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Introduction
The demand for more efficiency and productivity in the laboratory has led to
applications using Fast GC-MS methods for routine analysis in a wide range of fields.
Many of these applications can involve complex mixtures with some components at
trace levels. The fast analysis time requires some unique capabilities, including a GC
with fast column heating and cooling for high throughput, a mass spectrometer with
high data acquisition speed, and a fast response ion source in order to correctly
characterize narrow peaks generated by Fast GC. To make sense of the resulting
compressed data, the software needs the capabilities of automatic peak finding and
deconvolution of coeluting peaks to perform correct and meaningful identifications
and quantitation. The performance of an instrument capable of combining Fast GC
and TOFMS is illustrated in this poster.

To demonstrate capabilities, a separation of the entire Mega Mixture (69 of 76
components), can be completed in under one minute using Fast GC and a pre-
production prototype benchtop TOFMS, which, with the FAST option, increases the scan
speed maximum from 50 to 100 spectra/second. In addition, a sample containing
Synthetic Drug Standards was also separated in under one minute. Forensic laboratories
typically experience large workloads with little resources, therefore, fast turnaround
times for analyses are valuable for this application. The total analysis time, including
time between runs, is about 2.5 minutes for these examples.

Methods Mega Mixture
• Sample: Mega Mixture (Restek#31850) diluted to 50,000 pg/µl with a 100:1 split resulting

in 500 pg on column.

Results Mega Mixture
Figure 2 displays the Analytical Ion Chromatogram for the analysis of the Mega Mixture.
69 of 76 components of the Mega Mixture were separated and identified using a Fast
GC Method in under one minute.

Instrument Set-Up
• The Fast GC is easily mounted onto a standard GC detector port. The column used is

standard. A piece is cut to a much shorter length than typical GC Columns (3 m). It is
installed in the typical fashion in the GC inlet, and then fed into the low thermal mass
heating tube of the Fast GC.

• The column comes out of the Fast GC, passes again through the GC oven region,
and into the transfer line between the GC and the time-of-flight mass spectrometer.
The metal tube in the Fast GC is resistively heated by electrical current to obtain the
fast heating rates (typically 200-600 ºC/min).

• The GC has a pressure program for the inlet, and the oven is held at a constant
temperature similar to the transfer line. The Fast GC parameters are controlled with a
separate electronics box and stand-alone software.

• The instrument is pictured in Figure 1.

Figure 2. Analytical Ion Chromatogram of the Mega Mixture at 500 pg on column separated in
under one minute.

Some compounds in the chromatogram were coeluting. The Pegasus BT ChromaTOF®

brand software with NonTarget Deconvolution® and peak finding capabilities can
mathematically separate the spectra of overlapping compounds for peak identification.
Figure 3 is an example of coelutions occurring in a one second window with peaks
identified using deconvolution and automatic peak finding. The inset shows a zoomed-in
window of a Restek chromatogram of the same peaks separated on a standard 30 m
column. This shows that the peaks are not well separated, even using a longer column
and standard conditions.

Figures 4 through 6 show the automated mass spectral deconvolution for the five
components of the Mega Mixture identified in the one second window displayed in
Figure 3.

Figure 3. One second zoomed-in window from 25 to 26 seconds. Automatic peak
finding utilizing deconvolution found 5 peaks in this area. Deconvoluted peak
widths are approximately 150 to 200 ms. Inset is a zoomed-in window of Restek
chromatogram of the same peaks 45-49 separated on a standard 30 m column.

Figure 4. Shown in succession is the (A) Caliper (Raw Mass Spectrum), (B) Peak True 
(Deconvoluted Mass Spectrum), and (C) Library Hit for the first two peaks found in Figure 3: 
1,4-Dinitrobenzene and Dimethyl phthalate.

Figure 5. Shown in succession is the (A) Caliper (Raw Mass Spectrum), (B) Peak True (Deconvoluted
Mass Spectrum), and (C) Library Hit for the third and fourth peaks found in Figure 3: 2,6-Dinitrotoluene
and Acenaphthylene.

Figure 6. Shown in succession is the (A) Caliper (Raw Mass Spectrum), (B) Peak True
(Deconvoluted Mass Spectrum), and (C) Library Hit for the fifth peak found in Figure 3:
1,2-Dinitrobenzene.

Figure 1. Instrument Configuration: Agilent 7890GC with the Aviv Analytical Fast GC mounted onto
the detector port, and the Pegasus® BT GC-TOFMS pre-production prototype with increased
maximum scan speed from 50 to 100 spectra/second.

Figure 7. Analytical Ion Chromatogram of a Synthetic Drug sample at 14 pg on column 
separated in under one minute.

Table 1. Peak Table of 13 components found in a Synthetic Drug sample separated in under one minute.

Methods Synthetic Drug Sample
Sample: Synthetic Drug sample—Standards were purchased separately from Cayman
Chemical Company and prepared into a mixture of 70 pg/µL.

Gas Chromatograph Agilent 7890

Injection 1µL, Split 5:1, 300 ºC

Carrier Gas He, Ramped Pressure:10 psi (0 min), 24 psi/min to 34 psi (0 min)
Temperature Isothermal 300 ºC

Fast GC Aviv Analytical

Column Rxi-5SilMS 3 m x 0.15 mm ID x 0.15 µm

Temperature 50 ºC to 350 ºC in 50 seconds, hold at 350 ºC for 10 seconds

Mass Spectrometer LECO Pegasus BT  Prototype with Increased Scan Speed

Transferline Temperature 300 ºC

Ion Source Temperature 250 ºC

Spectra Acquisition Rate 80 spectra/second
Mass Range 30-645 m/z

Conclusion
• Data was shown that a separation of the Mega Mixture (69 of 76 components) can be

completed in under one minute using Fast GC and a pre-production prototype benchtop
TOFMS. Total run time about 2.5 minutes.

• Since the peak widths in this rapid separation are narrower than typical chromatographic
peaks (100-200 ms), a high acquisition speed (80 s/s) was used in order to get necessary
number of mass spectral points across the peak for appropriate deconvolution and
quantitation.

• With such a large number of peaks eluting in a short time there are multiple coelutions.
Examples of coelutions where automatic peak find and the NonTarget Deconvolution
algorithm allowed peak identification were demonstrated.

• Additionally an application was shown of a Synthetic Drug sample being separated in
under one minute. This is an example of an application that benefits from fast turnaround
time of about 2.5 minutes allowed by this instrument configuration.

Gas Chromatograph Agilent 7890
Injection 1µL, Split 100:1, 340 ºC
Carrier Gas He, Ramped Pressure:10 psi (0 min), 24 psi/min to 34 psi (0 min)
Temperature Isothermal 330 ºC
Fast GC Aviv Analytical
Column Rxi-5SilMS 3 m x 0.15 mm ID x 0.15 µm
Temperature 50 ºC to 350 ºC in 50 seconds, hold at 350 ºC for 10 seconds
Mass Spectrometer LECO Pegasus BT  Prototype with Increased Scan Speed
Transferline Temperature 330 ºC
Ion Source Temperature 300 ºC
Spectra Acquisition Rate 80 spectra/second
Mass Range 30 to 650 m/z

Name Formula R.T. (s) Similarity Quant S/N FWHH (s) Area Height

6-APB C₁₁H₁₃NO 28.8161 837 8110 0.148 485009446 20707482

Methylone C₁₁H₁₃NO₃ 33.4190 868 9190 0.130 592853609 28422556

5-IT C₁₁H₁₄N₂ 34.4217 871 2609 0.281 190016178 10789581

N,N-DMT C₁₂H₁₆N₂ 35.1210 674 9531 0.140 694897469 28820159

2C-B C₁₀H₁₄BrNO₂ 35.2829 629 2428 0.108 151516588 10549259

Acetyl norfentanyl C₁₃H₁₈N₂O 37.0178 778 6637 0.143 534533003 13356634

PV9 C₁₈H₂₇NO 39.1890 835 30831 0.135 982733911 42380372

5-methoxy DALT C₁₇H₂₂N₂O 42.9146 822 18008 0.148 1342907679 34950505

AH 7921 C₁₆H₂₂Cl₂N₂O 46.9071 862 11569 0.298 1317484921 35012967

MT-45 C₂₄H₃₂N₂ 49.3268 730 12879 0.137 1256718279 29844047

30C-NBOMe C₂₀H₂₆ClNO₅ 51.3289 866 12191 0.202 3309153317 45207033

AB-CHMINACA C₂₀H₂₈N₄O₂ 53.1988 817 14346 0.468 1172999250 19794288

AM2201 benzimidazole analog C₂₃H₂₁FN₂O 53.6880 829 10742 0.432 844937430 16638780


Target Search Formulas

														MM

		50fg:3		500fg:3		5,000fg:2		50pg:3		500pg:3		5,000pg:3				Name		Formula		Expected Neutral Mass		Expected Formula Mass		Synonyms List		Expected Mass Defect (mDa/100Da)

														1		N-Nitrosodimethylamine		C2H6N2O		74.048013		74.081928		N-Nitrosodimethylamine ; Methanamine, N-methyl-N-nitroso- ; Dimethylamine, N-nitroso- ; Dimethylnitrosamine ; DMN ; DMNA ; N-Nitroso-N,N-Dimethylamine ; (CH3)2NNO ; Dimethylnitrosamin ; Dimethylnitrosoamine ; N-Methyl-N-nitrosomethanamine ; N,N-Dimethylni		64.88219

														2		Pyridine		C5H5N		79.042199		79.100126		Pyridine ; Azabenzene ; Azine ; NCI-C55301 ; Piridina ; Pirydyna ; Pyridin ; Rcra waste number U196 ; UN 1282 ; Pyr		53.41667

		14.439		14.5677		14.5882		14.4545		XX-93		X		3		Aniline		C6H7N		93.057849		93.126744		Aniline ; Benzenamine ; Aminobenzene ; Aminophen ; Anyvim ; Benzene, amino- ; Blue Oil ; C.I. 76000 ; Phenylamine ; Aniline Oil ; Aniline reagent ; Anilin ; Anilina ; Benzidam ; C.I. Oxidation base 1 ; Cyanol ; Huile D'aniline ; Krystallin ; Kyanol ; NCI-		62.20347

		14.4626		14.5846		14.6141				XX-94		X		4		Phenol		C6H6O3		126.031694		126.110275		Phenol ; Pyrogallol ; C.I. Oxidation Base 32 ; C.I. 76515 ; Fouramine Brown AP ; Fourrine PG ; Fourrine 85 ; Pyrogallic acid ; 1,2,3-Trihydroxybenzene ; C.I. 76551 ; Benzene, 1,2,3-trihydroxy- ; 1,2,3-Trihydroxybenzen ; 2,3-Dihydroxyphenol ; Fouramine bas		25.15402

				14.8177		14.8472		14.704		XX		X		5		Bis(2-chloroethyl) ether		C4H8Cl2O		141.995220		143.010951		Bis(2-chloroethyl) ether ; s-Dichloroethyl ether ; Ethane, 1,1'-oxybis[2-chloro- ; Ether, bis(2-chloroethyl) ; á,á'-Dichlorodiethyl ether ; á,á'-Dichloroethyl ether ; Bis(á-chloroethyl) ether ; Bis(chloro-2-ethyl) oxide ; Chlorex ; Di(á-chloroethyl) ether		-3.36599

		14.7871-not id		14.908		14.9396		14.8054		XX		X		6		2-Chlorophenol		C6H5ClO		128.002892		128.556062		2-Chlorophenol ; Phenol, o-chloro- ; o-Chlorophenol ; 2-Hydroxychlorobenzene ; o-Chlorphenol ; Rcra waste number U048 ; UN 2020 ; UN 2021 ; 1-Chloro-2-hydroxybenzene ; Chlorophenol		2.25976

		15.2418		15.3647		15.397		15.2621		XX		X		7		1,3-Dichlorobenzene		C6H4Cl2		145.969006		147.001255		1,3-Dichlorobenzene ; Benzene, m-dichloro- ; m-Dichlorobenzene ; m-Dichlorobenzol ; m-Phenylene dichloride ; Metadichlorobenzene ; Rcra waste number U071		-21.22908

		15.4736		15.5938		15.6257		15.4902		XX		X		7		1,4-Dichlorobenzene		C6H4Cl2		145.969006		147.001255		1,4-Dichlorobenzene ; Benzene, p-dichloro- ; p-Chlorophenyl chloride ; p-Dichlorobenzene ; Di-chloricide ; Evola ; Paradi ; Paradow ; Paramoth ; Persia-Perazol ; PDB ; Santochlor ; Di-Choricide ; p-Dichlorobenzol ; Paradichlorobenzol ; para-Dichlorobenzen		-21.22908

				16.0346		16.0646		15.921						8		Benzyl Alcohol		C7H8O		108.057515		108.138082		Benzyl Alcohol ; Benzenemethanol ; à-Hydroxytoluene ; à-Toluenol ; (Hydroxymethyl)benzene ; Benzenecarbinol ; Phenylcarbinol ; Phenylmethanol ; Phenylmethyl alcohol ; Methanol, phenyl- ; NCI-C06111 ; Hydroxytoluene ; Benzylalcohol ; Bentalol ; Benzoyl alc		53.25452

		15.9422		16.0644		16.098		15.9637		XX		X		7		1,2-Dichlorobenzene		C6H4Cl2		145.969006		147.001255		1,2-Dichlorobenzene ; Benzene, o-dichloro- ; o-Dichlorobenzene ; Cloroben ; Dilantin DB ; Dowtherm E ; 1,2-Dichlorbenzene ; Chloroben ; o-Dichlorobenzol ; Dilatin db ; ortho-Dichlorobenzene ; o-Dichlorbenzene ; o-Dichlorbenzol ; Dichlorobenzene, o- ; Dize		-21.22908

												X		8		2-Methylphenol		C7H8O		108.057515		108.138082		2-Methylphenol ; o-Cresol ; o-Hydroxytoluene ; o-Methylphenol ; o-Methylphenylol ; o-Oxytoluene ; 1-Hydroxy-2-methylbenzene ; 2-Cresol ; 2-Hydroxytoluene ; Orthocresol ; o-Kresol ; Rcra waste number U052 ; UN 2076 ; o-Cresylic acid		53.25452

		16.392-not id		16.5133		16.5462				XX- 45 121--Caliper		X 45 121		9		Bis(2-Chloroisopropyl)ether		C6H12Cl2O		170.026520		171.064186		Bis(2-Chloroisopropyl)ether ; Ether, bis(2-chloro-1-methylethyl) ; á,á'-Dichlorodiisopropyl ether ; Bis(2-chloro-1-methylethyl) ether ; DCIP ; DCIP (Nematocide) ; 2,2'-Dichlorodiisopropyl Ether ; (2-Chloro-1-methylethyl) ether ; Bis(á-chloroisopropyl) eth		15.60025

		16.3243-not id		16.4506		16.408		16.3348		XX		X		8		4-Methylphenol		C7H8O		108.057515		108.138082		4-Methylphenol ; p-Cresol ; p-Hydroxytoluene ; p-Kresol ; p-Methylhydroxybenzene ; p-Methylphenol ; p-Oxytoluene ; p-Toluol ; p-Tolyl alcohol ; 1-Hydroxy-4-methylbenzene ; 4-Cresol ; 4-Hydroxytoluene ; 1-Methyl-4-hydroxybenzene ; Paracresol ; Cresol, para		53.25452

		16.8446		16.9651		16.9988		16.8557		XX		X		8		3-Methylphenol		C7H8O		108.057515		108.138082		3-Methylphenol ; m-Cresol ; m-Cresole ; m-Cresylic acid ; m-Hydroxytoluene ; m-Kresol ; m-Methylphenol ; m-Oxytoluene ; m-Toluol ; Cresol ; 1-Hydroxy-3-methylbenzene ; 3-Cresol ; 3-Hydroxytoluene ; meta-Cresol ; Cresol, meta ; Rcra waste number U052 ; UN		53.25452

						16.9653		16.8133		XX		X		10		N-Nitrosodi-N-propylamine		C6H14N2O		130.110613		130.188477		N-Nitrosodi-N-propylamine ; Dipropylamine, N-nitroso- ; Dipropylnitrosamine ; N-Nitrosodipropylamine ; N,N-Dipropylnitrosamine ; Nitrosodipropylamine ; Di-n-propylnitrosoamine ; Di-N-propylnitrosamine ; DPN ; DPNA ; N-Nitroso-N-propyl-1-propanamine ; NDPA		85.08699

				17.1299		17.1629		17.0176		XX-116		X		11		Hexachloroethane		C2Cl6		233.813116		236.736701		Hexachloroethane ; Avlothane ; Carbon hexachloride ; Distokal ; Distopan ; Distopin ; Egitol ; Falkitol ; Fasciolin ; Hexachlorethane ; Hexachloroethylene ; Mottenhexe ; Perchloroethane ; Phenohep ; CCl3CCl3 ; Ethane hexachloride ; Ethylene hexachloride ;		-79.86485

				17.3793		17.4099		17.262		XX		X		12		Nitrobenzene		C6H5NO2		123.032028		123.109672		Nitrobenzene ; Essence of Mirbane ; Essence of Myrbane ; Mirbane oil ; Nitrobenzol ; Oil of Mirbane ; Oil of Myrbane ; Nitrobenzeen ; Nitrobenzen ; NCI-C60082 ; Rcra waste number U169 ; UN 1662		26.03936

				18.2066		18.2387		18.0789		XX-82, 138		X		13		Isophorone		C9H14O		138.104465		138.207199		Isophorone ; à-Isophoron ; à-Isophorone ; Isoacetophorone ; Isoforon ; Isophoron ; 3,5,5-Trimethyl-2-cyclohexenone ; 3,5,5-Trimethylcyclohexen-2-one-1 ; 3,5,5-Trimethylcyclohex-2-enone ; Isoforone ; Izoforon ; NCI-C55618 ; 1,1,3-Trimethyl-3-cyclohexene-5-		75.69933

						18.4671		18.3155		XX		X		14		2-Nitrophenol		C6H5NO3		139.026943		139.109077		2-Nitrophenol ; Phenol, o-nitro- ; o-Hydroxynitrobenzene ; o-Nitrophenol ; 2-Hydroxynitrobenzene ; o-Nitrofenol ; UN 1663		19.38348

		18.5917- not id		18.709		18.752		18.5951		XX		X		15		2,4-Dimethylphenol		C8H10O		122.073165		122.164700		2,4-Dimethylphenol ; 2,4-Xylenol ; m-Xylenol ; 1-Hydroxy-2,4-dimethylbenzene ; 4-Hydroxy-1,3-dimethylbenzene ; 4,6-Dimethylphenol ; 1,3-Dimethyl-4-hydroxybenzene ; 1,2,4-Xylenol ; Rcra waste number U101 ; UN 2261		59.97126

		18.906		19.0245		19.0678		18.9077		XX-93		X		16		Bis(2-chloroethoxy)methane		C5H10Cl2O2		172.005785		173.036973		Bis(2-chloroethoxy)methane ; Ethane, 1,1'-[methylenebis(oxy)]bis[2-chloro- ; Bis(á-chloroethyl) formal ; Bis(2-chloroethyl) formal ; Di-2-chloroethyl formal ; Formaldehyde bis(á-chloroethyl) acetal ; Formaldehyde bis(2-chloroethyl) acetal ; Dichloro ethyl		3.36336

				19.255		19.299		19.1384		XX		X		17		2,4-Dichlorophenol		C6H4Cl2O		161.963920		163.000660		2,4-Dichlorophenol ; DCP ; Isobac ; 4,6-Dichlorophenol ; NCI-C55345 ; 1-Hydroxy-2,4-dichlorobenzene ; 2,4-DCP ; Rcra waste number U081 ; 2,4 Dichlorophenol		-22.2715

		19.4092		19.5162		19.5625		19.4025		XX		X		18		1,2,4-Trichlorobenzene		C6H3Cl3		179.930033		181.445852		1,2,4-Trichlorobenzene ; aS-trichlorobenzene ; Hostetex l-pec ; 1,2,4-Trichlorobenzol ; unsym-Trichlorobenzene ; Trojchlorobenzen ; 1,2,5-Trichlorobenzene ; 1,3,4-Trichlorobenzene ; UN 2321 ; Hipochem GM		-38.87043

		19.9021		20.0164		20.0614		19.9021		XX		X		19		4-Chloroaniline		C6H6ClN		127.018877		127.571341		4-Chloroaniline ; Aniline, p-chloro- ; p-Aminochlorobenzene ; p-Chlorophenylamine ; p-Ca ; 1-Amino-4-chlorobenzene ; 4-Chloro-1-aminobenzene ; 4-Chlorobenzenamine ; Benzenamine, 4-chloro- ; p-Chloraniline ; NCI-C02039 ; 4-Chlorophenylamine ; Aniline, 4-ch		14.86371

		19.6194		19.7339		19.78041		19.6213		XX		X		20		Naphthalene		C10H8		128.062600		128.170885		Naphthalene ; Albocarbon ; Dezodorator ; Moth flakes ; Naphthalin ; Naphthaline ; Naphthene ; Tar camphor ; White tar ; Camphor tar ; Moth balls ; Naftalen ; NCI-C52904 ; Mighty 150 ; Mighty rd1 ; Napthalene, molten ; Rcra waste number U165 ; UN 1334 ; UN		48.90645

		20.1647		20.2869		20.3306		20.1735		XX-225		X		21		Hexachlorobutadiene		C4Cl6		257.813116		260.758173		Hexachlorobutadiene ; C 46 ; Hexachloro-1,3-Butadiene ; Perchlorobutadiene ; 1,1,2,3,4,4-Hexachloro-1,3-butadiene ; Hexachlorobutadiene-(1,3) ; Gp-40-66:120 ; Hexachlor-1,3-butadien ; Hexachlorbutadiene ; HCBD ; 1,3-Butadiene, hexachloro- ; Dolen-pur ; 1,		-72.43556

				21.868		21.8928		21.7561		XX		X		22		4-Chloro-3-methylphenol		C7H7ClO		142.018543		142.582680		4-Chloro-3-methylphenol ; Chlorocresol ; m-Cresol, 4-chloro- ; p-Chlor-m-cresol ; p-Chloro-m-cresol ; p-Chlorocresol ; Aptal ; Baktol ; Baktolan ; Candaseptic ; Ottafact ; Parmetol ; Parol ; Peritonan ; Preventol CMK ; PCMC ; Raschit ; Raschit K ; Rasen-A		13.05814

		22.0765-not id				22.2178		22.0855		XX		X		23		2-Methylnaphthalene		C11H10		142.078250		142.197502		2-Methylnaphthalene ; á-Methylnaphthalene ; Naphthalene, 2-methyl		55.10586

		22.4117		22.5301		22.5509		22.4238		XX		X		23		1-Methylnaphthalene		C11H10		142.078250		142.197502		1-Methylnaphthalene ; à-Methylnaphthalene ; Naphthalene, 1-methyl		55.10586

				22.8318		22.8521		22.7272		XX-236		X		24		Hexachlorocyclopentadiene		C5Cl6		269.813116		272.768909		Hexachlorocyclopentadiene ; C 56 ; Cyclopentadiene, Hexachloro- ; Graphlox ; Hexachloro-1,3-cyclopentadiene ; HRS 1655 ; Perchlorocyclopentadiene ; 1,2,3,4,5,5-Hexachloro-1,3-Cyclopentadiene ; 1,3-Cyclopentadiene, hexachloro- ; Hexachlorcyklopentadien ; N		-69.2162

				23.2875-not id						XX		X		25		2,4,6-Trichlorophenol		C6H3Cl3O		195.924948		197.445257		2,4,6-Trichlorophenol ; Dowicide 2s ; Omal ; Phenachlor ; NCI-C02904 ; 1,3,5-Trichlorophenol ; 2,4,6-Trichlorfenol ; Dowcide 2S ; Rcra waste number U231 ; 1,3,5-Trichloro-2-hydroxybenzene ; 2,4,6 T ; TCP ; Trichloro-2-hydroxybenzene		-38.29191

		23.231		23.3365		23.3707		23.2605		XX		X		25		2,4,5-Trichlorophenol		C6H3Cl3O		195.924948		197.445257		2,4,5-Trichlorophenol ; Dowicide 2 ; Nurelle ; Preventol I ; TCP ; Collunosol ; Dowcide 2 ; Dowicide B ; NCI-C61187 ; Rcra waste number U230		-38.29191

		23.7892		23.9053		23.9172		23.8104		XX		X		26		2-Chloronaphthalene		C10H7Cl		162.023628		162.615482		2-Chloronaphthalene ; á-Chloronaphthalene ; Chloronaphthalene ; 2-Chlornaftalen ; Rcra waste number U047		14.58514

				24.3754		24.3799		24.2776		XX		X		27		2-Nitroaniline		C6H6N2O2		138.042927		138.124356		2-Nitroaniline ; Benzenamine, 2-nitro- ; Aniline, o-nitro- ; o-Aminonitrobenzene ; Azoene Fast Orange GR Base ; Azoene Fast Orange GR Salt ; Azofix Orange GR Salt ; Azogene Fast Orange GR ; Brentamine Fast Orange GR Base ; Brentamine Fast Orange GR Salt ;		31.10685

				24.8918		24.8985		24.8015		XX		X		28		1,4-Dinitrobenzene		C6H4N2O4		168.017107		168.107284		1,4-Dinitrobenzene ; Benzene, p-dinitro- ; p-Dinitrobenzene ; para-Dinitrobenzene ; Dithane a-4 ; UN 1597		10.18252

		25.2599		25.3901		25.3915		25.2951		XX-152		X		29		Acenaphthylene		C12H8		152.062600		152.192357		Acenaphthylene ; Cyclopenta[de]naphthalene ; Acenaphthalene		41.18438

				25.1871-not id		25.1833		25.1074		XX		X		28		1,3-Dinitrobenzene		C6H4N2O4		168.017107		168.107284		1,3-Dinitrobenzene ; Benzene, m-dinitro- ; m-Dinitrobenzene ; Binitrobenzene ; 2,4-Dinitrobenzene ; Dwunitrobenzen ; 1,3-Dinitrobenzol ; UN 1597		10.18252

		25.0854-not id		25.2178		25.2161		25.1266		XX-163		X		30		Dimethyl phthalate		C10H10O4		194.057909		194.184386		Dimethyl phthalate ; 1,2-Benzenedicarboxylic acid, dimethyl ester ; Phthalic acid, dimethyl ester ; Avolin ; Dimethyl 1,2-benzenedicarboxylate ; DMF, Insect repellent ; DMP ; Fermine ; Mipax ; NTM ; Palatinol M ; Solvanom ; Solvarone ; Unimoll DM ; Dimeth		29.8499

				25.335-not id		25.3338		25.2373		XX-165		X		31		2,6-Dinitrotoluene		C7H6N2O4		182.032757		182.133902		2,6-Dinitrotoluene ; Toluene, 2,6-dinitro- ; 2,6-Dnt ; 1-Methyl-2,6-dinitrobenzene ; Rcra waste number U106 ; 2-Methyl-1,3-dinitro-benzene		17.99818

				25.4891- not id		25.4666		25.3854		XX		X		28		1,2-Dinitrobenzene		C6H4N2O4		168.017107		168.107284		1,2-Dinitrobenzene ; Benzene, o-dinitro- ; o-Dinitrobenzene ; ortho-Dinitrobenzene ; 1,2-Dinitrobenzol ; UN 1597		10.18252

		25.9137		26.0496		26.0477		25.9532		XX		X		32		Acenaphthene		C12H10		154.078250		154.208238		Acenaphthene ; Acenaphthylene, 1,2-dihydro- ; Peri-Ethylenenaphthalene ; Naphthyleneethylene ; 1,2-Dihydroacenaphthylene ; 1,8-Ethylenenaphthalene		50.8119

		25.771-no id		25.9024		25.8999		25.8049		XX		X		33		3-Nitroaniline		C6H6N2O2		138.042927		138.124356		3-Nitroaniline ; Benzenamine, 3-nitro- ; Aniline, m-nitro- ; m-Aminonitrobenzene ; m-Nitroaminobenzene ; m-Nitrophenylamine ; Amarthol Fast Orange R Base ; Azobase MNA ; C.I. Azoic Diazo Component 7 ; C.I. 37030 ; Daito Orange Base R ; Devol Orange R ; Di		31.10685

								26.1973		XX		X		34		2,4-Dinitrophenol		C6H4N2O5		184.012021		184.106689		2,4-Dinitrophenol ; à-Dinitrophenol ; Aldifen ; Fenoxyl Carbon N ; Nitrophen ; Nitrophene ; Phenol, à-dinitro- ; Solfo Black B ; Solfo Black BB ; Solfo Black G ; Solfo Black SB ; Solfo Black 2B Supra ; Tertrosulphur Black PB ; Tertrosulphur PBR ; 1-Hydrox		6.53329

		26.5656		26.699		26.7049		26.6061		XX		X		35		Dibenzofuran		C12H8O		168.057515		168.191762		Dibenzofuran ; [1,1'-Biphenyl]-2,2'-diyl oxide ; Dibenzo[b,d]furan ; Diphenylene oxide ; 2,2'-Biphenylene oxide ; 2,2'-Biphenylylene oxide		34.23505

				26.7988-not id		26.7965		26.7146		XX-165		X		36		2,4-Dinitrotoluene		C7H6N2O4		182.032757		182.133902		2,4-Dinitrotoluene ; Toluene, 2,4-dinitro- ; 2,4-DNT ; 1-Methyl-2,4-Dinitrobenzene ; 2,4-Dinitrotoluol ; NCI-C01865 ; DNT ; Dinitrotoluene ; Rcra waste number U105 ; D.N.T ; Dinitrotoluol		17.99818

		26.6139-no id		26.734		26.732		26.6406		XX				37		4-Nitrophenol		C6H5NO3		139.026943		139.109077		4-Nitrophenol ; Phenol, p-nitro- ; p-Hydroxynitrobenzene ; p-Nitrophenol ; Niphen ; 4-Hydroxynitrobenzene ; NCI-C55992 ; Paranitrofenol ; Paranitrofenolo ; Paranitrophenol ; 4-Nitrofenol ; p-Nitrofenol ; Rcra waste number U170 ; UN 1663 ; 1-Hydroxy-4-nitr		19.38348

		26.9985-no id'		27.0774		27.0851		26.9872		XX-232		X		38		2,3,4,6-Tetrachlorophenol		C6H2Cl4O		229.885976		231.889855		2,3,4,6-Tetrachlorophenol ; Dowicide 6 ; TCP ; 2,4,5,6-Tetrachlorophenol ; 1-Hydroxy-2,3,4,6-tetrachlorobenzene		-49.57586

		27.134-no id		27.2369		27.2457		27.1465		XX-232		X		38		2,3,5,6-Tetrachlorophenol		C6H2Cl4O		229.885976		231.889855		2,3,5,6-Tetrachlorophenol ; 2,3,5,6-Tetrachloro phenol		-49.57586

		27.8287		27.9515		27.964		27.8734		XX		X		39		Fluorene		C13H10		166.078250		166.218974		Fluorene ; 9H-Fluorene ; o-Biphenylenemethane ; Diphenylenemethane ; Methane, diphenylene- ; 2,2'-Methylenebiphenyl ; 2,3-Benzindene ; o-Biphenylmethane		47.13875

		28.0081-no id		28.1028		28.1159		28.0257		XX		X		40		4-Chlorophenyl phenyl ether		C12H9ClO		204.034193		204.652241		4-Chlorophenyl phenyl ether ; Ether, p-chlorophenyl phenyl ; p-Chlorodiphenyl oxide ; p-Chlorophenyl phenyl ether ; 1-Chloro-4-phenoxybenzene ; 4-Chlorodiphenyl ether		16.76109

		27.9334-no id		27.8793		27.895		27.8065		XX-149		X		41		Diethyl Phthalate		C12H14O4		222.089209		222.237621		Diethyl Phthalate ; 1,2-Benzenedicarboxylic acid, diethyl ester ; Phthalic acid, diethyl ester ; o-Benzenedicarboxylic acid, diethyl ester ; Anozol ; Ethyl phthalate ; Neantine ; Palatinol A ; Phthalol ; Placidol E ; Solvanol ; Unimoll DA ; Diethyl-1,2-be		40.18421

				28.1228				28.0608		XX- 65 138				42		4-Nitroaniline		C6H6N2O2		138.042927		138.124356		4-Nitroaniline ; Benzenamine, 4-nitro- ; Aniline, p-nitro- ; p-Aminonitrobenzene ; p-Nitrophenylamine ; Azoamine Red Zh ; C.I. Azoic Diazo Component 37 ; C.I. Developer 17 ; C.I. 37035 ; Developer P ; Devol Red GG ; Fast Red Base GG ; Fast Red Base 2J ; F		31.10685

								28.1962		XX		X		43		4,6-Dinitro-2-methylphenol		C7H6N2O5		198.027671		198.133307		4,6-Dinitro-2-methylphenol ; o-Cresol, 4,6-dinitro- ; Antinonin ; Antinonnin ; Arborol ; Degrassan ; Dekrysil ; Detal ; Dillex ; Dinitro ; Dinitro-o-cresol ; Dinitrocresol ; Dinitrodendtroxal ; Dinitrol ; Dinoc ; Dinurania ; Ditrosol ; Dn ; Dnoc ; Effusan		13.97541

		28.438		28.5608		28.5775		28.4878		XX		X		44		Diphenylamine		C12H11N		169.089149		169.222922		Diphenylamine ; Benzenamine, N-phenyl- ; Anilinobenzene ; Benzene, (phenylamino)- ; DFA ; DPA ; N-Phenylaniline ; N-Phenylbenzeneamine ; Diphenylamine indicator ; Aniline, N-phenyl- ; Benzene, anilino- ; Big Dipper ; C.I. 10355 ; Diphenpyramide ; N-Phenyl		52.7511

				28.6692		28.6866		28.6002		XX		X		45		Azobenzene		C12H10N2		182.084398		182.221724		Azobenzene ; Diazene, diphenyl- ; Azobenzide ; Azobenzol ; Benzene, azobis- ; Benzene, azodi- ; Benzeneazobenzene ; Diazobenzene ; Diphenyldiimide ; 1,2-Diphenyldiazene ; trans-Azobenzene ; Azobenzeen ; Azobisbenzene ; Azodibenzeneazofume ; Azofume ; Benz		46.37271

		29.7688		29.881		29.9269		29.8148		XX		X		46		4-Bromophenyl phenyl ether		C12H9BrO		247.983678		249.103231		4-Bromophenyl phenyl ether ; Ether, p-bromophenyl phenyl ; p-(Phenoxy)bromobenzene ; p-Bromodiphenyl ether ; p-Bromophenoxybenzene ; p-Bromophenyl phenyl ether ; Diphenyl ether, 4-bromo- ; Ether, 4-bromophenyl phenyl ; Phenyl ether, 4-bromo- ; 1-Bromo-4-p		-6.58165

				29.9771		30.0139		29.9169		XX-284		X		47		Hexachlorobenzene		C6Cl6		281.813116		284.779645		Hexachlorobenzene ; Perchlorobenzene ; Amatin ; Anticarie ; Bunt-cure ; Bunt-no-more ; Co-op Hexa ; HCB ; Julin's Carbon chloride ; No Bunt ; No Bunt Liquid ; No Bunt 40 ; No Bunt 80 ; Pentachlorophenyl chloride ; Sanocide ; Snieciotox ; 1,2,3,4,5,6-Hexac		-66.27083

		30.685		30.7846		30.8179		30.7064		XX		X		48		Pentachlorophenol		C6HCl5O		263.847003		266.334452		Pentachlorophenol ; Dowicide 7 ; EP 30 ; Fungifen ; Grundier Arbezol ; Lauxtol ; Liroprem ; Penchlorol ; Penta ; Permasan ; PCP ; PCP (Pesticide) ; Santophen 20 ; Chem-Tol ; Chlorophen ; Dowicide G ; Durotox ; Glazd penta ; Lauxtol A ; NCI-C54933 ; NCI-C5		-57.95333

		31.3566		31.4479		31.4883		31.3888		XX		X		49		Phenanthrene		C14H10		178.078250		178.229710		Phenanthrene ; Phenanthren ; Phenanthrin ; Phenantrin		43.96085

		31.5439		31.6354		31.6778		31.5762		XX		X		49		Anthracene		C14H10		178.078250		178.229710		Anthracene ; Anthracin ; Green Oil ; Paranaphthalene ; Tetra Olive N2G ; Anthracene oil ; p-Naphthalene ; Anthracen ; Coal tar pitch volatiles:anthracene ; Sterilite hop defoliant		43.96085

		32.2744		32.3611		32.4017		32.3062		XX		X		50		Carbazole		C12H9N		167.073499		167.207041		Carbazole ; 9H-Carbazole ; Dibenzopyrrole ; Dibenzo[b,d]pyrrole ; Diphenylenimine ; 9-Azafluorene ; Diphenylenimide ; Diphenyleneimine ; Usaf ek-600 ; Skf 20091		44.01155

				34.1512		34.1761		34.0888		XX-149		X		51		di-n-Butyl phthalate		C16H22O4		278.151809		278.344091		di-n-Butyl phthalate ; 1,2-Benzenedicarboxylic acid, dibutyl ester ; Phthalic acid, dibutyl ester ; n-Butyl phthalate ; Butyl phthalate ; Celluflex DPB ; Elaol ; Genoplast B ; Hexaplas M/B ; Palatinol C ; Polycizer DBP ; PX 104 ; Staflex DBP ; Unimoll DB		54.60762

		35.9078		35.9609		35.9848		35.9114		XX		X		52		Fluoranthene		C16H10		202.078250		202.251182		Fluoranthene ; Benzene, 1,2-(1,8-naphthalenediyl)- ; Benzo[jk]fluorene ; Idryl ; 1,2-(1,8-Naphthylene)benzene ; Benzo[jk]fluorene, idryl ; Benzene, 1,2-(1,8-naphthylene)- ; 1,2-Benzacenaphthene ; 1,2-(1,8-Naphthalenediyl)benzene ; Rcra waste number U120 ;		38.73778

		36.7504		36.7963		36.805		36.7361		XX		X		52		Pyrene		C16H10		202.078250		202.251182		Pyrene ; á-Pyrene ; Benzo[def]phenanthrene ; Pyren ; Coal tar pitch volatiles:pyrene		38.73778

				40.0182		40.0159		39.9653		XX-149		X		53		Benzyl butyl phthalate		C19H20O4		312.136159		312.360417		Benzyl butyl phthalate ; 1,2-Benzenedicarboxylic acid, butyl phenylmethyl ester ; Phthalic acid, benzyl butyl ester ; Butyl benzyl phthalate ; Palatinol BB ; Santicizer 160 ; Sicol ; Sicol 160 ; Unimoll BB ; n-Butyl benzyl phthalate ; NCI-C54375 ; BBP ; B		43.64075

				40.7758-not id		40.7067		40.6684		XX-129		X		54		Bis(2-ethylhexyl) adipate		C22H42O4		370.308310		370.567321		Bis(2-ethylhexyl) adipate ; Adipic acid, bis(2-ethylhexyl) ester ; Adipol 2EH ; Bisoflex DOA ; Di(2-ethylhexyl) adipate ; DOA ; Effomoll DOA ; Flexol A 26 ; Kodaflex DOA ; Monoplex DOA ; Octyl adipate ; Plastomoll DOA ; Sicol 250 ; Truflex DOA ; Vestinol		83.32698

		41.6765		41.7082		41.7042		41.6849		XX		X		55		Benz[a]anthracene		C18H12		228.093900		228.288535		Benz[a]anthracene ; Benzanthracene ; Benzanthrene ; Benzoanthracene ; Benzo[a]anthracene ; Benzo[b]phenanthrene ; Tetraphene ; 1,2-Benzanthracene ; 1,2-Benzanthrene ; 1,2-Benzoanthracene ; 1,2-Benz[a]anthracene ; 2,3-Benzophenanthrene ; BA ; Naphthanthrac		41.18438

														55		Chrysene		C18H12		228.093900		228.288535		Chrysene ; Benzo[a]phenanthrene ; 1,2-Benzophenanthrene ; 1,2-Benzphenanthrene ; Benz(a)phenanthrene ; 1,2,5,6-Dibenzonaphthalene ; Rcra waste number U050		41.18438

				42.6705-not id		42.6838		42.5814		XX-149		X		56		Bis(2-ethylhexyl)phthalate		C16H35O4P		322.227296		322.421082		Bis(2-ethylhexyl)phthalate ; di(2-Ethylhexyl)phosphoric acid ; Bis-(2-ethylhexyl) phosphate ; di-(2-Ethylhexyl)-phosphate ; Phosphoric acid, bis(2-ethylhexyl) ester ; Bis(2-ethylhexyl)orthophosphoric acid ; Bis(2-ethylhexyl)phosphoric acid ; Dehpa extract		70.58886

				45.2614-not id		45.2441		45.1978		XX-149		X		57		Di-n-octyl phthalate		C24H38O4		390.277010		390.557030		Di-n-octyl phthalate ; 1,2-Benzenedicarboxylic acid, dioctyl ester ; Phthalic acid, dioctyl ester ; n-Octyl phthalate ; Dinopol NOP ; Dioctyl o-benzenedicarboxylate ; Dioctyl phthalate ; Octyl phthalate ; Polycizer 162 ; 1,2-Benzenedicarbonic acid, diocty		71.02813

												X		58		Benzo[b]fluoranthene		C20H12		252.093900		252.310007		Benzo[b]fluoranthene ; Benzo[e]fluoranthene ; 2,3-Benzofluoranthrene ; benzo[e]acephenanthrylene ; B(b)F ; 2,3-Benzofluoranthene ; 4,5-Benzofluoranthene ; 2,3-Benzfluoranthene		37.26206

				45.8226		45.8186		45.795		XX		X		58		Benzo[k]fluoranthene		C20H12		252.093900		252.310007		Benzo[k]fluoranthene ; Dibenzo[b,jk]fluorene ; 11,12-Benzofluoranthene ; 2,3,1',8'-Binaphthylene ; 8,9-Benzofluoranthene		37.26206

				46.917		46.8962		46.8692		XX		X		58		Benzo[a]pyrene		C20H12		252.093900		252.310007		Benzo[a]pyrene ; Benz[a]pyrene ; 1,2-Benzpyrene ; 3,4-Benzopyrene ; 3,4-Benzpyrene ; 3,4-Benz[a]pyrene ; 6,7-Benzopyrene ; Benzo[à]pyrene ; Benzo[d,e,f]chrysene ; B(a)P ; BP ; 3,4-Benzopirene ; 3,4-Benzpyren ; 3,4-BP ; Rcra waste number U022 ; Benzopyrene		37.26206

		50.7158-no id		50.8148		50.7598		50.7189		XX		X		59		Indeno[1,2,3-cd]pyrene		C22H12		276.093900		276.331479		Indeno[1,2,3-cd]pyrene ; o-Phenylenepyrene ; Indenopyrene ; 1,10-(o-Phenylene)pyrene ; 1,10-(1,2-Phenylene)pyrene ; 2,3-(o-Phenylene)pyrene ; IP ; 2,3-Phenylenepyrene ; 1,10-(ortho-Phenylene)pyrene ; Rcra waste number U137		34.02188

		50.8454		50.9637*Manually  Added		50.9144		50.8589		XX		X		60		Dibenz[a,h]anthracene		C22H14		278.109550		278.347360		Dibenz[a,h]anthracene ; Dibenzo[a,h]anthracene ; DBA ; 1,2:5,6-Benzanthracene ; 1,2:5,6-Dibenzanthracene ; 1,2:5,6-Dibenzoanthracene ; 1,2,5,6-Dibenzanthracene ; Db(a,h)a ; Dibenz(a,h)antracene ; 1,2,5,6-Dibenzanthraceen ; 1,2:5,6-Dibenz(a)anthracene ; 1,		39.40664

		51.4875-no id		51.5983		51.5605		51.5187		XX		X		59		Benzo[ghi]perylene		C22H12		276.093900		276.331479		Benzo[ghi]perylene ; Benzo-1,12-perylene ; 1,12-Benzoperylene ; 1,12-Benzperylene		34.02188
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Sheet3

		

				Mega Mixture										2016 Synthetic Drug Standard

				Gas Chromatograph		Agilent 7890								Gas Chromatograph		Agilent 7890

				Injection		1µL, Split 100:1, 340ºC								Injection		1µL, Split 5:1, 300 ºC

				Carrier Gas		He, Ramped Pressure:10psi (0 min), 24 psi/min to 34 psi (0 min)								Carrier Gas		He, Ramped Pressure:10 psi (0 min), 24 psi/min to 34 psi (0 min)

				Temperature		Isothermal 330ºC								Temperature		Isothermal 300 ºC

				Fast GC		Aviv Analytical								Fast GC		Aviv Analytical

				Column		Rxi-5SilMS 3m x 0.15mm ID x 0.15 µm								Column		Rxi-5SilMS 3 m x 0.15 mm ID x 0.15 µm

				Temperature		50ºC to 350ºC in 50 seconds, hold at 350ºC for 10 seconds								Temperature		50 ºC to 350 ºC in 50 seconds, hold at 350 ºC for 10 seconds

				Mass Spectrometer		Modified LECO Pegasus® BT								Mass Spectrometer		LECO Pegasus BT  Prototype with Increased Scan Speed

				Transferline Temperature		330ºC								Transferline Temperature		300 ºC

				Ion Source Temperature		300ºC								Ion Source Temperature		250 ºC

				Spectra Acquisition Rate		80 spectra/second								Spectra Acquisition Rate		80 spectra/second

				Mass Range		30-650								Mass Range		30-645 m/z
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Methods Mega Mixture

Instrument: LECO Corporation’s Modified Pegasus BT equipped with Aviv Analytical Fast GC
Sample: Mega Mixture (Restek#31850) diluted to concentrations of 5 to 500,000pg/µl with a 100:1 split resulting in 50 fg to 5 ng on column.
Fast GC Column: Rxi-5SilMS 3m x 0.15mm ID x 0.15 µm
Fast GC Temperature Program: 50 to 350ºC in 50 seconds, hold at 350ºC for 10 seconds
GC Conditions: Fast GC is mounted to Agilent 7890 GC.  Agilent GC Conditions: Inlet: 340ºC, Split 100:1, Pressure Program: 10 psi (0 min), 24 psi/min to 34 psi.  Isothermal Temperature: 330ºC
Modified Pegasus BT Conditions: Transferline temperature: 330ºC, Ion Source Temperature: 300ºC, Spectra Acquistion Rate: 80 spectra/second, Mass Range: 30-650




Target Search Formulas

														MM

		50fg:3		500fg:3		5,000fg:2		50pg:3		500pg:3		5,000pg:3				Name		Formula		Expected Neutral Mass		Expected Formula Mass		Synonyms List		Expected Mass Defect (mDa/100Da)

														1		N-Nitrosodimethylamine		C2H6N2O		74.048013		74.081928		N-Nitrosodimethylamine ; Methanamine, N-methyl-N-nitroso- ; Dimethylamine, N-nitroso- ; Dimethylnitrosamine ; DMN ; DMNA ; N-Nitroso-N,N-Dimethylamine ; (CH3)2NNO ; Dimethylnitrosamin ; Dimethylnitrosoamine ; N-Methyl-N-nitrosomethanamine ; N,N-Dimethylni		64.88219

														2		Pyridine		C5H5N		79.042199		79.100126		Pyridine ; Azabenzene ; Azine ; NCI-C55301 ; Piridina ; Pirydyna ; Pyridin ; Rcra waste number U196 ; UN 1282 ; Pyr		53.41667

		14.439		14.5677		14.5882		14.4545		XX-93		X		3		Aniline		C6H7N		93.057849		93.126744		Aniline ; Benzenamine ; Aminobenzene ; Aminophen ; Anyvim ; Benzene, amino- ; Blue Oil ; C.I. 76000 ; Phenylamine ; Aniline Oil ; Aniline reagent ; Anilin ; Anilina ; Benzidam ; C.I. Oxidation base 1 ; Cyanol ; Huile D'aniline ; Krystallin ; Kyanol ; NCI-		62.20347

		14.4626		14.5846		14.6141				XX-94		X		4		Phenol		C6H6O3		126.031694		126.110275		Phenol ; Pyrogallol ; C.I. Oxidation Base 32 ; C.I. 76515 ; Fouramine Brown AP ; Fourrine PG ; Fourrine 85 ; Pyrogallic acid ; 1,2,3-Trihydroxybenzene ; C.I. 76551 ; Benzene, 1,2,3-trihydroxy- ; 1,2,3-Trihydroxybenzen ; 2,3-Dihydroxyphenol ; Fouramine bas		25.15402

				14.8177		14.8472		14.704		XX		X		5		Bis(2-chloroethyl) ether		C4H8Cl2O		141.995220		143.010951		Bis(2-chloroethyl) ether ; s-Dichloroethyl ether ; Ethane, 1,1'-oxybis[2-chloro- ; Ether, bis(2-chloroethyl) ; á,á'-Dichlorodiethyl ether ; á,á'-Dichloroethyl ether ; Bis(á-chloroethyl) ether ; Bis(chloro-2-ethyl) oxide ; Chlorex ; Di(á-chloroethyl) ether		-3.36599

		14.7871-not id		14.908		14.9396		14.8054		XX		X		6		2-Chlorophenol		C6H5ClO		128.002892		128.556062		2-Chlorophenol ; Phenol, o-chloro- ; o-Chlorophenol ; 2-Hydroxychlorobenzene ; o-Chlorphenol ; Rcra waste number U048 ; UN 2020 ; UN 2021 ; 1-Chloro-2-hydroxybenzene ; Chlorophenol		2.25976

		15.2418		15.3647		15.397		15.2621		XX		X		7		1,3-Dichlorobenzene		C6H4Cl2		145.969006		147.001255		1,3-Dichlorobenzene ; Benzene, m-dichloro- ; m-Dichlorobenzene ; m-Dichlorobenzol ; m-Phenylene dichloride ; Metadichlorobenzene ; Rcra waste number U071		-21.22908

		15.4736		15.5938		15.6257		15.4902		XX		X		7		1,4-Dichlorobenzene		C6H4Cl2		145.969006		147.001255		1,4-Dichlorobenzene ; Benzene, p-dichloro- ; p-Chlorophenyl chloride ; p-Dichlorobenzene ; Di-chloricide ; Evola ; Paradi ; Paradow ; Paramoth ; Persia-Perazol ; PDB ; Santochlor ; Di-Choricide ; p-Dichlorobenzol ; Paradichlorobenzol ; para-Dichlorobenzen		-21.22908

				16.0346		16.0646		15.921						8		Benzyl Alcohol		C7H8O		108.057515		108.138082		Benzyl Alcohol ; Benzenemethanol ; à-Hydroxytoluene ; à-Toluenol ; (Hydroxymethyl)benzene ; Benzenecarbinol ; Phenylcarbinol ; Phenylmethanol ; Phenylmethyl alcohol ; Methanol, phenyl- ; NCI-C06111 ; Hydroxytoluene ; Benzylalcohol ; Bentalol ; Benzoyl alc		53.25452

		15.9422		16.0644		16.098		15.9637		XX		X		7		1,2-Dichlorobenzene		C6H4Cl2		145.969006		147.001255		1,2-Dichlorobenzene ; Benzene, o-dichloro- ; o-Dichlorobenzene ; Cloroben ; Dilantin DB ; Dowtherm E ; 1,2-Dichlorbenzene ; Chloroben ; o-Dichlorobenzol ; Dilatin db ; ortho-Dichlorobenzene ; o-Dichlorbenzene ; o-Dichlorbenzol ; Dichlorobenzene, o- ; Dize		-21.22908

												X		8		2-Methylphenol		C7H8O		108.057515		108.138082		2-Methylphenol ; o-Cresol ; o-Hydroxytoluene ; o-Methylphenol ; o-Methylphenylol ; o-Oxytoluene ; 1-Hydroxy-2-methylbenzene ; 2-Cresol ; 2-Hydroxytoluene ; Orthocresol ; o-Kresol ; Rcra waste number U052 ; UN 2076 ; o-Cresylic acid		53.25452

		16.392-not id		16.5133		16.5462				XX- 45 121--Caliper		X 45 121		9		Bis(2-Chloroisopropyl)ether		C6H12Cl2O		170.026520		171.064186		Bis(2-Chloroisopropyl)ether ; Ether, bis(2-chloro-1-methylethyl) ; á,á'-Dichlorodiisopropyl ether ; Bis(2-chloro-1-methylethyl) ether ; DCIP ; DCIP (Nematocide) ; 2,2'-Dichlorodiisopropyl Ether ; (2-Chloro-1-methylethyl) ether ; Bis(á-chloroisopropyl) eth		15.60025

		16.3243-not id		16.4506		16.408		16.3348		XX		X		8		4-Methylphenol		C7H8O		108.057515		108.138082		4-Methylphenol ; p-Cresol ; p-Hydroxytoluene ; p-Kresol ; p-Methylhydroxybenzene ; p-Methylphenol ; p-Oxytoluene ; p-Toluol ; p-Tolyl alcohol ; 1-Hydroxy-4-methylbenzene ; 4-Cresol ; 4-Hydroxytoluene ; 1-Methyl-4-hydroxybenzene ; Paracresol ; Cresol, para		53.25452

		16.8446		16.9651		16.9988		16.8557		XX		X		8		3-Methylphenol		C7H8O		108.057515		108.138082		3-Methylphenol ; m-Cresol ; m-Cresole ; m-Cresylic acid ; m-Hydroxytoluene ; m-Kresol ; m-Methylphenol ; m-Oxytoluene ; m-Toluol ; Cresol ; 1-Hydroxy-3-methylbenzene ; 3-Cresol ; 3-Hydroxytoluene ; meta-Cresol ; Cresol, meta ; Rcra waste number U052 ; UN		53.25452

						16.9653		16.8133		XX		X		10		N-Nitrosodi-N-propylamine		C6H14N2O		130.110613		130.188477		N-Nitrosodi-N-propylamine ; Dipropylamine, N-nitroso- ; Dipropylnitrosamine ; N-Nitrosodipropylamine ; N,N-Dipropylnitrosamine ; Nitrosodipropylamine ; Di-n-propylnitrosoamine ; Di-N-propylnitrosamine ; DPN ; DPNA ; N-Nitroso-N-propyl-1-propanamine ; NDPA		85.08699

				17.1299		17.1629		17.0176		XX-116		X		11		Hexachloroethane		C2Cl6		233.813116		236.736701		Hexachloroethane ; Avlothane ; Carbon hexachloride ; Distokal ; Distopan ; Distopin ; Egitol ; Falkitol ; Fasciolin ; Hexachlorethane ; Hexachloroethylene ; Mottenhexe ; Perchloroethane ; Phenohep ; CCl3CCl3 ; Ethane hexachloride ; Ethylene hexachloride ;		-79.86485

				17.3793		17.4099		17.262		XX		X		12		Nitrobenzene		C6H5NO2		123.032028		123.109672		Nitrobenzene ; Essence of Mirbane ; Essence of Myrbane ; Mirbane oil ; Nitrobenzol ; Oil of Mirbane ; Oil of Myrbane ; Nitrobenzeen ; Nitrobenzen ; NCI-C60082 ; Rcra waste number U169 ; UN 1662		26.03936

				18.2066		18.2387		18.0789		XX-82, 138		X		13		Isophorone		C9H14O		138.104465		138.207199		Isophorone ; à-Isophoron ; à-Isophorone ; Isoacetophorone ; Isoforon ; Isophoron ; 3,5,5-Trimethyl-2-cyclohexenone ; 3,5,5-Trimethylcyclohexen-2-one-1 ; 3,5,5-Trimethylcyclohex-2-enone ; Isoforone ; Izoforon ; NCI-C55618 ; 1,1,3-Trimethyl-3-cyclohexene-5-		75.69933

						18.4671		18.3155		XX		X		14		2-Nitrophenol		C6H5NO3		139.026943		139.109077		2-Nitrophenol ; Phenol, o-nitro- ; o-Hydroxynitrobenzene ; o-Nitrophenol ; 2-Hydroxynitrobenzene ; o-Nitrofenol ; UN 1663		19.38348

		18.5917- not id		18.709		18.752		18.5951		XX		X		15		2,4-Dimethylphenol		C8H10O		122.073165		122.164700		2,4-Dimethylphenol ; 2,4-Xylenol ; m-Xylenol ; 1-Hydroxy-2,4-dimethylbenzene ; 4-Hydroxy-1,3-dimethylbenzene ; 4,6-Dimethylphenol ; 1,3-Dimethyl-4-hydroxybenzene ; 1,2,4-Xylenol ; Rcra waste number U101 ; UN 2261		59.97126

		18.906		19.0245		19.0678		18.9077		XX-93		X		16		Bis(2-chloroethoxy)methane		C5H10Cl2O2		172.005785		173.036973		Bis(2-chloroethoxy)methane ; Ethane, 1,1'-[methylenebis(oxy)]bis[2-chloro- ; Bis(á-chloroethyl) formal ; Bis(2-chloroethyl) formal ; Di-2-chloroethyl formal ; Formaldehyde bis(á-chloroethyl) acetal ; Formaldehyde bis(2-chloroethyl) acetal ; Dichloro ethyl		3.36336

				19.255		19.299		19.1384		XX		X		17		2,4-Dichlorophenol		C6H4Cl2O		161.963920		163.000660		2,4-Dichlorophenol ; DCP ; Isobac ; 4,6-Dichlorophenol ; NCI-C55345 ; 1-Hydroxy-2,4-dichlorobenzene ; 2,4-DCP ; Rcra waste number U081 ; 2,4 Dichlorophenol		-22.2715

		19.4092		19.5162		19.5625		19.4025		XX		X		18		1,2,4-Trichlorobenzene		C6H3Cl3		179.930033		181.445852		1,2,4-Trichlorobenzene ; aS-trichlorobenzene ; Hostetex l-pec ; 1,2,4-Trichlorobenzol ; unsym-Trichlorobenzene ; Trojchlorobenzen ; 1,2,5-Trichlorobenzene ; 1,3,4-Trichlorobenzene ; UN 2321 ; Hipochem GM		-38.87043

		19.9021		20.0164		20.0614		19.9021		XX		X		19		4-Chloroaniline		C6H6ClN		127.018877		127.571341		4-Chloroaniline ; Aniline, p-chloro- ; p-Aminochlorobenzene ; p-Chlorophenylamine ; p-Ca ; 1-Amino-4-chlorobenzene ; 4-Chloro-1-aminobenzene ; 4-Chlorobenzenamine ; Benzenamine, 4-chloro- ; p-Chloraniline ; NCI-C02039 ; 4-Chlorophenylamine ; Aniline, 4-ch		14.86371

		19.6194		19.7339		19.78041		19.6213		XX		X		20		Naphthalene		C10H8		128.062600		128.170885		Naphthalene ; Albocarbon ; Dezodorator ; Moth flakes ; Naphthalin ; Naphthaline ; Naphthene ; Tar camphor ; White tar ; Camphor tar ; Moth balls ; Naftalen ; NCI-C52904 ; Mighty 150 ; Mighty rd1 ; Napthalene, molten ; Rcra waste number U165 ; UN 1334 ; UN		48.90645

		20.1647		20.2869		20.3306		20.1735		XX-225		X		21		Hexachlorobutadiene		C4Cl6		257.813116		260.758173		Hexachlorobutadiene ; C 46 ; Hexachloro-1,3-Butadiene ; Perchlorobutadiene ; 1,1,2,3,4,4-Hexachloro-1,3-butadiene ; Hexachlorobutadiene-(1,3) ; Gp-40-66:120 ; Hexachlor-1,3-butadien ; Hexachlorbutadiene ; HCBD ; 1,3-Butadiene, hexachloro- ; Dolen-pur ; 1,		-72.43556

				21.868		21.8928		21.7561		XX		X		22		4-Chloro-3-methylphenol		C7H7ClO		142.018543		142.582680		4-Chloro-3-methylphenol ; Chlorocresol ; m-Cresol, 4-chloro- ; p-Chlor-m-cresol ; p-Chloro-m-cresol ; p-Chlorocresol ; Aptal ; Baktol ; Baktolan ; Candaseptic ; Ottafact ; Parmetol ; Parol ; Peritonan ; Preventol CMK ; PCMC ; Raschit ; Raschit K ; Rasen-A		13.05814

		22.0765-not id				22.2178		22.0855		XX		X		23		2-Methylnaphthalene		C11H10		142.078250		142.197502		2-Methylnaphthalene ; á-Methylnaphthalene ; Naphthalene, 2-methyl		55.10586

		22.4117		22.5301		22.5509		22.4238		XX		X		23		1-Methylnaphthalene		C11H10		142.078250		142.197502		1-Methylnaphthalene ; à-Methylnaphthalene ; Naphthalene, 1-methyl		55.10586

				22.8318		22.8521		22.7272		XX-236		X		24		Hexachlorocyclopentadiene		C5Cl6		269.813116		272.768909		Hexachlorocyclopentadiene ; C 56 ; Cyclopentadiene, Hexachloro- ; Graphlox ; Hexachloro-1,3-cyclopentadiene ; HRS 1655 ; Perchlorocyclopentadiene ; 1,2,3,4,5,5-Hexachloro-1,3-Cyclopentadiene ; 1,3-Cyclopentadiene, hexachloro- ; Hexachlorcyklopentadien ; N		-69.2162

				23.2875-not id						XX		X		25		2,4,6-Trichlorophenol		C6H3Cl3O		195.924948		197.445257		2,4,6-Trichlorophenol ; Dowicide 2s ; Omal ; Phenachlor ; NCI-C02904 ; 1,3,5-Trichlorophenol ; 2,4,6-Trichlorfenol ; Dowcide 2S ; Rcra waste number U231 ; 1,3,5-Trichloro-2-hydroxybenzene ; 2,4,6 T ; TCP ; Trichloro-2-hydroxybenzene		-38.29191

		23.231		23.3365		23.3707		23.2605		XX		X		25		2,4,5-Trichlorophenol		C6H3Cl3O		195.924948		197.445257		2,4,5-Trichlorophenol ; Dowicide 2 ; Nurelle ; Preventol I ; TCP ; Collunosol ; Dowcide 2 ; Dowicide B ; NCI-C61187 ; Rcra waste number U230		-38.29191

		23.7892		23.9053		23.9172		23.8104		XX		X		26		2-Chloronaphthalene		C10H7Cl		162.023628		162.615482		2-Chloronaphthalene ; á-Chloronaphthalene ; Chloronaphthalene ; 2-Chlornaftalen ; Rcra waste number U047		14.58514

				24.3754		24.3799		24.2776		XX		X		27		2-Nitroaniline		C6H6N2O2		138.042927		138.124356		2-Nitroaniline ; Benzenamine, 2-nitro- ; Aniline, o-nitro- ; o-Aminonitrobenzene ; Azoene Fast Orange GR Base ; Azoene Fast Orange GR Salt ; Azofix Orange GR Salt ; Azogene Fast Orange GR ; Brentamine Fast Orange GR Base ; Brentamine Fast Orange GR Salt ;		31.10685

				24.8918		24.8985		24.8015		XX		X		28		1,4-Dinitrobenzene		C6H4N2O4		168.017107		168.107284		1,4-Dinitrobenzene ; Benzene, p-dinitro- ; p-Dinitrobenzene ; para-Dinitrobenzene ; Dithane a-4 ; UN 1597		10.18252

		25.2599		25.3901		25.3915		25.2951		XX-152		X		29		Acenaphthylene		C12H8		152.062600		152.192357		Acenaphthylene ; Cyclopenta[de]naphthalene ; Acenaphthalene		41.18438

				25.1871-not id		25.1833		25.1074		XX		X		28		1,3-Dinitrobenzene		C6H4N2O4		168.017107		168.107284		1,3-Dinitrobenzene ; Benzene, m-dinitro- ; m-Dinitrobenzene ; Binitrobenzene ; 2,4-Dinitrobenzene ; Dwunitrobenzen ; 1,3-Dinitrobenzol ; UN 1597		10.18252

		25.0854-not id		25.2178		25.2161		25.1266		XX-163		X		30		Dimethyl phthalate		C10H10O4		194.057909		194.184386		Dimethyl phthalate ; 1,2-Benzenedicarboxylic acid, dimethyl ester ; Phthalic acid, dimethyl ester ; Avolin ; Dimethyl 1,2-benzenedicarboxylate ; DMF, Insect repellent ; DMP ; Fermine ; Mipax ; NTM ; Palatinol M ; Solvanom ; Solvarone ; Unimoll DM ; Dimeth		29.8499

				25.335-not id		25.3338		25.2373		XX-165		X		31		2,6-Dinitrotoluene		C7H6N2O4		182.032757		182.133902		2,6-Dinitrotoluene ; Toluene, 2,6-dinitro- ; 2,6-Dnt ; 1-Methyl-2,6-dinitrobenzene ; Rcra waste number U106 ; 2-Methyl-1,3-dinitro-benzene		17.99818

				25.4891- not id		25.4666		25.3854		XX		X		28		1,2-Dinitrobenzene		C6H4N2O4		168.017107		168.107284		1,2-Dinitrobenzene ; Benzene, o-dinitro- ; o-Dinitrobenzene ; ortho-Dinitrobenzene ; 1,2-Dinitrobenzol ; UN 1597		10.18252

		25.9137		26.0496		26.0477		25.9532		XX		X		32		Acenaphthene		C12H10		154.078250		154.208238		Acenaphthene ; Acenaphthylene, 1,2-dihydro- ; Peri-Ethylenenaphthalene ; Naphthyleneethylene ; 1,2-Dihydroacenaphthylene ; 1,8-Ethylenenaphthalene		50.8119

		25.771-no id		25.9024		25.8999		25.8049		XX		X		33		3-Nitroaniline		C6H6N2O2		138.042927		138.124356		3-Nitroaniline ; Benzenamine, 3-nitro- ; Aniline, m-nitro- ; m-Aminonitrobenzene ; m-Nitroaminobenzene ; m-Nitrophenylamine ; Amarthol Fast Orange R Base ; Azobase MNA ; C.I. Azoic Diazo Component 7 ; C.I. 37030 ; Daito Orange Base R ; Devol Orange R ; Di		31.10685

								26.1973		XX		X		34		2,4-Dinitrophenol		C6H4N2O5		184.012021		184.106689		2,4-Dinitrophenol ; à-Dinitrophenol ; Aldifen ; Fenoxyl Carbon N ; Nitrophen ; Nitrophene ; Phenol, à-dinitro- ; Solfo Black B ; Solfo Black BB ; Solfo Black G ; Solfo Black SB ; Solfo Black 2B Supra ; Tertrosulphur Black PB ; Tertrosulphur PBR ; 1-Hydrox		6.53329

		26.5656		26.699		26.7049		26.6061		XX		X		35		Dibenzofuran		C12H8O		168.057515		168.191762		Dibenzofuran ; [1,1'-Biphenyl]-2,2'-diyl oxide ; Dibenzo[b,d]furan ; Diphenylene oxide ; 2,2'-Biphenylene oxide ; 2,2'-Biphenylylene oxide		34.23505

				26.7988-not id		26.7965		26.7146		XX-165		X		36		2,4-Dinitrotoluene		C7H6N2O4		182.032757		182.133902		2,4-Dinitrotoluene ; Toluene, 2,4-dinitro- ; 2,4-DNT ; 1-Methyl-2,4-Dinitrobenzene ; 2,4-Dinitrotoluol ; NCI-C01865 ; DNT ; Dinitrotoluene ; Rcra waste number U105 ; D.N.T ; Dinitrotoluol		17.99818

		26.6139-no id		26.734		26.732		26.6406		XX				37		4-Nitrophenol		C6H5NO3		139.026943		139.109077		4-Nitrophenol ; Phenol, p-nitro- ; p-Hydroxynitrobenzene ; p-Nitrophenol ; Niphen ; 4-Hydroxynitrobenzene ; NCI-C55992 ; Paranitrofenol ; Paranitrofenolo ; Paranitrophenol ; 4-Nitrofenol ; p-Nitrofenol ; Rcra waste number U170 ; UN 1663 ; 1-Hydroxy-4-nitr		19.38348

		26.9985-no id'		27.0774		27.0851		26.9872		XX-232		X		38		2,3,4,6-Tetrachlorophenol		C6H2Cl4O		229.885976		231.889855		2,3,4,6-Tetrachlorophenol ; Dowicide 6 ; TCP ; 2,4,5,6-Tetrachlorophenol ; 1-Hydroxy-2,3,4,6-tetrachlorobenzene		-49.57586

		27.134-no id		27.2369		27.2457		27.1465		XX-232		X		38		2,3,5,6-Tetrachlorophenol		C6H2Cl4O		229.885976		231.889855		2,3,5,6-Tetrachlorophenol ; 2,3,5,6-Tetrachloro phenol		-49.57586

		27.8287		27.9515		27.964		27.8734		XX		X		39		Fluorene		C13H10		166.078250		166.218974		Fluorene ; 9H-Fluorene ; o-Biphenylenemethane ; Diphenylenemethane ; Methane, diphenylene- ; 2,2'-Methylenebiphenyl ; 2,3-Benzindene ; o-Biphenylmethane		47.13875

		28.0081-no id		28.1028		28.1159		28.0257		XX		X		40		4-Chlorophenyl phenyl ether		C12H9ClO		204.034193		204.652241		4-Chlorophenyl phenyl ether ; Ether, p-chlorophenyl phenyl ; p-Chlorodiphenyl oxide ; p-Chlorophenyl phenyl ether ; 1-Chloro-4-phenoxybenzene ; 4-Chlorodiphenyl ether		16.76109

		27.9334-no id		27.8793		27.895		27.8065		XX-149		X		41		Diethyl Phthalate		C12H14O4		222.089209		222.237621		Diethyl Phthalate ; 1,2-Benzenedicarboxylic acid, diethyl ester ; Phthalic acid, diethyl ester ; o-Benzenedicarboxylic acid, diethyl ester ; Anozol ; Ethyl phthalate ; Neantine ; Palatinol A ; Phthalol ; Placidol E ; Solvanol ; Unimoll DA ; Diethyl-1,2-be		40.18421

				28.1228				28.0608		XX- 65 138				42		4-Nitroaniline		C6H6N2O2		138.042927		138.124356		4-Nitroaniline ; Benzenamine, 4-nitro- ; Aniline, p-nitro- ; p-Aminonitrobenzene ; p-Nitrophenylamine ; Azoamine Red Zh ; C.I. Azoic Diazo Component 37 ; C.I. Developer 17 ; C.I. 37035 ; Developer P ; Devol Red GG ; Fast Red Base GG ; Fast Red Base 2J ; F		31.10685

								28.1962		XX		X		43		4,6-Dinitro-2-methylphenol		C7H6N2O5		198.027671		198.133307		4,6-Dinitro-2-methylphenol ; o-Cresol, 4,6-dinitro- ; Antinonin ; Antinonnin ; Arborol ; Degrassan ; Dekrysil ; Detal ; Dillex ; Dinitro ; Dinitro-o-cresol ; Dinitrocresol ; Dinitrodendtroxal ; Dinitrol ; Dinoc ; Dinurania ; Ditrosol ; Dn ; Dnoc ; Effusan		13.97541

		28.438		28.5608		28.5775		28.4878		XX		X		44		Diphenylamine		C12H11N		169.089149		169.222922		Diphenylamine ; Benzenamine, N-phenyl- ; Anilinobenzene ; Benzene, (phenylamino)- ; DFA ; DPA ; N-Phenylaniline ; N-Phenylbenzeneamine ; Diphenylamine indicator ; Aniline, N-phenyl- ; Benzene, anilino- ; Big Dipper ; C.I. 10355 ; Diphenpyramide ; N-Phenyl		52.7511

				28.6692		28.6866		28.6002		XX		X		45		Azobenzene		C12H10N2		182.084398		182.221724		Azobenzene ; Diazene, diphenyl- ; Azobenzide ; Azobenzol ; Benzene, azobis- ; Benzene, azodi- ; Benzeneazobenzene ; Diazobenzene ; Diphenyldiimide ; 1,2-Diphenyldiazene ; trans-Azobenzene ; Azobenzeen ; Azobisbenzene ; Azodibenzeneazofume ; Azofume ; Benz		46.37271

		29.7688		29.881		29.9269		29.8148		XX		X		46		4-Bromophenyl phenyl ether		C12H9BrO		247.983678		249.103231		4-Bromophenyl phenyl ether ; Ether, p-bromophenyl phenyl ; p-(Phenoxy)bromobenzene ; p-Bromodiphenyl ether ; p-Bromophenoxybenzene ; p-Bromophenyl phenyl ether ; Diphenyl ether, 4-bromo- ; Ether, 4-bromophenyl phenyl ; Phenyl ether, 4-bromo- ; 1-Bromo-4-p		-6.58165

				29.9771		30.0139		29.9169		XX-284		X		47		Hexachlorobenzene		C6Cl6		281.813116		284.779645		Hexachlorobenzene ; Perchlorobenzene ; Amatin ; Anticarie ; Bunt-cure ; Bunt-no-more ; Co-op Hexa ; HCB ; Julin's Carbon chloride ; No Bunt ; No Bunt Liquid ; No Bunt 40 ; No Bunt 80 ; Pentachlorophenyl chloride ; Sanocide ; Snieciotox ; 1,2,3,4,5,6-Hexac		-66.27083

		30.685		30.7846		30.8179		30.7064		XX		X		48		Pentachlorophenol		C6HCl5O		263.847003		266.334452		Pentachlorophenol ; Dowicide 7 ; EP 30 ; Fungifen ; Grundier Arbezol ; Lauxtol ; Liroprem ; Penchlorol ; Penta ; Permasan ; PCP ; PCP (Pesticide) ; Santophen 20 ; Chem-Tol ; Chlorophen ; Dowicide G ; Durotox ; Glazd penta ; Lauxtol A ; NCI-C54933 ; NCI-C5		-57.95333

		31.3566		31.4479		31.4883		31.3888		XX		X		49		Phenanthrene		C14H10		178.078250		178.229710		Phenanthrene ; Phenanthren ; Phenanthrin ; Phenantrin		43.96085

		31.5439		31.6354		31.6778		31.5762		XX		X		49		Anthracene		C14H10		178.078250		178.229710		Anthracene ; Anthracin ; Green Oil ; Paranaphthalene ; Tetra Olive N2G ; Anthracene oil ; p-Naphthalene ; Anthracen ; Coal tar pitch volatiles:anthracene ; Sterilite hop defoliant		43.96085

		32.2744		32.3611		32.4017		32.3062		XX		X		50		Carbazole		C12H9N		167.073499		167.207041		Carbazole ; 9H-Carbazole ; Dibenzopyrrole ; Dibenzo[b,d]pyrrole ; Diphenylenimine ; 9-Azafluorene ; Diphenylenimide ; Diphenyleneimine ; Usaf ek-600 ; Skf 20091		44.01155

				34.1512		34.1761		34.0888		XX-149		X		51		di-n-Butyl phthalate		C16H22O4		278.151809		278.344091		di-n-Butyl phthalate ; 1,2-Benzenedicarboxylic acid, dibutyl ester ; Phthalic acid, dibutyl ester ; n-Butyl phthalate ; Butyl phthalate ; Celluflex DPB ; Elaol ; Genoplast B ; Hexaplas M/B ; Palatinol C ; Polycizer DBP ; PX 104 ; Staflex DBP ; Unimoll DB		54.60762

		35.9078		35.9609		35.9848		35.9114		XX		X		52		Fluoranthene		C16H10		202.078250		202.251182		Fluoranthene ; Benzene, 1,2-(1,8-naphthalenediyl)- ; Benzo[jk]fluorene ; Idryl ; 1,2-(1,8-Naphthylene)benzene ; Benzo[jk]fluorene, idryl ; Benzene, 1,2-(1,8-naphthylene)- ; 1,2-Benzacenaphthene ; 1,2-(1,8-Naphthalenediyl)benzene ; Rcra waste number U120 ;		38.73778

		36.7504		36.7963		36.805		36.7361		XX		X		52		Pyrene		C16H10		202.078250		202.251182		Pyrene ; á-Pyrene ; Benzo[def]phenanthrene ; Pyren ; Coal tar pitch volatiles:pyrene		38.73778

				40.0182		40.0159		39.9653		XX-149		X		53		Benzyl butyl phthalate		C19H20O4		312.136159		312.360417		Benzyl butyl phthalate ; 1,2-Benzenedicarboxylic acid, butyl phenylmethyl ester ; Phthalic acid, benzyl butyl ester ; Butyl benzyl phthalate ; Palatinol BB ; Santicizer 160 ; Sicol ; Sicol 160 ; Unimoll BB ; n-Butyl benzyl phthalate ; NCI-C54375 ; BBP ; B		43.64075

				40.7758-not id		40.7067		40.6684		XX-129		X		54		Bis(2-ethylhexyl) adipate		C22H42O4		370.308310		370.567321		Bis(2-ethylhexyl) adipate ; Adipic acid, bis(2-ethylhexyl) ester ; Adipol 2EH ; Bisoflex DOA ; Di(2-ethylhexyl) adipate ; DOA ; Effomoll DOA ; Flexol A 26 ; Kodaflex DOA ; Monoplex DOA ; Octyl adipate ; Plastomoll DOA ; Sicol 250 ; Truflex DOA ; Vestinol		83.32698

		41.6765		41.7082		41.7042		41.6849		XX		X		55		Benz[a]anthracene		C18H12		228.093900		228.288535		Benz[a]anthracene ; Benzanthracene ; Benzanthrene ; Benzoanthracene ; Benzo[a]anthracene ; Benzo[b]phenanthrene ; Tetraphene ; 1,2-Benzanthracene ; 1,2-Benzanthrene ; 1,2-Benzoanthracene ; 1,2-Benz[a]anthracene ; 2,3-Benzophenanthrene ; BA ; Naphthanthrac		41.18438

														55		Chrysene		C18H12		228.093900		228.288535		Chrysene ; Benzo[a]phenanthrene ; 1,2-Benzophenanthrene ; 1,2-Benzphenanthrene ; Benz(a)phenanthrene ; 1,2,5,6-Dibenzonaphthalene ; Rcra waste number U050		41.18438

				42.6705-not id		42.6838		42.5814		XX-149		X		56		Bis(2-ethylhexyl)phthalate		C16H35O4P		322.227296		322.421082		Bis(2-ethylhexyl)phthalate ; di(2-Ethylhexyl)phosphoric acid ; Bis-(2-ethylhexyl) phosphate ; di-(2-Ethylhexyl)-phosphate ; Phosphoric acid, bis(2-ethylhexyl) ester ; Bis(2-ethylhexyl)orthophosphoric acid ; Bis(2-ethylhexyl)phosphoric acid ; Dehpa extract		70.58886

				45.2614-not id		45.2441		45.1978		XX-149		X		57		Di-n-octyl phthalate		C24H38O4		390.277010		390.557030		Di-n-octyl phthalate ; 1,2-Benzenedicarboxylic acid, dioctyl ester ; Phthalic acid, dioctyl ester ; n-Octyl phthalate ; Dinopol NOP ; Dioctyl o-benzenedicarboxylate ; Dioctyl phthalate ; Octyl phthalate ; Polycizer 162 ; 1,2-Benzenedicarbonic acid, diocty		71.02813

												X		58		Benzo[b]fluoranthene		C20H12		252.093900		252.310007		Benzo[b]fluoranthene ; Benzo[e]fluoranthene ; 2,3-Benzofluoranthrene ; benzo[e]acephenanthrylene ; B(b)F ; 2,3-Benzofluoranthene ; 4,5-Benzofluoranthene ; 2,3-Benzfluoranthene		37.26206

				45.8226		45.8186		45.795		XX		X		58		Benzo[k]fluoranthene		C20H12		252.093900		252.310007		Benzo[k]fluoranthene ; Dibenzo[b,jk]fluorene ; 11,12-Benzofluoranthene ; 2,3,1',8'-Binaphthylene ; 8,9-Benzofluoranthene		37.26206

				46.917		46.8962		46.8692		XX		X		58		Benzo[a]pyrene		C20H12		252.093900		252.310007		Benzo[a]pyrene ; Benz[a]pyrene ; 1,2-Benzpyrene ; 3,4-Benzopyrene ; 3,4-Benzpyrene ; 3,4-Benz[a]pyrene ; 6,7-Benzopyrene ; Benzo[à]pyrene ; Benzo[d,e,f]chrysene ; B(a)P ; BP ; 3,4-Benzopirene ; 3,4-Benzpyren ; 3,4-BP ; Rcra waste number U022 ; Benzopyrene		37.26206

		50.7158-no id		50.8148		50.7598		50.7189		XX		X		59		Indeno[1,2,3-cd]pyrene		C22H12		276.093900		276.331479		Indeno[1,2,3-cd]pyrene ; o-Phenylenepyrene ; Indenopyrene ; 1,10-(o-Phenylene)pyrene ; 1,10-(1,2-Phenylene)pyrene ; 2,3-(o-Phenylene)pyrene ; IP ; 2,3-Phenylenepyrene ; 1,10-(ortho-Phenylene)pyrene ; Rcra waste number U137		34.02188

		50.8454		50.9637*Manually  Added		50.9144		50.8589		XX		X		60		Dibenz[a,h]anthracene		C22H14		278.109550		278.347360		Dibenz[a,h]anthracene ; Dibenzo[a,h]anthracene ; DBA ; 1,2:5,6-Benzanthracene ; 1,2:5,6-Dibenzanthracene ; 1,2:5,6-Dibenzoanthracene ; 1,2,5,6-Dibenzanthracene ; Db(a,h)a ; Dibenz(a,h)antracene ; 1,2,5,6-Dibenzanthraceen ; 1,2:5,6-Dibenz(a)anthracene ; 1,		39.40664

		51.4875-no id		51.5983		51.5605		51.5187		XX		X		59		Benzo[ghi]perylene		C22H12		276.093900		276.331479		Benzo[ghi]perylene ; Benzo-1,12-perylene ; 1,12-Benzoperylene ; 1,12-Benzperylene		34.02188
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				Gas Chromatograph		Agilent 7890

				Injection		1µL, Split 100:1, 340 ºC

				Carrier Gas		He, Ramped Pressure:10 psi (0 min), 24 psi/min to 34 psi (0 min)

				Temperature		Isothermal 330 ºC

				Fast GC		Aviv Analytical

				Column		Rxi-5SilMS 3 m x 0.15 mm ID x 0.15 µm

				Temperature		50 ºC to 350 ºC in 50 seconds, hold at 350 ºC for 10 seconds

				Mass Spectrometer		LECO Pegasus BT  Prototype with Increased Scan Speed

				Transferline Temperature		330 ºC

				Ion Source Temperature		300 ºC

				Spectra Acquisition Rate		80 spectra/second

				Mass Range		30 to 650 m/z
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Methods Mega Mixture

Instrument: LECO Corporation’s Modified Pegasus BT equipped with Aviv Analytical Fast GC
Sample: Mega Mixture (Restek#31850) diluted to concentrations of 5 to 500,000pg/µl with a 100:1 split resulting in 50 fg to 5 ng on column.
Fast GC Column: Rxi-5SilMS 3m x 0.15mm ID x 0.15 µm
Fast GC Temperature Program: 50 to 350ºC in 50 seconds, hold at 350ºC for 10 seconds
GC Conditions: Fast GC is mounted to Agilent 7890 GC.  Agilent GC Conditions: Inlet: 340ºC, Split 100:1, Pressure Program: 10 psi (0 min), 24 psi/min to 34 psi.  Isothermal Temperature: 330ºC
Modified Pegasus BT Conditions: Transferline temperature: 330ºC, Ion Source Temperature: 300ºC, Spectra Acquistion Rate: 80 spectra/second, Mass Range: 30-650
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