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	Formula
	Structure
	Retention time (mins)
	Major ions
	Density g/ml
	Form
	CAS no
	Synonyms
	Mol.  mass (g/mol)
	Ref
	Result

	Propan-1-ol
	C3H8O
	[image: ]
	7.164
	31,29,27,42
	0.804
	liquid
	71-23-8
	1-Propanol
	60.1
	(1)
	Biomarker

	2-butanone
	CH3C(O)CH2CH3
	[image: ]
	8.600
	43/29/72/27
	0.805g/ml at 25˚C
	Clear, liquid
	78-93-3
	MEK
	72.11
	(1)?
	NS

	2 methyl-1-propanol

	C4H10O
	[image: ]
	9.500
	43/41/42/31
	0.803g/ml at 25˚C
	liquid
	78-83-1
	Isobutyl alcohol
Isobutanol
	74.12
	(1)?
	ROC

	3-Methyl butanal
	C5H10O
	[image: ]
	10.207
	44,43,41,58
	0.803
	liquid
	590-86-3
	Isovaleraldehyde
	86.13
	E
	Biomarker

	1-butanol

	C4H9OH
	[image: ]
	11.000
	56/31/41/43
	0.81g/ml at 25˚C
	Clear, liquid
	71-36-3
	n-Butanol
n-Butyl alcohol
Butan-1-ol
	74.12
	(2)
	NS

	1-penten-3-ol

	CH3CH2CH(OH)CH=CH2
	[image: ]
	11.493
	57/29/39/27
	No data
	Powder, white
	616-25-1
	Ethyl vinyl carbinol
	86.13
	(1)
	NS

	Propanoic acid ethyl ester

	CH3CH2C(O)OC2H5
	[image: ]
	13.075
	29/57/27/28
	0.888g/ml at 25˚C
	liquid
	105-37-3
	Ethyl propanoate
Ethyl n-propionate
	102.12
	(1)
	Biomarker

	Butanoic acid methyl ester

	C5H10O2
	[image: ]
	14.000
	43/74/71/41
	0.898g/ml at 25˚C
	liquid
	623-42-7
	Methyl butyrate
Butyric ether
	116.16
	(1)
	NS
ND

	Acetoin

	C4H8O2
	[image: ]
	14.796
	43/45/88/0
	1g/cm3
	Crystalline, light yellow
	513-86-0
	3-Hydroxy butanone
Acetyl methyl carbinol
	88.11
	
	

	3-methyl-1-butanol

	(CH3)2CHCH2CH2OH
	[image: ]
	14.800
	55/42/41/70
	0.809g/ml at 25˚C
	Clear, liquid
	123-51-3
	Isobutyl carbinol
	88.15
	(1)
	NS

	Pyrrole

	C4H4NH
	[image: ]
	15.611
	67/39/41/40
	0.967g/ml at 25˚C
	Liquid, dark brown
	109-97-9
	1H-Pyrrole
	67.09
	(1)
	NS

	Furfural

	OC4H3CHO
	[image: ]
	21.099
	96/39/95/38
	1.159g/cm3 at 25˚C
	Liquid, light brown
	98-01-1
	Fural
Furfuraldehyde
Furan-2-carboxaldehyde
2-Furancarboxaldehyde
	96.08
	(3)
	NS
ND

	3-Methyl butanoic acid
	C5H10O2
	[image: ]
	21.469
	60,43,41,45
	0.925
	liquid
	503-74-2
	Isovaleric acid
Delphinic acid
3-methylbutyric acid
Isopentanoic acid
	102.13
	(4)
	Biomarker
?ND
?ROC

	n-Octane
	C8H18
	[image: ]
	21.5
	43,41,57,29
	0.703
	liquid
	111-65-9
	octane
	114.23
	
	

	2-Methyl butyric acid
	C5H10O2
	[image: ]
	22.272
	74,57,29,41
	0.936
	liquid
	116-53-0
	Butanoic acid, 2-methyl
Active valeric acid
Ethylmethylacetic acid
	102.13
	(1, 5)
	ND

	4-heptanone

	C7H14O
	[image: ]
	23.770
	43/71/41/27
	0.817g/cm3 at 25˚C
	liquid
	123-19-3
	Heptan-4-one
	114.19
	(1)
	Biomarker

	4-Methylpentanoic acid
	C6H12O2
	[image: ]
	27.827
	57,74,43,73
	0.923
	liquid
	646-07-1
	Isocaproic acid
	116.16
	(4-9)
	ROC

	5 methyl furfural

	C6H6O2
	[image: ]
	28.842
	110/109/53/51
	1.107g/cm3 at 25˚C
	Clear,  liquid
	620-02-0
	5-Methyl-2-furaldehyde
5-methyl-2-furancarboxaldehyde
	110.11
	(3)E
	NS
ND (in any sample)

	Hexanoic acid
	C6H12O2
	[image: ]
	29.311
	60,73,41,43
	0.927
	liquid
	142-62-1
	Caproic acid
	116.16
	(1, 6, 10)
	Biomarker

	Decane

	C10H22
	[image: ]
	30.357
	57,43,41,71
	0.73
	liquid
	124-18-5
	
	142.28
	E
	NS
IAQ (in spades)

	Diethylene glycol monoethyl ether
	C6H14O3
	[image: ]
	30.802
	45,59,31,72
	0.999
	liquid
	111-90-0
	2-(2-Ethoxyethoxy) ethanol

Carbitol
Carbitol cellosolve
Transcutol
Dioxitol
Poly-solv DE
Dowanol DE
	134.17
	(1)
	NS
ND
Industrial solvent

	p-cresol

	(CH3)C6H4(OH)
	[image: ]
	33.489
	107/108/77/79
	1.034g/ml at 25˚C
	Crystalline
	106-44-5
	p-Methyl phenol
4-Hydroxytoluene
4-Methylphenol
	108.13
	(7, 10, 11)
	Biomarker

	Dodecane

	C12H26
	[image: ]
	37.455
	57,43,71,41
	0.75
	liquid
	112-40-3
	
	170.33
	E
	IAQ

	Indole

	C8H7N
	[image: ]
	39.824
	117/90/89/63
	No data
	Flakes, light brown
	120-72-9
	2,3-Benzopyrrole
Ketole
1-Benzazole
	117.15
	(3, 12)
	Biomarker

	Scatole

	C9H9N
	[image: ]
	41.580
	130/131/77/0
	No data
	Flakes, light brown
	83-34-1
	3-Methyl indole
4-Methyl-2,3-benzopyrrole
	131
	(1)
	NS

	n-Pentadecane
	C15H32
	[image: ]
	42.958
	57,43,71,85
	0.769
	liquid
	629-62-9
	
	212.41
	E
	IAQ

	1,2-Benzenedimathanol

	C8H10O2
	[image: ]
	44.138
	120/91/119/92
	No data
	Crystalline, white
	612-14-6
	Phthalyl alcohol
o-Xylene-a,a’-diol
	138.16
	
	

	n-Octadecane
	C18H38
	[image: ]
	48.8
	57,43,71,41
	0.777
	crystals
	593-45-3
	Octadecane
	254.49
	
	



· Grey cells = compounds not included in the analysis of Guy’s & Thomas’ data or the control (freeze/thaw) study
· RTs = those used in the DIABLO quantification method
· Reference = publications indicating that a given compound might be indicative of the presence of C diff (or as a minimum that it is produced by C diff in pure culture)
· E = added as a result of Dawn’s visual inspection (“eyeballing”) of paired +ve and –ve samples from the Bedford data
· Reasons for elimination as potential biomarkers
· NS = no significant difference between +ve and –ve on Mann Whitney U-test
· ND = non detectable in a high proportion of samples
· IAQ = present in ambient air at high concentration (exceeding concentrations in both +ve and –ve samples)
· ROC = low area under ROC or long diagonal segments (indicating many ties)
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