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3 Comments for Sample AD31645 - Analysis $GCMS

NYC-WTC_000050223

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
The recoveries for 9 of the 43 compounds in the LCS Standard were above their
acceptance ranges.

Westchester Dept, of Labs & Research
User Vinci, David L
Date: 01-25-2002 Time: 15:22:12
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Quantitation Report (Not Reviewed)

: C:\MSDCHEM\1\5973N\02JAN22\31645.D
12:12 pm

Inst : Inst rumen
Multiplr: 1.002002

Quant Results File: SCAN508.RES

Internal Standards

27.73 235 0.00
Spiked Amount 5.000

Qvalue

(#) = qualifier out of range (m) = manual integration
31645.D Tue Jan 22 15:30:24 2002SCAN508.M Page 1

NYC-WTC_000050224

152
136
164
188
240
264

1095870
4706559
2540367
4327029
3798668
2737872

74
163
165
149
149

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

3.60
18.34
18.34
24.85
31.11

0.31 ug/L #
2.42 ug/L +
9.85 ug/L +
0.41 ug/L
0.58 ug/L #

9.71
13.19
18.34
22.63
30.49
34.42

System Monitoring Compounds
37) 2,4-DDD

13
56
17
94
44

MS Integration Params: SPLIT.P
Quant Time: Jan 22 15:30:23 2002

14321
406343
322258
115253

5682

: 22 Jan 2002
: 508 scan
: January 22,

Data File
Acq On
Sample
Mise

0.00
-0.02
-0.01
-0.03
-0.02
0.00

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

327353
• Recovery

Target Compounds
2) n-Nitrosodimethylamine

20) Dimethylphthalate
21) 2,6-Dinitrotoluene
35) Di-n-butylphthalate
42) Bis(2-ethylhexyl)phthalate

Vial: 1
Operator:

4.79 ug/L
= 95.80%

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

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

Data File : C:\MSDCHEM\1\5973N\02JAN22\31645.D
12:12 pm

Inst : Instrumen
Multiplr: 1.002002

Quant Results File: SCAN508.RE

Abundance TIC: 31645.D

6000000

5500000

5000000

4500000

4000000-

3500000

3000000

2500000

2000000

1500000

1000000

500000

-TT—tTu—r ■ ■ i 1 ' ‘ ■ 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

Tue Jan 22 15:30:25 2002 Page 2

NYC-WTC_000050225

Acq On
Sample
Mise
MS Integration Params: SPLIT.P
Quant Time: Jan 22 15:30 2002

: 22 Jan 2002
: 508 scan
: January 22,

I
8
I2

co

§
4or

Vial: 1
Operator:

a
1I

SII
11z

8
i
If
wm

az
[
6

TTTrPrr

I
8
§
8*

**mdtt "1 1 T 1 “ 1 1

2

IIz

I
(

31645.D SCAN508.M

। . ■ r r । ri . . ।0-
Time—> 4.00 6.00

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
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31645.D
12:12 pm

Inst : Instrumen
Multiplr: 1.002002

MS Integration Params: LSCINT.P

Signal : TIC

11492729 100.00%
1.66%62097 1910291695 1699 1713 rVB

Sum of corrected areas: 60620105

Thu Jan 24 13:50:34 2002 Page 1

NYC-WTC_000050226

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

corr.
area

corr.
% max.

Method
Title

% of
total

23343
33136
44394
17585
17462

186643
677403

1601463
11087537
9230188

32972
57328
77098
43345
30464

0.43%
54.48%
0.34%

78.98%
0.37%

0.29%
0.50%
0.67%
0.38%
0.27%

17.039%
0.049%
0.138%

18.959%
0.315%

0.054%
0.095%
0.127%
0.072%
0.050%

24.849
26.014
27.726
30.489
34.416

525
551
799
855
873

535 rW2
561 rBV
807 rBV
865 rBV
893 rVB3

106080
367793
904749

4480398
3542649

89.88%
0.26%
0.73%

0.082%
10.328%
0.064%

14.974%
0.070%

11
12
13
14
15

1877 1881 1887 rVB
1977 1983 1989 rBV
2127 2133 2137 rBV
2369 2375 2381 rBV
2713 2719 2747 rBV

0.308%
1.117%
2.642%
18.290%
15.226%

532
555
803
860
876

3.477
3.602
4.367
6.000
7.107

1.62%
5.89%
13.93%
96.47%
80.31%

9.448
9.710

12.542
13.192
13.375

16
17
18
19
20

1
2
3
4
5

18.341
18.718
22.280
22.634
22.771

11 rBV
25 rBV
91 rVB

235 rBV2
335 rVB

: 22 Jan 2002
: 508 scan
: January 22,

6
7
8
9

10

Acq On
Sample
Mise

9
20
87

230
327

7
17
83

223
325

49609
6260681

38938
9077488
42520

14806
3237758

23933
4856633

10943

10329258
29506
83906

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

Peak Location: TOP

31645.D SCAN508.M

Vial: 1
Operator:

1305 1311 1315 rBV 5141794
1341 1344 1349 rVB2 10836
1651 1656 1661 rVB2 46589
1681 1687 1693 rBV2 5073677

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\02JAN22\31645.D

InstrumenInstrument :

TIC: 31645.D
13.19

4000000

9.71
3000000

2000000

1000000

4.37 6.00 9.45
' '' I ' 1 '""‘"I ""

5.00 6.00

18 34

4000000

3000000

2000000

27.1000000

26.01

T

26.00
TIC.-31645.D

30.49

4000000
34.42

3000000

2000000

1000000

0

Thu Jan 24 13:50:34 2002

NYC-WTC_000050227

Abundance
5000000

File
Operator
Acquired

Time->
Abundance

5000000

1 1 1
8.00

!T
4.00

7.11
1 !d
7.00

27.00

0®

Time—> 28.00

01
Time->
Abundance

5000000

31645.D SCAN508.M
36.00 37.00 38.00 39.00

Page 2

: 22 Jan 2002 12:12 pm using AcqMethod SCAN508

2465
A

24.00 25.00

12.54 13.37

Sample Name: 508 scan
Mise Info : January 22, 2002
Vial Number: 1
Quant File :SCAN508.RES (RTE Integrator)

22.28 €77
22.00 23.00

' i 1 • i 1 1 ' 1 ‘ i ■
29.00 30.00 31.00

16.00 17.00 18.00
18.72

19.00 20.00 21.00

9.00 10.00 11.00 12.00 13.00 14.00 15.00
TIC: 31645.D

2263

32.00 33.00 34.00 35.00
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Library Search Compound Report

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.

0.11 ug/L 1,4-Dichlorobenzene-d43.48 32972 9.71

Tentative ID CAS# Qual

3 Acetonitrile, dichloro- 109 C2HC12N
4 Dichloroacetonitrile $$ Acetonit... 109 C2HC12N

Abundance

82

5000
47

■ i ‘• i ■1 ■ ■ i ■ ■■ ■ i11 T

-
l1" 1111111''1' I “

Abundance

825000
47

Hhr
Abundance

8247
5000

TTTJTr 144* ITSSST[U33 i j k 4 i » । J i T

Abundance

35

825000

pTTTyrTTTpT-rrpTTTTTTTTpTTTJT^’’I T TT-fT

Thu Jan 24 13:50:34 200231645.D SCAN508.M Page 3

NYC-WTC_000050228

1 Acetonitrile, dichloro- $$ Diehl... 109 C2HC12N
2 Dichloroacetonitrile $$ Acetonit... 109 C2HC12N

Title
Library

Data File
Acq On
Sample
Mise

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

Scan 9 (3.477 min): 31645.D (-)
7|4

Vial: 1
Operator:

#11641: Acetonitrile, dichloro- $$ Dichloroacetonitrile
74

#11644: Acetonitrile, dichloro-
74

#11643: Dichloroacetonitrile $$ Acetonitrile, dichloro- $$...
74

..!....।....।I

mpmpmp
m/z—> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 110 115

miz—> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115

109
11—001p0000—pSTT6TITT

n/z—> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110115

MW MolForm

39
----------

35mHHH

: C:\MSDCHEM\1\5973N\O2JAN22\31645.D
: 22 Jan 2002 12:12 pm
: 508 scan
: January 22, 2002

38m

*********************************************************************
Peak Number 1 Acetonitrile, dichloro- $$ ... Concentration Rank 7

miz—> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

Hit# of 5

TpmTH **14***T1(ds4[I118

3.50 3.60 3.70 3.80 3.90

। 95 102 108TTppngW-—ngur

003018-12-0 83
003018-12-0 74
003018-12-0 64
003018-12-0 56

m/z 74.00 100.00%

47

40'’lll"“i' ’h1'

■' 1 ' 1 i1'11 I 111‘T‘ “ 'I■|I‘| 1 1 1
3.50 3.60 3.70 3.80 3.90

m/z 84.00 34.15%

AMM
3.50 3.60 3.70 3.80 3.90

m/z 47.00 30.07%

3.50 3.60 3.70 3.80 3.90
m/z 81.90 65.62%

/
3.50 3.60 3.70 3.80 3.90

m/z 76.00 35.70%
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Library Search Compound Report

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.

0.25 ug/L 1,4-Dichlorobenzene-d44.37 77098 9.71

Tentative ID CAS# Qual

Abundance m/zScan 87 (4.367 min): 31645.D (-)
S1

5000

91

5000

SI

5000

5000

m/z—>

Thu Jan 24 13:50:34 2002 Page 4

NYC-WTC_000050229

Title
Library

Data .File
Acq On
Sample
Mise

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

m/z—>
Abundance

Vial: 1
Operator:

#5539: Benzene, methyl- (CAS) $$ Toluene $$ CP 25 $$ Methy...
SI

' ‘ i • ‘ ‘ i ‘ ■ 1 ■ i ' ' ' ' i 1 ‘ ‘ 1 i'
4.00 4,20 4.40 4.60 4.80

mlz->
Abundance

I' i " 111''
95 100

Pmmmm
95 100

■ 11 ■ > 11 ‘ *
95 100

000108-88-3 90
000108-88-3 90
000108-88-3 90
000108-88-3 90
91.10 100.00%

31645.D SCAN508.M

MW MolForm

Concentration Rank 3

45 51 6514-1 ■ ■ ' | I ' I | | i I ■ I | I I I | | | 1 | | | i nri I rr n I I | l 1 I I | ■
4550556065 70 75 808590

#5541: Toluene

51 6537 3 61,| |• • l * ‘ ■ ■ } * > • • t ■ ■ ■ ‘ I * ‘ • 11 ATITT11 | t 11 ! | | । i i । i ri । । i i i i । i i i i । i i i I ] I

30 35 404550556065 70 75808590

: C:\MSDCHEM\1\5973N\O2JAN22\31645 .D
: 22 Jan 2002 12:12 pm
: 508 scan
: January 22, 2002

Peak Number 2 Toluene

Hit# of 5

niz—> 30 35 40
Abundance

4.00 4.20 4.40 4.60 4.80
m/z 39.10 8.12%

4.00 4.20 4.40 4.60 4.80
m/z 51.00 8.44%

. F4 6545 51 61 1M—mmmmnammmmm
3035404550556065 70 75808590

4.00' 4.20 4.40 4.60 4.80
m/z 65.10 12.23%

....225.......1,117011170101784*
30354045505560657075808590

#5542: Toluene

4.00 4.20 4.40 4.60 4.80
m/z 92.10 64.49%। ■ ।1 ■1 ■ । ‘ ■

95 100

1 Toluene 92 C7H8
2 Toluene 92 C7H8
3 Benzene, methyl- (CAS) $$ Toluen... 92 C7H8
4 Toluene $$ Benzene, methyl $$ Me... 92 C7H8
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Library Search Compound Report

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.

0.14 ug/L 1,4-Dichlorobenzene-d46.00 43345 9.71

Tentative ID CAS# Qual

Abundance

5000

m/z 124.90■ • । ‘ । ■1 ■ • i ■
30

5000

27 63
" I ' ' '1 i " ‘' I ' ' " I '

5000

117 1259735

5000

6953Ir ■ i ■ ■ ■ ■ i1 ‘ ■ i ■m/z—>

Thu Jan 24 13:50:35 2002 Page 5

NYC-WTC_000050230

Title
Library

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

+49—
50

. Data .File
Acq On
Sample
Mise

—1
40

85I (

#59082:2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
43

Vial: 1
Operator:

#59081:2-Propanone, 1,1,1 -trichloro- $$ .alpha.,, alpha......
43

85
—1

#3241:4-Penten-2-one $$ Allyl methyl ketone $$ Methyl all...
43

6.20 6.40
7.91%

5.60

15। 97
1.

5.80 6.00125
______  I ।

i • ' • ■ i ' ' ■11 ■ ■ ■ ■ i ‘ ■ i ■ ■

5.60 5.80 6.00 6.20' 6.40

Scan 230 (6.000 min): 31645.D (-)
4)3

miz-> 10
Abundance

i | i » • i । i 14$ । i i I » i » * | « i

90 100 110 120 130

49...7383

31645.D SCAN508.M

MW MolForm

20 30 40

50 60 70 80 90 100 110 120 130

50 60 70 80 90 100 110 120 130

15
H
10 20

' I 1 ‘ H ‘ ‘ ■ I ' ' ' • I ■ • ’’I । । । । | i । > । | । 144 | i i
60 70 60 90 100 110 120 130

15

‘' i •' '' i ■ ■

z—> 10 20
Abundance

miz-> 10 20
Abundance

30 40 50 60 70 80

84
‘' 1 i ■ । ■ i ■ ‘ ■ i ‘ ■ i • ■' ■ i ■' ■ ■ i ■ ■

: C:\MSDCHEM\1\5973N\O2JAN22\31645.D
: 22 Jan 2002 12:12 pm
: 508 scan
: January 22, 2002

5.60 5.80 6.00 6.20 6.40
m/z 83.00 5.71%

110117 127

21,374
30 40

■ i • ■ ■ ■i■■ • ■ I' ■ ■ ■ i '■■■i ■ ■
5.60 5.80 6.00 6.20 6.40
m/z 47.00 5.33%

. , P■ 1 i ‘ ■ i ■ • ' ■ i ■ ■ 1 ‘ i ■ r

5.60 5.80 6.00 6.20 6.40
m/z 73.10 7.85%

*********************************************************************
Peak Number 3 2-Propanone, 1,1,1-trichlor... Concentration Rank 6

Hit# of 5

.49. . । । I’i . . i , , . . . . | . . . . ।

000918-00-3 9
000918-00-3 9
013891-87-7 4
013891-87-7 4

m/z 43.10 100.00%

1 2-Propanone, 1,1,1-trichloro- (C... 160 C3H3C13O
2 2-Propanone, 1,1,1-trichloro- $$... 160 C3H3C13O
3 4-Penten-2-one $$ Allyl methyl k... 84 C5H8O
4 4-Penten-2-one (CAS) $$ Methyl a... 84 C5H8O
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Library Search Compound Report

: Data. File : C:\MSDCHEM\1\5973N\02JAN22\31645.D

: InstrumenInst
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.

0.10 ug/L 1,4-Dichlorobenzene-d4304647.11 9.71

Tentative ID CAS# Qual

1 p-Xylene 106 C8H10

106 C8H10
m/z

1065000
1

39
1 ■ i ■' ■ i ■1" i ■ ■ • ■ i ■ ■ ■ ■ i ■

Abundance #10758: p-Xylene
91

5000 106

7751

Abundance

5000
106

51

Abundance

5000
106

51
l1 ■1 ‘ i ■ ■" i ■" ■ i ■ “ • i1 ‘ ■ i ■1 “ I'

Thu Jan 24 13:50:35 2002 Page 6

NYC-WTC_000050231

2 Benzene, ethyl- (CAS) $$ EB $$ E... 106 C8H10
3 Benzene, ethyl- (CAS) $$ EB $$ E... 106 C8H10

Title
Library

Acq On
Sample
Mise

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

4 2,4-Octadiyne
Abundance

Vial: 1
Operator:

"I'

TTTpr

*mupr
#10715: Benzene, ethyl- (CAS) $$ EB $$ Ethylbenzene $$ Phe...

91

#10713: Benzene, ethyl- (CAS) $$ EB $$ Ethylbenzene $$ Phe...
91

i ‘ " i ■ ■ ■ ■ i" ■ ■ i ■ “ ■ i1 • ■ ■ i ■"' i ■

1:1111117111111117711/1211111117

6.80 7.00
■ i ■ ■ ■ ' i ' ' ■ ■ i
7.20 7.40

Scan 327 (7.107 min): 31645.D (-)
91

000106-42-3 83
000100-41-4 64
000100-41-4 64
002809-71-4 36
91.10 100.00%

31645.D SCAN508.M

MW MolForm

11111119

Ipt

Concentration Rank 8

, | , , M ! I I II | > I 1 1 | 1 1 | ! |

65 77
, f,11, ■ 111 > * > । ri i11 > > > > j > > > > ।

Peak Number 4 p-Xylene

miz—> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

-

Hit# of 5

m/z—> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

: 22 Jan 2002 12:12 pm
: 508 scan
: January 22, 2002

■ • ■ ।»* • • । • • • > । • • • • । • i
6.80 7.00 7.20 7.40

m/z 51.00 14.87%

65 77—mmmmpt
• ‘ ‘ I ‘ ’ I * ‘ ‘ • I ’ * 1 • I * ‘ ’ 1 I

6.80 7.00 7.20 7.40
m/z 39.10 12.82%

51 65 79 84mmmm
l_______________ __ _______________

‘ ' I ' ‘ ‘ 1 I ' ‘ I ' ' ‘ ' I ‘ ‘ ‘ I
6.80 7.00 7.20 7.40

m/z 106.10 48.27%

* ' 1 i * * ’ * । * ' ‘ 1 i * ‘ * 1 i 1 1 * * t
6.80 7.00 7.20 7.40

m/z 105.10 22.71%

nte-> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

mtz~> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31645.D

Inst : Instrumen
Multiplr: 1.00

MS Integration Params: LSCINT.P

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

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

0.16 ug/L 1,4-Dichlorobenzene-d49.45 49609 9.71

Tentative ID CAS# Qual

Abundance Scan 532 (9.448 min): 31645.0 (-)
43 5 7

5000

281 9.40
43.10

Abundance

57

5000

27

43 57

5000

27

Abundance

5000

27
99 113

m/z—>

Thu Jan 24 13:50:35 2002 Page 7

NYC-WTC_000050232

1 Decane (CAS) $$ n-Decane $$ Isod... 142 C10H22
2 Decane (CAS) $$ n-Decane $$ Isod... 142 C10H22
3 Decane $$ n-Decane $$ n-C10H22 $... 142 C10H22
4 Decane (CAS) $$ n-Decane $$ Isod... 142 C10H22

Acq On
Sample
Mise

Title
Library

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

—P
9.80

Vial: 1
Operator:

9.20 9.60 9.80
91.00%

142I

9.00
m/z

100 120 140 160 iso' '266' '226' 240 260 280

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

I • 1 • ■ i ‘ • ■
9.60 9.80

23.61%

—। । ‘ । । । ।
9.00 9.20 9.40
m/z 85.10

1’6111""
20 40

#38798: Decane (CAS) $$ n-Decane $$ Isodecane $$ n-C10H22...
43

9.00 9.20 9.40 9.60

MW MolForm

31645.D SCAN508.M

Hit# of 5

—
60 80

: 22 Jan 2002 12:12 pm
: 508 scan
: January 22, 2002

*********************************************************************
Peak Number 5 Decane (CAS) $$ n-Decane $$... Concentration Rank 4

71
85

1.A.1..99.113/..142 ....... ..............  ......... ,,
60 “sb" 100 '120' 140 160 'iso' ‘260' ‘226' 246' 260 280

#38796: Decane (CAS) $$ n-Decane $$ Isodecane

i ■ ■ ■ ‘ i ■ ■ ■ ■ i ■ '' ■ i ■ 1 ■ ■ i ■ ■ ■
9.00 9.20 9.40 9.60 9.80
m/z 71.10 32.28%

71
85

71
85

LL
60 80

9.00 9.20 9.40 9.60 9.80 '
m/z 41.10 30.83%

A

#38799: Decane $$ n-Decane $$ n-C10H22 $$ UN 2247 $$ Isodecan
43 _57

71
85

I 99 113 142

I’’’’ I •
miz—> 20 40

000124-18-5 59
000124-18-5 59
000124-18-5 59
000124-18-5 59

m/z 57.10 100.00%

mz-> 20 40
Abundance

niz-s 20 40 60 80 100 120 140’160 180 200 220 240 260 280
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31645.D
12:12 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 R.T.Area

0.09 ug/L Naphthalene-d812.54 38938 13.19

Tentative ID CAS# Qual

4 Phenethylamine, N-methyl-.beta.,... 399 C18H37NO3Si3
m/zAbundance Scan 803 (12.542 min): 31645.D (-)

73

5000 267 355

m/z 267.00 38.95%

#313065: Cyclopentasiloxane, decamethyl-
73

500) 267 1 i ■ • ■ ■ i ■ ■ ■ ■ i 1• > i ■ • • • । ■

355

T

#313068: Cyclopentasiloxane, decamethyl-
73

T T-*
12.20 12.40 12.60 12.80355

267 m/z 267.90 10.53%5000

—
TT T

#357156: Noradrenaline tetraTMS T T T73 12.20 12.40 12.60 12.80
m/z 356.10 9.96%

5000 355102

45

J****I*’11■ ■ i ■ ■ ■ ■ i ■ ■m/z—> 12,20 12.40 12.60 12.80

Thu Jan 24 13:50:35 200231645.D SCAN508.M Page 8

NYC-WTC_000050233

370 C10H3005Si5
370 C10H3005Si5
457 C20H43NO3Si4

Title
Library

Acq On
Sample
Mise

: 22 Jan 2002
: 508 scan
: January 22,

1 Cyclopentasiloxane, decamethyl-
2 Cyclopentasiloxane, decamethyl-
3 Noradrenaline tetraTMS

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

Vial: 1
Operator:

i"
50

1 1 •
100

400

■ ■ i ‘ ' 1 ■ i 1 ■ • • i 1 1 ' 1 I ' ' 1 ' 1 '
12,20 12.40 12.60 12.80

442
■ i

223—

000541-02-6 83
000541-02-6 83
068595-65-3 32
010538-85-9 32
73.10 100.00%

Hit# Of 5 MW MolForm

*********************************************************************
Peak Number 6 Cyclopentasiloxane, decamet... Concentration Rank 10

45—

iz-> 50
Abundance

250 300

250 300 350

..............................207
100 150 200

12.20 12.40 12.60 12.80
m/z 355.10 36.08%

40
■ • i

nz-> 50
Abundance

323
—IT

323 ,nn—nn—1.
350 400

I ' • ■ ■ i 1

193
t

‘I * • • ///dB* 1 I •
100 150 200

1
100 150 200 250 300

’ * i
miz—> 50
Abundance

...
350 400

147
TI—9—————9—1—m—-—=—T=1
150 200 250 300 350 400



NYC 9/11 Public Portal Document

Library Search Compound Report

Inst : Instrumen
Multiplr: 1.00

MS Integration Params: LSCINT.P

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

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

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

0.09 ug/L Naphthalene-d813.38 42520 13.19

Tentative ID CAS# Qual
l IH-Azonine, octahydro- 127 C8H17N

Abundance Scan 876 (13.375 min): 31645.D (-)
1-0

5000

70

TI

33

70
5000 ‘‘*‘**I*

12742 84

23

40
5000

14081

ITIr Iu—nr ‘‘I
j 1#35861: Methyl 2-Methylenecyclopentaneacetate

1-0
109

5000
41

79
‘‘I ■ i ' 1 1 ■ i ■ • ■ ‘ i ■n/z—> 13.00 13.20 13.40 13.60 13.80

Thu Jan 24 13:50:35 2002 Page 9

NYC-WTC_000050234

Data File
Acq On
Sample
Mise

Title
Library

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

57

#35163: N-Carboethoxyimidazole $$ 1-Carbethoxyimidazole $$...
68

Vial: 1
Operator:

z->
Abundance

' * । ’
40

I8*
60

* i • •
50

TTTr

#23801:1 H-Azonine, octahydro-
56

40
■ i ■1' ‘ i ■ ■ ■ ■ i ■ ■'11 ■ • ■ ■ i ■ ■ ......11.,.11.,..I.

30 40

31645.D SCAN508.M

20 30 40 50 60 70 80 90 100 110 120 130 140

84 94

‘ i ■ ■ ■ ■ i ‘ ■ ■ ■ i • ■ ■ ' i '' ■ ■ i ■•‘■i‘‘'i■•‘•i•■■■i‘‘11'■■ • 111111'1 '1 1

20 30 40 50 60 70 80 90 100 110 120 130 140

MW MolForm

Concentration Rank 9

96
I,I 112TI—nn—m—B—uegeu;

90 100 110 120 130 140

Hit# of 5

: C:\MSDCHEM\1\5973N\02JAN22\31645.D
: 22 Jan 2002 12:12 pm
: 508 scan
: January 22, 2002

Peak Number 7 IH-Azonine, octahydro-

54
■ ■ ।11 ■11. ■

50 60

95,.... T........ .
70 80 90 100 110 120 130 140

70 80

005661-71-2 4 NO
019213-72-0 3 C009
000000-00-0 2 .
000000-00-0 2 CV

m/z 140.00 100.00%

2 N-Carboethoxyimidazole $$ 1-Carb. . . 140 C6H8N2O2
3 Methyl 2-Methylenecyclopentaneac... 140 C8H12O2
4 2-Methyl-3-methoxy-4H-pyran-4-one 140 C7H803

—

miz-> 20 30
Abundance

13.00 13.20 13.40 13.60 13.80
m/z 96.10 10.37%

1300 13.20 13.40 13.60 13.80
m/z 94.10 12.10%

13.00 13.20 13.40 13.60 13.80
m/z 70.10 17.59%

13.00 13.20 13.40 13.60 13.80
m/z 84.00 11.21%

rrTrmiz-> 20
Abundance



NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31645.D
12:12 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.

295060.06 ug/L Acenaphthene-dl018.72 18.34

Tentative ID CAS# Qual

m/zAbundance
192

5000
128

160 180

m/z 191.80 98.84%B11’’I
2030405060 70 8090 100110120130140 150 160 170 180190 200

192

1035000 177 T T T T
18.40 18.60 18.80 19.00

m/z 128.00 33.60%

.. ।.... ।।....।....।....।.... ।....।.... ।.... ।..., ।..., ।.. 1*** 'T

27 64
T T T

18.40 18.60 18.80 19.00
26.25%455000

■11'1

64
m/z 160.00 23.28%29

5000
49

•111 • 112111111611117110/1121111021/1001122110011211711101113011101117
n/z—> 2030405060 70 8090 1(X) 110 120 130 140 150 160 170 180 190 200

Thu Jan 24 13:50:35 2002 Page 10

NYC-WTC_000050235

Title
Library

: 22 Jan 2002
: 508 scan
: January 22,

Acq On
Sample
Mise

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

Vial: 1
Operator:

• • I 1 ’ ’ ‘ I ‘ ‘ 4 * I • ‘ 1 ‘ I • ‘ ‘ I
18.40 18.60 18,80 19.00

18.40 18.60 18.80 19.00TT

...

m

mz->
Abundance

miz—> 2030405060 70 8090 100110 120130140 150 160 170180190 200
Abundance #11024: Propanoic acid, 2-chloro-

49
•. t" ।■. •. । ■ ■ ■.।। ■

000000-00-0 9
000598-78-7 9
000075-00-3 7
000075-00-3 7
64.00 100.00%

31645.D SCAN508.M

MW MolForm

121
131

m/z 193.80N
73 08

■ ! I1.।।1 (।|।11 i. 11... i ।... 11।।.

*********************************************************************
Peak Number 8 8-(3-Hydroxyethyl)-3-methox... Concentration Rank 11

LH

... ............../....................
18.40 18.60 18.80 19.00U

Scan 1344 (18.718 min): 31645.D (-)
64

miz—> 20 30 40 50 60 70 80 90 100110 120 130140 150160 170 180190 200
Abundance #930: Ethyl Chloride

Hit# of 5

1 8-(3-Hydroxyethyl)-3-methoxybicy... 192 C12H16O2
2 Propanoic acid, 2-chloro- 108 C3H5C102
3 Ethyl Chloride 64 C2H5C1
4 Ethyl Chloride $$ Ethane, chloro... 64 C2H5C1

#103293:8-(3-Hydroxyethy!)-3-methoxybicyclo[4.2.O]octa-1,...
161

147



NYC 9/11 Public Portal Document

Library Search Compound Report

: InstrumenInst
Multiplr: 1.00

MS Integration Params: LSCINT.P

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

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

0.15 ug/L Phenanthrene-dl0 22.638390622.28

CAS# QualTentative ID

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

Abundance Scan 1656 (22.280 min): 31645.D (-)
192

5000-

14696
m/z 146.10 17.58%Th’

Abundance

108 TTT5000
22.00 22.20 22.40 22.60

m/z 191.10 15.79%175146

1 • i'" • Ip n I | 11 | 11 n 11 | l l l 11 11 i | n r-q v

#88409: N-perdeuteriobenzylideneanilineAbundance
192

825000

54 110
1-rrp-’’11021110771

Abundance #102010:2,4-Diamino-6-(hydroxymethyl)pteridine
192

m/z 193.10 12.00%163

5000

66 146 175

■ i1 “ ■ i “ • • i ■1111 • ■" i ■ • ■ ‘ i ■ “ ■ i “ i

Thu Jan 24 13:50:35 2002 Page 11

NYC-WTC_000050236

3 2,4-Diamino-6-(hydroxymethyl)pte... 192 C7H8N60
4 2,4-Diamino-6-(hydroxymethyl)pte... 192 C7H8N60

Title
Library

Data-File
Acq On
Sample
Mise

94mHp

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

Vial: 1
Operator:

30

160
-

34
> • • ■ | • i ‘ ■ t • ‘ ■ ■! “ “ I “

118*109*—m1mBpnBnoT

u

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

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

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

.. N..

31645.D SCAN508.M

MW MolForm

019169-94-9 72
000538-51-2 64
000945-24-4 53
000945-24-4 53

m/z 192.10 100.00%

11....
’* “i ■

160
11 n 11 rri-[i 1111 > 111111 u 111 u [Hl 11 il 11'

: C:\MSDCHEM\l\5973N\02JAN22\31645.D
: 22 Jan 2002 12:12 pm
: 508 scan
: January 22, 2002

*********************************************************************
Peak Number 9 4-METHOXY-.BETA.-METHYLCINN... Concentration Rank 5

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

121 135

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

22.00 22.20 22.40 22.60

40 49 66.  2
“ ■ ■ । ■ ■ • • । < i • • ■ • p *1 > ।.... 111.. ।.

mmmm

Hit# of 5

iipn i|iiii|rin|nii| Hi. ।.. .. । i, > ■ ।.

22.00 22.20 22.40 22.60

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

22.00 22.20 22.40 22.60

22.00 22.20 22.40 22.60
m/z 96.00 15.32%



NYC 9/11 Public Portal Document

Library Search Compound Report

Inst : Instrumen
Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1. . .\SCAN50 8. M (RTE Integrator)

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

0.33 ug/L Phenanthrene-dl022.77 191029 22.63

Tentative ID CAS# Qual

1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10

Abundance Scan 1699 (22.771 min): 31645.D (-)
188

50)0

94

19.45%
50

5000

m/z 189.10 16.22%

...uM....T-n-rf

188

m/z 184.10 10.24%5000

80 94

188
10.15%

5000

/z—>

Thu Jan 24 13:50:36 2002 Page 12
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188 C14D10
188 C14D10
188 C14D10

2 Phenanthrene-dl0
3 Anthracene-dlO-
4 Anthracene-D10

Data File
Acq On
Sample
Mise

Title
Library

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

m/z—>
Abundance

Vial: 1
Operator:

miz->
Abundance

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

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

66
■ ■ i ■ • ■ ■ i ■ ■1 ■ i ■ ■

50 60 70

22 40 22.60 22.80 23.00 23.20

158
■ ■ I • ■' ■ i ■ ■ ■ ■ i “ ■ ■ i ■ ■ ■ ■ i ■ ■ “ i ■ ■'' I ■ ■ ■ ■ i ■

31645.D SCAN508.M

66
mmHP

MW MolForm

1604

160 , ,

m/z80.00

m/z 94.05

: C:\MSDCHEM\1\5973N\O2JAN22\31645.D
: 22 Jan 2002 12:12 pm
: 508 scan
: January 22, 2002

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

*********************************************************************
Peak Number 10 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 2

60 70 80 90 100 110 120 130 140 150 160 170 180 190
#84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10

188

66 80 94
■I I | I I I I ! I I 11 | 1 1 I I | ! I I I । H I

80 94

Hit# of 5

1
22.40 22.60 22.80 23.00 23.20

--

22.40 22.60 22.80 23.00 23.20

.5.86,721
V,r,,,,,,,,,,,,

22.40 22.60 22.80 23.00 23.20

001517-22-2 90
001517-22-2 72
001719-06-8 64
000000-00-0 50

m/z 188.10 100.00%

-
22.40 22.60 22.80 23.00 23.20

2110000221...... Il...



NYC 9/11 Public Portal Document

Library Search Compound Report

: C: \MSDCHEM\1\5973N\02JAN22\31645.D
12:12 pm

: InstrumenInst
Multiplr: 1.002002

MS Integration Params: LSCINT.P

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

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

1.18 ug/L Phenanthrene-dl0 22.6367740326.01

CAS# QualTentative ID

4 Cyclic octaatomic sulfur 256 S8
Abundance Scan 1983 (26.014 min): 31645.D (-)

64

128 2561605000
19296

256
)160128

5000 192

96 224
1

)
■ i ■ ■ ■ ■ i ■ ■

5000
128 256

16096
192

)
■ i ■ ■ ■ ■ i ■ ■

160128
5000

19296

m/z—>

Thu Jan 24 13:50:36 2002 Page 13

NYC-WTC_000050238

Title
Library

: 22 Jan 2002
: 508 scan
: January 22,

#195807: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8 $$ S...
64

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

• Data File
Acq On
Sample
Mise

miz->
Abundance

miz->
Abundance

m/z->
Abundance

J 76
■ • ■ i ■ ■

80

140

240

..................../ ......................
i ■ ■ ■ 1 i ■ • ■ • i • • • • i ■ ■ ■ ■ i • ■

25.60 25.80 26.00 26.20 26.40

#195805: Cyclic octaatomic sulfur $$ Sulfur, mol. (S8) $$...
64

1
260

100 120

i ■ ■ * 1 t 1
100 120

200 220 240 260

100 120

260

i

140
224

■ i ■ ■ ■ 1 i ■ 1 ' 1 i 1 ■

1 Cyclic octaatomic sulfur $$ Sulf... 256 S8
2 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8
3 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8

I—

31645.D SCAN508.M

MW MolFormHit# of 5

Vial: 1
Operator:

.................... (
। ‘ । ■ ■ ■ ■ । ■

34TTnnmgt
40 60

44
■ ' i ■ 1 ■ ■ i

40 60

........................ \
i ■ ■ ■ ■ i • ■ ■ ■ i ■ ■ ■

34 48
• • 1*1**

40 60

I ____
■ 1 1 i * 1

80

160 180

I
140

*********************************************************************
Peak Number 11 Cyclic octaatomic sulfur $$... Concentration Rank 1

224
11 i ■ 1 1 ■ f I'1 1 1 i 1 1 1 i ■
200 220 240 260160 180

100 120
I
200 220

—
80

|
■ ■ ■ i ■

80

#195806: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8 $$ S...
64 256

। 224—IIa—B—nnBnnnBon
200 220 240

010544-50-0 95
010544-50-0 95
010544-50-0 95
010544-50-0 94

m/z 64.00 100.00%

|
140

।

160 180

|
160 180

34
• ■ i ■ ■ ■ ■ i

40 60

25.60 25.80 26.00 26.20 26.40
m/z 255.80 49.66%

25.60 25.80 26.00 26.20 26.40
m/z 159.90 46.75%

25.60 25.80 26.00 26.20 26.40
m/z 191.80 27.39%

25.60 25.80 26.00 26.20 26.40
m/z 127.90 54.10%
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Tentatively Identified Compound (LSC) summary

Operator ID:

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

.ic...

1,1,...ppane

n

Thu Jan 24 13:50:36 2002 Page 14

NYC-WTC_000050239

0.1 ug/L
0.2 ug/L
0.1 ug/L
0.1 ug/L
0.2 ug/L
0.1 ug/L
0.1 ug/L
0.1 ug/L
0.1 ug/L
0.3 ug/L
1.2 ug/L

32972
77098
43345
30464
49609
38938
42520
29506
83906

191029
677403

20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0

9.71 6260680
9.71 6260680
9.71 6260680
9.71 6260680
9.71 6260680

13.19 9077490
13.19 9077490
18.34 10329300
22.63 11492700
22.63 11492700
22.63 11492700

3.48
4.37
6.00
7.11
9.45

12.54
13.38
18.72
22.28
22.77
26.01

1
1
1
1
1
2
2
3
4
4
4

AcetonitrilToluene
22p-XyleneDecane (CAS)

Data File: C:\MSDCHEM\1\5973N\02JAN22\31645.D
Name: 508 scan
Misc: January 22, 2002
Method: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title: 508 scan method
Library Searched: C:\DATABASE\WILEY7N.L

RT EstConc Units Response Resp Cone

31645.D SCAN508.M

Date Acquired: 22 Jan 2002 12:12 pm

Cyclopentasiloxan. . .
1H-Azonine,octah. . .
8- (3-Hydzsxyethyl . . .
4-METHOXY- .BETA. - . . .
DECADEUTEROPHENAN. . .
Cyclic octaatomic...


