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Other unknown compounds
Surr 2,4-DDD

*

ser: Vinci, David L
Westchester Dept. of Labs & Research
Date: 03/04/2002 Time: 14:40:08

Sample: AE01508
Analysis: $GCMS GCMS Scan For Unknowns
Units: ug
Started: 3/4/02 14:39 Ended: 3/4/02 14:39 Analyst: DLV
Page: 1 /
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Comments for Sample AE01508 - Analysis $GCMS

NYC-WTC_000009987

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 22 of the 43 compounds in the LCS Standard were
above their acceptance ranges.

Westchester Dept, of Labs & Research
User: Vinci, David L
Date: 03-04-2002 Time: 14:40:12
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(Not Reviewed)Quantitation Report

: C:\MSDCHEM\1\5973N\02FEB21\01508.D
9:01 pm

Inst : Instrumen
Multiplr: 1.002002

Quant Results File: HP022102.RES

Internal Standards

27.72 235 0.00
Spiked Amount 5.000

(#) = qualifier out of range (m) = manual integration
Mon Feb 25 10:52:10 200201508.D HP022102.M Page 1

NYC-WTC_000009988

152
136
164
188
240
264

163
165

1677049
7182534
3525830
5879028m
4283455
2838396

575017
448929

18.34
18.33

9.72
13.20
18.33
22.63
30.49
34.41

2.69 ug/L
9.09 ug/L

20.00 ug/L
20.00 ug/L
20.00 ug/L
20.00 ug/L
20.00 ug/L
20.00 ug/L

: 21 Feb 2002
: 508 scan fb
: February 21,

System Monitoring Compounds
37) 2,4-DDD

0.00
0.00
0.00

-0.01
-0.03
-0.04

Data File
Acq On
Sample
Mise

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

Target Compounds
20) Dimethylphthalate
21) 2,6-Dinitrotoluene

319363m
Recovery

Vial: 8
Operator:

4.08 ug/L
= 81.60%

MS Integration Params: SPLIT.P
Quant Time: Feb 25 10:49:05 2002

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

Qvalue
+ 57
# 27

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
Title : 508 scan method
Last Update : Mon Feb 25 10:47:59 2002
Response via : Initial Calibration
DataAcq Meth : HP020702
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(Not Reviewed)Quantitation Report

Data File : C:\MSDCHEM\1\5973N\02FEB21\01508.D
9:01 pm

: InstrumenInst
Multiplr: 1.002002

Quant Results File: HP022102.R

Abundance TIC:01508.D

8000000

7500000-

7000000

6500000 4

6000000

5500000

5000000

4500000

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

Mon Feb 25 10:52:10 2002 Page 2

NYC-WTC_000009989

MS Integration Params: SPLIT.P
Quant Time: Feb 25 10:51 2002

: 21 Feb 2002
: 508 scan fb
: February 21,

Acq On
Sample
Mise

of

8
2
2

I
5

$

1
o

§
£
1n

Vial: 8
Operator:

o

lI
6

co
O

§
of

4.00 6.00 8.00 10.00 12.00 14.00 16.00 18.00 20.00 22.00 24.00 26.00 28.00 30.00 32.00 34.00 36.00 38.00
0-

Time—>

01508.D HP022102.M

Method : C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title : 508 scan method
Last Update : Mon Feb 25 10:47:59 2002
Response via : Initial Calibration 

MH i ■f ■------------------



NYC 9/11 Public Portal Document

LSC Area Percent Report

. Data File : C:\MSDCHEM\1\5973N\02FEB21\01508.D
9:01 pm

Inst : Instrumen
: February 21, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Signal : TIC

14697142 100.00%1701 1706 1711 rBV2 6472375

Sum of corrected areas: 77245144

Mon Feb 25 10:54:55 2002 Page 1

NYC-WTC_000009990

: C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
: 508 scan method

corr.
area

corr.
% max.

: 21 Feb 2002
: 508 scan fb

870
886

39293
19251
12021
19595
13456

63342
38962
28922
49534
32918

Method
Title

13.195
13.376
18.332
22.283
22.633

3.622
3.927
4.808
4.920
5.022

1319 1325 1331 rBV
1671 1675 1683 rVB

0.050%
2.063%
16.720%
0.044%

12.697%

0.082%
0.050%
0.037%
0.064%
0.043%

5.135
5.948
6.049
9.718
9.888

153
223
235
557
575

865
883

0.26%
10.85%
87.88%
0.23%

66.73%

0.43%
0.27%
0.20%
0.34%
0.22%

0.060%
0.229%
0.493%

12.008%
0.045%

875 rBV
891 rVB

% of
total

24.857
27.724
30.490
31.099
34.407

19
45

123
133
143

22
49

127
137
146

167 rBV
235 rBV
263 rW
567 rBV
587 rVB3

156
228
237
562
577

92.17%
0.19%

97.77%
0.58%

17.538%
0.036%

18.603%
0.111%

19.027%

6
7
8
9

10

1
2
3
4
5

31 rVB
55 rW

133 rBV
143 rW
153 rVB2

Acq On
Sample
Mise

0.32%
1.21%
2.59%
63.11%
0.23%

11
12
13
14
15

16
17
18
19
20

46557
177120
381196

9275286
34398

7057572
13110

6810952
39608

38677
1593916

12915139
33793

9808126

15481
61591

104676
4636981

9448

13546993
27965

14369547
85611

Vial: 8
Operator:

Filtering: 5
Min Area: 100 Area counts
Max Peaks: 2 0

Peak Location: TOP

01508.D HP022102.M

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

1897 1903 1909 rBV 14811
2153 2157 2163 rBV 901588
2397 2402 2447 rBV2 5207260
2453 2456 2463 rVB 14366
2743 2749 2785 rBV 3361545

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

Smoothing : OFF
Sampling : 2
Start Thrs: 0.2
Stop Thrs : 0
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LSC Report - Integrated Chromatogram

: C: \MSDCHEM\1\5973N\02FEB21\01508.D

9:01 pm using AcqMethod HP020702: 21 Feb 2002
InstrumenInstrument :

TIC: 01508.DA9808888 13.20

6000000

5000000 9.72

4000000

3000000

2000000-

1000000

18.33 22.63

6000000

5000000

4000000

3000000

2000000

27.1000000

6000000-
30.49

5000000

4000000
34.41

3000000

/2000000

1000000-

V 31.10
IT I ' ''0 TTTT

28.00
Mon Feb 25 10:54:56 2002HP022102.M

NYC-WTC_000009991

File
Operator
Acquired

39.00
Page 2

Time->
01508.D

■ I 1
7.00 8.00

0+
Time->
Abundance

7000000]

ot
Time->

A988888.

Jll
3.63.93 4480323 56285-I-T

4.00 5.00 6.00

29.00 30.00 31.00 32.00

—..................... 24.86..............................
23.00 24.00 25.00 26.00 27.00

33.00 34.00 35.00 36.00 37.00 38.00

Sample Name: 508 scan fb
Mise Info : February 21, 2002
Vial Number: 8
Quant File :HP022102.RES (RTE Integrator)

22.28
16.00 ' ' 17.00 ' 18.00 ' 19.00 20.00 ' 21.00 22.00

TIC: 01508.D

_ ,9.89.............................13.38
9.00 10.00 11.00 12.00 13.00 14.00 15.00
TIC: 01508.D
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Library Search Compound Report

: C:\MSDCHEM\l\5973N\02FEB21\01508.D
9:01 pm

: InstrumenInst
Multiplr: 1.00: February 21, 2002

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Relative to ISTD R.T.EstConc AreaR.T.

0.14 ug/L 1,4-Dichlorobenzene-d4 9.72633423.62

CAS# QualTentative ID

m/zScan 22 (3.622 min): 01508.D (-)
43 74

5000-
59 87

#9228: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
7443

5000
8759

#9227: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
7443

5000
59 87

1r

—A#9226: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74

5000
59 872715

+

Mon Feb 25 10:54:56 2002 Page 301508.D HP022102.M

NYC-WTC_000009992

methyl ester (CAS... 102 C5H10O2
methyl ester (CAS... 102 C5H10O2
methyl ester
methyl ester

: 21 Feb 2002
: 508 scan fb

Title
Library

. Data File
Acq On
Sample
Mise

: 508 scan method
: C:\DATABASE\WILEY7N.L

1 Butanoic acid,
2 Butanoic acid,
3 Butanoic acid,
4 Butanoic acid,

Abundance

(CAS... 102 C5H10O2
102 C5H10O2

miz->
Abundance

Vial: 8
Operator:

—AAAMA

000623-42-7 83
000623-42-7 83
000623-42-7 78
000623-42-7 74
43.10 100.00%

MW MolForm

miz-> 10
Abundance

102
• ■ । i ■ ■ • i

100 110miz-> 10
Abundance

R
3.50 3.60 3.70 3.80 3.90 4.00

I" " I"111' ’ " 1'1" I

O-II/I/I/Ii ■

*********************************************************************
Peak Number 1 Butanoic acid, methyl ester... Concentration Rank 3

Hit# of 5

--——m—TTT
80 90 100 110

TI
70

0-
miz->

20 30 40

20 30 40

10 20 30 40

. > j • • > • | • i l
50 60 70

■ . I ■ ■ -‘i । ■ .
80 90

1 1 I ' 1 1 1 I'
80 9050 60

102
■ ■ I'1 ■ ■ ■ i

100 110

102
■ ■ i ■ ■■ ■ i • ■ • ■ r1 * ■ ■ i

80 90 100 110

I 33 |TTIImmmm—n
10 20 30 40

0 ' ' । 1 ' 1 ‘ i 1 1 1 ‘ t ■ ■ 1 ■ i t... I. J.....I,
1 ‘ • l 1 1 ■ ■ i ■ • • ■ i •

50 60 70

69—T
50 60 70

3.50 3.60 3.70 3.80 3.90 4.00
m/z 41.10 28.96%

3.50 3.60 3.70 3.80 3.90 4.00
m/z 74.00 82.37%

3.50 3.60 3.70 3.80 3.90 4.00
m/z 71.10 60.08%

3.50 3.60 3.70 3.80 3.90 4.00
m/z 59.00 24.04%
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB21\01508.D
9:01 pm

Inst : Instrumen
: February 21, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

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

0.08 ug/L 1,4-Dichlorobenzene-d43.93 38962 9.72

Tentative ID CAS# Qual

1,l-dimethoxy-2-methyl-... 118 C6H14O2
118 C6H1402

m/z
75

5000
87

5000 • 1 i ‘ 1 ■ ■ i ■ • i ' ■ ■ ■ i ‘ ‘ ‘ i87
5515 27 31 47

Hpn l-rp-n-rpT" ' ' I " " " I ‘ 1

T T

5000
87

31

' 1 I ' ■ ‘ ■ i ‘ ■ i
4.00

5000
87

47

0 —poy

Mon Feb 25 10:54:56 2002 Page 4

NYC-WTC_000009993

: 21 Feb 2002
: 508 scan fb

Acq On
Sample
Mise

Title
Library

: 508 scan method
: C:\DATABASE\WILEY7N.L

3 Propane,
4 Propane,

Abundance

4.20
16.10%

4.20
11.68%

Isurpur

+rTTTTTTTT

Vial: 8
Operator:

1,1-dimethoxy-2-methyl-
Scan 49 (3.927 min): 01508.D (-)

10 15 20253035404550 55 6065 70 75 80859095
#17847: ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1 1-Dimethoxyi...

75

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#17848: ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1 1-Dimethoxyi...

75

4.00

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#17844: Propane, 1,1-dimethoxy-2-methyl-$$ Isobutylaldehy...

75

3.803.60
m/z

i1 ■1 ■ i ■ ■ ■ ■ i ■ ■ ■ ■ i ■ ■1 ■ i1 ■111 ■ ■ ■ ‘ i

59TH

TIpHp
43,nayuilaa

3.60 3.80

31
-

1 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H14O2
2 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H14O2

55
59

55
59 71

"d11' >i'"i1"1

91508.D HP022102.M

55
59

-.4. ■ ‘ i i ■ ■»■ I ■. ■ »I... ■

47
431-H

Hit# of 5 MW MolForm

TIm—BBu—u—numr

47.00n

ob
niz-> 5
Abundance

*********************************************************************
Peak Number 2 ISOBUTYRALDEHYDE, DIMETHYLA... Concentration Rank 7

■ ।11 ■ • 1 ■ ■1 ■ 11111111 ■11
3.60 3.80 4.00 4.20iz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

ob
miz-> 5
Abundance

71H

m/z41.10

I “ “ I “ * ’ i “' • I ‘ •1 * I ’'" I

71
111" “ 11"'

3.60 3.80 4.00 4.20
m/z 55.10 23.07%

_ A1 ■ i ■ ■'■1111111 1 1 1 1 1 ' 11 r
3.60 3.80 4.00 4.20

m/z 87.10 32.68%
41 47l

ob
miz-> 5
Abundance

000000-00-0 83
000000-00-0 64
041632-89-7 64
041632-89-7 64
75.10 100.00%

84
mmmp
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Library Search Compound Report

: C:\MSDCHEM\l\5973N\02FEB21\01508.D
9:01 pm

Inst : Instrumen
Multiplr: 1.00: February 21, 2002

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

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

0.06 ug/L 1,4-Dichlorobenzene-d4 9.724.81 28922

Tentative ID CAS# Qual

43

715000
100

51 4.60
57.000 ■■i■■■■i■■ “ i ■' ■ ■ i “ • ■ i I’ ■ ■ i ■• ••i■ ■ • ■ i ■ ■ i •' ‘' i

5743

71
5000

100

0

5743
i • ■ ■ ■ i ■ ' 1 1 1 ■ 1 I ■ 1

71
m/z 100.10 31.60%5000

100

+ppt

57 27.70%23
715000

100

0 •. i >1 • ■ i •/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105

Mon Feb 25 10:54:56 200201508.D HP022102.M Page 5

NYC-WTC_000009994

(CAS)
(CAS)
(CAS)
(CAS)

: 21 Feb 2002
: 508 scan fb

Title
Library

4.40
m/z

Data File
Acq On
Sample
Mise

: 508 scan method
: C:\DATABASE\WILEY7N.L

1 3-Hexanone
2 3-Hexanone
3 3-Hexanone
4 3-Hexanone

Abundance

*

W—aa

Vial: 8
Operator:

AA MA.,

P

4.80

4.40
m/z

4.60

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
#8256:3-Hexanone (CAS) $$ Hexan-3-one $$ Ethyl propyl ket...

43

tpr

—mp

1114
5.00 5.20

89.80%

$$ Hexan-3-one ... 100 C6H120
$$ Hexan-3-one ... 100 C6H120
$$ Hexan-3-one ... 100 C6H120
$$ Hexan-3-one ... 100 C6H120

Scan 127 (4.808 min): 01508.D (-)
57

t

4.40 4.60 4.80 5.00 5.20

84■ ■ i • • i “ ■' i" i •' ■ ■ i' ‘ ■

4.40 4.60 4.80 5.00 5.20

MW MolForm

4.80 5.00 5.20

''11 ■'111

85thpmmmmmp

*********************************************************************
Peak Number 3 3-Hexanone (CAS) $$ Hexan-3... Concentration Rank 10

HWOf
niz->
Abundance

85—mmmmmmppm

Hit# of 5

miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #8262:3-Hexanone (CAS) $$ Hexan-3-one $$ Ethyl propyl ket...

000589-38-8 72
000589-38-8 72
000589-38-8 50
000589-38-8 50

m/z 43.10 100.00%

miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #8263:3-Hexanone (CAS) $$ Hexan-3-one $$ Ethyl propyl ket...

TTTTTTTTTTTH

4.40 4.60 4.80 5.00 5.20
m/z 71.00 48.71%

,......85.......ITI—sduyuudatenvyraazyeuan

41.10
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02FEB21\01508.D
9:01 pm

Inst : Instrumen
Multiplr: 1.002002

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

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

Relative to ISTDEstConc Area R.T.R.T.

0.11 ug/L 1,4-Dichlorobenzene-d4 9.72495344.92

CAS# QualTentative ID

m/zAbundance

58

5000

0 • i■ ■ ■ ■ ।■ i • ■ • ■ i ■ • i

43

5000 58

29

0 '"I""!11'

43

585000

27 85
O ■ i'■ ■ ■ i ■" ■

Td

58

5000 N100 A
27 85

20253035404550556065 70 75 80 85 SO 95 100105

Mon Feb 25 10:54:56 200201508.D Page 6HP022102.M

NYC-WTC_000009995

100 C6H120
100 C6H120

1 2-Hexanone
2 2-Hexanone
3 2-Hexanone (CAS) $$ Hexan-2-one ... 100 C6H120
4 Oxirane, 2-methyl-2-(1-methyleth... 100 C6H120

: 21 Feb 2002
: 508 scan fb
: February 21,

Title
Library

MA./
4.60

: 508 scan method
: C:\DATABASE\WILEY7N.L

. Data File
Acq On
Sample
Mise

5.20
66.50%

Tpugtu

Vial: 8
Operator:

4.60

4.60
m/z

51+

TRTT

m

100mm

71mm

4.80 5.00
NV’ ‘ 1 * ‘ * 1 I

Scan 137 (4.920 min): 01508.D (-)
43

000591-78-6 90
000591-78-6 83
000591-78-6 83
072221-03-5 64
43.05 100.00%

mtz-> 202530 35 404550556065 70 75 80859095 100105
Abundance #8235:2-Hexanone

MW MolForm

n/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #8236:2-Hexanone

Concentration Rank 5

71 85 100
।jl... j . |.।।।. 11।।

■ I ‘ ‘ ' I ‘ • 1 I ' ‘ ‘ ‘ I

4.80 5.00 5.20

71 85 100
m/z 58.10

Peak Number 4 2-Hexanone

71

0
Tl/Z->

Hit# of 5

++

-44—

■ ■ ■ i ■ ■ ■ ■ i ■ ■ ■ ■ i ■ ■ ■ ■ i • ■ • ■ i
4.60 4.80 5.00 5.20

m/z 57.10 25.90%

4.60 4.80 5.00 5.20
m/z 71.00 13.71%

miz-> 20253035404550556065 70 7580859095 100 105
Abundance #8241:2-Hexanone (CAS) $$ Hexan-2-one $$ MBK $$ Methyl n-...

43

4.80 5.00 5.20 ' ' '
41.10 18.17%
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02FEB21\01508.D
9:01 pm

Inst : Instrumen
: February 21, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Relative to ISTDEstConcR.T. Area R.T.

0.07 ug/L 1,4-Dichlorobenzene-d45.02 32918 9.72

Tentative ID CAS# Qual

Abundance

735000 41

11’1001—009100010—3090933033331—1i “ “i “ " i “

5000 TT-r-r-r-r-p-r42

0 * 'i “ “ i “ “ i11 •11 ■ “ ■ i ■ “ 1 “ ‘' I “ “ I " " I ‘H “ I “ “ I “ “ I " ‘' 111' ‘ I'

315000 73

+0 inuapuadapulrrf“I "“I'

H AH ■ l.
5.20

22.99%
31

5000 73

41 TpH 44r-rrp-rrrp- ’’I
20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110

Mon Feb 25 10:54:57 2002 Page 7

NYC-WTC_000009996

: 21 Feb 2002
: 508 scan fb

Title
Library

: 508 scan method
: C:\DATABASE\WILEY7N.L

. Data File
Acq On
Sample
Mise

Vial: 8
Operator:

4.60
m/z

4.60
m/ z

5.40

Scan 146 (5.022 min): 01508.D (-)
59

51
TTTT

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110
#654: 1-Propanamine (CAS) $$ n-Propylamine $$ Propylamine...

59

49
alinn)

,A
5.40

5,20 5.40
39.88%

4.80 5.00
43.10

5.20 5.40
70.76%

100
,।।11ji 1111111 > 1111 > 11

4.60 4.80 5.00 5.20

102
.।....(....।.... ।.... 111111111.11. > 111

44
. ।. ।.... ।.. J | >. 111. >..

44
mipaspbljam

01508.D HP022102.M

“।““।““i“■ ■ i■ ■■ • i ■

MW MolForm

4.60 4.80 5.00
m/z 41.10

1 1-Propanamine (CAS) $$ n-Propyla... 59 C3H9N
2 3-Hexanol (CAS) $$ Hexan-3-ol $$. . . 102 C6H14O
3 3-Hexanol (CAS) $$ Hexan-3-ol $$... 102 C6H140
4 3-Hexanol (CAS) $$ Hexan-3-ol $$... 102 C6H140

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

Peak Number 5 1-Propanamine (CAS) $$ n-Pr... Concentration Rank 9

0, , A , A JI
4.60 4.80 ‘ 5.00
m/z 55.10

Hit# of 5

000107-10-8 9
000623-37-0 9
000623-37-0 9
000623-37-0 9

m/z 59.10 100.00%

niz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110
Abundance #9597:3-Hexanol (CAS) $$ Hexan-3-ol $$ C2H5CH(OH)C3H7 $$ ...

59

n/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110
Abundance #9600:3-Hexanol (CAS) $$ Hexan-3-ol $$ C2H5CH(OH)C3H7 $$ ...

50

4.80 5.00 5.20 5.40
73.00 45.82%

0+
niz->
Abundance

AMWA0
miz->
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Library Search Compound Report

: C:\MSDCHEM\l\5973N\02FEB21\01508.D
9:01 pm

Inst : Instrumen
Multiplr: 1.00: February 21, 2002

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Relative to ISTD R.T.R.T. EstConc Area

0.10 ug/L 1,4-Dichlorobenzene-d446557 9.725.13

Tentative ID CAS# Qual

1 2-Decanol (CAS) $$ 2-Hydroxydeca... 158 C10H22O

m/zScan 156 (5.135 min): 01508.D (-)
45

5000

A
69

0-
40

A5000

27 69
97 112

70 \#40801: 2-Nonanol
45

5000

6956

#78514: n-Hexyl lactate
45

5000

56 84

n/z->

Mon Feb 25 10:54:57 2002 Page 8

NYC-WTC_000009997

144 C9H20O
174 C9H18O3
102 C6H140

: 21 Feb 2002
: 508 scan fb

Title
Library

: 508 scan method
: C:\DATABASE\WILEY7N.L

, Data File
Acq On
Sample
Mise

140

140

2 2-Nonanol
3 n-Hexyl lactate
4 hexan-2-ol______

Abundance

"480
m/z

69
I

#58238: 2-Decanol (CAS) $$ 2-Hydroxydecane $$ Methyl-n-oct...
45

83
-
80

55
. , I III
1 * i ■ ‘ 1

50
4 87

■' ■ ■ i ■ ■ ‘ 1 i ■ ■ ■ • i • ■ • ■ i ■ ■ ■' i ' ■ ■' i 1 ‘

I 90 100 110 120 130 140

■ i • ■ 1,1 i ■ ■ ■ ■ i 1 ‘ ■ i ' ■ • ' i ■

90 100 110 120 130

_N
4.80

m/ z

01508.D HP022102.M

001120-06-5 9
000628-99-9 9
000000-00-0 9
000000-00-0 9
45.10 100.00%

Vial: 8
Operator:

miz-> 20 30
Abundance

■ ' 1 ' 11
50

57HL
50 60

• i ■ ■ ■ ■ i ■ ■ • ‘ i ■
60 70 80

■ i' ■ i ■ ■ ■ ■ i ■' ■ ■ i • ■ ■ ■ i ■ ■ ■ • i ■ ■ ■ ■ i ■ 1 ■ ■ i' ■ ■ ■ i ■ ■

60 70 80 90 100 110 120 130 140

MW MolForm

-PPP
50 60 70

27-H
20 30 40

*********************************************************************
Peak Number 6 2-Decanol (CAS) $$ 2-Hydrox... Concentration Rank 6

■ ।' ■1 f 1 ‘1 ■ । ■ ■ ‘' । ■ ‘ ■ ■ ।
4.80 5.00 .5.20 5.40

0 । । ■ ■ ■ ■ ।. ■ ■ ■ । I

20 30 40

Hit# of 5

■ • i ■ ■ ■ i ■ ■ ■ ■ i ■ ■ ■ ' ।
5.00 5.20 5.40
44.00 23.44%

w _
5.00 5.20 5.40
55.10 16.27%

4.80 5.00 5.20 5.40
m/z 41.10 17.29%

n A
0-

miz-> 20 30 40
Abundance

4.80 5.00 5.20 5.40 ‘ ‘
m/z 43.10 16.57%

84 98 111
■ i ■ i ■ ■i ■ ■ ■ ■ i ■ ■ ■ ■ i ■ ‘ ■ i ■ ■ ■ ■ i ■ ■
80 90 100 110 120 130 140

0-
miz->
Abundance



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02FEB21\01508.D
9:01 pm

Inst : Instrumen
: February 21, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

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

0.38 ug/L 1,4-Dichlorobenzene-d45.95 177120 9.72

Tentative ID CAS# Qual

m/zAbundance

5000

43

5000 TT——mprP
6.00

43 45.10
113 174

I*************************

5000

43

73

5000
5844

0-
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Mon Feb 25 10:54:57 2002 Page 9

NYC-WTC_000009998

: 21 Feb 2002
: 508 scan fb

Title
Library

: 508 scan method
: C:\DATABASE\WILEY7N.L

. Data File
Acq On
Sample
Mise

6.20
10.12%

Vial: 8
Operator:

miz->
Abundance

5.60
m/ z

■ ■ । —
5.80

10 20 30 40 50 60 70 80 90 1(X) 110 120 130 140 150 160 170 180
#78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester

73

Scan 228 (5.948 min): 01508.D (-)
73

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
#36138:3-(CYCLOHEX-3'-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...

73

• • i 1 ■ ■ ■ i 1

6.20
6.53%

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
#1794: N-Ethylformamide $$ N-Formylethylamine $$ Formamide...
30

, 87 113 1741—m1—001100010—011—0—0——m——mTn

27
■ ■ i ■■ ■ • i “ “ i • ■

15mpul.

01508.D HP022102.M

015745-87-6 33
000000-00-0 33
000627-45-2 9
000111-26-2 9
73.10 100.00%

1 3-(CYCLOHEX-3'-EN-YL)PROPANOL $$... 174 C8H14O4
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H14O4
3 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO
4 1-Hexanamine 101 C6H15N

87Hp

MW MolForm

55 HnP

TTTTTTTTTTTITTTWTTTLTTTTTWTTIWTTTITTTTT

27Tptr

*********************************************************************
Peak Number 7 3-(CYCLOHEX-3'-EN-YL)PROPAN... Concentration Rank 2

Hit# of 5

5.60 5.80 6.00
m/z 71.10

—
1 ■ i • 1 • ■ i ■ ■ ■ ■ i ■ ■ ■ • i ■ ■ ‘ 1 l 1

0-
miz—>
Abundance

0" 11111 j > 11: । >

55......■■

5.60 5.80 6.00 6.20
m/z 43.10 . 20.90%

55 ,Tp

MM....... ,
5.60 5.80 6.00 6.20 1,1

m/z 41.10 . 8.83%

■ ■ i ■ • ■ ■ । 1 ■ ■ ■ t ’ • 1 ■ i ■ ‘ 1 ■ i •

5.60 5.80 6.00 6.20

87 103
TneagnmmpTng

0-
miz->
Abundance



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02FEB21\01508.D
9:01 pm

Inst : Instrumen
Multiplr: 1.00: February 21, 2002

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\l..-\HP022102.M (RTE Integrator)

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

0.82 ug/L 1,4-Dichlorobenzene-d46.05 381196 9.72

CAS#Tentative ID Qual

4-hydroxy-4-methyl-... 116 C6H12O2
4-hydroxy-4-methyl- 116 C6H12O2

5000
59

TT1 ' i “7' ‘1‘+I‘’101
0-

5000 59

0

5000 59

10183
0

TT-J-r-r-r-r-j-r

5000 59

0
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110

Mon Feb 25 10:54:57 2002 Page 10

NYC-WTC_000009999

: 21 Feb 2002
: 508 scan fb

Data File
Acq On
Sample
Mise

Title
Library

: 508 scan method
: C:\DATABASE\WILEY7N.L

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

Abundance

ITMWppmp

nmTTH

31
mhH

HeTPTTT

83I ■ ■'11 ■ ■ • ■ i ■ • ■ ■ i ‘ ‘ ■ i ■ ■1 ■ i ■ ■1' i “

83
I ■ ■ “ i “ ■ ■ i ■ • “ i1 “ ■ i “111 “' ■ i ‘'

101
mH

—mH

01508.D HP022102.M

IPTHH

Vial: 8
Operator:

MW MolForm

6.00 6.20 6.40

83 (‘n |! lr I} i i.. 111, ■ ।. 111 ■ i■111 ■ i■। ■ i ■ >।■11 , । >111111..11n■।,

ip..

101
H 1.1 I . 11 11 ■ I > I .. I.

A-—
5.80

5.80 6.00 6.20 6.40
m/z 59.00 33.75%

5.80 6.00 6.20 6.40
m/z 41.10 6.32%

31
npmpTT

Hit# of 5

4-hydroxy-4-methyl-... 116 C6H12O2
4-hydroxy-4-methyl-... 116 C6H1202

Scan 237 (6.049 min): 01508.D (-)
43

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

Peak Number 8 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

-----------------------------------------------------------------
5.80 6.00 6.20 6.40

m/z 58.10 28.14%

000123-42-2 83
000123-42-2 78
000123-42-2 78
000123-42-2 72

m/z 43.10 100.00%

mlz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110
Abundance #16614:2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton...

43

/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 95 100 105110
Abundance #16610:2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton...

43

miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110
Abundance #16609:2-Pentanone, 4-hydroxy-4-methyl-

43
A

5.80 6.00 6.20 6.40
m/z 101.00 13.12%

L’’’IS’ 13 I



NYC 9/11 Public Portal Document

Library Search Compound Report

. Data File : C:\MSDCHEM\1\5973N\02FEB21\01508.D
9:01 pm

Inst : Instrumen
Multiplr: 1.002002

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Relative to ISTD R.T.AreaEstConcR.T.

0.07 ug/L 1,4-Dichlorobenzene-d4 9.72343989.89

CAS# QualTentative ID

4 3-cyano-3-methylhex-5-enamide $$... 152 C8H12N20
m/zAbundance

N5000

41

715000
8931 44

29

5000

42
—

• > I • -
33

5000

Mon Feb 25 10:54:57 2002 Page 11

NYC-WTC_000010000

59 C3H5D2N
73 C4H11N

: 21 Feb 2002
: 508 scan fb
: February 21,

Acq On
Sample
Mise

Title
Library

2 2-METHYL-3,3-D2-AZIRIDINE
3 1-Butanamine

: 508 scan method
: C:\DATABASE\WILEY7N.L

Scan 577 (9.888 min): 01508.0 (-)
59

9.60
m/z

Vial: 8
Operator:

41aa1s*sg1*****as18at*[82098**g*

9.60
m/z *

H

152H
#40313: Propanoic acid, 2-methyl-, butyl ester (CAS) $$ n-...

59

1 Propanoic acid, 2-methyl-, butyl... 144 C8H1602

60 70 80 90 100 110 120 130 140 150

50 60 70 80 90 100 110 120 130 140 150
#500:2-METHYL-3,3-D2-AZIRiDINE

58

20 30 40 50 60 70 80 90 100 110 120 130 140 150
#1826:1-Butanamine

9.60 9.80 10.00 10.20

01508.D HP022102.M

000097-87-0 9
030691-55-5 5
000109-73-9 5
113661-30-6 4
59.10 100.00%

4
10 20 30

MW MolForm

129 144
* i > * > • I' * ’' i ■ * ‘ * i ’ t11 • • i ’ ■ ’' i

Concentration Rank 8

Hit# of 5

Peak Number 9 Propanoic acid, 2-methyl-, .

9.80 10.00 10.20

oW
niz-> 10
Abundance

l * ’ 1 ‘ I ‘1 *71 ’ ‘ ‘ I

41 56 73
• ‘‘ i1 ■ । । ।• i1"• i ■ i ■■ ■11■1 ■ • i " “ i ■ ■' • i ■ ■ ■ ■ i■ "■ i" ■ ■ i
40 50 60 70 80 90 100 110 120 130 140 150

9.60 9.80 10.00 10.20
m/z 44.00 12.26%

.A
9.60 9.80 10.00 10.20

m/z 41.10 14.42%

42.10 11.02%

9.80 10.00 10.20
73.00 14.65%

0-mmmm
m/z-> 10 20 30 40
Abundance

73
| 86mTT0-

miz->
Abundance

0
miz—>

■ 11 • ■ ■ • i • ■ > • i • • ■ ■ 11 ■ ■ • i •

10 20 30 40 50



NYC 9/11 Public Portal Document

Library Search Compound Report

. Data File : C:\MSDCHEM\1\5973N\02FEB21\01508.D
9:01 pm

Inst : Instrumen
Multiplr: 1.00: February 21, 2002

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

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

0.04 ug/L Naphthalene-d813.38 27965 13.20

Tentative ID CAS# Qual

4 2-Methoxy-3-hydrazinyl-pyrazine 140 C5H8N40
Abundance Scan 886 (13.376 min): 01508.D (-)

140

5000

70

TIT
70

#35040: Pyrimidinetetramine- $$ Pyrimidine, 2,4,5,6-tetraa...
140

5000

44 123

#35153: Uracil, 5-ethyi- $$ 2,4(1 H,3H)-Pyrimidinedione, 5-...
140125

82
5000

54 68

T—r-p

#35063:2-Hydroxy-5-nrtropyridine $$ 5-Nitro-2-hydroxypyri...
1-0

11.00%

5000 66

110

' ' I ' ' ' 1 1 1‘IT • i - •
13.00 13.20 13.40 13.60 13.80

Mon Feb 25 10:54:57 2002 Page 12

NYC-WTC_000010001

: 21 Feb 2002
: 508 scan fb

Acq On
Sample
Mise

Title
Library

: 508 scan method
: C:\DATABASE\WILEY7N.L

HT
130

714
70

‘‘I
40

1 Pyrimidinetetramine- $$ Pyrimidi... 140 C4H8N6
2 Uracil, 5-ethyl- $$ 2,4(1H,3H)-P... 140 C6H8N2O2
3 2-Hydroxy-5-nitropyridine $$ 5-N. .. 140 C5H4N203

1
140

—1
140

01508.D HP022102.M

—1
140

Vial: 8
Operator:

MW MolForm

94

80 90 100

Hit# of 5

80 93
—
80 90 100

49
**I*a14/II1u

40 50 60

• ' i ‘ 1 ■ - i '
40 50

36
| 111

■ , ■ i1 ■ i ■ ■' • r>
90 100 110 120

1+I’’’IST
50 60

—L
140

13.00 13.20 13*40 13.60 13.80

*********************************************************************
Peak Number 10 Pyrimidinetetramine- $$ Pyr... Concentration Rank 13

-
1 70

54
49 |

* < t • • ■ '*1 - i - > l 1*4
40 50 60

’ 111441414’1-60 70 80

124—P
110 120 130

0
13.00 13.20 13.40 13.60 13.80
m/z 54.10 12.67%

86 96 112
-------
80 90 100 110 120 130

001004-74-6 56
004212-49-1 56
005418-51-9 45
000000-00-0 40

m/z 140.00 100.00%

-per....
1300 13.20 13.40 13.60 13.80

m/z 94.00 13.70%

01
•n/z->
Abundance

108
• ■1 i ■ ‘ * i ■ ■ • ■ i ■ •

110 120 130

0
n/z—>

Of
miz->
Abundance

04
miz->
Abundance

13.00 13.20 13.40 13.60 13.80
m/z 70.00 14.25%

m/z 96.10



NYC 9/11 Public Portal Document

Library Search Compound Report

. Data File : C:\MSDCHEM\1\5973N\02FEB21\01508.D
9:01 pm

Inst : Instrumen
Multiplr: 1.002002

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

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

0.12 ug/L Phenant hrene-d1022.28 85611 22.63

Tentative ID CAS# Qual

1 4-METHOXY-.BETA.-METHYLCINNAMIC ... 192 C11H1203
2 N-perdeuteriobenzylideneaniline 192 C13D11N

Abundance Scan 1675 (22.283 min): 01508.D (-)
1512

5000

96 146
m/z 191.10 19.97%H0 T

n/z-> 2030405060 70 8090 100 110 120 130 140 150 160 170 180 190 200
Abundance

108
5000

146 175

0 TTTTTTTrTpTTTyTTTTpTTTTTTTTp-TTTp^ J 1 • > • | i | > l l > •

Abundance #88409: N-perdeuteriobenzylideneaniline
192

T T V
22.00 22.20 22.40 22.60

m/z 146.00825000

54 110
30

0 • i • • • > i • ' ‘ 111 ■ ■ i •1

Abundance
T192

5000

177144

0 2191’91’1111011101—0150—0131’
n/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

Mon Feb 25 10:54:58 2002 Page 13

NYC-WTC_000010002

3 l-amino-2-methyl-4-isopropyl-thi... 192 C5H13N4PS
4 N-(2-methylprop-2-enyl)-2-nitrob... 192 C10H12N2O2

: 21 Feb 2002
: 508 scan fb
: February 21,

Title
Library

Acq On
Sample
Mise

: 508 scan method
: C:\DATABASE\WILEY7N.L

israsj

11]0

#101918:1 -amino-2-methyl-4-isopropyl-thiotriazaphospholin...
159

160
-

#102588:4-METHOXY-BETA.-METHYLCINNAMIC ACID $$ 2-Butenoi...
192

U

22.00 22.20 22.40 22.60

Hit# of 5

01508.D HP022102.M

1 94mHHP

MW MolForm

44
last

vial: 8
Operator:

/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Tp-rrrpT-rrp-

13.52%

160
mmpmpmpm

iz—> 2030405060 70 80^) 100 110 120 130 140 150 160 170 180 190 200

mTTTTTT

*********************************************************************
Peak Number 11 4-METHOXY-.BETA.-METHYLCINN... Concentration Rank 4

70 82T+ a. 11118.. !■„

019169-94-9 72
000538-51-2 53
107264-54-0 45

: 000000-00-0 43
m/z 192.00 100.00%

22.00 22.20 22.40 22.60
m/z 96.00 19.29%

22.00 22.20 22.40 22.60
m/z 193.00 13.21%

.../.. A
22.00 22.20 22.40 22.60



NYC 9/11 Public Portal Document

Library Search Compound Report

: C: \MSDCHEM\1\5973N\02FEB21\01508.D
9:01 pm

Inst : Instrumen
Multiplr: 1.002002

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

*********************************************************************
Concentration Rank 11

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

0.05 ug/L Phenanthrene-dl024.86 38677 22.63

Tentative ID CAS# Qual

1 Dibutyl phthalate 278 C16H2204
2 Dibutyl phthalate $$ 1,2-Benzene... 278 C16H2204

Abundance 100.00%

5000

■ ■ i ■ ■ ■ ■ i ■ ■

24.60 24.80 25.00 25.20
1 9.38%0

nz—>
Abundance

5000 1 ' i • ■ ■ 1 i ■
24.60 24.80 25.00 25.20

9.06%
205 223| 163 1780

Abundance

T T 18.8
24.60 24.80 25.00 25.20

m/z 223.00 6.55%5000

205 223121 2780- ■ 1 ■ > * i * ■ • । ।11 ।..j।,

Abundance

6.22%

5000

121

Mon Feb 25 10:54:58 2002 Page 14

NYC-WTC_000010003

278 C16H2204
278 C16H2204

000084-74-2 74
000084-74-2 74
000084-74-2 64
000084-74-2 64

3 Dibutyl phthalate
4 Dibutyl phthalate

: 21 Feb 2002
: 508 scan fb
: February 21,

Title
Library

Data File
Acq On
Sample
Mise

: 508 scan method
: C:\DATABASE\WILEY7N.L

#223242: Dibutyl phthalate $$ 1,2-Benzenedicarboxylic acid...
149

Vial: 8
Operator:

Scan 1903 (24.857 min): 01508.D (-)
149

76
—

80

#223244: Dibutyl phthalate
149

223

24.60 24.80 25.00 25.20

105
1

» > l * * * • l » ।

24.60 24.80 25.00 25.20

41 56 76 104-----

m/z 149.00

274
240 260 280

41 57onaian)ya

01508.D HP022102.M

m/z 150.10
20 40 60

60 80 100 120 140 160 180 200 220

MW MolFormHit# of 5

Peak Number 12 Dibutyl phthalate

miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

■ i ■ ■ ■ • i' * • 11 ■ ■ ■ ■ i ■ ■ ‘ * i ■ ■ ■ • I ■1 ■ ■ i ■ ■ ■ ■ i ■ ■ ■ ' i ■ ■ • • i ■
100 120 140 160 180 200 220 240 260 280

#223232: Dibutyl phthalate
149

29 41 57 76 104 121
-----------t----1PPIP-

205 223
• P | | | | 'l . .

n/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

57 76 104
+44 7. 11', ■01.... ।.

m/z—> 20 40

j 1

m/z 41.10

m/z 57.00



NYC 9/11 Public Portal Document

Library Search Compound Report

Inst : Instrumen
Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

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

0.05 ug/L Chrysene-dl231.10 33793 30.49

Tentative ID CAS# Qual

Abundance

5000 16757
83 120

O'

5000 1 ' I 1 ' ' ‘ I' '■ ■ i 1 ■ ■ ‘ i ■57 167

5000 70
167

0- K

‘ 1 I ‘ 1 ■ ■ l ‘ ' I ‘ ‘ • I ‘ ‘

5000 57
167

0 * ■ i ■ ■ ■ ‘ i ■ ' i ■ • ■ ■ i • ‘
miz—> 30.80 31.00 31.20 31.40

Mon Feb 25 10:54:58 2002 Page 15

NYC-WTC_000010004

Title
Library

Scan 2456 (31.099 min): 01508.D (-)
149

Data File
Acq On
Sample
Mise

: 508 scan method
: C:\DATABASE\WILEY7N.L

Vial: 8
Operator:

42

I I 390TI—mu—nuu—mmmummaununnm
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

#223274:1,2-Benzenedicarboxylic acid, mono(2-ethylhexyl)...
149

’’1—20923-111777177

1 1,2-Benzenedicarboxylic acid, di... 390 C24H3804
2 1,2-Benzenedicarboxylic acid, mo... 278 C16H2204
3 1,2-Benzenedicarboxylic acid, di... 390 C24H3804
4 1,10-Decane-l,1,10,10-d4-diol (CAS) 178 C10H18D4O2

’’01——9—B09uuuEuuuT

1.............. .............................................390. 11.... ’* . । ।।। H .... j.. 11111 ri] 11111 n ■ ■ 111111111111, IT017 111 ■ 11111 u 11111
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

01508.D HP022102.M

MW MolForm

112
93

Hit# of 5

mfz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #326898: 1,2-Benzenedicarboxylic acid, dioctyl ester (CAS)...

149

n/z—> 40 60 80 1(X) 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #326922:1,2-Benzenedicarboxylic acid, diisooctyl ester (C...

149

HHHmm

*********************************************************************
Peak Number 13 1,2-Benzenedicarboxylic aci... Concentration Rank 12

।1 “ ■ ।1 ■ ■ ■ । • • ■ ■ i “ ■■।■■।■■ ■ • i ■ ■1 ■ । “ ■ ■ ।

0-
niz—>
Abundance

000117-84-0 42
004376-20-9 36
027554-26-3 9

: 067986-07-6 9
m/z 149.00 100.00%

30.80 31.00 31.20 31.40
m/z 70.00 25.55%

30.80 31.00 31.20 31.40
m/z 167.00 36.83%

30.80 31.00 31.20 31.40
m/z 57.10 32.61%

30.60 31.00 31.20 31.40
m/z 55.10 21.23%

: C:\MSDCHEM\l\5973N\02FEB21\01508.D
: 21 Feb 2002 9:01 pm
: 508 scan fb
: February 21, 2002
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Tentatively Identified Compound (LSC) summary

Operator ID:

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

1,2 -Ben zenedicarb. . .
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4 - metho:
Dibutyl

9.72 9275290
9.72 9275290
9.72 9275290
9.72 9275290
9.72 9275290
9.72 9275290
9.72 9275290
9.72 9275290
9.72 9275290

13.20 13547000
22.63 14697100
22.63 14697100
30.49 12915100

20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0

63342
38962
28922
49534
32918
46557
177120
381196
34398
27965
85611
38677
33793

3.62
3.93
4.81
4.92
5.02
5.13
5.95
6.05
9.89

13.38
22.28
24.86
31.10

0.1 ug/L
0.1 ug/L
0.1 ug/L
0.1 ug/L
0.1 ug/L
0.1 ug/L
0.4 ug/L
0.8 ug/L
0.1 ug/L
0.0 ug/L
0.1 ug/L ,
0.1 ug/L
0.1 ug/L

1
1
1
1
1
1
1
1
1
2
4
4
5

Y- .BETA. -
phthalate

RT EstConc Units Response

31508.D HP022102.M

Data File: C:\MSDCHEM\l\5973N\02FEB21\01508.D
Name: 508 scan fb
Mise: February 21, 2002
Method: C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title: 508 scan method
Library Searched: C:\DATABASE\WILEY7N.L

Resp Cone

Date Acquired: 21 Feb 2002 9:01 pm

Butanoic acid, me.
ISOBUTYRALDEHYDE,.
3-Hexanone (CAS) .
2-Hexanone /
1-Propanamine (CA.
2 -Decanol CAS) $ .
3 - (CYCLOHEK-3 ‘ -EN.2-Pentanone, 4-hy.
Propanoic acid, 2.
Pyrimidinetetrami .
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(QT Reviewed)Quantitation Report

: C:\MSDCHEM\l\5973N\02FEB21\01509.D
3:10 pm

Inst : Instrumen
Multiplr: 1.002002

Quant Results File: HP022102.RES

Internal Standards

27.72 235 0.00
Spiked Amount 5.000

01509.D HP022102.M Mon Feb 25 10:52:15 2002 Page 1

NYC-WTC_000010006

3.63
18.34
18.34

1688994
7270627
3568777
6107485m
4732801
3373767

22338
569715
454007

9.72
13.20
18.34
22.64
30.49
34.42

152
136
164
188
240
264

System Monitoring Compounds
37) 2,4-DDD

74
163
165

20.00 ug/L
20.00 ug/L
20.00 ug/L
20.00 ug/L
20.00 ug/L
20.00 ug/L

0.27 ug/L
2.63 ug/L
9.08 ug/L

MS Integration Params: SPLIT.P
Quant Time: Feb 25 10:49:07 2002

0.00
0.00
0.00
0.00

-0.03
-0.03

: 21 Feb 2002
: 508 scan
: February 21,

Data File
Acq On
Sample
Mise

1) l,4-Dichlorobenzene-d4
10) Naphthalene-d8
17) Acenaphthene-diO
2 9) Phenanthrene-dl0
38) Chrysene-dl2
44) Perylene-dl2

411697m
Recovery

Target Compounds
2) n-Nitrosodimethylamine

20) Dimethylphthalate
21) 2,6-Dinitrotoluene

5.06 ug/L
= 101.20%

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

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

Qvalue
+ 44
+ 58
# 27

Vial: 1
Operator:

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
Title : 508 scan method
Last Update : Mon Feb 25 10:47:59 2002
Response via : Initial Calibration
DataAcq Meth : HP020702
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(QT Reviewed)Quantitation Report

: C:\MSDCHEM\1\5973N\02FEB21\01509.D
: 21 Feb 2002 3:10 pm

Inst : Instrumen
Multiplr: 1.00

Quant Results File: HP022102.R

Abundance TIC: 01509.D
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: 508 scan
: February 21, 2002

Data File
Acq On
Sample
Mise
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MS Integration Params: SPLIT.P
Quant Time: Feb 25 10:51 2002
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01509.D HP022102.M

Vial: 1
Operator:

Method : C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title : 508 scan method
Last Update : Mon Feb 25 10:47:59 2002
Response via : Initial Calibration

Miierf.,/


