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(1) Single Crystal XRD Data of  6b and 6c

     Single crystal X-ray data1 were collected on a block shaped crystal which solved and 

refined in the triclinic space group P-1 with one molecule in the asymmetric unit (Z' = 1) for 

compound 1 and two molecules for compound 2 (Z' = 2). Reflections were collected at 298 K 

on Bruker SMART APEX II CCD equipped with a graphite monochromator and Mo-Kα 

fine-focus sealed tube (λ = 0.71073 Å)1. Data integration was done using SAINT 2. Intensities 

for absorption were corrected using SADABS. Structure solution and refinement were carried 

out using Bruker SHELXTL 20081. The hydrogen atoms were refined isotropically and the 

heavy atoms were refined anisotropically. N–H and O–H hydrogens were located from 

difference electron density maps and C–H hydrogens were fixed using HFIX command in 

SHELXTL. Crystallographic data are summarized in the table below.

Crystal Data

Table S1: Single crystal data of  6b and 6c

6c2 [ROFSIP] 6c$ [This article]  6b

Chemical formula C28H27NO C28H27NO C33H29NO

Formula weight 393.51 393.51 455.57

Crystal system Triclinic Triclinic Triclinic

Space group P-1 P-1 P-1

T (K) 293 296 296

a/Å 8.8959(15) 8.8634 (4) 8.5795 (2)

b/Å 10.7589(16) 10.7499 (5) 15.1441 (4)

c/Å 11.8401(18) 11.8110 (6) 20.1757 (5)

/ 96.219(1) 96.088(3) 86.416(2)

/ 98.366(2) 98.252(3) 85.757(2)

/ 97.274(2) 97.358(3) 80.379(2)

V/Å3 1102.82 1095.62(9) 2574.10(11)

Dcalc/g cm3 1.185 1.193 1.176

/mm1 - 0.071 0.070
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Z 2 2 4

R1 [I > 2 (I)] 0.0721 0.0478 0.0758

wR2 - 0.1377 0.1951

GOF - 1.064 0.964

Diffractometer - BRUKER-

APEX-II CCD

BRUKER-

APEX-II CCD

Figure S1 ORTEP of redetermined structure of compound 6c   and newly collected 

compound 6b  with 35% probability ellipsoid for non-hydrogen atoms.

(a) ORTEP of 6c (b) ORTEP of 6b
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NMR Spectra for Oxazine   Product6

[1]   6a

O

N

2,3-dihydro-1,2,3-triphenyl-1H-naphtho[1,2-
e][1,3]oxazine

1.1  1H NMR 
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1.2. 13 C-NMR

1.3. COSY
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1.4. NOESY

1.5. HETCOR
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1.6. DEPT
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[2] 6b 
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O

N

2,3-dihydro-2-(4-isopropylphenyl)-1,3-diphenyl-1H-
naphtho[1,2-e][1,3]oxazine

2.1. 1H NMR

2.1. 13C NMR
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[3]  6c

O

N

2-butyl-2,3-dihydro-1,3-diphenyl-1H-naphtho[1,2-
e][1,3]oxazine

3.1. 1H  NMR
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3.2. 13C-NMR
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[4] 6d

O

N

2-benzyl-2,3-dihydro-1,3-diphenyl-1H-naphtho[1,2-
e][1,3]oxazine

4.1. 1H NMR
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4.2. 13C-NMR
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[5]  6f

O

N

Cl

Cl
2-butyl-1,3-bis(4-chlorophenyl)-2,3-dihydro-1H-naphtho[1,2-e][1,3]oxazine

5.1.1H  NMR

5.2. 13C-NMR
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[6] 6h

O

N

NO2

NO2

2-butyl-2,3-dihydro-1,3-bis(4-nitrophenyl)-1H-naphtho[1,2-
e][1,3]oxazine

6.1. 1H NMR
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6.2. 13C-NMR
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[7] 6j

O

N

CH3

CH3

2-butyl-2,3-dihydro-1,3-dip-tolyl-1H-naphtho[1,2-e][1,3]oxazine

7.1. 1H NMR
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7.2. 13C-NMR

7.3. COSY



21

7.4. NOESY

7.5. HETCOR
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7.6. DEPT
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(3) NMR Spectra of  23 and  24  Derivatives

[8] Table-3, entry-5, 23

Phenyl -bis-( 2-hydroxy-1-naphthyl)methane

OH OH

8.1  1H NMR



24

8.2  13C NMR
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[9]  Table-3, entry-5, 24

14-phenyl-14H-dibenzo[a, j]xanthene

O

9.2  1H NMR
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9.2  13C NMR
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[10] Table-3, entry-8, 23

4-Nitrophenyl -bis-( 2-hydroxy-1-naphthyl)methane

OH OH

NO2

10.1  1H NMR
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10.2.13C NMR
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[11] Table 3, entry-8, 24

14-(4-Nitrophenyl) -14H-dibenzo[a. j]xanthene

NO2

O

11.1.1H NMR
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11.2.13C NMR
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[12] Table-3, entry-10, 24

14-(4-Methylphenyl) -14H-dibenzo[a, j]xanthene

O

Me

12.1.1H NMR
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12.213C NMR
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[13] Table-3, entry-12,24

14- nButylphenyl -14H-dibenzo[a, j]xanthene

O

13.1. 1HNMR
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13.2. 13C NMR


