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PRELIMINARY DATA OF THE INTERMEDIATES

4-6-Dichloro-[1,3,5]triazin-2-ylamine (2): Yield: 82%;  M.P: 157 ºC; Rf: 0.87, Mobile phase; 

toluene: acetone (7:3)

4-Chloro-6-morpholin-4-yl-[1,3,5]triazin-2-ylamine (3): Yield: 78%; M.P: 172-173 ºC; Rf: 0.93, 

Mobile phase; toluene: acetone (7:3)

4,6-diphenyl-6H-1,3-oxazin-2-amine (7a): Yield: 84%; M.P: 220 ºC; Rf: 0.83, Mobile phase; 

ethyl acetate: toluene (7:3)

6-(2-nitrophenyl)-4-phenyl-6H-1,3-oxazin-2-amine (7b): Yield: 88%; M.P: 226 ºC; Rf: 0.87, 

Mobile phase; ethyl acetate: toluene (7:3)
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6-(3-nitrophenyl)-4-phenyl-6H-1,3-oxazin-2-amine (7c): Yield: 78%; M.P: 210 ºC; Rf: 0.76, 

Mobile phase; ethyl acetate: toluene (7:3)

6-(4-nitrophenyl)-4-phenyl-6H-1,3-oxazin-2-amine (7d): Yield: 75%; M.P: 225 ºC; Rf: 0.84, 

Mobile phase; ethyl acetate: toluene (7:3)

2-(2-amino-4-phenyl-6H-1,3-oxazin-6-yl)phenol (7e): Yield: 86%; M.P: 228 ºC; Rf: 0.88, Mobile 

phase; ethyl acetate: toluene (7:3)

3-(2-amino-4-phenyl-6H-1,3-oxazin-6-yl)phenol (7f): Yield: 80%; M.P: 210 ºC; Rf: 0.86, Mobile 

phase; ethyl acetate: toluene (7:3)

4-(2-amino-4-phenyl-6H-1,3-oxazin-6-yl)phenol (7g): Yield: 85%; M.P: 225 ºC; Rf: 0.78, 

Mobile phase; ethyl acetate: toluene (7:3)

6-(2-chlorophenyl)-4-phenyl-6H-1,3-oxazin-2-amine (7h): Yield: 82%; M.P: 226 ºC; Rf: 0.89, 

Mobile phase; ethyl acetate: toluene (7:3)

6-(3-chlorophenyl)-4-phenyl-6H-1,3-oxazin-2-amine (7i): Yield: 76%; M.P: 210 ºC; Rf: 0.73, 

Mobile phase; ethyl acetate: toluene (7:3)

6-(4-chlorophenyl)-4-phenyl-6H-1,3-oxazin-2-amine (7j): Yield: 89%; M.P: 218 ºC; Rf: 0.78, 

Mobile phase; ethyl acetate: toluene (7:3)

4-phenyl-6-(o-tolyl)-6H-1,3-oxazin-2-amine (7k): Yield: 84%; M.P: 228 ºC; Rf: 0.87, Mobile 

phase; ethyl acetate: toluene (7:3)

4-phenyl-6-(m-tolyl)-6H-1,3-oxazin-2-amine (7l): Yield: 92%; M.P: 230 ºC; Rf: 0.88, Mobile 

phase; ethyl acetate: toluene (7:3)



4-phenyl-6-(p-tolyl)-6H-1,3-oxazin-2-amine (7m): Yield: 90%; M.P: 225 ºC; Rf: 0.87, Mobile 

phase; ethyl acetate: toluene (7:3)
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DOCKING RESULT ANALYSIS OF COMPOUND 8 (a-m)

Entry Name docking score glide gscore glide energy
8a

-7.032 -7.032 -65.324

8b
-8.213 -8.213 -76.776

8c
-8.956 -8.956 -78.546

8d
-8.814 -8.814 -77.457

8e
-8.012 -8.012 -75.654

8f
-8.112 -8.112 -76.453

8g
-8.083 -8.083 -76.342

8h
-7.213 -7.213 -70.568

8i
-7.876 -7.876 -71.244

8j
-7.657 -7.657 -71.189

8k
-7.011 -7.011 -68.982

8l
-7.113 -7.113 -69.749

8m
-7.098 -7.098 -69.457

Alogliptin

(Reference ligand) -9.447 -9.447 -56.191



DRUG-INTERACTION DIAGRAM

Figure SI 1: Drug-interaction diagram of compound 8(a)



Figure SI 2: Drug-interaction diagram of compound 8(b)



Figure SI 3: Drug-interaction diagram of compound 8(d)



Figure SI 4: Drug-interaction diagram of compound 8(e)



Figure SI 5: Drug-interaction diagram of compound 8(f)



Figure SI 6: Drug-interaction diagram of compound 8(g)



Figure SI 7: Drug-interaction diagram of compound 8(h)



Figure SI 8: Drug-interaction diagram of compound 8(i)



Figure SI 9: Drug-interaction diagram of compound 8(j)



Figure SI 10: Drug-interaction diagram of compound 8(k)



Figure SI 11: Drug-interaction diagram of compound 8(l)



Figure SI 12: Drug-interaction diagram of compound 8(m)



SPECTROSCOPICAL DATA
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