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NYC-WTC_000050596

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 01/28/2002 Time: 09:46:54

Sample: AE00250
Analysis: $GCMS GCMS Scan For Unknowns
Units: ug
Started: 1/28/02 09:46 Ended: 1/28/02 09:46 Analyst: DLV
Page: 1

Other unknown compounds
2Sur2,4-DDD ‘ _
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Comments for Sample AE00250 - Analysis $GCMS

NYC-WTC_000050597

Westchester Dept, of Labs & Research
User Vinci, David L
Date: 01-28-2002 Time: 09:46:58

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.



(Not Reviewed)

Data File : C:\MSDCHEM\1\5973N\02JAN24\00250.D

Inst : Instrumen
Multiplr: 1.00

Quant Results File: SCAN508.RES

Internal Standards

27.73 235 0.00
Spiked Amount 5.000

(#) = qualifier out of range (m) = manual integration
Fri Jan 25 10:22:12 2002 Page 1

NYC-WTC_000050598

152
136
164
188
240
264

163
165
149

570026
450015
164121

1702447
7141153
3544914
5662361
5019113
3698997

2.43 ug/L
9.86 ug/L
1.21 ug/L

9.72
13.19
18.34
22.65
30.50
34.42

System Monitoring Compounds
37) 2,4-DDD

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

18.34
18.34
31.11

MS Integration Params: SPLIT.P
Quant Time: Jan 25 10:22:11 2002

. Acq On
Sample
Mise

0.00
-0.02
-0.01
-0.02
-0.01
0.00

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

324924
Recovery

Vial: 6
Operator:

3.63 ug/L
= 72.60%

Qvalue
+ 56
# 17

96

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

00250.D SCAN508.M

NYC 9/11 Public Portal Document
Quantitation Report

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

: 24 Jan 2002 7:06 pm
: 508scan
: January 24, 2002



SWM**, w

: C: \MSDCHEM\1\5973N\02 JAN24\00250 . D
: 24 Jan 2002 7:06 pm

Inst : Instrumen
Multiplr: 1.00

Quant Results File: SCAN508.RE

TIC: 00250.D

8000000-

7500000

7000000 s
6500000 6

6000000

5500000

5000000

4500000

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0+ 11—mmBdnnur
Time—>

Fri Jan 25 10:22:13 2002 Page 2

NYC-WTC_000050599

MS Integration Params: SPLIT.P
Quant Time: Jan 25 10:22 2002

: 508scan
: January 24, 2002

Abundance
85000001

1i
I
s

CI
N

Data File
Acq On

. Sample
Mise

ji
L

J J

3I
f
I

I
&

II

Vial: 6
Operator:

3I
I

T I 1‘ r P l T"!" I*T
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

00250.D SCAN508.M

-----TDOTnTeerrf -

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

NYC 9/11 Public Portal Document
e--*s
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: C: \MSDCHEM\1\5973N\02JAN24\00250.D
: 24 Jan 2002 7:06 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params: LSCINT.P

Signal : TIC

15030523 100.00%1681 1688 1693 rBV2 6618139

Sum of corrected areas: 85355436

Fri Jan 25 10:26:22 2002 Page 1

NYC-WTC_000050600

corr.
% max.

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

corr.
area

Method
Title

% of
total

39549
29061
30385
45655
77632

226315
52992

22777
911759

5997794
102625

4600763

89182
23231

58909
71592
74420

116554
148217

96.05%
0.74%

1.51%
0.35%

1877 1881 1889 rW
2129 2133 2139 rW
2369 2376 2381 rBV
2425 2429 2457 rVB
2713 2719 2747 rBV

1697 1699 1713 rVB
1785 1790 1797 rW

1305 1311 1315 rBV
1653 1656 1661 rVB

209 rW
241 rBV
561 rW
577 rW
865 rBV

0.39%
0.48%
0.50%
0.78%
0.99%

0.058%
1.942%

16.952%
0.571%

14.770%

3.613
4.253
4.630
4.835
5.018

205
220
556
568
860

16.915%
0.130%

17.609%
0.265%
0.062%

0.069%
0.084%
0.087%
0.137%
0.174%

24.849
27.726
30.500
31.105
34.416

0.142%
2.440%

11.391%
0.081%

16.120%

5.714
5.885
9.721
9.858

13.192

25 rBV
83 rBV4

115 rBV
141 rBV2
149 rW

21
77

110
128
144

6
7
8
9

10

18.341
22.280
22.645
22.771
23.810

0.33%
11.03%
96.27%

3.24%
83.88%

1
2
3
4
5

201
217
551
561
855

0.81%
13.86%
64.69%

0.46%
91.54%

16
17
18
19
20

17
73

103
123
141

11
12
13
14
15

: 508scan
: January 24, 2002

72899
1046185
4842533

16242
6850670

7122295
56224

49783
1657791

14469876
487417

12607283

Data File
. Acq On
Sample
Mise

14437527
111177

121071
2082891
9722763

69119
13759216

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

Peak Location: TOP

30250.D SCAN508.M

Vial: 6
Operator:

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

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

: C:\MSDCHEM\1\5973N\02JAN24\00250.D

7:06 pm using AcqMethod SCAN508: 24 Jan 2002
InstrumenInstrument :

TIC: 00250.D
13,19

6000000

9.725000000

4000000

3000000

2000000

5.891000000

6.005.00

18 34

6000000

5000000

4000000

3000000

2000000

27.1000000
22 D8 2.77

30.506000000

5000000 34.42

4000000

3000000 W
2000000

1000000

0 T T

Fri Jan 25 10:26:22 2002

NYC-WTC_000050601

Abundance
70000001

1
23.00

. File
Operator
Acquired

• । ■
7.00 8.00

Time—> 28.00

04
Time->
Abundance

7000000

30250.D SCAN508.M

„ 3.61 4.254.0342 5.70--

34.00 35.00 36.00 37.00 38.00 39.00
Page 2

29.00 30.00

5‘
31.11

1 1 i > r । i ! i [ r
31.00 32.00 33.00

Sample Name: 508scan
Mise Info : January 24, 2002
Vial Number: 6
Quant File :SCAN508.RES (RTE Integrator)

23.81 24.85..............................
24.00 25.00 26.00 27.00

. ,9.86 ...... .........................
9.00 10.00 11.00 12.00 13.00 14.00 15.00
TIC: 00250.D

22.65

16.00 17.00 18.00 19.00 20.00 21.00 22.00
TIC: 00250.D

Time-> 4.00
Abundance

7000000]

-----
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: C: \MSDCHEM\1\5973N\02JAN24\00250.D
7:06 pm

Inst : Instrumen
Multiplr: 1.002002

MS Integration Params: LSCINT.P

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

Relative to ISTDAreaR.T. EstConc R.T.

0.12 ug/L 1,4-Dichlorobenzene-d43.61 58909 9.72

Tentative ID CAS# Qual

m/zAbundance

74

5000
59

87

i ■ ' i1 ■" i ■

43 74

5000
59

87

tr PomogT

43 74

m/z5000
8759

+tTTp-FTTpT-TTp-rrrp-rr ’ITT

A
74

5000 27
59

87

Ir''I'” ■ i ■

Fri Jan 25 10:26:22 2002 Page 3

NYC-WTC_000050602

(CAS... 102 C5H10O2
(CAS... 102 C5H10O2
(CAS... 102 C5H10O2
(CAS... 102 C5H10O2

1 Butanoic acid, methyl ester
2 Butanoic acid, methyl ester
3 Butanoic acid, methyl ester
4 Butanoic acid, methyl ester

Title
Library

: 24 Jan 2002
: 508scan
: January 24,

Data File
Acq On
Sample
Mise

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

Vial: 6
Operator:

Pp

TTg133TTHE]

___________________ A_______
■11' " ■ i • ■ ■ ■ i • ■ “ i ‘'1' i “ ■' i‘"' i
3.50 3.60 3.70 3.80 3.90 4.00

69
i ■ ■" i • ■ •11

69

,41.4)

102Npgmmr

102

102।j ■ । ।j iHmmpu

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

)0250.D SCAN508.M

MW MolForm

Scan 21 (3,613 min): 00250.D (-)
43

*********************************************************************
Peak Number 1 Butanoic acid, methyl ester... Concentration Rank 10

...

Hmg

ll

Hit# of 5

’t08311010011711112211’321’r"I1
3.50 3.60 3.70 3.80 3.90 4.00

mfe-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110
Abundance #9224: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...

43

iz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110
Abundance #9227: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...

miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #9228: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...

3.50 3.60 3.70 3.80 3.90 4.00
m/z 59.10 28.20%

41.10 37.70%

1..

3.50 3.60 3.70 3.80 3.90 4.00
m/z 74.10 77.56%

‘ 3.50 3.60 3.70 3.80 3.90 4.00 ' ‘ ‘
m/z 71.10 67.86%

miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110
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: C: \MSDCHEM\1\5973N\02JAN24\00250.D
7:06 pm

Inst : Instrumen
Multiplr: 1.00: January 24, 2002

MS Integration Params: LSCINT.P

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

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

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

0.15 ug/L 1,4-Dichlorobenzene-d44.25 71592 9.72

Tentative ID CAS# Qual

1 3-Methyl-2,3-epoxybutanal 100 C5H802

m/zAbundance
85

5000

m/ z

41 85

5000
60

11111211110131112’1111 ■ i ■ ■ ■ ‘ i ■ ■ ■ ■ i'' +’’’1’44’1’14148***2****

43 5629

5000 60

“ i • ■ “ i ‘ T

5000
56 87

T

Fri Jan 25 10:26:22 2002 Page 4

NYC-WTC_000050603

Title
Library

: 24 Jan 2002
: .508scan

Data File
. Acq On
Sample
Mise

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

Vial: 6
Operator:

33
1 ■'

4.40 4.60
59.97%

47

m.—34
4.00 4.20 4.40 4.60

4.40 4.60
24.89%

. 100
11111.... I ■i.. 11:nI>11

000000-00-0 42
000542-55-2 22
000096-15-1 10
000616-45-5 9
85.00 100.00%

)0250.D SCAN508.M

MW MolForm

Concentration Rank 8

4.00 4.20 4.40 4.60
41.10 82.73%

4.00 4.20
m/ z 43.10

Peak Number 2 3-Methyl-2,3-epoxybutanal

70
■n | . l.. 11111p . ‘I | I 1111 <

.iT...
mfc-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #7969:3-Methyl-2,3-epoxybutanal

niz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #4413:1 -Butanamine, 2-methyl- (CAS) $$ 2-Methylbutylamine...

41

Hit# of 5

l • • ‘ • I “ • ‘ 11' ‘ ’ I

4 I... IJ11.. 1.... 1.... j.... 1. 1111.... 1....

60
55+47.

A_A_MA
4.00 4.20 4.40 4.60

m/z 39.10 30.10%

Scan 77 (4.253 min): 00250.D (-)
41

2 Formic acid, 2-methylpropyl este... 102 C5H10O2
3 1-Butanamine, 2-methyl- (CAS) $$... 87 C5H13N
4 2-Pyrrol idinone 85 C4H7NO

, .. . A
miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #9310: Formic acid, 2-methylpropyl ester (CAS) $$ Isobutyl...

iz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105

. AAW. A

4.00 4.20
m/z 60.00
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00250.D
7:06 pm

Inst : Instrumen
Multiplr: 1.00: January 24, 2002

MS Integration Params: LSCINT.P

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

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

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

0.15 ug/L 1,4-Dichlorobenzene-d44.63 74420 9.72

Tentative ID CAS# Qual

Abundance

41
57

88
5000

53 85
14

1’1111111111191 111' " ■ i ■ ■ 111 ■ ■ • i11

MAAN5339 675000

8627 14
5339 67

275000

864231

I’

#4047:3-Penten-2-ol $$ .alpha., gamma.-Dimethylallyl alco...
43 71

5000 39
5327 67

58 86
11

miz—>

Fri Jan 25 10:26:22 2002 Page 5

NYC-WTC_000050604

. Acq On
Sample
Mise

Title
Library

: 24 Jan 2002
: 508scan

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

Scan 110 (4.630 min): 00250. D (-)
71

rnfz->
Abundance

+70

#4074:2-Buten-1-ol, 3-methyl-
71

miz->
Abundance #4071:2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $$ 2-METHYL...

71

nz->
Abundance

42
H

T
70

49
■ • i ■ ■

50 5.00

49
■ • i ■ ■ “ i"

67,
—l

' ‘ I “ ‘11'
60 65

40 45 50

' * i “ * < j *
20 25 70 75 80 85 90 95 4.20 4.40 4.60 4.80

“ i ‘ ■ i ■
20 25

■ i ■ ■ ■ ‘ i11

90 95

556065 70 75 80859095

40 45 50 55

59• i ■ ■ • 11 • ■■ ■ 11

55 60 65

-mmmm

10250.D SCAN508.M

■ i ■ ■1 ■ i' ■1 ■ i ‘

55 60 65

MW MolForm

Vial: 6
Operator:

Concentration Rank 6

. ...... 111111.49/
20 25 30 35 40 45 50

4.20 4.40 4.60 4.80 5.00
m/z 57.10 64.56%

Peak Number 3 2-Buten-l-ol, 3-methyl-

Hit# of 5

-+
30 35 40 45

4.20 4.40 4.60 4.80 5.00 '
m/z 88.10 54.61%

i a %
4.20 4.40 4.60 4.80 5.00
m/z 41.10 75.32%

i • ■ j ■ ■ ■ • i ■ * • ■ |' > >

75 80 85

“ i' ■ “ i ■1 ■

30 35

4.20 4.40 4.60 4.80 5.00 '
m/z 39.10 40.84%

• ■ i ‘ । ■ l • ■ । • • • ■ । ■ i ■
20 25 30 35

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

75 80 85 90 95

000556-82-1 28
000556-82-1 25
001569-50-2 23
000096-47-9 22

m/z 71.10 100.00%

1 2-Buten-l-ol, 3-methyl- 86 C5H10O
2 2-Buten-l-ol, 3-methyl- (CAS) $$... 86 C5H10O
3 3-Penten-2-ol $$ .alpha.,.gamma.... 86 C5H10O
4 Furan, tetrahydro-2-methyl-86 C5H10O
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00250.D
7:06 pm

Inst : Instrumen
Multiplr: 1.002002

MS Integration Params: LSCINT.P

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

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

0.24 ug/L 1,4-Dichlorobenzene-d44.84 116554 9.72

Tentative ID CAS# Qual

Abundance Scan 128 (4.835 min): 00250.0 (-)
84

55

5000 5941

44 51 .44443E
i ■ ■ " i ■

55

395000
27

51 ।-• • । • i •

55
1’76118

395000
27

51 |-
* ’ f ‘ ‘ ‘ ‘ I ‘

#3224:2-Butenal, 3-methyl-
84

555000 41

+ir/z—>

Fri Jan 25 10:26:22 2002 Page 6

NYC-WTC_000050605

. Acq On
Sample
Mise

Title
Library

: 24 Jan 2002
: 508scan
: January 24,

4.40
m/z

4.40
m/z

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

T

n/z—>
Abundance

—

>' i "■' i'"

niz->
Abundance

—44
i ■1 •11 ‘

1+114411+’
niz->
Abundance

TTr
45

A
5.20

50 .■. ■ 11 ■ 1»

4.60 4.80 5.00

20253035404550556065

20 25 30 35 40 45 50 55 60 65

’*’——.—194424/
20 25 30 35 40 50 55

40 45 50 55 60 65
#3222:2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $...

84

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

I •'1' 1 ‘11 ■ i
85 90 95

I " " 111'11
85 SO 95

•0250.D SCAN508.M

MW MolFormHit# of 5

Vial: 6
Operator:

Ar....  ani/

-IT
85 90 95

66 69
' i “ “ i 1111'1111'1111
60 65 70 75 80

-TT
85 90 95

71
11111111 pi > 111

70 75 80

4.40 4.60 4.80
m/z 83.10

69
* • 111 •»< । * । “ ।1 *

70 75 80

69
——mPPP

70 75 80

*********************************************************************
Peak Number 4 2-Butenal, 3-methyl- $$ Cro... Concentration Rank 5

5.00 5.20
44.13%

4.40 4.60 4.80
m/z 59.00

5.00 5.20
47.13%

000107-86-8 81
000107-86-8 81
000107-86-8 64
.034314-83-5 58

m/z 84.05 100.00%

1 2-Butenal, 3-methyl- $$ Crotonal... 84 C5H80
2 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 C5H80
3 2-Butenal, 3-methyl- 84 C5H80
4 Furan, 2,3- dihydro - 4 -methyl -84 C5H80

AN
4.40 4.60 4.80 5.00 5.20

V
0

20 25 30 35

44
TTI

41.10 42.20%

4.60 4.80 5.00 5.20
55.10 69.95%



Data File : C:\MSDCHEM\1\5973N\02JAN24\00250.D
7:06 pm

Inst : Instrumen
Multiplr: 1.002002

MS Integration Params: LSCINT.P

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

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

Relative to ISTDEstConcR.T. Area R.T.

0.30 ug/L 1,4-Dichlorobenzene-d45.02 148217 9.72

Tentative ID CAS# Qual

Abundance

5000

39

Abundance

43

5000 I 1 ■ • ‘i •59 4.80
41.10

>, ।.... । ।. 1111. ।. ■HT

43
5000-

59

Abundance
7!

5000 59
15

’’’’11117 “ ■■1111 ‘i ‘ ’II

Fri Jan 25 10:26:23 2002 Page 7

NYC-WTC_000050606

Title
Library

. Acq On
Sample
Mise

4.60
m/z

: 24 Jan 2002
: 508scan
: January 24,

4.60
m/z

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

#4093: Butenol, methyl-
43

nidmapaniri

-4
5.0)

67,I “ । > j • I • 11

Scan 144 (5.018 min): 00250.D (-)
43 71

—3%

67
mipl#

4.80 5.00 5.20

53-H

53H t

NYC 9/11 Public Portal Document
uLaLy otatti totpounu Keporc

, 86

27
31

.86।.. j.... ।.... ।,,.. ।... > ।

0250.D SCAN508.M

59
55

84
‘I ’" ’il'' ’i ’ ”' i

MW MolForm

Vial: 6
Operator:

Concentration Rank 2

4/), 4
5.40

67HH

53
—

-

27 31

4A-A-2/4
5.20 5.40

55.95%

Peak Number 5 3-Buten-2-ol, 2-methyl-

27 31

n/z-> 5 10 15 20 30 35 40 45 50 55 60 65 70 75 80 85 90

Hit# of 5

4
4.60 4.80 5.00 5.20 5.40
m/z 43.10 91.95%

000115-18-4 80
000115-18-4 80
060766-00-9 80
000115-18-4 64

m/z 71.10 100.00%

mfz~> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

1 3-Buten-2-ol, 2-methyl- 86 C5H10O
2 3-Buten-2-ol, 2-methyl- (CAS) $$... 86 C5H10O
3 Butenol, methyl- 86 C5H10O
4 3-Buten-2-ol, 2-methyl-86 C5H10O

4.60 4.80 5.00 5.20 5.40
m/z 69.10 34.81%

m/z—> 5 10 15 20253035404550556065 70 75 808590

59.10 39.20%

mfz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4081:3-Buten-2-ol, 2-methyl- (CAS) $$ 2-Methyl-3-buten-2...

71

A, A
4.60 4.80 5.00 5.20 5.40

#4083:3-Buten-2-ol, 2-methyl-
7h

A.....A
1 1 ’ ‘ I * ‘ 1 ’ 1 * ‘
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: C:\MSDCHEM\1\5973N\02JAN24\00250.D
7:06 pm

Inst : Instrumen
Multiplr: 1.00: January 24, 2002

MS Integration Params: LSCINT.P

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

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

Relative to ISTDEstConc AreaR.T. R.T.

0.25 ug/L 1,4-Dichlorobenzene-d4121071 9.725.71

Tentative ID CAS# Qual

Abundance Scan 205 (5.714 min): 00250.D (-)
43 71

5000

LAbundance #13655:1,6-Heptadien-4-ol
43 71

5000

27

T-rp-rrrj-rrr T‘

Abundance

5000
85

AAbundance #4043:3-Penten-2-ol (CAS) $$ 2-PENTEN-4-OL $$ Methyl prop...
7143

50)0 27

15

■ ‘ ‘ ‘ i ■ • • ■ i ■

Fri Jan 25 10:26:23 2002 Page 8

NYC-WTC_000050607

112 C7H120
86 C5H6D2O
86 C5H10O
86 C5H10O

Title
Library

: 24 Jan 2002
: 508scan

1 1,6-Heptadien-4-ol
2 3- [.beta.-hydroxy-(.beta.,.beta....
3 3-Penten-2-ol (CAS) $$ 2-PENTEN-...
4 3-Buten-2-ol, 2-methyl-

Data File
. Acq On
Sample
Mise

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

mpp

#3392:3-[.beta.-hydroxy-(.beta.,.beta.-dideuterio)]ethylp...
Th

84
-------

-LP.7

-----

. 1 > l ■ BI4f4T

00250.D SCAN508.M

nz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105

MW MolForm

Vial: 6
Operator:

Concentration Rank 4

86
—mmmpmpmt

53
58

-TH

58
44 53

■ I > ■ | I I I I | I > 11 | l I 1 I | ■ 11 > [ ITI I | I mmHir | । • । । 11 ■ 164

' ‘ ' I 1 1 ‘ 1 I ‘ ‘ 1 ' I ‘ ‘ ' I ‘ ‘ I
5.40 5.60 5.80 6.00

m/z 39.10 38.40%

Peak Number 6 1,6-Heptadien-4-ol

002883-45-6 53
005557-87-9 53
001569-50-2 50
000115-18-4 46

m/z 71.10 100.00%

miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105

TT’l ■ L IT 11 I'

53 58
+mHmlmH

5.40 5.60 5.80 6.00
m/z 69.10 38.57%

5.40 5.60 5.80 6.00
m/z 41.10 85.32%

n/z—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105

miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105

Hit# of 5

,..15.11.. 66,1, , 79 84 941112221113201300100001100011228317

3i . < ■ । > > i i । i . > < ।. I . i । . 11 11 H i i | . 111 [

....A...
5.40 5.60 5.80 6.00

m/z 43.10 93.73%

5.40 5.60 5.80 6.00



Inst : Instrumen
Multiplr: 1.00

MS Integration Params: LSCINT.P

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

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

4.28 ug/L 1,4-Dichlorobenzene-d45.89 2082890 9.72

Tentative ID CAS# Qual

Abundance

5000i
43

' ‘ I 1 ■ ' ‘ I ‘ ‘ ‘ M

5000

43
27 55 f

5000

43
27 55

—A
5000

45
88

/z—>

Fri Jan 25 10:26:23 2002 - Page 9

NYC-WTC_000050608

Title
Library

Data File
. Acq On

Sample
Mise

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

niz->
Abundance

#4814: Silane, tetramethyl-
73 5.60

m/ z

5.60
m/z

mlz->
Abundance

#78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
73

1 ■ i ■ ■ 1 ■

6.20
24.61%

Scan 220 (5.885 min): 00250.D (-)
73

5.80 6.00
43.10

NYC 9/11 Public Portal Document
Library search compound Report

5.60 5.80 6.00 6.20

MW MolForm ■

0250.D SCAN508.M

Vial: 6
Operator:

- 44 -... ......................... 174M I , I | . 1’’ I | , I < | > I I , | , I ’’I’BI—*************
10 20 30 40 50 60 70 80 90 1CX) 110 120 130 140 150 160 170 180

.1........ .
10 20 30 40 50 60 70 80 90 100 110 120 130' '140' 150 160 170 180

15.... 53, || 88__________________
. i).,,. 11... . । ir,, ।. 11 i j 11 > > । ।., > ■ ।..., ।।।, ir[ i 111111111111111111111111 ri 111 r

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

5.80 6.00 6.20
71.10 6.74%

Hit# of 5

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

Peak Number 7 3-(CYCLOHEX-3'-EN-YL)PROPAN... Concentration Rank 1

Hi 87 103TTImpu—aB]

1...TTITrTtt’oIrr

015745-87-6 33
000000-00-0 33
000075-76-3 23
000627-45-2 9

m/z 73.10 100.00%
|

1 3-(CYCLOHEX-3'-EN-YL)PROPANOL $$... 174 C8H14O4
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H14O4
3 Silane, tetramethyl- 88 C4H12Si
4 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO

I 1 55
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX-3'-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...

73

: C:\MSDCHEM\1\5973N\02JAN24\00250.D
: 24 Jan 2002 7:06 pm
: 508scan
: January 24, 2002

5.60 5.80 6.00 6.20
m/z 45.10 9.33%

5.60 5.80 6.00 6.20
m/z 41.10 9.32%

’-1nnnmmrmIr



Data File : C:\MSDCHEM\1\5973N\02JAN24\00250.D
7:06 pm

Inst : Instrumen
Multiplr: 1.00: January 24, 2002

MS Integration Params: LSCINT.P

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

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

0.14 ug/L 1,4-Dichlorobenzene-d49.86 69119 9.72

Tentative ID CAS# Qual

1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H16O3
2 Hexylene Glycol 118 C6H1402
3 3-Octanol (CAS) $$ n-Octan-3-ol ... 130 C8H180

102 C6H140
m/z 100.00%

5000

—AA—

5000

1 ' 1 1 1 ■ • I43
5000

5000 83

mfz->

Fri Jan 25 10:26:23 2002 Page 10

NYC-WTC_000050609

013429-07-7 83
000107-41-5 39
000589-98-0 9
000623-37-0 9

• Acq On
Sample
Mise

: 24 Jan 2002
: 508scan

Title
Library

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

Scan 568 (9.858 min): 00250.D (-)
59

4 3-Hexanol
Abundance

85
1

Vial: 6
Operator:

m/z~>
Abundance

103
i

#26850: 3-Octanol (CAS) $$ n-Octan-3-ol $$ Ethylamylcarbin...
59

. . ‘I4 •**18*

59.10

ul

NYC 9/11 Public Portal Document
LlDrary searcn Compound Report

69
TTIT

44
i mi r Ihi)

#17792: Hexylene Glycol
59

—
60

43-384449.

0250. D SCAN508.M

MW MolFormHit# of 5

0. ( A.....,
9.60 9.80 10.00 10.2020 30 40 50 60 70

’ r* ‘*1**I‘‘4I • . । .-i.
70 80 90 100 110 120 130

—

40 50

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

Peak Number 8 2-Propanol, 1-(2-methoxypro. .. Concentration Rank 9

73 104I....... ........... 1,14 130
■ i 1 • ‘ ■ i ' • 1 1 i 1 T74 i »»'1 IIEI4I1‘4‘1*-
70 80 90 100 110 120 130

mfa-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43942:2-Propanol, 1 -(2-methoxypropoxy)- $$ 1 -(2-Methoxyp...

59

31 45
■ ........1......'i'/ j 'A' ■,
20 30 40 50 60

73 104
1***A***G*FTumu**mAapus ‘"I 1 1

31
, I

■ I ■ ■ ■ 1 i * •
niz-> 20 30
Abundance

9.60 9.80 10.00 10.20
m/z 43.10 16.71%

9.60 9.80 10.00 10.20
m/z 45.00 11.81%

9.60 9.80 10.00 10.20
m/z 41.10 10.84%

101
112

■ i •1 • ‘ i ■ 1 ‘ ‘ i ' ' 1 1 I 11 1 1 i 1 1 1 ' <1 1
80 90 100 110 120 130

(M ft
9.60 9,80 10.00 10.20

m/z 73.10 10.70%



: C: \MSDCHEM\1\5973N\02JAN24\00250.D
7:06 pm

Inst : Instrumen
Multiplr: 1.002002

MS Integration Params: LSCINT.P

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

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

0.15 ug/L Phenanthrene-dl022.28 111177 22.65

Tentative ID CAS# Qual

Abundance Scan 1656 (22.280 min): 00250. D (-)
19/2

5000]

70 m/z 191.10 17.00%-IpTMti

108
5000

146 175

‘' i " ■ ■ i “ ' ■ i " ■ ‘ i ■ ■ ■ ■ i' ‘ " i1" • i ‘ ■ i" " i" '11" 1' 111 ' i " " i ■1 ■' 11

/
192

A

5000

1 • i ■1

1912

5000-

144

p i ■ i * • ■ ' lz-> 22.00 22.20 22.40 22.60

Fri Jan 25 10:26:23 20020250.D SCAN508.M Page 11

NYC-WTC_000050610

1 4-METHOXY-.BETA.-METHYLCINNAMIC ... 192 C11H1203
2 1,3-Benzodioxole, 4-methoxy-6-(2... 192 C11H12O3
3 l-amino-2-methyl-4-isopropyl-thi... 192 C5H13N4PS
4 N-(2-methylprop-2-enyl)-2-nitrob... 192 C10H12N2O2

Title
Library

: 24 Jan 2002
: 508scan
: January 24,

Data File
. Acq On
Sample
Mise

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

Upn

Vial: 6
Operator:

.. .

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

111ju

niz->
Abundance

44
111' ‘ • i'
40 50

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

" i " " i “ " i" " i ■" ■ i ■■ ■ ■ i' ■ ■ ■ i ■ “ ■ i •"r’ > ।" I " 11111111"

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

/z->
Abundance #102588:4-METHOXY-.BETA.-METHYLC1NNAMIC ACID $$ 2-Butenoi...

192

81103/119 131/147..lfm71193""‘111110111/111711101111110107100 32/113310001002m9‘1u9RTT

NYC 9/11 Public Portal Document
uolaly oeaLc tompoura Keport

177

■ • i * ‘ ■11 • • • ■ ।

MW MolForm

niz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102624:1,3-Benzodioxole, 4-methoxy-6-(2-propenyI)- (CAS)...

120
i “ ‘11 “ " I “ “ i “ ■ ■ i

*********************************************************************
Peak Number 9 4-METHOXY-.BETA.-METHYLCINN... Concentration Rank 7

Hit# of 5

■ ■i ■. > ■ i

‘‘•Zijod 22.20 2140' 22.60
m/z 146.10 16.05%

..............
‘ 1 I ‘ ‘ • l r ' I ' ' ‘ ‘ I ‘ ‘
22.00 22.20 22.40 22.6082 96

019169-94-9 72
000607-91-0 53
107264-54-0 50

1 000000-00-0 47
m/z 192.10 100.00%

TTmmmpuo

22.00 22.20 22.40 22.60
m/z 96.10 14.79%

146 160

22.00 22.20 22.40 22.60
m/z 193.10 12.23%A



NYC 9/11 Public Portal Document Lopouru KepOIC•* J

Inst : Instrumen
Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Relative to ISTDEstConcR.T. Area R.T.

0.30 ug/L Phenanthrene-dl022.77 226315 22.65

Tentative ID CAS# Qual

1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10
2 Anthracene-DlO 188 C14D10
3 6-Hydroxy-2-naphthalenecarboxyli... 188 C11H8O3
4 Cycloheptanone, 4-phenyl- 188 C13H16O

Abundance Scan 1699 (22.771 min): 00250.D (-)
188

5000

5000
22.40 22.60 22.80 23.00 3m/z 184.10 13

TOI

/
118

m/z 189.10 12.05%5000
80 94

1(8

171
5000

14317

m/z—>

Fri Jan 25 10:26:23 2002250.D SCAN508.M Page 12

NYC-WTC_000050611

Title
Library

.20
8%

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

Data File
Acq On

‘ Sample
Mise

Vial: 6
Operator:

,...
22.40 22.60 22.80 23.00 23.20

66
qmmpppmphp

22.40 22.60 22.80 23.00 23.20

66
TDW]TIWIIPTTPTNTTTT

80 94

mlz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84498: Anthracene-D10

001517-22-2 91
000000-00-0 86
000000-00-0 47
067688-28-2 47

m/z 188.10 100.00%

MW MolForm

158PImTTImTTOTTTTTHTT

iz-> 10 20 30 40 50 60 70 80 90 100110120130140150160 170180190
Abundance #97789:6-Hydroxy-2-naphthalenecarboxylic acid $$ 6-Hydrox...

---P

80 115
..................................“ 89 103 .1 131 .1. 159 |‘AAABAAAAAAL‘**AI*A*SL+A**L‘**‘U**‘***UB****B—H—22*m***2gA8*TTTttTsslsdtys*tt9838**
10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190

*********************************************************************
Peak Number 10 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 3

.....12.... 10... M...

Hit# of 5

—l

22.'40 22.60 22.80 23.00 23.20
m/z 94.05 20.86%

-
22.40 22.60 22.80 23.00 23.20

m/z 80.10 11.27%

160 1.1
TT 11 r, 111,11.. 1 > 1.1., [1111111111 t i-TT[ rrl! [n I q-11 n [ fp nn

niz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10

188

: C:\MSDCHEM\l\5973N\02JAN24\00250.D
: 24 Jan 2002 7:06 pm
: 508scan
: January 24, 2002

94
80

44 54 64 I 1



Inst : Instrumen
Multiplr: 1.00

MS Integration Params: LSCINT.P

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

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

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

0.07 ug/L Phenanthrene-dl023.81 52992 22.65

Tentative ID CAS# Qual

Abundance

5000

6.01%

33

5000

m/z 5.55%

‘1’58

I ■ ‘ 1 1 1 ' • • l • 4 I ■ ■ ■ ‘ I ' ‘
23.40 23.60 23.80 24.00 24.20

5.01%5000

D’1—0010000uu"BTTtrtont

■ ' i ■ ‘ ■ i • ■33 23.40 23.60 23.80 24.00 24.20
m/z 4.40%86.10

5000

T ( ‘ l 1 ' ‘ ‘ I ‘ ‘miz—> 2030405060 70 8090 100 110 120 130 140 150 160 170 180 190 23.40 23.60 23.80 24.00 24.20

Fri Jan 25 10:26:24 2002 Page 13

NYC-WTC_000050612

Title
Library

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

Data File
• Acq On

Sample
Mise

Vial: 6
Operator:

c
Scan 1790 (23.810 min): 00250. D (-)

100

23.40 23'.60 23.80 24.00 24.20

23*40 23.60 23.80 24.00' 24.20

NYC 9/11 Public Portal Document
Library Search Compound Report

,43 55 72 84 192
■' ’ ' l11 ■ ■ | ‘'111 “ ‘' 11'1' I'1'' I “ “ l’1'' ‘11' n 111 " I " " I " 1 T'' p 1 n-f 11 rrp 1 it) > 1

t
'I'"1

n/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #6725:1-METHYL-5-AMlNO-D2-1,2,4-TRlAZOLE

100

,.. 72..... |
* t ■' ‘ ■ i * ■1 ‘ i''1 • i > *'1

188
■■1 “ •■1"1 ‘ 1" “ 1 • ■1 ■ 1 “1 ■ i ■ ■ ■ ■ 1 ‘i■" l|' “ ■

miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #9011:1 -Butanamine, 2-ethyl-

nz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #8933:1-Hexanamine $$ Hexylamine $$ n-Hexylamine $$ Mono-...

3250.D SCAN508.M

43.10N

MW MolForm

Peak Number 11 1-Butanamine, 2-ethyl-

Hit# of 5

30 1Tmp

1 l-Butanamine, 2-ethyl- 101 C6H15N
2 1-METHYL-5-AMINO-D2-1,2,4-TRIAZOLE 100 C3H4D2N4
3 1-Hexanamine $$ Hexylamine $$ n-... 101 C6H15N
4 2,4-Imidazolidinedione (CAS) $$ ... 100 C3H4N202

41 55 86111 n 111 ■■ 11 , • (11 ■’! r 11 m 11 r-r.) > d > 11 n

44 55.....72 ......... 101............................................
■I . > 1!"44 । | . .1 । | I I M | I .. I | | | | | I I I I | I I I I | I ! I ! | I | I I | I I 1 1 | ! U t | | I

45 56

000000-00-0 9 00
053778-60-2 9
000111-26-2 9
000461-72-3 9

m/z 100.10 100.00%

m/z 41.10

: C:\MSDCHEM\1\5973N\02JAN24\00250.D
: 24 Jan 2002 7:06 pm
: 508scan
: January 24, 2002

m/z55.10



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN24\00250.D
7:06 pm

Inst : Instrumen
Multiplr: 1.00: January 24, 2002

MS Integration Params: LSCINT.P

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

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

0.07 ug/L Phenanthrene-dl024.85 49783 22.65

Tentative ID CAS# Qual

Abundance

5000

24.60 24.80 25.00 25.20205 22393 m/z 150.00 8.50%

5000

7.22%
57

167

■ ■ i ■ ■ • ■ i ■ ■ i ■ ■ ■ ■ i • •
24.60 24.80 25.00 25.20

6.89%5000

261 279 334
■ i “ “ i' ‘■ i ■ ■ “ i “111 ■ ‘ " i

11n’I T
24.60 24.80 25.00 25.20

6.62%

5000

205 223167
'•i''‘' i1 ■' ■ i'■1' i ‘ •i• “ ■ i ‘1' ‘ 11 ‘ i ■ ■'111' “ i 11Emfz~> 80 100 120 140 160 180 200 220 240 260 280 300 320 24.60 24.80 25.00 25.20

•0250.D Fri Jan 25 10:26:24 2002SCAN508.M Page 14

NYC-WTC_000050613

1 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404
2 1,2-Benzenedicarboxylic acid, bu... 334 C20H30O4
3 1,2-Benzenedicarboxylic acid, bu... 304 C18H24O4
4 1,2-Benzenedicarboxylic acid, bu... 334 C20H30O4

Title
Library

: 24 Jan 2002
: 508scan

Scan 1881 (24.849 min): 00250.0 (-)
149

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

Data File
. Acq On

Sample
Mise

205 223
'1'111 ■'

80 100 120 140 160 180 200 220 240 260 280 300 320
#284879:1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl...

149

11’1101101102/000/admm10IT

80 100 120 140 160 180 200 220 240 260 280 300 320
#308007:1,2-Benzenedicarboxylic acid, butyl 8-methylnonyl...

149

55. I a’’’’41 11
40 60

205 22371 85 104 121r1*Ir* ‘11111

Hit# of 5 MW MolForm

Vial: 6
Operator:

57 76 104121
THTHTmpmmpt

m/z 57.10

X Dcll ~p— ult CPOLU

""UT
iz-> 40

Abundance
60 80 1(X) 120 140 160 180 200 220 240 260 280 320

#254298:1,2-Benzenedicarboxylic acid, butyl cyclohexyl es...
149

’’1’11111
niz-> 40 60
Abundance

41 56*
niz-> 40 60
Abundance

76 104121
H'ii i r i 11' i 11 fi । । i । > i*

24.60 24.80 25.00 25.20

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

000089-18-9 74
000085-69-8 74
000084-64-0 74
000084-78-6 64

m/z 149.00 100.00%

-p-r-r-r-p-T

............../
’I48541*’’I

m/a 41.10

m/z 56.00



NYC 9/11 Public Portal Document

perator ID:

--Internal Standard--
# RT

Page 15Fri Jan 25 10:26:24 2002

NYC-WTC_000050614

0.1 ug/L
0.1 ug/L
0.2 ug/L
0.2 ug/L
0.3 ug/L
0.2 ug/L
4.3 ug/L
0.1 ug/L
0.1 ug/L
0.3 ug/L
0.1 ug/L
0.1 ug/L

9.72 9722760
9.72 9722760
9.72 9722760
9.72 9722760
9.72 9722760
9.72 9722760
9.72 9722760
9.72 9722760

22.65 15030500
22.65 15030500
22.65 15030500
22.65 15030500

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

1
1
1
1
1
1
1
1
4
4
4
4

3.61
4.25
4.63
4.84
5.02
5.71
5.89
9.86

22.28
22.77
23.81
24.85

58909
71592
74420

116554
148217
121071

2082890
69119

111177
226315
52992
49783

lata File: C:\MSDCHEM\1\5973N\02JAN24\00250.D
lame: 508scan
isc: January 24, 2002
ethod: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
itle: 508 scan method
ibrary Searched: C:\DATABASE\WILEY7N.L

RT EstConc Units Response

00250.D SCAN508.M

Resp ConeTIC Top Hit name

3utancic acid, me..
3-Methyl-2, 3-epox. .
2-ButenVl-ol, B-m. .
2-Butenal, 3-meth. .
3-Buten-2-ol. 2-m. .
1,6-Heptadien-4-ol
3- (CYCLOHEX-3’ -EN. .
2 - Propano 1,1 - (2 - . .
1-METHOXY/.BETA.-..
DECADEUTEROPHENAN..
L -Butanamine, 2 -e. .
1,2 -Benzenedicarb . .

Date Acquired: 24 Jan 2002 7:06 pm


