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Comments for Sample AE10705 - Analysis $GCMS
‘Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-20-2002 Time: 14:01:39

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\10705.D vial: 16
Acg On : 14 May 2002 3:23 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: rteint.e
Quant Time: May 15 09:01:33 2002 Quant Results File: SCAN020507.RE
Quant Method : C:\MSDCHEM\1l\METHODS\SCAN020507.M (RTE Integrator)
Title : Method 508 GC/MS Scan
Last Update : Thu May 09 09:21:01 2002
Response via : Initial Calibration

DataAcg Meth : 508SCAN1

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 11.38 152 511570 40.00 ug/1 -0.01
10) Naphthalene-d8 16.53 136 1908335 40.00 ug/1 -0.04
17) Acenaphthene-dlo0 24.46 164 1010044 40.00 ug/l -0.02
30) Phenanthrene-dio 31.72 188 1755123 40.00 ug/1 -0.02
38) Chrysene-dl2 39.94 240 1434346 40.00 ug/1 -0.05
44) Perylene-dil2 43.16 264 892719 40.00 ug/1 -0.02
System Monitoring Compounds
27) TCMX 27.54 207 65698 8.14 ug/l -0.03
Spiked Amount 10.000 Recovery = 81.40%
Target Compounds Qvalue
35) Di-n-butylphthalate 34.81 149 13090 0.23 ug/1 96
43) Bis(2-ethylhexyl)phthalate 40.52 149 5142 0.17 ug/1 83
(#) = qualifier out of range (m) = manual integration (+) = signals summed
10705.D SCANO020507.M Wed May 15 09:03:04 2002 . Page 1
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Data File
Acg On
Sample
Misc

MS Integration Params: rteint.e
May 15 9:02 2002

Quant Time:

Method

Title

Last Update
Response via

Quant Results File:

Quantitation Report (QT Reviewed)
C:\MSDCHEM\ 1\DATA\020513\10705.D Vial: 16
14 May 2002 3:23 am Operator: Nefliu
sample Inst Instrumen
Multiplr: 1.00

SCAN020507.RES

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

Method 508 GC/MS Scan
Thu May 09 09:21:01 2002
Initial Calibration
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"Data File : C:\MSDCHEM\1\DATA\020513\10705.D Vial: 16

Acg On : 14 May 2002 3:23 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 4.301 203 208 219 rVvB 54405 83184 1.69% 0.306%
2 6.158 518 524 547 rBV 618925 1198084 24.33% 4.406%
3 11.375 13899 1412 1431 rBV 1425913 3550814 72.11% 13.060%
4 16.534 2272 2290 2309 rBV 1669207 4437859 90.12% 16.322%
5 24.460 3618 3639 3658 rBV 1612445 4631510 94.05% 17.034%

6 27.539 4145 4163 4177 rBV3 245804 694413 14.10% 2.554%
7 28.362 4291 4303 4315 rVB5 16457 49205 1.00% 0.181%
8 31.088 4755 4767 4779 rVB6 12852 40391 0.82% 0.149%
9 31.717 4852 4874 4899 rBV3 1550423 4924446 100.00% 18.112%
10 31.958 4908 4915 4927 rVBS 15147 46394 0.94% 0.171%
11 32.193 4942 4955 4966 rVB4 15288 46064 0.94% 0.169%

12 39.937 6261 6273 6291 rBV2 2166700 4351694 88.37% 16.005%
13 43.156 6810 6821 6839 rBV2 1570135 3135041 63.66% 11.531%

Sum of corrected areas: 27189099

10705.D SCANO020507.M Wed May 15 09:03:16 2002 Page 1
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File
Operator
Acquired
Instrument
Sample Name:
Misc Info
Vial Number:
Quant File

LSU reportc iriegrateud wiotlaroyLdli

C:\MSDCHEM\1\DATA\020513\10705.D

Nefliu

14 May 2002
Instrumen

sample

3:23 am using AcgMethod 508SCAN1

16

:SCAN020507.RES (RTE Integrator)
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‘Data File C:\MSDCHEM\1\DATA\020513\10705.D
Acg On 14 May 2002 3:23 am

Sample sample

Misc :

MS Integration Params: rteint.e

Quant Method
Title
Library

C:\MSDCHEM\ 1\METHODS\SCANO020507 .M
Method 508 GC/MS Scan
C:\DATABASE\nist98.1

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

(RTE Integrator)

khkkhkhkhkhkkkkhkhkkhkkkhkhkhkkhkkkhhkhkhkhkhkkhhkhkkkhkkhkhkhkkhkkhkkhkkhkhkkhkhkhkkhkhkhkkhkkkhkkkkkkkhkkhkhkhkhkhhkkdhkx

Peak Number 1

Spiro[2.4]lhepta-4,6-diene

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T
4.30 0.94 ug/1 83184 1,4-Dichlorobenzene-d4 11.38
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 Spi 2.4]hepta-4,6-diene 92 C7HS8 000765-46-8 91
\_/-2~1k 5- Cycloheptatrlene 92 C7HS8 000544-25-2 91
3. T 92 C7HS8 000108-88-3 91
4 1,3,54Cycloheptatriene 92 C7HS8 000544-25-2 87
Abundance Scan 208 (4.301 min): 10705.D (-203) (-) m/z 91.10 100.00%
‘Yv_VLVv_‘
39 51 400 420 440 460
,..‘....l....,.,,.,,...[,.‘3?4’4,.f,-=|‘|.,1'.77,,.5?5..]....,....,. m/z ©92.10 55.74%
m/z—> 0 10 20 30 40 50 80 90 100 110 ﬂ
Abundance #37322: Spiro[2.4]hepta -4, 6—d|ene
9
5000
400 420 440 460
65 m/z 65.10 18.55%
27 39 45 51 59,, 7785 |,
L et e A L DS LS A IR RO LA [T I""l""l"“lr
m/z—> 0 10 20 30 40 50 60 70 80 90 100 "~ 110
IAbundance #37276: 1,3,5-Cycloheptatriene
a1
400 420 440 460
5000 m/z 39.10 13.00%
39 5 65
2 15 A sl el 10e
mfz—> 0 10 20 30 40 50 60 70 80 90 100 110
IAbundance #117283: Toluene
9N 400 420 440 460
m/z 51.05 11.83%
5000
39 51 65
27
| F e LDl 7 oes
||l1lll|ll|¥l'| lllYI'lIIl'll'l" VT"T‘['Y"T]""]" T 1T LA | v T 1T T rr
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 4.(')0 4.'20 4,110 4.(130 I

10705.D SCANO020507.M
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"Data File C:\MSDCHEM\1\DATA\020513\10705.D
Acg On 14 May 2002 3:23 am

Sample sample

Misc :

MS Integratlon Params: rteint.e

Quant Method
Title
Library

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

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

khkkkhkhhkhkhkhkhkhhkhkhkhkhkhkhkhkhkhhkhkhkkhkdhkhkhkdhkhkhkhkhkhkhkhkhkhkrkdhkhdhkhkhkhkhkrkhkhthkhbhkhdhrhrdhkhkhkhdk

Peak Number 2

2-Pentanone,

4-hydroxy-4-me. ..

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T
6.16 13.50 ug/1l 1198080 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CASH Qual
~ 1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Pehtanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 2-Pgntanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 43
4 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 25
Abundande Scan 52:; (6.158 min): 10705.D (-518) (-) m/z 43.10 100.00%
4
59
5000 A\\\
b 580 600 620 640 660
el B3l €0 77 83 | | [m/z 59.10  53.909
m/iz—-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl- /\\
a8
5000 T T
59 580 600 620 640 6.60
m/z 101.10 18.60%
15 31 ' 101
e J..,..zﬁvﬂ...3§ﬂ::. < P N ,,g?.. ,.,.:.l.., e
miz—-> 10 20 30 40 50 60 70 80 9 100 110
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl-
43
LI T T T I LS B T l T T T 1j_r
580 600 620 640 660
5000 5o m/z 58.10 17.52%
e ...,.‘2§v31..3§ﬂl:.., ..:!l. e .,??. ,,Q?..1ﬁ?..,‘.
miz—> 10 20 30 40 50 60 70 80 90 100 110 '
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl- R R ST
43 580 600 6.20 640 660
m/z 41.10 7.35%
5000
59
| ' "H3 q%J' 48 53, ” 67172 77 83 91 96, J
T r T T rrrrfprrir+oeyrrrr T LI ll|||'||lll I'lllVll IIIIIII
miz—> 10 20 30 50 60 70 8 90 100 110 580 600 620 640 660
10705.D SCAN020507.M Wed May 15 09:03:18 2002 Page 4
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"Data File C:\MSDCHEM\1\DATA\020513\10705.D
Acg On 14 May 2002 3:23 am

Sample sample

Misc :

MS Integratlon Params: rteint.e

Quant Method
Title

Library C:\DATABASE\nist98.1

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

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

hkhkkkkhkhkhkhkhkhhkkhkhkhkhhkhhkhkhkhkhhhkhhkhhhkhkhkhkhhkhkrkhkhkhkhhkhkhhhhhkhkhhhhkhkhhhhkhhkhkhkhkhhkhkkx

Peak Number 3 Benzoic acid, 2,4-bis[(trim... Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T
28.36 0.40 ug/l 49205 Phenanthrene-di10 31.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzoic acid, 2,4-bis[(trimethyl... 370 C16H30045i3 010586-16-0 32
2 N—(Trifluoﬁoacetyl)—0,0',O”—tri... 481 C19H34F3NO4Si3 1000072-26-3 23
3 Phenethylamine, N-methyl-.beta., 399 C18H37NO3Si3 010538-85-9 23
4 Noradrenaline tetraTMS 457 C20H43N0O3S51i4 068595-65-3 23
Abundance Scan 4303 (28.362 min): 10705.D (-4291) (-) m/ VA 73.10 100.00%
73
5000 147 355 ]\
221
ol w | w | mes | 9 250 30 o0t s
||I|III|'7I|||lll||1"’]'lllllll[l'rllll’llTllllll!l m/z 147 46.24%
m/z—-> 50 100 150 200 250 300 350 400 450
Abundance #115312: Benzoic acid, 2,4-bis[(trimethylsilyl)oxy]-, trim...
73
5000 355 UAABRARARAS RARA AR S
28.00 28. 20 28 40 28 60
45 m/z 355. .98%
16| ) 105133 163 103 223 251 281 31
LI I S T T 1 T I T | T T T | T 7T l l T L T 7 T T F T T
m/z—-> Sb 1 Cl)O 150 260 250 3(|)0 350 4(I)0 45|0
Abundance #27960: N-(Trifluoroacetyl)-O,0', 0 -tris(trimethylsilyl)n...
73
395 28.00 2820 2840 '2'860 o
5000 m/z 221.10 63%
45
|, L 120147170193 2% 265 377 481
T T I LI B B B rl*T"fl l T T T T LA | T rrr LN B B | T F T
m/z—-> 50 100 150 200 250 300 350 400 450
Abundance #115313: Phenethylamine, N-methyl-.beta.,3,4-tris(trimethy... : — I |M'
78 2800 2820 2840 28,60
m/z 74.00 18.83%
5000 355
44
l . 116 147 193220 267 294 384
Trr 1 LI N S T 1 F 1 lﬁ"l'—l'TV' IIVV —r 1 T T T T T 1 LI L "ll‘ T II LI Bt
m/z—-> 5|0 160 150 200 2‘.|30 3(|)0 35]0 4(1)0 45|0 2800 28. 20 28. 40 28. 60 I
10705.D SCAN020507.M Wed May 15 09:03:19 2002 Page 5
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-Data File

Acqg On 14 May 20
Sample sample
Misc

MS Integratlon Params:

Quant Method
Title
Library

02

C:\MSDCHEM\1\DATA\020513\10705.D

3:23 am

rteint.e

Vial: 16
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\SCANO020507.M (RTE Integrator)
Method 508 GC/MS Scan
C:\DATABASE\nist98.1

IEEEEREEXEEEEEEEEE SRR E S EEEEEEEEEEREEEEEESEEREEEEEREEESEEEEEEEEEEEEEEEEEE]

Peak Number 4 Phenanthrene, l-methyl- Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T
31.09 0.33 ug/l 40391 Phenanthrene-d10 31.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 53
2 2,5-pihydrophosphole, 3-methyl-1... 192 C11H130P 1000196~-97-5 53
3 Phepanthrene, 9-methyl- 192 C15H12 000883-20-5 53
4 1,5-Naphthalenedithiole 192 C10HS8S2 1000223 69-5 49
Abundancé Scan 4737 (31.088 min): 10705.D (-4755) (-) m/z 192. 100.00%
! 192
5000 J \
42 ’ 119 176 512 3'0 8I0l ’3'1 OIO, '3'1 .20 l3‘1 4‘0I -
S NSTRPYYY 3 L ST .1 . m/z 191. 28.57%
m/z--> 50 1 00 150 200 250 300 350 400 450 500
IAbundance #125856: Phenanthrene, 1-methyl-
192
5000 l|vrl ‘llilll![ll"l_f
30 80 31. 00 31 .20 31.40
m/z 146. 17.53%
%6 165
3963 | 1395
mfz--> 5b 1 60 1 éO 200 250 3(I)O 3EI'>O 4(1)0 4510 5(|)O
Abundance #80965: 2,5-Dihydrophosphole, 3-methyl-1-oxo-1-phenyl-
192
164
I ‘3'0'8IOI I3I1 00 I31 .20 '3l1 4|0‘ -
5000 99 m/z 192. 16.96%
47 J j:
25
f'r'!ill“l‘]f‘llljl]L'Ilub'lnllll'llll T T T T T T L L L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #81033: Phenanthrene, 9-methyl- ,.. r , oy — .,.jﬁ
192 3080 31 00 31 20 31 40
m/z 84.00 14.16%
5000
96
39 63 | 1391??
IV‘I"]]’III|llllllll[lll'l"‘lllll‘_l_l|llllll
m/z--> 50 100 150 200 250 360 350 4CI)0 45|0 5(I)0 30.80 31.00 31.20 31.40

10705.D SCANO020507.M
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"Data File C:\MSDCHEM\1\DATA\020513\10705.D Vial: 16

Acg On : 14 May 2002 3:23 am Operator: Nefliu
Sample sample Inst Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: rteint.e

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

IEEEEEEEEE SRS S S REE S SR SRS SRR EEREEEEREEEREESEEESEEESEEEEEESEE]

Peak Number 5 Anthracene-dl0-

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

khkkkhkkkhkhkkkhkkkx

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
31.96 0.38 ug/1 46394 Phenanthrene-d10 31.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual

«~— 1 Anthracene-dl0- 188 C14D10 001719-06-8 59
2 Pheranthrene-d10 188 C14D10 001517-22-2 59
3 Beryzene, l-bromo-4-methoxy- 186 C7H7BrO 000104-92-7 47
4 1,4-Naphthalenedione, 2-hydroxy-... 188 C11H803 000483-55-6 28

Abundance Scan 4915 (31.958 min): 10705.D (-4908) (-) m/ Z/]E .15 100.00%
3160 3180 3200 3220
m/z 189.20 25.07%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #79826: Anthracene-d10-
5000 "|||'T|IITI_I|VIIVIT
31 .60 3180 3200 32.20
I m/z 184.15 22.12%
17 30 42 52 66 108 118 132 146
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190
Abundance #79827: Phenanthrene-d10
188
3166'3156'32bb'555b"||'
5000 m/z 187.10 18.67%
80 g4 160
30,4252 % L I 108118 132 146 il 170179||ll
A RSN RAARA NAARS NAAAS RS RRARI RRASNRRARI AN A " [SARSL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190
IAbundance #79820: Benzene, 1-bromo-4-methoxy- e o e
188 31.60 31.80 32.00 32.20
m/z 94.10 18.06%
63
5000
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 3166'31%bl3206‘5§55"'|
10705.D SCAN020507.M Wed May 15 09:03:23 2002 Page 7
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-Data File
Acg On
Sample
Misc

MS Integratlon Params:

Quant Method
Title
Library

Peak Number

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

rt

C:\MSDCHEM\ 1\DATA\020513\10705.D
14 May 2002
sample

Vial: 16
3:23 am Operator: Nefliu
Inst Instrumen
Multiplr: 1.00
eint.e

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

khkhkhkkkhkhkkhkhhkkhkhkhkkhkhkkkhkhkkhkhkhkkhkkhkkkhkkhkhkhkhhkkhkhkkkkkhhkkhkkhkkhkhkkkhhkkkhkhkkkhkkkkhkkhkhkkikik

6

EstConc

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

Relative to ISTD

Concentration Rank

(RTE Integrator)

5

11,1,1,5,

3 Heptasiloxane,
4 Cyclohéxasiloxane,

46064 Phenanthrene-d10

MW MolForm

,7,7-Heptamethyl-3,3-bi...
2 3-Trimethylsilyloxystearic acid, ..
1,1,3,3,5,5,7,7,9.
dodecamethyl -

444 C13H400581i6
444 C24H5203Si2
504 C14H4406Si7
444 C12H3606Si6

038147-00-1 32
1000079-42-6 32
019095-23-9 25
000540-97-6 17

lAbundance ; Scan 4955 (32.193 min): 10705.D (-4942) (-) 73.10 100.00%
3
5000
147 221 355 4
49 | 104 188 L%9m13% | 450 31.80 3200 3220 32.40 3260
S PU IS NP S W P N e m/z 147.10  23.74%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #26950: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy)...
8
147
SESUS —
5000 27 355 420 31.80 3200 3220 3240 3260
.5 207 l { m/z 221.10 22.88%
miz-> 0 50 100 150 200 250 300 350 400 _ 450
Abundance #26930: 3-Trimethylsilyloxystearic acid, trimethylsily! ester
B
SRR I S
31.80 3200 32.20 32.40 32.60
5000 147 233 m/z 355.00 22.04%
T 17 189 33 49
, i .‘L‘“'.. T AR TINT S R W S— .L.3?9, U A e
miz—> 0 50 100 150 200 250 300 350 400 450 A
IAbundance #27374:; Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-tet... e e e
B 31,80 3200 3220 3240 3260
m/z 429.10 13.03%
5000 207
5 133 281 355
> 103 || 1774}, 253 | 3271 | 377399 429 489
R T e SNLL-LAN W GSLLLE S SVEWIE o2 W RS W N7 £~ A .. SNUS RS NS S ——
miz—> 0 50 100 150 200 250 300 350 400 450 31.80 3200 3220 3240 3260
10705.D SCANO20507.M Wed May 15 09:03:25 2002 Page 8
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Operator ID: Nefliu Date Acquired: 14 May 2002 3:23 am
Data File: C:\MSDCHEM\1\DATA\020513\10705.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

5 =4... 4.30 0.9 ug/l 83184 1 11.38 3550810 40.0

~—2-Pentanone, 4-hy... 6.16 13.5 ug/l 1198080 1 11.38 3550810 40.0

Benzeic—acid;—274... 28.36 0.4 ug/1l 49205 4 31.72 49524450 40.0

Bhenanthrerme;,—I=m... 31.09 0.3 ug/1 40391 4 31.72 4924450 40.0

~— Anthracene-d10- 31.96 0.4 ug/l 46394 4 31.72 4924450 40.0

57+ FF+Hep. .. 32.19 0.4 ug/l 46064 4 31.72 4924450 40.0
10705.D SCANO020507.M Wed May 15 09:03:25 2002 Page 9
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