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Experimental Details

The assistance of the School of Chemistry of the University of St Andrews in preparing these spectra is gratefully ackhowledged.

Infra-red spectra were recorded on a Nicolet Avatar 360 FT-IR spectrophotometer. The samples were prepared as either Nujol mulls

or thin films between sodium chloride discs.

NMR spectra were recorded on a Bruker AM 300 f.t. spectrophotometer (IH, 300 MHz; 13C, 74.76 MHz). All were run in deuterated

chloroform as solvent.

Mass spectra were recorded on an A.E.I. MS-902 spectrometer using electron impact (El) at 70 eV or obtained form its library.
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MODERN SPECTROSCOPIC TECHNIQUES
SAMPLE SPECTRA

INFORMATION

The empirical formulae of the unknown compounds are as follows:
Compound 1 is C,HsO

Compound 2 is C3HO,

Compounds 3 and 4 are isomers C4H;00

Compounds 5, 6 and 9 are isomers C;H,O
(Note: for compound 9 there is also a single proton at § 12 ppm in the NMR)

Compound 7 is CsH;00;

Compound 8 is CsH;00
(Note: in NMR spectrum ratio of peaks should be 3:2:2:2:1)

Compound 10 is C7Hs

Compound 11 is C;oH20
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NUCLEAR MAGNETIC RESONANCE SPECTROSCOPY ROV SOCIETY OF CREMISTRY

Chemical shifts for hydrogen relative to TMS (tetramethylsilane) and calculated from the relationship

6/ ppm from TMS =

Brms - Bumph x 10°
Bus

(B is the applied magnetic flux density).
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Libraries 1: NIST (62235) 2: NISTREP (12593)

Fouﬁ% 4 unverified entries for name

NIST #49 MF: MW:46 CAS:64-17-5 NIST:61254 D

Name : I |

100% 31
95
90
853
803
753
703
65
603
553
503 45
453
40

3 27

3 29
103 4
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Libraries 1: NIST (62235) 2: NISTREP (12593)

Found 1 unverified entry for name

NIST MW:74 CAS:79-20~9 NIST:19200

100% 43

153 74
103 T29

Name : | Devoton | SMILES:
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Librariés I1: Ni1ST (62235) 2: NISTREP (12593)

Found 32 unverified entries for f

NIST ' ) MW:74 CAS:60-29-7 NIST:61549

Name : iMILES:
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 [Cibrariss I7 NIST (622357 2: NISTREP (12593]
T

Found 7 unverified entries for name

NIST ' MW:74 CAS:71-36-3 NIST:19177
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Librdries 1: NIST (62235) 2: NISTREP (12593)

Found 1 unverified entry for name

NIST MW:88 CAS:554-12-1 NIST:678
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- Libraries 1: NIST (62235) 2: NISTREP (125893)

Found. 4 unverified entries for name

NIST MW:88 CAS:141-78-6 NIST:118511

Name : '

100% 43 )
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503 3
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Librayies 17 NIST (62235) 2: NISTREP (12593)

Found 1 unverified entry for name

NIST #1]
Name :

1008 29
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Librdries 1: NIST (62235) 2: NISTREP (12583)

Found 4 unverified entries for name "

NIST MW:88 CAS:107-92-6 NIST:19502
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Tibraries 1: NIST (62235) Z: NISTREP (125893)

Found 3 unverified entries for name

NIST #9 MW:148 CAS:2550-26-7 NIST:53627
Name : '
1oo§ 43
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853
803
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503
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MODERN SPECTROSCOPIC TECHNIQUES
SAMPLE SPECTRA

SOLUTIONS
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