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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 01/10/2002 Time: 16:12:58

Sample: AEQQ0279

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

Started: 1/10/02 16:12 Ended: 1/10/02 16:12 Analyst: DLV
Page: 1

QOther unknown cornpounds .
Surr_2,4-DDD 110 5.0
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Comments for Sample AE00279 - Analysis $GCMS
-Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 01-10-2002 Time: 16:13:02

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
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Data File : C:\MSDCHEM\1\5973N\02JAN09\279.D Vial: 4

Acqg On : 9 Jan 2002 8:40 pm Operator:

Sample : 508 scan ext 1/7 Inst : Instrumen
Misc : January 9, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Jan 10 08:38:29 2002 Quant Results File: SCANS08.RES

Quant Method : C:\MSDCHEM\1l...\SCAN508.M (RTE Integrator)
Title : 508 scan method

Last Update : Wed Jan 09 12:49:14 2002

Response via : Initial Calibration

DataAcqg Meth : SCANS508

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.72 152 1655034 20.00 ug/L 0.00
10) Naphthalene-ds 13.19 136 7047649 20.00 ug/L -0.02
17) Acenaphthene-dlo0 18.34 164 3624681 20.00 ug/L -0.01
29) Phenanthrene-d1o0 22.63 188 6048141 20.00 ug/L -0.03
38) Chrysene-dl2 30.49 240 5552241 20.00 ug/L -0.02
44) Perylene-dl2 34.42 264 4015999 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 525226 5.49 ug/L 0.00
Spiked Amount 5.000 Recovery = 109.80%
Target Compounds . Qvalue
2) N-nitroso-dimethylamine 3.61 74 15596 0.22 ug/L # 10
3) bis (2-Chloroethyl) ether 0.00 93 0 N.D.
4) 1,3-Dichlorobenzene 0.00 146 0 N.D. °
5) 1,4-Dichlorobenzene 0.00 146 0 N.D. \\\
6) 1,2-Dichlorobenzene 0.00 146 0 N.D. s
7) 2,2’ -oxybis (1-Chloropropa 0.00 45 0 N.D. 3
8) N-nitroso-di-n-propylamine 0.00 70 0 N.D.
9) Hexachloroethane 0.00 117 0 N.D.
11) Nitrobenzene 0.00 77 0 N.D.
12) Isophorone 0.00 82 0 N.D.
13) bis (2-Chloroethoxy) metha 0.00 93 0 N.D.
14) 1,2,4-Trichlorobenzene 0.00 180 0 N.D.
15) Naphthalene 0.00 128 0 N.D.
16) Hexachlorobutadiene 0.00 225 0 N.D.
18) Hexachlorocyclopentadiene 0.00 237 0 N.D-,
19) 2-Chloronaphthalene 0.00 162 0 N.D. ™
20) Dimethylphthalate 18.34 163 583083 2.44 ugyL # 55
21) 2,6-Dinitrotoluene 18.34 165 467334 10.01 ug # 17
22) Acenaphthylene 0.00 152 0 N.D.
-23) Acenaphthene 0.00 153 0 N.D.
24) 2,4-Dinitrotoluene 0.00 165 0 N.D. \
25) Diethylphthalate 0.00 149 0 N.D. »'\\
26) 4-Chlorophenyl-phenylether 0.00 204 0 N.D.
27) Fluorene 0.00 166 0 N.D.
28) Azobenzene 0.00 77 0 N.D.
30) N-nitrosodiphenylamine 0.00 169 0 N.D.
31) 4-Bromophenyl-phenylether 0.00 248 0 N.D.
32) Hexachlorobenzene 0.00 284 0 N.D.
33) Phenanthrene 0.00 178 0 N.D.
34) Anthracene 0.00 178 0 N.D.
(#) = qualifier out of range (m) = manual integration
279.D SCANSO08.M Thu Jan 10 08:38:29 2002 Page 1
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Data File : C:\MSDCHEM\1\5973N\02JAN09\279.D Vial: 4

Acgq On : 9 Jan 2002 8:40 pm Operator:

Sample : 508 scan ext 1/7 Inst : Instrumen
Misc : January 9, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Jan 10 08:38:29 2002 Quant Results File: SCAN508.RES
Quant Method : C:\MSDCHEM\1...\SCANS508.M (RTE Integrator)

Title : 508 scan method

Last Update : Wed Jan 09 12:49:14 2002

Response via : Initial Calibration
DataAcq Meth : SCANS08

Compound R.T. QIon Qvalue

35) Di-n-butylphthalate 24.85 149 99
36) Fluoranthene 0.00 202
39) Pyrene 0.00 202
40) Butylbenzylphthalate 0.00 149

41) Benzo(a)anthracene 30.50 228 55

42) Bis (2-ethylhexyl) phthala 31.11 149 82

43) Chrysene 30.50 228 53
45) Di-n-octylphthalate 00 149
46) Benzo (b) fluoranthene 00 252
47) Benzo (k) fluoranthene 00 252

1

49) Indeno (1,2,3-cd) pyrene
50) Dibenz (a,h) anthracene

0
0
0.
48) Benzo (a) pyrene 34.42 252
0]
0]
51) Benzo (g,h,i) perylene 0

(#) = qualifier out of range (m) = manual integration
279.D SCAN508.M Thu Jan 10 08:38:30 2002 Page 2
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Data File : C:\MSDCHEM\1\5973N\02JAN09\279.D Vial: 4

Acqg On : 9 Jan 2002 8:40 pm Operator:

Sample : 508 scan ext 1/7 Inst : Instrumen
Misc : January 9, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Jan 10 8:38 2002 Quant Results File: SCANS08.RE

Method : C:\MSDCHEM\1\METHODS\METHODS\SCANS08.M (RTE Integrator)

Title : 508 scan method

Last Update : Wed Jan 09 12:49:14 2002

Response via : Initial Calibration
Abundance TIC: 279.0

9000000

8500000

8000000

Phenanthrene-d10,|

d8.i

7500000

BenzRapmetrec:|

Naphihal

7000000

6500000

Benger(e)qh2dne

6000000

5500000

1,4-Dichlorobenzene-d4,|

2,4-00D0,S

Di-n-butylphthalate
Bis (2-ethylhexyl) phthalate

G"Fl’l"'l'l_'lllllll Illlllll lIlIIl'llllI lIIIIIllIlllLl’lllll‘lll’l"'fllllLl%lllllllL
Time-> 4.00 600 800 1000 12.00 14.00 16.00 18.00 20.00 22.00 24.00 26.00 28.00 30.00 32.00 34.00 36.00 38.00

279.D SCANS508.M Thu Jan 10 08:38:30 2002 Page 3
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Data File C:\MSDCHEM\1\5973N\02JAN09\279.D Vial: 4

Acq On 9 Jan 2002 8:40 pm -Operator:

Sample 508 scan ext 1/7 Inst Instrumen
Misc January 9, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Method C:\MSDCHEM\ 1\METHODS\METHODS\SCANS08.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 3.488 7 10 15 rVB 57069 84416 0.52% 0.094%
2 3.614 19 21 25 rBV 37171 67681 0.42% 0.075%
3 4.241 71 76 85 xrVBS 20702 56341 0.35% 0.063%
4 4.630 103 110 121 rVBS 24980 69546 0.43% 0.078%
5 4.835 123 128 137 rBV2 50729 130536 0.80% 0.146%
6 5.885 217 220 227 rBV 1071703 2136516 13.13% 2.382%
7 6.000 227 230 233 rVB 91310 174362 1.07% 0.194%
8 9.722 551 556 561 rVv 4688021 9422696 57.92% 10.506%
9 9.847 561 567 575 rvv 16973 61016 0.38% 0.068%
10 13.192 855 860 865 rBV 7403803 13502695 83.00% 15.056%
11 18.341 1305 1311 1315 xrBV 7696987 14753506 90.69% 16.450%
12 22.280 1653 1656 1661 rVB2 67078 115453 0.71% 0.129%
13 22.634 1681 1687 1693 rBV2 7198427 16007196 98.39% 17.848%
14 22.771 1695 1699 1711 xrVB 85019 226799 1.39% 0.253%
15 24.849 1877 1881 1891 rVB 12903 32510 0.20% 0.036%
16 27.726 2129 2133 2139 rBV 1421037 2547916 15.66% 2.841%
17 29.678 2301 2304 2307 rBV3 15504 35322 0.22% 0.039%
18 30.489 2369 2375 2381 rBV2 6710893 16268825 100.00% 18.140%
19 31.105 2421 2429 2445 rBV2 54251 208738 1.28% 0.233%
20 34.416 2713 2719 2757 rVV 5525679 13783500 84.72% 15.369%
Sum of corrected areas: 89685570

:79.D SCAN508.M Thu Jan 10 11:51:49 2002 Page 1
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LSC Report - lntegrated (Chromatogram

File
Operator
Acquired
Instrument

C:\MSDCHEM\1\5973N\02JAN09\279.D

9 J
In

Sample Name: 508

Misc Info

Janu

Vial Number: 4
Quant File :SCAN508.RES (RTE Integrator)

an 2002 8:40 pm using AcgMethod SCANS508
strumen

scan ext 1/7

ary 9, 2002

f\bundance
7000000
6000000
5000000
4000000
3000000
2000000

1000000

33181 4.244.884

TIC:279.0
13,19

9.72

5.89

o ke

o

—
Time--> 4.00

——
5.00

LANEINS LN et S e S e I

L T U IUE U US U
6.00 7.00 8.00 9.00 1000 1100 1200 1300 1400

15.00

lAbundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC:279.D
1834 2263

BT

24.85

27

Time--> 16.00

0 T I' v T A} I v LA v I T T T T I T v T T ' L} T T T | T v T I ' T T ' T ' T T T I T T
17.00 1800 1900 2000 2100 2200 2300 2400 2500 2600

27.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

29.68

TIC:279.D

30.49

34.42

L cIAL] L

0 ' L T T
Time--> 28.00

T —— T T T T T T T T T T T T T T T
2900 3000 3100 3200 3300 3400 3500 3600 3700 3800 3900

279.D SCAN508.M
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Data File : C:\MSDCHEM\1\5973N\02JAN09\279.D Vial: 4

Acg On : 9 Jan 2002 8:40 pm Operator:

Sample : 508 scan ext 1/7 Inst : Instrumen
Misc : January 9, 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

hkhkhkhhkhhkhkhkhkhkhkhkhkhhkhhkhkkhkkhkhkkhkhkkhkhkhkhkhkhkhkhhkhkhhhhhhkhbhhkhhkhkhhkhkhhkhkkhkhkkhkhhkhhhkkkk*
Peak Number 1 Dichloroacetonitrile $$ Ace... Concentration Rank 5

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

3.49 0.18 ug/L 84416 1,4-Dichlorobenzene-d4 9.72
Hit# of 65 Tentative ID MW MolForm CAS#H Qual
1 Dichlorocacetonitrile $$ Acetonit... 109 C2HCl2N 003018-12-0 83
2 Acetonitrile, dichloro- $$ Dichl... 109 C2HC12N 003018-12-0 83
3 Dichloroacetonitrile $$ Acetonit... 109 C2HC12N 003018-12-0 74
4 Acetonitrile, dichloro- 109 C2HC12N 003018-12-0 12

[Abundance Scan 10 (3.488 min): 273.0 IB) m/z 74.00 100.00%
4
5000 82
47
38 350 360 3.70 380 390
o) N AN || 'PRS—— | S T — m/z 81.90 48.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
lAbundance #11642: Dichloroacetonitrile $$ Acetonitrile, dichloro- $$...
7
e
5000 L R R LA RS AR L
47 3.50 360 370 380 390
m/z 76.00 37.04%
35
1|2 I | ” 1 | 108
c‘_ﬁ'l""l""l"" T LA UL LN DL RN L ELELELE BLEL RN BN RL
/2--> 10 20 30 40 50 60 70 80 90 100 110
IAbundance #11641: Acetonitrile, dichloro- $$ Dict;loroacetonitrile $%...
4
350 360 3.70 380 390
5000 82 m/z 83.95 36.89%
47
i ]
0 ||| || 1h ) 109
AR R A R A N L P e B
m/z--> 10 20 30 40 S50 60 70 80 90 100 110
Abundance #11643: Dichloroacetonitrile $$ Acetonitrile, dichloro- $$... REaEa e AR RS
7 3.50 360 370 380 390
m/z 47.00 25.27%
47 82
5000
38
o T Ly o5 102108
Iniz—> 10 20 30 40 50 60 70 80 90 100 110 350 360 370 380 390
279.D SCANS508.M Thu Jan 10 11:51:49 2002 Page 3
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il ALy OoTalLuvi Lulpuuiag [ATpuL o

Data File

C:\MSDCHEM\ 1\5973N\02JAN09\279.D
Acqg On 9 Jan 2002 8:40 pm
Sample 508 scan ext 1/7
Misc January 9, 2002
MS Integration Params: LSCINT.P

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

Quant Method
Title
Library

Vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

P P P T R T EEEE TR R R TR EIEEEEIEIEIEIEEEEEIEEIEIEEEREEEEEEE S SRS RS R RS SR SRR R R R £ 8 X 4
Concentration Rank 9

Peak Number 2 4-0-Methyl-d-arabinose

R.T EstConc Area Relative to ISTD R.T.
4,24 0.12 ug/L 56341 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual

1 4-0-Methyl-d-arabinose
2 N,N’'-Diacetylethylenediamine $$
3 (2-Methyl-oxetan-2-yl)-methyl-1,

164 C6H1205
144 C6H12N202
172 CS9H1603

000000-00-0 50
000871-78-3 16
114872-47-8 16

4 THIOPHENE-D1 85 C4H3DS 000000-00-0 10
[Abundance Scan 76 (4.241 min): 279.D (-) m/z 43.00 100.00%
' a3 87
5000
“l | 380 400 420 440 460
c"I""l'"'I""l""l""l'"I""I'I""I""I""I""l"'I"' m/z 87'10 95'96%
miz--> 10 20 30 40 80 90 100 110 120 130
lAbundance #63795: 4-O-Methyl-d-arabinose
87
5000 60 T T
380 400 420 440 4.60
45 m/z 89.10 63.59%
o L 10 117 12
e R e e e AR R T
n/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #39767: N,NB' -Diacetylethylenediamine $$ Acetamide, N,N*-1,...
4
30
85 380 400 420 440 460
5000 73 m/z 85.00 55.82%
0 | Ll | |
e B M —-—rrte et T
m/z--> 10 20 30 40 50 60 ___70 80 90 100 110 120 130
Abundance #76041: (2-Methyl-oxetan-2-yl)-methyl-1,4-dioxane
& 380 400 420 440 460
43 m/z 41.10 47.56%
5000 71
NI 1' ...... l!.l...l.l....,...., ................
m/z—-> 10 20 30 40 50 60 80 90 100 110 120 130 380 400 420 440 460
279.D SCANS508.M Thu Jan 10 11:51:49 2002 Page 4
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Lipbrary Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN09\279.D Vial: 4

Acq On : 9 Jan 2002 8:40 pm Operator:

Sample : 508 scan ext 1/7 Inst : Instrumen
Misc : January 9, 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

hAhkhkhkrhhhhkhhkkhkhkhkhkhkhkhhkhkhkhhhbhdbhkrhbhhhbhhkhhhhhhhhhkhkhhhhkhkhkhhkkhkhkhhhrhhhhhhhhhkikx
Peak Number 3 2-Buten-1-0l, 2-methyl- (CA... Concentration Rank 6

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

4.63 0.15 ug/L 69546 1,4-Dichlorobenzene-d4 9.72
HitH# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Buten-1-0l, 2-methyl- (CAS) $$... 86 CS5H100 004675-87-0 43
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 38
3 Ether, hexyl pentyl $$ Hexane, 1... 172 C11H240 032357-83-8 38
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 35

Abundance Scan 110 (4.630 min): 279.D (-) m/z 71.10 100.00%
41 57 7
88
5000
101
’|| m|”| | '| 420 440 460 480 500
i) SER—— |11 S 11118 RS S| S m/z 41.10 94.55%
miz--> 10 20 30 40 S50 60 70 80 S0 100 110 120
jAbundance #4064: 2-Buten-1-ol, 2-methyl- (CAS) $$ 2-Methyl-but-2-ene...
mn
5000 43 86
420 440 460 480 500
53 m/z 67.10 92.62%
0 I Illll J_I 1 ‘ TN
UASUIRLELIL SRLELS! SURALEMS NURAUIUS NUELELELS JURLEMEUN SUEMEMLA SUIRLEG SURLIS INELRMELE IR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #16440: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
7 8B /\
"l"“l""l""4[\"'l"[v
420 440 460 480 500
5000 101 m/z 88.10 67.85%
74
s & | |
0 [ 1l . 116
L L L A T A IR AL L LA AL AL SLELEL LN LA IR L B
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #76907: Ether, hexyl pentyl $3 Hexane, 1-(pentyloxy)- T
B 420 440 460 480 500
m/z 43.10 58.76%
71
5000
85
0"l""I""l""l!""l"III'I""|!:"'I'I!;'II""101"‘1""l"'
iz—-> 10 20 30 40 50 60 70 80 90 100 110 120 420 440 460 480 500
279.D SCANS508.M Thu Jan 10 11:51:49 2002 Page 5
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN09\279.D Vial: 4

Acg On : 9 Jan 2002 8:40 pm Operator:

Sample : 508 scan ext 1/7 Inst : Instrumen
Misc : January 9, 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
khkhkhkhkhkhkhkhkhrhkhkhkhkhkhkhhkhkhkhkhkhkhkhkhkhkhkhkhkhhhkhkhkhkhhhhhkkhkhhrtrthhhhkhkhkhkhkhhkhkhkhkhkhkhkhkhkkhkhkk
Peak Number 4 2-Butenal, 3-methyl- $$ Cro... Concentration Rank 4

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

4.84 0.28 ug/L 130536 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Butenal, 3-methyl- $$ Crotonal... 84 CSHS8O 000107-86-8 81
2 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 CS5SH80 000107-86-8 81
3 2-Butenal, 3-methyl- 84 CSH8O 000107-86-8 72
4 Furan, 2,3-dihydro-4-methyl- (CA... 84 CS5H80 034314-83-5 68

lAbundance Scan 128 (4.835 min): 279.D (-) m/z 84.05 100.00%
8l
1 Jw‘kw
5000 41
59
34 . S 69 440 460 480 500 520
) — i 0 o ST I TN A B TR m/z 55.10 63.32%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #3222 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $...
s
55
5000 39
27 440 460 480 500 520
m/z 83.00 45.40%
44 | 69
1] - A !'! —r || } | T | | I""l""l
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$...
84
55 U DR A B E
440 460 480 500 520
5000 39 m/z 41.10 43.23%
27
’ 44 51 69
O TrpTTTy . 'I'I'!I"' “ !I I reeryy I"!l"_r T ' =""l""l
m/z--> 20253035404550556065707580859095
Abundance #3224: 2-Butenal, 3-methyl-
84 440 460 480 500 520
m/z 39.10 37.48%
5000 41 55
SOJ_| 5569 .
O g USRI NRAS ULIUNAARA AR

z--> 20253035404550556065707580859095 440 460 480 500 520

279.D SCANS08.M Thu Jan 10 11:51:49 2002 Page 6
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Data File

C:\MSDCHEM\1\5973N\02JAN09\279.D Vial: 4
" Acq On 9 Jan 2002 8:40 pm Operator:
Sample 508 scan ext 1/7 Inst : Instrumen
Misc January 9, 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

hkhhkhhkhkhhhhhhhhhkhhkhhkhhhhhkhkkrhhhhhhhbhbhrdhhhbhhhhhhhrhhkhhhhbhhrrthhhhhhhhhhh

Peak Number 5 3-(CYCLOHEX-3'-EN-YL)PROPAN... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
s.89  4.53 ug/L 2136520  1,4-Dichlorobenzene-da 9.72

Hit# of 5 Tentative ID MW MolForm CASH

1 3- (CYCLOHEX-3’'-EN-YL) PROPANOL $$... 174 C8H1404
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404

015745-87-6 33
000000-00-0 33

3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 23 -
4 Silane, tetramethyl- (CAS) $$ Te... 88 C4H12Si 000075-76-3 9
bundance Sca; 220 (5.885 min): 279.D (-) m/z 73.10 100.00%
5000
43
560 6580 600 6.20
55 87
Orprreprrrr et peor e o e m/z 43.10 25.41%
> 10 20 30 40 50 60 70 80 90100110120130140150160170180
IAbundance #36138: 3-(CYCLOHE)(-7:?3 -EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
5000 L l—l—vv—rT]—v:)VﬁIr T
560 580 6. 6.20
43 m/z 45.10 9.78%
ﬁ .H 55 87 113 174
Oty B L SR N——.
n/z--> 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-ylpropy! ester
7B
560 580 600 6.20
5000 m/z 41.10 9.29%
43
27 [l s5 4l 87 13 174
G 'l""'rr"lrlr"rll‘rlrlﬁr""‘”r'lrl' Ll ,TI_I_TT'_'_' ™Y ' '
miz—-> 102030405060708090100110120130140150160170180
Abundance #4814: Silane, tetramethyl-
B 560 580 600 620
m/z 71.10 6.46%
5000
45
15 53 88
0 Jﬁrnr Trnv—l—rr-q%*rr“ﬁﬁpru'vu RAARS RRRSSRARRS LR A RARARRARAN L
pz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 6.20

279.D SCANS08.M Thu Jan 10 11:51:50 2002
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Data File

LipLaLy oTcadluil Lunipuuiia nopua o

C:\MSDCHEM\1\5973N\02JAN09\279.D

8:40 pm

Acg On 9 Jan 2002
Sample 508 scan ext 1/7
Misc January 9,

2002

MS Integration Params: LSCINT.P

Quant Method

Title

Library

508 scan method
C:\DATABASE\WILEY7N.L

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

Vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

AhkAkhhArkhkhkhkhkhrkrhkhhkhkrkhkhkrhkhkhkhbrdhkrdhthdhhhkhkhdhhkdhkhkhbhkhkhdhkddhhkhkrhkhhhbhhhhhhhhthdhihthkhk
Peak Number

6 2-Propanone,

1,1,1-trichlor...

Concentration Rank 2

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

6.00 0.37 ug/L 174362 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanone, 1,1,1-trichloro- (C... 160 C3H3Cl30 000918-00-3 64
2 2-Propanone, 1,1,1-trichloro- (C... 160 C3H3Cl30 000918-00-3 59
3 2-Propanone, 1,1,1-trichloro- $$... 160 C3H3C1l30 000918-00-3 45
4 2-Propanone, 1,1,1-trichloro- (C... 160 C3H3Cl30 000918-00-3 38

Abundance Scan 230 (6.000 min): 279.0 () m/z 43.10 100.00%
P
5000
SR SEEPU VIS SREPLN
83 o7 125 560 580 600 620 6.40
Ol 8 O M L | [w/z 125.00 5.85%
m/iz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
IAbundance #59078: 2-PBropanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
4
5000 LR SRS SRS SRR
560 580 600 620 640
m/z 97.00 6.72%
35 a9 61 82 97 117 125
S S IULIU AL s SRS IS IULA UL I USRS PSS ROABE MR
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #59082: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
43
560 580 600 620 6.40
5000 m/z  47.00 6.19%
o Bz 49 63 B 1oy ¥
A R UL UL I I UL S NN A DRI VEADE DU
iz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #59081: 2-Propanone, 1,1,1-trichloro- $$ .alpha.,.alpha.,....
48 560 580 600 620 640
m/z 82.90 5.87%
5000
15
® | A |
L A IR I IS LA IS LIS VLIS IS S SIS WA B BRSSPI
miz--> 10 20 30 40 50 60 70 8 9 100 110 120 130 560 580 600 620 640
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Data File C:\MSDCHEM\1\5973N\02JAN09\279.D Vial: 4
* Acq On 9 Jan 2002 8:40 pm Operator:
Sample 508 scan ext 1/7 Inst Instrumen
Misc January 9, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\SCANS08.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

Ahkhkhhkkhkhkhkkhkhkhhhkhhkhkhkhhkhhkhkhhkhhhhhkhkhkhkhkhhkhhkhkhhkhkhkhkhkkhkhkhkhkhkhkhkhkhkhkkhkkhkhkkkkhkkkk
Peak Number 7 2-Propanol, 1l-(2-methoxypro. Concentration Rank 8

Quant Method

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

9.85 0.13 ug/L 61016 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H1603 013429-07-7 64
2 3-Hexanol (CAS) $$ Hexan-3-o0l $$... 102 C6eH140 000623-37-0 9
3 E-Dipropylene glycol $$ 2-hydrox... 134 C6H1403 000000-00-0 9
4 3-Octanol $$ n-Octan-3-o0l $$ Eth... 130 C8H180 000589-98-0 9

Abundance Scpan 567 (9.847 min): 279.D (-) m/z 59.05 100.00%
5
w *&L“
ﬁ 3 g 103 960 9.80 10.00 10.20
I || N | R S S T m/z 43.10 13.48%
2-> 20 30 40 S0 60 70 80 90 100 110 120 130
bundance #43942: 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
<]
5000
960 980 1000 10.20
m/z 45.00 12.95%
31 45 73 104
0 v.r.,lﬁm.%!].l..,m!iwf.‘. N — - 1.”.,...‘.'3,0ﬁ.+.
iz--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9591: 3-Hexanol (CAS) $$ Hexan-3-ol $$ C2HS5CH(OH)C3H7 $$ ...
5
31 960 980 10.00 10.20
5000 m/z 41.10 12.71%
73
4?2
0 l j 1] l“ S Y 84
UIUGRIMUNMMIUS RS IR LA SURMMAL JURMM I SUNSEES ARSI PRADY IR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #29239; E-Dipropyiene glycol $$ 2-hydroxyethyl ether
31 P 960 9.80 10.00 10.20
m/z 58.00 10.44%
5000 45
I 103
39
0 | | N 1y 7}1 |
SURBMAMLAUREMLILE FURMSURS ILBUR IUR LIS IURLALE SUMMRLS SULELN SIS B DAL B MRAUVUMMUVAS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 960 980 1000 10.20

279.D SCAN508.M Thu Jan 10 11:51:50 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN09\279.D Vial: 4

Acg On : 9 Jan 2002 8:40 pm Operator:

Sample : 508 scan ext 1/7 Inst : Instrumen
Misc : January 9, 2002 _ Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1l...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
P R R R EE R I TR EL R LR EEEE LTRSS RIS EEEIEEEEEE RS RS A SRS S AR AR R AR S X RSB & 4

Peak Number 8 3-Cyanocarbazole $$ 9H-Carb... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.28 0.14 ug/L 115453 Phenanthrene-d10 22.63
Hit# of S Tentative ID MW MolForm CAS# Qual
1 3-Cyanocarbazole $$ 9H-Carbazole... 192 C13H8N2 057102-93-9 64
2 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 58
3 Anthracene, 1l-methyl- 192 C15H12 000610-48-0 50
4 2-CYANOCARBAZOLE $$ 9H-Carbazole... 192 C13H8N2 057955-18-7 50

[Abundance Scan 1656 (22.280 min): 279.0 (-) m/z 192.10 100.00%
5000 /\
R B I S SR S S
2200 2220 2240 2260
ol m/z 193.10 17.65%
m/z-> 20 30 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103424: 3-Cyanocarbazole $$ 9H-Carbazole-3-carbonitrile (CAS
192
5000 ‘*‘l""l""l""l‘A’"
2200 2220 2240 22.60
% 164 m/z 96.00 17.52%
138
0‘
m/z-> 20 30 40 SO 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #88409: N-perdeuteriobenzylideneaniline /\
1
| 2200 2220 2240 2260
5000 82 m/z 191.00 16.55%
54 110
0 30 94 160
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 /\
Abundance #103908: Anthracene, 1-methyl- e e
: 192 2200 2220 2240 2260
m/z 146.10 15.33%
1 "'I""I'/'\"I""l""
m/z—> 20 30 40 SO 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 2200 2220 2240 2260
279.D SCANS508.M Thu Jan 10 11:51:50 2002 Page 10
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Qe y AL il e sl e e o

Data File

C:\MSDCHEM\1\5973N\02JAN09\279.D
* Acq On 9 Jan 2002 8:40 pm
Sample 508 scan ext 1/7
Misc January 9, 2002
MS Integration Params: LSCINT.P

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

Quant Method
Title
Library

Vial: 4
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

I EE SR EEE AR R R RESS RS ESSE SRS SRR SR X 2Rt sttt il is st sttt S S S]

Peak Number 9 DECADEUTEROPHENANTHRENE $$

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T
22.77 0.28 ug/L 226799 Phenanthrene-dl10 22.63
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 (C14D10 001517-22-2 90
2 Anthracene-d1o0- 188 C14D10 001719-06-8 80
3 anti-10-hydroxy-5,6,8,9-tetrahyd... 188 C12H1202 055139-53-2 53
4 2,2,9,9-Tetramethyldec-5-ene-3,7... 188 C14H20 102745-35-7 50
Abundance Scan 1699 (22.771 min): 279.D (-) 48 m/z 188.10 100.00%
1 q
5000
66 94 158 2240 2260 2280 2300 23.20
o252 -| et Herrerrererrrrerererer 8 el | [W/z 189.15 — 16.56%
miz—> '40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 $
188
5000 MUY VUV
22.40 22.60 2280 2300 23.20
80 94 m/z 94.00 16.44%
0 6.6 l I 15!? ||I|
LARJUARRE RARAARARE NRRRR N LA DA SRS BRARS SRR
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
iAbundance #84502: Anthracene-d10-
188
2240 2260 2280 2300 2320
5000 m/z 80.00 11.56%
80 94 160
o 66 180
miz—> 40 S50 .60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #98076: anti-10-hydroxy-5,6,8,9-tetrahydro-5,9-methano-7H-...
128 1$8 22.40 2260 2280 2300 23.20
115 m/z 184.10 7.99%
5000 145
158
0.
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 2300 23.20

279.D SCAN508.M Thu Jan 10 11:51:50 2002
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lcllba\-.l.vv.a.l ________ -

perator 1ID: Date Acquired: 9 Jan 2002 8:40 pm
ata File: C:\MSDCHEM\1\5973N\02JAN09\279.D
ame: 508 scan ext 1/7

isc: January 9, 2002
ethod: C:\MSDCHEM\1\METHODS\METHODS\SCANS508.M (RTE Integrator)

‘itle: 508 scan method
vibrary Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---
Top Hit name RT EstConc Units Response |# RT Resp Conc

Jichlyroacetopitr 3.49 0.2 ug/L 84416 1 9.72 9422700 20.0
1-0-Methyl-gfarab 4.24 0.1 ug/L 56341 1 9.72 9422700 20.0
2-Bute 2-m 4.63 0.1 ug/L 69546 1 9.72 9422700 20.0
2-Buten 3-meth 4.84 0.3 ug/L 130536 1 9.72 9422700 20.0
3- (CYCL X-3'-EN 5.89 4.5 ug/L 2136520 1 9.72 9422700 20.0
2-Propanong, ' 6.00 0.4 ug/L 174362 1 9.72 9422700 20.0
2-Pr 1-(2-... 9.85 0.1 ug/L 61016 1 9.72 9422700 20.0
3-CY¥anocarbagole ... 22.28 0.1 ug/L 115453 4 22.63 16007200 20.0
B; ADEUTEROPHENAN. .. 22.77 0.3 ug/L 226799 4 22.63 16007200 20.0
279.D SCANS08.M Thu Jan 10 11:51:50 2002 Page 12
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Comments for Sample AE00279 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-10-2002 Time: 17:21:57

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual

compounds.
The recoveries for 10 of the 43 compounds in the LCS Standard were above their

acceptance ranges.
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