,
Mo J N/I*N
N~ N/)\Et
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O ppm

(<O

Current Data Parameters
NAME FL366
EXDPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20170924
Time 16.10
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
DPULPROG zgpg3o
TD 65536
SOLVENT DMSO
NS 9216
Ds 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
pata] 1.3421773 sec
RE 501.187
DW 20.480 usec
DE 6.50 usec
TE 300.1 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00439029 sec
L4 37
L5 53
paz 98.00 usec
TDO 9
======== CHANNEL fl ========
SFO1 75.4828392 MHz
NUC1 13C
Pl 15.00 usec
DLW1 22.00000000 W
CHANNEL f2 ========
300.1612006 MHz
Nuc2 10
CDDPRG[2 waltzlé
PCPD2 98.00 usec
DPLW2 9.30000013 W
PLW1Z2 0.29359001 W
PLW13 0.20359001 W

- Processing parameters

32768
75.4753335 MHZ
EM
o]
1.00 Hz
Q
1.40
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4-Amino-2-ethyl-7-(4-methoxyphenyl)imidazo[1,2-a][1,3,5]triazine (5k)

o
O < ™M ™l ™ HUHWO AW OO O D o
o ™ Oy \Oo m o™ oMo Mo A o0 'O <H o
™o~~~ o O MWW WwWWLWWwmL st ooy o™y . m
@ o r~ >~ -~ Mmoo NN NN NN NN A A A 1 UK
SEVARY e N | BR ER
\ 4 Y - \
Current Data Parameters
NAME FL347
NH, EXPNO 1
/]\ PROCNO 1
X
Meo / N N F2 - Acquisition Parameters
1.24 (t, J=7.55 Hz, 3 H) N= //l\ Date 20170804
2.64 J=7.55 Hz, 2 H Time 16.38
(q, ! ) N Et INSTRUM FOURIER300
7.04 (d, J=8.88 Hz, 2 H) PROBHD 5 mm DUL 13C-1
7.78 (d, J=8.85 Hz, 2 H) ' PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
o] 5.3687091 sec
RG 113.921
i ‘ DW 81.920 usec
i | DE 6.50 usec
il )b TE 300.2 K
D1 1.00000000 sec
TDO 1
\ 1 \ ' 1 1 ‘
======== (CHANNEL fl1 ========
7.8 7.6 74 7.2 pPpm SFO1 300.1618536 MHz
L S NUC1 14
© =4 P1 13.50 usec
(=) [=]
‘N ‘d PLW1 9.320000019 W
F2 - Processing parameters
SI 65536
| SF 300.1599991 MHz
‘ | ! I WDW EM
[ ‘ ] SSB 0
LB 0.30 Hz
GRB 0
I PC 1.00
- JL i JL
T e T [T T T T T T T [T T T
10 9 8 7 6 5 4 3 2 1 0 ppm
L PRV || [ .
- - 2
~ele ] e ] @
| =[N o~ Le] ~ o~
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| Vo Voo N\ |
NH,
MeO 4 /KN
N N/)\Et
| T T T | T T T | i T T T |
180 160 140 120 100 80 60 40 20 0  ppm

(<O

Current Data Parameters

NAME FL347
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170804

Time 18.05
INSTRUM FOURIER300
DROBHD 5 mm DUL 13C-1
PULPROG zZgpg30

TD 65536
SOLVENT DMSO

NS 14336

Ds 4

SWH 24414 .063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187

DW 20.480 usec
DE 6.50 usec
TE 300.2 K

D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00439029 sec
L4 37

LS 53

P32 98.00 usec
TDO 14

SFO1 75.4828392 MHz
NUC1 13C

Pl 15.00 usec
DLWl 22.00000000 W
======== CHANNEL f2 —=======
SFO2 300.1612006 MHzZ
Nuc2 1E
CPDPRG[2 waltzlé
PCPDZz 98.00 usec
DLW2 9.3000001% W
PLW12 0.29359001 W
DPLW13 0.2035%001 W

F2 - Processing parameters
SI 312768

F 75.4753343 MH=Z
WDW EM

SSB 0

LB 1.00 Hz
GB 0

BC 1.40
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4-Amino-2-ethyl-7-(4-biphenyl)imidazo[1,2-a][1,3,5]triazine (5I)

<)
BRUKER
(<)

Current Data Parameters

S A S NN A A S NN e e RAr N 2
@ @ §:i:irirlp3h'ﬁ ~ f § f qiﬁ é(ii€05ﬁiml& o §'§ — f <
1.26 (t, J=7.55 Hz, 3 H)
2.66 (q, J=7.55 Hz, 2 H)
7.38 (t, J=7.29 Hz, 1 H)
7.49 (t, J=7.50 Hz, 2 H)
7.73 (d, J=7.23 Hz, 2 H)
7.79 (d, J=8.37 Hz, 2 H)
7.95 (d, J=8.28 Hz, 2 H) NH,
DMF N)§
Ph—< >—</ J“\
—= ~
nn n NT N7 Et
n |
|| HM !l
( | l' ‘I |
‘(J W 'w fU“
[ [ T [ j
8.0 7.8 7.6 7.4 ppm
LA
BB g e
Il l i
! l"
| Iy
Wl |
[ [ [ [ T T [ [ T [ [ [ [
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
piy AN | Il
ERENEE ] B
[-= 2R ol -2 BE ol =] =] o (=]
pav] DR i e o [J L

NAME FL373
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20171023

Time 16.56
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 111.726

DW 81.920 usec
DE 6.50 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL £l ========
SFO1 300.1618536 MHz
NUC1 1H

Pl 13.50 usec
PLW1 9.30000018 W

F2 - Processing parameters
SI 65536

SF 300.1599988 MHz
WDW EM

SSB o]

LB 0.30 Hz
GB 0

BC 1.00
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Current Data Parameters
NAME FL373
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20171020
Time 18.05
INSTRUM FOURIER200
PROBHD 5 mm DUL 13C-1
PULPROG Zgpg30
TD 65536
SOLVENT DMSO
NS 17408
NHz Ds 4
)\ SWH 24414 .063 Hz
FIDRES 0.372529 Hz
Ph 7/ "N” SN 20 1.3421773 sec
_ //]\ RG 501.187
DW 20.480 usec
N N Et DE 6.50 usec
TE 300.0 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00439029 sec
L4 a7
LS 53
P32 98.00 usec
TDO 17
== CHANNEL f1 ==
SFO1 75.48283292 1
NUC1 13C
P1 15.00 usec
PLW1 22.00000000 W
======== CHANNEL f2 ========
SFO2 300.1612006 MHz
NuC2 1H
CPDPRG [2 waltzlé
DMF PCPD2 98.00 usec
PLW2 9.30000019 W
DMF PLW12 0.29355001 W
\L \L \L PLW13 0.20359001 W
F2 - Processing parameters
. e SI 32768
SF 75.4753346 MHz
WDW EM
SSB 0
I ' I ‘ I ' I ‘ I ' I ' I ' I ' I ‘ I ' o . 1.00 Ez
180 160 140 120 100 80 60 40 20 0 ppm BC 1.40
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4-Amino-2-propyl-7-phenylimidazo[1,2-a][1,3,5]triazine (5m)

8.352
8.154
7.867
7.843
7.372
7.347
L7.323

NH,
o
0.94 (t, J=7.38 Hz, 3 H) N= N4i\pr
1.77 (m, J=7.40 Hz, 2 H)
2.60 (t, J=7.40 Hz, 2 H)
7.35 (t, J=7.34 Hz, 1 H)
7.47 (t, J=7.52 Hz, 2 H) I |
7.85 (d, J=7.08 Hz, 2 H) Ul m |
__ M M
[ [ [ [
M N 25 1 20 1.5 ppm
L L
I o 5 3 B
__,JU\ _JELJUM_ h h
I I j I I
78 76 7.4  ppm
L__ ) J Lh ) 1__ i
3 <
™~ o™ -
|
i |I !
i | |”|
L & L
""""" [roorrrTTT T I T I T I T [rorrrrT T T T T T T T T
10 9 8 7 6 5 4 3 2 1 0 ppm
| EWEEN I\ L]
SRl f 8 s
N [N~ o~ o™ [}

Current Data Parameters

NAME FL334
EXPNO 1
PROCNO 1

F2 - RAcquisition Parameters
Date 20170601

Time 14.09
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

D 65536
SOLVENT DMEO

NS 16

DS 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
pite) 5.3687091 sec
RG 88.2542

DW 81.920 usec
DE 6.50 usec
TE 297.7 K

D1 1.00000000 sec
TDO 1
======== CHANNEL f1 ========
SFO1 300.1618536 MHz
NUC1 1H

P1 13.50 usec
PLW1 9.30000019 W

F2 - Processing parameters
SI 65536

SF 300.1599986 MH=z
WDW EM

SSB o]

LB 0.30 Hz
GB 0

BC 1.00
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Current Data Parameters
NH, NAME FL324
/J\\ EXENO 2
DROCNO 1
/ N" SN
F2 - Acquisition Parameters
N’/ cfl\ Date 20170610
N Pr Time 18.06
INSTRUM FOURIER200
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
D 65536
SOLVENT DMSO
NS 15360
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
2D 1.3421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 300.1 K
D1 2.00000000 sec
) ‘ ‘| |‘ || | D11 0.03000000 sec
1 ] | D31 0.00001500 sec
if JlJ\ J[ ’||| el D40 0.00439029 sec
i [ 4
||\|U W ) W ‘\_}" I\Jll ié g;
- D3z 98.00 usec
TDO 15
' ' ' | —=—===== CHANNEL f1 ====cc=-
41 40 39 ppm SFO1 75.4828392 MHz
NUC1 13C
Pl 15.00 usec
PLW1 22.00000000 W
—======= CHANNEL f2 =====-==
SFO2 300.1612006 MHz
NUC2 10
CPDPRG[2 waltzlé
DCPD2 98.00 usec
DPLW2 9.30000018 W
PLW12 0.29359001 W
| PLW13 0.20359001 W
- ! A F2 - Processing parameters
sI 312768
ST 75.4753342 MHz
WDW EM
\IIHIl\III\II\IlI\\II\\II‘III\IIIII|\III\Ill\lII\III\IIl\lIIIII\IlI\III\III‘III\IIIII'\IH\II\\lll\ll\\II|\IIIIII\IlHIIHII\‘IH\II\Ill\ll\lll\lll\\II\III‘III\IIIII|\III\IIl\lII\III\IIlIII\III\IlI\I SSE O -
LB 1.00 Hz
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm gg 0 L 0
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100

—140

—160
& @™

95 90 85 80 75 70 65 6.0 55 50 45 40 35 30 25 20 15 1.0 05 0.0 ppm

Current Data Parameters
AME FL334

EXPND
PROCNO

F2 - Acquisition P
20

Date_
T

INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG  hmbegplpndgf
™

0.3355443

.00002980

CHANNEL f1
300.161427

9.
CHANNEL £2
75.4828272

1
22.

GRADTENT CHANNEL
RECT

2048
DMSQ
250

1lé
3051.758
1.49011&

501.187

163.840 usec
&.50 usec
300.0 K

145.0000000
10.0000

00000300
27660406
00344828
05000000
00020000
00001350
00002700
00001200
00100000
00002980

=
E
=
=
=
E
=
E
=
=
=

EEREEREEEREE:

13.50 usec
7.00 usec
20000019 W

ac

1z.00
00000000 W

GPNAM[1] 1
GPNAM [2] RECT.1
GPNAM [3] RECT. 1
GPZ1 50.00 %
cpz2 30.00 %
CcPZ3 20010 %
P16 1000.00 usec
Fl - Acquisition parameters
™ 128
SFOL 75.4B2E3 MHz
FIDRES 082214 Hz
W 222.283 ppm
FoMODE oF

F2 - Procassing paramsters
ST 2048

SF 300.1559993 MHz
WOW SINE

228 0

LE 0 Hz

GE 0

rC 1.40

Fl - Processing parameters
ST 1024

Moz OF

SF 75.4753250 MHz
WOW SINE

228 0

LE 0 Hz

GE 0
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4-Amino-2-propyl-7-(4-fluorophenyl)imidazo[1,2-a][1,3,5]triazine (5n)

MO 0NN W w\omﬁﬂmmc\]\owmqﬂmm'—iwmﬁg
O WU MmO~ MNO~NdOo0OO0O N> NO O HO
M0 ooEommnN mevnuoununeoEEnERa9 o
oo~~~ MmN NN NN NN NN NN A A A A OO0 O
SN\ [
F /NN
=L
0.94 (t, J=7.38 Hz, 3 H) N™ SN pr
1.76 (m, J=7.40 Hz, 2 H)
2.60 (t, J=7.41 Hz, 2 H)
7.31 (dd, J=8.94, 8.94 Hz, 2 H)
7.87 (dd, J=5.54, 8.90 Hz, 2 H)
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Current Data Parameters

NAME FL353
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170817
Time 12.56
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

jals 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
pXe] 5.3687091 sec
RG 87.6175

DW 81.920 usec
DE 6.50 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1618536 MHz
NUC1 10

Pl 13.50 usec
PLW1 9.30000019 W

F2 - Processing parameters
SI 65536

SF 300.1599983 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

BC 1.00
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Current Data Parameters

NAME FL353
EXPNO 2
PROCHNO 1

F2 - Acquisition Parameters
Date_ 20170817

Time 18.05
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zZgpg30

TD 65536
SOLVENT DMSO
NS 15360

Ds 4

SWH 24474.063 HE
FIDRES 0.372529 HzZ
AD 1.3421773 sec
RG 501.187

DW 20.480 usec
DE 6.50 usec
TE 300.1 K

D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00435029%9 sec
L4 37

L5 53

P32 98.00 usec
TDO 15
======== CHANNEL fl ========
SFO1 75.4828392 MH=
NUC1 13¢C

Pl 15.00 usec
PLW1 22.00000000 W
======== (CHANNEL f2 ========
SFO2 300.1612006 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 98.00 usec
PLWZ2 9.30000019 W
PLW12 0.2935%001 W
PLW13 0.20358001 W

T2 - Processing parameters
SI 32768

¥ 75.4753342 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

BPC 1.40
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4-Amino-2-propyl-7-(4-chlorophenyl)imidazo[1,2-a][1,3,5]triazine (50)
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Current Data Parameters
0.954 (t, J=7.38 Hz, 3 H) NAME FL363
1.76 (m, J=7.40 Hz, 2 H) EXENO 1
2.60 (t, J=7.40 Hz, 2 H) NH, PROCNO :
7.53 (d, J=8.70 Hz, 2 H) /l§ F2 - Aecquisition Parameters
7.85 (d, J=8.90 Hz, 2 H) 7/ ~N N Date_ 20170918
Cl Time 12.33
N/ //l\ INSTRUM FOURIER300
N Pr PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
‘ L SWH 6103.516 Hz
| | FIDRES 0.093132 Hz
JJU'h JU 20 5.3687091 sec
RG 145.81
DW 81.920 usec
T T T T T DE 6.50 usec
TE 300.0 K
8.0 7.8 7.6 ppm D1 1.00000000 sec
| P | J TDO 1
ol Ten[
< < U JL-L ======== CHANNEL f1 ========
o ™ SFO1 300.1618536 MHz
NUC1 1H
I j I T T j I T Pl 13.50 usec
1.8 1.6 1.4 1.2 1.0 ppm PLW1 9.30000019 W
L p F2 - Processing parameters
b= S sI 65536
~i - SF 300.1600004 MHz
WDW EM
Loy ssB 0
[N Iy LB 0.30 Hz
I I G 0
jl I PC 1.00
Ll
JL .ML [
T I I T I I T I I T I
11 10 9 8 7 6 5 4 3 2 1 0 ppm
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Current Data Parameters

NAME FL363

EXPNO 2

PROCNO 1

F2 - Acgquisition Parameters

Date_ 20170918

Time 17.05

INSTRUM FOURIER300

PRCEHD 5 mm DUL 13C-1

PULPROG zgpg3o0

TD 65536

SOLVENT DMSO

NS 16384

Ds 4

SWH 24414 .063 Hz

FIDRES 0.372529 Hz

2D 1.3421773 sec

RG 501.187

W 20.480 usec

DE 6.50 usec

TE 300.1 K

D1 2.00000000 sec

D11 0.03000000 sec

D31 0.00001500 sec

D40 0.00433029 sec

L4 37

L5 53

P32 98.00 usec

TDO 16

======== CHANNEL fl ========

SFO1 75.4828352 MHZ
C1 13C

Pl 15.00 usec

PLW1 22.00000000 W

======== CHANNEL £f2 ========

SFOz2 300.1612006

NuUCz 1H

CPDPRG[2 waltzlé

PCPD2 §8.00 usec

PLW2 9.30000019 W

PLW12 0.29359001 W

PLW13 0.20355001 W

F2 - Processing parameters

SI 32768

SF 75.4753350 MHz

WDW EM

SSB "]

LB 1.00 Hz

GB 0

BC 1.40
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4-Amino-2-propyl-7-(4-methylphenyl)imidazo[1,2-a][1,3,5]triazine (5p)
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0.94 (t, J=7.40 Hz, 3 H)
1.77 (m, J=7.40 Hz, 2 H) NH,
2.60 (t, J=7.40 Hz, 2 H) /i\
7.27 (d, J=7.89 Hz, 2 H) Me 7/ N” N
7.75 (d, J=8.07 Hz, 2 H) N Nél\
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Current Data Parameters

NAME FL367
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20170524
Time 15.53
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 59.2172

DW 81.920 usec
DE 6.50 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1618536 MH=z
NUC1 1H

Pl 13.50 usec
PLW1 9.30000019 W

F2 - Processing parameters
SI 65536

SF 300.1599975 MH=z
WDW EM

SSB 0

LB 0.30 Hz
GB 0

BC 1.00
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Current Data Parameters

NAME FL367
EXPNO 2
PROCNO 1
F2 - Acguisition Parameters
Date 20170925
Time 0.55
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zZgpg30
TD 65536
SOLVENT DMSO
NS 9216
D& 4
SWH 24414 .063 Hz
FIDRES 0.37252% Hz
AQ 1.3421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 300.1 K
D1 2.00000000 sec
D11 0.02000000 sec
D31 0.00001500 sec
D40 0.00439029 sec
L4 37
L5 53
P32 98.00 usec
TDO 9
======== CHANNEL fl1 ========
SFO1 75.4828352 MHz
NUC1 13C
P1 15.00 usec
PLW1 22.00000000 W
======== CHANNEL f2 ========
SFO2 300.1612006 MHz
NUCz2 1E
CPDPRG [2 waltzle
PCPD2 98.00 usec
PLWZ 9.30000013 W
PLW1Z2 0.29359001 W
PLW13 0.20359001 W
F2 - Processing parameters
SI 32768

F 75.4753331 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
EC 1.40
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4-Amino-2-propyl-7-(4-methoxyphenyl)imidazo[1,2-a][1,3,5]triazine (5q)
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0.94 (t, J=7.38 Hz, 3 H) N™N""pr
1.76 (m, J=7.39 Hz, 2 H) |
2.59 (t, J=7.41 Hz, 2 H)
7.04 (d, J=8.88 Hz, 2 H)
7.78 (d, J=8.85 Hz, 2 H)
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Current Data Parameters

NAME FL348
EXPNO 1
PROCNO 1

F2 - Acgquisition Parameters
Date_ 20170808

Time 14.04
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 6103 .516 Hz
FIDRES 0.093132 Hz
it} 5.3687091 sec
RG 87.3614

DW 81.920 usec
DE 6.50 usec
TE 300.2 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1618536 MH=z
NUC1 1H

P1 13.50 usec
PLW1 9.30000019 W

F2 - Processing parameters
SI 65536

SF 300.1599%88 MH=z
WDW EM

SSBE 0

LB 0.30 Hz
GB 0

BC 1.00

S39
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Current Data Parameters
NEME FL348
EXPNO 2
@©w O ™ n -~ o — PROCNO 1
S ] r- =+ — © w
co o ] o 4] @ © F2 - Acquisition Parameters
T T o7 7T 7T 7 7 Date 20170808
1T TT
INSTRUM FOURIER300
I [ PROBHD 5 mm DUL 13C-1
| ‘ | DULPROG Zgpg30
™D 65536
NH, ‘ ‘ SOLVENT DMSC
/]\ ‘ ‘ ‘ NS 14336
D DS 4
MeO 7/ ~N N ‘ ‘ ‘ SwH 24414.063 Hz
_ /]\ ‘ ‘ I FIDRES 0.372529 Hz
N = | ‘ | I 20 1.3421773 sec
N Pr fi ‘ ‘ | | RG 501.187
|| | \ oW 20.480 usec
L ‘| || \| DE 6.50 usec
| \‘ | - | | TE 200.2 X
ol D1 2.00000000 sec
f Fy /I ﬂu' A D1l 0.03000000 sac
TR /| i D31 0.00001500 sec
) VVAN (AR, A D40 0.00439029 sac
L4 37
I L5 53
40.5 40.0 39.5 39.0 T 7805 ueee
. . . . Ppm TDO 14
——====== CHANNEL fl ========
SFO1 75.4828392 MHZ
NUC1 13C
Pl 15.00 usec
PLW1 22.00000000 W
——====== CHANNEL f2 ========
SFO2 300.1612006 MHZ
NUC2 1H
CPDPRG [2 waltzlé
PCPDZ 58.00 usec
PLW2 9.30000019 W
PLW12 0.29359001 W
PLW13 0.20359001 W
" F2Z - Processing parameters
ST 32768
SF 75.4753342 MHz
WDW EM
SSB 0
| ' \ ' \ ' | ' | ' | ' | ‘ | ' | ' | ' LE 1.00 Hz
GB 0
180 160 140 120 100 80 60 40 20 0 ppm = 1.40
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4-Amino-2-propyl-7-(4-biphenyl)imidazo[1,2-a][1,3,5]triazine (5r)
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Current Data Parameters
NAME FL374
0.95 (t, J=7.37 Hz, 3 H) gﬁgggo %
1.78 (m, J=7.39 Hz, 2 H) NH
2.62 (t, J=7.40 Hz, 2 H) /l\z F2 - Acquisition Parameters
7.38 (t, J=7.28 Hz, 1 H) /NN Date_ 20171023
7.49 (t, J=7.52 Hz, 2 H) Ph INSTRUM FOURIER300
7.73 (d, J=7.65 Hz, 2 H) N= N//l\ PROBHD 5 mm DUL 13C-1
7.79 (d, J=8.37 Hz, 2 H) Pr EULPROG 2230
7.95 (d, J=8.28 Hz, 2 H) SOLVENT DME0
NS 16
DS 2
SWH 6103.516 Hz
r| I FIDRES 0.093132 Hz
I L) ! ) 5.3687091 sec
P I ‘ . | RG 86.1986
|.J|! i “\H ‘] A | DW 81.920 usec
\ | Pyl DE 6.50 usec
LA LY ; o
D1 1.00000000 sec
TDO 1
""" Y LAl R LAY AR ERARLLAR] RAAALAAEY LAARERAE) LARE . L el e
8.0 79 7.8 7.7 76 7.5 74 ppm SFO1 300.1618536 MHz
L gL | L NUC1 1H
ol Tenl w0 Pl 132.50 usec
‘ [ ‘ ‘ }‘" ‘F[ ‘ ’ PLW1 9.30000019 W
N N o™ (3}
F2 - Processing parameters
SI 65536
DMF SF 300.1599985 Miz
WDW EM
\L ‘ SSB 0
| I LB 0.30 Hz
I GB 0
I i oC 1.00
_J |1 Iyl J
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Current Data Parameters

180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O ppm

NAME FL374
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20171021

Time 18.05
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 17408

DS 4

SWH 24414 063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187

DW 20.480 usec
DE 6.50 usec
TE 300.0 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00439029 sec
L4 37

L5 53

P32 98.00 usec
TDO 17
======== CHANNEL fl ========
SFO1 75.4828392 MHz
NUC1 13C

Pl 15.00 usec
PLW1 22.00000000 W
======== CHANNEL f2 ========
SFOz 300.1612006 MHz
NUC2 1H
CPDPRG[2 waltzle
PCED2 98.00 usec
PLW2 9.30000019 W
PLW1Z2 0.29359001 W
PLW13 0.20359001 W
F2 - Processing parameters
5T 32768

SF 75.4753342 MHZ
WDW EM

S5B 0

LB 1.00 Hz
GB o]

PC 1.40
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4-amino-2-butyl-7-phenylimidazo[1,2-a][1,3,5]triazine (5s)

7.370

0.92 (t, J=7.32 Hz, 3 H)
1.36 (m, J=7.39 Hz, 2 H)
1.72 (m, J=7.50 Hz, 2 H)
2.62 (t, J=7.52 Hz, 2 H)
7.35 (t, J=7.34 Hz, 1 H)
7.47 (t, J=7.50 Hz, 2 H)
7.85 (d, J=7.02 Hz, 2 H)
A 'h| ‘l"-‘ | _LL J |
| \‘A
_ WMy -
‘ | | ! 1316114112 ppm
78 76 74 ppm .|| JL F! \‘5] | ‘8’
~o ~Ner N “Iw | l o~ o~ “
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27 2.6 ppm |
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BN Il vy
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Current Data Parameters

NAME FL335
EXPNO 1
PROCNO 1

F2 - Acguisition Parameters
Date_ 20170601

Time 14.14
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

Ds 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
RAQ 5.3687091 sec
RG 107.76

DW 81.920 usec
DE 6.50 usec
TE 297.7 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl1 ========
SFO1 300.1618536 MH=z
NUC1 1H

P1 13.50 usec
PLW1 §.30000019 W

F2 - Processing parameters
SI 65536

SF 300.1598990 MH=z
WDW EM

SEB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

NAME FL335

EXPNO 2

PROCNC 1

F2 - Acquisition Parameters

Date_ 20170608

Time 18.10

INSTRUM FOURIER300

PROBHD 5 mm DUL 13C-1

PULPROG Zgpg30

D 65536

SOLVENT DMSO

NS 15360

DS 4

SWH 24414 .063 HEZ

FIDRES 0.372529 HE

RO 1.3421773 sec

RG 501.187

DW 20.480 usec

DE 6.50 usec

TE 300.1 K

D1 2.00000000 sec

D11 0.03000000 sec

D31 0.00001500 sec

D40 0.00439029 sec

L4 37

L5 53

P32 98.00 usec

TDO 15

======== CHANNEL fl ========

SFO1 75.4828382

NUC 13C

Pl 15.00 usec

PLW1 22.00000000 W

== == CHANNEL f2 ==

SFO2 300.1612006 MHz
cz 1H

CPDPRG[2 waltzle

PCPDZ 98.00 usec

PLW2 9.30000019 W

PLW1z2 0.29355001 W

PLW13 0.20359001 W

F2 - Processing parameters

51 32768

SF 75.4753343 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB "]

PC 1.40
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Current Data Parameters

NAME
EXPNO
PROCNC

FL375
6
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROEBHD
PULPROG

D
SOLVENT
NS

D=

SWH
FIDRES

GRADIENT CHANNEL

20171123
18.03
FQURIER300

5 mm DUL 13C-1
hmbegplpndgf
2048

DMSO

3051.758 Hz
1.490116 Hz
sec

°
"
o
n
n
I
s

e}

I=3=1
EEEE

0.00000300 sec
32780397 sec
00244228 sec
05000000 sec
00020000 sec
00001350 sec
00002700 sec
00001200 sec
00100000 sec
00002980 sec
00002980 sec

CHANNEL f1

CHANNEL f2 =
75.4828272 MHz
13C

2.00
22.00000000 W

RECT.1
RECT.1
RECT.1
50.00 %
30.00 %
40.10 &

P16 1000.00 usee

F1l - Acquisition parameters

D 128

SFO1 75.48283 MHz

FIDRES 131.082214 Hz

sw 222.283 ppm

FnMODE QF

F2 - Processing parameters

sI 2048

SF 300.1599992 MHz

WDW SINE

sSB [

Le 0 Hz

al o

EC 1.40

Fl - Processing paramsters

sI 1024

MC2 QF

SF 75.4753292 MHz

WDW SINE

ssB [

L2 0 Hz

=) o
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4-Amino-2-butyl-7-(4-fluorophenyl)imidazo[1,2-a][1,3,5]triazine (5t)
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Current Data Parameters

NAME FL354
NH, EXPNO 10
/]\ PROCNO 1
0.92 (t, J=7.34 Hz, 3 H) N
1.36 (m, J=7.38 Hz, 2 H) F—@—(/\N N F2 - Acquisition Parameters
1.72 (m, J=7.49 Hz, 2 H) N= PR pate_ 20179817
N Bu ilme -
2.62 (t, J=7.52 Hz, 2 H) INSTRUM FOURIER300
7.31 (dd, J=8.93, 8.93 Hz, 2 H) | o oMM PUb el
7.88 (dd, J=5.55, 8.88 Hz, 2 H) \ ™ ceiae
n | A SOLVENT DMSO
1 Il I e :
| N L J\j / oW 6103.516 Hz
FIDRES 0.093132 Hz
Ml ‘ || [ ! [ ! [ ! [ ! [ ' [ AQ 5.3687091 =sec
_ RG 71.026
-ka J 'UU 18 16 14 12 10 ppm RS 71026
J)L,:_ JJ/_L: L l L A - A DE 6.50 usec
‘8[ ‘8[ ‘g TE 300.0 K
....................................................................... : : : D1 1.00000000 sec
I I I I I I ™~ ™ © TDO 1
7.9 78 77 76 7.5 74 7.3 ppm
L | ======== CHANNEL f1 ========
~ e ~ e SFO1 300.1618536 MHz
\o_[ lo[ NUcC1 1H
™~ o™ P1 13.50 usec
PLW1 9.30000019 W
F2 - Processing parameters
sI 65536
SF 300.1599969 MHz
| WDW EM
| SSB 0
H LB 0.30 Hz
b I Loy GB 0
[ PC 1.00
I C L
I I I I I IR | | R RARERARERN | | |
11 10 9 8 7 6 5 4 3 2 1 0 ppm
LoJul ) )1 P
[} [+2] ol o o
3ER & 3 EIE 3
- - ™| (N e
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115.68 (d, J=21.74 Hz, 2 C)
127.20 (d, J=8.25 Hz, 2 C)
129.88 (d, J=2.97 Hz, 1 C)
161.87 (d, J=244.80 Hz, 1 C)
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1
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Current Data Parameters

Hz
Hz
sec

usec
usec

sec
sec
sec
sec

usec

usec
W
W
)

MHz

Hz

NAME FL354
EXPNO 11
PROCNO 1
F2 - Acquisition Parameters
Date_ 20170818
Time 18.05
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zZgpg30
TD 65536
SOLVENT DMSO
NS 15360
DS 4
SWH 244714 063
FIDRES 0.372529
AO 1.3421773
RG 501.187
DW 20.480
DE 6.50
TE 300.0
D1 2.00000000
D11 0.03000000
D31 0.00001500
D40 0.00439029
L4 37
L5 53
P32 98.00
TDO 15
======== CHANNEL f1 ====
SFO1 75.4828392
NUC1 13C
Pl 15.00
PLW1 22.00000000
======== CHANNEL f2 --==
SFOZ 300.1612006
NUC2 1H
CPDPRG [2 waltzlé
PCPDZ 98.00
PLW2 9.30000019
PLW1Z2 0.29359001
PLW13 0.20355001
F2 - Processing parameters
SI 32768
SF 75.4753327
WDW

SSB o]

LB 1.00
GB 0

BC 1.40
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4-Amino-2-butyl-7-(4-chlorophenyl)imidazo[1,2-a][1,3,5]triazine (5u)
A MmO oW ONONFON WO ONDNMWHLNH WMo ("O>(7
nwwmmst Afd o d oo 00O OUF AN OdWOWS A M A
™M —~ 0 @ W MuOounMUuUWULFH~CCFWOWOFMEOIYTN NN D
oo e padgdddgaddddidididdics BRUKER
W - ~ (<0
Current Data Parameters
NH, NAME FL362
EXPNO 4
0.91 (t, J=7.32 Hz, 3 H) )§ PROCNO 1
1.35 (m' J=7.38 HZ' 2 H) CI / N N F2 - Acquisition Parameters
1.72 (m, J=7.49 Hz, 2 H) N/ //l\ Date_ ™ 20170915
2.62 (t, J=7.52 Hz, 2 H) N Bu Time 13.16
_ INSTRUM FOURIER300
7.53 (d, J=8.61 Hz, 2 H) PROBHD 5 mm DUL 13C-1
7.84 (d, J=8.58 Hz, 2 H) PULPROG zg30
TD 65536
SOLVENT DMSO
NS 128
DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
20 5.3687091 sec
RG 144.508
|I|' l‘i DW 81.920 usec
J‘ DE 6.50 usec
TE 300.0 K
= JM— e J«NI“' UU lJ D1 1.00000000 sec
| 1 | il _ o Uu( » TDO 1
8.0 7.8 7.6 ppm — T T T —======= CHANNEL f1 ========
SFO1 300.1618536 MHz
o e 1.8 16 14 12 1.0 ppm NUCT 11
}o’ ‘c’ | | L | L ] Pl 13.50 usec
o~ o~ ~ e “Nar PLW1 9.30000019 W
S E
o~ ™~ “ F2 - Processing parameters
sI 65536
\ SF 300.1600001 MHz
[ WDW
I ' SSB 0
| I LB 0.30 Hz
| GB 0
' ||I A BC 1.00
W
A li SN
1 ] 1 T ] T T T T ]
11 10 9 8 7 6 5 4 3 2 1 0 ppm
I o 1 P
T=[" |ewo|= ) =] (=] [o]
L=z} [=J1=] (=} (== (=}
2 &S 2 BRI
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Current Data Parameters

NAME FL362
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date_ 20170915
Time 18.10
INSTRUM FOURIER300
PROEBHD 5 mm DUL 13C-1
PULPROG Zgpg30
TD 65536
SOLVENT DMSO
NS 40960
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQD 1.32421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 300.0 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00433028 sec
L4 37
L5 53
P3z 98.00 usec
TDO 40
======== CHANNEL fl ========
SFO1 75.48283%2 MHz
NUC1 13C
Pl 15.00 usec
PLW1 22.00000000 W
CHANNEL f2 ========
300.1612006 MHZ
1H
CPDPRG[2 waltzlé
PCEDZ 98.00 usec
PLWZ 9.30000018 W
PLW1Z2 0.29355001 W
PLW13 0.20355001 W
F2 - Processing parameters
ST 32768
F 75.4754001 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40
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4-Amino-2-butyl-7-(4-methylphenyl)imidazo[1,2-a][1,3,5]triazine (5v)

~ 0N @ <
W WY LW ™~
NOD>~ oo ™
NI o BRUKER
L
ViV Y (<D
Current Data Parameters
NAME FL368
EXPNO 2
PROCNO 1
0.92 (t! =7.34 Hz, 3 H) F2 - Acquisition Parameters
1.36 (m, J= Hz, 2 H) Date 20170924
Time 16.04
1.72 (m' HZ' 2 H) INSTRUM FOURIER300
2.62 (t, Hz, 2 H) PROBHD 5 mm DUL 13C-1
7.27 (d, Hz, 2 H) PULPROG zg30
7.74 (d Hz, 2 H) W 62230
* ’ ' SOLVENT DMSO
NS 16
Dns 2
SWH 6103.516 Hz
FIDRES 0.093132 H=z
AQD 5.3687091 sec
RG 82.2225
DW 81.920 usec
/ DE 6.50 usec
TE 300.0 K
Me—@—(\ D1 1.00000000 sec
TDO 1
N Bu
======== CHANNEL fl1 ========
SFO1 300.1618536 MHz
NUC1 1H
P1 13.50 usec
PLW1 9.30000019 W
F2 - Processing parameters
SI 65536
SF 300.1599989% MH=z
WDW EM
SSB
LB 0.30 Hz
| i | GB 0
I PC 1.00
| J
11 10 9 8 7 6 5 4 3 2 1 0 PpPM
R A VTN
[ 35 BlE B
R < < Qe Qe ||
o~ o~ o~ o o~ (e (e
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Current Data Parameters
NAME FL368
EXPNO 3
PROCNO 1
F2 - Acguisiticon Parameters
Date_ 20170925
Time 18.09
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
EULPROG Zgpg30
D 65536
SOLVENT DMSO
NS 13312
DS 4
SWH 24414 .063 HZ
FIDRES 0.372529 Hz
BQ 1.3421773 sec
RG 501.187
DW 20.480 usec
NH2 DE 6.50 usec
TE 300.1 K
/J§b D1 2.00000000 sec
D11 0.03000000 sec
Me / N N D31 0.00001500 sec
N/ //l\ D40 0.00438029 sec
L4 37
N BU L5 53
P32 $8.00 usec
TDO 13
======== CHANNEL fl1 ========
SFO1 75.4828392 MHz
NUC1 13C
Pl 15.00 usec
PLW1 22.00000000 W
======== CHANNEL f2 ========
SFO2 300.1612006 MHz
NUC2 1H
CPDPRG [2 waltzlé
PCPDZ2 $8.00 usec
PLWZ2 9.30000019 W
PLW1z2 0.29358001 W
PLW13 0.20358001 W
J F2 - Processing parameters
v " o " a2 " e o oT 12768
SF 75.4753335 MHEZ
WDW EM
\ ' | ‘ | ' \ ' | ‘ | ' \ ' | ‘ | ' \ — 88B 0
LB 1.00 Hz
180 160 140 120 100 80 60 40 20 0 ppm = 0
BC 1.40
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4-Amino-2-butyl-7-(4-methoxyphenyl)imidazo[1,2-a][1,3,5]triazine (5w)
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NH,
A
0.92 (t, J=7.34 Hz, 3 H) MeO—@—(/\N N
1.36 (m, J=7.39 Hz, 2 H) N //'\
1.72 (m, J=7.49 Hz, 2 H) N" "Bu
2.62 (t, J=7.50 Hz, 2 H)
7.04 (d, J=8.85 Hz, 2 H)
7.78 (d, J=8.79 Hz, 2 H)
-
!Illi F*H
| l W |
\; J\M "II
L B e A 2.8 Ppm
1.8 16 14 12 1.0 ppm o
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Current Data Parameters

NAME FL349
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170809

Time 18.41
INSTRUM FOURIER300
PROEHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 63.9644

DW 81.920 usec
DE 6.50 usec
TE 298.2 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1618536 MHz
NUC1 1H

P1 13.50 usec
PLW1 9.30000019 W

F2 - Processing parameters
S1 65536

SF 300.1589977 MHz
WDW EM

SEB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters
NAME FL34%
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20170809
Time 18.59
NH2 INSTRUM FOURIER300
/l\ PROBHD 5 mm DUL 13C-1
DN PULPROG zZgpg30
Meo / N N TD 65536
_ //l\ SOLVENT DMSO
N N NS 14336
Bu DS 4
SWH 24414 .063 Hz
FIDRES 0.37252% Hz
AQ 1.2421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 298.2 K
D1 2.00000000 sec
D11 0.032000000 sec
D31 0.00001500 sec
D40 0.00439029 sec
L4 37
L5 53
P3z 98.00 usec
TDO 14
======== CHANNEL fl ========
SFO1 75.482833%2 MHz
NUC1 13C
P1 15.00 usec
PLW1 22.00000000 W
======== CHANNEL f2 ========
SFO2 300.1612006 MHE
NUC2 1H
CPDPRG [2 waltzle
PCPDZ2 98.00 usec
PLW2 9.320000019 W
PLW12 0.29359001 W
PLW13 0.20359001 W
F2 - Processing parameters
51 32768
F 75.4753335 MHz
WDW EM
S55B 0
l ' l j I j l ' l j l j l j l j l j l ' ég 0 1.00 Hz
180 160 140 120 100 80 60 40 20 0 ppm =c 1.40
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4-Amino-2-butyl-7-(4-biphenyl)imidazo[1,2-a][1,3,5]triazine (5x)

WO O NS MmO Wwmw -~ — g
NnowmMNOoOM><ft N WO wLWw ('] (e}
MO >~~~ <t st mMmm ™M .
P N P - <
SN o - s
S\V =
0.92 (t, J=7.32 Hz, 3 H)
1.37 (m, J=7.39 Hz, 2 H)
1.73 (m, J=7.50 Hz, 2 H)
2.63 (t, J=7.52 Hz, 2 H)
7.38 (t, J=7.28 Hz, 1 H)
7.49 (t, J=7.50 Hz, 2 H)
7.73 (d, J=7.50 Hz, 2 H)
7.79 (d, J=8.43 Hz, 2 H)
7.94 (d, J=8.37 Hz, 2 H) /"ﬂ"2
7/ N” SN
Ph /i\ ’
= —
’ h N N~ "Bu | lU
1T A b
|
|fH me ’\)‘ U‘ Hlll — T —
S P 1.8 1.6 14 12  ppm
L LM L)
HRLRREY LR RN LA LA R RARLR AR R RELALRLN = - =
- g
80 79 78 7.7 76 75 7.4 ppm ~ ~ =
R J 1 J L. L J
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JL - .JLL
[ [ [ [ [ [ T [ [ [ T [
11 10 9 8 7 6 5 4 3 2 1 0 ppm
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Current Data Parameters

NAME FL375
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20171023

Time 17.05
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 147.582

DW 81.920 usec
DE 6.50 usec
TE 300.1 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1618536 MH=z
NUC1 1H

P1 13.50 usec
PLW1 9.30000019 W

F2 - Processing parameters
SI 65536

SF 300.1599599 MH=z
WDW EM

SSB 0

LB 0.30 Hz
GB 0

BC 1.00
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Current Data Parameters

NAME FL375
EXPNO 2
PROCNO 1

F2 - Acguisition Parameters
Date_ 20171022

Time 14.10
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG Zgpg30

D 65536
SOLVENT DMSO
NS 20480
DS 4

SWE 24414 063 HZ
FIDRES 0.372529 Hz
1] 1.3421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 300.0 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00439029 sec
L4 37

L5 53

P32 98.00 usec
TDO 20
======== CHANNEL fl ========
SFO1 75.4828392 MHz
NUC 13C

Pl 15.00 usec
PLW1 22.00000000 W
======== CHANNEL f2 ========
SF02 300.1612006 MHz
NUC 1H
CPDPRG [2 waltzleée
PECED2Z $8.00 usec
PLWZ 9.30000019 W
PLW12 0.29359001 W
PLW13 0.20359001 W

F2 - Processing parameters
SI 32768

SF 75.4753350 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

C 1.40
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N',N’-morpholino-N-[3(5)-phenylimidazolo-5(3)yl acetamidine (6)

——11.443

——11.075
7.313
7.288
7.262
7.220
7.127
7.102
078
~3.649

7.10 (t, J=7.34 Hz, 1 H)
7.29 (t, J=7.70 Hz, 2 H) M
= e
7.66 (d, J=6.89 Hz, 2 H) NH >\\ /\\\
/ 7N
2N O

’ N
"ul |iU(A|

|
VAN, WJU”U‘
S VN

7.8 7.6 7.4 7.2

pPpm

-0.000

13 12 11 10 9 8 7 6 5 4 3 2
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Current Data Parameters

NAME FL371
EXPNO 9
PROCNO 1

F2 - Acquisition Parameters
Date 20180416
Time 16.18
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

D 65536
SOLVENT DMSO

NS 16

DS 2

SWH 6€103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 79.824

DW 81.920 usec
DE 6.50 usec
TE 300.2 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1618536 MHz
NUC1 1H

Pl 13.50 usec
PLW1 9.30000019 W
F2 - Processing parameters
=h 65536

SF 300.160000% MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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X-Ray crystallographic data for 5g and 5p



ESI Figure S1. A view in projection down the c-axis of the unit cell contents for 5g. One supramolecular layer is
highlighted in space-filling mode. The N-H-N, n(imidazo)-n(imidazo) and n(phenyl)-m(phenyl) interactions are shown
as orange, pink and blue dashed lines, respectively. Geometric parameters characterising the identified intermolecular
interactions. N-H~N: N41-H4n1-N3' = 2.088(11) A, N41-N3' = 2.9669(13) A and angle at H4nl = 174.5(11)°;
N41-H4n2-N1i = 2.064(12) A, N41-N1i = 2.9277(12) A and angle at H4n2 = 163.9(11)°. n(imidazo)-wt(imidazo):
Cg(N5,C6,C7,N8,C9)~Cg(N5,C6,C7,N8,C9)i = 3.4699(6) A and angle of inclination = 5.41(6)°. m(phenyl)-(phenyl):
Cg(C71-C76)~Cg(C71-C76)" = 3.8142(7) A and angle of inclination = 6.53(5)°. Symmetry operations: (i) 1-x, 1-y, 1-z;
(ii) x, Y5-y, Yat+z; (iii) ¥2-x, Y2y, z; (iv) Ya-x, -V5-y, .

S58



ESI Figure S2. A view in projection down the b-axis of the unit cell contents for 5p. One supramolecular layer is
highlighted in space-filling mode. The N-H~N, p(imidazo)-p(imidazo) and p(triazine)-p(phenyl) interactions are shown as
orange, pink and blue dashed lines, respectively. Geometric parameters characterising the identified intermolecular
interactions. N-H~N: N41-H4n1-N3' = 2.171(12) A, N41-N3' = 3.0501(16) A and angle at H4nl = 179.9(18)%;
N41-H4n2-N8a' = 2.192(13) A, N41-N8a' = 3.0636(15) A and angle at H4n2 = 173.5(13)°; N41la-H4n3--N3aii = 2.081(12)
A, N41a--N3aii = 2.9561(14) A and angle at H4n3 = 176.6(13)°; N4la-H4n4-N1ii = 2.501(12) A, N41a-N1i = 3.3320(15) A
and angle at H4n4 = 156.8(15)°. p(imidazo)-p(imidazo): Cg(N5,C6,C7,N8,C9)-Cg(N5,C6,C7,N8,C9)" = 3.5695(7) A and
angle of inclination = 0°. p(triazine)-p(phenyl): Cg(N1,N3,N5,C2,C4,C9)-Cg(C71-C76)V = 3.8946(7) A and angle of
inclination = 18.43(6)°; Cg(N1a,N3a,N5a,C2a,C4a,C9a)~Cg(C71a-C76a)’ = 3.9224(7) A and angle of inclination = 10.30(6)°.
Symmetry operations: (i) -x, -y, 2-z; (ii) 1-x, -y, 1-z; (iii) 1-x, 1-y, 1-z; (iv) 1-x, -y, 2-z; (v) 1-x, 1-y, -z.
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