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Comments for Sample AE00556 - Analysis $GCMS

6

NYC-WTC_000051550

Westchester Dept, of Labs & Research
User: Vinci, David L
Date: 02-01-2002 Time: 15:08:10

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.



(Not Reviewed)

: C:\MSDCHEM\1\5973N\02JAN29\00556.D
12:12 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:
Quant Time: Jan 30 08:25:52 2002 Quant Results File: SCAN508.RES

Internal Standards

27.73 235 0.00
Spiked Amount 5.000

Qvalue

Wed Jan 30 08:25:53 2002 Page 1

NYC-WTC_000051551

9.72
13.19
18.34
22.63
30.49
34.42

1490409
6278802
3297213
5579176
4973775
3530177

152
136
164
188
240
264

526709
418741
126580

51540

163
165
149
149

System Monitoring Compounds
37) 2,4-DDD

2002
SPLIT.P

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

: 29 Jan 2002
: 508 scan
: January 29,

18.34
18.34
24.85
31.11

56
17
97
95

0.00
-0.02
-0.01
-0.03
-0.02
0.00

Data File
' Acq On

Sample
Mise

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
35) Di-n-butylphthalate
42) Bis(2-ethylhexyl)phthalate

392628
Recovery

2.42 ug/L #
9.86 ug/L #
0.35 ug/L
0.76 ug/L

4.45 ug/L
= 89.00%

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

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

00556.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

NYC 9/11 Public Portal Document
Quantitation Report
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: C: \MSDCHEM\1\5973N\02JAN29\00556.D
12:12 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:
Quant Results File: SCAN508.RE

8000000

7500000

7000000

6500000

6000000

5500000

5000000

4500000

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

--
i ■ ■ ■ ■ i

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

Wed Jan 30 08:25:53 2002 Page 2

NYC-WTC_000051552

2002
SPLIT.P

: 29 Jan 2002
: 508 scan
: January 29,

Data File
Acq On
Sample
Mise

c

2

2

Response via :
Abundance

II

I
i
CD

(D8
8
4c

i i
3
?
8€«o
&

Initial Calibration
TIC: 00556.D

I
0

Time->
Tatr......................... ...................... ,

. J p-| Y J-p . > I | I I I I | I I I' I | I

Vial: 3
Operator:

111111‘T—T

00556.D SCAN508.M

Quant Time: Jan 30 8:25 2002

11 if • । ■
4.00 6.00

—Pr rthm" । ) । i‘i

Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Fri Jan 11 13:20:07 2002
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: C:\MSDCHEM\1\5973N\02JAN29\00556.D
12:12 pm

Inst : Instrumen
Multiplr: 1.002002

MS Integration Params: LSCINT.P

Signal : TIC

865 rBV855 860

14881799 100.00%1681 1687 1693 rBV2 6447133
1.85%2750191695 1699 1713 rVB 81222

Sum of corrected areas: 79724626

Wed Jan 30 09:01:56 2002 Page 1

NYC-WTC_000051553

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

corr.
area

corr.
% max.

0.053%
10.658%
0.075%
0.106%
0.079%

80.94%
89.86%
0.74%

Method
Title

1877 1881 1887 rBV
2129 2133 2137 rBV

1305 1311 1315 rBV
1651 1656 1661 rW

113561
1037072

3.602
4.241
4.630
4.847
5.885

541
555
567
725
803

27003
18802
17082
26142

688160

15.108%
16.773%
0.138%

18.667%
0.345%

0.256%
2.372%
17.979%
0.168%

14.877%

% of
total

0.063%
0.048%
0.066%
0.114%
2.054%

6
7
8
9

10

20
76

110
129
220

25 rBV
79 rBV3

119 rVB4
141 rBV3
247 rVB

0.28%
57.10%
0.40%
0.57%
0.42%

1
2
3
4
5

539
551
561
721
799

24.849
27.726
30.489
31.105
34.416

9.550
9.710
9.847

11.651
12.542

0.34%
0.26%
0.35%
0.61%

11.01%

: 29 Jan 2002
: 508 scan
: January 29,

13.192
18.341
22.280
22.634
22.771

1.37%
12.71%
96.32%
0.90%

79.70%

19
71

103
123
217

547 rBV3
561 rW
577 rVB
731 rW
807 rW

16
17
18
19
20

11
12
13
14
15

6324041
6821914.

59920

42294
8497226

60070
84542
62869

12044613
13372236

109750

204092
1891314

14333883
134237

11860239

Data File
. Acq On
Sample
Mise

17615
4193021

20975
49767
37291

50371
38623
52549
91131

1637769

Vial: 3
Operator:

2369 2375 2381 rBV2 5796383
2423 2429 2439 rW2 35688
2713 2719 2747 rBV 4476065

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

Peak Location: TOP

)0556.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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Integrated ChromatogramLSC Report

: C:\MSDCHEM\1\5973N\02JAN29\00556.D

Abundance TIC: 00556.D
13.19

6000000

5000000

9.71
4000000

3000000

2000000

1000000 5.89

3.60 4.244.0335

1834

6000000

5000000

4000000

3000000

2000000

1000000

22.28 2.77

6000000 30.49

5000000
34.42

4000000

3000000

2000000

1000000

0 T

NYC-WTC_000051554

File
Operator
Acquired

—I
23.00

y

7.00 8.005.00 6.00

27.

0+
Time->
Abundance

Time--> 28.00

0
Time-->
Abundance

)0556.D SCAN508.M

1 ■ i ■
4.00

29.00 30.00

24.85

24.00 25.00 26.00 27.00

: 29 Jan 2002 12:12 pm using AcqMethod SCAN508

16.00 17.00 18.00 19.00 20.00 21.00 22.00
TIC: 00556.D

12.54
13.00 14.00 15.00

31.11 r —
31.00 32.00 33.00 34.00 35.00 36.00 37.00 38.00 39.00

Wed Jan 30 09:01:56 2002 Page 2

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

AM*9
9,5 1.85 (1163

9.00 10.00 11.00 —12.00
TIC: 00556.D

22.63
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: C: \MSDCHEM\1\5973N\02JAN29\00556.D
12:12 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.

0.12 ug/L 1,4-Dichlorobenzene-d4503713.60 9.72

Tentative ID CAS# Qual

74

5000
59

87
3.50 3.60 3 70 3.80 3.90 4.00

76.93%

74155000 27

59

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

5000
59

87

A
74

275000
15

59

m/z->

Wed Jan 30 09:01:56 2002 Page 3

NYC-WTC_000051555

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

102 C5H10O2
102 C5H10O2

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

LSCINT.P

Title
Library

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

methyl ester
methyl ester

Scan 20 (3.602 min): 00556.D (-)
48

Data File
. Acq On
Sample
Mise

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

Abundance

#9219: Butanoic acid, methyl ester
43

m/z->
Abundance

m/z->
Abundance

#9220: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43

nl
40

69
TT

70

Vial: 3
Operator:

)0556.D SCAN508.M

A.. .

MW MolForm

m/z74.10

_AT’T’ ‘‘‘I’’

*********************************************************************
Peak Number 1 Butanoic acid, methyl ester... Concentration Rank 8

Hit# of 5

102
‘ । ■ ■ ■ ■ । • ■ ■ ■ । ■ ■ ■ ■ ।

80 90 100 110

33
■ ■ i ' ■ ■ ' i ' ' ' 1 i■ i

10 20 30 40

87
| 102

• ■ i > ■ • ■ i ■ ■ • • i > < ■ ■ ।
80 90 100 110

i ■ ■ " i

i' ■ ■ ■ i

3.50 3.60 3.70 3.80 3.90 4.00

33 38 |। I > 1'1 ■ । . . .1. । ' ■ ■ , ! ।11
10 20 30 40

n/z-> 10 20 30
Abundance

000623-42-7 78
000623-42-7 78
000623-42-7 72
000623-42-7 72

m/z 43.10 100.00%

51 L■ । ■ ■ ■ • । ■ ■ > • । •

50 60 70

1,1 1 r ' 1 1 1 i 1
50 60

i11 ■ I • ।' > 1' । । ।।
50 60 70

■ ■ i • 1 ' ■ i ■ ■ ■ ■ i ■ ■ ■ ■ i

80 90 100 110

3.50 3.60 3.70 3.80 3.90 4.00
m/z 59.00 28.39%

3.50 3.60 3.70 3.80 3.90 4.00
m/z 41.10 33.98%

87
1 102

80 90 100 110

_ \
3.50 3.60 3.70 3.80 3.90 4.00

m/z 71.10 67.74%

i1' ■ ’ i ’' ■ ■ ।

1 1 '"i1 1 1 1 i 1 1 1 1 i '
50 60 70

i ■ ■ ■ ■ i

1 i 1 ■ ' 1 i ■ ■ ■ ■ i ■ ■ ' • r
10 20 30 40
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: C:\MSDCHEM\1\5973N\02JAN29\00556.D
12:12 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTDArea R.T.R.T. EstConc

0.09 ug/L 1,4-Dichlorobenzene-d4386234.24 9.72

Tentative ID CAS# Qual

3 4-(3-Butenoxy)butanoic acid 158 C8H14O3

Abundance

43 55

5000

■ i ■ ■ ■ ■ i ■ ■'' i1

100 110 120 130 140 150 160 170

5000
44

' I ' ' '' I'' ' 1 p
100 110 120 130 140 150 160 170

#141158: 4-Hydroxy-6-methylheptanal diethyl acetal $$ 4-He...
8769

5000
43

100 110 120 130 140 150 160 170

43

5000

55

TT
100 110 120 130 140 150 160 170

Wed Jan 30 09:01:57 2002 Page 4

NYC-WTC_000051556

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

LSCINT.P

Title
Library

Data File
Acq On
Sample
Mise

—T
90

59
.1, 66

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

#57637:4-(3-Butenoxy)butanoic acid
87

#5025: Glycine, methyl ester $$ NH2CH2COOCH3
89

4.40 4.60
94.42%

4 (2-Methyl-oxetan-2-yl)-methyl-1,... 172 C9H16O3

T‘‘‘T
40 50 60

Vial: 3
Operator:

MAAA
3.80 4.00 4.20 4.40 4.60

30556.D SCAN508.M

1 1 i 1 1 1 1 i 1 1 1
4.40 4.60

37.82%

MW MolForm

Scan 76 (4.241 min): 00556.D (-)
30

. MM,
3.80 4.00 4.20
m/z 41.10

A
3.80 4.00 4.20 4.40 4.60
m/z .55.00 72.33%

3.80 4.00 4 20 4.40 4.60
m/z 43.10 78.81%

A■ i ■ ■ ■ ■ r
70 80

*********************************************************************
Peak Number 2 Glycine, methyl ester $$ NH... Concentration Rank 11

Hit# of 5

57

■ p■■■p■■■। ■ ■ *। * ■ ■■ ।1
50 60 70 80 90

r-r-r-r-r-n-r-r-r-r

3.80 4.00 4.20
m/z 87.10

1 Glycine, methyl ester $$ NH2CH2C... 89 C3H7NO2
2 4-Hydroxy-6-methylheptanal dieth... 218 C12H2603

LI’’’ 1 1 ...1 1
m/z-> 30 40 50
Abundance

i ■' ■ * i

Trr
m/z--> 30
Abundance

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

i ■ ' ■ ■ i i ■ ’ ■ ■ i

172
1 I 1 ’ 1 u

I 1 ’ ' ' I
II....
'I''■'I'■''p 1,111
60 70 80 90

p ■ ■ ■ p ■ ■ ■ p ■ ■' ip ■ ■ ■ p ' ■ ■ p ■ ■ ■ i

000616-34-2 9
119702-46-4 9
000000-00-0 9
114872-47-8 9

m/z 89.10 100.00%I

n/z-> 30 40 50 60 70 80 90

....11
p " ■ p ■'

n/z-> 30 40
Abundance
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: C:\MSDCHEM\1\5973N\02JAN29\00556.D
12:12 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.

0.12 ug/L 1,4-Dichlorobenzene-d44.63 52549 9.72

Tentative ID CAS# Qual

3-methyl- 86 C5H10O

7141 57 88

5000
1AA101 l • • • ■ I ' ■

51

53395000

86

57

5000 41
29 101

#16436: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
57 88 4.40

5000

10127

+1
/z->

Wed Jan 30 09:01:57 2002 Page 5

NYC-WTC_000051557

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

LSCINT.P

4.20
m/z

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

Title
Library

Data File
. Acq On
Sample
Mise

1 2-Buten-l-ol,
2 Butanoic acid,
3 Butanoic acid,
4 Butanoic acid,

Abundance

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

2-methyl-, methyl... 116 C6H12O2
2-methyl-, methyl... 116 C6H12O2
2-methyl-, methyl... 116 C6H12O2

Scan 110 (4.630 min): 00556.D (-)

m/z->
Abundance #16441: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...

88

HP
60

1
l ■ ‘ ■ l

4.80 5.00
89.24%

Vial: 3
Operator:

>0556.D SCAN508.M

MW MolForm

PT
80

Concentration Rank 7

) vw ?
4.20 4.40 4.60 4.80 5.00

4.20 4.40 4.60
m/z 41.10

Hit# Of 5

Tdl
/z-> 20

Abundance

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

90 100 110 120

4.60 4.80 5.00

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

4.20 4.40 4.60 4.80 5.00
m/z 57.10 81.53%

90 100 110 120

43.10 60.55%

30 40 50
■ । 1

nz-> 20
Abundance

AMMA.N.N........
4.20 4.40 4.60 4.80 5.00
m/2 88.10 81.60%

,..........................116
90 100 110 120

90 100 110 120

000556-82-1 38
000868-57-5 35
000868-57-5 35
000868-57-5 35

m/z 71.10 100.00%
A

|
■ । ■ ' ' ■ ।

60 70

27

.. 1.. ..I, I-.. ll.l..
20 30 40 50 60

69
i

• i ' ■ 1 ' i 1
70 80

1 33
■ । ■ i ■ • > • । ■ i ■

20 30 40 50

11
■ i ■ ' ■ ■ i ■ ' ■ ' i ■ ' ' ■ i

30 40 50 60

i 1 1 • ■ i 1

70 80

69
1

■ i ' ■ 1 ■ i ' ’

70 80
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: C: \MSDCHEM\1\5973N\02JAN29\00556.D
12:12 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

0.21 ug/L 1,4-Dichlorobenzene-d44.85 91131 9.72

Tentative ID CAS# Qual

84

55
5000 41

59

A
84

5000

55

395000
27

■ ■ i ■ ’ ■ ■ i ■

AA
4.6084 39.10

5000

41

m/z->

Wed Jan 30 09:01:57 2002)0556.D SCAN508.M Page 6

NYC-WTC_000051558

84 C5H80
84 C5H80
84 C5H8O
84 C5H80

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

LSCINT.P

Title
Library

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

4.40
m/z

Data File
. Acq On

Sample
Mise

Tl/Z-->
Abundance

-ntz~>
Abundance

m/z->
Abundance

#3364:1-CYCLOPENTEN-4-OL $$ 3-Cyclopenten-1-ol (CAS) $$ 4...
55

1" 11" " i'

38—

#3375:3,4-Dihydropyran $$ 2H-Pyran, 3,4-dihydro- (CAS) $$...
55

1..............TTTT
60

M5.20
34.97%

51
TT1
50

44 51 ।

L
5.00

20 25 30 35 40 45

20 25 30 35 40 45 50 55 60 65

65 70 75 80 85 90 95
#3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$...

84

4.40 4.60 4.80 5.00 5.20
m/z 83.10 44.42%

144... 511
45 50

69
11.. ।. < ■ ■ । , 11'',' ।1, ।'

55 60 65 70 75 80

42
—
20 25 30 35 40 45 50 55

Vial: 3
Operator:

1 1-CYCLOPENTEN-4-OL $$ 3 -Cyclopen...
2 2-Butenal, 3-methyl- (CAS) $$ 3-...
3 3,4-Dihydropyran $$ 2H-Pyran, 3,...
4 2-Butenal, 3-methyl- $$ Crotonal...

Abundance Scan 129 (4.847 min): 00556.D (-)

69
1111" '111111111
70 75 80

' 11111111'11
85 90 95

MW MolForm

I ■ ■ •11 ■ ■ ■ ■ i

85 90 95

vinij..
85 90 95

Hit# Of 5

55 60 65 70 75 80

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

20 25 30 35 40

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

Peak Number 4 1-CYCLOPENTEN-4-OL $$ 3-Cyc... Concentration Rank 3

4.40 4.60 4.80 5.00 5.20

4.40 4.60 4.80
m/z 41.10

4.40 4.60 4.80 5.00 5.20
m/z 55.10 57.31%

014320-38-8 72
000107-86-8 72
000110-87-2 72
000107-86-8 72

m/z 84.05 100.00%

-

4.80

5.00 5.20
41.84%

A



Inst : Instrumen
Multiplr: 1.00

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

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

Relative to ISTDEstConcR.T. Area R.T.

3.85 ug/L 1,4-Dichlorobenzene-d416377705.89 9.72

Tentative ID CAS# Qual

116 C7H160

m/ zAbundance

5000

43

5000
55

43

15

5000

87

TT i " 111 ■ ■ ■ ■ i' ■ ■ ■ i " " r " ' i ■ " ■ i ■ " ■ i ■ " ■ i ■1" i' " ■ r

5000

43

l'1 11 T
n/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Wed Jan 30 09:01:57 2002 Page 7

NYC-WTC_000051559

■ 1T1

Title
Library

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

27
Ji

Data File
• Acq On

Sample
Mise

m/z->
Abundance

ti/z->
Abundance

1

5.60
m/ z

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
#17063: 3-Pentanol, 2,4-dimethyl-

73

6.20
9.02%

Scan 220 (5.885 min): 00556.D (-)
73

5.60
m/ z

6.20
9.61%

MS Integration Params: LSCINT.P

NYC 9/11 Public Portal Document
uilary searen compound Report

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

73

1 3-Pentanol, 2,4-dimethyl-
2 Butane, 2-methoxy-2-methyl- $$ E... 102 C6H140
3 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H14O4
4 3 - (CYCLOHEX-3'EN-YL) PROPANOL $$... 174 C8H1404

Vial: 3
Operator:

0556.D SCAN508.M

000600-36-2 36
000994-05-8 33
000000-00-0 33
015745-87-6 33
73.10 100.00%

MW MolFormHit# of 5

113
i111 ■ ।

Bn———————**"
5.60 5.80 6.00 6.20

m/z 71.10 6.23%

Peak Number 5 3-Pentanol, 2,4-dimethyl-

: C:\MSDCHEM\1\5973N\O2JAN2 9\00556 . D
: 29 Jan 2002 12:12 pm
: 508 scan
: January 29, 2002

Concentration Rank 1

5.60 5.80 6.00 6.20
m/z 43.10 25.11%

6.00 6.20

m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #9702: Butane, 2-methoxy-2-methyl- $$ Ether, methyl tert-p...

7)3

55m-q-

T‘‘l‘‘T1‘‘‘‘W‘‘‘‘A‘‘‘O‘1T‘‘1111‘‘‘B1‘I0BU‘IITTTTTT

5.60 5.80

T‘‘‘IT 4455,

5.80 6.00
45.10

5.80 6.00
41.10

55
45

1
i " ■11 ■ ■"

87
■■I" ''■!

, । , 87 103
। b i'i'i'i ..,. । 11 > ■ ■, । > 11 ■. ■ ।। ■.,, > ।। > j, ।। >,.. । ■ 11

27 174
i ■1" r ■ " i' " ■ r ' " i ■ " ■ r

27
r " ' i' " ■ i



NYC 9/11 Public Portal Document

: C: \MSDCHEM\1\5973N\02JAN29\00556.D 3
12:12 pm

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.10 ug/L 1,4-Dichlorobenzene-d442294 9.729.55

CAS#Tentative ID Qual

m/z

45
5000 103

73
9.60

— 45.10

315000 45
103

T'' I " " I

A IT
31

5000
73

a
9.60

31 73.10

5000
41

" r '" i' "‘8"
n/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110

Wed Jan 30 09:01:57 2002 Page 8

NYC-WTC_000051560

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

LSCINT.P

Title
Library

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

Instrumen
1.00

Data File
Acq On
Sample
Mise

9.80
24.02%

9.80
25.34%

Vial:
Operator:
Inst :
Multiplr:

9.80
52.13%

9.409.20
m/ z

9.409.20
m/ z

mPP

Ml

42
.....I

000110-98-5 56
000623-37-0 33
000584-02-1 9
010471-14-4 9
59.10 100.00%

)0556.D SCAN508.M

MW MolForm

I’TITr r

1' I" " I •"11

84
i •" • i" ii" ■ ■ i

i • * ii" " r ’ *' iI" ' ■ i1" ■ i " ' • i

1 2-Propanol, l,l'-oxybis- (CAS) $... 134 C6H1403
2 3-Hexanol (CAS) $$ Hexan-3-ol $$... 102 C6H140
3 3-Pentanol (CAS) $$ Diethyl carb... 88 C5H120
4 Ethane, 1-ethoxy-l-methoxy- 104 C5H1202

Abundance Scan 541 (9.550 min): 00556.D (-)
59

9.20 9.40 9.60 9.80

9.20 9.40 9.60
m/z 41.10

*************************************************** * * * * * * * * * * * * * * * * * *
Peak Number 6 2-Propanol, l,l'-oxybis- (C... Concentration Rank 10

Hit# of 5

n/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110
Abundance #4874:3-Pentanol (CAS) $$ Diethyl carbinol $$ 3-Pentyl al...

59

m/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110
Abundance #9591:3-Hexanol (CAS) $$ Hexan-3-ol $$ C2H5CH(OH)C3H7 $$ ...

59

84
r ■ " r " ’ i" ■ ■ i • " ' i

r " ' r " ' i"'' i'" ■ i

niz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110
Abundance #29204:2-Propanol, 1,1 ‘-oxybis- (CAS) $$ Dipropylene glyc...

59

70
I" " I' " ' I"'' i" " i1 ■" r'' ■ r "' i" " i" " I" " I

. M,
9.20 9.40 9.60 9.80

m/z 103.00 . 37.22%

i" " i•••>i■■<‘i•••*i••i■>••i> ■ •■ i • ■" i



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN29\00556.D 3
12:12 pm

MS Integration Params:

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

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

0.14 ug/L 1,4-Dichlorobenzene-d49.85 60070 9.72

Tentative ID CAS# Qual

Abundance m/zScan 567 (9.847 min): 00556.D (-)
59

5000

• । (T , ,45

m/z

5000 1 ' I ' '

4531

9.80
415000

103

5000

10345

M.,161
■ i • ■ > ■ i • । > l • ■ ■ ■ । ■ i ■ • < ■ i ■ ■ > • i

m/z->

Wed Jan 30 09:01:57 2002 Page 9

NYC-WTC_000051561

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

LSCINT.P

Title
Library

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

Instrumen
1.00

Data File
. Acq On

Sample
Mise

Vial:
Operator:
Inst :
Multiplr:

10.00 10.20
10.26%

m/z->
Abundance

ti/z->
Abundance N

9.60
+M

#43942:2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
59

9.80 10.00 10.20
A r\l

9.60

9.60 9.80 10.00 10.20
45.10 18.41%

50 60 70 80

73
—

60 70 80 90 100 110 120 130 140 150 160

30 40 50 60 70 80 90 100 110 120 130 140 150 160
#78532: PROPYLENE GLYCOL TRIMER 1

59

■■i1...... I|I,........ 'I1!'"

1 '"i111111'1111
30 40 50

013429-07-7 74
000000-00-0 64
000000-00-0 43
000000-00-0 43
59.05 100.00%

)0556.D SCAN508.M

117 130

#102327: TRIPROPYLENE GLYCOL 2
59

MW MolForm

73........... 194.........130.................’1’11111111117*17-11’1111*1-1*1111111111111111111110

1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H16O3
2 PROPYLENE GLYCOL TRIMER 1 174 C9H18O3
3 TRIPROPYLENE GLYCOL 2 192 C9H20O4
4 TRIPROPYLENE GLYCOL 1 192 C9H20O4

73
-
50 60 70

m/ z 43.10

9.60 9.80 10.00 10.20
m/z 42.10 9.21%

9.60 9.80 10.00 10.20
m/z 73.10 10.78%

Hit# Of 5

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

Peak Number 7 2-Propanol, 1-(2-methoxypro. . . Concentration Rank 5

-
30 40

87
■ i ■ ■ •' i ■
80 90

il
n/z-> 30 40
Abundance 1

.......... 104

90 100 110 120 130 140 150 160

... 117 , 130.
100 110 120 130 140 150 160

—4

10111,72 . ... 1,



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN29\00556.D
12:12 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

0.14 ug/L Naphthalene-d88454211.65 13.19

Tentative ID CAS# Qual

1 Nonanal (CAS) $$ n-Nonanal $$ n-... 142 C9H180

Abundance

41

5000 70 82
98

11.40 11.60 11.80 12.00
74.74%

#38509: Nonanal (CAS) $$ n-Nonanal $$ n-Nonylaldehyde $$ N...
5741

275000
70 69.56%82

418000

63.54%6000

4000 70

#7327:1-Heptene (CAS) $$ 1-n-Heptene $$ n-Hept-1-ene $$ h...
41 56

57.12%

5000 70

98

m/z—>

Wed Jan 30 09:01:58 2002 Page 10

NYC-WTC_000051562

142 C9H180
98 C7H14
98 C7H14

2 Nonanal (CAS) $$ n-Nonanal $$ n-...
3 l-Heptene (CAS) $$ 1-n-Heptene $...
4 l-Heptene $$ n-Hept-l-ene $$ 1-n...

: 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

P4
50

Scan 725 (11.651 min): 00556. D (-)
57

/z->
Abundance

#38524: Nonanal (CAS) $$ n-Nonanal $$ n-Nonylaldehyde $$ N...
57

miz->
Abundance

■ • i ■ •

50
■ i • •
60

nil
50

11.40 11.60 11.80 12.00

AA.N,A..A.AA....0
11.40 11.60 11.80 12.00

)0556.D SCAN508.M

Vial: 3
Operator:

MW MolForm

' i ' 1
60

Hit# of 5

m/z44.10

m/z 43.10

m/z 41.10

m/z56.10

*********************************************************************
Peak Number 8 Nonanal (CAS) $$ n-Nonanal ... Concentration Rank 6

• l ■ . ■ ' I ■

20 30

98
... 'll... .

90 100 110 120

-P
80 90

000124-19-6 78
000124-19-6 53
000592-76-7 49
000592-76-7 49

m/z 57.10 100.00%

60 70

■ i ■ ■ 1 ■ i ' 1 ' ’ ।

20 30 40

60 70 80

—A—

' I ' ' ' ' I ’ ' ' ' 1 1
20 30 40

.1,11,4944
40 50

...A. AAA,,..,
11.40 11.60 11.80 12.00

. 83 I.....
70 80 90 100 110 120

98...........
90 100 110 120

T-J—r-t-r-r-j-f—r-r-f—p-r

100 110 120

A A A/ AMY
11.40 11.60 11.80 12.00

34
• i ■ • ■ ■ i • > • • । l

20 30 40 70 80



: C : \MSDCHEM\1\5973N\02JAN29\00556 . D
12:12 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

0.10 ug/L Naphthalene-d812.54 62869 13.19

Tentative ID CAS# Qual

3 3,4-DIHYDROXYMANDELIC ACID-TETRATMS 472 C20H4005Si4
4 Noradrenaline tetraTMS

Abundance Scan 803 (12.542 min): 00556.D (-)
70

5000
267

i-1
12.20 12.40 12.60 12.80

m/Z 355.10 36.28%

#313065: Cyclopentasiloxane, decamethyl-
73

5000 267
355

#313068: Cyclopentasiloxane, decamethyl-
73

• i • ■ ■ • i • • ■ • i ■
12.20 12.40 12.60 12.80355

267 m/z 356.10 13.38%5000

#361636: 3,4-DIHYDROXYMANDELIC ACID-TETRATMS 1773 12.20 12.40 12.60 12.80
m/ z 268.00 12.48%

355
5000

' ' I ' ' ‘ ' I ' '
n/z-> 12.20 1240 12.60 12.80

Wed Jan 30 09:01:58 2002 Page 11

NYC-WTC_000051563

1 Cyclopentasiloxane, decamethyl-
2 Cyclopentasiloxane, decamethyl-

370 C10H3005Si5
370 C10H3005Si5

: 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

■ । ■ i > • > • । >

■ > | i ■ i ' | 1 -r

45

TI
50

■ ' i ' ■ ' ■ i ■ ■

NYC 9/11 Public Portal Document
LlDrary searen compound Report

429 457

450

457 C20H43NO3Si4
m/z

Vial: 3
Operator:

0556.D SCAN508.M

000541-02-6 64
000541-02-6 64
000000-00-0 37
068595-65-3 37
73.10 100.00%

MW MolForm

45—

m/z-> 50
Abundance

45
■' i

■n/z-> 50
Abundance

Hit# Of 5

*********************************************************************
Peak Number 9 Cyclopentasiloxane, decamet... Concentration Rank 9

323 ।
350 400 450

200 250 300
154

100 150

207
100 150 200

। 323
250 300 350 400 450

kr
n/z-> 50
Abundance

12.20 12.40 12.60 12.80
m/z 267.00 36.22%A

147
I 193 267 295

100 150 200 250 300 350 400

.............193 223 4
100 150 200 250 300

355
. |.............................

350 400 450



Inst : Instrumen
Multiplr: 1.00

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

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

0.15 ug/L Phenanthrene-dl022.28 109750 22.63

Tentative ID CAS# Qual

Abundance Scan 1656 (22.280 min): 00556. D (-)
192

5000

m/z 191.10 16.51%

Abundance #88409: N-perdeuteriobenzylideneaniline
19 2

825000
22.00 22.20 22.40 22.60

16.41%54 110
Tryn' ■ | " I'

Abundance #102653: Myristicine
192

22.00 22.20 22.40 22.60
14.10%5000

TTTTyrTTTp-rTTyrTTTp-rTTyrrrrp-rrTy'n-T-^^

Abundance
192

m/z 146.10 13.18%

5000

144

m
22.00 22.20 22.40 22.60

Wed Jan 30 09:01:58 2002 Page 12

NYC-WTC_000051564

192 C13D11N
192 C11H1203
192 C5H13N4PS
192 C9H8N2O3

Title
Library

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

1 N-perdeuteriobenzylideneaniline
2 Myristicine
3 1-amino-2-methyl-4-isopropyl-thi...
4 6-Methoxy-2,4-dihydroxy-1,5-naph...

Data File
• Acq On

Sample
Mise

165

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

159

MS Integration Params: LSCINT.P

NYC 9/11 Public Portal Document
LlDrary search Compound Report

118TTHTT

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

" i " " r "111 ■ ■11" " i " " r ■' ■ i " ■' i " " i " " I "111" " 11111111

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

177
mp 11 11 "I

Vial: 3
Operator:

0556.D SCAN508.M

30
""I........... ..

—
‘ ' i

91
| 103

MW MolForm

I 94PHP

82 96
42 52 64 | .

" I 1 " 1 I 1 ' । I | I I I । | ! I t-1'| I I | I | | | It[I I I I | I I

000538-51-2 64
000000-00-0 58
107264-54-0 50
000000-00-0 50

m/z 192.10 100.00%

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

65 77
"........ I ■ i' I1'-' i' 11'

Hit# of 5

: C:\MSDCHEM\1\5973N\02JAN29\00556.D
: 29 Jan 2002 12:12 pm
: 508 scan
: January 29, 2002

m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
160—IIn—mn*00m09u9——n—mpupT

*********************************************************************
Peak Number 10 N-perdeuteriobenzylideneani... Concentration Rank 4

146 160
.... . ...... I... .

.m
22 00 22.20 22.40 22.60

m/z 193.10

JUT*utmn

T 131 1471 II l ll.....
111 •' I"

22.00 22.20 22.40 22.60

m/z96.10



NYC 9/11 Public Portal Document
—— 2

: C:\MSDCHEM\1\5973N\02JAN29\00556.D
12:12 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.37 ug/L Phenanthrene-dl0275019 22.6322.77

Tentative ID CAS# Qual

1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10

Abundance Scan 1699 (22.771 min): 00556.D (-)
188

5000

"d T T T
22.40 22.60 22.80 23.00 23.20L 19.19%

5000

17.58%

188
TT I"

22.40 22.60 22.80 23.00 23.20
m/z 189.20 15.33%5000

1004——
LT"F1(18 22.40 22.60 22.80 23.00 23.20

m/z 184.10 9.82%

5000

80 94
—

m/z->

Page 13Wed Jan 30 09:01:58 2002

NYC-WTC_000051565

188 C14D10
188 C14D10
188 C13H160

: 29 Jan 2002
: 508 scan
: January 29,

Title
Library

Data File
. Acq On
Sample
Mise 2002

LSCINT.P

2 Anthracene-dlO-
3 Phenanthrene-diO
4 Cycloheptanone, 4-phenyl-

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

/z->
Abundance

m/z->
Abundance

90 100 110 120 130 140 150 160 170 180 190
#84502: Anthracene-d10-

n/z->
Abundance

66
hr

27

—

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

22.40 22.60 22.80 23.00 23.2040 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

160
I"ll|.......

60 70 80 90 100 110 120 130 140 150 160 170 180 190
#84499: Phenanthrene-d10

Vial: 3
Operator:

30556.D SCAN508.M

MW MolForm

66
" i'''' i " ' ■ r ' । ■ i "

160
III.....1894l....

80 94

■ i • ■ ■ ■ i.
40 50

m/z 80.10

158 .mmH

80 94
I 132 160 I-----

*********************************************************************
Peak Number 11 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 2

44 54
'i111 iri ।.. ।.
40 50 60

r " ' r " ' i'' " i

Hit# of 5

#84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
188

66
■ i • ■' ■ i ■ ■ ■ ■ i • ■ । ■ i ■ ■ • ■ I ■

40 50 60 70 80

001517-22-2 90
001719-06-8 78
001517-22-2 64
067688-28-2 47

m/z 188.15 100.00%

80 94
66. 1. 1..,

I' " ' I' " ' I'''' I ' I

m/ z 94.10



NYC 9/11 Public Portal Document

Operator ID:

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

Wed Jan 30 09:01:58 2002 Page 14

NYC-WTC_000051566

9.72 8497230
9.72 8497230
9.72 8497230
9.72 8497230
9.72 8497230
9.72 8497230
9.72 8497230

13.19 12044600
13.19 12044600
22.63 14881800
22.63 14881800

20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0

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

1
1
1
1
1
1
1
2
2
4
4

3.60
4.24
4.63
4.85
5.89
9.55
9.85

11.65
12.54
22.28
22.77

50371
38623
52549
91131

1637770
42294
60070
84542
62869

109750
275019

ata File: C:\MSDCHEM\1\5973N\02JAN29\00556.D
ame: 508 scan
isc: January 29, 2002
ethod: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
itle: 508 scan method
Library Searched: C:\DATABASE\WILEY7N.L

RT EstConc Units Response

00556.D SCAN508.M

Resp Cone

Date Acquired: 29 Jan 2002 12:12 pm

Butanoic acid, me
3lycine, methyl e
2-ButeX-I-0I4 3-m
1 - CYCLORENTEN -4-03-Pentanc], 2,4-d
2 - Propanol, 1,1'-
2-Propane1, 1-(2-
onanal /(CAS) $$

Zyclopentasiloxan
-perdeuteriobenz
DECADEUTEROPHENAN


