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Comments for Sample AE10240 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-20-2002 Time: 10:24:17

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
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Data File
Acg On
Sample
Misc

Quantitation Report (QT Reviewed)

C:\MSDCHEM\ 1\DATA\020509\10240.D Vial: 18

10 May 2002 3:25 am Operator: Nefliu

sample Inst Instrumen
Multiplr: 1.00

MS Integration Params: lscint.e

Quant Time: May 10 08:24:42 2002

Quant Method
Title

Last Update
Response via
DataAcg Meth

Quant Results File: SCAN020507.RE
C: \MSDCHEM\ 1\METHODS\SCAN020507.M (RTE Integrator)

Method 508 GC/MS Scan

Thu May 09 09:21:01 2002

Initial Calibration

508SCAN1

Internal Standards R.T. QIon Response Conc Units Dev (Min)
1) 1,4-Dichlorobenzene-d4 11.38 152 595174 40.00 ug/1 -0.01
10) Naphthalene-ds 16.54 136 2253225 40.00 ug/1 -0.03
17) Acenaphthene-d410 24.46 164 1201776 40.00 ug/1 -0.02
30) Phenanthrene-dl0 31.72 188 2068565 40.00 ug/1 -0.02
38) Chrysene-dl2 39.94 240 1727301 40.00 ug/1 -0.05
44) Perylene-dl2 43.16 264 1086466 40.00 ug/1 -0.02
System Monitoring Compounds
27) TCMX 27.54 207 72673 7.57 ug/1 -0.04
Spiked Amount 10.000 Recovery = 75.70%
Target Compounds Qvalue
35) Di-n-butylphthalate 34.80 149 8835 0.13 ug/1l o8

qualifier out of range (m) =

(#) =

10240.D SCAN020507.M

NYC-WTC_000024392

signals summed
Page 1

manual integration (+) =
Tue May 14 14:14:32 2002
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Quantitation Report

Data File : C:\MSDCHEM\1\DATA\020509\10240.D

Acg On : 10 - May 2002
Sample : sample
Misc :

3:25 am

MS Integration Params: lscint.e

(QT Reviewed)

Vial: 18
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

Quant Time: May 10 8:25 2002 Quant Results File:
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 wvia : Initial Calibration

SCANQ20507.RES
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\DATA\020509\10240.D . Vial: 18

Acg On : 10 May 2002 3:25 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 5.018 324 330 343 rVB3 26568 52160 0.89% 0.164%
2 6.152 518 523 560 rBV 668673 1344433 23.05%, 4.216%
3 11.376 1400 1412 1433 rBV 1588361 4115965 70.56% 12.908%
4 16.540 2275 2291 2313 rBV 1943112 5224834 89.57% 16.385%
5 24.460 3621 3639 3655 rBV 1877216 5399985 92.58% 16.935%

6 24.607 3657 3664 3680 rvB4 21850 62200 1.07% 0.195%
7 27.539 4148 4163 4174 rBV3 268004 753005 12.91% 2.361%
8 31.094 4757 4768 4779 rBV3 14133 44332 0.76% 0.139%
9 31.723 4848 4875 4888 rBV2 1861628 5832999 100.00% 18.292%
10 31.964 4905 4916 4927 rVB6 18496 56133 0.96% 0.176%

11 39.8937 6262 6273 6292 rBV2 2665510 5237488 89.79% 16.425%
12 43.157 6808 6821 6846 rBV2 1826851 3763896 64.53% 11.804%

Sum of corrected areas: 31887430

10240.D SCANO020507.M Tue May 14 14:25:14 2002 Page 1
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File
Operator
Acquired
Instrument
Sample Name:
Misc Info :
Vial Number:
Quant File

LSC Report - Integrated Chromatogram

C:\MSDCHEM\ 1\DATA\020509\10240.D

Nefliu

10 May 2002
Instrumen

sample

18

:SCAN020507.RES (RTE Integrator)

3:25 am using AcgMethod 508SCAN1
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Data File
Acg On
Sample

Misc :
MS Integrati

Quant Method
Title
Library

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\020509\10240.D

10 May 2002 3:25 am
sample
on Params: rteint.e

Vial: 18
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

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

Method 508 GC/MS Scan
C.\DATABASE\nlst98 1

kkkhkhkkhkhkhhkhkhkkhkhkhkhkhkhkhkhhkhhhkhkhkhkhkhhhhkhhkhhhkhkhkhkhkhkhkhhkkkkhkhkhhhkhkkhkhkkkkhkdkk

Peak Number 1 1-Hexene, 4,5-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T
5.02 0.51 ug/l 52160 1,4-Dichlorocbenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexene, 4,5-dimethyl- 112 C8Hle 016106-59-5 36
2 1-Hexene, 4,5-dimethyl- 112 C8H1le6 016106-59-5 33
3 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 28
4 Butane, 2,2-dimethyl- 86 Ce6H14 000075-83-2 25
\Abundance Scan 330 (5.018 min): 10240.D (-324) (-) m/ Z 43.05 100.00%
48
71
5000 55
Illlllllllllllllll‘llll
460 480 500 520 540
36 ' 85 S
llllllllllllIlllll‘l',lllllllli[l|llll llllll!lllllllll[lllllllllllllllllllll m/z 71010 73.556
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
IAbundance #6302: 1-Hexene, 4,5-dimethyl-
4 71
5000 55
460 480 500 520 5.40
. ' ‘ m/z 41.05  59.41%
s b M el e e
m/z—> 10 20 30 40 50 60 70 80 80 100 110 120 130
Abundance #109879: 1-Hexene, 4,5-dimethyl-
43
71 460 480 500 520 540
5000 m/z 69.10 46.27%
27 55
1 15 -7 49,.L 65, 4 778 o197 112 =
TTrT T T 7 llerlIlIll]T ‘l'll llll llllllllllllll](llllllll
mfz—> 10 20 30 40 50 60 70 80 80 100 110 120 130
IAbundance #6326; Butane, 2-bromo-2-methyi-
43 7 460 480 500 520 540
m/z 55.00 41.76%
5000
27 55
15 H 37.'.!. 81 121
IYl[lf‘_I—[_rT‘ITITTIIII‘lllllll|’|“["ll,lllll?l T lll1||’| KIIT
miz—> 10 20 30 40 50 60 70 80 g0 100 110 120 130 460 480 500 520 540
10240.D SCANO020507.M Tue May 14 14:25:19 2002 Page 3
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Data File

Acg On
Sample
Misc

MS Integratlon Params:

Library Search Compound Report

: C:\MSDCHEM\1\DATA\020509\10240.D

10 May 2002

3:25 am

sample

Quant Method

‘Title
Library

rteint.e

Method 508 GC/MS Scan
: C:\DATABASE\nisto98.1

Vial: 18
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

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

hkhkhkkhkhkhhkhkhkkhkhkhkhkhkhkhkhhkhkhkhhhkkhhhhkhkkhkhkhkkhhkhkhkhhkhkhkhdkkkhkhhkhhkhkhhdkdhhdhdkkdhdkdhkhhk

Peak Number 2

2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
EstConc Area Relative to ISTD R.T
"""""""" 13.07 ug/l 1344430  1,4-Dichlorcbenzene-d4 11.38
5 Tentative ID MW MolForm CAS# Qual

—q1 2-~Pentanone,
2 2-Penfanone,.
3 2-Pejyltanone,
4 Acetfic acid,

116 C6H1202
116 Ce6H1202
116 C6H1202
116 C6H1202

4-hydroxy-4-methyl -
4-hydroxy-4-methyl-
4-hydroxy-4-methyl-
1,1-dimethylethyl e...

000123-42-2 64
000123-42-2 59
000123-42-2 56
000540-88-5 38

Abundance / Scan 523 (6.152 min): 10240.D (-518) (-) m/z 43.10 100.00%
43
5000 ﬂ\\“&
101 lllllTlllllﬁllll’I]lll]_r
63 580 6.00 620 640
126 3rr m/z 59.10 48.93%
mz=> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
4B
5000 SBEJNLED SRR I B AL I L B B ML A B o
580 600 620 640
m/z 58.10 192.89%
15 101
J ol 8.3
lIll’_l_lI IlIIlTYT[lIIlllTIlllllfllj_l_‘l_r!lll]I_Ill[lllllrlllllIIl[Illlllllll‘l_l_l_f]lllll—[ﬁl'llllll—tt
miz—> 0 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 360 380
lAbundance #5851: 2-Pentanone, 4-hydroxy-4-methyl-
43
T [T T T T
580 600 620 640
5000 m/z 101.10 16.50%
101
2§[‘Jl 83
—-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl- T T
48 580 600 620 640
m/z 41.10 7.33%
5000
2 83101
llllllllll 'll]'Tl_'_lTlfIY[lTrllllllllTrYlllll][lltlll"lflllll]Ill‘!T_l_rl[lllll‘lIlllllllllllllllllr\"l
miz—> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 6.00 6.20 640

10240.D SCANO020507.M
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Tue May 14 14:25:21 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020509\10240.D
Acg On : 10 May 2002 3:25 am

Sample : sample

Misc :

MS Integration Params: rteint.e

Quant Method
Title
Library

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

Vvial: 18
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

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

kkkkdkddddkdk kdehhkdkdhkdkdkkd ok ok kg gk kddhkdhdkkdhkhkkhkkkdkdkkdkdkkdkdkkdddkkgddkdkddkkkkhk

Peak Number 3 1,6-Dioxacyclododecane-7,12...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
24.61 0.46 ug/l 62200 Acenaphthene-d10 24 .46
Hit# of 5 Tentative ID MW MolForm CAS# Qual

200 C10H1604

1 1,6-Diogacyclododecane-7,12-dione
2

6 -Triddcanol 200 C13H280

000777-95-7 43
005770-03-6 33

3 2-Bthylacrolein 84 C5HS8O 000922-63-4 27
4 2-Hexkne, (E)- 84 C6H12 004050-45-7 22
;Abundance / Scan 3664 (24.607 min): 10240.D (-3657) (-) m/z 55.10 100.008%
/ 55
5000
41 1mﬂ11w 24.20 24.40 24.60 24.80 25.00
69 14 . . J . !
1.1%6 182 m/z 84.05  31.60%
miz—> 10 20 30 40 50 60 70 80 90 100110120130 140150160170 180 190200
Abundance #13624: 1,6-Dioxacyclododecane-7,12-dione
56
5000 27 4 84
2420 2440 2460 2480 25.00
m/z 111.10 20.50%
129
_ 141152 172182 200
miz—> 10 20 30 40 50 60 70 80 90 100110120130 140150160170 180190200
Abundance #13929: 6-Tridecanol
efa 83
4 2420 24.40 2460 24.80 25.00
5000 o m/z 56.10 19.73%
18
miz—> 10 20 30 40 50 60 70 80 S0 100110120130 140150160170 180180200
Abundance #14365: 2-Ethylacrolein
55 24.20 24.40 24.60 24.80 25.00
84 m/z 100.10 19.19%
[ 3[9
15 ) ‘ i llnl .Hlll 6|9 ll
IIIIIIIIIIIIIIIAAIII‘I_FIIH llllllll‘ llI‘l!l Illllll llllllllllll l‘l1|1|lllll‘l’l“1|| ll II[II"I_I’T T T T 7T T 715 rr T T 177 llIllll
m/z—> 10 20 30 40 50 60 70 80 90 100110120130 140150160170 180190200 2420 2440 2460 24.80 25.00

Tue May 14 14:25:23 2002
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Data File

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\020509\10240.D
Acqg On 10 May 2002 3:25 am
Sample : sample
Misc :
MS Integration Params: rteint.e

Quant Method
Title
‘Library

Vial: 18
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

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

I R R R R R R R E XA R R XX EE XXX R EEXELESELEIEEE RS R R R RS SRR AR RS ESEREEEEREES]

Peak Number 4 3,5-Ethanoquinolin-10-0l, d... Concentration Rank 5
R.T EstConc Area Relative to ISTD R.T

‘31.09  0.30 ug/l 44332 Phenanthrene-d10 31.72
Hit# of 5 Tentative ID MW MolForm CASH Qual

"1 3,5-Btbhnoquinolin-10-ol, decahy... 209 C13H23NO 021041-43-0 59

2 4-Hydrbxy-3,5-dimethylcinnamic acid 192 C11H1203
192 C15H12
192 C8H4N2S2

3 Anthréacene,
4 BitoBcanate

2

-methyl -

1000132-15-8 59
000613-12-7 53
004044 65-9 50

m/z 192. 100.00%

j\\ )
LI B o w2

3080 3100 3120 31.40

m/z 191. 20.63%

-

LZRLENLINE B R B

3080 3100 31.20 3140

m/z 96.10 14.73%

.

>||v||| TTT

3080 3100 3120 3140

lAbundance /7 Scan 4768 (31.094 min): 10240.D (-4757) (-)
1
5000
4 70 118 140 , 346
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81097: 3,5-Ethanoquinclin-10-ol, decahydro-1,7-dimethyl-,...
192
5000 208
44 166 “
28 150
el W'MWJmﬂ.%%q”h““q”wv”q”““”w”npuwn”p”qn”
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81030: 4-Hydroxy-3,5-dimethylcinnamic acid
192
1
5000
175
63 89
4 | 117 145
al i b ' M
Ir‘rr]llllllllllll]lll LIk Illlllllf]TIT]‘[lllllll ‘lllll lI[lll']llIITI'TT‘IIIIIIIIIII'!IIT
mfz-—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81034: Anthracene, 2-methyl-
14
5000
82 165
18 39 63 8 115 139
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

m/z 193. 14.51%

|

rr1r|1:1;n(||||||

3080 31.00 31.20 31.40

m/z 94.10 11.19%

LANLANL N S BB N L N B L B NI B

30.80 3100 31.20 31.40

10240.D SCAN020507.M

NYC-WTC_000024399

Tue May 14 14:25:25 2002
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: Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020509\10240.D Vial: 18

Acg On : 10 May 2002 3:25 am 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 Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist9s.1
hkhkkhkhkhkdkdhdhhhkhkhkhkhkhkhkhkhhkkkkhkhkkkhhkkhkhkhkkhkkhkhkkhhhhhhkhkhkhkhkhkhkhhhkhkkkdhhkhidhkkkdhdhihikxk
Peak Number 5 Phenanthrene-di10 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
31.96 0.38 ug/1 56133 Phenanthrene-di10 31.72
Hit# of & Tentative ID MW MolForm CAS#H# Qual
v ] P};.e’nanthrene—dlo 188 C14D10 001517-22-2 64
=2 AnthrAcene-dl0- 188 C14D10 001719-06-8 45
3 1,2-Bis(2-hydroxyphenyl)ethylene... 376 C24H28N202 1000187-13-2 38
4 1,4/Naphthalenedione, 2-hydroxy-... 188 C11H803 000483-55-6 32
Abundanpé Scan 4916 (31.964 min): 10240.D (-4905) (-) m/z 188.15 100.00%
188
5000 A
94
160 llllllllTl‘ T llll
‘rmﬂﬂTﬁ'rl-I—rHTrrﬁﬂTrrrrrrrrrrrrrrrrhT]’rﬁT‘[Tr m Z 94 15 26.74%
mfz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #79827: Phenanthrene-d10
1
5000 RN L SN0 N S A S L L A LB B
31.60 31.80 32.00 32.20
m/z 80.00 22.27%
80 160
30 52 00 132
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #79826: Anthracene-d10-

L L S S S N B L B N S | T T

3160 31.80 3200 3220
m/z 184.10 19.62%

m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 /\
Abundance #79831: 1,2-Bis(2-hydroxyphenyl)ethylenediamine, N,N*-bis(... R L T e S
188 31.60 31.80 3200 3220

m/z 189.20 19.60%

5000
41
77 9% 424 145 171
, g@gm Mhli bbb i 210 238255 203 377

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

10240.D SCAN0O20507.M Tue May 14 14:25:27 2002 Page 7
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2 Tentatively Identified Compound (LSC) summary

Operator ID: Nefliu Date Acquired: 10 May 2002 3:25 am
Data File: C:\MSDCHEM\1\DATA\020509\10240.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
- 1= 4~ . . 5.02 0.5 ug/l 52160 1 11.38 4115970 40.0
— 2-Pentanone, 4-hy... 6.15 13.1 ug/l1 1344430 1 11.38 4115970 40.0
1,6-D¥oxacyclodod... 24.61 0.5 ug/1 62200 3 24.46 5399990 40.0
3,57/8thanoquinoli... 31.09 0.3 ug/1 44332 4 31.72 5833000 40.0
31.96 0.4 ug/l 56133 4 31.72 5833000 40.0
Hutlihasese 419 :
10240.D SCANO020507.M Tue May 14 14:25:27 2002 Page 8
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