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X-Ray crystallographic data for 6i

Table S1

Details of the specified intermolecular interactions (A-B...B; A, °) in 6i:

A H B A-B H...B A..B A-H...B symmetry

N5 HIN N2 0.881(9) 2.095(9) 2.9742(10) 176.5(12) 1-x,-y,1-z

N5 H2N N1 0.879(11) 2.121(11) 2.9872(10) 168.4(11) x,1/2-y,-1/2+z
C13 H13B O1 0.98 2.45 3.3135(11) 147 2-x, 2-y, 1-z

C13 H13C N4 0.98 2.57 3.4871(12) 156 2-x, 1/2+y, 3/2-z

Figure S1. A view of the unit cell contents of 6i shown in projection down the b-axis. The amine-N-H...N
hydrogen bonding (blue dashed lines) leads to supramolecular layers parallel to [0 0 1] and these are
connected into a three-dimensional architecture via methyl-C—H...O(methoxy) and methyl-C—H...N(imidazo)
non-conventional hydrogen bonding (orange dashed lines).



4-Amino-7-phenylimidazo[1,2-a][1,3,5]triazine (6a)
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NAME FL151
EXENO 101
PROCNO 1
F2 - Acguisition Parameters
Date_ 201e0708
Time 18.05
INSTRUM FOURIER300
PROBHD S mm DUL 13C-1
PULPROG zgpg30
D €553¢
SOLVENT DMSO
NS 18432
DS 4
SWH 24414.0863
FIDRES 0.372529
AQ 1.3421773
RG $01.187
DW 20.480
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F2 - Processing parameters
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4-Amino-7-(4-fluorophenyl)imidazo[1,2-a][1,3,5]triazine (6b)

7.32

(dd,
7.90 (dd, J=5.52,

8.474
8.184
8.139
7.956
T 921
7.902
7.891
7.873
7.346
7.316
7.286

\\"\\V%

J=8.96, 8.96 Hz, H)

8.91 Hz, 2 H)

N MOU<TOANWDWO
NOMMAdO0O OO0
[eaBiso i ol i To BN TO RN To BT BE |
MAN AN NN NN
N\

NH,

-0~

N= N/)

-0.000

7.9 7.8 TT 7.6 7.5 7.4 7.3 ppm
W o
- I I
i DMF
iMF . ll
(|
al LI 1
[ T T T T T T T T T T
1 10 8 6 5 3 2 1 0

)
RUKER
(><)

Current Data Parameters
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EXPNOC 1
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F2 - Acquisition Parameters
Date_ 20161010

Time 14.21
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD €553¢€
SOLVENT DMSO

NS 16

DS 2

SWH €103.51€ Hz
FIDRES 0.093132 Hz
AQ 5.3€87081 sec
RG 142.13

DW 81.920 usec
DE €.50 usec
TE 300.1 K

Dl 1.00000000 sec
TDO 1
= CHANNEL £]1 ========
SFol 300. -618536 MHz
NUCl 1H

Pl 13.50 usec
PLW1 ©.3000001% W

F2 - Processing parameters
SI €553¢

SF 300.1599991 MHz
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SSB 0

LB 0.30 Hz
GB 0

BC 1.00
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AQ 1.3421773 sec
RG 501.187

DW 20.480 usec
DE €.50 usec
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14 37
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F2 - Processing parameters
SI 32768

SF 75.4753346 MHz
WDW EM
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4-Amino-7-(2-chlorophenyl)imidazo[1,2-a][1,3,5]triazine (6c)
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DW 20.480 usec
DE €.50 usec
IE 300.0 K
D1 2,00000000 sec
1l 0.03000000 sec
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4-Amino-7-(4-chlorophenyl)imidazo[1,2-a][1,3,5]triazine (6d)
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======== CHANNEL fl ========
SFol 300.1618536 MHz
NUCl 1H
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F2 - Acqguisition Parameters
Date_ 20180901

Time 18.23
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PROBED S5 mm DUL 13C-1
PULPROG zgpg30

D 65536
SOLVENT DMSO

NS 16384

Ds 4

SWH 24414.0863 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187

Dw 20.480 usec
DE €.50 usec
TE 298.2 K

D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.0043%029 sec
L4 37
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PLW12 0.2935%001 W
PLW13 0.20355001 W
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WDW EM

SSB 0
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4-Amino-7-(4-bromophenyl)imidazo[1,2-a][1,3,5]triazine (6e)
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D €553¢
SOLVENT DMSO
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AQ 5.3687091 sec
RG 162.655

DW 81.920 usec
DE 6.50 usec
TE 300.1 K

Dl 1.00000000 sec
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======== CHANNEL £f]1 ========
SFol 300.161853¢€ MHz
NUCl 1H

Pl 13.50 usec
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F2 - Processing parameters
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4-Amino-7-(4-iodophenyl)imidazo[1,2-a][1,3,5]triazine (6f)
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F2 - Acquisition Parameters
Date_ 20170223

Time 12.55
INSTRUM FOURIER300
PROBHD S mm DUL 13C-1
PULPROG zg30

TD €553¢
SOLVENT DMSO

NS 16

DS 2

SWH 6103.51¢ Hz
FIDRES 0.083132 Hz
AQ 5.3687081 sec
RG 115,995

DW 81.920 usec
DE 6.50 usec
TE 300.1 K

Dl 1.00000000 sec
TDO 1
======== CHANNEL f]l ========
SFOl 300.1818536 MHz
NUCl 1H

Pl 13.50 usec
PLW1 ©.3000001e W

F2 - Processing parameters
SI €553¢

SF 300.1599985 MHz
WowW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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NAME FL2&3
EXPNO 3
PROCNO 1

F2 - Acguisition Parameters
Date_ 20170223
Time 19.05
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30

D €553¢
SOLVENT DMSO

NS 16384

DS 4

SWHE 24414.063 Hz
FIDRES 0.372529% Hz
AQ 1.3421773 sec
RG 501.187

Dw 20.480 usec
DE €.50 usec
TE 300.1 K

1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.0043%029 sec
L4 37

LS 53

P32 $8.00 usec
ID0 1
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SFO2 300,1€12006 MHz
NUC2 1H
CPDPRG[2 walctzlé
PCPD2 8,00 usec
PLW2 ©.3000001% W
PLW1Z 0.29359001 W
PLW13 0.20358001 W
F2 - Processing parameters
S1 327¢é8

SF 75.4753350 MHz
wDw EM
SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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4-Amino-7-(3-nitrophenyl)imidazo[1,2-a][1,3,5]triazine (6g)
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//, PULEROG 2g30
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AQ 5.3687091 sec
RG 138.138
I DW 81.920 usec
DE €.50 usec
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T Dl 1.00000000 sec
7.8 ppm TDO 10
L ======== CHANNEL fl ========
g SFOl 300.1618536 MHz
i DMEH NUC1 1
Pl 13.50 usec
PLW1 9.3000001¢ w
| F2 - Processing parameters
| SI 65536
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! WDW EM
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GB Q
' l JJ BC 1.00
l_ A = u
| | I I I I I I I I 1 |
12 1" 10 9 8 7 6 5 3 2 1 0 ppm

S16



DMF

Z7N\

>_

/
z

-

DMF

L

I I I I ! I I | I

170 160 150 140 130 120 110 100 90

T

80

70

|

60

50

40

30

20

10

ppm

Lo )
BRUKER
o)

Current Data Parameters

NAME
EXPNO
PROCNO

FL223
2

1

F2 - Acqguisition Parameters

Date_
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5 mm DUL 13C-1
zgpg30
€553¢
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4
24414.0€3 Hz
0.372529 Hz
1.3421773 sec
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20.480 usec
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300.1 K
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.03000000 sec
.00001500 sec
.0043%029% sec
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OOoOn
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0.28359001 W
0.2035%001 W

F2 - Processing parameters
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EM
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0
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4-Amino-7-(4-methylphenyl)imidazo[1,2-a][1,3,5]triazine (6h)
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NAME FL167
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20160728

Time 15.11
INSTRUM FOURIER300
PROBHD S mm DUL 13C-1
PULPROG zg30

TD €553¢
SCOLVENT DMSO

NS 16

Ds 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 98.976%

DW 81.920 usec
DE €.50 usec
TE 298.0 K

Dl 1.00000000 sec
TDO 1
======== CHAN.\'EL fl sS=======
SFol 300.161853¢6 MHz
NUCLl 1H

Pl 13.50 usec
PLW1 6.3000001¢ W

F2 - Processing parameters
SI €553¢€

SP 300.159998¢€ MHz
WDW EM

SsB Q

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

NAME FL167
EXPNO 3
PRCCNO 1

F2 - Acquisition Parameters
Date_ 20160728

Time 15.22
INSTRUM FOURIER300
PROBED S5 mm DUL 13C-1
PULPROG z2gpg30
D €553¢
SOLVENT DMSO
NS 18432

Ds 4

SWH 24414.0€3 Hz
FIDRES 0.372529 Hz

Q 1.3421773 sec
RG 501.187

DW 20.480 usec
DE €.30 usec
IE 298.3 K

Dl 2.00000000 sec
D1l 0.03000000 sec
D31 0.00001500 sec
D40 0.0043%029% sec
14 37

LS 53

P32 $8.00 usec
D0 18
======== CHANNEL fl sssss===
SFC1 75.48283%2 MHz
NUC1 13C

Pl 15.00 usec
PLW1 22.00000000 W
mnssmmms CHANNEL f2 sssss===
SFO2 300.1€1200¢€ MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPED2 $8.00 usec
PLW2 9.3000001% W
PLWiZ .29359001 W
PLW13 0.20358001 W

F2 - Processing parameters
SI 327¢8

SF 75.475334¢6 MHz
wDW EM

SSB 0

LB 1,00 Hz
GB 0

BC 1.40
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4-Amino-7-(4-methoxyphenyl)imidazo[1,2-a][1,3,5]triazine (6i)
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7.80 (d, J=8.85 Hz,
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Current Data Parameters

NAME FL18¢
EXPNO 2
PROCNO 1

F2 - Acguisition Parameters
Date_ 20160902

Time 9.51
INSTRUM FOURIER300
PROBHD S mm DUL 13C-1
PULPROG zg30

D €553¢
SOLVENT DMSO

NS 16

DS 2

SWH €103.51€ Hz
FIDRES 0.093132 Hz
AQ 5.3€87081 sec
RG 90.085¢

DW 81.920 usec
DE .50 usec
TE 298.1 K

Dl 1.00000000 sec
DO 1
======== CHANNEL £f]1 ========
SFOl 300.161853¢€ MHz
NUCl 1H

Pl 13.50 usec
PLW1 ©.3000001¢ W

F2 - Processing parameters
SI 6553¢€

SF 300.1599989 MHz
WDW EM

SsB8 0

LB 0.30 Hz
GB 0

BC 1.00
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Current Data Parameters

NAME FL189
EXPNO 3
PROCNO ¥

F2 - AcQuisition Parameters
Date_ 201e0%02
Time 14.59
INSTRUM FOURIER300
PROBHD S mm DUL 13C-1
PULPROG zZgpg30

1D €553¢
SOLVENT DMSO

NS 16384

DS 4

SWH 24414.083 Hz
FIDRES 0.372528 Hz
2Q 1.3421773 sec
RG 501,187

DW 20.480 usec
DE €.50 usec
TE 288.2 K
D1 2.00000000 sec
D11l 0.03000000 sec
D31 0.00001500 sec
D40 0.0043802¢ sec
L4 37

LS s3

P32 88.00 usec
DO 16
======== CHANNEL fl ========
SFOl 75.4828392 MHz
NUC1 13C

Pl 15.00 usec
PLW1 22.00000000 W
======== CHANNEL f2 =s====s===
SFO2 300.1€12006 MHz
NUC2 1H
CPDPRG(2 waltzlé
PCPD2 98.00 usec
PLW2 9.30000019 W
PLWlZ 0.28358001 W
PLW13 0.2035%001 W

F2 - Processing parameters
sI 32768

ST 75.4753342 MEz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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4-Amino-7-(3,4-dimethoxyphenyl)imidazo[1,2-a][1,3,5]triazine (6j)

IO NOMN OO o ™M
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A ITONOMOO o ©

o~~~ ™

N

MeO 7 N )N

7.06 (d, J=8.37 Hz, 1 H) N >N7
MeO

—3.308
2513
2.507
2.501
2.494
2.488

—=-0.000

<)

(<

Current Data Parameters

NAME
EXPNO
PROCNO

FL1S8
g

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
A0

RG

DW

20170104
13.38
FOURIER300
mm DUL 13C-1
zg30

€553¢6

DMSO

160

6103.516 Hz
0.093132 Hz
5.36870981 sec

184.776
81.920 usec
€.50 usec
300.0 &
1.00000000 sec

CHANNEL £l ========
300.1618536 MHz
1H
13.50 usec

©.30000019 w

F2 - Processing parameters

SF
iDW
SSB
LB
GB
PC

7~ =~ -
(-]
(%]

0.94

3.00\.
3.06/

€553¢6
300.1600006 MHz
EM
0.30 Hz

1.00
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Current Data Parameters
NAME FL198
EXENO 10
PROCNO 1

20170107
FOURIER300
S mm DUL 13C-1

Hz
S Hz
sec

usec
usec

(5]

sec

sec

sec

0.00435025 sec
37

OO

$8.00 usec

==s====== CHANNEL fl ========

75.48283%2 MHz

N 13C
P 5.00 usec
PLW1 22.00000000 W

======== CHANNEL £2 ==ss====

SFC2 300.1612006 MHz

0 usec
$.30000 W
0.2935 W
0.2 w

F2 - Processing parameters
SI 2768

SF 75.4753354 MHz
wDW EM

SsB 0

1B 1.00 Hz
GB v]

2C 1.40
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4-Amino-7-(4-hydroxy-3-methoxyphenyl)imidazo[1,2-a][1,3,5]triazine (6k)

8. 388
8.114
8.065
7.957
7.442
7.436
7.303
7.297
7.276
7.269
6.886
6.859
3.338

™M
)
(o9]
™~

2.737
2.735
2.521
2.515
2.509
2.503
2.497

LN
o
Fﬂ
O\

SER\ P2 IS

NH,
6.87 (d, J=8.16 Hz, 1 H) /L\
7.29 (dd, J=1.94, 8.15 Hz, 1 H) /N NN
7.44 (d, J=1.86 Hz, 1 H) HO

MeO

-0.000

<)

(<O

Current Data Parameters

NAME FL244
EXPNO 12
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170213

Time 10.08
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 87.6175

DW 81.920 usec
DE 6.50 usec
TE 300.1 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
SI 65536

SF 300.1599983 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

NAME FLz244
EXPNO 11
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170211
Time 16.55
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG Zgpg30

TD 65536
SOLVENT DMSO

NS 18432

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 18
======== CHANNEL f1 ========
SFO1 75.4828392 MHz
NUC1 13¢C

Pl 15.00 usec
PLW1 22.00000000 W
======== CHANNEL f2 ========
SFO2 300.1612006 MHz
NuUc2 1H
CPDPRG [2 waltzle
PCPD2 98.00 usec
PLW2 9.30000019 W
PLW12 0.29359001 W
PLW13 0.20359001 W

F2 - Processing parameters
SI 32768

SF 75.4753342 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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4-Amino-7-(biphenyl-4-yl)imidazo[1,2-a][1,3,5]triazine (6l)
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V=

7.38 (t, J=7.29 Hz, 1 H)

7.49 (t, J=7.47 Hz, 2 H)

7.74 (d, J=7.11 Hz, 2 H) NH,
7.80 (d, J=8.49 Hz, 2 H) PR
7.96 (d, J=8.46 Hz, 2 ~

T 1 T 1 T | T
80 79 78 7.7 76 75 74 ppm

BOEE

-0.000

C><)

LS

10 9 8 7 6 5 - 3

ppm

Current Data Parameters
NAME FL226
EXENO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20161222

Time 198.03
INSTRUM FOURIER300
PROBHD S mm DUL 13C-1
PULPROG zg30

D €553¢
SOLVENT DMSO

NS 16

DS 2

SWH €103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687081 sec
RG 123.99

DW 81.820 usec
DE €.50 usec
TE 300.1 K

Dl 1.00000000 sec
DO ¥
======== Cm_\'EL fl ========
SFOl 300.1618536 MH2
NUCl 1H

Pl 13.50 usec
PLW1 ©.3000001¢ W

F2 - Processing parameters
SI £553¢

SF 300.1600001 MHz
wDw EM

SsB 0

LB 0.30 Hz
GB 0

BC 1.00
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Current Data Parameters

L)
BRUKER
(%)

Hz
Sec

usec
usec
K
sec
sec
sec
sec

usec

MHz

usec

NAME FL226
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20161222
Time 19.14
INSTRUM FOURIER300
PROBHD S mm DUL 13C-1
PULPROG z2gpg30
D 65536
SOLVENT DMSO
NS 15380
DS 4
SWE 24414.083
FIDRES 0.3725289
A 1.3421773
RG 501.187
DW 20.480
DE €6.50
TE 300.1
Dl 2.00000000
D1l 0.03000000
D31 0.00001500
D40 0.0043%02¢%
14 3%
Ls 53
P32 88.00
D0 15
mnssssss CHANNEL f] sss=====
SFO1 75.4828382
NUCL 13C
Pl 15.00
PLW1 22.00000000

w

ssssssss CHANNEL {2 ssssss=s

SFO2 300.1612006
NUC2 1K
CEDPRG([2 waltzlé
PCPD2 98.00
PLW2 ©.3000001¢8
PLW12 0.2935%001
PLW13 0.2035%001

MHz

usec
w
W
w

F2 - Processing parameters

SI 327&8
SF 75.4753350
WDW EM
SSB 0

1B 1.00
GB 0

PC 1.40

MHz

Hz
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4-Amino-7-(napthalene-2-yl)imidazo[1,2-a][1,3,5]triazine (6m)
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Current Data Parameters

NAME FL240
EXPNO 3
PROCNC 1

F2 - Acguisition Parameters
Date_ 20170104

Time 15.45
INSTRUM FOURIER300
PROBHD S mm DUL 13C-1
PULPROG zg30

D €553¢€
SOLVENT DMSO

NS 1e6

DS 2

SWH €103.51€ Hz
FIDRES 0.083132 Hz
AQ 5.3687091 sec
RG 160.373

DW 81.920 usec
DE €.50 usec
TE 300.1 K

Dl 1.00000000 sec
DO 1
======== CHANNEL £]1 ========
SFol 300.1€1853¢6 MHz
NUC1l 1H

Pl 13.50 usec
PLW1 ©.3000001¢ w

F2 - Processing parameters
sI €553¢

SF 300.1600000 MHz
wDwW EM

SsB a

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

NAME FL240
EXPNO 4
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170105

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 300.1 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 17
======== CHANNEL fl ========
SFO1 75.4828392 MHz
NUC1 13C

Pl 15.00 usec
PLW1 22.00000000 W
======== CHANNEL f2 ========
SF02 300.1612006 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 98.00 usec
PLW2 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

PC 1.40
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N’,N’-Dimethyl-N-[3(5)-phenylimidazolo-5(3)yl formamidine (11 & 11°)

8.407
7.676
7.658
7.307
7.282
7.256
7.185
7.122
3.327
3.069

—11.642

—11.227
7.098
-7.073

/r
/
\

NH
/)\ Z~NMe,

7.10 (t, J=7.34 Hz, 1 H) N

7.28 (t, J=7.70 Hz, 2 H)

7.66 (d, J=7.38 Hz,

2 H) “

.943
.513
L —2.507

\\\

2.501
2 495
2 489

-0.000

C><)

(<O

Current Data Parameters

7~NMe,
I H |
LA I
7|8 7|6 714 712 | ppm
L . L
w [==] -—
g SRR
L T L o
rreTTeT [rererreTT [rerereeTT [rerrrreTT [rerrrrenT [rerrrreeT [rerrrrerT [rerrrTerT | | [rerrereTT [rerrereTT [rerrrreTT [rererreTT [rerrrreTT [
13 12 11 10 9 8 7 6 5 4 3 0
[ o I
158 g [2RER B

NAME FL325
EXPNO =)
PROCNO 1

F2 - Rcquisition Parameters

Date_ 20170525

Time 13.02
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 £E.3687091 sec
RG 137.212

DwW 81.920 usec
DE 6.50 usec
TE 297.7 K

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

Pl 13.50 usec
PLW1 9.30000015% W

F2 - Processing parameters
58I 65536

SF 300.1600007 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

S30



Examples of microwave experiment reports



Anton Paar GmbH
Anton-Paar-Strale 20
8054 Graz e/
Austria

/’f\;-) Anton Paar

Anton Paar Monowave Series
Serial Number: 81920167
Instrument Software Version: 4.00.8615.18

Processing Protocol

» Experiment Name: FL4
» Experiment Date: 11/2/2016 2:42:58 PM
» Experiment Unique ID: 81
> User: Administrator
» Temperature Control: IR
> Vial Type: Glass vial G10
Steps
Step | Program Temperature | Time Power | Cooling | Stirrer
Speed

°C hh:mm:ss W rpm
1 Heat as fast as possible | 150 - 850 | Off 600
2 Hold - 00:20:00 850 Off 600
3 Cool down 55 - - On 600
Experiment Result
> Result: OK

Templk ___ TempRuby _ Pressure _ Power
"] i) [bar]
300 30
aoa
200 GO0-|20
400
100 e 10
1] 0-to
ao:na 0a5:00 10:00 1500 20:00 mimss

Raw data is accessible for download from the "Browse Results" dialog on Monowave (see serial number
above)

Adjustment Information

» Date of last IR sensor adjustment: 1/26/2016 11:22:03 AM
» User name of last IR sensor adjustment:  Service

Wednesday, November 02, 2016

(signature)

Wednesday, November 02, 2016 Page 1 of 1



Experiment: 2017-01-10:01
User: Biotage
Processed: 2017.01.10 11:35:04

Reaction 1

Processed: 2017.01.10 11:35:09

Status: OK

Absorption level: Normal

Vial type: 2.0-5.0 ml

Pre-stirring: 600

Initial power: 0

Dynamic deflector optimization:On

Step Time °C bar W FHT Cooling Stir Rate

1 00:20:00 150 Off Off On Off 600

Temperature (C)

200

250

200

1z0 [ \
100 \

50

0

0 10 20 20 40 50 E0

Pressure (bar)

20

25

20

1=

1o

5 . y
. \
0 10 20 20 40 50 &0

Power (W)

450

=

200

225

1z0

o -

]

0 1 20 30 40 50 18]
Data as CVS


file:///E:/Research/MCR%20report/Biotage/results/Biotage/2017.01.10.01/csvdata.zip

Reaction
FL2 06-Jan-17 4:00:06 PM User: gaia

Method Parameters

10mL Vessel

Name: FL2 Temp(C):

150

Type: Conventional Time(mm:ss):

20:00

Graphs

Snap Cap

Method Summary

Reaction started:

Temperature setpoint reached:
Reaction cooling started:
Cooling/Reaction ended:

Reaction Completed Successfully!

Maximum temperature:
Maximum pressure:
Time to obtain setpoint:
Time at setpoint:

Time cooling:

SE_smaz Accelerating the transformation of concept to cure
7= S5V pO,.Box 200 Matthews, NC 28106 ® 8007263331 @ www.cemsynthesis.com

06-Jan-17 4:00:32 PM
06-Jan-17 4:02:02 PM
06-Jan-17 4:22:04 PM
06-Jan-17 4:34:06 PM

150 C

199 PSI
01:30 mm:ss
20:02 mm:ss
12:02 mm:ss
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