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Table S1. Experimental, calculated ad estimated pKa values for anilines/anilinium ions.


	
	
	
	
	

	Entry
	Aniline
	pKa
	Experimental 
value
	Calculated/other sources

	1
	4-OEt (2b)
	5.19
	Not found
	Estimated with Hammet constant [1]
(4-hexyloxyaniline calculated to 5.59[3])

	2
	4-Bu (2c)
	4.95
	Not found
	Estimated with Hammet constant [1]
(4-Ethylaniline calculated to 5.0 [3])

	3
	3,4-methylene-dioxy (2d)
	4.46
	Not found
	Estimated with Hammet constant [1]

	4
	4-F (2e)
	4.65 
	From Gross et al. [1]
	

	5
	H (2a)
	4.58
	From Gross et al. [1]
	

	6
	3-OBn (2f)
	ca 4.2
	Not found
	Hammet constant not found, Approximated from 3-methoxyaniline (pKa 4.20[1])

	7
	3-ethyne (2g)
	3.82
	Not found
	Estimated with Hammet constant [1]

	8
	3-Cl (2h)
	3.34
	From Gross et al. [1]
	

	9
	4-Br-3-F (2i)
	2.73
	Not found
	Estimated with Hammet constant [1]

	10
	4-NO2 (2j)
	1.02
	From Gross et al. [1]
	

	11
	N-Me-4-F (2k)
	ca 4.9
	Not found
	Approximated from N-methylamiline (pKa 4.89[4])

	12
	2-OH (2l)
	4.84
	From Tehan et al.[2]
	Calculated: 4.52 [2]

	13
	2,6-(i-Pr)2 (2m)
	4.4
	Not found
	Calculated value.[3]

	14
	2-I (2n)
	2.60
	From Tehan et al.[2]
	Calculated: 3.11 [2]

	15
	2,4-Cl (2o)
	2.0
	From Tehan et al.[2]
	Calculated: 3.11 [2]

	16
	2,4,5-Cl (2p)
	1.09
	From Tehan et al.[2]
	Calculated: 2.02 [2]

	17
	2,6-Cl (2q)
	0.42
	From Tehan et al.[2]
	Calculated: 3.44 [2]

	18
	2-NO2 (2r)
	-0.31
	From Eastes et al.[4]
	

	19
	2-CF3, 4-NO2 (2s)
	 < 0 
	Not found
	Estimated based on pKa of 2r

	20
	2,3,4,5,6-F (2t)
	-0.28
	From Tehan et al.[2]
	Calculated: -0.49 [2]
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N-(4-Butylphenyl)-7H-pyrrolo[2,3-d]pyrimidin-4-amine (3c)

[image: ]
Figure S1. 1H NMR (400 MHz, DMSO-d6) of compound 3c.
[image: ]
Figure S2. 13C NMR (100 MHz, DMSO-d6) of compound 3c.









N-(3-(Benzyloxy)phenyl)-7H-pyrrolo[2,3-d]pyrimidin-4-amine (3f) 

[image: ]
Figure S3. 1H NMR (400 MHz, DMSO-d6) of compound 3f. 
[image: ]Figure S4. 13C NMR (100 MHz, DMSO-d6) of compound 3f.










N-(3-Ethynylphenyl)-7H-pyrrolo[2,3-d]pyrimidin-4-amine (3g) 
[image: ]
Figure S5. 1H NMR (400 MHz, DMSO-d6) of compound 3g. 
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Figure S6. 13C NMR (100 MHz, DMSO-d6) of compound 3g.







N-(4-Bromo-3-fluorophenyl)-7H-pyrrolo[2,3-d]pyrimidin-4-amine (3i)
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Figure S7. 1H NMR (400 MHz, DMSO-d6) of compound 3i. 
[image: ]
Figure S8. 13C NMR (100 MHz, DMSO-d6) of compound 3i.








N-(4-Fluorophenyl)-N-methyl-7H-pyrrolo[2,3-d]pyrimidin-4-amine (3k)
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Figure S9. 1H NMR (400 MHz, DMSO-d6) of compound 3k. 
[image: ]
Figure S10. 13C NMR (100 MHz, DMSO-d6) of compound 3k.















N-(2-Iodophenyl)-7H-pyrrolo[2,3-d]pyrimidin-4-amin (3n)

[image: ]
Figure S11. 1H NMR (600 MHz, DMSO-d6) of compound 3n. 

[image: ]
Figure S12. 13C NMR (150 MHz, DMSO-d6) of compound 3n.













N-(2,4-Dichlorophenyl)-7H-pyrrolo[2,3-d]pyrimidin-4-amine (3o)

[image: ]
Figure S13. 1H NMR (400 MHz, DMSO-d6) of compound 3o. 
[image: ]
Figure S14. 13C NMR (100 MHz, DMSO-d6) of compound 3o.
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6-(4-Fluorophenyl)-N-phenyl-7H-pyrrolo[2,3-d]pyrimidin-4-amine (8)
[image: ]
Figure S15. 1H NMR (600 MHz, DMSO-d6) of compound 8. 

[image: ]
Figure S16. 13C NMR (150 MHz, DMSO-d6) of compound 8.















6-(4-Bromophenyl)-N-phenyl-7H-pyrrolo[2,3-d]pyrimidin-4-amine (9)
[image: ]
Figure S17. 1H NMR (600 MHz, DMSO-d6) of compound 8. 
[image: ]
Figure S18. 13C NMR (150 MHz, DMSO-d6) of compound 8.
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