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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 03/25/2002 Time: 13:44:10

Sample: AE01647

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

FS:‘tam':acg: 3/25/02 13:43  Ended: 3/25/02 13:43  Analyst: DLV
age:

Other unknown pounds .
Surr_2,4-DDD 127 5.0
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“Comments for Sample AE01647 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 03-25-2002 Time: 13:44:30

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for the LCS Standard are high. New control limits
will be calculated.
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. . Quantitation Report {QT Reviewed)
Data File : C:\MSDCHEM\ 1\DATA\031902\1647.D vial: 27
Acg On : 20 Mar 2002 12:10 pm Operator: McLean
Sample : RE-INJ 3/1 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: BENZO.P
Quant Time: Mar 21 06:27:16 2002 Quant Results File: 5080302.RES

Quant Method : C:\MSDCHEM\1\5973N\5080302.M (RTE Integrator)
Title : Quantitation For Method 508gcscan

Last Update : Thu Mar 14 13:02:27 2002

Response via : Initial Calibration

DataAcqg Meth : 508SCAN

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.54 150 1356261 20.00 ug/L 0.00
10) Naphthalene-ds 13.02 136 3803967 20.00-ug/L 0.00
17) Acenaphthene-dio 18.13 164 2159918 20.00 ug/L 0.00
29) Phenanthrene-di10 22.50 188 3208111 20.00 ug/L 0.00
38) Chrysene-di2 30.30 240 2782161 20.00 ug/L -0.02
44) Perylene-di2 34.18 264 1525967 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-ddd surr 27.43 235 243647 6.37 ug/L 0.00
Spiked Amount 5.000 Recovery = 127.40%
Target Compounds Qvalue
2) N-nitroso-dimethyl amine 0.00 74 0 N.D. d
3) bis(2-chloroethyl) ether 0.00 93 0 N.D.
4) 1,3 - Dichlorobenze 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.
7) 2,2 ' - oxybis (1-Chloropr 0.00 45 o] N.D.
8) N-Nitroso-di-n-propylamine 0.00 70 0 N.D.
9) Hexachloroethane .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) methan 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 .00 225 o N.D.
18) Hexachlorocyclopentadiene 0.00 237 ] N.D.
19) 2-chloronaphthalene 0.00 162 o] N.D.
20) Dimethylphthalate 0.00 163 0 N.D.
21) 2,6-Dinitrotoluene 18.13 165 278491 11.12 ug/L # 25
22) Acenaphthylene 0.00 152 0 N.D.
23) Acenaphthene 0.00 153 o N.D.
24) 2,4-Dinitrotoluene 0.00 165 0 N.D.
25) Diethylphthalate 0.00 149 0 N.D.
26) 4-Chlorophenyl-phenyl ethe 0.00 204 0 N.D.
27) Fluorene 0.00 166 0 N.D.
28) Azobenzen/ 1,2-Diphenylhyd 0.00 77 0 N.D.
30) N-Nitrosodiphenylamine 0.00 169 0 N.D.
31) 4-Bromophenyl-phenyl ether 0.00 248 0 N.D.
32) Hexachlorobenzene 0.00 284 o N.D.
33) Phenanthrene 0.00 178 0 N.D.
34) Anthracene 0.00 178 Y] N.D.
35) Di-n-butylphthalate 24.66 149 4007 0.02 ug/L . 79
36) Fluoranthene 0.00 202 o N.D.
39) Pyrene 0.00 202 0 N.D.
40) Butylbenzylphthalate 0.00 149 0 N.D.
41) Benzo (a) antracene 0.00 228 0 N.D. d
42) Bis (2-ethylhexyl) phthala 30.91 149 25211 0.23 ug/L 96
43) Chrysene 0.00 228 0 N.D. 4
45) Di-n-Octylphthalate 0.00 149 0 N.D.
46) Benzo (b) fluoranthene 0.00 252 0 N.D.
(#) = qualifier out of range (m) = manual integration
1647.D 5080302.M Thu Mar 21 06:28:48 2002 : Page 1
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Quantitation Report

.Data File : C:\MSDCHEM\1\DATA\031902\1647.D

Acqg On : 20 Mar 2002
Sample : RE-INJ 3/1
Misc :

12:10 pm

MS Integration Params: BENZO.P

Quant Time: Mar 21 06:27:16 2002

(QT Reviewed)

vial: 27
Operator: McLean
Inst : Instrumen
Multiplr: 1.00

Quant Results File: 5080302.RES

Quant Method : C:\MSDCHEM\1\5973N\5080302.M (RTE Integrator)

.

Title

.

Quantitation For Method 508gcscan

Last Update : Thu Mar 14 13:02:27 2002
Response via : Initial Calibration

.

DataAcq Meth : 508SCAN

Compound
47) Benzo (k) fluoranthene 0.00 252 0
48) Benzo (a) pyrene 0.00 252 0
49) Indeno (1,2,3-cd) pyrene 0.00 276 0
50) Dibenz (a,h) anthracene 0.00 278 0
51) Benzo (g,h,i) perylene 0.00 276 0

range (m) = manual integration

(#) = qualifier out of
1647.D 5080302.M
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Quantitation Report (QT Reviewed)

Data File : C:\MSDCHEM\1\DATA\031902\1647.D i . Vial: 27

Acg On : 20 Mar 2002 12:10 pm Operator: McLean
Sample : RE-INJ 3/1 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: BENZO.P

Quant Time: Maxr 21 6:28 2002 Quant Results File: 5080302.RES
Method : C:\MSDCHEM\1\5973N\5080302.M (RTE Integrator)

Title : Quantitation For Method 508gcscan

Last Update : Thu Mar 14 13:02:27 2002
Response via : Initial Calibration
Abundance TiC: 1647.D
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Data File

LSC Area Percent Report

: C:\MSDCHEM\1\DATA\031902\1647.D
Acg On : 20 Mar 2002 12:10 pm
Sample : RE-INJ 3/1
Misc :

MS Integration Params: LSCINT.P

Min Area: 1 % of largest Peak

vial: 27

Operator: McLean

Inst

Instrumen

Multiplr: 1.00

Method : C:\MSDCHEM\1\5973N\5080302.M (RTE Integrator)
Title : Quantitation For Method 508gcscan

Smoothing : OFF Filtering: 5
Sampling : 1

Start Thrs: 0.2
Stop Thrs : 0

Max Peaks: 100
Peak Location: TOP

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

Signal : TIC

peak R.T. first
# min scan

1647.D 5080302.M

max last PK
scan scan TY
713 729 rBV
989 996 rBV
1096 1125 rBV
1327 1336 rBV
1628 1639 rBV

1660 1680 rBV
1897 1907 rBB
2129 2135 rBV
2141 2156 rBV2
2685 2693 rBV

3002 3026 rBV2
3429 3446 rBV

peak
height
2060976
111343
3737577
213712
147092

4475098
102562
62447
3826524
634486

3352154
1963883

5751067
202997
8461298
382971
279901

9018185
196637
121633

8782026

1271130

8128505
5002903

Sum of corrected areas:

Thu Mar 21 06:32:00 2002

NYC-WTC_000012187

97.38%
14.10%

90.13%
55.48%

47599253

17.776%
0.805%
0.588%

18.946%
0.413%
0.256%

18.450%
2.670%

17.077%
10.510%

Page 1
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Pile
Operator
Acquired
Instrument
Sample Name
Misc Info :
Vial Number:

e ee ee s e

Document

LSC Report - Integrated Chromatogram

C:\MSDCHEM\ 1\DATA\031902\1647.D
McLean
20 Mar 2002 12:10 pm using AcgMethod 508SCAN

Instrumen
RE-INJ 3/1

27

Quant -File :5080302.RES (RTE Integrator)

Abundance

4000000
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1647.D 5080302.M

Thu Mar 21 06:32:02 2002 ) Page 2
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Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\031902\1647.D

Acg On : 20 Mar 2002
: RE-INJ 3/1

Sample
Misc

12:10 pm

MS Integration Params: LSCINT.P

vial: 27
Operator: McLean
Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\5973N\5080302.M (RTE Integrator)

Title
Library

: Quantitation For Method 508gcscan
C:\DATABASE\WILEY7N.L

dhhdhkddedhhdddhhhhhkhhhkhkhkhkhhhhkhkhdbhhhhhkdbkkhhhkkhhbhdhdhhhhhrddhkhdhkdkhdk

Peak Number 1

R.T. EstConc

12.05 0.48

Cyclopentasiloxane, decamet...

Concentration Rank 3

Area Relative to ISTD R.T.
ug/L 202997 Naphthalene-d8 13.02
Tentative ID MW MolForm cas# Qual

Hit# of 5

370 C10H30058i5
370 C10H30058i5
3 Benzoic acid, 2,5-bis(trimethyls... 370 CL6H30048i3
384 C17H3204Si3

1 Cyclopentasi
2 Cyclopentasi

4 Benzeneaceti

loxane, decamethyl-
loxane, decamethyl-

¢ acid, .alpha.,4-bi...

000541-02-6
000541-02-

037148-64-4 37

Abundance Scan 989 (12.046 min): 1647.D (-) m/z 73.10 "100.00%
k(<)
5000
267
355
45 - 11.80 12.00 12.20 12.40
0 T 133 162 193 223 323 m/z 267.00  34.72%
!lll’ll!lllllliI(l!l[rIIT]Y!I(llllllll1
m/z—> 50 100 150 200 250 300 350
Abundance #313065: Cyclopentasiloxane, decamethyl-
73
5000 267
11.80 12.00 12.20 12.40
355 m/z 355.10 25.37%
45
ol L} 08 133 165 18 22354 | 203 323
llliITllllll’)l LR SR A 3 LRI l(lllllli[lll
/z—> 50 100 150 200 250 300 350
Abundance #313068: Cyclopentasiloxane, decamethyl-
73
267 355 11.80 12.00 12.20 12.40
5000 i m/z 356.00 9.41%
415 H 207 Fi) 3?3 N i
011;:[:rll]lv»lllxll"]'v»xl]llrvlrl“txrlxv
m/z—> 50 100 150 200 250 300 350
Abundance #313246: Benzoic acid, 2,5-bis(trimethyisiloxy)-, trimethy...
LS 11.80 12.00 12.20 12.40
355 ‘m/z  74.10 9.08%
5000
45
s L ) e 7 e ms w1 |
rryry Ty Yy r oy fry vy vy v v v [ F ¥ )
m/z—> 50 100 150 200 250 300 350 11.80 12.00 12.20 12.40

1647.D 5080302.M

NYC-WTC_000012189
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Data File : C:\MSDCHEM\1\DATA\031902\1647.D

Acq On
Sample
Misc

Library Search Compound Report

: 20 Mar 2002 12:10 pm
: RE-INJ 3/1

vial: 27
. Operator: McLean
Inst Instrumen

Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method :
Title
Library

C:\MSDCHEM\1\5973N\5080302.M (RTE Integrator)

: Quantitation For Method 508gcscan
: C:\DATABASE\WILEY7N.L

dedkdhhhhhkhkhbhbbddhhhhdhdkhhhddhdhhdddbdhhbdhrdddbbhdbhbhddrwrrhhidrd

Peak Number 2

Cyclohexasiloxane, dodecame...

Relative to ISTD

Concentration Rank 1

R.T. EstConc Area
15.11 0.91 ug/L 382971
Hit# of 5 Tentative ID

Naphthalene-da

MW MolForm

1 Cyclohexasiloxane, dodecamethyl-...
2 Cyclohexasiloxane, dodecamethyl-

3 METHYL 2,3-BIS(TRIMETHYLSILYLOXY...
4 5-(2,3-BIS(TRIMETHYLSILYLOXY)PRO...

444 C12H3606Si6
444 C12H3606Si6
341 C16H27D04Si2
444 C20H40N2058i2

000540-97-6 91
000540-97-6 52
000000-00-0 40
012774-38-8 33

Abundance Scan 1327 (15.112 min): 1647.D (-) m/z 73.10 100.00%
7<)
45 147 429 14.80 15.00 15.20 15.40
ol 1. 117 | 177,207 251 aq4) m/z 341.00 41.08%
llll',fl llll"ll‘],,l’,lf(lllllllllTlll(Tir
miz—> 50 100 150 200 250 300 350 400
Abundance #352523: Cyciohexasiloxane, dodecamethyl- $8 Dodecamethyic...
78
341
429
14.80 15.00 15.20 15.40
m/z 147.10 14.88%
147
LBl | 2 e s | e
IlllllI(lllll]llllli’ll’llll]lll ‘Illll“ll
miz—> 50 100 150 200 250 300 350 400
Abundance #352522: Cycichexasiloxane, dodecamethyl-
7
14.80 15.00 15.20 15.40
5000 it m/z 429.10 14.42%
429
147
0 45 117 l 177 207 237 271 311| | 367 307
lllllIIII‘KII'II[llllll'll1‘r1fllllllllll
m/z—-> 50 100 150 200 250 300 350 400
Abundance#289709: METHYL 2,3-BIS(TRIMETHYLSILYLOXY)-5-DEUTEROPHENY .
l(llllllill(l(lil]lllll
» 180 14.80 15.00 15.20 15.40
m/z 342.00 13.66%
5000
341
45
obrdi L 108 140 } | 222 268 %04
m/z—-> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

1647.D 5080302.M

Thu Mar 21 06:32:06 2002
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. Library Search Compound Report
Data File : C:\MSDCHEM\1\DATA\031902\1647.D vial: 27
Acg On : 20 Mar 2002 12:10 pm Operator: McLean
Sample : RE-INJ 3/1 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1\5973N\5080302.M (RTE Integrator)

Title : Quantitation For Method 508gcscan
Library : C:\DATABASE\WILEY7N.L

(22 2ZXXX 2 X222 2 2 22 2 X 22 X X2 222X X2 2 XXX R R R XXX R R R R R R R R Y Y X R A AR R R R R R X 2
Peak Number 3 3-Isopropoxy-1,1,1,7,7,7-he... Concentration Rank 2

R.T. EstConc Area Relative to ISTD
17.84 0.62 ug/L 279901 Acenaphthene-d10
Hit# of 5 Tentative ID MW MolForm

1 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 Cl8H5207Si7
2 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 Cl2H3604Si5

003555-47-3

3 Pentasiloxane, dodecamethyl- 384 C12H36048i5 000141-63-% 28
4 (trimethylsilyloxy) 2-(trimethy... 398 C18H27Cl048i2 000000-00-0 25
Abundance Scan 1628 (17.842 min): 1647.D (-) m/z 73.10 100.00%
(<]
5000
147 281
221 327 17.60 17.80 18.00 18.20
ol i 117} 1917 |, 383415 m/z 147.10 35.27%
ll[llll[lr""lIll'l[llrlllllllll I'lTll’lllIlll’I"ll]ll’
m/z—> 50 100 150 200 250 300 3‘.150400450500550
Abundance #%;9639: 3-tsopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris{tr...
5000
147 17.60 17.80 18.00 18.20
43 m/z 281.00 33.08%
221 281
' 3271 415 5!9 561
c llll llli’l“rllllll'lll!l'llIIIllIIlIllIi'lllllllIllllll‘l
m/z—-> 50 100 150 200 250 300 350 400 450 500
Abundance #322218: Trsiloxane, 1,1,1,5,5,5-hexamethyi-3,3-bis[{irim...
73 147
281 17.60 17.80 18.00 18.20
5000 m/z 326.90 11.08%
207 249 o
o2 d 17 | 249 | g |
'1'llllll|ll |lllllllllll lIlllIllll'l'llf'lll!llllllll
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322221: Pentasiloxane, dodecamethyl-
L i 281 17.60 17.80 18.00 1820
m/z 282.00 7.97%
5000
369
207
T WL LA Wl
c AR SEERNSANES RE R RS R/ IIIWT—lLrIllllIIITTIIl‘l)ll]il
m/z—> 50 100 150 200 250 300 350 400 450 500 550 17.60 17.80 18.00 18.20
1647.D 5080302.M Thu Mar 21 06:32:08 2002
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. Library Search Compound Report
. ‘Data File : C:\MSDCHEM\1\DATA\031902\1647.D vial: 27
Acg On : 20 Mar 2002 12:10 pm Operator: McLean
Sample : RE~INJ 3/1 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1\5973N\5080302.M (RTE Integrator)

Title : Quantitation For Method 508gcscan

Library : C:\DATABASE\WILEY7N.L )

2 X 2222 XEXEXE SRS LA ZILESEEXERZEZLS ISR SS ISR 2222 2 X2 22X 2 222 22X 2 24

Peak Number 4 TETRACOSAMETHYLCYCLODODECAS... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.28 0.44 ug/L 196637 Acenaphthene-d10 18.13
Hit# of 5 Tentative ID MW MolForm cas# Qual

1 TETRACOSAMETHYLCYCLODODECASILOXA... 888 C24H720128112 018919-94-3 45
2 Benzoic acid, 2,4-bis[(trimethyl... 370 C16H3004Si3 010586-16-0 38
3 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H52078i7 071579-69-6 37
4 1H-Purin-6-amine, [(2-fluorophen... 243 C12HLOFNS 074421-44-6 25
Abundance 7 Scan 1897 (20.282 min): 1647.D (-) m/z 73.10 100.00%

147 355

281 401 20.00 20.20 20.40 20.60
m/z 355.10 27.89%

-

O e e e e e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance#391010: TETRACOSAMETHYLCYCLODODECASILOXANE $% Cyclodd
<
355
5000 147 221 281 ‘
20.00 20.20 20.40 20.60
m/z 147.10 27.14%
! 415
3 SRS DU 0. N 1 Y N SN
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #313243: Benzoic acid, 2,4-bis[(frimethyisilylioxy]-, rim...
73

#

m/z 221.10 20.47%

133 223
0 29 " o bk 179.xl ??1 321
llllll"’l“lT]l‘ll lll‘l‘l"ltrrl’Tllllll'llll""‘,“1‘71

miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #37§639: 3-Isopropoxy-1,1,1,7,7.7-hexamethyl-3,5,5-tris(tr...
7

g
3

20.00 20.20 20.40 20.60
m/z 281.00 13.64%

5000
147
221 281
. 4 l ‘ l 327 415 519 561
Ty AN ERREEREE RSN REER; llIllll)lllll!"l’ll']'lleT‘rTl Pt
mz-> 0 50 100 150 200 250 300 350 400 450 500 5{"30 20.00 20.20 20.40 20.60
L647.D 5080302.M Thu Mar 21 06:32:10 2002 Page 6
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M Tentatively Identified Compound (LSC) summary

Operator ID: McLean Date Acquired: 20 Mar 2002 12:10 pm

Data File: C:\MSDCHEM\1\DATA\031902\1647.D
Name: RE-INJ 3/1
Misc:

Method: C:\MSDCHEM\1\5973N\5080302.M (RTE Integrator)

Title: Quantitation For Method 508gcscan
Library Searched: C:\DATABASE\WILEY7N.L

TIC Top Hit name RT EstConc Units Response
Cyclopentasiloxan... 12.05 0.5 ug/L 202997
Cyclohexasiloxane... 15.11 0.9 ug/L 382971
3-Isopropexy-1,1,... 17.84 0.6 ug/L 279901
TETRACOSAMETHYLCY... 20.28 0.4 ug/L 196637
1647.D 5080302.M Thu Mar 21 06:32:10 2002

NYC-WTC_000012193

RT

13.02
18.13
18.13

8461300
8461300
9018190
9018190

~--Internal Standard---
Resp Conc
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