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1.1Copies of 1H and 13C NMR spectra (2a-h and 2j-2x).

(Z)-4-Benzoylbenzo[b]oxepin-3(2H)-one: 2a

O

O

O

1HNMR(500 MHz, CDCl3) 
Chemical Formula: C17H12O3
Exact Mass: 264.08

13CNMR(125 MHz, CDCl3) 
Chemical Formula: C17H12O3
Exact Mass: 264.08
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4-(1-Naphthoyl)benzo[b]oxepin-3(2H)-one: 2b

O

O

O

1HNMR(500 MHz, CDCl3) 
Chemical Formula: C21H14O3
Exact Mass: 314.09

13CNMR(125 MHz, CDCl3) 
Chemical Formula: C21H14O3
Exact Mass: 314.09
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4-(2-Naphthoyl)benzo[b]oxepin-3(2H)-one : 2c
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O

O

O

1HNMR(500 MHz, CDCl3) 
Chemical Formula: C21H14O3
Exact Mass: 314.09

13CNMR(125 MHz, CDCl3) 
Chemical Formula: C21H14O3
Exact Mass: 314.09
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4-(4-Ethylbenzoyl)benzo[b]oxepin-3(2H)-one: 2d
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O

O

O

1HNMR(500 MHz, CDCl3) 
Chemical Formula: C19H16O3
Exact Mass: 292.11

13CNMR(125 MHz, CDCl3) 
Chemical Formula: C19H16O3
Exact Mass: 292.11
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4-(4-(Tert-butyl)benzoyl)benzo[b]oxepin-3(2H)-one: 2e
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O

O

O

1HNMR(400 MHz, CDCl3) 
Chemical Formula: C21H20O3
Exact Mass: 320.14

13CNMR(100 MHz, CDCl3) 
Chemical Formula: C21H20O3
Exact Mass: 320.14
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4-(4-Methoxybenzoyl)benzo[b]oxepin-3(2H)-one: 2f
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O

O

O

O

1HNMR(500 MHz, CDCl3) 
Chemical Formula: C18H14O4
Exact Mass: 294.09

13CNMR(125 MHz, CDCl3) 
Chemical Formula: C18H14O4
Exact Mass: 294.09
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4-(4-Fluorobenzoyl)benzo[b]oxepin-3(2H)-one: 2g

O

O

F

O

1HNMR(400 MHz, CDCl3) 
Chemical Formula: C17H11FO3
Exact Mass: 282.07

13CNMR(100 MHz, CDCl3) 
Chemical Formula: C17H11FO3
Exact Mass: 282.07
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4-(Thiophene-2-carbonyl)benzo[b]oxepin-3(2H)-one: 2h

O

O

S
O

1HNMR(400 MHz, CDCl3) 
Chemical Formula: C15H10O3S
Exact Mass: 270.04

13CNMR(100 MHz, CDCl3) 
Chemical Formula: C15H10O3S
Exact Mass: 270.04
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2-Benzoylnaphtho[2,1-b]oxepin-3(4H)-one: 2j  

1HNMR(400 MHz, CDCl3) 
Chemical Formula: C21H14O3
Exact Mass: 314.09

O

O

O

13CNMR(100 MHz, CDCl3) 
Chemical Formula: C21H14O3
Exact Mass: 314.09
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2-(4-Ethylbenzoyl)naphtho[2,1-b]oxepin-3(4H)-one: 2k

O

O

O

1HNMR(500 MHz, CDCl3) 
Chemical Formula: C23H18O3
Exact Mass: 342.13

13CNMR(125 MHz, CDCl3) 
Chemical Formula: C23H18O3
Exact Mass: 342.13

O

O

O



S13

2-(4-Fluorobenzoyl)naphtho[2,1-b]oxepin-3(4H)-one: 2l

O

O

F
O

1HNMR(400 MHz, CDCl3) 
Chemical Formula: C21H13FO3
Exact Mass: 332.08

13CNMR(125 MHz, CDCl3) 
Chemical Formula: C21H13FO3
Exact Mass: 332.08
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4-Benzoyl-9-methoxybenzo[b]oxepin-3(2H)-one: 2m

O

O

O

O

1HNMR(400 MHz, CDCl3) 
Chemical Formula: C18H14O4
Exact Mass: 294.09

13CNMR(100 MHz, CDCl3) 
Chemical Formula: C18H14O4
Exact Mass: 294.09
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4-(1-Naphthoyl)-9-methoxybenzo[b]oxepin-3(2H)-one: 2n

O

O

O

O

1HNMR(400 MHz, CDCl3) 
Chemical Formula: C22H16O4
Exact Mass: 344.10

13CNMR(100 MHz, CDCl3) 
Chemical Formula: C22H16O4
Exact Mass: 344.10
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9-Methoxy-4-(4-methoxybenzoyl)benzo[b]oxepin-3(2H)-one: 2o

O

O

O

O

O

1HNMR(500 MHz, CDCl3) 
Chemical Formula: C19H16O5
Exact Mass: 324.10

13CNMR(125 MHz, CDCl3) 
Chemical Formula: C19H16O5
Exact Mass: 324.10
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4-(4-(Tert-butyl)benzoyl)-9-methoxybenzo[b]oxepin-3(2H)-one: 2p

O

O

O

O

1HNMR(400 MHz, CDCl3) 
Chemical Formula: C22H22O4
Exact Mass: 350.15

13CNMR(100 MHz, CDCl3) 
Chemical Formula: C22H22O4
Exact Mass: 350.15
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4-(4-Fluorobenzoyl)-9-methoxybenzo[b]oxepin-3(2H)-one: 2q

O

O

O

F

O

1HNMR(400 MHz, CDCl3) 
Chemical Formula: C18H13FO4
Exact Mass: 312.08

13CNMR(100 MHz, CDCl3) 
Chemical Formula: C18H13FO4
Exact Mass: 312.08
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9-Methoxy-4-(thiophene-2-carbonyl)benzo[b]oxepin-3(2H)-one: 2r

O

O

S

O

O

1HNMR(500 MHz, CDCl3) 
Chemical Formula: C16H12O4S
Exact Mass: 300.05

13CNMR(125 MHz, CDCl3) 
Chemical Formula: C16H12O4S
Exact Mass: 300.05
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4-(1-Naphthoyl)-8-methylbenzo[b]oxepin-3(2H)-one: 2s

O

O

O

1HNMR(500 MHz, CDCl3) 
Chemical Formula: C22H16O3
Exact Mass: 328.11

13CNMR(125 MHz, CDCl3) 
Chemical Formula: C22H16O3
Exact Mass: 328.11
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8-Methyl-4-(thiophene-2-carbonyl)benzo[b]oxepin-3(2H)-one: 2t

O

O

S
O

1HNMR(500 MHz, CDCl3) 
Chemical Formula: C16H12O3S
Exact Mass: 284.05

13CNMR(125 MHz, CDCl3) 
Chemical Formula: C16H12O3S
Exact Mass: 284.05
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4-Benzoyl-8-methoxybenzo[b]oxepin-3(2H)-one: 2u

O

O

O
O

1HNMR(300 MHz, CDCl3) 
Chemical Formula: C18H14O4
Exact Mass: 294.09

13CNMR(100 MHz, CDCl3) 
Chemical Formula: C18H14O4
Exact Mass: 294.09
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4-(1-Naphthoyl)-8-methoxybenzo[b]oxepin-3(2H)-one: 2v

O

O

O
O

1HNMR(500 MHz, CDCl3) 
Chemical Formula: C22H16O4
Exact Mass: 344.10

13CNMR(125 MHz, CDCl3) 
Chemical Formula: C22H16O4
Exact Mass: 344.10
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4-(4-(Tert-butyl)benzoyl)-8-methoxybenzo[b]oxepin-3(2H)-one: 2w

O

O

O
O

1HNMR(500 MHz, CDCl3) 
Chemical Formula: C22H22O4
Exact Mass: 350.15

13CNMR(125 MHz, CDCl3) 
Chemical Formula: C22H22O4
Exact Mass: 350.15
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4-(4-Fluorobenzoyl)-8-methoxybenzo[b]oxepin-3(2H)-one: 2x

O

O

F

O
O

1HNMR(500 MHz, CDCl3) 
Chemical Formula: C18H13FO4
Exact Mass: 312.08

13CNMR(125 MHz, CDCl3) 
Chemical Formula: C18H13FO4
Exact Mass: 312.08
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1.2 X-ray crystallography data

Cambridge Crystallographic Data Centre (CCDC)

This CIF contains data from an original supplementary publication deposited with the CCDC, and may include 

chemical, crystal, experimental, refinement, atomic coordinates, anisotropic displacement parameters and molecular 

geometry data, as required by the journal to which it was submitted. This CIF is provided on the understanding that 

it is used for bona fide research purposes only. It may contain copyright material of the CCDC or of third parties, 

and may not be copied or further disseminated in any form, whether machine-readable or not, except for the purpose 

of generating routine backup copies on your local computer system. For further information on the CCDC, data 

deposition and data retrieval see: www.ccdc.cam.ac.uk

Crystal structure data of 2q: Crystal structure deposition no:  CCDC 1434563 

CCDC 1434563 contains supplementary Crystallographic data for the structure. The data can be obtained free of 

charge at www.ccdc.cam.ac.uk/conts/retrieving.html [or from the Cambridge Crystallographic Data Centre (CCDC), 

12 Union Road, Cambridge CB2 1EZ, UK; fax: +44(0) 1223 336 033; email: deposit@ccdc.cam.ac.uk]. 
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Figure.1. A view of compound 2q, showing the atom-labelling scheme. Displacement ellipsoids 

are drawn at the 30% probability level and H atoms are represented by circles of arbitrary radii.
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