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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 02/27/2002 Time: 09:00:19

Sample: AE01139
Gnalysis: $GCMS GCMS Scan For Unknowns
nits: ug
Started: 2/27/02 09:00 Ended: 2/27/02 09:00 Analyst: DLV
Page: 1

Other unknov«;n compounds .
Surr_2,4-DDD 76 5.0
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Comments for Sample AE01139 - Analysis $GCMS

‘Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 02-27-2002 Time: 09:00:28

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 16 of the 43 compounds in the LCS Standard were
above their acceptance ranges, while 3 of the 43 compounds were below their
acceptance ranges.
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-Data File : C:\MSDCHEM\1\5973N\02FEB25\01139.D Vial: 5
Acg On : 25 Feb 2002 2:32 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Feb 26 08:28:37 2002 Quant Results File: HP022102.RES

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
Title : 508 scan method

Last Update : Mon Feb 25 10:47:59 2002

Response via : Initial Calibration

DataAcg Meth : HP020702

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.72 152 112%621 20.00 ug/L 0.00
10) Naphthalene-ds 13.20 136 4752566 20.00 ug/L 0.00
17) Acenaphthene-dl0 18.33 164 2319236 20.00 ug/L 0.00
29) Phenanthrene-di10 22.63 188 4109873 20.00 ug/L -0.01
38) Chrysene-diz2 30.49 240 3042466 20.00 ug/L -0.03
44) Perylene-dl2 34.41 264 1901594 20.00 ug/L -0.04
System Monitoring Compounds
37) 2,4-DDD 27.72 235 207384 3.79 ug/L 0.00
Spiked Amount 5.000 Recovery = 75.80%
Target Compounds Qvalue
20) Dimethylphthalate 18.33 163 378391 2.69 ug/L # 58
21) 2,6-Dinitrotoluene 18.33 165 294715 9.07 ug/L # 27
(#) = gqualifier out of range (m) = manual integration
01139.D HP022102.M Tue Feb 26 08:28:38 2002 Page 1
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01139.D Vial: 5
"Acqg On : 25 Feb 2002 2:32 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : Pebruary 25, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Feb 26 8:28 2002 Quant Results File: HP022102.R
Method : C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title : 508 scan method
Last Update : Mon Feb 25 10:47:59 2002
Response via : Initial Calibration
Abundance TIC: 01139.D
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Data File C:\MSDCHEM\1\5973N\02FEB25\01139.D Vial: 5

Acg On 25 Feb 2002 2:32 pm Operator:

Sample 508 scan Inst Instrumen
Misc February 25, 2002 Multiplr: 1.00

MS Integratlon Params: LSCINT.P

Method C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title 508 scan method

Smoothing OFF Filtering: 5

Sampling : 2 Min Area: 100 Area counts
Start Thrs: 0.2 Max Peaks: 20

Stop Thrs 0 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Signal TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.475 7 9 13 rBV 32571 46697 0.47% 0.091%
2 3.611 17 21 25 rBV 20773 33514 0.34% 0.065%
3 3.758 31 34 43 rBV2 6612 17276 0.17% 0.034%
4 3.916 43 48 53 rvv 13258 24448 0.25% 0.047%
5 4.367 85 88 95 rVB 14825 27437 0.28% 0.053%
6 6.004 225 233 239 rBvV2 48926 165734 1.66% 0.322%
7 6.580 281 284 287 rBV 5912 12640 0.13% 0.025%
8 9.718 557 562 571 rvv 2871589 6277481 63.03% 12.181%
9 9.899 575 578 591 rvva 6784 36344 0.36% 0.071%
10 12.450 793 804 809 rBV 1890 12940 0.13% 0.025%
11 12.540 809 812 817 rVB 29730 50099 0.50% 0.097%
12 13.195 865 870 875 rBV 4680046 8884348 89.20% 17.239%
13 13.376 883 886 893 rVB 7781 17008 0.17% 0.033%
14 18.332 1319 1325 1331 rBV 4823733 9431260 94.69% 18.300%
15 22.283 1671 1675 1681 rvv 24076 45517 0.46% 0.088%
16 22.633 1701 1706 1711 rBV2 4799201 9959642 100.00% 19.325%
17 24.845 1893 1902 1911 rBV 9774 21589 0.22% 0.042%
18 27.724 2153 2157 2163 rVB 576662 986415 9.90% 1.914%
19 30.490 2397 2402 2447 rVB 3652088 8994078 90.31% 17.452%
20 34.407 2743 2749 2783 rBV 2346472 6491909 65.18% 12.597%
Sum of corrected areas: 51536376
J1139.D HP022102.M Tue Feb 26 08:30:09 2002 Page 1
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LibC Keport - lintegractea cnroiaroyrLdili

File : C:\MSDCHEM\1\5973N\02FEB25\01139.D

Operator :

Acquired : 25 Feb 2002 2:32 pm using AcgMethod HP020702
Instrument : Instrumen

Sample Name: 508 scan

Misc Info February 25, 2002

Vial Number:

Quant File

:HP022102.RES

5
(RTE Integrator)

Abundance TIC: 01139.D
13.20
4000000
3000000 9.72
2000000
1000000
0 A83924.37 6.00 658 .90 192454 ]!@38
L T I T T T I T T T T l T T T T I T T T T ‘[ T T T T [ T T 1 T I T T T T T T T T T T T 7 T T T T T T T T l T T
Time—-> 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00
Abundance TIC: 01139.D
1833 2263
4000000
3000000
2000000
1000000
27.
0 L 2228 k 24.85 J
" T T T T T T T T I T T T T | T T T T I T T T T T L T T T T T T T l T T T T I T T T T | T T T T I T T T
Time-> 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00
Abundance TIC: 01139.D
4000000
30.49
3000000
34.41
2000000
1000000
c l T T T T I T T T T T I T 1 LI R T T T T T T T T T I T T T T l ¥ T T T ] T T T T I T T T T l T 1T T T 'I T T T T
Time—-> 28.00 29.00 30.00 31.00 32.00 33.00 34.00 35.00 36.00 37.00 38.00 39.00
01139.D HPO022102.M Tue Feb 26 08:30:10 2002 Page 2
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Data File

Acg On
Sample
Misc

MS Integration Params:

Quant Method

C:\MSDCHEM\1\5973N\02FEB25\01139.D

25

Feb 2002 2:32 pm

508 scan

February 25,

2002
LSCINT.P

C:\MSDCHEM\1. ..

Vial: 5
Operator:
Inst : Instrumen
Multiplr: 1.00

\HP022102.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
*********************************************************************
Peak Number 1 Dichloroacetonitrile $$ Ace... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T
3.48 0.15 ug/L 46697 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dichloroacetonitrile $$ Acetonit... 109 C2HCIl2N 003018-12-0 78
2 Acetonitrile, dichloro- $$ Dichl... 109 C2HCI1l2N 003018-12-0 74
3 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-0 72
4 Dichlorocacetonitrile $$ Acetonit... 109 C2HCI12N 003018-12-0 38
Abundance Swngaﬁﬁnmm0ﬁ?909 m/z 73.95 100.00%
4
5000 82
47
, 350 3.60 370 3.80 390
O f]llj_fTYllllllllllliTllIllllllllll 1]ll=l[lll|ll_|7r1']l( m/z 81.90 49'74%
m/z--> 10 20 30 40 50 60 70 80 90 1 110
Abundance #11642: Dichloroacetonitrile $$ Acetonitrile, dichloro- $3...
74
82
Som Illllll'llllll,llllfllll
47 350 360 370 3.80 390
m/z 83.90 38.81%
35
12 I Il th | 108
0vr|[IIIIIllll]nn:r]lnlnlnnrllnlllll||l»|rll|xl|]rr|f|||||
miz—-> 10 20 30 40 50 60 70 100 110
Abundance #11641: Acetonitrile, dichloro- $$ Dicr;!oroacetonnnle $3...
350 360 370 380 390
5000 82 m/z 76.00 35.38%
47
i |
0 ||[ |[ 1 1 109
rYIIll‘rr[Tlll]llll[lllIlllll[l|ll|lI_I'IIIIIIIT|F]IV|IIIIII
m/z—-> 10 30 4 50 60 70 80 90 100 110
Abundance #11644: Acetonitrile, dichloro-
7 350 360 370 3.80 390
35 m/z 47.00 26.47%
5000 82
J 47
c! y[x-..||y|||||{|I!.1—r7'l]|.|||;|111|!|||,f.|| L B B
mfz--> 10 20 30 40 50 60 70 100 110 350 360 370 380 390

01139.D HP022102.M
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01139.D

Acg On 25 Feb 2002 2:32 pm
Sample : 508 scan

Misc February 25, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

C:\MSDCHEM\1..
508 scan method
C:\DATABASE\WILEY7N.L

Vial: 5
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

hkkhkkhkkhkhhkhdkhhkkhhhhhhkhhkhkhkhkkkhkhkhhkhkhhkhhkhkhhkhhhhkhkhkhkhkhhkhkdhhhkkddhdkkkkhkik

Peak Number 2

Butanoic acid, methyl ester...

Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.

3.61 0.11 ug/L 33514 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, methyl ester (CAS 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester (CAS 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 74

Abundance Scan 21 (3.611 min): 01139.D (-) m/z 43.10 100.00%
43 74
59
87 ”’I""l'“‘l'”'l"'I"'I"“
51 ‘ 3.50 3.60 3.70 3.80 3.90 4.00
o S NS [ N S m/z 74.00 91.69%
m/z—-> 10 20 30 40 50 60 70 80 90 100 110
IAbundance #9216: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43
74
5000 27
59 3.50 3.60 3.70 3.80 3.90 4.00
&7 m/z 71.00 57.73%
3.3 ] ‘ ' 102
olllllll‘[llll[lll‘lll]l]’llllllll]"rll]lllllll‘f‘,*]'lllll
m/z—-> 10 40 50 60 70 80 20 100 110
Abundance #9220: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43
24 '3.50 3.60 3.70 3.80 3.90 4.00
5000 15 o7 m/z 59.00 28.09%
59
87
0 33 102
lIIl|Il]lIll’|lllllllIllllIlllIlllllllllllT]lIlllllll
mfz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9224: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat... ey S RBaasEREEE LA SR
a3 350360370380390400
- m/z 87.00 19.40%
5000 27
59
87
o T T 13.3 11 6,91 i1 102
T 7 7T 1T 17 TTri7 Illlllllll|ll|||ll||llllll1'flllllllllll |IIII(IIII\'IIllllllllllllllll
m/z—-> 10 20 30 40 50 60 70 80 g0 100 110 3.50 3.60 3.70 3.80 3.80 4.60

01139.D HP022102.M
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01139.D
Acg On : 25 Feb 2002 2:32 pm

Sample : 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library :

C:\MSDCHEM\1.
508 scan method
C:\DATABASE\WILEY7N.L

Vial: 5
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

hkhkkhhkhkhkhhkdhhhkhhkhkhkhkkhkkkhhhhhkhkhkhhhkhhkhkkhkhkhkhhkhkhkdhkhhhhhhkhkhhkkhhkkhkhkhkkhkhkkhkhkkhikki*k
Concentration Rank 9

Peak Number 3

METHOXYAMINE HYDROCHLORIDE

R.T EstConc Area Relative to ISTD R.T
3.76 0.06 ug/L 17276 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 METHOXYAMINE HYDROCHLORIDE 477 CH5NO 000067-62-9 4
2 4-Penten-2-one (CAS) $$ Methyl a... 84 C5HHS8O0 013891-87-7 3
3 4-Penten-2-one $$ Allyl methyl k... 84 C5H80 013891-87-7 3
4 2-Oxetanone, 4-methylene- (CAS) ... 84 C4H402 000674-82-8 2
Abundance Scan34(g.758min):O1139.D(-) m/z 43.10 100.00%
4
5000
1 U S m/z 44.00  11.29%
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #318: METHOXYAMINE HYDROCHLORIDE
1 4447
5000
3.60 3.80 4.00 420
m/z 47.00 10.12%
15
R L N A KA AR LS A LAY LS LARAS REARS LAARE RARA) SN RS LARMA AR
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3240: 4-Penten-2-one bCAS) $$ Methyl allyl ketone $$ Viny...
4
3.60 3.80 400 420
5000 m/z 83.95 6.22%
15 39
2z L 69 84
c’lT]I[llTIllllllllllillllf'l‘lTTT.Tflll illlll,llll[llllllllIIIIliIllll[’llllll’lI’IlI]lI'T
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3241 4-Penten-2-one $$ Ally} methy! ketone $$ Methyl all... T
14 360 380 400 420
m/z 51.00 6.12%
5000
15
0 27 ALl s 69 84
LR AR RARSA REAAS LA RAARE AR RARES RARLN RARRS LARAN REARN RALR RERAN B AMARMUEE
mz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 808590 360 380 400 420
J1138.D HP022102.M Tue Feb 26 08:30:10 2002 Page 5
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Data File C:\MSDCHEM\1\5973N\02FEB25\01139.D
Acg On 25 Feb 2002 2:32 pm

Sample 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

Quant Method

Title
Library

C:\MSDCHEM\1.
508 scan method
C:\DATABASE\WILEY7N.L

Vial: 5

.\HP022102.M (RTE Integrator)

Operator:
Inst :
Multiplr: 1.

I

nstrumen
00

khkhkkhkhkhkhkdkhkhkhkhkhhkhhkhhdhkhhkhkhkhkhkhhkhhkhkdkhhhkhbhhkdkhkhkhhhkhhkhkhbhbhkhkhhkhhkhkhkkddhkhkkhkhkhkkhx

Peak Number 4

ISOBUTYRALDEHYDE, DIMETHYLA...

Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T
3.92 0.08 ug/L 24448 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 ISOBUTYRALDEHYDE, DIMETHYLACETAL.. 118 C6H1402 000000-00-0 83
2 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H1402 000000-00-0 64
3 Propane, 1,l-dimethoxy-2-methyl-... 118 C6H1402 041632-89-7 64
4 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H1402 000000-00-0 9
Abundance Scan 48 (3.916 min): 01139.D () m/z 75.00 100.00%
5000
87
41 47 55 LI LA L I S A A LR R B R R |
| 5 l 360 380 400 420
0 llllllll Yl] lllllllllllllllll | lllT "_'_l_rlll'lll TT [ III [ I m/z 87 10 34 95/
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17848; ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi...
7B
5000 SESSAPUSEEDS VAR SRR
- 87 360 380 400 4.20
15 27 31 47 m/z 55.10 23.55%
] \ 59 !
0 ‘|]1TT|Illll]llllllllflllllllllllllllll'llllll llll{lll"lllllllllll }lIY] IIl lll‘l_rrl_f
mjz—> 510152025303540455055606570758085 95
Abundance #17847. ISOBUTYRALDEHYDE, DIMETHYLACETAL $$151-Dimethoxyl A A A
7
360 380 400 420
5000 m/z 47.00 17.11%
87
31 55
oL 4, l | o n
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17844: Propane, 1,1-dimethoxy-2-methyl- $$ Isobutylaldehy
360 380 400 420
m/z 41.10 12.96%
5000
87
31 47 55
0 l 9| | s ANIN
m/z—> 51015202530315404155[05561065707580859095 36031804.(1)04.[20 l
J1139.D HP022102.M Tue Feb 26 08:30:10 2002 Page 6
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Data File C:\MSDCHEM\ 1\5973N\02FEB25\01139.D
Acg On 25 Feb 2002 2:32 pm

Sample 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

C:\MSDCHEM\1. .
508 scan method
C:\DATABASE\WILEY7N.L

Quant Method :
Title
Library

Vial: 5

Operator:
Inst :
Multiplr:

Instrumen
1.00

.\HP022102.M (RTE Integrator)

khkkkhkhkhkhkhkhkhkhkhkhhkkkkkhkhhkhkhkhkhkhkhkhkhkkhhkhhkhkhkhkkkhhkhkhhhhkhhkhkkhkhkkhkhhkhkhkhkkkhhdhkki

Peak Number 5 METHYLFULVENE Concentration Rank 7
R.T EstConc Area Relative to ISTD R.T
4.37 0.09 ‘ug/L 27437 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 METHYLFULVENE 92 C7HS8 000000-00-0 9
2 1,3,5-Cycloheptatriene (CAS) $$ ... 92 C7HS8 000544-25-2 9
3 Tricyclo[4.1.0.0(2,7)]hept-3-ene.. 92 C7HS 035618-58-7 7
4 1,3,5-Cycloheptatriene 92 C7HS 000544-25-2 7
[Abundance Scan 88 (4.367 min): 01139.D (-) m/z 91.00 100.00%
5000
i B i SRR
51 65 400 420 440 460 480
o m/z 92.00 61.69%
m/z—> 30 35 40 45 50 55 60 65 70 75 80 85 9 95 100
IAbundance #5531: METHYLFULVENE
g1
5000 L L I L
400 420 440 460 4%
m/z 65.00 11.63%
o ?? 45 mlei ,
lllllllll'l_'T[llll]lllllllllllllll T T TTTT I'llllllllllllll Illlllllll
m/z—-> 3035404550556065707580859095100
Abundance #5568: 1,3,5-Cycloheptatriene (CAS) $$ Cycloheptatriene $$...
g1
TrrrT T T TR T T T T T T
400 420 440 460 480
5000 m/z 63.00 7.46%
i 61,7 l
GY!III(III!IIII(IT‘l'TTT]lIIlI'lIIIllil,lIlllllIllillllllllllllTI[ llllllll[ll
miz—> 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #5591: Tricyclo[4.1.0.0(2,7)}hept-3-ene (CAS) $$ Homobenzy... i e e AL B
a 400 420 440 460 480
m/z 51.00 3.08%
5000
65
G"l"“l""l""l""l'"’l“"I""ll""‘l“"l“”l""l""I‘l'l""l"
m/z--> 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 400 420 440 460 480

01139.D HP022102.M
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Data File C:\MSDCHEM\1\5973N\02FEB25\01139.D
Acq On 25 Feb 2002 2:32 pm

Sample 508 scan

Misc February 25, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

Peak Number

C:\MSDCHEM\ 1.

508 scan method

C:\DATABASE\WILEY7N.L
khhkhhhhkhkhhhkhkhhhhhhkkhkhkkhkkhkhhkhkhkhhhhhkhhhhhhhdhkhhhkkhhhhdhhhhhhhk

6 2-Propanone,

1,1,1-trichlor...

Vial: 5

Operator:
Inst :
Multiplr:

Instrumen
1.00

.\HP022102.M (RTE Integrator)

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T
6.00 0.53 ug/L 165734 1,4-Dichlorobenzene-d4 9.72
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 2-Propanone, 1,1,1-trichloro- (C... 160 C3H3C1l30 000918-00-3 47
2 2-Propanone, 1,1,l1-trichloro- $$... 160 C3H3Cl30 000918-00-3 40
3 2-Propanone, 1,1,l-trichloro- (C... 160 C3H3Cl30 000918-00-3 37
4 2-Propanone, 1,1,1l-trichloro- (C... 160 C3H3Cl30 000918-00-3 23
Abundance BScan233(6004mm) 01139.D () m/z 43.10 100.00%
4
5000
T 126 S5 A ab ok 6k
83 o7 : . : : :
Ol e e et 2 | [m/z 73.10  23.229
m/z—-> 10 20 30 40 50 60 70 80 ©°0 100 110 120 130
lAbundance #59079: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
48
5000 LA LR e
560 580 600 620 640
m/z 124.90 8.18%
3 | o s w7
G llll[ll'lllllllllllllllTT]’TlTTTTTIIII!lIllIIIILITIll[lll‘lllllllllll
mfz—-> 10 20 30 40 50 60 70 80 S0 100 110 120 130
Abundance #59081: 2-Propanone, 1,1,1-trichloro- $$ .alpha.,.alpha.,....
43
‘l[lllllll'llllllll’ll[[l
560 580 600 620 640
5000 m/z 127.00 6.22%
15
35 49 85 97 117 125
c‘llllllllI'IIIrTI[lllfr'YlIIYT‘r"_r'T"lllllIl]lllllIllllTlllIlYllIlll
m/z—> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #59078: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac... e mn e o o e
43 560 580 600 620 6.40
m/z 97.00 5.71%
5000
0 35 A9 6‘1 in_L 9'7' 117 12'5
m/z—-> 1|0 ] ; I 510 6]0 710 8I0 9]0 100 1‘10 1%0 11130 5%50 5180 660 6l20 6|40

01139.D HP022102.M
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Data File C:\MSDCHEM\1\5973N\02FEB25\01139.D Vial: 5

Acg On : 25 Feb 2002 2:32 pm Operator:

Sample 508 scan Inst : Instrumen
Misc February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method
Title

C:\MSDCHEM\l ...\HP022102.M (RTE Integrator)
508 scan method

Library : C:\DATABASE\WILEY7N.L
khkkkhkhkhkkhhkhkkkkkhkkhkkhkhkkhhkhkkhkhkhkhkhhhhkhkkhkkhkhkkkhkkhkhkhhhhkkhkhhkhkhhhihkhkkhkhkhhhkhhkkk
Peak Number 7 Benzene, 1,2-dimethyl- Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
6.58 0.04 ug/L 12640 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1 Benzene, 1,2-dimethyl-
2 (1,1,1,3,3,3-hexadeuterio) -aceto..

3 cis-.alpha., .beta.-Styrene-d2 $5...

4 Acetic acid, mercapto-,

methyl e...

106 C8H10
106 CS5H6D6EN2
106 C8H6D2
106 C3H602S

000095-47-6 7
123499-00-3 4
052751-11-8 4
002365-48-2 4

[Abundance Scan 284 (6.580 min): 01139.D (-) m/z 91.00 100.00%
106
5000
51
e R B a e
84 620 640 660 680 700
0,
0ll[l'll|l|l|||‘|lllllllllI!]lllIIIll1lIIIX]IIITIITIIIIIIl][ll"l"l!]l[llll] TT lll Yl] Ill m/Z 106‘00 69'956
mfz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95100105110115
Abundance #10727: Benzene, 1,2-dimethyl-
A
5000 106 L o S L B LA o o
620 640 660 680 700
m/z 51.10 24.00%
o7 51 65 77 /
Ot e e e e e
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115
Abundance #8157: (1,1,1,3,3,3-hexadeuterio)-acetone N,N-dimethylhydr...
44 620 640 660 680 7.00
5000 m/z 105.00 22.68%
| l 61
0 ik . ]
ll]TllY[llTl]YIlll(llllIllllllIllllllllllllIII([II[I[[IIl[)[ll]lIIII]Illllllllllllllllll |lllll|lll
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115
Abundance #10367. cis-.alpha.,.beta.-Styrene-d2 $$ Benzene, ethenyl-... e L. T
106 620 640 660 680 7.00
m/z 83.95 11.14%
5000 73
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 90 95 100105110115 620 640 660 680
01139.D HP022102.M Tue Feb 26 08:30:11 2002 Page 9
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Data File C:\MSDCHEM\1\5973N\02FEB25\01139.D Vial: 5

Acqg On 25 Feb 2002 2:32 pm Operator:

Sample 508 scan Inst Instrumen
Misc February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method

Title

C:\MSDCHEM\1..
508 scan method

.\HP022102.M (RTE Integrator)

Library : C:\DATABASE\WILEY7N.L

khkkhkhkhkhkhkhkhkkhkdhhkkhkhkhkhkhkhkhhkhkkhkdhhkhkhkhkhkhkhkdhhhhhkhkhkhhkhkkhkhhkhhhkkhkhkhkkkhkhhkkkhkhhkkkkkkxk
Peak Number 8 1-Propanamine (CAS) $$ n-Pr... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.

9.90 0.12 ug/L 36344 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 1-Propanamine (CAS) $$ n-Propyla... 59 C3HSON 000107-10-8 4
2 2-METHYL-3,3-D2-AZIRIDINE 59 C3H5D2N 030691-55-5 4
3 Acetaldehyde, (3,3-dimethylcyclo... 152 C10H160 026532-25-2 4
4 1-Propanamine 59 C3HSN 000107-10-8 3

Abundance Scan 578 (9.899 min): 01139.D () m/z 59.00 100.00%
59
- W\\ /\
152
44 7|3 84 960 980 10.00 1020
OTTIIIIITllllTTT"[ TTr Tyt r[trrrrjritrjvqr 7111t rrrrryrrr 7 rrrrrrrty 1]]] m/i 151 90 19 92%
mfz—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
\IAbundance #654: 1-Propanamine (CAS) $$ n-Propylamine $$ Propylamine ...
59
5000 42 SN AL LN SO BUR
960 9.80 10.00 10.20
m/z 73.00 16.92%
]L51 L
01—|—|—111|||T1|‘|TTr]'Ir |||||||||||||||||||||||| T
mfz--> 20 30 50 60 70 80 90 100 110 120 130 140 150
Abundance #500: 2-METHYL-3,3-D2-AZIRIDINE
29 58
er]llll]llAlllllIVIrl|l
960 980 1000 1020
5000 m/z 83.90 15.92%
42
0 I l’ alll l
I|Illl|l|1| l llllllllllllllllll 'lllll |’|I_IT
m/z—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #49640: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (E)-...
4
109
5000 137 152
119
OT]'llllllTllllll llll‘lllllllTll [’l”lll!(} llllllllllll ‘I—‘I’rlllll]_r]
m/z—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 960 980 10.00 1020

01139.D HP022102.M
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01139.D Vial: 5

Acg On : 25 Feb 2002 2:32 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : FPebruary 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
hhkkhkkhkkkhkhkdhhhkkhkhkhkhhkhkdhhhkhkkhkhhkkdkhkhkkhdkhkhkhkkhkkhkkhkhkkhhkhhkkhkhhhhkkhkkkkhkkkkkk
Peak Number 9 Methyl-d3-hydrazine sulfate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.45 0.03 ug/L 12940 Naphthalene-ds 13.20
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl-d3-hydrazine sulfate 49 CH3D3N2 000000-00-0 3
2 cis-15-methoxycarbonyl-3-ethenyl... 368 Cl6H20N204S2 112792-86-6 2
3 trans-2,5-dimethoxycarbonyl-3-et... 368 Cl6H20N20452 112792-87-7 2
4 chloromethyl acetate $$ Chlorome... 108 C3H5C102 000625-56-9 2
Abundance Scan 804 (12.450 min): 01139.D (-) m/z 49.00 100.00%

1220 1240 1260 1280

oL rH e e S S m/z 84.00 66.59%
m/z—> 406080100120140160180200220240260280300320340360
Abundance #281: Methyl-d3-hydrazine sulfate
1220 1240 12.60 12.80
m/z 44.00 63.06%

oLl Ll T T A RARARas -
mfz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #311745: cis-15-methoxycarbonyl-3-ethenyl-4-benzylithio-1,2...
49 84
1220 1240 1260 1280
5000
0 368
S ERARERRRESE SEERS EaRRRREE R REREEEE T
m/z—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #311746: trans-2 5-dimethoxycarbonyl-3-ethenyl-4-(benzyith...
48
84
5000
368
CT]Y TI |Ill ] TTT_FTTIIYIII|II llllll lIIlIlll"Ylllll]

T I e
miz—> 40 0801001201401 180200220240260280300320340360
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Data File C:\MSDCHEM\1\5973N\02FEB25\01139.D vial: 5

Acqg On 25 Feb 2002 2:32 pm Operator:

Sample 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1..
508 scan method
C:\DATABASE\WILEY7N.L

Quant Method
Title
Library

.\HP022102.M (RTE Integrator)

khkhkkkkkhhkhkhkhhkhhkhhhkhkhkhkhkhhkhkhkhkhhkhhhkhkkhkhkhkhkhhkhkkhkkhhhhkhkhkkkkkkhkhkhkkhkhkhkkikk

Peak Number 10 Cyclopentasiloxane, decamet. Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T
12.54 0.11 ug/L 50099 Naphthalene-ds8 13.20
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentasiloxane, decamethyl- 370 C1O0H3005Si5 000541-02-6 83
2 Cyclopentasiloxane, decamethyl- 370 C10H3005Si5 000541-02-6 74
3 3,4-DIHYDROXYMANDELIC ACID-TETRATMS 472 C20H4005Si4 000000-00-0 37
4 Noradrenaline tetraTMS 457 C20H43N0O3Si4 068595-65-3 37
Abundance Scan 812 (12.540 min): 01139.D (-) m/z 73.00 100.00%
73
5000 267 355
45 L 1220 1240 1260 1280 _
o m/z 266.90 44.76%
m/z—-> 50 100 150 200 250 300 350 400 450
Abundance #313068: Cyclopentasiloxane, decamethyl-
73
267 355
5000 T T T T T
1220 12.40 1260 12.80
m/z 355.10 38.90%
0 i1 .2(.)7 1 3213].
miz—> 50 100 150 200 250 300 350 400 450
Abundance #313065: Cyclopentasiloxane, decamethyl-
78
1220 1I24]0T T11260 12.|810l i
5000 267 m/Z 356.00 15.00%
355
45
ol 1983 223 323
T T T T 7T ,' T 7 T T T T T T T T T T T T T T T T T T T T T 71 T T T T
A AR AR " " "D "N "D """
Abundance #361636: 3,4-DIHYDROXYMANDELIC ACID-TETRATMS T S mma
78 1220 12.40 1260 1280
m/z 268.00 12.62%
355
5000
45
oL .1T7 193 267 295 429 457
miz—> 510 160 1t|'>0 260 2&I'>0 300 35|0 4(110 4‘130 1220 12I40 1260 12!80 I
01139.D HP022102.M Tue Feb 26 08:30:11 2002 Page 12
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Data File C:\MSDCHEM\ 1\5973N\02FEB25\01139.D
Acg On : 25 Feb 2002 2:32 pm

Sample : 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

Quant Method
Title

: 508 scan method
Library :

C:\DATABASE\WILEY7N.L

Vial: 5
Operator:
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

khkkhkkkkhkkhkhhhkhhkhkkhhhhkhhhhhhkkhhkhkhkhkhhhhkkkhkkkkhkhhkkhkhhhhhhkhkhhhkhhhhhhdkdh*

Peak Number 11 4 (1H)-Pyrimidinone,

2-amino. ..

Relative to ISTD

Concentration Rank 12

R.T EstConc Area
13.38 0.04 ug/L 17008
Hit# of 5 Tentative ID

Naphthalene-ds8

MW MolForm

1 4(1H) -Pyrimidinone, 2-amino-6-(m...
2 Uracil, 5-ethyl- $$ 2,4 (1H,3H)-P...
3 5-Fluoronicotin amide

4 1-ETHYL.-4,5-DIMETHY1.-4-IMIDAZOLI...

140 C5H8N40
140 C6H8N202
140 C6H5FN20
140 C7H12N20

054004-20-5 9
004212-49-1 9
000000-00-0 9
059167-88-3 9

[Abundance Scan 886 (13.376 min): 01139.D () m/z 140.00 100.00%
140
5000
" 70 R e o IS
' ] 84 13.00 1320 1340 1360 13.80
clDIll|lr[1l'llllllIllr'IX!lI[Illllll‘llllllllIIIIII'Il‘lll m/z 70‘00 20‘95%
mfz-—-> 40 50 60 70 80 80 100 110 120 130 140
Abundance #35078: 4(1H)-Pyrimidinone, 2-amino-6-(methylamino)-
140
44
5000 R i i B S HR A i S
11 13.00 13.20 1340 1360 13.80
70 82 m/z 68.00 14.97%
| 97
0 | il
IYITITTIIIIIIIII[IT'II[Illllllll[llllllllllllllllllllllll
mfz--> 40 60 70 80 80 100 110 120 130 140
Abundance #35153: Uracil, 5-ethyl- $$ 2,4(1H,3H)-Pyrimidinedione, 5-...
140
125
T e
82 13.00 1320 1340 1360 13.80
5000 m/z 44.00 13.84%
¥ 111 . Il
o7ttt e e e e e
miz—> 40 50 60 70 80 90 100 110 120 130 140
IAbundance #35137: 5-Fluoronicotin amide
140 13.00 1320 1340 13.60 13.80
% m/z 141.00 13.49%
5000 124
44 76
50 69
0Illll}llllllllillllllllllITIIIIIIIIIIIIIllll'lll' lllIIlllll llllll llllllllI!llll
m/z—> 40 50 60 70 80 80 100 110 120 130 140 13.00 13.20 1340 1360 13.80
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Data File C:\MSDCHEM\1\5973N\02FEB25\01139.D Vial: 5

Acg On 25 Feb 2002 2:32 pm Operator:

Sample : 508 scan Inst Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1. .\HP022102.M (RTE Integrator)

Title 508 scan method

Library : C:\DATABASE\WILEY7N.L
khkhkkhkhkkhkhkkhkkkhkkkhkhkdhhkkkhohkkhhkhkhkhhkkhkhkhkhkhkkdhkkhkkhkkkkhkkhkhkkkhhkkkhkkkkkkkkkkkkkkkkk

Peak Number 12 4-METHOXY-.BETA.-METHYLCINN. . Concentration Rank 6

Quant Method

R.T EstConc Area Relative to ISTD R.T.
22.28 0.09 ug/L 45517 Phenanthrene-di1o0 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1 4-METHOXY-.BETA.-METHYLCINNAMIC 192 C11H1203
2 Thiocyanic acid, 2-benzothiazoly... 192 C8H4N2S2
3 Thiocyanic acid, 2-benzothiazoly... 192 C8H4N2S2

019169-94-9 78
006011-99-0 64
006011-99-0 64

4 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12 000883-20-5 53
[Abundance Scan 1675 (22.283 min): 01139.D (-) m/z 192.00 100.00%
192
5000 /\ /\
146 SN INNENIN 5 SHSEE S5 S
82 160 l 2200 2220 22.40 2260
) N .;!‘, SN NN S—' m/z 146.10 15.669%
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102588: 4-METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenoi... ”
14
108
5000 LN S ) B A AN (L S B A
22.00 2220 2240 22.60
146 175 m/z 191.00 15.57%
cr.l....,..ﬁ]'...,,.,.[..,.]....I....,...x[.n.l....,....,.,.ﬁ,.,.[..;.,....,IIW,.

m/z—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

Abundance #102098: Thiocyanic acid, 2-benzothiazoly! ester (CAS) $$ ...
192
5000
69
134
, 82 %0 1% 12 | 148 160
ottt et e e e

miz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

m/z 193.00 13.86%

Abundance #102099: Thiocyanic acid, 2-benzothiazolyl ester $$ 2-Benz... S s e S
192 2200 2220 2240 22.60
m/z 96.00 10.84%
5000
108 134
45 82 90 60

0 | 14? | |;| 12 | 148 18 |

ll,lIII’YIII’IIII]IITI]’II! 'IIIIT I'Illlvlllll lIIll]'TﬁlllﬂT{Yll]llll]llll T T 1T ﬁ_l'llllllrlllll]ll‘l’_r

mfz—-> 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190200

2200 2220 2240 22.60
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Vial: 5
Operator:
Inst : Instrumen
Multiplr: 1.00

Data File : C:\MSDCHEM\1\5973N\02FEB25\01139.D

Acg On : 25 Feb 2002 2:32 pm

Sample : 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L

khkkkkkkkhkhkhkkhhhhkhkhkhkkhkhhkkhkhkkkhkhkhhkhhhhkhhhkhhhkhkhkhhhkhkdkkkdkhkhkkhkhkkhkkhdkhkkkik

Peak Number 13

1,2-Benzenedicarboxylic aci...

Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
24.85 0.04 ug/L 21589 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Benzenedicarboxylic acid, di... 278 Cl6H2204 000084-74-2 9
2 3,6-DIMETHYL-TRIAZOLO[4,3-B]-1,2... 149 C6H7N5 061139-71-7 5
3 3,6-Dimethyl-triazolo(4,3-b) (1,2... 149 C6HT7N5S 000000-00-0 5
4 1,1-DIMETHYL-3- (4-PYRIDYL) -FORMA. 149 C8H11N3 017350-07-1 4

Abundance Scan 1902 (24.845 min): 01139D() m/z 149.00 100.00%
149
5000
IIlIrTlllllllllllll]TIT
41 223 2460 24.80 2500 25.20
olllllll ]llll] [IIX I T 1 TTT TTT Illll lll ] IYIYII ITYTI]! IlIlFlTlll’TI]ITI’]’TIT‘l_II m/Z 150000 11.11%
mfz—-> 30 40 50 60 70 80 90 100110120130140150160170180190200210220
Abundance #223248: 1,2-Benzenedicarboxylic ac;i:l dibutyl ester (CAS)...
148
5000 LA e I L L
2460 2480 2500 25.20
m/z 41.10 10.25%
0 ? 56 o5 78 104 205 223
miz—> 30 40 50 60 70 80 90 100110120130 140150 160 170 180 180 200210220
Abundance #44967: 3,6-DIMETHYL-TRIAZOLO[4, 3-B] 1,2,4-TRIAZINE $$1,2...
149
24560 2480 2500 2520
5000 81 m/z 49.00 8.83%
41 53 121
0 Il“l
]llll[llll[ll!l]lllllIIYIIIYTAIIIlllllll]ll‘lIlllll'lll'lllllllll]llll[lII‘IIIIYI'ITIIIlll'lllllllllll'l
miz—> 30 40 50 60 70 80 S0 100110120130 140150 160170180 190200210220
Abundance #44984: 3,6-Dimethyl-triazolo(4,3-b)(1,2,4)-triazine
149 2460 2480 2500 2520
m/z 223.10 7.48%
5000 81
41 93 121
ollIIEI !llllll’llllTI]“llllllll||lll'lll]l’lllllllllllllllll]lIll[llll'lll‘]lllllllllllllll?T'T"[T lllllllllllllllllrlllll
m/z—-> 30 40 50 60 70 80 90 100110120130 140150 160170180 190200210220 2460 2480 2500 2520
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Operator ID: Date Acgquired: 25 Feb 2002 2:32 pm

.Data” File: C:\MSDCHEM\1\5973N\02FEB25\01139.D

Name: 508 scan

Misc: February 25, 2002

Method: C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title: 508 scan method

Library Searched: C: \DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
Dichldroacetonitr. 3.48 0.1 ug/L 46697 1 9.72 6277480 20.0
Butanofc acid, m 3.61 0.1 ug/L 33514 1 9.72 6277480 20.0
METHOX 3.76 0.1 ug/L 17276 1 9.72 6277480 20.0
ISOBUTYRALDEHYD 3.92 0.1 ug/L 24448 1 9.72 6277480 20.0
METHYLFULVENE 4.37 0.1 ug/L 27437 1 9.72 6277480 20.0
2-Propanqne, 6.00 0.5 ug/L 165734 1 9.72 6277480 20.0
Benzene, 6.58 0.0 ug/L 12640 1 9.72 6277480 20.0
1-Propanamipie (CA 9.90 0.1 ug/L 36344 1 9.72 6277480 20.0
Methyl-d3- 12.45 0.0 ug/L 12940 2 13.20 8884350 20.0
Cyclopent 12.54 0.1 ug/L 50099 2 13.20 8884350 20.0
4 (1H) -Pyrimyidinon 13.38 0.0 ug/L 17008 2 13.20 8884350 20.0
4-METHOXY-.BETA.-... 22.28 0.1 ug/L 45517 4 22.63 9959640 20.0
1,2-Benzenedicarb... 24.85 0.0 ug/L 21589 4 22.63 9959640 20.0
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