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NYC-WTC_000052069

User: Vinci, David L
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Date: 02/01/2002 Time: 1 5:32:19

Other unknown compounds
=2surr2,4-DDD

1

Sample: AE00833
Analysis: $GCMS GCMS Scan For Unknowns
Units: ug
Started: 2/1/02 15:32 Ended: 2/1/02 15:32 Analyst: DLV
Page: 1
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' Comments for Sample AE00833 - Analysis $GCMS

NYC-WTC_000052070

Westchester Dept, of Labs & Research
User: Vinci, David L
Date: 02-01-2002 Time: 15:32:29

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 7 of the 43 compounds in the LCS Standard were
above their acceptance ranges.
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(Not Reviewed)Quantitation Report

: C:\MSDCHEM\1\5973N\02JAN31\00833.D
2:42 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

Internal Standards

235 0.0027.73
Spiked Amount 5.000

Qvalue

Fri Feb 01 08:46:06 2002 Page 1

NYC-WTC_000052071

645075
509829

12955

18.34
18.34
31.09

152
136
164
188
240
264

9.71
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

1832777
7824849
4020385
6390040
5414354
3900038

System Monitoring Compounds
37) 2,4-DDD

163
165
149

2.43 ug/L #
9.84 ug/L #
0.60 ug/L

2002
SPLIT.P

Data File
Acq On
Sample
Mise

56
17
76

: 31 Jan 2002
: 508 scan
: January 31,

0.00
-0.02
-0.01
-0.02
-0.01
0.00

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

Target Compounds
20) Dimethylphthalate
21) 2,6-Dinitrotoluene
42) Bis(2-ethylhexyl)phthalate

386527
Recovery

3.83 ug/L
= 76.60%

Quant Time: Feb 01 08:46:05 2002 Quant Results File: SCAN508.RES

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

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

00833.D SCAN508.M

Vial: 1
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\02JAN31\00833.D
2:42 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:
Quant Results File: SCAN508.RE

Abundance TIC: 00833.D

9000000

8500000

8000000

7500000

। ।
7000000

6500000

6000000

5500000

5000000

4500000

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

4

Fri Feb 01 08:46:06 2002 Page 2

NYC-WTC_000052072

2002
SPLIT.P

Data File
Acq On
Sample
Mise

J
!

: 31 Jan 2002
: 508 scan
: January 31,

oz
&
Ero
o
E

cz
8
M

2
O

V)

8Q
ci

f
O

cz
5
&
Q.

81
1
9
2

I 1111 1

Vial: 1
Operator:

U _TTTCTT-T‘"‘111T0—TT/TTTTT

00833.D SCAN508.M

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: Feb 1 8:46 2002

0 11 pp *| 1 111 pe* i i i r । i-1 ei i i ri । i-1 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
Response via : Initial Calibration



NYC 9/11 Public Portal Document

LSC Area Percent Report

: C:\MSDCHEM\1\5973N\02JAN31\00833.D 1
2:42 pm

Instrumen
Multiplr: 1.00

MS Integration Params:

Signal : TIC

17035341 100.00%
2.28%387952

Sum of corrected areas: 90915208

Fri Feb 01 09:18:57 2002 Page 1

NYC-WTC_000052073

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

0.38%
0.19%
0.14%
0.15%
1.46%

corr.
% max.

0.15%
61.51%
0.20%

89.01%
0.21%

0.23%
95.33%
0.77%

corr.
area

% of
total

11.15%
0.14%

92.27%
0.20%

77.91%

Method
Title

3.613
3.922
4.630
4.881
5.920

1151 1154 1157 rVB
1305 1311 1315 rBV
1651 1656 1661 rBV
1681 1688 1693 rBV
1695 1699 1721 rVB

2127 2133 2137 rBV
2301 2304 2309 rBV3
2369 2376 2381 rBV
2425 2429 2437 rVB2
2713 2719 2755 rBV

319
551
723
855
873

329 rBV
561 rBV
72 9 rW2
865 rBV
883 rVB

64065
32231
23374
26394

248847

0.044%
17.863%
0.143%

18.738%
0.427%

2.090%
0.027%

17.289%
0.037%

14.599%

0.028%
11.526%
0.038%

16.678%
0.039%

27.726
29.678
30.500
31.105
34.416

19
43

107
127
219

324
555
725
860
876

7.073
9.710

11.651
13.192
13.375

21
48

110
132
223

16
17
18
19
20

1
2
3
4
5

0.070%
0.035%
0.026%
0.029%
0.274%

16.549
18.341
22.280
22.645
22.771

25 rBV
53 rBV

119 rVB4
141 rBV3
237 rVB

6
7
8
9

10

Data File
Acq On
Sample
Mise

: 31 Jan 2002
: *508 scan
: January 31,

11
12
13
14
15

2002
LSCINT.P

13574
5523723

21950
7468081

19782

19680
7843712

70381
7238528
106670

44429
19204
8870
6899

106373

1032683
10239

6205131
11901

4806213

Vial:
Operator:
Inst :

39807
16240234

130326

25095
10479194

34798
15162888

35408

1899869
24566

15718118
33950

13272751

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

Filtering: 5
Min Area: 100 Area counts

Max Peaks: 20
Peak Location: TOP

00833.D SCAN508.M

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

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\02JAN31\00833.D

2:42 pm using AcqMethod SCAN508

Abundance TIC: 00833.D
13.19

7000000

6000000
9.71

5000000

4000000

3000000

2000000

X1000000

5.00

1834 22.65
7000000

6000000

5000000

4000000

3000000

2000000

27.'1000000

16.55

TIC: 00833. D

7000000
30.50

6000000

34.425000000

4000000

3000000

2000000

1000000

---0

Fri Feb 01 09:18:58 2002

NYC-WTC_000052074

File
Operator
Acquired
Instrument

: 31 Jan 2002
: Instrumen

8.00

22.00

5.92
6.00

7.07
7.00

*

/
22.28:2.77——01

Time->
Abundance

Time-> 28.00
00833.D SCAN508.M

, 3.63.92 4.688801 f . J .-Jr ■ | ■ i 1.6^
■ 71 1

12.00

25.00 26.00 27.0023.00 24.00

31.11

31.00 32.00 33.00 34.00 35.00
71 i r-i , । i r r . । . b . , . . 1
36.00 37.00 38.00 39.00

Page 2

Sample Name: 508 scan
Mise Info : January 31, 2002
Vial Number: 1
Quant File :SCAN508.RES (RTE Integrator)

16.00 17.00 18.00 19.00 20.00 21.00

9.00 10.00 11.00
TIC: 00833.D

29.68

29.00 30.00

Time-> 4.00
Abundance

13.37
' i ' 1 ' ■ I ■ ' 1 1 i ■

13.00 14.00 15.00
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00833.D
2:42 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

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

0.12 ug/L 1,4-Dichlorobenzene-d4 9.713.61 64065

CAS# QualTentative ID

Abundance Scan 21 (3.613 min): 00833.D (-)
43 74

5000
59 87

95.18%

74

5000
27 59 71.79%15 87

#9227: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74

34.40%5000
59

87

#9222: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74

27.91%

5000
8759

3.50 3.60 3.70 3.80 3.90 4.00

Fri Feb 01 09:18:58 2002 Page 300833.D SCAN508 . M

NYC-WTC_000052075

Title
Library

2002
LSCINT.P

Data File
Acq On
Sample
Mise

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

#9218: Butanoic acid, methyl ester
43

: 31 Jan 2002
: 508 scan
: January 31,

1 Butanoic acid, methyl ester 102 C5H10O2
2 Butanoic acid, methyl ester (CAS... 102 C5H10O2
3 Butanoic acid, methyl ester (CAS... 102 C5H10O2
4 Butanoic acid, methyl ester 102 C5H10O2

''....
50

4—
50

—AAAAA
3.50 3.60 3.70 3.80 3.90 4.00

Vial: 1
Operator:

MW MolForm

Concentration Rank 4

Hit# of 5

m/z 41.10

■ ■ ■ । । • A. 11.. । ron Amgoi
3.50 3,60 3.70 3.80 3.90 4.00

--mm
3.50 3.60 3.70 3.80 3.90 4.00

m/z 43.10

m/z 71.10

m/z 59-10

Peak Number 1 Butanoic acid, methyl ester

1 ■ i ' 1 1 ■ i"
100 110

0
/z->

10 20 30 40
0-

m/z->
Abundance

33
1 ■ i ' i

30 40

....... 8 A 0/
3 50 3.60 3.70 3.80 3.90 4.00

—I
70

33
' 1 i ■ ■ ' ■ i 1 ' 1 ■ i ■ ■ ‘ ■ i

10 20 30 40
i ■'1' i' ■'' i'' " i

000623-42-7 83
000623-42-7 83
000623-42-7 83
000623-42-7 83

m/z 74.10 100.00%

01
n/z->
Abundance

69
1 1 1 1 1 1 ''I
60 70

''I 1 1 1 1 I'
60 70

I'......'l "
50 60

0-P
m/z-> 10 20
Abundance ;

102

80 90 100 110

।.. I..!,....,!.
50 60 70

102
1 1 I 1 1 1 1 i 1 1 ■ ' i'1 1 ' 1 1

80 90 100 110

1....I1' i
80 90

102

80 90 100 110

... . 361
10 , 20 30 40
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00833.D 1
2:42 pm

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.06 ug/L 1,4-Dichlorobenzene-d4 9.71322313.92

CAS# QualTentative ID

Abundance Scan 48 (3.922 min): 00833. D (-)
75

5000 87
55

। • 11 • • 11 ■ । ' l > >

Abundance

5000
87

31

r ■ ■ ■ i ■ ■

Abundance

5000 87
55

Abundance

5000 87
55

0 TIT
Tl/Z->

Fri Feb 01 09:18:58 2002 Page 4

NYC-WTC_000052076

118 C6H14O2
118 C6H1402
118 C6H14O2

Title
Library

2002
LSCINT.P

Data File
Acq On
Sample
Mise

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

Instrumen
1.00

: 31 Jan 2002
: 508 scan
: January 31,

Vial:
Operator:
Inst :
Multiplr:

"111111111

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

TUTT
50

11 ...........

1 1 I ' '
4.00

PTTTTTT

#17849: ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi...
75

। ITT

1 1 ' l ''
3.60

m/ z

#17844: Propane, 1,1-dimethoxy-2-methyl- $$ Isobutylaldehy...
75

11 | "| T I

3.80

4 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H14O2

90 95

20 25 30 35 40 45 55 60 65 70 75 80 85 90 95

4347■ ............ ..................

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

35 40 45 50 55 60 65 70 75 80 85 90 95

1 Propane, 1,1-dimethoxy-2-methyl-...
2 ISOBUTYRALDEHYDE, DIMETHYLACETAL...
3 Propane, 1,1-dimethoxy-2-methyl-

45.10

40 45 50 55 60 65 70 75 80 85 90 95
#17846: Propane, 1,1-dimethoxy-2-methyl-

75
> । l1 1 11 I
4.20
9.11%

41 47" 111111111"।1n-

00833.D SCAN508.M

MW MolForm

31
'I । । 1 । 1 । 1 । । ■ । I > 1
20 25 30

55
59 71

■ I ■ >»1....... 1" 'TTTI‘0‘I—tIUOt1r

47

4+4

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

Peak Number 2 Propane, 1,1-dimethoxy-2-me... Concentration Rank 5

47
41 44
-

3.60 3.80 4.00 4.20
m/z 47.10 20.90%

.........anjenlo""
3.60 3.80 4.00 4.20

A
3.60 3.80 4.00 4.20

m/z 87.10 38.54%0
/z->

0
n/z->

Hit# of 5

29
। I rrrrrrm 11111 > 11
20 25 30 35

0
n/z—>

------
360 3.80 4.00 4.20

m/z 55.10 29.81%

041632-89-7 9
000000-00-0 9
041632-89-7 9
000000-00-0 9

m/z 75.10 100.00%

59 71
1" 11" " i" " i111 r

59 71
111*19pumr
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00833.D 1
2:42 pm

MS Integration Params:

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

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

0.04 ug/L 1,4-Dichlorobenzene-d4233744.63 9.71

Tentative ID CAS# Qual

m/zAbundance Scan 110 (4.630 min): 00833. D (-)
57 88

41
5000

415000
85

70

N A#4248: Hexane (CAS) $$ n-Hexane $$ Skellysolve B $$ n-C6H1...
5743

27
5000

0 1 i ' ' ‘‘I 1 ' ■ ' i
40

#4237: Hexane (CAS) $$ n-Hexane $$ Skellysolve B $$ n-C6H1...
5743

5000 W I
86 II ■R

Fri Feb 01 09:18:58 2002 Page 5

NYC-WTC_000052077

1 2 -t-Butyl-3 -(1-methylethenyl)oxa...
2 Hexane (CAS) $$ n-Hexane $$ Skel...
3 Hexane (CAS) $$ n-Hexane $$ Skel...
4 Cyclopropanecarboxylic acid (CAS...

141 C8H15NO
86 C6H14
86 C6H14
86 C4H602

Title
Library

Data File
Acq On
Sample
Mise 2002

LSCINT.P

4.20
m/ z

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

Instrumen
1.00

: 31 Jan 2002
: 508 scan
: January 31,

+
60

Vial:
Operator:
Inst :
Multiplr:

#37162: 2-t-Butyl-3-(1 -methylethenyl)oxaziridine
57

-
5.00

■ ■ i ■ ■

50

71
I

Tr
60

„51
50

49
TTTTT

50

4.20 4.40 4.60 4.80

i ■ ■ ■ ' i ■ ■ ■ ■ i ■ ■ ■ ■ i ■ ' ' ■ i ■ ■ ■ ■ i ■ ■ ■ ■ i

90 100 110 120 130 140

00833.D SCAN508.M

70 80 90 100 110 120 130 140

/z-> 20 30
Abundance

37

20 30 40
'■i'■■■i 1 ■ 1 ■ i ' 1 ' ' i 1 ' ' 1 i ' 1 ' ' i ' ' ''i'1 ' ■ i ' ' ' ' i

70 80 90 100 110 120 130 140

MW MolForm

4.80 5.00
33.00%

86

I
60 70 80 90 100 110 120 130 140

4.40 4.60 4.80 5.00
88.10 92.69%

000000-00-0 17
000110-54-3 7
000110-54-3 7
001759-53-1 7
57.10 100.00%

in | 97 126 141
>1 ■ 11 ■ ■ ■ i • 11 ■ i. ■ ‘t’i .।।■ i. । ।

। । ' > > । > । . . । i ■.
4.20 4.40 4.60
m/z 44.00

Peak Number 3 2-t-Butyl-3-(1-methyletheny... Concentration Rank 11

4.20 4.40 4.60 4.80 5.00
"4 41.10 61.81%

O'. । .... । .
/z-> 20 30

Abundance

Hit# Of 5

0
m/z->

4.20 4.40 4.60 4.80 5.00
m/z 85.10 44.88%

PPPPPP
40 50

O' । ।।.
n/z-> 20 30 40
Abundance

.1............ 11
60 70 80
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00833.D
2 :42 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.

0.05 ug/L 1,4-Dichlorobenzene-d4263944.88 9.71

Tentative ID CAS# Qual

m/ zAbundance

w
84

41

Ml MAV5000 49

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

83

5000 27

68
80

' ' i ' ' ' ■ i'1 ' ' i ' '' ' i1 '

#3037: (E)-1-Propenylaziridine$$ Aziridine, 1-(1-propenyl...
41 55 83

5000 27

68

#3059:1-PROPENYL-AZIRIDINE
41 55 83

5000
27

68
80

' ■ 1111' i'1

Fri Feb 01 09:18:58 200200833.D SCAN508.M Page 6

NYC-WTC_000052078

Title
Library

: 31 Jan 2002
: 508 scan
: January 31,

Data File
Acq On
Sample
Mise 2002

LSCINT.P

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

44
-

45

Scan 132 (4.881 min): 00833.D (-)
5.5

1 ‘ I ’
60

5.20
70.46%

#3036:1 -Propenylaziridine
41 55

■ ■ i ■' ■ ■ i
20 25

30 35 40
‘1′21111
20 25

'' i 1 ■ '' i ''
30 35

' 11 1 1 1 1 I
20 25

50 55 60 65 70 75 80 85 90

30 35 40 45 50 55

mm
45 50

■ ■ i ■ ■ ■ ■ । ■ l i ■ i ■ ■ ■ ■ । ‘ 11

60 65 70 75 80

11111 । [ > >

85 90

11 ■ ■ • ■ । ■

85 90

11 > > ■ * । ■1
85 90

000000-00-0 10
080839-91-4 10
000000-00-0 10
005018-27-9 9
84.00 100.00%

4.60 4.80 5.00 5.20
m/z 55.10 90.59%

Vial: 1
Operator:

MW MolForm

■ ■ । > ■ • < । ■
4.60 4.80

1 1 I"1 1 11 1 ' 1
5.00 5.20

52 1..... 111
45 50 55

‘dt
40

Hit# of 5

Concentration Rank 6

ddddn/mmBmmmm
4.60 4.80 5.00 5.20

m/z 39.10 41.58%

20 25 30 35 40

mmmTH
65 70 75 80

'' T*
75 80

III...... Il,
55 60 65 70

Peak Number 4 1-Propenylaziridine

11,1 Tr 1 1 1 । 11 '
4.60 4.80 5.00

m/ z 41.10a

1
4.60 4.80 5.00 5.20

m/z 83.10 70.13%

01
n/z->
Abundance

Ol
■n/z->
Abundance

0
m/z->

01
m/z-->
Abundance

1 1-Propenylaziridine 83 C5H9N
2 (E)-1-Propenylaziridine $$ Aziri... 83 C5H9N
3 1-PROPENYL-AZIRIDINE 83 C5H9N
4 Formamide, N- (cyanomethyl) -84 C3H4N20
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00833.D
2:42 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.47 ug/L 1,4-Dichlorobenzene-d4 9.712488475.92

CAS# QualTentative ID

5000

43

-1 > । ■ i ■ • ■ ■ ir

5000

43
8755 113. i0 ■ i ■ ■ " i" ' ’I’

5000

43

174

73

5000

Page 7Fri Feb 01 09:18:59 2002

NYC-WTC_000052079

174 C8H14O4
174 C8H14O4
73 C3H7NO
88 C5H12O

Title
Library

2002
LSCINT.P

Data File
Acq On
Sample
Mise

#1794: N-Ethylformamide $$ N-Formylethylamine $$ Formamide...
30

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

: 31 Jan 2002
: 508 scan
: January 31,

6.20
8.36%

—

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

73

A
1

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

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

.....W.....

27
'' i " ' ■ 11 " 111
10 20 30

m/z-> 10
Abundance

174
I " " I " " 11 " 11'

13-(CYCLOHEX-3'-EN-YL)PROPANOL $$...
2 Acetic acid, 3-[1,3]dioxolan-2-y...
3 N-Ethylformamide $$ N-Formylethy...
4 Propane, 2-methoxy-2-methyl- (CA...

Abundance Scan 223 (5.920 min): 00833.D (-)
73

00833.D SCAN508.M

Vial: 1
Operator:

MW MolForm

■ ■ । ■ • ■ • । • ■ ■ ■ । ‘ । । ।
5.60 5.80 6.00 6.20

157

TIPwmU
27

iij......... privet

5.60 5.80 6.00 6.20
m/z 43.10 21.11%

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

m/z 45.10

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

73

****************************************************** *********** * ***
Peak Number 5 3-(CYCLOHEX-3'-EN-YL)PROPAN... Concentration Rank 1

o1
m/z->
Abundance

Hit# of 5

113
11' n I ■'1' 1

01..............

'I " 111'1 1111 ri 1 rr ri 111111111111111' f''" r ''' i' " ' i'' " i' " ' I'

44 58

0
n/z->

। 87 103TTTI’

015745-87-6 45
000000-00-0 45
000627-45-2 9
001634-04-4 9

m/z 73.10 100.00%

PIluv 1 ”i ' 1 1 It ri । . । .. ।
5.60 5.80 6.00 6.20

m/z 41.10 8.96%

। 87
'I1'1...... 1 i

■ ■ ■ i 1 ■ • ■ i ■ ' ■ ■ i ■ ■ ■ ■ । 1 1 ' ■ i
5.60 5.80 6.00 6.20

m/z 71.10 7.38%

55
TTTT

40 50 60

1 I 55 1
TTTTTTTTTTT



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00833.D
2:42 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

Relative to ISTD R.T.EstConcR.T. Area

0.05 ug/L 1,4-Dichlorobenzene-d425095 9.717.07

Tentative ID CAS# Qual

Abundance Scan 324 (7.073 min): 00833.D (-)
104

5000
78

51

TT' ' I ' ' ' ' I 1 ' ' 1 I ' ' ' ' I ' ' ' ' I ' ‘Ii
100 105 110

Abundance #10331: Styrene
104

5000
78

51

95 100 105 110
Abundance

TTUr

5000 78
51

Abundance

5000
7851

Fri Feb 01 09:18:59 2002 Page 8

NYC-WTC_000052080

Title
Library

2002
LSCINT.P

Data File
Acq On
Sample
Mise

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

: 31 Jan 2002
: 508 scan
: January 31,

r-r-r-p-i-r-r
7.40

27.53%
6.80

m/ z

nmmrr

74-HH— 89
■ ■ i1 ■'11' ■ ‘ ■ i ■ ■ ■ ■ i' ■

80 85 90 95 100 105 110

75 80 85 90 95 100 105 110

35 40 45 50 55 60 65 70 75

#10337: Styrene $$ Benzene, ethenyl- (CAS) $$ Ethenylbenze...
104

—
63

-H
55 60 65 70

#10334: Styrene $$ Benzene, ethenyl- $$ Bulstren K-525-19 ...
104

84
' i11'1111 " 1" "11
80 85 90 95

7.00 7.20
51.10

89 |
‘ i " " i1" 11" 111 r" 1111

1 Styrene 104 C8H8
2 Styrene $$ Benzene, ethenyl- (CA... 104 C8H8
3 Styrene $$ Benzene, ethenyl- $$ ... 104 C8H8
4 Styrene $$ Benzene, ethenyl- (CA... 104 C8H8

‘i । 1 1 1 i 1 1 1 ■ । 1 ■ ■ 1 1 ■
35 40 45 50

Vial: 1
Operator:

30833.D SCAN508.M

MW MolForm

74
mPPPPPH
60 65 70 75

Hit# of 5

Concentration Rank 8Peak Number 6 Styrene

6.80 7.00 7.20 7.40
m/z 103.10 49.09%I

.. .... 11.......
6.80 7.00 7.20 7.40

0
•n/z->

-
35 40 45 50 55

-
35 40 45 50 55

89
■ i ■ ■ ■ • i ■ ■ ■11 ■

80 85 90
0

m/z->

0
n/z->

6.80 7.00 7.20 7.40
m/z 77.00 25.23%

0
m/z->

———————————
6.80 7.00 7.20 7.40

m/z 78.10 35.77%J

000100-42-5 90
000100-42-5 90
000100-42-5 90
000100-42-5 90

m/z 104.10 100.00%

63
1 > 11 ■11 ■ । > t »i • >»> 11
60 65 70 75

44
I " " I " ' 11 " 11 J'



NYC 9/11 Public Portal Document

Library Search Compound Report

: C: \MSDCHEM\1\5973N\02JAN31\00833.D
2 :42 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.

0.05 ug/L Naphthalene-d811.65 34798 13.19

Tentative ID CAS# Qual

Abundance

41
69

5000
82

95
11.40 11.60 11.80 12.00

69.64%

41

5000- r • l ' '
11.40 11.60 11.80 12.0070

82 98 69.18%

#38624: 2-Nonen-1-ol
57

27 53.15%5000 39
67 82 95

0 ' 1 1 1 11 1 1 ‘ 1 'I

#13650: Allyl methallyl ether 1 1 i 1 '41 11.40 11.60 11.80 12.00
50.93%

55
5000

27
69

Fri Feb 01 09:18:59 2002 Page 9

NYC-WTC_000052081

Title
Library

Data File
Acq On
Sample
Mise

: 31 Jan 2002
: 508 scan
: January 31, 2002

LSCINT.P

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

1111
50

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

■ • i ■

50

■ i ■ ■

60

• ■ i ■ >

90

TI.I
60

n-1
50

"BiT
90

T’ I ' 1 1 1 1 "It 1 ' ' I ' 1

60

I ,
60

Scan 725 (11.651 min): 00833. D (-)
57

142
1 ' I ' ' ' ' I ' ' ' ' I 1 ‘ 1 ' I 1 1 ' ' I

---

11.40 11.60 11.80 12.00

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

100 110 120 130140

90 100 110 120 130 140

■ ■ i • ■

50

1 Nonanal (CAS) $$ n-Nonanal $$ n-... 142 C9H180
2 2-Nonen-l-ol 142 C9H18O
3 Allyl methallyl ether 112 C7H120
4 1-Methylpentyl cyclopropane 126 C9H18

30833.D SCAN508.M

Vial: 1
Operator:

m/z-> 20 30 40
Abundance

MW MolForm

11.40 11.60 11.80 12.00

1 1 i' 1 1 I’’’l 1 1 1 ' 1

Hit# of 5

m/ z 41.10

m/z 43.10

*********************************************************************
Peak Number 7 Nonanal (CAS) $$ n-Nonanal ... Concentration Rank 10

m/ z 69.10

100 110 120 130 14070 80

—

70 80

0

Abundance

000124-19-6 42
022104-79-6 38
014289-96-4 35
006976-28-9 27

m/z 57.10 100.00%

0 ' । ■1 ■r । ■ 11 ’ । ■

Wz-> 20 30 40
Abundance

I
70 80

■ । • ■ • ■ । ■ ■ ■ > । <

20 30 40

83 97

.I..Il. 1........
70 80 90 100 110 120 130 140

0 ' I ' 1 11 m 11 T
m/z—> 20 30 40

m/z 56.10



NYC 9/11 Public Portal Document

Library Search Compound Report

: C: \MSDCHEM\1\5973N\02JAN31\00833.D
2:42 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.

0.05 ug/L Naphthalene-d8 13.193540813.37

CAS#Tentative ID Qual

Abundance Scan 876 (13.375 min): 00833. D (-)
140

5000

12.72%

1-0

5000

11.85%44 123

""1

#35153: Uracil, 5-ethyl- $$ 2,4(1 H,3H)-Pyrimidinedione, 5-...
140

125

13 00 13.20 13.40 13.60 13.8082
m/z 141.10 11.42%5000

54 68

TtT

#35083:4(1H)-Pyrimidinone, 6-amino-2,3-dihydro-2-imino-1-...
140 13.00 13.20 13.40 13.60 13.80

9.51%43 10057

5000
68 83

111

‘IT
13.00 13.20 13.40 13.60 13.80

Fri Feb 01 09:18:59 2002 Page 1000833 .D SCAN508.M

NYC-WTC_000052082

140 C4H8N6
140 C6H8N202
140 C5H8N4O
140 C5H8N4O

Title
Library

Data File
Acq On
Sample
Mise 2002

LSCINT.P

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

: 31 Jan 2002
: 508 scan
: January 31,

+
130

71

4
70

■ ■ i

80
‘‘I
40 ' 90 '

■ 'I 1 ' I '

■' r1^11 '

T-i-i-r-r-r-T-iT

'I 1 ’ 1 1 1 1 1

1 Pyrimidinetetramine- $$ Pyrimidi...
2 Uracil, 5-ethyl- $$ 2,4(1H,3H)-P...
3 4(1H)-Pyrimidinone, 6-amino-2,3-...
4 2-Methoxy-3-hydrazinyl-pyrazine

! |
140

Vial: 1
Operator:

MW MolForm

■ । < ■ ■ * । ■

Hit# of 5

< । - j ■ < ■ ■ । । * i • । । •
13.00 13.20 13.40 13.60 13.80

-mm—
13.00 13.20 13.40 13.60 13.80

+L
140

ob
n/z-> 30
Abundance

14050 60 70

0b
m/z-> 30
Abundance

86 96 112
1 1 | 1 - b | ! ' I'l | ! I ! ! | I1! ! I | J, I ! | I '

80 90 100 110 120 130

96
| 111

1 i ' ■ । । . fl । ।
90 100 110 120

m/z 96.10

0b
/z-> 30

40 54 70 86 94 1, .......... I I . . । . I , |......... I i I. । . I I , ...................-
40 50 60 70 80 90 100 110 120 130 140

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

m/z 94.10

*********************************************************************
Peak Number 8 Pyrimidinetetramine- $$ Pyr... Concentration Rank 9

0b
n/z-> 30
Abundance

-

m/z 70.00
1

1 ' I ' ' ' ' I ' ' ' ' I ' ' ' 1 I ' ' ' 1 I
40 50 60 70 80

001004-74-6 64
004212-49-1 59
111291-90-8 50
000000-00-0 38

m/z 140.10 100.00%

.....H............
1 40 50 60

'I 1 1 1 1 ..........TUT’Ir ‘
100 110 120 130



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00833.D
2:42 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

0.05 ug/L Ac enapht hene-d10 18.343980716.55

CAS# QualTentative ID

Abundance

5000
17212256 7143

m/z 172.20 30.26%■ • i' ■

#35653: 4-HYDROXY-BICYCLO[2.2.2]OCTANONE $$ Bicyclo[2.2.2]...
1408355

70 11297
5000

m/z 122.20 27.14%
125

n
100 110 120 130 140 150 160 170

90 23.19%5000

0

TT
16.20 16.40 16.60 16.80

m/z 138.10 22.14%

5000

71

Fri Feb 01 09:18:59 2002 Page 11SCAN508.M00833 .D

NYC-WTC_000052083

Title
Library

2002
LSCINT.P

Data File
Acq On
Sample
Mise

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

: 31 Jan 2002
: 508 scan
: January 31,

TTur
60

90 100 110 120 130 140 150 160 170

101
vrp -

89
—

90 100 110 120 130 140 150 160 170

Scan 1154 (16.549 min): 00833.D (-)
140

#35448: .beta.,beta.-Difluorostyrene
140

1 ■ i ■ ■ ■11 11
40 50

, ............. ...
1620 16.40 16.60 16.80

........ II..........
16.20 16.40 16.60 16.80 '

55-+
40 50

I,. I „
' 1 I' 1 ' 1 I ' '
40 50

. r r i r , (■ , i , , । i

16.20 16.40 16.60 16.80

r > > i ■ I ■ • ■ 11 >■i ■ 11111•I

Vial: 1
Operator:

i1 ‘ ‘111

। ■ *111'

066348-59-2 49
000000-00-0 9
004940-11-8 9
000063-75-2 9

m/z 140,10 100.00%

MW MolForm

mlz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35344: 4H-Pyran-4-one, 2-ethyl-3-hydroxy-

140

I’’ 11'1 "n
70 80 90

■p-r

m/z 56.10

114L

*********************************************************************
Peak Number 9 4-HYDROXY-BICYCLO[2.2.2]OCT... Concentration Rank 7

1 4-HYDROXY-BICYCLO[2.2.2]OCTANONE... 140 C8H12O2
2 .beta.,beta.-Difluorostyrene 140 C8H6F2
3 4H-Pyran-4-one, 2-ethyl-3-hydroxy- 140 C7H803
4 3-Pyridinecarboxylic acid, 1,2,5... 155 C8H13N02

Hit# of 5

0
/z->

0-
m/z->
Abundance

o1
n/z—>
Abundance

84
' i" । .................
60 70 80

■ i1 ■ ■ ■ i‘ 11 11'
60 70 80

........I
i ■ •1 • I I ' r ■ ■ i

I ■ ■ ' ' i

TTT

16.20 16.40 16.60 16.80

97 125
I 111TTTTTTTTTTTT

1...............................
■ ’ ■11 1 ' ‘ ■ r ■ 1 ' i 1 ' ■ ' n



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00833.D 1
2:42 pm

MS Integration Params:

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

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

0.15 ug/L Phenanthrene-dl022.28 130326 22.65

Tentative ID CAS# Qual

192

5000

96 146
m/z 191.10 19.63%pl....0

Abundance #88409: N-perdeuteriobenzylideneaniline
102

825000 TT
22.00 22.20 22.40 22.60

16.58%54 110

0 v T-q-n

Abundance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene
192

16.06%5000

0 v
Abundance

TT192 22.00 22.20 22.40 22.60
m/ z 146.10 13.20%15911993

5000

174

0 '' I' ‘‘ I"

Fri Feb 01 09:18:59 2002 Page 12

NYC-WTC_000052084

192 C13D11N
192 C15H12
192 C13H20O

Title
Library

: 31 Jan 2002
: 508 scan
: January 31, 2002

LSCINT.P

Data File
Acq On
Sample
Mise

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

Instrumen
1.00

30
—

Vial:
Operator:
Inst :
Multiplr:

#103601:1,4-Dimethyl-3,5-propanobicyclo[2.2.2]octan-2-one
107

I 22.00 22.20 22.40 22.60

132 145

22.00 22.20 22.40 22.60

1 N-perdeuteriobenzylideneaniline
2 Phenanthrene, 9-methyl- $$ 9-Met...
3 1,4-Dimethyl-3,5-propanobicyclo[...

96
............................................ ...................

" i " '' i " '11" ' ■ i ’ ■ " r ■ > ■ i " ■ ■ i ■ " ' r " ■ r ■ " i " " i u

—

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

00833.D SCAN508.M

H

118 I
■ ■ ............... . t'l. ।'

82
40 52 66 |

" I " " I " " 11' " I'11' I" '111 i

160—opmmtmpmpI 94-H

MW MolForm

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

4 Phenanthrene, 3-methyl- $$ 3-Met... 192 C15H12
Abundance Scan 1656 (22.280 min): 00833.D (-)

160
mMmryerpnorr

000538-51-2 59
000883-20-5 50
000000-00-0 46
000832-71-3 40

m/z 192.10 100.00%

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

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

' * i........ I 111 "T r‘ar10f
22.00 22.20 22.40 22.60

*********************************************************************
Peak Number 10 N-perdeuteriobenzylideneani... Concentration Rank 3

rrI’T

Hit# of 5

139 152 165 176
| " " I । -l ■ ■ r-ri. .................................. 'I |'

m/z 193.10

m/z 96.00



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00833.D
2:42 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.

0.46 ug/L Phenanthrene-dl0 22.6538795222.77

CAS# QualTentative ID

Scan 1699 (22.771 min): 00833.D (-)Abundance
158

5000

94

m/z 189.20 18.25%, । h 1.1,, 111..... -II.0

188

5000

17.51%
160

T1nnn]

188

12.40%5000

158

ITI

"IT188 22.40 22.60 22.80 23.00 23.20
m/z 184.10 10.32%

5000

80

Fri Feb 01 09:19:00 2002 Page 13

NYC-WTC_000052085

86
80
80
64

001719-06-8
000000-00-0
001517-22-2
000538-51-2

Data File
Acq On
Sample
Mise 2002

LSCINT.P

Title
Library

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

: 31 Jan 2002
: 508 scan
: January 31,

160
—

TPBnTT

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
#85254: Acridine-D9

, I , , , r, , r, T-1 r r. , I . I I I I ,
22.40 22.60 22.80 23.00 23.20

trrmn

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
#84499: Phenanthrene-d10

Imae*
22.40 22.60 22.80 23.00 23.20

1801
'I""!1'11

30833.D SCAN508.M

MW MolForm

' < 1 । ■ 1

Vial: 1
Operator:

Peak Number 11 Anthracene-dlO-

m/z 188.15 100.00%

Concentration Rank 2

1 Anthracene-diO- 188 C14D10
2 Acridine-D9 188 C13D9N
3 Phenanthrene-dlO 188 C14D10
4 N-(perdeuteriobenzylidene)-4-deu... 188 C13H4D7N

n/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10-

......... 132.,,146.Ma

O-
n/z-> 30
Abundance

m/z 80.10fl
—

22.40 22.60 22.80 23.00 23.20

,1.2
22.40 22.60 22.80 23.00 23.20

.189...

Of
n/z-> 30
Abundance

Op
n/z-> 30

40 54TPTr

Hit# of 5

I ''1' I ’''' I'1' ' I

66
■ l • ■ • ■ l ■' ■ ■ I' • l • l ■

40 50 60 70

„ 80 94
66 i i

1 1 I " 1 1 I 1 ' PT i । । i । i I । । । । | I I । । | । । > i । .. i i | > i n | i , i i । i

_ 8066 |

93
66 80 j|

r 11 " ' ■ i ’1" i11' ■ i'1' ■ 11'r' i'' ’ ■ r ■1 ■ i " ■' i • ■'' i " '' i

m/z 94.10



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00833.D
2:42 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

0.03 ug/L Chrysene-dl2 30.502456629.68

CAS# QualTentative ID

3 Sophoramine 244 C15H20N2O
4 enxo-2-(phenylimino)-3-methyl-1, ... 244 C15H20N2O

Scan 2304 (29.678 min): 00833. D (-)Abundance
244

5000
12249 84 212

m/Z 243.10- 63.13%0

#178493: 6-methyl-5-(3',4'-methylenedioxyphenyl)pyrimidine...
24.4

5000

26.65%

24.4

1 1 1 ' 1 1 r"' 1
29.40 29.60 29.80 30.0094

20.45%49.005000 229 AWW /
183

24.4 29.40 29.60 29.80 30.00
20.18%136

MV
5000

215

TT
29.40 29.60 29.80 30.00

Fri Feb 01 09:19:00 2002 Page 14

NYC-WTC_000052086

1 6-methyl-5-(34'-methylenedioxy... 244 C12H12N402
2 3-[2-(2,5-dimethylpyrrol-l-yl)-4... 244 C14H16N2O2

Title
Library

Data File
Acq On
Sample
Mise 2002

LSCINT.P

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

: 31 Jan 2002
: 508 scan
: January 31,

186
—

i
I ' ' ' 1

' ' IT
100

' ' I ' ' ' ' I 1 '

lz-> 40
Abundance

29.40 29.60 29.80 30.00

149
। 160 172

m/ Z

N /

m/z 121.90N

140

00833.D SCAN508.M

160 180

MW MolForm

Vial: 1
Operator:

000000-00-0 56
119836-21-4 56
006882-66-2 56
105545-43-5 46

m/z 244.10 100.00%

Hit# of 5

‘3T

1’’* ‘ I

< । 1 1 । । r1
60 80

*************************************************************** * * * * * *
Peak Number 12 6-methyl-5-(3 4'-methylene... Concentration Rank 12

29.40 29.60 29.80 30.00

m/z 84.00

1 r1 r 1 i 1 1 1 1 i
200 220 240

1 1 1 1 ' I' '

120 140 160 180 200

0-TPT
m/z->_____40 60 80
Abundance

100 120 140 160 180 200 220 240
#179289: Sophoramine

1 1 1 1 1 1 I1
220 240

185 .

40 60 80 100 120 140 160 180 200 220 240
#178978: 3-[2-(2,5-dimethylpyrrol-1 -yl)-4-pyridyl]propioni...

0-
n/z->
Abundance

96 109 122I.
100 120

0-TPTPT
/z-> 40 60 80



NYC 9/11 Public Portal Document

Tentatively Identified Compound (LSC) summary

Date Acquired: 31 Jan 2002Operator ID: 2:42 pm

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

Fri Feb 01 09:19:00 2002 Page 15

NYC-WTC_000052087

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

9.71 10479200
9.71 10479200
9.71 10479200
9.71 10479200
9.71 10479200
9.71 10479200

13.19 15162900
13.19 15162900
18.34 16240200
22.65 17035300
22.65 17035300
30.50 15718100

0.1 ug/L
0.1 ug/L
0.0 ug/L
0.1 ug/L
0.5 ug/L
0.0 ug/L
0.0 ug/L
0.0 ug/L
0.0 ug/L
0.2 ug/L
0.5 ug/L
0.0 ug/L

64065
32231
23374
26394

248847
25095
34798
35408
39807

130326
387952
24566

1
1
1
1
1
1
2
2
3
4
4
5

3.61
3.92
4.63
4.88
5.92
7.07

11.65
13.37
16.55
22.28
22.77
29.68

2-t-Butyl-3-
1-Propenylaz
3- (CYCLOHEX

iridine
3'-EN...

/me. .
ime . .
-me. .

RT EstConc Units Response

Data File: C:\MSDCHEM\1\5973N\02JAN31\00833.D
Name: 508 scan
Mise: January 31, 2002
Method: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title: 508 scan method
Library Searched: C:\DATABASE\WILEY7N.L

30833.D SCAN508.M

Resp Cone

Butanoic acid,
Propane, 1,1-d

Styrene /
Nonanal (CAS) $$ . . .
Pyrimidinetetrami . . .
4 -HYDROXY -BICYCLO. . .
N-perdeuteriobenz . . .
Anthracene-al0-
6-methyl-5 -(3',4' ...


