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Other unknown compounds
Surr 2,4-DDD

Ended: 5/17/02 14:13 Analyst: DLV
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-Comments for Sample AE10136 - Analysis $GCMS

NYC-WTC_000046204

Westchester Dept, of Labs & Research
User: Vinci, David L
Date: 05-17-2002 Time: 14:14:00

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
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(QT Reviewed)Quantitation Report

InstrumenInst
Multiplr: 1.00

Internal Standards

27.54 207 -0.04
Spiked Amount 10.000

40.52 149 10425

Wed May 15 08:32:05 2002

NYC-WTC_000046205

-0.01
-0.04
-0.02
-0.02
-0.05
-0.02

40.00 ug/1
40.00 ug/1
40.00 ug/1
40.00 ug/1
40.00 ug/1
40.00 ug/1

152
136
164
188
240
264

463528
1737879
936953

1585121
1278100
789645

System Monitoring Compounds
2 7) TCMX

11.38
16.53
24.46
31.72
39.94
43.16

1) 1,4-Dichlorobenzene-d4
10) Naphthalene-d8
17) Acenaphthene-diO
30) Phenanthrene-diO
38) Chrysene-dl2
44) Perylene-dl2

Target Compounds
43) Bis(2-ethylhexyl)phthalate

73011
Recovery

= signals summed
Page 1

9.75 ug/1
= 97.50%

MS Integration Params: rteint.e
Quant Time: May 15 08:30:33 2002 Quant Results File: SCAN020507.RE

Vial: 22
Operator: Nefliu

(#) = qualifier out of range (m) = manual integration (+)

R.T. Qlon Response Cone Units Dev(Min)

10136.D SCAN020507 ,M

Qvalue
0.38 ug/1 97

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
DataAcq Meth : 508SCAN1

Data File : C:\MSDCHEM\1\DATA\020513\10136.D
Acq On : 14 May 2002 9:21 am
Sample : sample
Mise :



Quantitation Report (QT Reviewed)

: C:\MSDCHEM\1\DATA\020513\10136.D
9:21 am

InstrumenInst
Multiplr: 1.00

TIC: 10136.D
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Data File
Acq On
Sample
Mise

: 14 May 2002
: sample
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Response via : Initial Calibration
Abundance

. 0
d

Quant Results File: SCANO20507.RES

Vial: 22
Operator: Nefliu

0
Time->

1
1 ■ । ' 1 1 । '
44.00 46.00

MS Integration Params: rteint.e
Quant Time: May 15 8:31 2002

10136.D SCAN020507 .M

. 4W
f,%

i । ■ । । A| fl । 1 । । iii । । । । । r | । ri_ f' । । । ~r I! । i ।
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। | i i । fr i "r — * ' | । । ।' 3 | I 11 | T HI I i i i i | f r i i i । i i i i । i

4.00 6.00 8.00 10.00 12.00 14.00 16.00 18.00 20.00 22.00 24.00

Method : C:\MSDCHEM\l\METHQDS\SCAN020507.M (RTE Integrator)
Title : Method 508 GC/MS Scan
Last Update : Thu May 09 09:21:01 2002
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LSC Area Percent Report

: C:\MSDCHEM\1\DATA\020513\10136.D
9:21 am

Inst Instrumen
Multiplr: 1.00

Signal : TIC

4480889 100.00%

6367 6372 6381 rVB2 15509

11 43.156 61.61%2760477 11.129%

Sum of corrected areas: 24805137

Wed May 15 08:32:11 2002 Page 1

NYC-WTC_000046207

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

17.00%
0.75%

86.35%
0.75%

corr.
area

% of
total

761730
33679

1
2
3
4
5

3.071%
0.136%

18.064%
15.598%
0.135%

27.539
31.088
31.723
39.937
40.518

corr.
% max.

0.131%
5.441%

13.040%
16.223%
17.032%

6
7
8
9

10

Method
Title

17811
605006

1261116
1556018
1570110

5.089
6.152

11.375
16.534
24.460

Data File
Acq On
Sample
Mise

0.73%
30.12%
72.19%
89.80%
94.29%

: 14 May 2002
: sample

32614
1349711
3234542
4024037
4224820

3869041
33597

MS Integration Params: rteint.e

Vial: 22
Operator: Nefliu

6809 6821 6839 rBV 1419069

Smoothing : ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs : 0

Filtering: 5
Min Area: 0.7 % of largest Peak
Max Peaks: 100

Peak Location: TOP

10136.D SCAN020507.M

4147 4163 4185 rBV5 278731
4757 4767 4779 rBV3 11253
4856 4875 4897 rBV2 1537972
6262 6273 6292 rBV2 1960308

335 342 348 rBV2
512 523 563 rBV

1399 1412 1437 rBV
2275 2290 2308 rBV
3620 3639 3661 rBV

peak R.T. first max last PK peak
# min scan scan scan TY height

If leading or trailing edge < 100 prefer < Baseline drop else tangent
Peak separation: 5
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Integrated ChromatogramLSC Report

9:21 am using AcqMethod 508SCAN1

Abundance TIC: 10136.D

16.53
1500000

11.38

A1000000

500000

l

24.46 31.72
1500000

1000000

500000

27.54

TT

1500000 43.16

1000000

500000

O-r

SCAN020507.M Wed May 15 08:32:14 2002 Page 2

NYC-WTC_000046208

File
Operator
Acquired
Instrument
Sample Name
Mise Info
Vial Number
Quant File

C:\MSDCHEM\l\DATA\020513\10136.D
Nefliu

22
SCAN020507.RES (RTE Integrator)

14 May 2002
Instrumen

sample

Time->
10136.D

01
Time->
Abundance

y

Time—> 18.00 19.00 20.00 21.00 22.00
Abundance

15.0!
’ i 1 ■ 1 Ar1
4.00 5.00

..............H.........................................)........................................31.09
23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00

TIC: 10136.D
39.94

33.00 34.00 35.00 36.00 37.00 38.00 39.00
JI 40.52 .

40.00 41.00 42.00 43.00 44.00 45.00 46.00

14.00 15.00 16.00 17.006.00 7.00 8.00 9 00 10.00 11.00 12.00 13.00
TIC: 10136.D
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Library Search Compound Report

: C:\MSDCHEM\1\DATA\020513\10136.D
9:21 am

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

Relative to ISTDArea R.T.EstConcR.T.

0.40 ug/1 1,4-Dichlorobenzene-d432614 11.385.09

Tentative ID CAS# Qual

m/z 128.90 100.00%

5000
48

81 93

127

5000

100

5000

83
110

51
17—H4 —H + T‘

5000

80
TPmmm

m/z->

Wed May 15 08:32:16 2002 Page 3

NYC-WTC_000046209

127 C6H6C1N
127 C5H5NOS
127 C4H5N3O2
127 C4H5N3O2

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

000095-51-2 22
1000134-19-4 14
054210-32-1 9
031163-85-6 9

: 14 May 2002
: sample

Title
Library

Data File
Acq On
Sample
Mise

22
Nefliu
Instrumen
1.00

m/z—>
Abundance

Vial:
Operator:
Inst :
Multiplr:

m/z~>
Abundance

TTTT
10

60 70 80 90 100 110 120 130 140 150 160 170

1 o-Chloroaniline
2 Pyridine-2 -thiol -1 -oxide
3 1-Methyl/3-nitropyrazole
4 5-Methyl-1 -nitropyrazole

Abundance * Scan 342 (5.089 min): 10136.D (-335) (-)
129

110
'' i'' ‘11'

66
TT

MS Integration Params: rteint.e

95
TT

#57599: Pyridine-2-thiol-1-oxide
127

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
#57462: 1-Methyl-3-nitropyrazole

127

I I I I I I I I I I I I I 1 I I I I I 1 I 1 I I r I I

an 69
+-+H44——

4.80 5.00 5.20 5.40
m/z 49.00 19.15%

"AWMHy/tayhay

36
TPTTTTTTTTT

MW MolForm

life
■ i i | r > i i | ii i I | i i i i । i iii-

4.80 5.00 5.20 5.40
m/z 48.00 34.50%

10136.D SCAN020507.M

118
■ ■i । 11 ■

4.80 5.00 5.20 5.40

n/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #57726: o-Chloroaniline

Concentration Rank 2

—

Peak Number 1 o-Chloroaniline

173
111' ‘ I " " I' “ 11'11'I'11‘11

1111'1' I'11 TFTH |
10 20 30 40 50

65 92
..III. 73 84 ,|■i rrHr’t’ । । 11 n-|Ti । । ।

60 70 80 90 100 110 120 130 140 150 160 170

i111 ■ i

97
| 111

11•" ■ । ।■i■■■•।

Hit# of 5

42 52

.. , W... ,। 1 ‘ i . . . . i . . . . । ■ ■ . . Tvsrsm
4.80 5.00 5.20 5.40

m/z 127.00 81.92%

12 28 39 52
-----
10 20 30 40 50

39
28

4.80 5.00 5.20 5.40
m/z 130.90 20.76%

। ‘1111
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Library Search Compound Report

: C:\MSDCHEM\1\DATA\020513\10136.D
9:21 am

Inst Instrumen
Multiplr: 1.00

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

Relative to ISTDR.T. EstConc Area R.T.

16.69 ug/1 1,4-Dichlorobenzene-d46.15 1349710 11.38

Tentative ID CAS# Qual

m/ z

59
5000

5000

59

5000 59

5000 59

m/z->

Wed May 15 08:32:17 2002 Page 4

NYC-WTC_000046210

116 C6H1202
116 C6H1202
116 C6H1202
74 C4H10O

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

Title
Library

: 14 May 2002
: sample

Data File
Acq On
Sample
Mise

m/z-->
Abundance

m/z->
Abundance

+48,53,
50

/z—>
Abundance

#109755: 2-Pentanone, 4-hydroxy-4-methyl-
43

#109756: 2-Pentanone, 4-hydroxy-4-methyl-
43

#5851:2-Pentanone, 4-hydroxy-4-methyl-
43

4-hydroxy-4-methyl-
4-hydroxy-4-methyl-
4-hydroxy-4-methyl-
2-methyl-

Scan 523 (6.152 min): 10136.D (-512) (-)
43

MS Integration Params: rteint.e

Vial: 22
Operator: Nefliu

......... ‘I
50

MW MolForm

000123-42-2 64
000123-42-2 59
000123-42-2 38
000075-65-0 25
43.10 100.00%

10136.D SCAN020507.M

Hit# of 5

1 2-Pentanone,
2 2 -Pentanone ,
3 2-Pentanone,
4 2-Propanol,

Abundance/

. ....  129,31.38,1
10 20 30 40

............................ .
10 20 30 40

53 ,i-i i । " ।■ I

50

53 .i ■ । । 111’
50

5 80 6.00 6.20 6.40
m/ z 41.10 7.89%

। i [ । । । i l । 1 । । । । i | i r i i TT

580 6.00 6.20 6.40______
m/z 58.10 18.70%

580 6.00 6.20 6.40______
m/z 59.10 53.32%

62 — 10183 93 ।

60 70 80 90 100 110

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

. 10167 72 77 83 91 96, |
। l > ■ - • । ■ i ■ ■ ■ > i • > > । ■ I' ■ । 1 < I >
60 70 80 90 100 110

15 31.............  26,1 , 38 ,■ i । । n i । n r r j 1 । i r11
10 20 30 40

TTTTTTTT
5.80 6.00 6.20 6.40

L
■1 '‘l 1 1 1 1 I ■ ' 1 ' IOO-FTTT"n

580 6.00 6.20 6.40______
m/z 101.10 17.72%

101
83 , IIuumBmTTTTT

60 70 80 90 100 110

101
. 64 69 83 |

onknn 1 । 1 1 • n_| ■ 1 r i ' * ' 1 । 1 1 1 1 i 1
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Library Search Compound Report

: C:\MSDCHEM\1\DATA\020513\10136.D
9:21 am

Relative to ISTDEstConcR.T. Area R.T.

0.30 ug/1 Phenanthrene-dl031.09 33679 31.72

Tentative ID CAS# Qual

l 4-Hydroxy-3,5-dimethylcinnamic acid 192 C11H1203

2-methyl-

5000

m/z 190.90 21.90%

5000

175 21.53%89

TT

#125848: Anthracene 9-methyl-
192

17.35%5000

m/z->
Abundance

30.80 31.00 31.20 31.40
12.75%

174
5000

41

TTT
30.80 31.00 31.20 31.40

10136 .D Wed May 15 08:32:18 2002SCAN020507.M Page 5

NYC-WTC_000046211

: 14 May 2002
: sample

Data File
Acq On
Sample

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

Quant Method
Title
Library

22
Nefliu
Instrumen
1.00

Vial:
Operator:
Inst :
Multiplr:

192 C15H12
1, . . . 317 C18H23NO4

192 C15H12
Scan 4767 (31.088 min): 10136.D (-4757) (-)

192

4 Anthracene,
abundance 7

■ । ■ ■ ■ ■ । ■ ■ ■ ■ । ■ ■ ■ - । । । 1 ■ । ■ 17 । । ' । । । । ।

Mise :
MS Integration Params: rteint.e

80 100 120 140 160 180 200 220 240 260 280 300 320
#80977: 5-lsoindolinecarboxylic acid, 1 3-dioxo-, nonyl ester

192

317
Ti 1

J

1 1 I I 1 1 1 1 1 1

30.80 31.00 31.20 31.40

30.80 31.00 31.20 31.40

2 Anthracene, 9-methyl-
3 5-Isoindolinecarboxylic acid,

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

14 /B

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
#81030: 4-Hydroxy-3,5-dimethylcinnamic acid

192

232247
' i ■ ■ ' 1 i 111 1''1 11

96 21 82 j 115 139 165
। 14 "+t r— । rr । । । । । '| । ।-I । "hi । i । 1"

MW MolForm

1000132-15-8 42
000779-02-2 40
033975-34-7 36
000613-12-7 36

m/z 192.10 100.00%

m/ z 84.10

1o3ll7

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

Peak Number 3 4-Hydroxy-3,5-dimethylcinna... Concentration Rank 3

39 63
IWPOmPTg’mv

20 40 60

m/z 193.10

55
1 70 103

84

145
. ||, 161 ,

Ir I 111 1 1 1 1141'1

Hit# of 5

m/z 96.10

126
1471.... 1 .

1 1 1 ’ ' ' I 1 ' ' ' I 1 ' ‘ I I '
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

rr" 1 i

-

30.80 31.00 31.20 31.40

63
45 |
Lil ll|ll l, .. I h.

9636 51 66,82 1 ....131 ......... ,

I_____________11TT
n/z-> 20
Abundance

m/z-> 20
Abundance
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Tentatively Identified Compound (LSC) summary

--Internal Standard--
#TIC Top Hit name RT

Wed May 15 08:32:18 2002 Page 6

NYC-WTC_000046212

0.4 ug/1
16.7 ug/1
0.3 ug/1

40.0
40.0
40.0

11.38 3234540
11.38 3234540
31.72 4480890

1
1
4

5.09
6.15

31.09

32614
1349710

33679

Data File: C:\MSDCHEM\1\DATA\020513\10136.D
Name: sample
Mise:
Method: C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)
Title: Method 508 GC/MS Scan
Library Searched: C:\DATABASE\nist98.1

• Operator ID: Nefliu

RT EstConc Units Response

10136.D SCAN020507.M

Resp Cone

o-Chloroaniline
— 2-Pentanone, 4-hy...

4 - Hydroxy -3,5- dim-. . .

Date Acquired: 14 May 2002 9:21 am


