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Figure S1. HPLC analysis of NAADP (1), and NAADP Derivatives 25-35 using an analytical 

column of AG MP-1 anion exchange resin (Bio-Rad, Hercules, CA) developed using gradients 

formed between water (solvent A) and 150 mM aqueous trifluoroacetic acid (solvent B) at a flow 

rate of 1 mL/min. The chromatography was described by Alexson et al., Anal. Biochem. 1981 116, 

357-360. The above chromatograms were generated immediately before biological evaluation. 
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5-thiomethyl-NAADP (32)
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5-(3-t-Boc-aminopropyl)-NAADP (28)
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8-bromo-NAADP (33)
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5-hydroxy-NAADP (26)
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5-(3-hydroxypropyl)-NAADP (30)
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5-aminopropyl-NAADP (29)
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8-azido-NAADP (34)
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5-acetamido-NAADP (25)
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5-propylazido-NAADP (31)
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5-(3-acetamidopropyl)-NAADP (27) 
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5-azido-8-bromo-NAADP (35)
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Figure S2. Ultra violet absorption spectra of NAADP 1 and NAADP analogs 25-35, 
obtained during HPLC of purified dinucleotides using a diode array detector under 
the conditions described in Figure S1. 
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5-thiomethyl-NAADP (32)
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5-(3-t-Boc-aminopropyl)-NAADP (28)
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8-bromo-NAADP (33)
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5-(3-hydroxypropyl)-NAADP (30)
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5-aminopropyl-NAADP (29)
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Compound Formula C 

(calcd) 
H 

(calcd) 

N 

(calcd) 
C 

(found) 
H 

(found) 
N 

(found) 
5-(2-Phenethynyl)nicotinic acid 

ethyl ester 
C16H13NO2 76.48 5.21 5.57 76.21 5.41 5.54 

5-(2-Phenethyl)nicotinic acid 
ethyl ester 

C16H17NO2 75.27 6.71 5.49 75.48 6.80 5.40 

2f C14H13NO2 73.99 5.77 6.16 74.04 5.99 6.03 

4 C13H14N2O3 63.40 5.73 11.38 63.57 5.80 11.20 

8 C16H20N2O4

·0.1CH2Cl2 
61.81 6.51 8.95 61.83 6.42 8.60 

11 C14H20N2O4

·0.5CH2Cl2 
53.95 6.56 8.68 53.63 6.36 8.85 

13 C11H11NO3 64.38 5.40 6.83 64.43 5.28 6.78 

 

 

Figure S3. Elemental analysis results for synthetic derivatives described in the Experimental 

section. 
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