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Figure S1. Thermogravimetric analysis of compounds 9a and 9b.
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Figure S2. Emission lifetime measurements for compounds 5a-d and 9a-d.
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Figure S3. Fluorescence and phosphorescence spectra of 5b-c and 9b-c in 2-MeTHF matrix at 77K.
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Figure S4. Current density-voltage dependencies for purine-only and purine host-FIrpic OLEDs.
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Table S1. Calculated ground state dipole moment values of the compounds.

Compound 5a 5b 5c 5d 9a 9b 9c 9d

μ, D 6.99 7.36 5.39 11.86 5.54 5.88 3.93 10.49

Table S2. Radiative and nonradiative decay rates of the compounds.

Compound 5a 5b 5c 5d 9a 9b 9c 9d

kr, a ×107 s-1 7.00 7.09 6.17 7.50 8.61 8.50 3.80 11.28

knr, b ×107 s-1 0.69 2.00 2.17 0.83 19.17 41.50 8.86 14.36
aRadiative decay rate kr = ΦFL/τ. 

bNonradiative decay rate knr = (1- ΦFL)/ τ.
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NMR spectra of synthesized compounds
9-(5,5,5-Triphenylpentyl)-2,6-dichloro-9H-purine (2)
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Figure S5. 1H-NMR (300 MHz, CDCl3) spectrum of compound 2
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Figure S6. 13C-NMR (75.5 MHz, CDCl3) spectrum of compound 2
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S8

2,6-Diazido-9-(5,5,5-triphenylpentyl)-9H-purine (3)
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Figure S7. 1H-NMR (300 MHz, CDCl3) spectrum of compound 3
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Figure S8. 13C-NMR (75.5 MHz, CDCl3) spectrum of compound 3
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S9

6-Azido-9-(5,5,5-triphenylpentyl)-2-(piperidin-1-yl)-9H-purine (4)
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Figure S9. 1H-NMR (300 MHz, CDCl3) spectrum of compound 4
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Figure S10. 13C-NMR (75.5 MHz, CDCl3) spectrum of compound 4
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S10

2-Azido-6-(piperidin-1-yl)-9H-purine (7)
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Figure S11. 1H-NMR (300 MHz, DMSO-d6) spectrum of compound 7
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Figure S12. 13C-NMR (75.5 MHz, DMSO-d6) spectrum of compound 7
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2-Azido-9-(5,5,5-triphenylpentyl)-6-(piperidin-1-yl)-9H-purine (8)
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Figure S13. 1H-NMR (300 MHz, CDCl3) spectrum of compound 8
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Figure S14. 13C-NMR (75.5 MHz, CDCl3) spectrum of compound 8
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S12

SYNTHESIS OF 2-(PIPERIDIN-1-YL)-6-TRIAZOLYL-9-ALKYLPURINES 5

6-(4-Phenyl-1H-1,2,3-triazol-1-yl)-9-(5,5,5-triphenylpentyl)-2-(piperidin-1-yl)-9H-purine (5a)

-1.0-0.50.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.0
2.

0

6.
0

2.
0

2.
1

3.
9

2.
0

15
.0

1.
0

2.
0

1.
0

2.
0

1.
0

7.27.47.67.88.0

Figure S15. 1H-NMR (300 MHz, CDCl3) spectrum of compound 5a
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Figure S16. 13C-NMR (75.5 MHz, CDCl3) spectrum of compound 5a
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S13

6-(4-(4-Methoxyphenyl)-1H-1,2,3-triazol-1-yl)-9-(5,5,5-triphenylpentyl)-2-(piperidin-1-yl)-9H-

purine (5b)
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Figure S17. 1H-NMR (300 MHz, CDCl3) spectrum of compound 5b
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Figure S18. 13C-NMR (75.5 MHz, CDCl3) spectrum of compound 5b

N

N N

N

N

N

N
N

OMe



S14

9-(5,5,5-Triphenylpentyl)-6-(4-(4-(N,N-dimethylamino)phenyl)-1H-1,2,3-triazol-1-yl)-2-

(piperidin-1-yl)-9H-purine (5c)
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Figure S19. 1H-NMR (300 MHz, CDCl3) spectrum of compound 5c
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Figure S20. 13C-NMR (75.5 MHz, CDCl3) spectrum of compound 5c
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S15

6-(4-(4-Cyanophenyl)-1H-1,2,3-triazol-1-yl)-9-(5,5,5-triphenylpentyl)-2-(piperidin-1-yl)-9H-

purine (5d)
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Figure S21. 1H-NMR (300 MHz, CDCl3) spectrum of compound 5d
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Figure S22. 13C-NMR (75.5 MHz, CDCl3) spectrum of compound 5d
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S16

SYNTHESIS OF 6-(PIPERIDIN-1-YL)-2-TRIAZOLYL-9-ALKYLPURINES 9

2-(4-Phenyl-1H-1,2,3-triazol-1-yl)-6-(piperidin-1-yl)-9-(5,5,5-triphenylpentyl)-9H-purine (9a)
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Figure S23. 1H-NMR (300 MHz, CDCl3) spectrum of compound 9a
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Figure S24. 13C-NMR (75.5 MHz, CDCl3) spectrum of compound 9a
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S17

2-(4-(4-Methoxyphenyl)-1H-1,2,3-triazol-1-yl)-6-(piperidin-1-yl)-9-(5,5,5-triphenylpentyl)-9H-

purine (9b)
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Figure S25. 1H-NMR (300 MHz, CDCl3) spectrum of compound 9b
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Figure S26. 13C-NMR (75.5 MHz, CDCl3) spectrum of compound 9b
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S18

9-(5,5,5-Triphenylpentyl)-2-(4-(4-(N,N-dimethylamino)phenyl)-1H-1,2,3-triazol-1-yl)-6-

(piperidin-1-yl)-9H-purine (9c) 
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Figure S27. 1H-NMR (300 MHz, CDCl3) spectrum of compound 9c
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Figure S28. 13C-NMR (75.5 MHz, CDCl3) spectrum of compound 9c

N

N N

N

N

NN
N

Me2N



S19

2-(4-(4-Cyanophenyl)-1H-1,2,3-triazol-1-yl)-9-(5,5,5-triphenylpentyl)-6-(piperidin-1-yl)-9H-

purine (9d)
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Figure S29.1H-NMR (300 MHz, CDCl3) spectrum of compound 9d

-100102030405060708090100110120130140150160170180190200210

23
.1

24
.8

26
.3

30
.8

39
.9

43
.7

46
.6

56
.7

11
1.

7
11

9.
0

11
9.

3
12

0.
0

12
6.

1
12

6.
5

12
8.

0
12

9.
2

13
2.

8
13

5.
1

13
8.

9
14

5.
6

14
7.

2
14

9.
1

15
1.

6
15

3.
9

126.0127.0128.0129.0

12
6.

1

12
6.

5

12
8.

0

12
9.

2

118.8119.4120.0

11
9.

0

11
9.

3

12
0.

0

Figure S30. 13C-NMR (75.5 MHz, CDCl3) spectrum of compound 9d

N

N N

N

N

NN
N

NC


