Supporting Infor mation
Org. Commun. 6:3 (2013) 110-119

S0,%/Sn0,-Catalyzed efficient one-pot synthesis of 7,8-Dihydro-2H-Chromen-
5-ones by formal [3+3] cycloaddition and 1,8-Dioxo-octahydr oxanthenesvia a
Knoevenagel condensation
Venugopala R. Narayana, Zubaidha Pudukulathan,? Ravi Varala™®
#School of Chemical Sciences, Svami Ramanand Teerth Marathwada University, Nanded, Maharashtra-431 606, India

PDepartment of Chemistry, AP-111T Basara, Rajiv Gandhi University of Knowledge Technologies, Mudhole, Adilabad, Andhra Pradesh-504 107,
India

Entry Table of Contents Page No
2a 'H NMR Spectrum of 2-methyl-2,6,7,8-tetrahydro-chromen-5-one (2a) 3
2a 13C Spectrum of 2-Methyl-2,6,7,8-tetrahydro-chromen-5-one (2a) 3
2b 'H NMR Spectrum of 2,7,7-trimethyl-2, 6,7,8-tetrahydro-chromen-5-one (2b) 4
2b 13C Spectrum of 2,7,7-trimethyl-2, 6,7,8-tetrahydro-chromen-5-one (2b) 4
2b Mass Spectrum of 2,7,7-trimethyl-2, 6,7,8-tetrahydro-chromen-5-one (2b) 5
3a H spectrum of 2-ethyl-7,8-dihydro-3-methyl-2H-chromen-5(6H)-one (3a) 5
3a 13C spectrum of 2-ethyl-7,8-dihydro-3-methyl-2H-chromen-5(6H)-one (3a) 6
3a IR spectrum of 2-ethyl-7,8-dihydro-3-methyl-2H-chromen-5(6H)-one (3a) 6
3a Mass spectrum of 2-ethyl-7,8-dihydro-3-methyl-2H-chromen-5(6H)-one (3a) 7
3b *H Spectrum of 2-methyl-7,8-dihydro-3,7,7-trimethyl-2H-chromen-5(6H)-one (3b) 7
3b Mass Spectrum of 2-methyl-7,8-dihydro-3,7,7-trimethyl-2H-chromen-5(6H)-one (3b) 8
da H Spectrum of 7,8-dihydro-2,2-dimethyl-2H-chromen-5(6H)-one (4a) 8
4a 3¢ Spectrum of 7,8-dihydro-2,2-dimethyl-2H-chromen-5(6H)-one (4a) 9
da Mass Spectrum of 7,8-dihydro-2,2-dimethyl-2H-chromen-5(6H)-one (4a) 9
4b H Spectrum of 7,8-dihydro-2,2,7,7-tetramethyl-2H-chromen-5(6H)one (4b) 10
4b 13C spectrum of 7,8-dihydro-2,2,7,7-tetramethyl-2H-chromen-5(6H)one (4b) 10
4b Mass Spectrum of 7,8-dihydro-2,2,7,7-tetramethyl-2H-chromen-5(6H)one (4b) 11
5a *H Spectrum of 7,8-dihydro-2,2,7,7-tetramethyl-2H-chromen-5(6H)one (5a) 11
5b 3¢ spectrum of 7,8-dihydro-2-isopropyl-7,7-dimethyl-2H-chromen-5(6H)-one (5b) 12
5b Mass spectrum of 7,8-dihydro-2-isopropyl-7,7-dimethyl-2H-chromen-5(6H)-one (5b) 12
6a 'H Spectrum of 7,8-dihydro-2-propyl-4H-chromen-5(6H)-one (6a) 13
6a Mass Spectrum of 7,8-dihydro-2-propyl-4H-chromen-5(6H)-one (6a) 13
6b "H Spectrum of 7,8-dihydro-2-propyl-7,7-dimethyl-2H-chromen-5(6H)-one (6b) 14
6b Mass Spectrum of 7,8-dihydro-2-propyl-7,7-dimethyl-2H-chromen-5(6H)-one (6b) 14



Ta

Ta

Ta

Ta

70

70

70

8a

8a

8a

8a

%9a

90

10b

10b

1lc
1lc

'H Spectrum of 3,4,6,7-tetrahydro-9-styryl-2H-xanthene-1,8-(5H,9H)-dione (7a) 15

13C Spectrum of 3,4,6,7-tetrahydro-9-styryl-2H-xanthene-1,8-(5H,9H)-dione (7a) 15
IR Spectrum of 3,4,6,7-tetrahydro-9-styryl-2H-xanthene-1,8-(5H,9H)-dione (7a) 16
Mass Spectrum of 3,4,6,7-tetrahydro-9-styryl-2H-xanthene-1,8-(5H,9H)-dione (7a) 16
"H NMR Spectrum of 3,4,6,7-tetrahydro-3,3,6,6-tetramethyl-9-styryl-2H-xanthene-1,8-(5H,9H)-
dione (7b) 17
BCNMR Spectrum of 3,4,6,7-tetrahydro-3,3,6,6-tetramethyl-9-styryl-2H-xanthene-1,8-(5H,9H)-
dione (7b) 17
Mass Spectrum of 3,4,6,7-tetrahydro-3,3,6,6-tetramethyl-9-styryl-2H-xanthene-1,8-(5H,9H)-
dione (7b) 18

'H Spectrum of 9-[(E)-2-(4-methoxyphenyl)-1-ethenyl]-2,3,4,5,6,7,8,9-octahydro-1H-1,8-xanthene
dione (8a) 18

13C Spectrum of 9-[(E)-2-(4-methoxyphenyl)-1-ethenyl]-2,3,4,5,6,7,8,9-octahydro-1H-1,8-xanthene
dione (8a) 19

IR Spectrum of 9-[(E)-2-(4-methoxyphenyl)-1-ethenyl]-2,3,4,5,6,7,8,9-octahydro-1H-1,8-xanthene

dione (8a) 20
Mass Spectrum of 9-[(E)-2-(4-methoxyphenyl)-1-ethenyl]-2,3,4,5,6,7,8,9-octahydro-1H-
1,8-xanthenedione (8a) 20
'H spectrum of 9-[(E)-1-methyl-2-phenyl-1-ethenyl]-2,3,4,5,6,7,8,9-octahydro-1H-1,8-xanthene

dione (9a) 21

'H spectrum of 3,3,6,6-tetramethyl-9-[(E)-1-methyl-2-phenyl-1-ethenyl]-2,3,4,5,6,7,8,9-octahydro-

1H-1,8-xanthenedione (9b) 21

'H spectrum of 9-(4-nitrostyryl)-3,4,6,7-Tetrahydro-3,3,6,6-tetramethyl-2H-xanthene-1,8(5H, 9H)-

dione (10b) 22
Mass Spectrum of 9-(4-nitrostyryl)-3,4,6,7-Tetrahydro-3,3,6,6-tetramethyl-2H-xanthene-1,8(5H, 9H)-
dione (10b) 22

'H spectrum of 3,4,6,7-tetrahydro-3,6-diphenyl-9-styryl-2H-xanthene-1,8-(5H, 9H)-dione (11c) 23
3¢ Spectrum of of 3,4,6,7-tetrahydro-3,6-diphenyl-9-styryl-2H-xanthene-1,8-(5H, 9H)-dione (11c) 23



Data Collected on:

nme300-vrmes 300
Sample directory:
Pulse Sequence: PROTON (s2pul]

Selvent: cdell

10 g 8 7 6 5 4 3 2

[

o & o
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RG 228
DW 80.800 usec
DE 6.00 usec
TE 300.0 K
Dl 2.00000000 sec
TDO 1
======== CHANNEL fl =s======
NUC1l 1H
Bl 12.50 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
BE. 1.00
| T D
(SRR T T T T T S Bl T
9 8 i 6 5 4 1 0 ppm

| 4 H

'H spectrum of 9-[(E)-1-methyl-2-phenyl-1-ethenyl]-2,3,4,5,6,7,8,9-octahydr 0-1H-1,8-xanthenedione (9a)

381
1.00
o

Rkniatoc o o 1 — ; BRUKER
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HE B R T
H spectrum of 3,3,6,6-tetramethyl-9-[(E)-1-methyl-2-phenyl-1-ethenyl]-2,3,4,5,6,7,8,9-octahydro-1H-1,8-
xanthenedione (9b)
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SSJ-A74A in CDpC13
File No.marml26409

Varian 400MHz Mercury Plus
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"H spectrum of 9-(4-nitrostyryl)-3,4,6,7-Tetrahydro-3,3,6,6-tetr amethyl-2H-xanthene-1,8(5H, 9H)-dione

(10b)

M ass Spectrum of 9-(4-nitrostyryl)-3,4,6,7-Tetrahydr o-3,3,6,6-tetr amethyl-2H-xanthene-1,8(5H, 9H)-dione

(10b)
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"H spectrum of 3,4,6,7-tetrahydro-3,6-diphenyl-9-styryl-2H-xanthene-1,8-(5H, 9H)-dione (11c)

BRUKER
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il

3C Spectrum of 3,4,6,7-tetrahydro-3,6-diphenyl-9-styryl-2H-xanthene-1,8-(5H, 9H)-dione (11c)
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