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Table S1
Details of the specified intermolecular interactions (A–B…B; Å, °) in 6i:
A H B A–B H…B A…B A–H…B symmetry
N5 H1N 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).

X-Ray crystallographic data for 6i



4-Amino-7-phenylimidazo[1,2-a][1,3,5]triazine (6a) 
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4-Amino-7-(4-fluorophenyl)imidazo[1,2-a][1,3,5]triazine (6b) 
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4-Amino-7-(2-chlorophenyl)imidazo[1,2-a][1,3,5]triazine (6c) 

DMF
DMF



S9

DMF
DMF



S10

4-Amino-7-(4-chlorophenyl)imidazo[1,2-a][1,3,5]triazine (6d) 
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4-Amino-7-(4-bromophenyl)imidazo[1,2-a][1,3,5]triazine (6e) 
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4-Amino-7-(4-iodophenyl)imidazo[1,2-a][1,3,5]triazine (6f) 
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4-Amino-7-(3-nitrophenyl)imidazo[1,2-a][1,3,5]triazine (6g) 
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4-Amino-7-(4-methylphenyl)imidazo[1,2-a][1,3,5]triazine (6h) 
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4-Amino-7-(4-methoxyphenyl)imidazo[1,2-a][1,3,5]triazine (6i) 
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4-Amino-7-(3,4-dimethoxyphenyl)imidazo[1,2-a][1,3,5]triazine (6j) 
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4-Amino-7-(4-hydroxy-3-methoxyphenyl)imidazo[1,2-a][1,3,5]triazine (6k) 
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4-Amino-7-(biphenyl-4-yl)imidazo[1,2-a][1,3,5]triazine (6l)
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4-Amino-7-(napthalene-2-yl)imidazo[1,2-a][1,3,5]triazine (6m) 
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N’,N’-Dimethyl-N-[3(5)-phenylimidazolo-5(3)yl formamidine (11 & 11’) 



Examples of microwave experiment reports 
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Experiment: 2017­01­10:01
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: 2.0­5.0 ml
Pre­stirring: 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)

Pressure (bar)

Power (W)

Data as CVS

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


FL2 06-Jan-17 4:00:06 PM    User: gaia    10mL Vessel    Snap Cap

Reaction

FL2

Method Parameters

Name:

ConventionalType:

Temp(C): 150

Time(mm:ss): 20:00

Graphs

Reaction started:                        06-Jan-17 4:00:32 PM
Temperature setpoint reached:                    06-Jan-17 4:02:02 PM
Reaction cooling started:                    06-Jan-17 4:22:04 PM
Cooling/Reaction ended:                    06-Jan-17 4:34:06 PM

Reaction Completed Successfully!

Maximum temperature:                        150 C
Maximum pressure:                        199 PSI
Time to obtain setpoint:                        01:30 mm:ss
Time at setpoint:                        20:02 mm:ss
Time cooling:                            12:02 mm:ss

Method Summary
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