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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 05/28/2002 Time: 11:57:37

Sample: AE11303

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

Started: 5/28/02 11:57 Ended: 5/28/02 11:57 Analyst: DLV
Page: 1

Other unknown compounds . /
{Surr_2,4-DDD 86 10.0
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Comments for Sample AE11303 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-28-2002 Time: 11:57:53

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\020516\11303.D Vial: 14
Acg On : 16 May 2002 10:12 pm Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: rteint.e
Quant Time: May 17 13:08:30 2002 Quant Results File: SCAN020507.RE
Quant Method : C:\MSDCHEM\1\METHODS\SCANQ20507.M (RTE Integrator)
Title : Method 508 GC/MS Scan
Last Update : Thu May 16 14:49:15 2002
Response via : Initial Calibration

DataAcg Meth : 508SCAN1

Internal Standards R.T. QIon Response Conc Units Dev (Min)
1) 1,4-Dichlorcbenzene-d4 11.38 152 313666 40.00 ug/1 -0.01
10) Naphthalene-ds8 16.53 136 1169307 40.00 ug/1 -0.04
17) Acenaphthene-dl0 24.46 164 624330 40.00 ug/1 -0.02
30) Phenanthrene-dio 31.72 188 1066480 40.00 ug/l -0.02
38) Chrysene-dl2 39.93 240 838490 40.00 ug/1 ~-0.05
44) Perylene-dl2 43.15 264 489009 40.00 ug/1 ~-0.03
System Monitoring Compounds
27) TCMX 27.55 207 171789 34.45 ug/1 ~-0.02
Spiked Amount 40.000 Recovery = 86.13%
Target Compounds Qvalue
43) Bis(2-ethylhexyl)phthalate 40.52 149 35635 1.98 ug/l 86
(#) = qualifier out of range (m) = manual integration (+) = signals summed
11303.D SCAN020507.M Fri May 17 13:09:37 2002 Page 1
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Quantitation Report

Data File : C:\MSDCHEM\1\DATA\020516\11303.D Vial:
Acg On : 16 May 2002 10:12 pm Operator:
Sample : sample Inst

Misc : Multiplr:

MS Integration Params: rteint.e
Quant Time: May 17 13:09 2002

Quant Results File:

(QT Reviewed)

14
Nefliu
Instrumen
1.00

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

Title : Method 508 GC/MS Scan
Last Update Thu May 16 14:49:15 2002
Response via : Initial Calibration

SCAN020507.RES
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LSU Area Prercent Report

Data File C:\MSDCHEM\1\DATA\020516\11303.D Vial: 14

Acg On 16 May 2002 10:12 pm Operator: Nefliu
Sample sample Inst : Instrumen
Misc Multiplr: 1.00

MS Integration Params: rteint.e

Method
Title

Smoothing

Sampling

Start Thrs:

Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

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

ON
1
0.2
0

-
-

Peak separation: 5

Signal TIC
peak R.T. first max
# min scan scan
1 3.643 o1 96
2 6.152 510 523
3 11.375 1400 1412
4 16.534 2275 2290
5 24.460 3624 3639
6 27.551 4144 4165
7 31.082 4760 4766
8 31.717 4857 4874
9 31.958 4904 4915
10 39.931 6262 6272
11 40.518 6364 6372
12 43.151 6809 6820

11303.D SCAN020507.M
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last
scan

105

573
1436
2310
3656

4178
4776
48397
4923
6292

6387
6855

Sum

Fri May 17 13:09:43 2002

PK

TY
rVB4
rBV
rBV
rBvV
rBV

rBV2
rVB3
rBv2
rVB4
rBv2

rBV2
rBV

peak
height
12978
521068
836446
1049221
1012910

629268
5977
1027031
8208
1321157

51614
866775

Filtering: 5

Min Area:
Max Peaks:
Peak Location:

Ccorr.
area
22312
1159827
2156677
2692238
2801807

1785530
16677
3010842
23708
2534360

135560
1722260

of corrected areas:

0.5
100
TOP

18061798

% of

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\ 020516\
Nefliu

11303.D

16 May 2002 10:12 pm using AcgMethod 508SCAN1

Instrumen
sample

14

:SCAN020507.RES (RTE Integrator)
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Liprary searcn Compound Report

C:\MSDCHEM\ 1\DATA\020516\11303.D

Data File :

Acg On : 16 May 2002 10:12 pm
Sample : sample

Misc :

MS Integration Params: rteint.e

Quant Method :
Title :
Library

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

Multiplr:

Vial: 14
Operator: Nefliu
Inst : Instrumen
1.00

(RTE Integrator)

*********************************************************************

Peak Number 1 Acetonitrile, dichloro- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T
364 0.41 ug/l 22312 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1 Acetonitrile,

dichloro-

2 3,3-Dichloropropyne

109 C2HC1l2N
108 C3H2Cl2

003018-12-0 56
1000222-23-9 25

3 Allyl glercaptan 74 C3HES 000870-23-5'9
4 Thiirghe, methyl- 74 C3H6S 001072-43-1 7
Abundance Scan 96 (3.643 min): 11303.D (-91) (-) m/z 74.00 100.00%
74
5000 82
35 47
h|41 l][ 320 340 360 380 4.00
€ | —— m/z 82.00 45.30%
m/z—-> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 80 95 100105110115
Abundance #115342: Acetonitrile, dichloro-
74
35
5000 82 IlllllhllélllrthhlllAllfAllll
320 340 360 3.80 400
h 4l7 I l m/z 83.95 38.44%
RREZNRRRAS U2 .,....,:.Tfmp.r'rr.-. e H e e T e
miz—> 1520253035404550556065707580859095100105110115
Abundance #28312: 3,3-Dichloropropyne
.m
ITIIIII!II’IIIIIII!IIIIII
320 340 360 380 4.00
5000 m/z 76.00 31.52%
38
IT |
miz—> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 95100105110115
IAbundance #28161: Allyl mercaptan — e —
4 7 320 340 360 380 400
m/z 47.10 22 .65%
5000
47
27
2’ 33 Il Il s3 P 69 i,
[lllrllt]‘l"r[lllllllllllllll lllTlIlllll[llIIIIIIIIIIIIIIII IIIII'II’IIIIII'IIIIIIIIY‘I II[ x|l|r11r|—r1‘|—r lll llllllll Illlllllll
miz—> 16 20 25 30 35 40 45 50 55 60 65 70 75 80 90 95 100105110115 320 340 60 380 4.00
11303.D SCAN020507.M Fri May 17 13:09:44 2002 Page 3
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Llprary searcn tompouna Keport

Data File : C:\MSDCHEM\1\DATA\020516\11303.D Vial: 14

Acg On : 16 May 2002 10:12 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\nisto9s8.1l
dhkkhkkdhhbkhkhkhhkbhkhkhkhhkhhhkdhrdhhkhdhdhkhkhkhhkhkkhhhdhrdhdhkdhkhkidhhbhkhkhhkkhkkthodkhkhkhkhkhdkhk
Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
. 6.15 21.51 ug/1 1159830 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
«~"1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
2 2-Pentanone, 4-hydroxy-4-methyl- 116 Ce6H1202 000123-42-2 56
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
4 Afetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25
Abundahce Scan 523 (6.152 min): 11303.D (-510) (-) m/z 43.10 100.00%
43
1o 580 600 620 640
811,48 83, || 69 8 L m/z  59.10 49.409%

T T T [P P T r [T T T [Tt [t T T[T

T T T , T T 177 I T 17T ‘r_rl T | A4
m/z-—-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #109755: %—Pentanone. 4-hydroxy-4-methyl-
4
5000 59

580 6.00 620 6.40
m/z 58.10 20.09%

15 34 ” 101
I 261' } 3§ L1y 53 b 8.3 } l
T l LI L I LENLENE B 3 'rl T ] LR L I LR T I T 1T rT I"! T 1T l LU ) | T T l T T T_'_r
m/z--> 10 20 30 40 50 60 70 80 20 100 1
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl-
43 :

580 600 620 640

-
o

5000 59 m/z 101.10 16.27%
31 . 101
..,....r..2§=',’1..3§,'='r..,1.+.,....r,.,.,§'3.'..,gq,r,l,...,'
mjz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl- T R T
43 580 600 620 640
m/z 41.10 7.79%
5000
59
101
27 32 38| 48 53 H 677277 83 91 95 |
ll,lIITIYIIIIIIIIIITIIIIY_I_IITlll_l_rllIIIT_[lIllll[lll1_|_1—
m/z—> 10 20 30 40 50 60 70 80 o0 100 110 580 600 620 640
11303.D SCANQ020507.M Fri May 17 13:09:44 2002 Page 4
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020516\11303.D Vial: 14

Acg On : 16 May 2002 10:12 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
khkdhkhkdhhkhkhkhkhkdkhhkhkhkhkhkhhkhkhhhkkkhhkhkkhkhkkkkhkhhkkhkhkkkkhkhdkhkhkhkhkhkrkhkhkhkhkhdhkkktdkhkhkdhdikdhkx
Peak Number 3 Anthracene, tetradecahydro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
31.08 0.22 ug/1l 16677 Phenanthrene-d1l0 31.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracenge, tetradecahydro- 192 Cl4H24 006596-35-6 53
2 Anthracefe, tetradecahydro-, (4a... 192 Cl4H24 001755-19-7 50
3 2,4-Dianiino-6- (hydroxymethyl)pte... 192 C7H8N6O 000945-24-4 33
4 Thiophehe, 2-[2-(3-thienyl)ethen... 192 C10H8S2 116854-09-2 28
Abundance / Scan 4766 (31.082 min): 11303.D (-4760) () . m/z 192.10 100.00%
192
5000
146 3080 31.00 3120 3140
49 66 86 108 : : : - 5
..‘,,m[....,..,,-,....,.,s.l,.,,rm-.,.!J..mw.,“..,....,r,.L,....,.,..rﬁ..,.....ll!..,,. m/z 146.10 20.179
m/z—> 20 30 40 50 60 70.80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #80931: Anthracene, tetradecahydro-
135 192
67
81 95
sm 41 55 121 T(golslol T LB TTrTrT TIrrr
150 31.00 3120 3140
110 m/z 96.30 19.70%
29 B 18 47
AL SARAN AR LA UALA] LAY LA CARAN WA
miz—> 20 30 4D 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #80932: Anthracene, tetradecahydro-, (4a.alpha.,8a.alpha.,..
192
135 lll"l|1111llllllr‘l_lll
30.80 31.00 31.20 31.40
5000 m/z 193.20 15.45%

miz—> 20 30 40 50 60 70 80 20 100 110 120 130 140 150 160 170 180 190 200

Abundance #125821: 2,4-Diamino-6-(hydroxymethyl)pteridine T e
192 30.80 31.00 31.20 31.40
163 z 194.10 13.91%

LANLE S0 LA A Lt L LN Y L S B

m/z—-> 20 30 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 30.80 31.00 31.20 31.40

11303.D SCAN020507.M Fri May 17 13:09:46 2002 Page 5
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Lipbrary Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020516\11303.D
Acg On : 16 May 2002 10:12 pm

Sample : sample

Misc :

MS Integration Params: rteint.e

Quant Method
Title
Library :

Method 508 GC/MS Scan
C:\DATABASE\nisto9s8.1

Vial: 14
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

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

khkkkhkkkhkkhkkhkhkkhkhkkhkhkkhhkkhkkhhkkhkkkdhkhkkhkhhkhkkkhkhhhkkhkhkdhkhkdkhkhkkhkhkhkdkkhkhkhkdkkx

Peak Number 4 Anthracene-dl0-

Conc

entration Rank 3
TD R.T
31.72
CAS# Qual

001719-06-8 72
001517-22-2 50

R.T. EstConc Area Relative to IS
31.96 0.31 ug/l 23708 Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm

< 1 Anthracene-dlo- 188 C14D10
2 Phénanthrene-dl0 188 C14D10
3 P ntacyclo[8.4.0.0(3,7).0(4,14).. 188 C14H20

. 188 C11H12N20

1000099-27-2 9

4 4f1-Pyrido[l,2-alpyrimidin-4-one, .. 057773-19-0 9
Abunddnce Scan 4915 (31.958 min): 11303.D (-4904) () 4 m/z 188.20 100.00%
188
5000
g A4 158
49 T | ” 170 | 31.60 31.80 32.00 3220
SR S SO 8 — ) Y RS ) S_— m/z 189.10 26.18%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79826: Anthracene-d10-
188
5000 30 NI e B o e i e S
31.60 31.80 32.00 3220
m/z 94.20 19.59%
66 o4 60
17 30 42 52 108118 132 146 170179
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #79827: Phenanthrene-d10
1
O 2 o o SRR
31.60 31.80 32.00 3220
5000 m/z 184.00 18.31%
108118 132
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79714: Pentacyclo]8.4.0.0(3,7).0(4,14).0(6,11)Jtetradecane A R
188 3160 31.80 3200 3220
z 80.10 13.14%
5000
7 17 145 159
67 06 131 173
07 4 85
miz—> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190 3160 3180 3200 3220
11303.D SCAN020507.M Fri May 17 13:09:48 2002 Page 6
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renctatlvely laentiried compound (LSC) summary

Operator ID: Nefliu Date Acquired: 16 May 2002 10:12 pm
Data File: C:\MSDCHEM\1\DATA\020516\11303.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
Acetonitrile, dic... 3.64 0.4 ug/1 22312 1 11.38 2156680 40.0
- 2-Pentanone, 4-hy... 6.15 21.5 ug/l 1159830 1 11.38 2156680 40.0
Anthracene, tetra... 31.08 0.2 ug/1 16677 4 31.72 3010840 40.0
Anthracene-dl10- 31.96 0.3 ug/1l 23708 4 31.72 3010840 40.0
11303.D SCANO020507.M Fri May 17 13:09:48 2002 Page 7
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