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Comments for Sample AE10701 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-20-2002 Time: 13:51:15

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\020513\10701.D Vial: 12
Acg On : 13 May 2002 11:24 pm Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: rteint.e
Quant Time: May 15 08:39:56 2002 Quant Results File: SCANO020507.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. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorocbenzene-d4 11.38 152 424656 40.00 ug/1 -0.01
10) Naphthalene-ds 16.53 136 1573032 40.00 ug/1 -0.04
17) Acenaphthene-dilo0 24.46 164 842707 40.00 ug/1 -0.02
30) Phenanthrene-dil0 31.72 188 14339613 40.00 ug/1 -0.02
38) Chrysene-dl2 39.94 240 1158777 40.00 ug/1 -0.05
44) Perylene-dl2 43.15 264 698744 40.00 ug/1 -0.03
System Monitoring Compounds
27) TCMX 27.54 207 55417 8.23 ug/1l -0.04
Spiked Amount 10.000 Recovery = 82.30%
Target Compounds Qvalue
(#) = qualifier out of range (m) = manual integration (+) = signals summed
10701.D SCAN020507.M Wed May 15 08:41:45 2002 Page 1
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Quantitation Report (QT Reviewed)

Data File : C:\MSDCHEM\1\DATA\020513\10701.D Vial: 12

Acg On : 13 May 2002 11:24 pm Operator: Nefliu

Sample : sample Inst : Instrumen

Misc : Multiplr: 1.00

MS Integration Params: rteint.e

Quant Time: May 15 8:41 2002 Quant Results File: SCAN020507.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
Abundance TIC: 10701.D
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LSC Area Percent Report

Data File C:\MSDCHEM\1\DATA\020513\10701.D Vial: 12

Acqg On 13 May 2002 11:24 pm 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
# min scan scan
1 6.123 512 518
2 6.152 520 523
3 11.376 1400 1412
4 16.534 2275 2250
5 24.455 3621 3638
6 27.533 4149 4162
7 28.368 4292 4304
8 31.088 4759 4767
9 31.717 4853 4874
10 31.958 4905 4915
11 32.193 4939 4955
12 39.937 6262 6273
13 43.151 6809 6820

10701.D SCAN020507.M
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last
scan
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1430
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3660
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4316
4781
4896
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6845

sSum

Wed May 15 08:41:53 2002
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rBV
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0.
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\020513\10701.D

Operator : Nefliu

Acquired : 13 May 2002 11:24 pm using AcgMethod 508SCAN1
Instrument : Instrumen

Sample Name: sample

Misc Info

Vial Number: 12

Quant File :SCAN020507.RES (RTE Integrator)

lAbundance TIC: 10701.D
1500000
16.53
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1000000
500000 6.15
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01—|7|||| LS R N S L S L D L 0 (L B B | LR L B S N B L LA B B NS L L B N B I B O
Time-—> 4.00 500 600 700 8.00 900 10.00 11.00 1200 13.00 1400 15.00 16.00 17.00
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1500000
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1000000
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27.53 / / l
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. 0 Illllllll!lTYTll!Illll||ll|1!'lIlrllllll'flllllll’lllll'IIIIIII]F
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IAbundance TIC: 10701.D
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. l I oot |
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Time—> 33.00 3400 3500 36.00 37.00 3800 3900 40.00 41.00 4200 4300 4400 4500 46.00
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020513\10701.D Vial: 12

Acg On : 13 May 2002 11:24 pm 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\nist9s8.1
I EE R R E S EE R R T RS LRSS LSRR EEE S EEE R RS SRR R R RS RS EREEE SRR R XS & LR X EEEEEEXEEEE X
Peak Number 1 2-Propanone, 1,1,1l-trichloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.12 0.54 ug/l 39896 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS# Qual
~ 1 2-Propanone, 1,1,1-trichloro- 160 C3H3C1l30 000918-00-3 40
2 Propangic acid, 2,3-dichloro-, 1... 184 C6H10Cl1l202 054774-99-1 23
3 N-Acetylpyrrolidone 127 C6HSNO2 000932-17-2 9
4 Heptafluorobutyric acid, n-penta... 424 C1l9H31F702 1000216-79-3 9
lAbundance / Scan 518 (6.123 min): 10701.D (-512) (-) m/z 43.05 100.00%
43
5000
125 A S I LA I R R
84 580 600 620 640
3 208 413 S
VVI||III'|-I LllIIIIIIIIIIL| ||'|”_'T1llll||| Y’ TTT Il l']llll"'l'll"ll'l|||lll"l'FT‘r‘l"[l"T]lllllVVVV]T_ITI‘I’I' m/z 125 . OO 13 - 636
m/z--> 0 20 40 60 80 100120140160 180200220240 260280300 320340360380400
Abundance 4 #3877 2-Propanone, 1,1,1-trichloro-
3
5000 "‘I""I""IA""I"’A*T
6.40
5 m/z 84 OO 7.73%
63 83 125
J A . i
LA R A AT LA LA LA LAY LR LR LA LARA) LARA LA LA AL AL LA LA L
m/z--> 0 20 40 60 80 100120140160180200220240260280300320340360380400
Abundance #8486: Propanoic acid, 2,3-dichloro-, 1-methylethyl ester
43
UL A L AL S
580 600 620 640
5000 m/z 96.90 7.72%
125 ‘
97
15 62 145 169
mfz—-> 0 20 40 60 80 100120140160 180200220240 260 280300 320340 360380400
IAbundance #7671: N-Acetylpyrrolidone T e e
43 5.80 600 620 6.40
m/z 82.90 6.31%
5000
99 127
15 69
m/z—-> 0 20 40 60 80 100120140 160180200 220240 260 280300 320340360 380400 580 600 620 640
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020513\10701.D Vial: 12

Acg On : 13 May 2002 11:24 pm Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: rteint.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN(020507.M (RTE Integratox)
Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1

khkkhkkhkkhkkhkkhkkhkhkhkkhkkhkkhkkhkkhkkkkhkkhhkhkhkkhkkhkkhhkhkkhkhkhhkhkkhkhkhkkhkdhhkkhkhhkhkhkhkhkhkhhkhkkkhkkkhkkhkhkkhkdkkx*x
Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.15 12.36 ug/l 910353 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS# Qual
— 1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-BFentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
3 2-Hentanone, 4-hydroxy-4-methyl- 116 CeH1202 000123-42-2 42
4 Prdpane, 2- methyl 2-(l-methyleth... 116 C7H160 017348-59-3 28
Abundance| Scan 5233(6152 min): 10701. D(520)() /z 43.10 100.00%
4
59
5000
b 580 600 620 640
el 48 S 73 8 | [m/z 59.10 55.78%
m/z—-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl- k
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5000 T LI e i | LI L | T T T
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Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl- BN I o o e e e R
43 580 600 620 6.40
m/z 41.05 7.15%
1 101
2. 38, " 8 g ]
lII[ll!l'lllll’lllIll‘(ll!vll—[_r'llllrvti"lIlllllllll'_[il 'llllllvlll'l|llj_r
miz—> 10 20 30 40 50 60 70 80 9 100 110 580 600 620 640
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Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\020513\10701.D Vial:
Acg On 13 May 2002 11:24 pm Operator:
Sample sample Inst :
Misc : Multiplr:
MS Integration Params: rteint.e

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

Title Method 508 GC/MS Scan
Library C:\DATABASE\nist98.1
kkhhhkhkhkhkkhkhkhkhkhkkhkhkkhkhkhkkhkhkhkhhkhkhkhkkhkhkhbkhkhkhhkhkhkhdhhhkhkhhhkhkkhkhkhbhkhhkhkhkhkhkhkhkdkhhkhkhhhkhthkih
Peak Number 3 Cyclopentasiloxane, decamet... Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T
28.37 0.35 ug/1 35272 Phenanthrene-di10 31.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1 Cyclopentasiloxane, decamethyl-
2 1-Methyl-7-(2-Hydroxypropyl) xant.

370 C1O0H3005Si5
296 C12H20N403Si

000541-02-6 12
1000099-11-3 9

12

Nefliu
Instrumen
1.00

(RTE Integrator)

3 N-(Trifluoroacgtyl)-N,0,0’,0’’'-t... 553 C22H42F3N04Si4 1000072-26-7 9
4 2-Butene, 1-(phenylthio)-1-(pent... 294 C15H26SSi2 1000193-32-1 9
Abundance / Scan 4304 (28.368 min): 10701.D (-4292) () m/z 73.10 100.00%
8
5000 //\
147 221 355 7 VRSN SO O S
281 ] ] T
a4 ‘ l | J 401 28.00 28.20 28.40 28.60 28.80
iAo | | W/ Z 221.10  27.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115273: Cyclopentasiloxane, decamethyl-
78
5000 267 LI S A T TT T T T
%mzwommzwomw
. 395 m/z 147.10 25.14%
) 108 133 165193 223 | | 293323
Y'lrﬁ |ll|[1|l|lll' l*lfl'll|||lllll¥|ll|l7>l|||
miz—> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26543: 1-Methyl-7-(2-hydroxypropyl)xanthine, TMS
e R
28.00 28.20 2840 2860 28.80
5000 117 m/z 355.00 24.14%
45
® 166 223252281
e e e M UM
m/z—> 50 1aJ 150 zm 250 am 350 400 450 am 550
Abundance #27961: N-(Trifluoroacetyl)-N,0,0',0"-tetrakis(trimethyls... S . T
73 28.00 2820 2840 28.60 28.80
m/z 281.10 19.01%
355
5000
45
1 116 147 193 236 267 538
Illl T T lII|lv'llf1_lflllll'lll_rll'l_flllllTlll|llll’ll LONLENE SEN BN e
m/z--> 50 1m 150 200 250 300 350 400 450 500 550 %mzmonmz%oﬁm
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Data File C:\MSDCHEM\ 1\DATA\020513\10701.D
Acg On 13 May 2002 11:24 pm

Sample sample

Misc :

MS Integration Params: rteint.e

Quant Method

Library Search Compound Report

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

Vial: 12
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

(RTE Integrator)

Title Method 508 GC/MS Scan
Library C:\DATABASE\nist98.1
I R R R R R R R R R R R A R A R E EEE SRR EE SRS EEEEEEEEE SR EEEEEEEEEEEEREEEEEEREREEESE R
Peak Number 4 Bitoscanate Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T
31.09 0.34 ug/1 34088 Phenanthrene-d10 31.72
Hit# of &5 Tentative ID MW MolForm CAS#H# Qual
1 Bitoscdnate 192 C8H4N2S2 004044-65-9 47
2 Bitoscanate 192 C8H4N2S2 004044-65-9 43
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 37
4 5H-Tetrazole-5- thione, 1,4-dihyd... 192 C8H8N4S 1000142 22-5 37
lAbundance Scan 4767 (31.088 min); 10701.D (-4759) (-) m/z 192. 100.00%
192
5000 /”\
146 'IIVI llVlllVVAi
66 86 3080 3 00 31 20 3. 40
36
mfz-—-> 40 60 80 100120140160180200220240260280300320340360380400
Abundance #125828: Bitoscanate
192
5000 T llll|||lll’l¥ll
mmmmamomm
134
% 160 m/z 146. 22.96%
44 83 . || 116
et et e e b T
m/z—-> 20 40 60 80 100120140160180200220240260280300320340360380400
Abundance #80930: Bitoscanate
192
'ISbEb‘éHOO 3120 31.40
5000 m/z 160. 12.44%
134
90 160
26,.4:‘1 ul“ JJ1|116 l
IITllll illl'l‘lTllIllYT]Ill’ll'll IIVI Illl'l||l]|bll]l¥lllllllllll IIIIII |lll|[llll
miz—> 20 40 60 80 100120 140160180 200 220 240 260 280 300 320 340 360380400
Abundance #125851: Phenanthrene, 4-methyl- T , , -
192 mwmm3momm
m/z 191. 11.75%
5000
40 95 165
63 125
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 3080 3 00 3. 2'0' ’3'1 .40
10701.D SCANO020507.M Wed May 15 08:41:59 2002 Page 6
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020513\10701.D Vial: 12

Acg On : 13 May 2002 11:24 pm 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 R R E R E R R E R R R R LR R R R E R R R R R R R R R R R R RS R PR SR EEE R EEEE RS LR RS R EREEEEEEREREEEE ST
Peak Number 5 Anthracene-dlo0- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
31.96 0.35 ug/1l 35188 Phenanthrene-dil0 31.72
Hit# of 65 Tentative ID MW MolForm CAS# Qual
1 Anthracene-dl0- 188 C14D10 0017195-06-8 87
2 Pentdcyclo[7.3.1.1.(4,12).0(2,7)... 188 C14H20 1000215-61-8 64
3 Phenpnthrene-dl0 188 C14D10 001517-22-2 64
4 Phogphonic acid, (3-methyl-3-pen... 188 C8H1303P 022152-34-7 58
Abundance/ Scan 4915 (31.958 min): 10701.D (-4905) (-) m/z 188.10 100.00%
188
e A
80 o4 160 3160 31.80 3200 3220
66
22 132 17t m/z 187.20  16.52%
mfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79826: Anthracene-d10-

>

ll'7fll'll||lllll‘¥lll‘l‘r

31.60 31.80 32.00 32.20
m/z 80.20 15.17%

108118 132 146

m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190
Abundance #79715: Pentacyclo[7.3.1.1.(4,12).0(2,7).0(6,11)]tetradeca...

-

LN SLE B S B B B | L

31.60 31.80 3200 3220
m/z 93.90 14.20%

miz—> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 190
IAbundance #79827: Phenanthrene-d10

[—

T T T

188 3'1.60 31.86 32.00 3220
m/z 160.10 11.39%

:
_>

e 20 94 160
30 42 52 ° | ,| 108 118 132 146 ,|| 170179[]
e N Y 1 PP  BWRL - B L SN\l . B — SIS W
miz—> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190 3160 31.80 3200 3220
10701.D SCAN020507.M Wed May 15 08:41:59 2002 Page 7
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Data File

Acg On
Sample
Misc

Library Search Compound Report

C:\MSDCHEM\1\DATA\020513\10701.D
13 May 2002 11:24 pm
sample

MS Integration Params: rteint.e

Quant Method

Vial: 12

Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

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

Title Method 508 GC/MS Scan
Library C:\DATABASE\nisto98.1
[ E X EEEXEEXNEEEEEEEEESEEEEESEEEE S SR L EESEEEEEEEEREE SR EE R RS EEEEEEERESEEEERE]
Peak Number 6 1,1,1,5,7,7,7-Heptamethyl-3... Concentration Rank 3
R.T EstConc . Area Relative to ISTD R.T.
32.19 0.35 ug/1 35799 Phenanthrene-d10 31.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 28
2 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 Cl4H4406Si7 019095-23-9 23
3 Silanamine, N-[2,6-dimethyl-4-[(... 281 C14H27NCSi2 072088-09-6 9
4 Glutamine, tris(trimethylsilyl) - 363 C14H33N04Si3 015985-07-6 9
Abundance Scan 4955 (32.193 min): 10701.D (-4939) (-) m/z 73.10 100.00%
73
5000 !%
il 221 281 31.80 3200 3220 3240 3260
45 317 355 429 . . . . J
vl I S .Y et N . S m/z 147.20  20.985%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #26950: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy)...
78
147 .
5000 267 355 2 31.80 32.00 3220 32.40 3260
45 207 \ \ m/z 221.10 12.48%
"'|l|""l""l""l”'|"I"'|'l""ll""l""l"‘
mfz—-> 50 100 150 200 250 300 3 400 450
Abundance #27374: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13tet...
Y/¢]
3‘1 .8|0‘ '3‘2]00 ‘35.20I '3'2.14'01 ‘3'2.IGVOI
5000 207 m/z 281.10 11.52%
133 281 355
il O U A O G AW W= SR
mfz--> 50 100 150 200 250 300 350 400 450 \
Abundance #27716: Silanamine, N-[2,6-dimethyl-4-[(trimethylsilyl)oxy... B R B
B : 31.80 32.00 3220 32.40 3260
281 m/z 355.20 8.57%
5000 45 251
179
m/z--> 50 100 150 200 250 300 350 400 450 31,80 3200 32.20 3240 3260
'10701.D SCAN020507.M Wed May 15 08:42:01 2002 Page 8
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Tentatively Identified Compound (LSC) summary

Operator ID: Nefliu Date Acquired: 13 May 2002 11:24 pm
Data File: C:\MSDCHEM\1\DATA\020513\10701.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
\Z—Propanone, 1,1,... 6.12 0.5 ug/l 39896 1 11.38 2946910 40.0
- 2-Pentanone, 4-hy... 6.15 12.4 ug/1 910353 1 11.38 2946910 40.0

Cyclopentasiloxan... 28.37 0.3 ug/l 35272 4 31.72 4062270 40.0
Bitogeamate— 31.09 0.3 ug/l 34088 4 31.72 4062270 40.0
/Anthracene—dlo— 31.96 0.3 ug/1 35188 4 31.72 4062270 40.0
A5, 7,7,7-Hép. .. 32.19 0.4 ug/l 35799 4 31.72 4062270 40.0
10701.D SCANO020507.M Wed May 15 08:42:01 2002 Page 9
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