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1. Fig S1. Sigmoidal plots for the inhibition of MAO-A by 2-methylbenzo[d]oxazole derivatives 

2. Fig. S2. Sigmoidal plots for the inhibition of MAO-B by 2-methylbenzo[d]oxazole 

derivatives 

3. NMR spectra 

4. Mass spectra 

5. HPLC traces for purity estimation 

6. XRD data for 2b 
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Fig S1. Sigmoidal plots for the inhibition of MAO-A by 2-methylbenzo[d]oxazole derivatives. 
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Fig. S2. Sigmoidal plots for the inhibition of MAO-B by 2-methylbenzo[d]oxazole derivatives.  
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6-(Benzyloxy)-2-methylbenzo[d]oxazole (1a) 
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6-((4-Bromobenzyl)oxy)-2-methylbenzo[d]oxazole (1b) 
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4-(((2-Methylbenzo[d]oxazol-6-yl)oxy)methyl)benzonitrile (1c) 
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2-Methyl-6-((4-nitrobenzyl)oxy)benzo[d]oxazole (1d) 
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6-((4-Chlorobenzyl)oxy)-2-methylbenzo[d]oxazole (1e) 
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2-Methyl-6-((4-methylbenzyl)oxy)benzo[d]oxazole (1f) 
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5-(Benzyloxy)-2-methylbenzo[d]oxazole (2a) 
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5-((4-Bromobenzyl)oxy)-2-methylbenzo[d]oxazole (2b) 
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4-(((2-Methylbenzo[d]oxazol-5-yl)oxy)methyl)benzonitrile (2c) 

 

 

 



13 
 

2-Methyl-5-((4-nitrobenzyl)oxy)benzo[d]oxazole (2d) 
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5-((4-Chlorobenzyl)oxy)-2-methylbenzo[d]oxazole (2e) 
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2-Methyl-5-((4-methylbenzyl)oxy)benzo[d]oxazole (2f) 
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3-(((2-Methylbenzo[d]oxazol-5-yl)oxy)methyl)benzonitrile (2g) 
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6-(Benzyloxy)-2-methylbenzo[d]oxazole (1a) 

 

6-((4-Bromobenzyl)oxy)-2-methylbenzo[d]oxazole (1b) 
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4-(((2-Methylbenzo[d]oxazol-6-yl)oxy)methyl)benzonitrile (1c) 

 

2-Methyl-6-((4-nitrobenzyl)oxy)benzo[d]oxazole (1d) 
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6-((4-Chlorobenzyl)oxy)-2-methylbenzo[d]oxazole (1e) 

 

2-Methyl-6-((4-methylbenzyl)oxy)benzo[d]oxazole (1f) 
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5-(Benzyloxy)-2-methylbenzo[d]oxazole (2a) 

 

5-((4-Bromobenzyl)oxy)-2-methylbenzo[d]oxazole (2b) 
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4-(((2-Methylbenzo[d]oxazol-5-yl)oxy)methyl)benzonitrile (2c) 

 

2-Methyl-5-((4-nitrobenzyl)oxy)benzo[d]oxazole (2d) 
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5-((4-Chlorobenzyl)oxy)-2-methylbenzo[d]oxazole (2e) 

 

2-Methyl-5-((4-methylbenzyl)oxy)benzo[d]oxazole (2f) 
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3-(((2-Methylbenzo[d]oxazol-5-yl)oxy)methyl)benzonitrile (2g) 

 

6-(Benzyloxy)-2-methylbenzo[d]oxazole (1a) 
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6-((4-Bromobenzyl)oxy)-2-methylbenzo[d]oxazole (1b) 

 

4-(((2-Methylbenzo[d]oxazol-6-yl)oxy)methyl)benzonitrile (1c) 
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2-Methyl-6-((4-nitrobenzyl)oxy)benzo[d]oxazole (1d) 

 

6-((4-Chlorobenzyl)oxy)-2-methylbenzo[d]oxazole (1e) 
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2-Methyl-6-((4-methylbenzyl)oxy)benzo[d]oxazole (1f) 

 

5-(Benzyloxy)-2-methylbenzo[d]oxazole (2a) 
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5-((4-Bromobenzyl)oxy)-2-methylbenzo[d]oxazole (2b) 

 

4-(((2-Methylbenzo[d]oxazol-5-yl)oxy)methyl)benzonitrile (2c) 
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2-Methyl-5-((4-nitrobenzyl)oxy)benzo[d]oxazole (2d) 

 

5-((4-Chlorobenzyl)oxy)-2-methylbenzo[d]oxazole (2e) 
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2-Methyl-5-((4-methylbenzyl)oxy)benzo[d]oxazole (2f) 

 

3-(((2-Methylbenzo[d]oxazol-5-yl)oxy)methyl)benzonitrile (2g) 
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Single crystal X-ray diffraction data for 2b 

Table S1. Sample and crystal data for 2b 

CCDC no. 2408388 

Chemical formula C15H12BrNO2 

Mr 318 g/mol 

Temperature 293(2) K 

Wavelength 0.71076 Å 

Crystal size 0.200 × 0.200 × 0.200 mm 

Crystal system triclinic 

Space group P -1 

Unit cell dimensions a = 7.4433(12) Å α = 79.667(9)° 

 b = 7.7961(13) Å β = 79.791(8)° 

 c = 12.024(2) Å γ = 82.934(8)° 

Volume 672.5(2) Å3  

Z 8 

Density (calculated) 1.571 g/cm3 

Absorption coefficient 3.052 mm-1 

F(000) 320 

 

 

Table S2. Data collection and structure refinement for 2b. 

Theta range for data collection 2.67 to 25.21° 

Index ranges -8<=h<=8, -9<=k<=9, -14<=l<=14 

Reflections collected 19298 

Independent reflections 2408 [R(int) = 0.0920] 

Coverage of independent reflections 99.0% 

Absorption correction Multi-Scan 

Max. and min. transmission 0.5800 and 0.5800 

Structure solution technique direct methods 

Structure solution program XT, VERSION 2018/2 

Refinement method Full-matrix least-squares on F2 

Refinement program SHELXL-2019/1 (Sheldrick, 2019) 

Function minimized Σ w(Fo
2 - Fc

2)2 

Data / restraints / parameters 2408 / 0 / 173 

Goodness-of-fit on F2 1.112 

Δ/σmax 0.031 

Final R indices 1485 data; I>2σ(I) R1 = 0.0808, wR2 = 0.2127 

 all data R1 = 0.1405, wR2 = 0.2562 
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Weighting scheme 
w=1/[σ2(Fo

2)+(0.0979P)2+3.8668P] 

where P=(Fo
2+2Fc

2)/3 

Largest diff. peak and hole 0.939 and -0.936 eÅ-3 

R.M.S. deviation from mean 0.107 eÅ-3 

 

 

 


