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(E)-5-[Bromo(phenyl)methylene]-4-phenyl-2-(p-tolyl)-4,5-dihydrooxazole (9) 

 

 

 

 

 

 

 

 

 

 

 

 



Table S1: Bond Lengths in Å for exp_443_auto. 

Atom Atom Length/Å 

Br01 C004 1.908(3) 

O002 C005 1.391(3) 

O002 C007 1.390(3) 

N003 C007 1.269(4) 

N003 C00I 1.474(4) 

C004 C005 1.339(4) 

C004 C00A 1.477(4) 

C005 C00I 1.519(4) 

C006 C008 1.390(4) 

C006 C00N 1.390(4) 

C007 C009 1.466(4) 

C008 C00B 1.392(4) 

C008 C00I 1.522(4) 

C009 C00C 1.394(4) 

C009 C00D 1.400(4) 

C00A C00H 1.402(4) 

C00A C00K 1.398(4) 

C00B C00F 1.394(4) 

C00C C00G 1.389(4) 

C00D C00L 1.384(4) 

C00E C00G 1.394(4) 

C00E C00L 1.397(4) 

C00E C00P 1.509(4) 

C00F C00M 1.386(5) 

C00H C00J 1.389(5) 

C00J C00Q 1.388(5) 

C00K C00O 1.385(5) 

C00M C00N 1.391(4) 

C00O C00Q 1.384(5) 

Table S2: Bond Angles in ° for exp_443_auto. 

Atom Atom Atom Angle/° 

C007 O002 C005 104.8(2) 

C007 N003 C00I 107.1(2) 

C005 C004 Br01 112.6(2) 

C005 C004 C00A 130.1(3) 

C00A C004 Br01 117.2(2) 

O002 C005 C00I 107.4(2) 

C004 C005 O002 122.4(3) 

C004 C005 C00I 130.2(3) 

C008 C006 C00N 120.5(3) 

O002 C007 C009 115.8(2) 

N003 C007 O002 117.3(3) 

N003 C007 C009 126.9(3) 

C006 C008 C00B 119.5(3) 

C006 C008 C00I 119.9(3) 

C00B C008 C00I 120.7(3) 

C00C C009 C007 121.3(3) 

C00C C009 C00D 119.5(3) 

C00D C009 C007 119.2(3) 

C00H C00A C004 120.9(3) 

C00K C00A C004 121.2(3) 

C00K C00A C00H 117.9(3) 

C008 C00B C00F 120.1(3) 

C00G C00C C009 120.0(3) 

C00L C00D C009 119.6(3) 

C00G C00E C00L 118.1(3) 

C00G C00E C00P 121.4(3) 

C00L C00E C00P 120.5(3) 

C00M C00F C00B 120.0(3) 

C00C C00G C00E 121.2(3) 

C00J C00H C00A 120.5(3) 

N003 C00I C005 102.9(2) 

N003 C00I C008 111.0(2) 

C005 C00I C008 113.1(2) 



Atom Atom Atom Angle/° 

C00Q C00J C00H 121.0(3) 

C00O C00K C00A 121.1(3) 

C00D C00L C00E 121.6(3) 

C00F C00M C00N 120.1(3) 

C006 C00N C00M 119.8(3) 

C00Q C00O C00K 120.7(3) 

C00O C00Q C00J 118.9(3) 

 




