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Comments for Sample AE00615 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 02-01-2002 Time: 15:12:46

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 5 of the 43 compounds in the LCS Standard were
outside of their acceptance ranges.
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WMEALIL L LAL LWL REPUL L \INUL revieweQ)
Data File : C:\MSDCHEM\1\5973N\02JAN29\00615.D Vial:
Acqg On : 29 Jan 2002 5:09 pm Operator:
Sample : 508 scan Inst
Misc : January 29, 2002 Multiplr:
MS Integration Params: SPLIT.P
Quant Time: Jan 30 08:25:58 2002 Quant Results File:
Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Fri Jan 11 13:20:07 2002
Response via : Initial Calibration

DataAcqg Meth : SCAN508

4

Instrumen
1.00

SCAN508.RES

Internal Standards R.T. QIon Response Conc Units Dev(Min)

1) 1,4-Dichlorobenzene-d4 9.72 152 1634446 20.00 ug/L 0.00
10) Naphthalene-ds8 13.19 136 6920965 20.00 ug/L -0.02
17) Acenaphthene-dl0 18.34 164 3669340- 20.00 ug/L ~0.01
29) Phenanthrene-dlo 22.65 188 6105428 20.00 ug/L -0.02
38) Chrysene-dl2 30.50 240 5275682 20.00 ug/L -0.01
44) Perylene-dil2 34.42 264 3720825 20.00 ug/L 0.00

System Monitoring Compounds
37) 2,4-DDD 27.73 235 419250 4.34
Spiked Amount 5.000 Recovery =

Target Compounds

20) Dimethylphthalate 18.34 163 581246 2.40
21) 2,6-Dinitrotoluene 18.34 165 465428 9.85
35) Di-n-butylphthalate 24.85 149 102074 0.26
42) Bis(2-ethylhexyl)phthalate 31.09 149 12372 0.60
(#) = qualifier out of range (m) = manual integration
00615.D SCANS508.M Wed Jan 30 08:25:59 2002
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Data File
Acg On

Sample

Misc :
MS Integration Params: SPLIT.P

Quant Time: Jan 30 8:25 2002

B e = me— s -

C:\MSDCHEM\1\5973N\02JAN29\00615.D Vial: 4

29 Jan 2002 5:09 pm Operator:

508 scan Inst : Instrumen
January 29, 2002 Multiplr: 1.00

Quant Results File: SCANS08.RE

Method C:\MSDCHEM\ 1 \METHODS\METHODS\SCAN508 .M (RTE Integrator)
Title : 508 scan method '
Last Update : Fri Jan 11 13:20:07 2002
Response via : Initial Calibration
IAbundance TiC: 00615.D
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00615.D SCAN508.M Wed Jan 30 08:26:00 2002 Page 2
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LSC Area Percent Report

Data File C:\MSDCHEM\1\5973N\02JAN29\00615.D Vial: 4

Acg On 29 Jan 2002 5:09 pm Operator:

Sample 508 scan Inst Instrumen
Misc : January 29, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Method C:\MSDCHEM\ 1\METHODS\METHODS\SCAN508.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: S

Signal TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 3.602 17 20 25 rBvV 36653 63318 0.39% 0.073%
2 4.241 73 76 83 rBV3 43690 95632 0.59% 0.111%
3 4.630 103 110 117 rVBé6 18098 58756 0.36% 0.068%
4 4.846 123 129 137 rBV2 24122 77171 0.48% 0.089%
5 5.006 141 143 151 rVB 34115 65318 0.40% 0.076%
6 5.714 203 205 209 rVB 19361 34583 0.21% 0.040%
7 5.885 217 220 241 rBV 832463 1836502 11.35% 2.123%
8 9.721 551 556 561 rBV 4639295 9315470 57.60% 10.770%
9 12.541 799 803 807 rvv 55350 91245 0.56% 0.105%
10 13.192 855 860 865 rBV 6732944 13343186 82.50% 15.427%
11 18.341 1305 1311 1315 rBV 7540038 14842650 91.77% 17.161%
12 22.280 1653 1656 1661 rBV2 62655- 128677 0.80% 0.149%
13 22.645 1681 1688 1693 rBV2 7182710 16173915 100.00% 18.700%
14 22.771 1695 1699 1723 rVB 98367 374724 2.32% 0.433%
15 24.849 1877 1881 1887 rVV 89210 167452 1.04% 0.194%
16 27.726 2127 2133 2139 rBV 1132460 2050861 12.68% 2.371%
17 29.690 2299 2305 2315 rBV3 9456 36029 0.22% 0.042%
18 30.500 2369 2376 2381 rBV 6092414 15127263 93.53% 17.490%
19 31.105 2421 2429 2435 rBVS 10930 40978 0.25% 0.047%
20 34.416 2713 2719 2741 rBV 4734220 12567196 77.70% 14.530%
Sum of corrected areas: 86490926

0615.D SCANS508.M Wed Jan 30 09:02:19 2002 Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN29\00615.D

Operator :

Acquired : 29 Jan 2002 5:09 pm using AcqgMethod SCAN508
Instrument : Instrumen

Sample Name: 508 scan

Misc Info : January 29, 2002

Vial Number: 4

Quant File :SCAN508.RES (RTE Integrator)

IAbundance TIC: 00615.D
7000000 1319
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J0615.D SCAN508.M Wed Jan 30 09:02:20 2002 Page 2
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Data File

[PUr PR

[

L A P N L Y L W N O R Y e T
P -4

Acg On 29 Jan 2002 5:09 pm
Sample 508 scan

Misc : January 29, 2002

MS Integratlon Params: LSCINT.P

Quant Method
Title

C:\MSDCHEM\1..

508 scan method

C:\MSDCHEM\1\5973N\020AN29\00615.D

Vial: 4
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

Library C:\DATABASE\WILEY7N.L
khkkhkhkkhkhkhkhkkhhkhhkhkhhkhhkhkhkhhkhkhhkkhhkkhkhkhkhkkhkhkhkhkhhkhkhkhhkkhkhkhkhhkhkkkkhkhkhhkhkhhkhkhkkkhkdikkik
Peak Number 1 Butanoic acid, methyl ester.. Concentration Rank 8

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

3.60 0.14 ug/L 63318 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Butanoic acid, methyl ester (CAS 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 78
3 Butanoic acid, methyl ester (CAS 102 C5H1002 000623-42-7 178
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 78

Abundance Scan 20 (3.602 min): 00615.D (-) 43 .10 100.00%
43
74
5000
59 87
Wl s , 3.50 3.60 3.70 3.80 3.90 4.00
S 11|11 PR N S N AN (—— m/z 74.00 82.16%
m/z--> 10 30 40 50 60 70 80 90 100 110
Abundance #9220; Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43
15 74 .
5000 27 - TrTTpTTYT
3.50 3.60 3.70 3.80 3.90 4.00
59 &7 m/z 71.10 61.79%
T T |33 ol T I T 1102 T
T T T rrrr lll'lllll'll' lllllllllllll LN 2L B B S N N BN |
m/z--> 10 20 30 40 50 60 70 80 80 100 110
Abundance #9219: Butanoic acid, methyl ester
43
_ﬂ"l—l—r""l'r
74 3.50 3.60 3.70 3.80 3.90 4.00
5000 27 m/z 41.10 34.64%
15
59 87
‘l""I'"'T:'Ba"3'8l""l""I""l' |||"|192 T
m/z—> 10 20 30 40 50 60 70 80 80 100 110
Abundance #9227: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat. ..
43 74 3.50 3.60 3.70 3.80 3.90 4.00
m/z 59.00 25.45%
5000
59
87
IL. ‘ 69 102
II’III[TI'III"II Illlll LML il Al e a3 LA B | lelIl'll
m/z—> 10 20 30 40 50 7l0 8'0 QIO 100 11‘0 3.50 3.60 3.70 3.80 3.90 4.00

10615.D SCAN508.M
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Data File

Acq On
Sample
Misc

MS Integration Params:

Quant Method :

Title

Library :

: 29 Jan 2002 5:09 pm
: 508 scan
January 29, 2002

LSCINT.P

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

e hras NN AR LA AN P N A

C:\MSDCHEM\1\5973N\02JAN29\00615.D

Vial: 4
Operator:
Inst
Multiplr:

Instrumen
1.00

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

I R E R R E E R E R E R R R R E R R R R R R R R R R E R R R R A TR R LR XS EEEEEE LR EEEE SRR RS E R RS RE S S XS
Concentration Rank 3

Peak Number 2

2,2-dimethoxybutane

R.T EstConc Area Relative to ISTD R.T.
4.24 0.21 ug/L 95632 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual

e o o r am e e =t e e e mm m r % e e mm ot e am = = o e tm M i ae M= mm = e me e e mm e o e e e e e e e e e em e e e e e

1 2,2-dimethoxybutane

118 C6H1402

003453-99-4 50

2 Glycine, methyl ester $$ NH2CH2C... 89 C3H7NO2 000616-34-2 40
3 Thiazole, tetrahydro- $$ Thiazol... 89 C3H7NS 000504-78-~9 40
4 2-Butenoic acid, 4-hydroxy-, met... 116 C5H803 004508-99-~0 10
Abundance Scan 76 (4.241 min): 00615.D (-) m/z 87.10 100.00%
43
55
5000
III'IITYT Truorr rrirr T
| | |6|° 103 380 400 420 440 460
rerepreerpererrreetr bbbk rerrrerprerepereepere Moty raprrrpbeprreere | | M/Z . 89.10  90.55%
m/z—-> 20 25 30 35 40 45 50556065 70 7580859095100105110
Abundance #17889: 2,2-dimethoxybutane
87
55
5000 | T '|1|-||xv
45 3.80 400 420 440 460
27 m/z 43.10 81.98%
%2 103
NS AAASY RARA LAAAs Sy A2 RS LA RAAA RAAM RN RARAA KAL) LAAN AR A MALA AR
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110
Abundance #5025: Glycine, methyl ester $$ NH2CH2COOCH3
89
380 400 420 440 460
5000 m/z 55.10 68.45%
44
59
54 A
UUARSLARRRLARAEY ARARE RARER RAARH RARAE RARAS RARRS RRALY RARRY LRRES RARRS LARRN ARRAY LRLRN LALARBARAN B
mfz—> 20 25 30 35 40 45 50 5% 60 65 70 7% Bb 85 90 95 100 105 110 A
Abundance #5044: Thiazole, tetrahydro- $3$ Thiazolidine $3$ Tetrahydro... it m e 1V . T ,A‘ ™
43 8 380 400 420 440 460
m/z 85.00 61.81%
5000
30 , 59
TV‘II"'III' !'l llll ll! ‘l 'llr]’[f'|||llrf" ]‘l"]l(l1'[¥1 llll :"Illlllll|lll]lll|l'l
m/fz—> 20 25 30 35 40 45 60 65 70 75 80 85 90 95 100 105 110 380 400 420 440 460
)0615.D SCANS508.M Wed Jan 30 09:02:20 2002 Page 4
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Data File

Bk I e R A el o

: C:\MSDCHEM\1\5973N\02JAN29\00615.D Vial: 4
Acg On 29 Jan 2002 5:09 pm Operator:
Sample 508 scan Inst Instrumen
Misc : January 29, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P
Quant Method C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

khkkhkhkhkhhkhkhkkhkhhkhhkhkhkhkhhkhhkhhhkhkhhhhhhhhhkhkhhhhhkhkhkhhkhhhhhahhdhhhhhhkhhhhkkhdhd

Peak Number 3 2-Buten-1-ol, 3-methyl- Concentration Rank 9

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

4.63 0.13 ug/L 58756 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 2-Buten-1-o0l, 3-methyl- 86 CSH100 000556-82-1 38
2 2-Buten-1-0l, 3-methyl- (CAS) $$... 86 CS5H100 000556-82-1 37
3 2-Buten-1-o0l, 3-methyl- (CAS) $$... 86 C5H100 000556-82~1 32

4 Butanoic acid, 2-methyl-,

methyl...

116 C6H1202

000868-57-5 12

[Abundance h Scan 110 (4.630 min): 00615.D () m/z 41.10 100.00%
4 71
57
88
5000
101
} 51 ” 420 440 460 480 5.00
11 I8 SN NN S 1 | [m/z 71.10 90.28%
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
IAbundance #4068: 2-Buten-1-ol, 3-methyl-
m
5000 -
53 420 440 460 4.80 5.00
27 86 m/z 57.10 76.14%
TYITT’ ] | Illl llllllll 64!! 5 L L llll‘ l'll" ||l1
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #4075: 2-Buten-1-ol, 3-methyi- (CAS) $$ Prenol $$ 2-METHYL...
m
41 “{r”[l‘r'[lll'l"’lrl[llr
420 440 460 480 500
5000 m/Z 88.00 54.73%
53
’ 1 1
l'll TTT I !Illllll 'llll! T lIIT‘llI!!! | I T II LILL lIl'lI
miz—> 20253035404550556065707580859095100105 [\A
Abundance #4076: 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $§$ 2-METHYL... R RN s R
: m 420 440 460 480 500
m/z 43.10 38.17%
41
5000
53
86
27 ' l
Il‘lllllIlTl[ll'llllllllll'lilfl'llll!ll'll lllll ll! 1' lllllllllllll 'I’l|l‘l llllllll ‘1
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 420 440 460 4.80 500
J0615.D SCANS08.M Wed Jan 30 09:02:20 2002 Page 5
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Liratlry oSearci compouria reportc

Data File C:\MSDCHEM\1\5973N\02JAN29\00615.D Vial: 4

Acg On 29 Jan 2002 5:09 pm Operator:

Sample 508 scan Inst Instrumen
Misc January 29, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

khkhkhkkhkhkkhkhkhkhkhkkhkhkhkkhkkhkhkhkhkhkhkkhkhkkhkkhkhkhkkhkhkhkkhkhkhkkhkhkkhkkhhkhkhkhkhkhkhkhkkhkhhkhkrdhkdtrhkhhkhkrtdkk

Quant Method

Peak Number 4 Cyclopentanone Concentration Rank 4

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

4.85 0.17 ug/L 77171 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentanone 84 C5HS80O 000120-92-3 25
2 5-Hexenal oxime 113 C6H11NO 057606-82-3 12
3 1l-Hexene, 6-bromo- 162 C6H11Br 002695-47-8 10
4 1-Hexene, 6-bromo- 162 C6H11Br 002695-47-8 10

Abundance Scan 129 (4.846 min): 00615.D (-) m/z 83.95 100.00%
a4
41 S5
5000
‘ AT Ty
SRS | S T A A— — : m/z 55.10 59.36%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
IAbundance #3268: Cyclopentanone
b
5000 41 84 :
27 440 460 480 5.00 520
’ } m/z 41.10 52.39%
T ! ]‘!TYA%[ ll‘l‘ij;l lT‘ll’lTTl T TI'T_I' rv—r—v‘[||v|[|'l—v—rr I‘“l_l_r' T
mfz—> 20 30 40 50 60 70 80 %0 100 110 120 130 140 150 160 170
Abundance #14234: 5-Hexenal oxime
44 55
440 460 480 500 520
5000 27 m/Z 598.10 42.31%
:,»1:[‘]:11:&:117].:.. T TTT I_IT'113 T T IIIVTil
m/z—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
IAbundance #61497: 1-Hexene, 6-bromo-
41 55 440 460 480 500 520
m/z 39.10 39.68%
83
5000{ 27
67
dl l ). 134 162
lmr]‘lrr]’ T T' TT_ITY"I T r'_‘_l IIT T'IIY_TT IITTT" ri_ll'rl_'_'fr'
7> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 440 460 480 500 520

10615.D SCAN508.M Wed Jan 30 09:02:20 2002
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e e 4 m e e ——nap = e o - =
Data File C:\MSDCHEM\1\5973N\02JAN29\00615.D
Acg On 29 Jan 2002 5:09 pm

Sample 508 scan

Misc : January 29, 2002

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\SCANS08.M
508 scan method
C:\DATABASE\WILEY7N.L

Quant Method
Title
Library

Vial: 4

(RTE Integrator)

Operator:
Inst
Multiplr:

Instrumen
1.00

khkkhkhkhkhkhkhkhkhkhkhkhkhkkhkhkkhkdkhkhkhkkhkhkhkhAhkhkhkkdhhhkhhkhkdhbhkhhkkhkhkkhkhkhkhkhbhhkdkhkhkhrbhkhbhrkhdkhkk

Peak Number 5 DEUTEROACETONE

Concentration Rank 6

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

5.01 0.14 ug/L 65318 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 DEUTEROACETONE 59 C3H5DO 004468-52-4 9
2 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9
3 Allyl isobutyrate $$ Isobutyric 128 C7H1202 015727-=77-2 9
4 Pentane, 2,3,4-trimethyl- (CAS) 114 C8H18 000565-75-3 9

Abundance s?nmswmﬁmmymﬁwoo) m/z 43.10 100.00%
4 7H
5000 59
39 55
l 460 480 500 520 540
— S P N =1 B N SN ) S S m/z 71.10 99.86%
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90

IAbundance #587: DEUTEROACETONE
43
5000 59 - .
460 480 500 620 5.40
m/z 41.10 58.02%
T T 31 3'9'l !46 T T i1 T T 7 T
T T AR EE R s e e ARREEARAS S n e
miz—> 20 25 30 35 40 45 50 S5 60 65 70 75 80 85 90
Abundance #4279: Butane, 2,2-dimethyl-
43
57
460 480 500 520 540
5000 m/z 59.10 40.36%
71
39
| 53JJ
N Eans  AARRRERS s A SARRN RS SR
nfz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 /\
Abundance #24325: Allyl isobutyrate $$ Isobutyric acid, allyl ester .. ,,/\. — : A s
43 460 480 500 20 540
71 m/z 69.10 35.68%
5000
57
o7 39
| |, 85
ll'llll'VITllllll'llllIll IIIllllllll'll'llllllll"l[[ llllll l llllllll IIII!‘IIII llllllllll(l!ll""l" T
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 460 480 500 520 540
J0615.D SCANS508.M Wed Jan 30 09:02:20 2002 Page 7
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Data File : C:\MSDCHEM\1\5973N\02JAN29\00615.D Vial: 4

Acg On : 29 Jan 2002 5:09 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 29, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
khkkkhkhkhkkhkhkhkhkhkkhkhkhkhkkhkkhkhkkkhkhkhkhkhkhkhhkhkkhkhkhkhkhkhkhkhkhkhkhkhkhhkkhkhhkhkhkhkhhkdhhhhkkthrhkhhkkkkik
Peak Number 6 1,6-Heptadien-4-ol Concentration Rank 10

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

5.71 0.07 ug/L 34583 1,4-Dichlorobenzene-d4 9.72
HitH# of 5 Tentative ID MW MolForm CAS#H# Qual
1 1,6-Heptadien-4-o0l 112 C7H120 ) 002883-45-6 39
2 Butenol, methyl- 86 CS5H100 060766-00-9 9
3 Butane, l-bromeo-2-methyl- (CAS) ... 150 C5H11Br 010422-35-2 9
4 2-Butene, l-methoxy-, (E)- 86 CS5H100 010034-14-7 9
bundance R Scan 205 (5.714 min): 00615.D (-) 43.10 100.00%

4 71 N
5000
m 51 84 540 560 5.80
'll""“li']"ll’|lll‘llilllllll T l l'lll llllllllllllllllll [ m/z 71 10 92 406
n/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
IAbundance #13655: 1,6-Heptadien-4-ol
43 mn
5000 | T T | T
560 580
o7 l A1.70° —80-50%
53
||'|lll‘lll‘l|ll I!l lI"!'l"TI[V"]1l‘lll'll7l’?l 94! IliTrTI'l'l ||||| L |'|
n/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4093: Butenol, methyl-
43 m
560 580
5000 5 m/z 69.10 48 73%
27
15
YllllllIlllIl||Illllll‘fsll?llll;ITII‘lll= lllllllll II' lrll ITT]TT'Y] ll[
miz--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 150 J
Abundance #45644: Butane, 1-bromo-2-methyl- (CAS) $$ 1-Bromo-2-methy... e /\. TP
KL 7 540 560 580 600
m/z 39.10 47 .49%
5000 57
l 150 : AN A :
lllll T l‘l"l"lllll'll'lllllll T |7I"l'||1lilll’li[ Tirr
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 540 560 580 600
JO0615.D SCANS08.M Wed Jan 30 09:02:21 2002 Page 8
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Data File

r3 s s et~ At

C:\MSDCHEM\1\5973N\02JAN29\00615.D Vial: 4
Acg On 29 Jan 2002 5:09 pm Operator:
Sample 508 scan Inst : Instrumen
Misc : January 29, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P
Quant Method C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Title

Library

508 scan method

C:\DATABASE\WILEY7N.L

kkhkkhkkhkkkhkkhkhkhkhkhkhkhkhhhkhhhhkhkkhhkhkhhkhhkhkhkhhhkkhkkhkhkkhkkhkhhhkhkkhhkkhkhhhkhhkhhkhkkhhkhkkx

Peak Number

7 Acetic acid, 3-[1,3]dioxola...

Concentration Rank 1

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

5.89 3.94 ug/L 1836500 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Acetic acid, 3-[1,3]}dioxolan-2-y... 174 C8H1404 000000~00-0 33
2 3-(CYCLOHEX-3’-EN-YL)PROPANOL $$... 174 C8H1404 015745-~-87-6 33
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 Silane, tetramethyl- (CAS) $$ Te... 88 C4H12Si 000075-76-3 9

IAbundance Scan 220 (5.885 min): 00615.D (-) m/z 73.10 100.00%
78
5000 \\\~
43 ‘T_YIIIIIIIIJ LB LR
560 5.80 600 620
[ 55 87 103 5
A AN T l-"l-u" NS R AR NSRS N AN LA AL A AR e s Laasa LS m/z 43.10 23.82%
nfz-—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
78
5000 ~ - Pt
560 580 600 620
43 m/z 45.10 9.55%
2 “ 55 b 87 113 174
MUASRBN RN SN S MU SARAE UL B SRS BARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
8
" 560 580 600 620
5000 m/z 41.10 9.06%
43
?7 " 8 . 8 113 174
T‘ lllllllllll IFI "l‘|lll| T T rrrf' TTYTTFrJ T T T rTIrryrTeT T
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #4814: Silane, tetramethy}- A et
B 560 580 600 620
m/z 71.10 6.43%
5000
45
2 2 88
miz—> 10 20 30 40 50 60 70 '80 90 100 110 120 130 140 150 160 170 180 560 580 6.00 620

)0615.D

NYC-WTC_000051636

SCANS508.M

Wed Jan 30 09:02:21 2002
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______ L mmem e e
Data File : C:\MSDCHEM\1\5973N\02JAN29\
Acg On : 29 Jan 2002 5:09 pm
Sample : 508 scan

Misc : January 29, 2002

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1.

R O it

00615.D

Vial: 4

Operator:

Inst
Mult

.\SCAN508.M (RTE Integrator)

: Instrumen
iplr: 1.00

khkkkhkhkkkhkhkkhkhkhkhhkhhkhkhkkhkhkkhkhkkkhkhkhkhkkhkhkhkhkkkkhkkhhkhkkhkhkhkhkhkkhkhkhkhkhhkkdhhkihkkhkkkkik

camet. ..

Relative to ISTD

Concentration Rank 7

Title i 508 scan method
Library : C:\DATABASE\WILEY7N.L
Peak Number 8 Cyclopentasiloxane, de
R.T. EstConc Area
12.54 0.14 ug/L 91245
Hit# of 5 Tentative ID

Naphthalene-ds8

MW MolForm

1 Cyclopentasiloxane, decamethyl-
2 Cyclopentasiloxane, decamethyl-
3 Noradrenaline tetraTMS

4 Benzeneacetic acid,

370 C10H3005Si5
370 C10H3005S8i5
457 C20H43NO3Si4
472 C20H4005Si4

000541-02-6 90
000541-02-6 42
068595-65-3 37
037148-65-5 25

.alpha.,3,4-..

[Abundance Scan 803 (12.541 min): 00615.D (-) m/z 73.10 100.00%
s
5000 267 355
45 191 12%12@12%12%
qaqvnm“”””””w””....w”wm””nnwnwuw”w”“.“mpmuw m/z 267.00 42.79%
m/z--> 40 60 80 100120 140 160 180200220 240260280 300 320 340 360 380400 420 440
Abundance #313068: Cyclopentasiloxane, decamethyl-
/<)
267 355
5000 LI S e T T Ty
12.20 1240 1260 12.80
m/z 355.10 39.21%
. 207 323
T T T T T T e A e e e e e e
mfz--> 40 60 80 100120140160 180 200220 240 260 280 300 320 340 360 380 400420440
Abundance #313065: Cyclopentasiloxane, decamethyl-
B
12%12@12&12%
5000 267 m/z 356.10 13.60%
355
45
| | 193 223 323
A E e aas e L L L LA Raaas i B
mfz—> 0 60 80 100120140 160 180200220 240 260280 300 320 340 360 380 400420440
Abundance #357156: Noradrenaline tetraTMS e B LIS B B e el
B 12.20 1240 1260 12.80
m/z 74.00 7.96%
5000 102 355
45
T 147[ SRS 2
TTIvTT llllllll[l'll I TTT[TTTITTIToIT[ Yy lIll 'llll Illlll'l'l'l]ll l]l Il””l“”l””l"”l T T 1 T Ty Tt LANE I D ) Illlll
mfz—> 40 60 80 100120140 160 180 200220 240260 280 300320340 360 380 400420440 12.20 1240 1260 12.80

J0615.D SCAN508.M

NYC-WTC_000051637

Wed Jan 30 09:02:21 2002
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Lirptalry ocalctl coinpouwila xeporo

Data File C:\MSDCHEM\1\5973N\02JAN29\00615.D Vial: 4

Acg On 29 Jan 2002 5:09 pm Operator:

Sample 508 scan Inst Instrumen
Misc : January 29, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

hkhkkhkkxhkhkkhhkhkhhkhkhkhkhkhkhkhkhhkhkhkhkhkhhhkhkhkhhkhkhhkhkkhkhhhhkhkhkhkdhkhhkdkhrhkhkhhhkkhkkkkkdkdhkiik
Peak Number 9 1-Cyanocarbazole $$ 9H-Carb... Concentration Rank 5

Quant Method

R.T EstConc Area Relative to ISTD R.T
22.28 0.16 ug/L 128677 Phenanthrene-di10 22.65
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 1-Cyanocarbazole $$ 9H-Carbazole... 192 C13H8SN2 083415+88-7 72
2 2-CYANOCARBAZOLE $$ 9H-Carbazole.. 192 C13H8N2 057955-18-7 64
3 3-Cyanocarbazole $$ 9H-Carbazole... 192 C13H8N2 057102-93-9 59
4 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12 000883-20-5 53
pmmmme Smm1&5azmmmm)mwwo() ; m/z 192.10 100.003%
192
5000 A L \
g2 % 146 160 2200 2220 22140 2260
7R R N bl | TH7Z 18310 15. 698
Iniz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

iAbundance #103423: 1-Cyanocarbazole $3$ 9H-Carbazole-1-carbonitrile (CAS 4
192
5000 -
164
S RARRE S RAAE T e e
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

Abundance #103420: 2-CYANOCARBAZOLE $$ 9H-Carbazole-2-carbonitrile (CAS
192
5000
164
% 3 ”
A RARanmasRERARES S ARmazaERany o REE LR au Y T
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103424: 3-Cyanocarbazole $$ 9H-Carbazole-3-carbonitrile (CAS 4
192
5000
96 164

138 | I

v A
R L

| 2200 2220 2240 2260

m/z 146.10 15.21%

22.00 2220 2240 22.60

m/z 96.10 14.12%

T L LA L e}

TTrry L |‘|1
200 2220 22.40 2260

m/z 191.10 13.13%

|
R A S AN A AR N RN E N R Ry Aa R T T T T T

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

TTTTT

TTT T T rT T L4

2200 2220 2240 2260

J0615.D SCANS508.M Wed Jan 30 09:02:21 2002

NYC-WTC_000051638
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Data File

C:\MSDCHEM\1\5973N\02JAN29\00615.D
Acg On : 29 Jan 2002 5:09 pm
Sample : 508 scan
Misc : January 29, 2002
MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1.
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L

Vial: 4

Operator:
Inst :
Multiplr:

Instrumen
1.00

.\SCAN508.M (RTE Integrator)

khkhkhkkhkhkhkhkdhhkhkhkhkhkhkhhkhkhkhhkhhkkhhhhhkhkhkhhhkhkhkhhkhkhkhkhkhkhkhhkhkhkhkhkhhkhkhhkhkhkhkhhkhihhkkhkkx

Peak Number 10 DECADEUTEROPHENANTHRENE $$ ...

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
22.77 0.46 ug/L 374724 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 91
2 Anthracene-D10 188 C14D10 000000-00-0 91
3 Anthracene-dl1l0- 188 C14D10 001719-06-8 90
4 Phenanthrene-dlo0 188 C14D10 001517-22-2 72

Abundance Scan 1699 (22.771 min): 00615.D (-) m/z 188.10 100.00%
188
5000
80 94 T T rorr T T T TT
40 52 64 |l | I 132 158 | 2240 2260 2280 2300 2320

L ijd
e e e e e e

mz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 1

81

IAbundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
188
5000 -
80 94
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 18
IAbundance #84498: Anthracene-D10
188
5000
80 94

66 | 160 Ix |

S I Y S SN 11 SN,

m/z—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

m/z 94.10 15.99%

N

Ty T T

22.40 2260 2280 2300 2320

m/z 189.10 14.79%

T T

2240 2260 2280 2300 23.20

m/z 80.10 12.25%

Abundance #84502: Anthracene-d10- T T T T T
188 2240 2260 2280 23.00 23.20
m/z 184.10 11.98%
5000
80 94 160
|1|||l||;[|!|l|ll6!6lll|;!nnI!!i||V|||‘|rlv[llll|lrll|||r||l:4l|1||nl1r8]9!'!llllrrv' LA (L 1L B LT L A 0 LML S
miz-> 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 2300 2320

00615.D SCANS508.M Wed Jan 30 09:02:21 2002

NYC-WTC_000051639
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Data File

——————— ————— - —

C:\MSDCHEM\1\5973N\02JAN29\00615.

Acg On 29 Jan 2002 5:09 pm
‘Sample 508 scan

Misc : January 29, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

—————y — ———— -

- -— -

D

Vial: 4

Operator:
Inst
Multiplr:

Instrumen
1.00

\SCAN508.M (RTE Integrator)

khkhkhkkhkhkhkhkhkkhkhkhkhkhkhhkhhkhkhhkhhkhkhhhhhkhkhkkhkhkhkhkkhhhkhkkhkhkhhkhkhkhkhhhkhkhkhkhhkhhrhhdhhkhkhhhk

Peak Number 11

4-Amino-5,5-dimethyl-2-meth. ..

Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T
29.69 0.05 ug/L 36029 Chrysene-dl2 30.50
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Amino-5,5-dimethyl-2-methoxyca... 243 C15H17NO2 118089-29-5 5
2 2,6-Bis(1,1-dimethylethyl)-4-cya... 243 C16H21NO 007062-57-9 5
3 3-Phenyl-4-azafluorene 243 C18H13N 000000-00-0 5
4 3-AMINOBENZO (C) PHENANTHRENE 243 C18H13N 000000-00-0 5
[Abundance Scan 2305 (29.690 min): 00615.D (-) m/z 244.10 100.00%
2
g4 108 122 W B
h } ll 2uowmzwowm
A A AL AR AN m/z 243. 74 .84%
m/z--> 60 80 100 120 140 160 180 200 220 240
iAbundance #177722: 4-Amino-5,5-dimethyl-2-methoxycarbonyl-3-phenyl-c... /‘,\A
244
5000 -
2940 2960 2980 3000
m/z 40.00 27.66%
167 W‘ﬁﬁ ﬂz
05— T T T DN
m/z—> 40 60 80 100 120 140 160 180 200 220 240
Abundance #177862: 2,6-Bis(1,1-dimethylethyl)-4-cyanomethylenecycloh...
243
201 i
188 8 29.40 29.60 29.80 30.00
5000 m/z 122.10 27.59%
128 24
.,r,,.,....,.”.,.....!h....., I
miz—> 40 80 100 120 140 160 180 ‘220 240 L
Abundance #177934: 3-Phenyl-4-azafluorene T
243 ' 2040 2960 2080 30.00
m/z 121.70 25.96%
5000
63 77 121 139 165 215 mﬁﬁ_
L RIS NLALALEL MR UL BRI AL LML SLRM AL UL AL UL | UL DV SRR SR SR
mjz-> 40 60 80 100 120 140 160 180 200 220 240 29.40 29.60 29.80 30.00

00615.D SCAN508.M

NYC-WTC_000051640

Wed Jan 30 09:02:21 2002
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- m e —m— — -—a2 — e e — e — = - - g = meee e =y - e g

dperator ID: Date Acquired: 29 Jan 2002 5:09 pm

data File: C:\MSDCHEM\1\5973N\02JAN29\00615.D

Jame: 508 scan

disc: January 29, 2002 .
vethod: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator
itle: 508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
0.1 ug/L 63318 1 9.72 9315470 20.0
0.2 ug/L 95632 1 9.72 9315470 20.0
0.1 ug/L 58756 1 9.72 9315470 20.0
0.2 ug/L 77171 1 9.72 9315470 :20.0
0.1 ug/L 65318 1 9.72 9315470 .20.0
0.1 ug/L 34583 1 9.72 9315470 20.0
3.9 ug/L 1836500 1 9.72 9315470 20.0
0.1 ug/L 91245 2 13.19 13343200 20.0
0.2 ug/L 128677 4 22.65 16173900  20.0
0.5 ug/L 374724 4 22.65 16173900 20.0
0.0 ug/L 36029 5 30.50 15127300 20.0
00615.D SCANS508.M Wed Jan 30 09:02:21 2002 Page 14
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