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Comments for Sample AE08482 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-07-2002 Time: 10:18:53

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\020419\08482.D VvVial: 19
Acg On : 20 Apr 2002 1:51 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : . Multiplr: 1.00
MS Integration Paramg: EVENTS.E
Quant Time: Apr 26 15:07:52 2002 Quant Results File: SCAN020418.RE

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)
Title : Method 508 GC/MS Scan

Last Update Mon Apr 22 08:00:39 2002

Response via Initial Calibration

DataAcg Meth : 508SCAN1L
Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 11.38 152 10948903 40.00 ug/1l -0.05
10) Naphthalene-ds 16.54 136 42078106 40.00 ug/1l -0.07
17) Acenaphthene-d1o0 24.46 164 23149722 40.00 ug/1 -0.06
30) Phenanthrene-dlo 31.72 188 34206522 40.00 ug/1l -0.06
38) Chrysene-dl2 39.93 240 24657458 40.00 ug/1 -0.08
44) Perylene-dl2 43.15 264 17669170 40.00 ug/1 -0.04
System Monitoring Compounds
27) TCMX 27.54 207 1074312 7.47 ug/l -0.08
Spiked Amount 10.000 Recovery = 74.70%
Target Compounds . ‘- Qvalue
35) Di-n-butylphthalate 34.81 149 102576 0.09 ug/1 98
43) Bis(2-ethylhexyl)phthalate 40.52 149 = 94986 0.15 ug/1 88
(#) = qualifier out of range (m) = manual integration (+) = signals summed
08482.D SCAN020418.M Fri Apr 26 15:09:49 2002 Page 1
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\020419\08482.D Vial: 19
Acqg On : 20 Apr 2002 1:51 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: EVENTS.E
Quant Time: Apr 26 15:09 2002 Quant Results File: SCAN020418.RES
Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)
Title : Method 508 GC/MS Scan

Last Update : Mon Apr 22 08:00:39 2002

Response via : Initial Calibration

Abundance TIC: 08482.D
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\DATA\020419\08482.D Vial: 19

Acg On : 20 Apr 2002 1:51 am Operator: Nefliu
Sample sample Inst : Instrumen
Misc : Multiplr: 1.00

"MS Integration Params: rteint.e

C:\MSDCHEM\ 1\METHODS\SCAN020418.M (RTE Integrator)

Method :

Title : Method 508 GC/MS Scan

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 5 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0.01 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 3.361 45 48 51 vww 2 23359 250586 0.29% 0.053%
2 3.661 82 99 110 PV 2 20054 385496 0.44% 0.082%
3 4.307 201 209 220 PV 100028 1433223 1.65% 0.305%
4 5.171 354 356 360 VvV 4 6008 77924 0.09% 0.017%
5 6.158 515 524 563 PV 868528 17753146 20.48% 3.778%
6 11.375 1400 1412 1434 PV 2205883 55160088 63.62% 11.739%
7 16.534 2270 2290 2310 VvV 2899038 76670694 88.43% 16.317%
8 16.763 2316 2329 2340 PV 2 9851 328441 0.38% 0.070%
9 24.460 3622 3639 3658 PV 3089494 86705818 100.00% 18.453%
10 27.539 4142 4163 4174 PV 2 326234 9172605 10.58% 1.952%
11 31.088 4756 4767 4776 VV 3 22996 736271 0.85% 0.157%
12 31.717 4857 4874 4895 VvV 2 2795850 85510809 98.62% 18.198%
13 31.952 4907 4914 4924 VV 5 27245 733203 0.85% 0.156%
14 34.807 5392 5400 5406 PV 9805 199651 0.23% 0.042%
15 35.882 5577 5583 5591 vv 3 13586 269754 0.31% 0.057%
16 39.226 6144 6152 6158 PV 4 9359 206204 0.24% 0.044%
17 39.931 6260 6272 6288 PV 2 3723013 72178479 83.25% 15.361%
18 40.031 6288 6289 6293 VV 8784 124754 0.14% 0.027%
19 40.442 6349 6359 6367 VV 4 13535 357694 0.41% 0.076%
20 40.530 6367 6374 6385 Vv 3 13531 394667 0.46% 0.084%
21 43.156 6807 6821 6839 PV 2 3001372 61232359 70.62% 13.031%
Sum of corrected areas: 469881864
08482.D SCAN020418.M Thu May 02 11:44:24 2002 Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\020419\08482.D

Operator : Nefliu

Acquired : 20 Apr 2002 1:51 am using AcgMethod 508SCAN1
Instrument : Instrumen '

Sample Name: sample

Misc Info :

Vial Number: 19

Quant File :SCAN020418.RES {(Chemstation Integrator)

Abundance TIC: 08482.D
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Data File :

Acqg On
Sample : sample
Misc :

Libfary Search Compound Report

1:51 am

MS Integration Params: rteint.e

Quant Method
Title :
Library

C:\MSDCHEM\ 1\DATA\020419\08482.D
20 Apr 2002

Vial: 19
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\SCAN020418.M (Chemstation Integrator)
Method 508 GC/MS Scan
: C:\DATABASE\nist98.1

K de de ke dedede de ke e ke de ke ke ek Kk de ke ke ke de ek kk ok ok dkkhkkkkkk ek dkk ke kkkk ki kk ks

Peak Number 1 Acetonitrile, dichloro- Concentration Rank 5
R.T EstConc Area Relative to ISTD R.T
3.66 0.28 ug/1l 385496 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm Ccas# Qual
1l Acetonitrile, dichloro- 109 C2HCI2N 003018-12-0 83
2 Acetonitrile, dichloro- 109 C2HC1l2N 003018-12-0 50
3 Furan, 3-methyl- 82 C5H60 000930-27-8 7
4 Thiirane, methyl - 74 C3H6S 001072-43-1 7
Abundance Scan 99 (3.661 min):oe48272(32)(-) m/z 74.10 100.00%1
82
5000
T l l 340 350 380 400
1_l_“ “[ﬁl‘_]ﬁ‘lfi!—)l_‘ﬁll_{hk\ll?g‘[]‘lllllﬁlllll_]l."_‘lg.slllllllllll‘ll‘[‘[ m[z 82.00 53-68%-
miz—> 10 20 30 40 S0 60 70 8 S0 100 110
Abundance #28338: Acetonitrile, dichloro-
5000 82 :
47 340 360 380 4.00
- l y m/z 84.00 34.51
12 26 | Nl 62 |, ) 108 '
‘l_l'_‘[ll‘lll'l’_llij_"ﬁ—rllll]ll l]ﬁlr'r_l' I]ll r[ rl‘j_rITTrl Ir
—> 10 20 30 40 50 60 70 8 90 100 110
IAbundance #115342; Acetonitrile, dichloro-
35
340 360 380 4.00
5000 82 m/z 76.00 29.71%
l 47
- |l| ’ i l
llfllITJIT—TIllrlllller[Yﬁl,llll{Ti_!—,’l‘l_rlfﬁ_rlllilllflll[
nfz—> 10 30 4 50 60 70 80 90 100 110
Abundance #32367: Furan, 3-methyl- et e
& 340 360 380 4.00
m/z 47.00 22.20%
53
5000 39
i |
15 .H.lgﬂnffll:. 63 63 75 _ |||
lTrl'lllIIITI']rlll]ll!flllfllllll]l'llrl"l_l_lilllllﬁl ]' IT TTFIII_I'_'_FUI I]l([l‘lfll
miz—> 10 20 30 40 S0 60 70 8 S0 100 110 340 360 380 400
08482.D SCAN020418.M Thu May 02 11:44:26 2002 Page 3
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Library Search Compound Report

Data File :

Acg On : 20 Apr 2002 1:51 am
Sample sample

Misc

MS Integratlon Params: rteint.e

Quant Method - :

C:\MSDCHEM\1\DATA\020419\08482.D

Vial: 19
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\ SCAN020418 .M (Chemstation Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
*********************************************************************
Peak Number 2 Toluene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T
4,31 1.04 ug/l 1433220 1l,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 91
2 Toluene 92 C7HS 000108-88-3 90
3 Spiro[2.4]hepta-4,6-diene 92 C7HS8 000765-46-8 86
4 1,3,5-Cycloheptatriene 92 C7HS8 000544-25-2 86
Abundance Scan 209 (4.307 min): 08482.D (-201) () m/z 91.10 100.00%
5000 k
30 & 400 420 440 460
45 51 4 86
ll}ll}lllll‘[llll[llllllll!llllllll lll TT7 I ITIYILl 77T lll7] LR RS lll l l'[ ll"]"9l8‘lllll] m z 92 10 59 59%
miz—> 15 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #117283: Toluene k
= |
5000 llTl Il!l T T F T T
400 420 440 460
39 o5 m/z 65.10 9.60%
22 N 33 NI l]. 6@11‘ 70 77 8611 I
I\llllllll[llll[m‘l]lllll lllllllllIlll[!lIlllllllIllll'llllllll[lllll!llll llll lllITlIlTl—l—
miz—> 15 20 25 30 35 40 45 50 55 60 65 70 75 85 80 95 100105
Abundance #37326: Toluene
a1
l(4lml l4l”5'14rl46ll4%’lll
5000 m/z 39.10 .37%
27 ? 415. ‘.511 6°l165 86 1
PRI 4 g gpiqipasesy gyt qipssepn it it R A
Abundance #37322: Spiro[2.4]hepta-4,6-diene
eh 4w 420 440 460
40 10 7.38%
5000
65
eerrere B e 8 S sl es ]
RERARSBELREA] lillllllllYllllllllllllllll [llll]’lll‘["ll T IIIIBTI LA RR] lll'l Tt LR LRER] T T T T 17 TTI1 71 T I1 70 T 1T ¥
miz—> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 400 420 440 460
08482.D SCAN020418.M Thu May 02 11:44:28 2002 Page 4
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Data File
Acq On
Sample
Misc

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\020419\08482.D

20 Apr 2002
sample

MS Integration Params:

Quant Method

Title
Library

es ee 0o

1:51 am

rteint.e

Vial:
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

19

C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)
Method 508 GC/MS Scan
C:\DATABASE\nist98.1

do Jo Je Je Je Fe de de e de Jo do K e ke de K de K ke de e de de de e KK K ke K defede ke fe ke ke ke ke kT ddeddede kK k dededededededede sk TR K kKk

Peak Number 3

R.T.
6.16

Hit# of

EstConc

12.87 ug/1l

17753100

Tentative ID
1 2-Pentanone, 4-hydroxy-4- methyl-
2 2-Pentanone, 4-hydroxy-4-methyl-
3 Acetic acid, cyano-,
4 Morpholine, 4-methyl-

1,1-dimethy..

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

Relative to ISTD
1,4-Dichlorobenzene-da

MW MolForm

116 C6H1202
116 C6H1202

141 C7H11NO2

101 C5H11INO

Concentration Rank 1

000123-42-2 72
000123-42-2 38
001116-98-9 17
000109-02-4 9

Abundance 4%@n524(6.158min):08482.D(-515)(-) Im/z 43.10 100.00%
5000 o2
101
580 600 620 640 660
SN -1 ﬁ?ﬂl.']”‘??,..f‘?.. et | | M7z 59.10  51.54%
miz-—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
5000
59 580 600 620 640 660
m/z 1 .
T ,' o /z 101.10  21.10%
lIlllllll]ll"!lI'TTll'llzll_l‘ll!l[llll T Xll%lll!rrllblll URARS EREES RN SRR
mfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
ndance thH%ZPaMNme4thw4mwm%
llI T L3 B SR LR 3R ] ¥
580 600 620 640 6.60
5000 5 m/z 58.10 19.41%
llllllllllll‘l?]TYIYIl I_'T"IT'(:IIIIII lllll?lll’l(]?ol1ll TTTVT TITIT T YTTITTT IIII
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 J
Abundance #19572: Acstic acid, cyano-, 1,1-dimethylethyl ester r T
50 580 600 620 640 660
m/z 41.15 6.99
5000 41
68
AR RAERN T ”'I 510,]1i T T T T T r1?61 1142 T ?
TF7 LIRSLIR ) LRI TTTT LR REE RERE R LIRIERRJ TT717T TT T TV ¥ 7T LIRS0 ] Tt 7T TT T T TI1T7T LIRS Illl!l |lllll LER SR SRS L
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 600 620 640 660
08482.D SCAN0O20418.M Page 5
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Data File ':
Acg On
Sample
-Misc :

Library Search Compound Report

1:51 am

-MS Integration Params: rteint.e

Quant Method
Title
Library

C:\MSDCHEM\1\DATA\020419\08482.D
20 Apr 2002
sample

Vial: 19
Operator: Nefliu
Inst : Instrumen

Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\SCAN020418.M (Chemstation Integrator)
Method 508 GC/MS Scan
C:\DATABASE\nist98.1

de e K Je Je de de Fe Je de de K de de ke do ke K K K de K e ke Kk e K e Kk de de de ke de de Fe e Kk d K de K de Kk kK Kk de K de ke ok kKK Kk dk okt g kR g dek Kk

Peak Number 4 Thiocyanic acid, 2-benzothi...

Relative to ISTD

Concentration Rank 3

- e et e e Be e G T Gwe b me e G e s s b s At St e e s e o Mt = e . T . Gt e e e e b o St o e e s P o e e e e e -

R.T. EstConc
31.09 0.34 ug/1l
Hit# of 5

736271

Tentative ID

Phenanthrene-d10

MW MolForm

1 Thiocyanic acid, 2-benzothiazoly...

2 2-Propenal,
3 Anthracene,

3-(3,4-dimethoxyphen...
9-methyl -

4 6,2,5-Ethanylylidene-2H-cyclobut...

192 C8H4N2S2
192 Cl1H1203
192 C15H12

192 C11H120S

006011-99-0 45
004497-40-9 40
000779-02-2 40
019086-86-3 37

r\bundance

54

Scan 4767 (31.088 min): 08482.D (-4756) (-)

82 56

70

146 440

- 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200

1

m/z 192.10 100.00%

L RJELEE S M L

30,80 31.00 3120 3140

m/z 40.10 25.41%

Abundance #80870: Thiocyanic acid, 2-benzothiazolyl ester P
1
5000 LIRS LA SRR S YT T
30.80 31.00 3120 3140
m/z 191.1
- 69 108 134 160 / 0 18. 22%’
lllr lllTYT‘l‘%‘ll,l'l"_lJlTll]lll!l[!ll IAIITII I 1'2 J;ll ll1l?8' llllll l llll T_l_l‘ll
mfz—> 20 30 40 50 60 70 80 100110120130140150160170180190&0
. f\bundanoe #80953: 2-Propenal, 3-(3,4-dimethoxyphenyi)- "
14
161 N LA IR
3080 3100 3120 3140
5000 m/z 146.10 14.66%
miz--> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180 200
Abundance #125848: Anthracene, 9-methyl- e
192 3080 31.00 3120 3140
m/z 96.10 12.89
5000
82 165
27 39 51 63 74 115 126 139 152 17
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 £80 g‘?OO 3120 3140
08482.D SCAN020418.M Thu May 02 11:44:33 2002 Page 6
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Data File

Library Searéh Compound - Report

: C:\MSDCHEM\1\DATA\020419\08482.D
Acg On : 20 Apr 2002 1:51 am
Sample : sample
Misc :
MS Integration Params: rteint.e

Quant Method

Title

Library

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

Multiplr; 1.00

vial: 19
Operator: Nefliu
Inst Instrumen

C:\MSDCHEM\ 1\METHODS\SCAN020418.M (Chemstation Integrator)

o de d o de de o e de de e de Je Fe de de de g de Jo de K Fe de de Fe g de Fe Fe de Kk Jo de de Je Fo K de e K do g de de dede Ko Je de Je de e Je de de de Je de o ko K K dede de kK K

Peak Number 5 Phenanthrene-dlo0

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T
'31.95  0.34 ug/1 733203 Phenanthrene-d10 31,72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
"1 Phenanthreme-daio 188 c14D10 001517-22-2 86
2 Anthracene-dl0- 188 C14D10 001719-06-8 80

3 Antipyrine
4 Pentacyclo[7.3.1.1.(4,12).0(2,7)...

188 C14H20

188 C11H12N20

000060-80-0 50
1000215-61-8 45

Abundance Scan 4914 (31.952 min): 08482.D (-4907) (-) 4
188
5000
40 80 o4
L4 68 | 132 14 128 Ll
llll ll T llllllllll l lllll‘ll’]’ll! ll l TI7Y l TI7 TVIT]V¥TY ll l l TIT l T TIiTT
miz—-> 10 20 30 40 50 60 70 80 90100110120130140150160170180190
Abundance #79827 Phenanthrene-d10
188
5000
. 80 o4 . 160
30 42 52 96 108118 132 146 170179
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180

ndance

#79826: Anthracene-d10-

80 94 160
108 118 132 146

17 30 42 52 ©6

miz—-> 10 20 30 40 50 60 70 80 SO 100 110 120 130 140 150 160 170 180 190
Abundance #79725: Antipyrine
1
96

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180

m/z 188.20

3160 31.80 3200 3220

100.00%

m/z 40.10

18.57

TTTTT T TT T T[T

3160 3180 32.00 3220

T

m/z 80.00 17.13%
3160 3180 3200 3220
m/z 184.20 15.69%

T e
31.60 31.80 3200 3220 l

m/z 189.20

15.66%

T

3160 3180 3200 3220

TTTT

mfz—>

08482.D
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Tentatively Identified Compound (LSC) summary

Operator ID: Nefliu Date Acquired: 20 Apr 2002 1:51 am

Data File: C:\MSDCHEM\1\DATA\020419\08482.D

Name: sample

Misc:

Method: C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation 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 0.3 ug/1l 385496 1 11.38 55160100 40.0
v Toluene 4,31 1.0 ug/l 1433220 1 11.38 55160100 40.0
V 2-Pentanone, 4-hy... 6.16 12.9 ug/l 17753100 1 11.38 55160100 40.0

i i id; ... 31.09 0.3 ug/1 736271 4 31.72 85510800 40.0
VPhenanthrene--dlo 31.95 0.3 ug/l 733203 4 31.72 85510800 40.0

08482.D SCAN020418.M Thu May 02 11:44:35 2002 Page 8
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