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Comments for Sample AE10704 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-20-2002 Time: 14:00:25

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\DATA\020513\10704.D Vial: 15

Acg On : 14 May 2002 2:23 am ! Operator: Nefliu

Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: rteint.e

Quant Time: May 15 08:59:28 2002 Quant Results File: SCANO20507.RE
Quant Method : C:\MSDCHEM\1\METHODS\SCAN(020507.M (RTE Integrator)

Title : Method 508 GC/MS Scan

Last Update : Thu May 09 09:21:01 2002

Response via : Initial Calibration

DataAcqg Meth : 508SCAN1

Internal Standards R.T. QTon Response Conc Units Dev{Min)
1) 1,4-Dichlorobenzene-d4 11.38 152 554984 40.00 ug/1l -0.01
10) Naphthalene-ds 16.54 136 20591779 40.00 ug/1 -0.03
17) Acenaphthene-dl10 24 .47 164 1123816 40.00 ug/1 -0.01
30) Phenanthrene-dlo 31.72 188 1905232 40.00 ug/1l -0.02
38) Chrysene-dl2 39.94 240 1399208 40.00 ug/1 -0.05
44) Perylene-di2 43.16 264 864502 40.00 ug/1 -0.02
System Monitoring Compounds
27) TCMX 27.54 207 67204 7.49 ug/l -0.04
Spiked Amount 10.000 Recovery = 74.90%
Target Compounds Qvalue
43) Bis(2-ethylhexyl)phthalate 40.52 149 15063 0.50 ug/1l 94
(#) = qualifier out of range (m) = manual integration (+) = signals summed
10704.D SCAN020507.M Wed May 15 09:01:03 2002 Page 1
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\020513\10704.D Vial: 15
Acg On : 14 May 2002 2:23 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: rteint.e
Quant Time: May 15 9:00 2002 Quant Results File: SCANO020507.RES
Method : C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)
Title : Method 508 GC/MS Scan

Last Update : Thu May 09 09:21:01 2002
Response via : Initial Calibration
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"Data File C:\MSDCHEM\1\DATA\020513\10704.D Vial: 15

Acg On 14 May 2002 2:23 am Operator: Nefliu
Sample sample Inst Instrumen
Misc Multiplr: 1.00

MS Integration Params: rteint.e

Method C:\MSDCHEM\ 1\METHODS\SCAN020507.M (RTE Integrator)

Title Method 508 GC/MS Scan

Smoothing ON Filtering: 5

Sampling : 1 Min Area: 0.7 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

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 3.661 95 99 109 rVB2 42472 54737 1.02% 0.183%
2 6.158 511 524 551 rBV 659616 1371282 25.60% 4.591%
3 11.376 1400 1412 1436 rBV 1556148 3888192 72.59% 13.019%
4 16.540 2273 2291 2308 rBV 1770658 4849100 90.53% 16.236%
5 24.466 3617 3640 3657 xrBV2 1703080 5100813 95.23% 17.079%
6 27.539 4146 4163 4175 rBV2 254524 699480 13.06% 2.342%
7 28.356 4291 4302 4310 rBV4 16832 54873 1.02% 0.184%
8 31.088 4757 4767 4777 rBV4 14894 46709 0.87% 0.156%
9 31.723 4855 4875 4900 rVB3 1715415 5356371 100.00% 17.935%
10 31.958 49506 4915 4924 rVB4 17904 48682 0.91% 0.163%
11 32.199 4942 4956 4966 rBV2 17983 53976 1.01% 0.181%
12 34.549 5343 5356 5363 rBV2 17759 40107 0.75% 0.134%
13 36.276 5643 5650 5660 rBV4 16916 43002 0.80% 0.144%
14 37.698 5886 5892 5902 rBV7Y 17169 42649 0.80% 0.143%
15 38.544 6027 6036 6057 rBvV2 289838 647211 12.08% 2.167%
16 38.932 6096 6102 6115 rBVS 14594 42673 0.80% 0.143%
17 39.937 6262 6273 6288 rBV2 2175475 4355358 81.31% 14.583%
18 40.518 6367 6372 6380 rVB3 25611 54107 1.01% 0.181%
19 43.157 6809 6821 6836 rBV2 1458042 3116626 58.19% 10.435%
Sum of corrected areas: 29865948
10704.D SCANO020507.M Wed May 15 09:01:12 2002 Page 1
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File

Operator
Acquired
Instrument

Sample

Name:

Misc Info

Vial Number:
:SCAN020507.RES (RTE Integrator)

Quant File

LSC Report - lntegrated (nromatogram

C:\MSDCHEM\1\DATA\020513\10704.D

Nefliu

14 May 2002

Instrumen

sample

15

2:23 am using AcgMethod 508SCAN1

500000
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f\bundance TIC: 10704.D
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‘Data File : C:\MSDCHEM\1\DATA\020513\10704.D vial: 15

Acg On : 14 May 2002 2:23 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: rteint.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
P R E L R R E R E R R E R R E R E R E R E R R R E R R R R R R E R R RS E R AR LR R R RS RS RS EE R LS LR LSRR S
Peak Number 1 Acetonitrile, dichloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.66 0.56 ug/1l 54737 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-0 91
2 Acetgldehyde, trichloro- 146 C2HC1l30 000075-87-6 38
3 Acetdnitrile, dichloro- 109 C2HCI12N 003018-12-0 37
4 3,3-ichloropropyne 108 -C3H2Cl2 1000222-23-9 28
lAbundance Scan 99 (3.661 min): 10704.D (-95) (-) m/z 74.00 100.00%
*
82
5000
47
3 | | TSR Sk 3k b
...l....,.”.,,.|.1.“,..I:',...ﬁ"..,.,‘l.m...-z.m,q.,1.9?,...,....,....1...1.?9.ﬁ] m/z 82.00 53.95%
m/z--> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150
IAbundance #28338: Acetonitrile, dichloro-
7h
47 340 360 380 4.00
- /z 76.00 36.58%
12 2.6 l Wl '“. 62 1l | 108
RN RRRARRAARA AR RARRE NARRERRASE ARARE RRARE RRRLE SARES RARSS SRRAY SRS SARSS SAREE B
m/fz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #116335: Acetaldehyde, trichloro- \
82
e o o ST S 1N S
29 , 340 360 380 4.00
5000 a7 | ‘ m/z B84.00 34.60%
‘ 111
g 119
o Tle L e 720 |} n) ALk 146
"'I""““I""I“'lr"l"rrlj“'l "'l""l""l"' YTV T T T
mfz-—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #115342: Acetonitrile, dichloro- I AR an s B
75 1340 360 380 400
35 m/z 47.00 32.14%
5000 82
L] |
"'l'"'I""I"'M"'LII""I' ‘_rl' J AR RS SRR AR LR SRAAA DR NAARE B TTTTTTTY rrrTypTTTTT T T A
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 340 360 380 4.00
10704.D SCANQ020507.M Wed May 15 09:01:17 2002 Page 3
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‘Data File
Acg On
Sample
Misc

sample

MS Integratlon Params:

Quant Method
Title
Library

C:\MSDCHEM\ 1\METHODS\ SCAN020507 .M
Method 508 GC/MS Scan
C:\DATABASE\nist98.1

C:\MSDCHEM\1\DATA\020513\10704.D
14 May 2002

2:23 am

rteint.e

Vial: 15

Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

(RTE Integrator)

R R R E LR AR R R X R EE R R EEEE R SRR SRR SRS SRR AR R R R SRR R RS EESEEEEEREEEEEEEESEESSESESE]

Peak Number 2 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.16 14.11 ug/l 1371280 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
~" 1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 2-/Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
4 2{Propanol, 2-methyl- 74 C4H100 000075-65-0 25
Abundar!ce Scan 524 (6.158 min): 10704.D (-511) (-) m/z 43.10 100.00%
3
59
5000
101
a7 69 77 83 5 580 600 620 640 6.60
S ——LAT R | P - N £ - JSNNIN NES— - R m/z 59.10 55.08%
mfz—> 10 20 30 50 60 70 80 90 100 110 120 130
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl-
5000 T[T 7 7 rfrryryrrro e r
580 600 620 640 6.60
59 m/z 58.10 18.52%
101
D 37 53, || 67 7783 91 , |
lel'l|1||il|||'i"lll |"I‘ll'll"Vl’1T1]lV1|ITl‘TIlDlIV|IIl
miz—-> 10 20 30 50 60 70 80 90 100 110 120 130
IAbundance #109756: 2-Pentanone, 4-hydroxy-4-methyl-
L B et S T S
580 600 620 640 6.60
5000 59 m/z 101.10 17.99%
B e, A 83 g3 'V
T TTYTTT ! LA SIS B LS AL AL LR LA rryrrrvrTrTTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl- i e
580 600 620 640 660
m/z 41.10 7.89%
5000 59
15 101
0 : 25!1[] 371 h " 3.1 ' 83 4 [
AL LA LU LML I LU AL TR AL IEELL AL LI LA
m/z-—-> 10 20 30 60 70 80 90 100 110 120 130 580 600 620 640 6.60

10704.D SCAN020507.M
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"Data File : C:\MSDCHEM\1\DATA\020513\10704.D Vial: 15

Acg On : 14 May 2002 2:23 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: rteint.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
khkkhkkkhkhkhkhkhkhhkhkhkkkhhkkkhkhkhkhkhkhkhkhkkdkhkhkhkhkhkhdhkhkhkhkhkhdkhkhkhhkhkhkhkkhkhdhkhkhhkhkhdhkhbkhhhkhkhhihkhhhhkist
Peak Number 3 Heptasiloxane, 1,1,3,3,5,5,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
28.36 0.41 ug/l 54873 Phenanthrene-d10 31.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptasilox/;ne, 1,1,3,3,5,5,7,7,9. 504 C14H4406S8i7 019095-23-9 23
2 Benzoic adgid, 2,6- bls [ (trlmethyl 370 C16H3004S5i3 003782-85-2 23
3 Noradrenailne tetraTMS 457 C20H43N0O3Si4 068595-65-3 17
4 Penta81loxane, dodecamethyl - 384 (C12H3604S8i5 000141-63-9 14
Abundance Scan 4302 (28.356 min): 10704.D (-4291) (-) m/z 73.10 100.00%
3
5000 //\K
355
147 221 281 e
49 403 28.00 28.20 2840 2860
...--l,ﬁ.rT,.,rL...,,J..|-..,..,l. UL S ] A m/z 355. 30.37%
m/fz--> 50 100 150 200 250 300 350 400 450
Abundance #27374: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-tet...
78
5000 207 ™ T e
mmzmommz%o
m/z 221. 22.16%
45 133 281 327
B L W AT WO W N l 1377399 SN )
m/z--> 50 100 1 50 200 250 300 350 400 450
Abundance #27962: Benzoic acid, 2,6-bis[(trimethylsilyl)oxy]-, trime...
78 355
280'0' 2820 I2'840 2860l i '
5000 m/z 147. 21.92%
147 267
4 | os1o | 179207 27 | 313
'r’rr‘fllIll‘llll'lllll‘lTlIllllllV|1I|'|l
m/z--> 50 1 (I)O 150 20rO 2%0 380 35'0 4(|)0 45|0 I
Abundance #27959: Noradrenaline tetraTMS NN W
B 2w0mm2womm
m/z 281. 18.31%
5000 102 355
45
"'ll""l""1'4II7""I""I“"I""ll""I"'4'42I""| '
m/z--> 50 100 150 200 250 300 350 400 450 2800 2820 28 40 2860
10704.D SCANO020507.M Wed May 15 09:01:18 2002 Page 5
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‘"Data File : C:\MSDCHEM\1\DATA\020513\10704.D
14 May 2002 2:23 am

Acg On
Sample
Misc

sample

MS Integratlon Params: rteint.e

Quant Method

Title

Library

Method 508 GC/MS
C:\DATABASE\nist

Scan
98.1

C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)

Vial: 15
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

khkkhkkhkkhkkhkkhkhkhkhkhkhkhkhhkhkhkkhkkhkhkhkhkkhkhhkhkhkhkhkhkhkkhkkhkkhkhkhkkhkhkhkhkkkhkkhkhkkhkhhhkdhkhkhkhkhkhkkhkitkhkhkhkx

Peak Number 4 Anthracene, 2-methyl-

Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
31.09 0.35 ug/1l 46709 Phenanthrene-dl0 31.72
Hit# of &5 Tentative ID MW MolForm CAS#H# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 58
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 53
3 P;enanthrene, 1-methyl- 192 C15H12 000832-69-9 50
4 Bitoscanate 192 C8H4N2S2 004044 65-9 50

Abundance Scan 4767 (31.088 min): 10704.D (-4757) (-) m/z 192. 100.00%
192
5000 A
120 1 'Bb%bléHoo ész'534b
54 64 325
S '“.-“‘“”""lw?‘”.mvlm"..|.!..I....,....,ﬂ.l..,.,....,.. L m/z 191. 18.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
IAbundance #81034: Anthracene, 2-methyl-
192
5000 RAREEE L
3080 3100 3120 3140
82 165 h m/z 146. 18.04%
18 39 63 | g8 115 139 o
m/fz--> 2[0 4|0 GIO BIO 1(])0 12'0 1;'0 1é0 18|0 2('I)O 22|0 24|0 260 2é0 300 320
Abundance #125847: Anthracene, 2-methyl-
192
@@gwamam
5000 m/z 160.10 15.30%
|
28 44 63 81 ?F 115 139 1§5|'
mfz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 A
Abundance #81040: Phenanthrene, 1-methyl- i T
192 30.80 31.00 3120 31 40
m/z 193.00 12.70%
5000
95 165
39 63 115 139 |
m/z--> 20 40 60 80 100 120 140 160 180 200 250 241'0 260 28|0 300 32[0 30.180 31.l00 31.20 31.40

10704.D SCAN020507.M
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"Data File : C:\MSDCHEM\1\DATA\020513\10704.D Vial: 15

Acg On : 14 May 2002 2:23 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integratlon Params: rteint.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
khkkhkkhkhkhkhkhhkkhkhkkhhhkhkhkhkhkkhkhkhkhkhkhhkhkhkhhkhkhkhddhhkhdhkhkhkhkhkhhkihdkhkhkhhkkhkhkhkhkhkhhkhkhkhkhkkthkhkkhkhkhkkhhkk
Peak Number 5 Anthracene-d10- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
31.96 0.36 ug/l 48682 Phenanthrene-dl0 31.72
Hit# of 5 Tentative ID MW MolForm CASH# Qual
\//1 Anthracene-d10- 188 C14D10 001719-06-8 72
2 Nig¢kel, di-.mu.-carbonylbis(.eta... 302 C12H10Ni202 012170-92-2 43
3 Phénanthrene-dilo0 188 C14D10 001517-22-2 39
4 Cy¢loheptanone, 4-phenyl- 188 C13H160 067688-28-2 37
;Abundancé Scan4915(31.958;1in):10704.D(-4906)(-) m/z 188.20 100.00%
: 188
> /\
94 160 3H%b'555b'5§06 3220
4 112 132 299 376 =
e =..:1| .l L P | Y . N m/z 94.10  18.99%

miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
IAbundance #79826: Anthracene-d10-

ﬁ>

5000

LN L N B N L 0 (LA L A B B B R

31.60 31.80 32.00 3220
m/z 189.20 18.20%

94 160

114132
T T T T T
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #79885: Nickel, di- mu.-carbonylbis(.eta.5-2,4-cyclopentad...
148
l,lllll'llllll‘l]lll T
246 31.60 31.80 32.00 32.20

m/z 66.10 12.39%

m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
IAbundance #79827: Phenanthrene-d10

e

LI A I S B B e ¢ TTT

3160 3180 3200 3220 |
m/z 80.20 11.88%

_>

L DL DAL B A A A LI

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 31.60 31.80 32.00 3220

10704.D SCANO020507.M Wed May 15 09:01:19 2002 Page 7
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'Data File
Acg On
Sample
Misc

C:\MSDCHEM\ 1\DATA\020513\10704.D
14 May 2002
sample

2:23 am

MS Integration Params: rteint.e

Quant Method
Title
Library

C:\MSDCHEM\1\METHODS\SCAN020507.M
Method 508 GC/MS Scan
C:\DATABASE\nist98.1

Vial: 15
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

(RTE Integrator)

khkhkhkhkhkhhhkhkhkhkhkhkkhkhkhkhkhkhkhkhkhkhkkkhkhhhhhkhhhhhkkhhhkhhkhhkkhkhkhhhkhtddhhhhhhdhdhhdhkhk

Peak Number

6 1,1,1,5,7,7,7-Heptamethyl-3...

Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T
32.20 0.40 ug/1 53976 Phenanthrene-d10 31.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual

11,1,1,5,7,7,7-Heptamethyl-3,3-bi...
2 Heptasiloxane,
xane,
4 5.beta.-Pregnan-20-one,

3 Octasil

1,1,3,3,5,5,7,7,9...
1,1,3,3,5,5,7,7,9,...
17-hydro. ..

444 C13H4005S5i6
504 C14H4406Si7
578 Cl6H5007S1i8
582 C30H5805Si3

038147-00-1 32
019095-23-9 10
019095-24-0 9
017563-00-7 9

IAbundance Scan 4956 (32.199 min): 10704.D (-4942) (-) m/z 73.10 100.00%
73
5000
147
221 429 A PRV A SN S
44 281 356 401 31.80 32.00 3220 3240 3260
117 L 249 327 461
TSP RPN ,....,‘.,..:,,..l.,.,',[-,.,.,',l,n,k.;.1.,.,...,I,., m/z 147.10 32.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
IAbundance #26950: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy)...
73
147
T |
5000 27 355 429 31.80 3200 3220 32.40 3260
45 207 ' { m/z 221.10 21.20%
miz—-> 50 100 150 200 250 300 350 400 450 S00 550
Abundance #27374: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-tet...
3
. e Tt S
31.80 3200 3220 3240 3260
5000 207 m/z 429.00 14.18%
133 281 355
Mo W L/ W W W - LN —
mjz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27373: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,1... L e T S W o B
7B 31.80 3200 3220 3240 3260
m/z 74.10 8.99%
5000 207
281
147 L 341
LB L |y 2t 3137 971401429 503 563 nﬂ\\ PR
miz--> 50 100 150 200 250 300 350 400 450 500 550 31.80 3200 3220 3240 32.60
10704.D SCAN020507.M Wed May 15 09:01:19 2002 Page 8
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Data File
Acg On
Sample
Misc

2:23 am

MS Integration Params: rteint.e

Quant Method

C:\MSDCHEM\1\DATA\020513\10704.D
14 May 2002
sample

C:\MSDCHEM\ 1\METHODS\ SCAN020507 .M

Vial: 15
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

(RTE Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
R A R A R L R R R R E R R R R E R AR R X R E R R EE XN EEE SRR LSRR RS LS EER R EEEEEEESEEES]
Peak Number 7 Octasiloxane, 1,1,3,3,5,5,7... Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T
34.55 0.30 ug/l 40107 Phenanthrene-dl10 31.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octasiloxane, [1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8 012095-24-0 45
21,1,1,5,7,7,7FHeptamethyl-3,3-bi... 444 C13H400581i6 038147-00-1 37
3 Trisiloxane, /1,1,1,5,5,5-hexamet... 384 Cl2H36048Si5 003555-47-3 33
4 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 25
lAbundance " Scan 5356 (34.549 min): 10704.D (-5343) (-) m/z 73.10 100.00%
78
5000
147 281
221
1 307355 429 503 3420 3440 34.60 34.80
A e A e | [m/z 147.10  34.13%
m/z-—-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27373: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,1...
<]
5000 207
3420 34.40 34.60 34.80
147 281 m/z 281.10 28.09%
341
45 17| | 177, | | 251 L 313, | 371 401429 503 563
1I|ll""lll’[l’!lll||||IIIfrI'IIII‘Y'lIIIIl'VIITT"I‘II
miz—> 50 100 150 200 250 300 350 400 450 500 550
IAbundance #26950: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy)...
78
147 3420 3440 3460 3480
5000 267 m/z 221.00 15.16%
355 429
45 207 l l l
"JA"W"”I‘”'JJ"W‘JW"”]’”‘I““W"W'r”I'”
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26961: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis|(trime... S S | —
78 147 3420 3440 34.60 34.80
m/z 207.10 10.32%
281
5000
369
45 207
o d 17 | ATyl 249 | 310941 \
"llVX||||'|'|l|ll||I'lll'lll|||'iIlll]l"lll'l‘['ll
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3420 3440 3460 34.80

10704.D SCAN020507.M
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‘Data File C:\MSDCHEM\1\DATA\020513\10704.D
Acg On 14 May 2002 2:23 am

Sample sample

Misc

MS Integratlon Params: rteint.e

Vial: 15
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1l\METHODS\SCAN(020507.M (RTE Integrator)

Title
Library

Method 508 GC/MS Scan
C:\DATABASE\nist98.1

khkhkhkhkhkhkhkhkkhkhkkhkhhkkhkhkhkhhhkhkhkhkhhhhkhhhkhhkhkhhkhkhkhkhkhkhkhkhkhhhkhkhhhkhhhhkhkhkkhkkkhhhkkhhkkkk

Peak Number

8 3-Isopropoxy-1,1,1,7,7,7-he...

Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T
36.28 0.39 ug/l 43002 Chrysene-dl2 39.94
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 3-Isopropoxy-1,1,1,7,%,7-hexamet... 576 C18H5207S8i7 071579-69-6 38
2 1-Monolinoleoylglycerbl trimethy. 498 (C27H54048i2 054284-45-6 28
3 Silane, trimethyl[l-wiethyl-2-oxo... 218 C9H2202Si2 055255-93-1 27
4 Heptasiloxane, 1,1,%,3,5,5,7,7,9.. 504 C14H4406Si7 019095-23-9 17
lAbundance ; Scan 5650 /36 276 min): 10704.D (-5643) ( ) m/z 73.05 100.00%
B
5000 147
221 281 355
43 109 401 461 36.00 36.20 36.40 36.60
SO I TR W ESPRRNE  JAINNN Y E m/z 147.10 40.38%
m/z—> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26784: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris(tri...
78
5000 ey
147 3600 36.20 36.40 36.60
43 o1 281 m/z 355.10 24.00%
| 327 415 519 561
lllll‘llll!'l"llllllllll Trr iy rrrr TI|IIIIVIIII|I‘j_|
miz—> 50 100 150 200 250 300 350 400 450 5(|)0 550
Abundance 5 #27370: 1-Monolinoleoylglycerol trimethylsilyl ether
7\
207 36.00 36.20 36.40 36.60
5000 147 < m/z 280.90 20.98%
34
| 103 281
' 7 L 249,, | 306 3% 35 40 83
m/z—-> 50 100 150 200 250 300 350 4(])0 45[»0 5(I)O I
Abundance #26583: Silane, trimethyl[1-methyl-2-oxo-2-(trimethylsilyl... — A — A A an e S A .
36.00 36.20 36.40 36.60
m/z 221.00 17.44%
5000
4 191
.%O.wirél.ul,,,..-'., 1!,2.1.8..,,ﬁ.,....[....,....,..,,,..,.,.ﬁ o M B ,AT
fz—-> 50 100 150 200 250 300 350 400 450 500 550 36.00 36. 20 36.40 36.60
10704.D SCAN020507.M Wed May 15 09:01:23 2002 Page 10
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~Data File : C:\MSDCHEM\1\DATA\020513\10704.D Vial: 15
Acqg On 14 May 2002 2:23 am Operator: Nefliu
Sample sample Inst Instrumen
Misc Multiplr: 1.00
MS Integratlon Params: rteint.e
Quant Method C:\MSDCHEM\ 1\METHODS\SCAN020507 .M (RTE Integrator)
Title Method 508 GC/MS Scan
Library C:\DATABASE\nist98.1
khkhkhkkhhkkhkhkhkhkkkhkkhkkhkhkhhhrhkhhkhkhhhkhkhkkhkhhkkhkhhkkhkhkhkkkhhkkhkkhhkkkhkkhkhkhhkkhkhhhkhkhkkhkkhkhkhkhhkkkhkkkk
Peak Number 9 t-Butyldimethyl (2-styryll[1, Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T
37.70 0.39 ug/1 42649 Chrysene-dl2 39.94
Hit# of 5 Tentative ID MW MolForm. CAS# Qual
1 t-Butyldimethyl (2-styryl[1,3]dit... 336 C18H2882Si 1000192-03-8 37
2 Heptasi}oxane, 1,1,3,3,5,5,7,7,9... 504 C1l4H44068i7 019095-23-9 23
3 Dithiocerythritol, tetrakis{trime... 442 C16H4202828Si4 1000079-30-7 17
4 Mercaptpacetic acid, bis(trimeth... 236 C8H2002SSi2 006398-62-5 12
Abundance / Scan 5892 (37.698 min): 10704.D (-5886) (-) m/z 73.10 100.00%
/B
5000
147 22 355
4 | g 125 251 221 308 401 429 37.40 3760 37.80 38.00
m/z 221.20 27.26%
mfz--> 50 100 150 200 250 300 350 400 450
r\bundance #27487: t-Butyldimethyl(2-styryl[1,3]dithian-2-yl)silane
73
5000 221 Illlllfllllll]l‘lﬁ
115 189 37.40 37.60 37.80 38.00
147 m/z 147.10 21.78%
i 1lhl b t 25 %P a5 3P
|IllllllII!lllll]lll1I|IIII|I|||'|I|IIIYIVI|I]
miz—> 50 100 150 200 250 300 350 400 450
Abundance #27374: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13tet...
73
37.40 3760 37.80 38.00
5000 207 m/z 355.10 20.08%
1 281 355
45,1 103 177, ), 283} |  327| L377399 429 489
llII!III'ITI[IIIIIIIY']"I lll']llll|l|l]
m/z—-> 50 100 150 200 250 300 350 400 45|0
Abundance #27484: Dithioerythritol, tetrakis(trimethylsilyl)- e A S ,
B 37.40 3760 3730 38.00
m/z 356. 14.10%
5000
221
45 147
00 | 173 a7 336
"‘r""]""‘l'l'|""""'|"'llllll"V IIIllllrl|r| T T
m/z--> 50 100 1%0 2(1)0 2%0 3(I)0 3%0 460 45IO " 37'40 3760 3780 38 00
10704.D SCANO020507.M Wed May 15 09:01:25 2002 Page 11

NYC-WTC_000045807



NYC 9/11 Public Portal Document

"Data File C:\MSDCHEM\ 1\DATA\020513\10704.D
Acg On 14 May 2002 2:23 am

Sample sample

Misc :

MS Integration Params: rteint.e

Quant Method

Vial: 15
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\SCAN020507.M (RTE Integrator)

Title Method 508 GC/MS Scan
Library C:\DATABASE\nist98.1
khkhkhkkhkkhkhkkhkhkhkkhkhkhhkhkrthkhhkhkhkkhhkhkhkhhkhkhkhkhkhkdhhhkkhhkhkhkhkkhkhkhkhhkkhhkhhkkhkhkkhhkhkhkhkhkkdhh*k
Peak Number 10 Phosphonic acid, dioctadecy... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T
38.54 5.94 ug/1 647211 Chrysene-dl2 39.94
Hit# of 5 Tentative ID MW MolForm CAS# Qual
™ 1 Phosphonic acid, dioctadecyl ester 587 C36H7503P 019047-85-9 91
2 2-Prgpenoic acid, n-pentadecyl e. 282 (C18H3402 1000245-64-0 90
3 2-Prppenoic acid, n-tridecyl ester 254 C1l6H3002 1000245-63-8 87
4 2-Pfopenoic acid, n-tetradecyl e. 268 C17H3202 1000245-63-9 72
[Abundance/ Scan 6036 (38.544 min): 10704.D (-6027) (-) m/z 55.05 100.00%
55
5000
4 69 83 g7
g 0 om0 S0 ek
141155169183197211225 257 274 299 m/z 57.10 43.82%

m/z-->

40 60 80

100 120 140 160_180 200 220 240 260 280 300

Abundance

#13890: Phosphonic acid, dioctadecy| ester

69 83
5000

111

1

136
| 151

%

T T T T TTT

3820 3840 3860 38.80

T T TR LLELE NI R B S BB SR SN I

T

T IR B

m/z 43.10 40.74%

m/z—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13489: 2-Propenoic acid, n-pentadecy! ester
A e e i ot s e ot
3820 38.40 38.60 38.80
5000 m/z 69.10 36.56%
111127
i 153167182 210
R e R a s o e R a
—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13488: 2-Propenoic acid, n-tridecyl ester e e A
55 3820 38.40 3860 38.80
m/z 83.10 35.36%
5000
4 73
' l[. 111 127 182
A Aatan m,\.”,‘..;nr T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 38.20 38.40 38.60 38.80
10704.D SCANO020507.M Wed May 15 09:01:27 2002 Page 12
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Data File C:\MSDCHEM\ 1\DATA\020513\10704.D Vial: 15

Acg On 14 May 2002 2:23 am Operator: Nefliu
Sample sample Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: rteint.e

Quant Method
Title
Library

C:\MSDCHEM\ 1\METHODS\SCAN020507.M (RTE Integrator)
Method 508 GC/MS Scan
C:\DATABASE\nist98.1

hkhkdhkkhkkhkhkhkhkkhkhhhhkhkhkhkhkhkhhkhkhkhkhdhkhkhkhhkhkhhkhkhkhhkhkhhhkhkhkhhkhkdkhkhhkhbhkhkhkdhkhhhrhrhhhkhhkdk

Peak Number 11

3-Isopropoxy-1,1,1,7,7,7-he.

R.T EstConc
38.93 0.39 ug/l
Hit# of 5

42673

Concentration Rank 7
Relative to ISTD R.T
Chrysene-dil2 39.94
MW MolForm CAS# Qual

Illll
1 0,0

4 Trimethy¥silyl 0,0’ -

7,7,7-hexamet...
-bis(trimethy. ..
tic acid, bis(trimeth...
-bis (trimethy..

576 C18H5207Si7
426 C19H3405Si3
236 CBH2002SSi2
426 C19H34055i3

071579-69-6 50
068595-71-1 43
006398-62-5 40
068595-71-1 38

Abundance 4 . Scan 6102 (38.932 min): 10704.D (-6096) () m/z 72.95 100.00%
3
5000 147
221
41 281 L e B e o e e}
07 177 250 [ 355 401429 38.60 38.80 39.00 39.20
S A ) SN e m/z 147.05 44.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26784: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris(tri...
P
5000
147 38.60 38.80 39.00 39.20
43 m/z 221.20 30.27%
21 281 5y 415
L il L 519561
BB a2 e A R B e e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115085: Trimethylsilyl O,0"-bis(trimethylsilyl)vanilpyruvate
B
147
38.60 38.80 39.00 39.20
5000 m/z 95.20 17.48%
45 206 5 411
, 117, | 178%%P236 281308 1 381 L]
oS T L e S mu i -4 et R R Ay ot
m/z—-> 0 50 100 150 200 250 300 350 400 450 500 550
f\bundance #26922: Mercaptoacetic acid, bis(trimethylsilyl)- ek SRS
147 3860 38.80 39.00 39.20
m/z 41.10 15.81%
5000
45 221
193
LIS W Lo O
]IYI IYI'IIT‘I”_l_f'_IIII llll[ll'llI'I‘I‘FIIIIVII"IIT'IIIIII1‘|’_I IIIVI'llII! T T LI B
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 38.60 38.80 3900 39.20
10704.D SCANO020507.M Wed May 15 09:01:28 2002 Page 13
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- - . - -

Operator ID: Nefliu Date Acquired: 14 May 2002 2:23 am
Data File: C:\MSDCHEM\1\DATA\020513\10704.D

Name: sample

Misc:

Method: C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)
Title: Method 508 GC/MS Scan

Library Searched: C:\DATABASE\nist98.1

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
~“Acetonitrile, dic... 3.66 0.6 ug/l 54737 1 11.38 3888190 40.0
-~ 2-Pentanone, 4-hy... 6.16 14.1 ug/l 1371280 1 11.38 3888190 40.0

Heptasiloxane—34, ... 28.36 0.4 ug/1 54873 4 31.72 5356370 40.0
/7Antﬁfécene, 2-met... 31.09 0.3 ug/1 46709 4 31.72 5356370 40.0
Anthracene-di10- 31.96 0.4 ug/l 48682 4 31.72 5356370 40.0
15175, 7, FFHep... 32.20 0.4 ug/1 53976 4 31.72 5356370 40.0
LOetasitoxame;—32... 34.55 0.3 ug/l 40107 4 31.72 5356370 40.0
3-Isoprepoxy=t1;%t,... 36.28 0.4 ug/1 43002 5 39.94 4355360 40.0
t-Butyldimethyl{2... 37.70 0.4 ug/1 42649 5 39.94 4355360 40.0
% Phosphonic acid, ... 38.54 5.9 ug/1 647211 5 39.94 4355360 40.0
" 3-Isopropexy-1+t,... 38.93 0.4 ug/l 42673 5 39.94 4355360 40.0
10704.D SCAN020507.M Wed May 15 09:01:28 2002 Page 14
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