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,Comments for Sample AE09769 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L.
Date: 05-15-2002 Time: 12:10:12

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\020507\09769.D Vial: 16
Acg On : 8 May 2002 2:55 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: lscint.e
Quant Time: May 09 09:37:40 2002 Quant Results File: SCAN020507.RE
Quant 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

DataAcqg Meth : 508SCAN1

Internal Standards R.T. QIon Response Conc Units Dev (Min)
1) 1,4-Dichlorobenzene-d4 11.38 152 475907 40.00 ug/l -0.01
10) Naphthalene-d8 16.53 136 1799927 40.00 ug/1 -0.04
17) Acenaphthene-dilo0 24.45 164 953677 40.00 ug/1 -0.02
30) Phenanthrene-dlo0 31.72 188 1640379 40.00 ug/1 -0.02
38) Chrysene-dl2 39.93 240 1323170 40.00 ug/1 -0.05
44) Perylene-dl2 43.15 264 871290 40.00 ug/1l -0.03
System Monitoring Compounds
27) TCMX 27.54 207 53090 6.97 ug/1 -0.04
Spiked Amount 10.000 Recovery = 69.70%
Target Compounds Qvalue
43) Bis(2-ethylhexyl)phthalate 40.51 149 10439 0.37 ug/1 89
(#) = qualifier out of range (m) = manual integration (+) = signals summed
09769.D SCAN020507.M Thu May 09 09:38:54 2002 Page 1
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Quantitation Report

Data File C:\MSDCHEM\ 1\DATA\020507\09769.D
Acg On 8 May 2002 2:55 am

Sample sample

Misc

MS Integration Params: lscint.e
Quant Time: May 9 9:38 2002

Method
Title

Last Update
Response via

Method 508 GC/MS Scan
Thu May 09 09:21:01 2002
Initial Calibration

Quant Results File:

(QT Reviewed)

Vial: 16
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

SCAN020507.RES

C:\MSDCHEM\ 1\METHODS\SCAN020507.M (RTE Integrator)
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\DATA\020507\09769.D Vial: 16

Acg On : 8 May 2002 2:55 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 gscan scan scan TY height area % max. total
1 3.649 93 97 105 rVB 32088 40182 0.87% 0.155%
2 6.129 512 519 520 rBV 38123 59501 1.29% 0.230%
3 6.158 520 524 553 rVB 539699 1062724 23.02% 4.109%
4 11.376 1399 1412 1436 rVB 1320491 3303124 71.55% 12.772%
5 15.459 2094 2107 2119 rVB 185813 526710 11.41% 2.037%
6 16.534 2274 2290 2304 rBV 1566264 4153166 89.96% 16.059%
7 24.455 3621 3638 3651 rBV 1485841 4282199 92.76% 16.558%
8 27.539 4147 4163 4174 rBv4 203013 563382 12.20% 2.178%
9 31.082 4755 4766 4778 rBV6 11356 37310 0.81% 0.144%
10 31.717 4857 4874 4897 rVB2 1521329 4616487 100.00% 17.851%
11 31.946 4905 49513 4924 rVB5S 13454 40977 0.89% 0.158%
12 39.931 6257 6272 6289 rBV2 2042203 4073376 88.24% 15.751%
13 40.513 6365 6371 6383 rvv4 13828 37170 0.81% 0.144%

14 43.151 6808 6820 6839 rBV2 1533637 3065278 66.40% 11.853%

Sum of corrected areas: 25861586

09769.D SCAN020507.M Tue May 14 08:43:18 2002 Page 1
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File

Operator Nefliu
Acquired 8 May 2002
Instrument Instrumen
Sample Name: sample

C:\MSDCHEM\ 1\DATA\020507\09769.D

Misc Info

Vial Number:
Quant File

LSC Report - Integrated Chromatogram

16
:SCAN020507.RES (RTE Integrator)

2:55 am using AcgMethod 508SCAN1
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020507\09769.D Vial: 16

Acg On : 8 May 2002 2:55 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
Ahkkkkhhkhkhkhkhkhkhkhkhkhhhkkhkhkhhkhhkhkhkhkhkhkhhkhkhkhkkhkhhkhkhkhhkhkkhkhkkhkhkhkhkhkkhkhkkhkhkhkhkhkkkhkhkkkkkk
Peak Number 1 Acetonitrile, dichloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.65 0.49 ug/1 40182 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
k/l Acetonitrile, dichloro- 109 C2HC12N 003018-12-0 83
2 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-0 59
3 Acetaldehyde, trichloro- 146 C2HC130 000075-87-6 37
4 Acetaldehyde, trichloro- 146 C2HC130 000075-87-6 32
IAbundance . Scan 97 (3.649 min): 09769.D (-93) (-) m/ Z 74 .00 100.00%
4
= ﬂ—\
47
IA| Il||[‘llllll||llll
t 340 360 380 400
‘ 110
b0 M4 BT w/z 82.00 52.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

IAbundance #28338: Acetonitrile, dichloro-
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47
m/z 84.00 44 .17%
12 i 108
e b I B O B e B B o o e BRI au A S
m/z—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115342: Acetonitrile, dichloro-
74
35 — O I i e B A
340 3.60 380 4.00
5000 m/z 47.00 34.42%

| SLINL AL R L L L B B S L B LN S L L A L L Y NI B L LA O B O

m/z--> 6 50 100 150 200 25[0 300 350 400 450 500 550
Abundance #116335: Acetaldehyde, trichloro- T R
&2 340 360 380 4.00
m/z 76.00 28.51%

=3

29
5000
111
|
Ak 145 ) -
> 6 50 100 150 260 o 30 o 4o 4o o 5o 340 360 380 400
09769.D SCAN020507.M Tue May 14 08:43:23 2002 Page 3
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020507\09769.D Vial: 16

Acg On : 8 May 2002 2:55 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
IR A AR RS S SRS EER RS R R R R SRR REE RS EAREEE R LR R R R AR R R R R R R EE AR SRR R R E R EEREREREEER R
Peak Number 2 2-Propanone, 1,1,1l-trichloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.13 0.72 ug/1l 59501 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Propanone, 1,1,l1-trichloro- 160 C3H3C130 000918-00-3 78
2 Sulfuyous acid, bis(l-methylethy... 166 C6H14038 004773-13-1 17
3 2-Acetylthiazole 127 C5H5NOS 024295-03-2 9
4 _bets/.-d-Fructofuranose, 1,3,4-t... 288 C1l2H1608 1000151-08-8 9
lAbundance Scan 519 (6.129 min): 09769.D (-512) (-) m/z 43.10 100.00%
48
5000
125 580 600 620 640
63 82 g7 117
S| VY- N YN U 1 ALY S WO m/z 125.00 8.57%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3877: 2-Propanone, 1,1,1-trichloro- (\
43
5000 ey
580 600 620 6.40
5 m/z 47.00 7.77%
| 27 3 | 4955 63 76 83 o197 410117 125
UM A RS RS R RS N IS S SRS RAASS SaRSS L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4866: Sulfurous acid, bis(1-methylethyl) ester
48
"l""l""l""l"'_rr
580 600 620 6.40
5000 m/z 82.10 6.15%
27
Lo 3nlll st % 60 778 o1 409 1
R S S I S U UL I S S WA BN B SR
mfz--> 10 20 30 40 50 60 70 8 90 100 110 120 130 A N
Abundance #7672 2-Acetylthiazole N VNN B 8 W
43 580 600 620 640
m/z 83.00 5.47%
5000
58 99 127
85 112
...,rjf., 2?.?%..;!}f,V:..H 0 ..,.JL.,.. 7[1.r11’ AR
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 580 600 620 640
09769.D SCAN020507.M Tue May 14 08:43:26 2002 Page 4
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020507\09769.D Vial: 16

Acg On : 8 May 2002 2:55 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integratlon Params: rteint.e

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

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
AhkhkhkhkhkhkhkhkAhkhkhkrAARAXAXAAAAA A Ak Ak hhbhAhkhkhkhkdhkkhkdkhkdkdhhkhrkhkhhkdkhhkhkhkhhhkhkdhhhkrhkhkhkkkhkx
Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.16 12.87 ug/1 1062720 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
s//l 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
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 36
4 Propane, 2-methyl-2-(l-methyleth... 116 C7H160 017348-59-3 25
Abundance Soan 524 (6.158 min); 097690 (520 () m/z 43.10 100.00%

43
59
5000

101 e T A Ml = S

83 | 308 580 600 620 640 660
A AR NAdA) RARARRRASY LARLS aAs L SRAM SARAT BARARSARAR SRR SABAD SRAAD SRR SARE m/z 59.10 53.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #109755; 2-Pentanone, 4-hydroxy-4-methyl- j\\
43
5000 59 YV|I1I Illll||||| T T
580 6.00 6.20 640 660

m/z 58.05 20.98%

15 101
S RN S SR st
mfz—-> 20 40 60 80 100 120 140 160 180 200 220 240 2 80 300 320
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl-

48
e I S S o e e
5.80 6.00 620 6.40 6.60
5000 5 m/z 101. 19.51%
27 g3 101
e e b e e e e
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240260280300320
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl- B i S —
48 580 600 6.20 640 660
m/z 41.10 8.26%
5000
59
7| =7
Il]lllll llll]rlll'lll![l T ]l ll'lllll!lvl"lll TTTT llll’ll'lll'lllllll T LENN S I 5 lll T T
m/z-—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 580 6100 6120 620 660
09769.D SCAN020507.M Tue May 14 08:43:28 2002 Page 5
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Library Search Compound Report

Data File

Acg On 8 May 2002
Sample sample

Misc

MS Integratlon Params:

Quant Method

2:55 am

rteint.e

C:\MSDCHEM\1\DATA\020507\09769.D

Vial: 16
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\l\METHODS\SCANOZ0507.M (RTE Integrator)
Method 508 GC/MS Scan
C:\DATABASE\nist98.1

khkhkhkhkhkhkkhkhhkkhkhkkkhkkhkhkhkhkhkhkkhkhkhkkhkhhkhkhkhkhkkhkhkhkkhkhkhkhhhkkhkhkhkhkhhkhhkhkhkkhkhhhkhkhkkkkhhkhkkhkkxk

Cyclopentasiloxane,

decamet. ..

Relative to ISTD

Concentration Rank 2

Title
Library
Peak Number 4
R.T EstConc
15.46 5.07 ug/1
Hit# of 5

3 Phenet

2 Cyclosggtasiloxane,

Naphthalene-ds

MW MolForm

370 C10H30055i5
370 C10H30055i5
399 C18H37NO3Si3
356 C16H3203S8i3

1 Cyclopentasiloxane, decamethyl-
decamethyl -
lamine, N-methyl-.beta.,
4 3,4-Dihydroxybenzyl alcohol,tris...

000541-02-6 90
000541-02-6 64
010538-85-9 50
068595-79-9 43

Abundance / % Scan 2107 (15.459 min): 09769.D (-2094) (-) m/z 73.10 100.00%
B
5000
267 355
45 193 249 1520 1540 1560 15.80
109125 162 223 323 S
SRS Y0 oA SR |- N i o NN . C AN W12 m/z 355. 33.81%
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #115273: Cyclopentasiloxane, decamethyl-
3
5000 267 T i fr T
1520 1540 1560 15.80
. 355 m/z 267.00 33.19%
28 96 115133 165 193 223 249 | 293 323
"l"]’llll||l Illllllllllllllllllll lvll' III'IVII'TIIIY |IIIII !ll'["'fl'!ll llll]lTll l'lllll|v
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #115315: Cyclopentasiloxane, decamethyl-
3
r e
267 355 1520 1540 15.60 15.80
5000 m/Z 356. 11.03%
vl 207 249 323
T P T T T e e e T e e
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #1156313: Phenethylamine, N-methyl-.beta.,3,4-tris(trimethy... — . e
B 1520 1540 1560 1580
m/z 268.10 8.37%
5000 355
44
93 130147 193 220237 267 294 )
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 1550 1546'156b 3586
08769.D SCAN020507.M Tue May 14 08:43:30 2002 Page 6
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020507\09769.D

Acg On : 8 May 2002 2:55 am
Sample : sample
Misc :

MS Integration Params: rteint.e

Vial: 16

Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

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

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
R EE RS EEEE S S S EESESEEEEERE SR AR SRS RS S SR EE SRS SR EEEEEEE SRS EREREREEESEEREEREREEES
Peak Number 5 Bitoscanate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
31.08 0.32 ug/1l 37310 Phenanthrene-dio 31.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Bitoscghate 192 C8H4N2S2 004044-65-9 52
2 BitoscaAanate 192 C8H4AN2S2 004044-65-9 52
3 Bitosganate 192 C8H4N2S2 004044-65-9 52
4 1,5-Naphthalenedithiole 192 C10H8S2 1000223-69-5 50
Abundance / Scan 4766 (31.082 min): 09769.D (-4755) (-) m/z 192.10 100.00%
/ 192
5000
44 64 82 94 118 146 1J60 l ‘ ’3IO|8'0‘ l3l1 IOIO’ '31 20l 31 40 T
Y Y O wS SOOIt DU SN A— . m/z 160.20 20.34%
miz—> 0 10 20 30 40 50 60 70 80 90 100110120130140150160170 180190200
Abundance #125827: Bitoscanate
' 192
5000 |II]VVIIIII T T T
134 30.80 3100 3120 3140
20 160 m/z 146.10 19.83%
102
Ln Tqﬂﬁv‘rf‘lrrrrﬁﬁ“‘gr"ﬂju' |I h' ‘ I[“ Ill"!l'l" ;!lllfli 'III1I1|16ll|Yll‘lll’l_l']l1l4,?¥ll 1Il'll'l"l|"'l'
fZ--> 0 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200
IAbundance #80930: Bitoscanate

m/z—-> O 10 20 30 40 50 60 70 80 90 100110120130140150160170 180190200
Abundance #125828: Bitoscanate

50 63 75 20 402

miz—> 0 10 20 30 40 50 60 70 80 90 100110120130140150160170 180190200 |

)

LML LI A0 S A A N N B B B D B o o e

30.80 31.00 31.20 31.40

m/z 191.10 19.42%

i

TI T[T r Ty [y T T[T T[T

30.80 31.00 31.20 31.40

m/z 193.00 16.11%

LANLINL I N s Lt LB B L

30.80 31.00 31.20 31.40
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020507\09769.D Vial: 16

Acg On : 8 May 2002 2:55 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
I R R E R E R E R R E R R R R E SRR E LR EE SRS ESEEESEEEE R R R RS SRS SRR L LS REE S EREREEEEEEERESS.]
Peak Number 6 Phenanthrene-dio0 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
31.95 0.36 ug/1 40977 Phenanthrene-d1l0 31.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
Phenanthrene-d10 188 C14D10 001517-22-2 59
2 thracene-dl10- 188 C14D10 001719-06-8 50
3 1,4-Naphthalenedione, 2-hydroxy-... 188 C11H803 000483-55-6 38
4/3H-Pyrazol-3-one, 2,4-dihydro-4,... 188 C11H12N20 017694-06-3 37
Abindance Scan 4913 (31.946 min): 09769.D (-4905) (-) m/z 188.20 100.00%
188
5000 /\
94 AN LN (L B TT T T[T T 1T
o 54 66 Sf | e @ 16|° 3160 31.80 3200 3220
S U SN T SPUNFPY SRSt R A ) NN Y| m/z 184.10  28.95%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79827: Phenanthrene-d10
188
Smo LU S D Bt
31.60 31.80 32.00 32.20
m/z 189.20 24.00%
80 o4 160 ’
30 42 52 GP b il 108118 132 146 1][ 170179h|
AR ARABA AR AR L AL R R LN LA LRSS AR RALAE Y T
fz—> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190
IAbundance #79826: Anthracene-d10-
188
T T TT T T TYT]
mmmmawo&m
5000 m/z 94.10 19.61%
66 80 94 160
17 30 42 52 108 118 132 146 170179
miz--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190
Abundance #125707: 1,4-Naphthalenedione, 2-hydroxy-3-methyl- e ——
188 31.60 31.80 3200 3220
m/z 160.20 16.71%
5000
77 105 131 160
50 : L1s |
ARAABAREADUNEEA NRASS RRRAN AR RAEE SRS RRARN RARAN AR RARAS SARAS LRSS SALAS RAAAN RARAS LARS AR VULV UVRE
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 16 170180190 31 60 31.80 32.00 3220
09769.D SCAN020507.M Tue May 14 08:43:34 2002 Page 8
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Tentatively Identified Compound (LSC) summary

Operator ID: Nefliu Date Acquired: 8 May 2002 2:55 am
Data File: C:\MSDCHEM\1\DATA\020507\09769.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
v/Acetonitrile, dic... 3.65 0.5 ug/1 40182 1 11.38 3303120 40.0
//2—Propanone, 1,1,... 6.13 0.7 ug/1 59501 1 11.38 3303120 40.0
/ 2-Pentanone, 4-hy... 6.16 12.9 ug/1l 1062720 1 11.38 3303120 40.0
./ Cyclopentasiloxan... 15.46 5.1 ug/1 526710 2 16.53 4153170 40.0
__Biteseanate 31.08 0.3 ug/1 37310 4 31.72 4616490 40.0
vV Phenanthrene-d10 31.895 0.4 ug/1 40977 4 31.72 4616490 40.0

09769.D SCAN020507.M Tue May 14 08:43:34 2002 Page 9
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