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Qualifier :Viol Result MDL

90 5.0

NYC-WTC_000051605

User: Vinci, David L
Westchester Dept, of Labs & Research
Date: 02/01/2002 Time: 14:22:46

1

2

. Component warns
Other unknown compounds
Su 2,4 DDD '

Sample: AE00614
Analysis: $GCMS GCMS Scan For Unknowns
Units: ug
Started: 2/1/02 14:22 Ended: 2/1/02 14:22 Analyst: DLV
Page: 1
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Comments for Sample AE00614 - Analysis $GCMS

NYC-WTC_000051606

Westchester Dept, of Labs & Research
User: Vinci, David L
Date: 02-01-2002 Time: 15:11:56

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 5 of the 43 compounds in the LCS Standard were
outside of their acceptance ranges.
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(Not Reviewed)Quantitation Report

: C:\MSDCHEM\1\5973N\02JAN29\00614 .D
4:17 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:
Quant Results File: SCAN508.RES

Internal Standards

27.73 235 0.00
Spiked Amount 5.000

Qvalue

Wed Jan 30 08:25:58 2002 Page 1

NYC-WTC_000051607

18.34
18.34
31.09

152
136
164
188
240
264

163
165
149

620733
480762

26373

9.72
13.19
18.34
22.65
30.50
34.42

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

2002
SPLIT.P

1727843
7379013
3782329
6415359
5733878
4150960

System Monitoring Compounds
37) 2,4-DDD

: 29 Jan 2002
: 508 scan
: January 29,

56
17
85

1) 1,4-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
42) Bis(2-ethylhexyl)phthalate

- Data File
Acq On
Sample
Mise

0.00
-0.02
-0.01
-0.02
-0.01
0.00

456685
Recovery

2.49 ug/L #
9.87 ug/L #
0.64 ug/L

4.50 ug/L
= 90.00%

Quant Time: Jan 30 08:25:57 2002

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

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

00614.D SCAN508.M

Vial: 3
Operator:

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Fri Jan 11 13:20:07 2002
Response via : Initial Calibration
DataAcq Meth : SCAN508
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(Not Reviewed)Quantitation Report

: C:\MSDCHEM\1\5973N\02JAN29\00614.D
4:17 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:
Quant Results File: SCAN508.RE

9000000

8500000-

8000000

7500000

1 ■7000000

6500000

6000000

5500000

5000000

4500000

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0-

Wed Jan 30 08:25:58 2002 Page 200614.D SCAN508.M

NYC-WTC_000051608

2002
SPLIT.P

: 29 Jan 2002
: 508 scan
: January 29,

Data File
Acq On
Sample
Mise

la
|

I
&£I j
j :

z
§
2
6

Response via :
Abundance

(o
8
4
e

oi
V
V
os

8
co
re
£
§
Z

if
0
CD

Initial Calibration
TIC: 00614.0

Vial: 3
Operator:

Time—> 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

Quant Time: Jan 30 8:25 2002

m———RTgT

Method : C: \MSDCHEM\1\METHODS\METHODS\SCAN508 . M (RTE Integrator)
Title : 508 scan method
Last Update : Fri Jan 11 13:20:07 2002

1 i 1 f 1 1 i 1 i 1 1
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LSC Area Percent Report

: C:\MSDCHEM\1\5973N\02JAN29\00614.D
4:17 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

Signal : TIC

16984122 100.00%1681 1688 1693 rBV2 7447702

2713 2719 2759 rBV2 5149436

Sum of corrected areas: 92706218

Wed Jan 30 09:02:14 2002 Page 1

NYC-WTC_000051609

: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
: 508 scan method

corr.
area

corr.
% max.

0.51%
0.55%

84.04%
0.51%
0.55%

2609 2618 2625 rBV6
2687 2693 2701 rBV4

4.241
4.629
4.835
5.018
5.885

551
799
855

556
803
860

10.663%
0.085%

15.314%
16.640%
0.138%

% Of
total

0.58%
0.41%
0.61%
0.50%

11.32%

1
2
3
4
5

1697 1699 1717 rVB
2127 2133 2139 rBV
2369 2376 2381 rBV
2423 2429 2437 rBV5

2759 2765 2771 rBV4
2827 2835 2843 rBV4

52217
25936
32673
45212

871497

29005
25173

0.093%
0.100%

15.396%
0.094%
0.101%

33.263
34.119
34.416
34.941
35.740

1305 1311 1315 rBV
1653 1656 1661 rBV2

22741
25982

83 rBV2
119 rBV3
139 rBV4
149 rBV
243 rBV

18.320%
0.300%
2.424%

17.793%
0.080%

0.107%
0.076%
0.112%
0.091%
2.074%

Method
Title

9.721
1.2.541
13.192
18.341
22.280

561 rBV
807 rW
865 rBV

6
7
8
9

10

58.20%
0.46%

83.59%
90.83%
0.75%

: 29 Jan 2002
: 508 scan
: January 29,

1.64%
13.23%
97.12%
0.43%

22.645
22.771
27.726
30.500
31.105

16
17
18
19
20

73
103
123
139
217

76
110
128
144
220

2002
LSCINT.P

101581
1277002
6632845

21403

11
12
13
14
15

5008858
46826

6988130
7744442

67827

99352
69995

104221
84825

1922466

. Data File
Acq On
Sample
Mise

277820
2247254

16495087
73716

9884890
78789

14196738
15426529

127593

86650
92979

14273063
86719
93410

Vial: 3
Operator:

Filtering: 5
Min Area: 100 Area counts
Max Peaks: 20

Peak Location: TOP

)0614.D SCAN508.M

Smoothing : OFF
Sampling : 2
Start Thrs: 0.2
Stop Thrs : 0

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

peak R.T. first max last PK peak
# min scan scan scan TY height
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LSC Report - Integrated Chromatogram

: C:\MSDCHEM\1\5973N\02JAN29\00614.D

4:17 pm using AcqMethod SCAN508

Abundance TIC: 00614. D

13.197000000

6000000

9.725000000

4000000

3000000

2000000

5.891000000

1834
7000000

6000000

5000000

4000000

3000000

2000000
27.

1000000

TIC: 00614.D

7000000 30.50

6000000

34.42
5000000

4000000

3000000

2000000

1000000

0
28.00

Wed Jan 30 09:02:14 2002SCAN508.M

NYC-WTC_000051610

File
Operator
Acquired
Instrument

: 29 Jan 2002
: Instrumen

9.007.00 8.00

40

Time->
30614.D

Ot
Time->
Abundance

01
Time->
Abundance

TIC: 00614.D
22,65

1)1—r
6.00

4.244.03321I1r
4.00 5.00

Sample Name: 508 scan
Mise Info : January 29, 2002
Vial Number: 3
Quant File :SCAN508.RES (RTE Integrator)

16.00 17.00 18.00 19.00 20.00 21.00
22.28 2.77

— | 8- r | I ■ : I | I I i 1 I I P | I P I I

22.00 23.00 24.00 25.00 26.00 27.00

12 54 II
10.00 1100 1200 13.00 14.00 15.00

s 31.11 33.26 34.12 34.94 35.74
31.00 32.00 33.00 34.00 35.00 36.00

' I 1 11 ' 1 1 1 ’ ■ 'I ' 1 b
37.00 38.00 39.00

Page 2
-—T I i 1 1
29.00 30.00
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00614.D
4:17 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

Quant Method : C:\MSDCHEM\l-..\SCAN508.M (RTE Integrator)

* ************************************************************** ** ★ * * *

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

0.20 ug/L 1,4-Dichlorobenzene-d44.24 99352 9.72

Tentative ID CAS# Qual

m/zAbundance

5000

20 25 30 35 40 45 50 55 60 65 70 75 80 85 30 95 100 105110

87

A5000

27
103

39
5000

68

8541

5000

69

n/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

Wed Jan 30 09:02:14 200230614 .D SCAN508.M Page 3

NYC-WTC_000051611

: 29 Jan 2002
: 508 scan
: January 29, 2002

LSCINT.P

Title
Library

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

. Data File
Acq On
Sample
Mise

m/z->
Abundance

92HT

#17888: 2,2-Dimethoxybutane
55

Vial: 3
Operator:

—mmmmmpmp

3.80
m/ z

A
1 ' I • ’

33
TH ' i"1 ■ i11H i11> • l •' • > l ■ > > • 11111111 > > I •11111

1 ’ 1 •" 111' " I'" 11'1'

103
mmmP

4.00 4.20 4.40 4.60
43.10 84.43%

+

57
■ i" " i ■1" i" ‘ ■ i"

003453-99-4 35
000503-64-0 27
000079-41-4 27
000871-78-3 23
85.00 100.00%

Mw

71
'I""!1'"..... .

MW MolForm

...... ..... .

Concentration Rank 4

Scan 76 (4.241 min): 00614.D (-)
43 85

49 I-H

3.80 4.00 4.20 4.40 4.60

Peak Number 1 2,2-Dimethoxybutane

45
40

27 . 45

„. 1..

i ’" ■ i

55
60

m/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #3758: 2-Propenoic acid, 2-methyl- (CAS) $$ Methacrylic ac...

Hit# of 5

| i y | i I r I Ji > I । | i , . । । । ।

3.80 4.00 4.20 4.40 4.60
m/z 89.10 56.28%

37
-mmP

n/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #3731: 2-Butenoic acid, (Z)- (CAS) $$ Isocrotonic acid $$ ...

85

3.80 4.00 4.20 4.40 4.60
m/z 41.10 77.55%

A
3.80 4.00 4.20 4.40 4.60
m/z 87.10 66.37%

1 2,2-Dimethoxybutane 118 C6H14O2
2 2-Butenoic acid, (Z)- (CAS) $$ 1... 86 C4H602
3 2-Propenoic acid, 2-methyl- (CAS... 86 C4H6O2
4 N,N'-Diacetylethylenediamine 144 C6H12N202

58
.. I"1'!

I ■" r " 11'1'' i" " r " ■ i
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00614.D
4:17 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Relative to ISTD R.T.AreaEstConcR.T.

0.14 ug/L 1,4-Dichlorobenzene-d4 9.72699954.63

CAS# QualTentative ID

1 1-CHLOROHEXA-5-YNE $$ 1-Hexyne, .

4 Butanoic acid, 2-methyl-, methyl...
Abundance

41 88
57

5000

8139

545000
67

40
#16435: Butanoic acid, 2-methyl-, methyl ester

57 83

61.79%57.105000

101

+1
#16438: Butanoic acid, 2-methyl-, methyl ester r1 ' ■ ' i ■ ■57 4.4088 43.1041

5000

101

n/z—>

Page 4Wed Jan 30 09:02:15 2002SCAN508.M30614 .D

NYC-WTC_000051612

2 Butanoic acid,
3 Butanoic acid,

116 C6H9C1
116 C6H1202
116 C6H1202
116 C6H12O2

2-methyl-, methyl...
2-methyl-, methyl...

Title
Library

2002
LSCINT.P

4.20
m/z

4.20
m/ z

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

, Data File
Acq On
Sample
Mise

: 29 Jan 2002
: 508 scan
: January 29,

#16344:1-CHLOROHEXA-5-YNE $$ 1-Hexyne, 6-chloro- (CAS) $$...
88

m/z->
Abundance

Vial: 3
Operator:

Scan 110 (4.629 min): 00614. D (-)
71

■ > i ■ ■
80

4.60

"ll
60

.A
5.00

49
i

1 1 1
50

4.40 4.60 4.80

—
70

AAMAA

MW MolForm

NAkdl
4.20 4.40 4.60 4.80 5.00

4.80 5.00
47.58%

‘I’’
m/z-> 20
Abundance

*********************************************************************
Peak Number 2 1-CHLOROHEXA-5-YNE $$ 1-Hex... Concentration Rank 7

■ । • • ■ ■ । ■
n/z-> 20 30
Abundance

II‘‘‘IY
20 30

27
| 331 1 1 1 ' UGTUTTT
30 40 50

Hit# Of 5

69
i___________

> i ■ > > • । ■
70 80

010297-06-0 38
000868-57-5 35
000868-57-5 25
000868-57-5 25

m/z 71.00 100.00%

....1 ....1
■ ■ i ’ ■ ■ ■ । ■ ■ • ■ । ■ ■

60 70 80

A A ...
4.20 4.40 4.60 4.80 5.00
m/z 41.10 78.80%

WAAL
4.20 4.40 4.60 4.80 5.00
m/z 88.00 75.30%

.. ...........

60 70 80
I1 T

20 30 40 50 90 100 110 120

, 116
। । ■ ■ ■ • । ■ i ■ > ■ i ■ ■

90 100 110 120

101........
90 100 110 120

40 50 60

101
. T
90 100 110 120
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00614.D
4:17 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

Quant Method : C:\MSDCHEM\1...\SCAN508 . M (RTE Integrator)

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

0.21 ug/L 1,4-Dichlorobenzene-d4104221 9.724.83

CAS#Tentative ID Qual

Abundance
84

41

5000

,444791,'' I''' ' I' ■ 1' I'' '' I'

55

395000
27 80.00%

55

62.19%41.10395000
27

1r' i1 ■ ' ■ i 1

#3351: Furan, 2,3-dihydro-4-methyl- (CAS) $$ 4-METHYL-2,3-...
55 84

51.39%39.10

415000

/z->

Page 5Wed Jan 30 09:02:15 2002

NYC-WTC_000051613

84 C5H8O
84 C5H80
84 C5H8O
84 C5H8O

Title
Library

: 29 Jan 2002
: 508 scan
: January 29, 2002

LSCINT.P

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

4.40
m/z

. Data File
Acq On
Sample
Mise

51
—

50

#3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal
84

n/z->
Abundance

/z->
Abundance #3222: 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $...

84

। " 11" 1111

" I " " I " 1

5.20

A—
5.20

A,.,
4.40
m/ z

TIT
75

44 51 |.......... I1'1'

55 60 65 70 75 80

20 25 30 35 40 45 50 55 60 65 70

4.60 4.80 5.00

40 45 50 55 60 65

_ 1111111 1'111'
85 90 9520 25 30 35 40 45

4
55

ANa

Vial: 3
Operator:

1 2-Butenal, 3-methyl- $$ Crotonal...
2 2-Butenal, 3-methyl- (CAS) $$ 3-...
3 Furan, 2,3-dihydro-4-methyl- (CA...
4 2-Ethylacrolein $$ 2-Ethacrolein...

10614.D SCAN508.M

MW MolForm

69
11' 1111111111111
70 75 80

4.40 4.60 4.80 5.00 5.20
m/z 59.10 83.16%

..... 1 ... |..
4.40 4.60 4.80
m/z 55.10

69m
60 65 70 75 80 4.40 4.60 4.80 5.00 5.20

Hit# of 5

—
5.00

71
l " > > l ...........

88
■ । 11 > • ■ ■ । • • ■ ■ । >
80 85 90 95

Scan 128 (4.835 min): 00614.D (-)

55 59

38 iTH

111' ■ r ■'111
85 90 95

' r ■ ■ 1 r ' 1 111' ‘111
20 25 30 35

***************************************************************** * * * *
Peak Number 3 2-Butenal, 3-methyl- $$ Cro... Concentration Rank 3

MW
4.60 4.80 5.00 5.20

" I " '1111
30 35

’ | ■ । । । | ‘ ' । I | !

85 90 95/z-> 20 25
Abundance

44
I " 1 ' I iT

44 51
-
40 45 50

000107-86-8 52
000107-86-8 52
034314-83-5 50
000922-63-4 47

m/z 84.00 100.00%

69
11111"" I rrrl m TFPTT
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00614.D
4:17 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Relative to ISTDEstConcR.T. Area R.T.

0.17 ug/L 1,4-Dichlorobenzene-d45.02 84825 9.72

Tentative ID CAS# Qual

m/ zAbundance Scan 144 (5.018 min): 00614.D (-)
43 71

5000

39

5000
4.8059

71
43

5000
59

27

43

5000

31
A/

m/z->

Wed Jan 30 09:02:15 2002 Page 6

NYC-WTC_000051614

Title
Library

: 29 Jan 2002
: 508 scan
: January 29, 2002

LSCINT.P

4.60
m/z

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

4.60
m/z

. Data File
Acq On
Sample
Mise

51 I-

Vial: 3
Operator:

67
TT......... .

An ,6.,

—A
4.60

67
............... I —1ITTTTT

+
40

#4088: 3-Buten-2-ol, 2-methyl- (CAS) $$ 2-Methyl-3-buten-2...
7h

#26149: 3-hydroxy-4,4-dimethyl .gamma. Butanolactone $$ Pa...
71

TTT
45

-

5.40

"TT
45

4.80 5.00 5.20

50 55 60 65 70

4.80 5.00 5.20

50 55 60 65 70 75 80

1IPPP
75 80 85 90 95

45 50 55 60 65 70
#4084: 3-Buten-2-ol, 2-methyl-

m/z-> 20 25 30 35 40
Abundance

68
111 ■' I ■ i ■
65 70

'111
nlz-? 20
Abundance

ANL

000115-18-4 78
000115-18-4 72
052126-90-6 64
000097-99-4 59
43.10 100.00%

■ ■ i'/z-> 20
Abundance

)0614.D SCAN508.M

—
5.40

MW MolForm

1 3-Buten-2-ol, 2-methyl- (CAS) $$... 86 C5H10O
2 3-Buten-2-ol, 2-methyl- 86 C5H10O
3 3-hydroxy-4,4-dimethyl .gamma. B... 130 C6H10O3
4 2-Furanmethanol, tetrahydro- (CA... 102 C5H10Q2

TTrrr‘1111191
25 30 35

Hit# of 5

■ ■ ।' ■ ■ ■ । ■111111111111111

20 25 30 35 40

86
■ ■ ■ 11 ■ ■ ■ । ■ i

85 90 95

1 67 Il....11

59
55

53
0............... • > • > । • r • < 111111111 ——

5.20 5 40
33.89%

MA 5 14,4 „A ,
4.60 4.80 5.00 5.20 5.40
m/z 71.10 95.92%

*********************************************************************
Peak Number 4 3-Buten-2-ol, 2-methyl- (CA... Concentration Rank 5

' ।'' ■' । ■ ■ ■' । ■' ■ ■ । •1

25 30 35 40

, 85
1 ■ ■ i' ■ ■ ■ i ■' ■11 ■ ■1 ■ I ■'111

75 80 85 90 95

। 84
'1 ' i 1 ■' ■ i ■ ' ■1 i ' ■ '1 i '' 1' i

75 80 85 90 95

41.10 54.93%

4.60 4.80 5.00
m/ z 59.10

69.10 36.45%

.. ........

5.00 5.20 5.40

57
53

11 " 1' i1' ।111 111' ■
45 50 55 60
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00614.D
4:17 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Relative to ISTDAreaR.T. EstConc R.T.

3.89 ug/L 1,4-Dichlorobenzene-d419224705.89 9.72

Tentative ID CAS# Qual

m/z

5000

43

55 11TTTTTTTTf

5000

43

87 113

5000

43

87 113r " 1' I " ‘' I" ‘' 11" (1111111 ’1 ‘ 111 ITT

5000

AV
m/z~>

Wed Jan 30 09:02:15 2002 Page 7

NYC-WTC_000051615

174 C8H14O4
174 C8H14O4
88 C4H12Si
88 C4H12Si

Title
Library

: 29 Jan 2002
: 508 scan
: January 29, 2002

LSCINT.P

Data File
Acq On
Sample
Mise

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

*100‘u"uuun—nU*3g

6.20
■ ■ i ■ 1

5.60

#36138: 3-(CYCLOHEX-3'-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
73

—BdTmr
5.60

m/ z

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

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
T-rp-

mlz-> 10
Abundance

55
■ r ■ ■ ‘ i " '' i1

—l

5.80 6.00

1 Acetic acid, 3-[1,3]dioxolan-2-y...
23-(CYCLOHEX-3'-EN-YL)PROPANOL $$...
3 Silane, tetramethyl-
4 Silane, tetramethyl- (CAS) $$ Te...

Abundance Scan 220 (5.885 min): 00614.D (-)
7)3

15
111'11 " 1 r
10 20 30

88
" i " 1' i11111" " i ■ " 11

174
'11'11 ■ i ■'' ■ i'

174
I' " 11

Vial: 3
Operator:

)0614.D SCAN508.M

45
| 53THPTTT

MW MolForm .

27
■ i1।1
20 30

—nB—mmTuuut
5.60 5.80 6.00 6.20

m/z 45.10 9.54%

5.60 5.80 6.00 6.20
m/z 43.10 24.68%

m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester

70

5.60 5.80 6.00 6.20
m/z 41.10 9.38%

miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #4814: Silane, tetramethyl-

70

27
TTTTTTTTT

*********************************************************************
Peak Number 5 Acetic acid, 3-[1,3]dioxola... Concentration Rank 1

55TTTT

Hit# of 5

I' • ’' I ‘‘ I

000000-00-0 33
015745-87-6 33
000075-76-3 25
000075-76-3 9
73.10 100.00%

An y .n .■
5.80 6.00 6.20

71.10 6.90%

11''11

1' " 11

t 87 103
'' ■ I'''1 j'''' I ' I



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00614.D
4 :17 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Relative to ISTDEstConcR.T. Area R.T.

0.11 ug/L Naphthalene-d812.54 78789 13.19

Tentative ID CAS# Qual

3 Phenethylamine, N-methyl-.beta.,... 399 C18H37NO3Si3
4 Noradrenaline tetraTMS

Abundance Scan 803 (12.541 min): 00614.D (-)
73

5000
267 355

m/z 267.00 37.16%T’l

73

355
267

5000

m/z 355.10 35.12%
323339

i’’TTT

73

12 20 12.40 12.60 12.80
m/z 268.00 12.23%5000 267

355

11.73%

5000 355

44

■ 1 t 'n/z—> 12.20 12.40 12.60 12.80

Wed Jan 30 09:02:15 2002 Page 8

NYC-WTC_000051616

370 C10H3005Si5
370 C10H3005Si5

1 Cyclopentasiloxane, decamethyl-
2 Cyclopentasiloxane, decamethyl-

Title
Library

: 29 Jan 2002
: 508 scan
: January 29, 2002

LSCINT.P

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

. Data File
Acq On
Sample
Mise

60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
#313068: Cyclopentasiloxane, decamethyl-

n/z-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #313065: Cyclopentasiloxane, decamethyl-

457 C20H43NO3Si4
m/ z

323
-1 ■ ■ ■ ■ i ■ ■ • • i > >

11TT91
40

Vial: 3
Operator:

)0614.D SCAN508.M

MW MolForm ,

m/z 356.10

| 193 223 251 J
TTIIIuupuTT

12.20 12.40 12.60 12.80

323339 j
" i " " i ■ " ' I " 111'1

45
-

m/z-> 40
Abundance

80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
#331718: Phenethylamine, N-methyl-.beta.,3,4-tris(trimethy...

73

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

Peak Number 6 Cyclopentasiloxane, decamet... Concentration Rank 12

......... ..............

12.20 12.40 12.60 12.80

4511
" i ■'111 "

m/z-> 40 60
Abundance

Hit# Of 5

........................

..... .. 130147 .. 193...... 267 ........ . ,
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360

12.20 12.40 12.60 12.80

000541-02-6 90
000541-02-6 42
010538-85-9 37
068595-65-3 37
73.10 100.00%

154 193 251 LTTuummunUH’uommunPTTT

, . 191207 251 J
■ ■ | ' 1 1 | ■ 1 | ' I I ■ ■ . | . I I ' . . . | . . . . | I i , | i . I , | , , , , I . . . , ( , , , , । ■ T ■ । । । ■ । < ।



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00614.D
4 :17 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Relative to ISTDEstConcR.T. Area R.T.

0.15 ug/L Phenanthrene-dl022.28 127593 22.65

Tentative ID CAS# Qual

1 3-Cyanocarbazole $$ 9H-Carbazole... 192 C13H8N2

Abundance Scan 1656 (22.280 min): 00614. D (-)
192

5000

96

17.91%TT

192

5000 Fgr
22.00 22.20 22.40 22.60

m/z 146.10 17.38%164

"II"
90 100 110 120 130 140 150 160 170 180 190 200

Abundance

A V

17.35%5000

‘II"
90 100 110 120 130 140 150 160 170 180 190 200

Abundance
192

m/z 191.10 15.63%15911993
5000

174

TTT■ ■ i' ■ ■ ■ i

Wed Jan 30 09:02:15 2002 Page 9
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192 C13H8N2
192 C13H20O
192 C10H12N2O2

Title
Library

: 29 Jan 2002
: 508 scan
: January 29, 2002

LSCINT.P

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

■ Data File
Acq On
Sample
Mise

96

L

#103601:1,4-Dimethy)-3,5-propanobicyclol2.2.2)octan-2-one
1Q7

96—H

1 1 1 1 "1"* I ■ ' ' • i ' 1 ' 1 i ' 1
22.00 22.20 22.40 22.60

22.00 22.20 22.40 22.60

2 2-CYANOCARBAZOLE $$ 9H-Carbazole...
3 1,4-Dimethyl-3,5-propanobicyclo[...
4 2-Imidazolidinone, 1-methoxy-3-p...

Vial: 3
Operator:

50614.D SCAN508.M

MW MolForm ,

#103420: 2-CYANOCARBAZOLE $$ 9H-Carbazole-2-carbonitrile (CAS
102

146 160

m/z 193.10

m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

120 1111— m/z96.00

n/z-> 30 40 50 60 70 80

' 1 1 1 II"r I 111 ' I ' ' 1 ' I ' ।
22.00 22.20 22.40 22.60

....... /, \...
22.00 22 20 22.40 22.60

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

Peak Number 7 3-Cyanocarbazole $$ 9H-Carb... Concentration Rank 6

132 145

Hit# of 5

-L

•' I ’1 ‘' I' ‘ " I' " ‘ I'

138
l ■ ■ ■ ■ I ■ ■ ■! l ■ ■'11 ■ ■ • ■ l ■

ti/z-> 30 40 50 60 70 80

164 .
... ..... I.... I
i " ■' i' " 11" 1111' " i11 H i " 111 ‘1" I

057102-93-9 64
057955-18-7 64
000000-00-0 47
052420-43-6 47

m/z 192.10 100.00%

n/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103424: 3-Cyanocarbazole $$ 9H-Carbazole-3-carbonitrile (CAS

44 70 82
TTT+TTTTTTEHT

'' I " ’' IJ’ I' " ' I'''' 111" }111111 " ’ 11 ’ ‘111 ‘' I



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00614.D
4:17 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

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

0.33 ug/L Phenanthrene-dlO22.77 277820 22.65

Tentative ID CAS# Qual

Abundance Scan 1699 (22.771 min): 00614.D (-)
188

5000

14.61%

5000

m/z 189.15 14.06%

TTTT i111 ■ ।

188

m/z5000

80 94

TIT188 22.40 22.60 22.80 23.00 23.20
12.00%

5000

TTnn
m/z—>

)0614.D SCAN508.M Wed Jan 30 09:02:16 2002 Page 10

NYC-WTC_000051618

Title
Library

: 29 Jan 2002
: 508 scan
: January 29,

Data File
Acq On
Sample
Mise 2002

LSCINT.P

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

n/z->
Abundance

m/z 184.10

Tumm
80 90 100 110 120 130 140 150 160 170 180 190

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

22.40 22.60 22.80 23.00 23.20

80 90 100 110 120 130 140 150 160 170 180 190
#84499: Phenanthrene-d10

1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10
2 Phenanthrene-dlO 188 C14D10
3 Anthracene-diO- 188 C14D10
4 Naphthalene, 1,7-dimethoxy- (CAS... 188 C12H1202

160

III...W...
80 90 100 110 120 130 140 150 160 170 180 190

#84502: Anthracene-d10-

/ _
22.40 22.60 22.80 23.00 23 20

Vial: 3
Operator:

—. „f6,.50../7

MW MolForm .

132 ■
' i1''' i1''' 11 ■' ■ r

80 94

41 52 66
1 T' 1' ' I' 1 ITri 11' 11
40 50 60 70

Hit# Of 5

— । • । । | I I । । I i | । | | | । | | P i । > i i i । i rl

146 158 1801 11---HPTHH

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

Peak Number 8 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 2

160 , |
■..........4........ .

66
>1 • ■ i ■ ■ ■ > i ■' ■ ■ i > ■ i ■ i • ।

n/z->_______40 50 60 70
Abundance

#84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-dlO
188

66
-

m/z->_____ 40 50 60 70
Abundance

i ■ " ' I'1 ‘ ■ i " " i

, । *l । —er i"i । । । ■ r i-i । ।
22.40 22.60 22.80 23.00 23.20

94.10 13.92%
fl

158 .
I ""I""........I..................... ..  .................. .. . ■ I-!1!

001517-22-2 94
001517-22-2 87
001719-06-8 80
005309-18-2 59

m/z 188.10 100.00%

I । | i r i { t bi rr । l , । , 1 । . , । i

22.40 22.60 22.80 23.00 23.20

m/z 80.10



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00614 .D
4:17 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

Quant Method : C:\MSDCHEM\l..-\SCAN508.M (RTE Integrator)

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

Concentration Rank 11

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

0.12 ug/L Perylene-dl2 34.428665033.26

CAS#Tentative ID Qual

Abundance Scan 2618 (33.263 min): 00614. D (-)
57

855000

12540
76.39%

57

5000 85
m/z 48.18%43.05

MM57

■ ■ i 1
33.00 33.20 33.40 33.60

m/z 46.12%85.10855000

57 33.00 33.20 33.40 33.60
m/z 21.10%99.10

855000

1111 ■
m/z-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 33.00 33.20 33.40 33.60

Page 11Wed Jan 30 09:02:16 2002
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338 C24H50
394 C28H58
226 C16H34
268 C19H40

Title
Library

2002
LSCINT.P

1 Tetracosane
2 Octacosane $$ n-Octacosane
3 Hexadecane
4 Octadecane, 2-methyl-

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

: 29 Jan 2002
: 508 scan
: January 29,

. Data File
Acq On
Sample
Mise

Tl/Z-->
Abundance

m/z->
Abundance

40 60 80 100 120140160 180 200 220 240 260 280 300 320 340 360 380
#288784: Tetracosane

40 60 80 100 120140 160 180 200 220 240 260 280 300 320 340 360 380
#154901: Hexadecane

i" " ।1

J 113 141-

000646-31-1 53
000630-02-4 53
000544-76-3 53
001560-88-9 53

m/z 57.10 100.00%

33.00 33.20 33.40 33.60

AMaidMnM
33.00 33.20 33.40 33.60

350
I" " I

I113 ..,4.4,4141.... 196, I'1' ‘ I

vial: 3
Operator:

30614.D SCAN508.M

MW MolForm

394TTr171,

Peak Number 9 Tetracosane

33 j
11 ■ । ■" ।1'

TCTTIUUpT

197 225TTTUEmuT

Hit# of 5

169 ,196 224 281TI—utuu“uuu-nmng

Wz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #329266: Octacosane $$ n-Octacosane

m/z 71.10207
TVIBIBT

226
i

TT,,"l"”lllllllllll

294 338
r " ' i" " i" " i " "T ' " r " 11" '111

276
.......I........... ....T‘‘TTT‘TETETTTTTTTOTTETIT"T"TT



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00614.D
4:17 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

Quant Method : C:\MSDCHEM\l-..\SCAN508.M (RTE Integrator)

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

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

0.13 ug/L Perylene-dl292979 34.4234.12

Tentative ID CAS# Qual

1 Hexatriacontane 507 C36H74
2 Hexadecane (CAS) $$ n-Hexadecane... 226 C16H34

m/ z
57

85
5000

33.80 34.00 34.20 34.40
71.62%

57

5000
85 58.02%

#154903: Hexadecane (CAS) $$ n-Hexadecane $$ Cetane $$ n-C...
57

855000

TTT
57

5000 85

m/z—>

Page 12Wed Jan 30 09:02:16 2002

NYC-WTC_000051620

Title
Library

: 29 Jan 2002
: 508 scan
: January 29, 2002

LSCINT.P

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

. Data File
Acq On
Sample
Mise

3 Pentadecane
4 Hexacosane

Abundance

Vial: 3
Operator:

150

FT
50

1 • i 1 ’’"I

1 113MX.
100

000630-06-8 56
000544-76-3 53
000629-62-9 50
000630-01-3 45
57.10 100.00%

00614.D SCAN508.M

MW MolForm

Peak Number 10 Hexatriacontane Concentration Rank 9

m/ z 85.10

m/z 71.10a

■ ■ ।'
m/z-> 50
Abundance

Hit# Of 5

J 113 141 182 212
100 150 200

33.80 34.00 34.20 34.40
m/z 83.10 28.26%

Myhh
33.80 34.00 34.20 34.40

MMMAY
33.80 34.00 34.20 34.40

250 300 350 400 450 500

, 1 1131, H, NI Ji... . ............ ........................  .
n/z-> 50 100 150 200 250 300 350 400 450 500
Abundance #369894: Hexatriacontane

1 ‘ i
/z-> 50

Abundance A/W/WO+AA pr l.I Tw A
33.80 34.00 34.20 34.40

m/z 43.05 45.26%

197 225 379 407 435 463 506
200 250 300 350 400 450 500

1113 141 169 .......... . .........................  ,
100 150 200 250 300 350 400 450 500

#134018: Pentadecane

212 C15H32
366 C26H54

Scan 2693 (34.119 min): 00614. D (-)



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00614.D 3
4:17 pm

MS Integration Params:

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Relative to ISTD R.T.AreaEstConcR.T.

0.12 ug/L Perylene-dl286719 34.4234.94

CAS# QualTentative ID

m/ zScan 2765 (34.941 min): 00614.D (-)Abundance
C 7

5000 97

94.49%TT r>-11 ■ । ।।।.. ■' ।

43

5000 85

m/z 70.34%85.10

57

34.60 34.80 35.00 35.20
63.12%5000

99

379 421

57
35.37%

5000

' I 1TII TT
34.60 34.80 35.00 35.20m/z->

Wed Jan 30 09:02:16 2002 Page 13
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TT-p

759 C54H110
507 C36H74
324 C23H48

Title
Library

: 29 Jan 2002
: 508 scan
: January 29, 2002

LSCINT.P

2 Tetrapentacontane
3 Hexatriacontane
4 Tricosane

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

Instrumen
1.00

. Data File
Acq On
Sample
Misc

Vial:
Operator:
Inst :
Multiplr:

Wy/Mur /
100 150 200 250 300 350 400 450 500 550 600 650 700 750

#389371: Tetrapentacontane

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750

An M MMMrw
34.60 34.80 35.00 35.20

34.60 34.80 35.00 35.20

1 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54

575 617 659 701 758

|

LMA

kaaspow iew
34.60 34.80 35.00 35.20

055282-12-7 64
005856-66-6 64
000630-06-8 64
000638-67-5 59
57.10 100.00%

00614.D SCAN508.M

221 337
TTTTTTT

MW MolForm

mfe-> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #311146: Octadecane, 3-ethyl-5-(2-ethylbutyl)-

11111
nlz—> 50
Abundance

■ • • i ■
m/z-> 50
Abundance

27 183
I

m/z 43.05

m/z 71.10
A

Hit# of 5

*I1C1/11ss111*w+1**[‘111/****/‘‘a//t1*3I*‘/Id**III*/*S***/*/
100 150 200 250 300 350 400 450 500 550 600 650 700 750

#369891: Hexatriacontane

*********************************************************************
Peak Number 11 Octadecane, 3-ethyl-5-(2-et... Concentration Rank 10

1 1 ■ ' ' I

T"‘r‘1‘1110——EIG-TTrT‘E1117111T

97
j „ 141 196 281 337 379 435 506

m/z 97.10

| ] I 208 281—RLL



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00614.D
4:17 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Relative to ISTD R.T.AreaEstConcR.T.

0.13 ug/L Perylene-dl2 34.429341035.74

CAS#Tentative ID Qual

m/zScan 2835 (35.740 min): 00614.D (-)Abundance
57

85
5000

281 35.40 35.60 35.80 36.00
m/ Z

#311146: Octadecane, 3-ethyl-5-(2-ethylbutyl)-
43

71
5000

F 7

5000 85

57

5000 85

' 'I 1 '' ' ' I I ' ' ' T I 1 ' ' 1 i '
35.40 35.60 35.80 36.00/z— >

Page 14Wed Jan 30 09:02:16 2002
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Title
Library

2002
LSCINT.P

: 29 Jan 2002
: 508 scan
: January 29,

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

. Data File
Acq On
Sample
Mise

/z->
Abundance

~।
50

—4
50

LMMMMeMM

055282-12-7 72
000544-85-4 64
000593-45-3 59
000629-94-7 59
57.10 100.00%

00614.D SCAN508.M

Vial: 3
Operator:

1 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54
2 Dotriacontane 451 C32H66
3 Octadecane 254 C18H38
4 Heneicosane (CAS) $$ n-Heneicosane 296 C21H44

Au

MW MolFormHit# of 5

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

Peak Number 12 Octadecane, 3-ethyl-5-(2-et... Concentration Rank 8

// A, / YAA.,A MA
35.40 35.60 35.80 36.00

m/z 43.10 56.54%

35.40 35.60 35.80 36.00
m/z 99.10 27.05%

1 113 2091111,1....—
100 150 200

35.40 35.60 35.80 36.00
m/z 85.10 61.51%

250 300 350 400 450
71.10 79.74%

. 1113,141. 169 197 254 ..............................
100 150 200 250 300 350 400 450

. 1113.141, 106.... 281......... 422 450
100 150 200 250 300 350 400 450

#193178: Octadecane

112—
100 150

■ ‘i
m/z- > 50
Abundance

‘ ' i
m/z-> 50
Abundance

183 221 337
• ■!>■■ ■ । ■ r . । , t . । i—i . . । । । i i | i

200 250 300 350 400 450
#355040: Dotriacontane
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Tentatively Identified Compound (LSC) summary

Date Acquired: 29 Jan 2002Operator ID: 4:17 pm

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

iacontane
ecane,

Dctadecane,
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Petra
exat
Dctad

0.2 ug/L
0.1 ug/L
0.2 ug/L
0.2 ug/L
3.9 ug/L
0.1 ug/L
0.2 ug/L
0.3 ug/L
0.1 ug/L
0.1 ug/L
0.1 ug/L
0.1 ug/L

9.72 9884890
9.72 9884890
9.72 9884890
9.72 9884890
9.72 9884890

13.19 14196700
22.65 16984100
22.65 16984100
34.42 14273100
34.42 14273100
34.42 14273100
34.42 14273100

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

4.24
4.63
4.83
5.02
5.89

12.54
22.28
22.77
33.26
34.12
34.94
35.74

3 - Cyano
DECADEU

1
1
1
1
1
2
4
4
6
6
6
6

99352
69995

104221
84825

1922470
78789

127593
277820
86650
92979
86719
93410

RT EstConc Units Response

3-eth. . .3-eth. . .

ata File: C:\MSDCHEM\1\5973N\02JAN29\00614.D
Jame: 508 scan
isc: January 29, 2002
Method: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title: 508 scan method
ibrary Searched: C:\DATABASE\WILEY7N.L

00614.D SCAN508.M

2,2 -Dimethoxybutane
L - CHLOROHEXA- 5-N . .
2-Butenal, 3-meth. .
3 -Buten-2 -ol, 2-m. .
Acetic acid, 3-[l..
Zyclopentasiloxan . .

Resp Cone

carbazole . .
TERORHENAN. .
sane \


