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Comments for Sample AE03804 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 03-22-2002 Time: 10:48:24

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. Recoveries for the LCS Standard compounds were high. New acceptance
ranges will be calculated.
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A

Data File

Acg On : 19 Mar 2002 10:18 pm
Sample : RE-INJ 2/20

Misc :

MS Integration Params: BENZO.P
Quant Time: Mar 21 11:46:28 2002
Quant Method :

Title

Last Update
Response via

Quantitation Report

DataAcq Meth : 508SCAN

Internal Standards

Syste
37)
Spi

1,4-Dichlorobenzene-d4
Naphthalene-ds
Acenaphthene-di10
Phenanthrene-di10
Chrysene-dl2
Perylene-dl2

m Monitoring Compounds
2,4-ddd surr
ked Amount 5.000

Target Compounds

2)
3)
4)
5)
6)

N-nitroso-dimethyl amine
bis(2-chloroethyl) ether
1,3 - Dichlorobenze

1,4 - Dichlorobenzene

1,2 - Dichlorobenzene

2,2 ' - oxybis (1-Chloropr
N-Nitroso-di-n-propylamine
Hexachloroethane
Nitrobenzene

Isophorone

bis (2-Chloroethoxy) methan
1,2,4-Trichlorobenzene
Naphthalene
Hexachlorobutadiene
Hexachlorocyclopentadiene
2-chloronaphthalene
Dimethylphthalate
2,6-Dinitrotoluene
Acenaphthylene
Acenaphthene
2,4-Dinitrotoluene
Diethylphthalate
4-Chlorophenyl-phenyl ethe
Fluorene

Azobenzen/ 1,2-Diphenylhyd
N-Nitrosodiphenylamine
4-Bromophenyl-phenyl ether
Hexachlorobenzene
Phenanthrene

Anthracene
Di-n-butylphthalate
Fluoranthene

Pyrene
Butylbenzylphthalate

Benzo (a) antracene

Bis (2-ethylhexyl) phthala
Chrysene
Di-n-Octylphthalate

Benzo (b) fluoranthene

3

C:\MSDCHEM\1\DATA\031902\3804.D

vial:

Operator:

Multiplr:

Quant Results File:

R.T. QIon
9.54 150
3.03 136
8.13 164
2.56 188
0.30 240
4.18 264
7.43 235
0.00 74
0.00 93
0.00 146
0.00 146
0.00 146
0.00 45
0.00 70
.00 117
0.00 77
0.00 82
0.00 93
0.00 180
0.00 128
0.00 225
0.00 237
0.00 162
0.00 163
0.00 165
0.00 152
0.00 153
0.00 165
0.00 149
0.00 204
0.00 166
0.00 77
0.00 169
0.00 248
0.00 284
0.00 178
¢.00 178
0.00 149
0.00 202
0.00 202
0.00 149
0.00 228
0.91 149
0.00 228
0.00 145
0.00 252

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

: Thu Mar 14 13:02:27 2002

Initial Calibration

(QT Reviewed)

14

McLean
Instrumen
1.00

5080302.RES

Response Conc Units Dev(Min)

1403765 20.00
3876510 20.00
2226370 20.00
3376686 20.00
3028286 20.00
1485370 20.00
302507 7.51
Recovery =

1333
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bbbtttk

ug/L 0.00
ug/L 0.00
ug/L 0.00
ug/L 0.00
ug/L -0.02
ug/L 0.00

ug/L 0.00

150.20%
Qvalue
d
d
d
ug/L 84
d

(#) =
3804.

qualifier out of range (m)
D 5080302.M

NYC-WTC_000037950

manual integration
Thu Mar 21 11:47:50 2002
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Quantitation Report

" Data File : C:\MSDCHEM\1\DATA\031902\3804.D

Acq'On : 19 Mar 2002
Sample : RE-INJ 2/20
Misc :

10:18 pm

MS Integration Params: BENZO.P

Quant Time: Mar 21 11:46:28 2002

Quant Method
Title
Last Update

s os oo

Response via : Initial Calibration

(QT Reviewed)

Vial: 14
Operator: McLean
Inst : Instrumen
Multiplr: 1.00

Quant Results File: 5080302.RES

C:\MSDCHEM\1\5973N\5080302.M (RTE Integrator)
Quantitation For Method 508gcscan
Thu Mar 14 13:02:27 2002

DataAcqg Meth : 508SCAN
Compound
47) Benzo (k) fluoranthene 0.00 252
48) Benzo (a) pyrene 0.00 252
49) Indeno (1,2,3-cd) pyrene 0.00 276
50) Dibenz (a,h) anthracene 0.00 278
51) Benzo (g,h,i) perylene 0.00 276

el i et R i e Rt T R i T e e ey

range (m) = manual integration

(#) = qualifier out of
3804.D 5080302.M

NYC-WTC_000037951

Thu Mar 21 11:47:51 2002
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Data File : C:\MSDCHEM\1\DATA\031902\3804.D vial: 14

Acqg On : 19 Mar 2002 10:18 pm Operator: MclLean
Sample : RE-INJ 2/20 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: BENZO.P

Quant Time: Mar 21 11:47 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: 3804.D
5000000 2
e
4500000 H i 5 o
§ 4 a ¥
3 1
§ ! :
4000000 = 8
3500000
¥
3
3000000 §
§
: .
2500000 :3: %
5
o
2000000
1500000 g
3
2
1000000 i
%
s
> g
500000 . 4
273 73 S
12 2
3 172, Cr T e ol
L e T T T T Ty ™7 T (llll[lllllll llellulr!I“'lxxxll%rﬁrllnrlxl r)‘;‘x[n:ir‘llxxlllrr'r‘luulnl
Tme—> 4.&)0 6.[00 8.60 1 0300 12f00 14f00 16200 18.00 _ 20.00  22.00 24500 26.00 28,00 30.00 32.00 34.00  36.00 38.00

3804.D 5080302.M Thu Mar 21 11:47:51 2002 Page 3
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. ¢ Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\031902\3804.D Vial: 14

Acqg On : 19 Mar 2002 10:18 pm Operator: McLean
Sample : RE-INJ 2/20 Inst : Instrumen

Misc Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Library C:\DATABASE\WILEY7N.L
FHhwdeddkddehkddehhdkk kAR hh ke kR hh ko ke hhhhhhhhkkhhhkh ke Tk hhhhhddhkdkdddhr

Peak Number 4 3-Isopropoxy-1,1,1,7,7,7-he... Concentration Rank 3

Quant Method

e e 00

R.T. EstConc Area Relative to ISTD R.T.
17.84 1.28 ug/L 588085 Acenaphthene-d10 18.13
Hit#§ of 5 Tentative ID MW MolForm CAS# Qual

1 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207S1i7 071579-69-6 42
2 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 42
3 Benzene, 1,2,3-tris[(tert-butyld... 468 C24H4803S8i3 000000-00-0 38
4 Pentasiloxane, dodecamethyl- 384 C12H36048i5 000141-63-9 36
Abundance " Scan 1628 (17.842 min): 3804.D (-) m/z 73.10 100.00%
7l

5000
147 281 k
327

17.60 17.80 18.00 18.20

o1l 117 191221254 |, 383415 m/z 147.10 37.25%
et i e e
m/z—-> 50100150200250300350400450500550
Abundance #379639: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris(tr...
73
5000 ‘vvv—rrvvrvlv-Lvrvv“‘-rvv
147 17.60 17.80 18.00 18.20
3 m/z 281.00 31.60%
21 281
; 327 415 519 561
cYl'lllll(lll)ll,lllll(llTTYl)l"llIlllllllli'li"l]’l’ll'
m/z—> 50100150200250300350400450500550
Abundance #322218: Trsiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[{irim...
73 147
281 17.60 17.80 18.00 18.20
5000 m/z 327.00 13.61%
{ 369
NEAT WA 00 N WY I
m/z—> 50 100 150 200 250 300 350 400 450 500 550
Abundance #360541: Benzene, 1,2,3-tris[(tert-butyldimethylsilyl)oxy}-
ll(l]lll' TITY LIREEIR] TTI T
L 1760178018001820
m/z 282.10 10.28%
5000
239 281
41 115
ob bl 10147 193 " | a2s 411 45
llllllll Ty lfﬁ"](llllll(lll(lllllllllllf]lri(ll‘ﬁ—r" (lllll!ll Flllll((r[ltl
miz—> 50 100 150 200 250 300 350 400 450 500 550 17.60 17.80 18.00 18.20
8N4 N ROKNIND M Thit Mar 21 11:4R-07 2009

NYC-WTC_000037958
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» Library Search Compound Report
Data File : C:\MSDCHEM\1\DATA\031902\3804.D vial: 14
Acg On : 19 Mar 2002 10:18 pm Operator: McLean
Sample : RE-INJ 2/20 . 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

o s e Je J Je d g e K de de Sk d e ok kK de e de ok ke de e d ke ke e e ok ek e e e S K ok Kk ok ok ke e e ek e ok o o o S o v ok ok ok e e b ke ke ke ok ok

Peak Number 6 Iron, monocarbonyl-{1,3-but... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.39 0.68 ug/L 314000 Phenanthrene-d10 22.50
Hit# of 5 Tentative ID MW MolForm CAS# Qual

e e R ettt R

1 Iron, monocarbonyl-(1l,3-butadien... 438 C21H22FeN205 109007-87-6 43
2 F2A 13,14-H2 ME ESTER 3TMS 586 C30H620581i3 000000-00-0 42
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H40058i6 038147-00-1 42
4 BISTRIMETHYLSILYL N-ACETYL EICOS... 511 C28H57NO3Si2 000000-00-0 38

Abundance . Scan 2120 (22.367 min); 3804.0 (9 m/z 73.10 100.00%
T
" 5000
U7
281 355 429 22.00 22.20 22.40 22.60 22.80
N N m/z 147.10  29.31%
c""‘llll IRERS llI'llll!l‘lllllrl'frl'r‘l'lll‘Illfl’fﬂr‘fﬁq'rl"rlf!ll]ll

¥
m/iz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #350342: Iron, monocarbonyi-{1,3-butadiene-1,4-dicarbonic ...
i<l

-

22.00 22.20 22.40 22.60 22.80
m/z 221.10 24.14%

o! .
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance s #380705; F2A 13,14-H2 ME ESTER 3TMS
7
22.00 22.20 22.40 22.60 22.80
5000 m/z 429.10 13.28%

14 1
c ];‘I'Il .-. Bt st Ahe SRS 8 PR N, TP B A 3 -

miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #352530: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis{frimethyistloxy...

73

3
3
R
p
g

22.00 22,20 22.40 22.60 22.80
m/z 355.10 11.53%

147
5000 267
355 429
207
]

NN

ll1l,[l(llll!l[¥l( L) I'IIIll[ll‘lirlll‘l"U((‘l(l(‘YI‘(f[Ylll‘rqurV
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 22.00 22.20 22.40 22.60 22.80

-

“ena N RNKN3I02.M Thu Mar 21 11:48:10 2002
NYC-WTC_OOOO3796O
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\031902\3804.D vial: 14

Acg On : 19 Mar 2002 10:18 pm Operator: McLean
Sample : RE-INJ 2/20 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.P

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

LERLJN LA SR SN (L SN LI 20 (U A0 JNLENL O (N JSN SN 000 N RGN L B B NI LA B B

100 150 200 250 300 350 400
#392084: SILICONE POLYMER

Title Quantitation For Method 508gcscan
Library : C:\DATABASE\WILEY7N.L
¢ Je e d¢ Je de Jo e de e de Je g de e de g de oo de g de g d de Je de % Kk de vk K I g e Je K I Je d I db d I g e de Jo g de de de vk de e Kk e de Kk Je e de K de e g e g e
Peak Number 7 SILICATE ANION TETRAMER Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.26 0.48 ug/L 223890 Phenanthrene-di0 22.50
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 SILICATE ANION TETRAMER 888 C24H7201281i12 000000 00-0 50
2 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H36048i5 003555-47-3 47
3 SILICONE POLYMER 458 (C14H42058i6 000000-00-0 43
4 BISTRIMETHYLSILYL N-ACETYL EICOS... 511 C28H57NO3Si2 000000-00-0 38
Abundance Scan 2336 (24.264 min): 3804.D (-) m/z 73.10 100.00%
3
5000
147
221
281
429 24.00 24.20 24.40 24.60
0 . 1911 | 249 325 Nl m/z 147.10 36.41%
|lr]ll7—l‘l]_'77]ﬁllllﬁ7ll ‘ﬁl'rjll‘_ll'rlllr
miz—> 50 100 150 200 300 350 400
Abundance #391009: SILICATE ANION TETRAMER
3
5000 147
24.00 24.20 24.40 24.80
221 m/z 221.10 27.32%
il R an :
clll !lf‘]l‘liY(lT(‘lTllIY_rllIl‘llll‘l"llllllll’"
m/z-—-> 50 100 150 200 250 300 350 400
Abundance #322218: Tristioxane, 1,1,1,5,5,5-hexamethyl-3,3-bis{{trim...
73 147
281 24.00 24.20 24.40 24.60
5000 m/z 281.10 19.76%
45 207 249 369
ol 17, 4 1771 249, ) 310 341
m/z—-> 50
Abundance

24.00 24.20 24.40 24.60
m/z 207.10 11.52%

5000 147

109
T < 7! vt l LI e 1 l l T rl T l l TyYri vy yvrrrrorey —mﬂm‘m
miz—> 5 100 300 350 _ 400 24.00 24.20 24.40 24.60

3804.D 5080302.M Thu Mar 21 11:48:11 2002
NYC-WTC_000037961
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\031902\3804.D vial: 14

Acgq On : 19 Mar 2002 10:18 pm Operator: MclLean
Sample :+ RE-INJ 2/20 Inst Instrumen
Misc Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method :

Title
Library

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

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

[ X R R s R R R X Y Y R R R X RS XSS X222 222X 22222 222 2 R s
Peak Number 8 Iron, monocarbonyl-(1,3-but... Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
27.52 0.43 ug/L 191765 Chrysene-dl2 30.31
Hit#$ of 5 Tentative ID MW MolForm CAS# Qual

1 Iron, monocarbonyl-(1l,3-butadien... 438 C21H22FeN205
2 BISTRIMETHYLSILYL N-ACETYL EICOS... 511 C28H57NO3Si2
3 1H-Purin-6-amine, [(2-fluorophen... 243 C12H10FN5

4 TETRACOSAMETHYLCYCLODODECASILOXA... 888 C24H720125i12

109007-87-6 58
000000-00-0 53
074421-44-6 43
018919-94-3 43

(<]

0_ 50 100 150 200 250 300 350 400 450 500 550 600 650 700

m/z—>
Abundance#370710: BISTRIMETHYLSILYL N-ACETYL EICOSASPHINGA-4,11-DIf
73
27.20 27.40 27.60 27.80
m/z 355.10 18.11%

174

429

0! A Al KR g 3 A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #177443: 1H-Purin-6-amine, [(2-fluorophenytimethyl}- (CAS)
27.20 27.40 27.60 27.80
m/z 281.00 16.61%
5000
o 563607 653 703
» B B B KR
miz—> 27.20 27.40 27.60 27.80

0_ 50 100 150 200 250 300 350 400 450 500 550 600 650 700

Abundance Scan 2695 (27.520 min): 3804.D (-) m/z 73.05 100.00%
<]
5000 147
221
355
28 { 429 27.20 27.40 27,60 27.80
0 A, NI . m/z 147.10 45.82%
ri"‘l‘l’r( l‘(le’lliTr‘qultl'll llln7l‘iWTI‘IF’!‘(TI‘[I‘I]’!TI‘(]"T!T]’ITITI’II(‘l [llll

miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #350342: Iron, monocarbonyl-(1,3-butadiene-1,4-dicarbonic ...

-

27.20 27.40 27.60 27.80
m/z 221.10 36.11%

-

-

- ~AnAAn WM

NYC-WTC_000037962

Thu Mar 21 11:48:12 2002
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s Tentatively Identified Compound (LSC) summary

perator ID: McLean Date Acquired: 19 Mar 2002 10:18 pm
ata File: C:\MSDCHEM\1\DATA\031902\3804.D

ame: RE-INJ 2/20

isc:

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

‘itle: Quantitation For Method 508gcscan

Jdbrary Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
Jyclotetrasiloxan... 8.91 0.5 ug/L 159124 1 9.54 5911240 20.0
Syclopentasiloxan... 12.05 1.4 ug/L 563583 2 13.03 8289490 20.0
2yclohexasiloxane... 15.11 2.0 ug/L 818756 2 13.03 8289490 20.0
3-Isopropoxy-1,1,... 17.84 1.3 ug/L 588085 3 18.13 9200000 20.0
SILICATE ANION TE... 20.28 0.9 ug/L 427084 3 18.13 9200000 20.0
Iron, monocarbony... 22.39 0.7 ug/L 314000 4 22.50 9263960 20.0
SILICATE ANION TE... 24.26 0.5 ug/L 223890 4 22.50 9263960 20.0
Iron, monocarbony... 27.52 0.4 ug/L 191765 5 30.31 8857320 20.0

3804.D 5080302.M Thu Mar 21 11:48:12 2002 Page 11
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