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Sample: AE12737
Analysis: $GCMS GCMS Scan For Unknowns
Units: ug
Started: 6/10/02 15:23 Ended: 6/10/02 15:23 Analyst: DLV
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Comments for Sample AE12737 - Analysis $GCMS

NYC-WTC_000015225

Westchester Dept, of Labs & Research
User. Vinci, David L
Date: 06-10-2002 Time: 15:25:17

The GCMS scan, 35 to 550 amu, does not reveal the presence of unusual compounds.
The recovery for 1 of the 43 compounds in the LCS Standard was low.
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Quantitation Report (QT Reviewed)

Inst : Instrumen
Multiplr: 1.00

Internal Standards

20.50 209 0.00
Spiked Amount 40.000

Qvalue

Mon Jun 10 11:19:33 2002 Page 1

NYC-WTC_000015226

40.00 ug/L
40.00 ug/L
40.00 ug/L
40.00 ug/L
40.00 ug/L
40.00 ug/L

MS Integration Params: EVENTS.E
Quant Time: Jun 10 11:18:59 2002

240
264

6353980
2978112

0.00
0.00
0.00
0.00
0.00
0.00

0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00

20.50
20.50
0.00
0.00
0.00
0.00
0.00

9.89
13.39
18.52
22.90
30.75
34.65

System Monitoring Compounds
27) TCMX

Data File
Acq On
Sample
Mise

1) 1,4-dichlorobenzene-d4
10) Napthalene-d8
17) Acenapthalene-dlO
29) Phenanthranene-dlO
37) Chrysene-dl2
43) Perylene-dl2

74
93

146
146 .
146
45
70

117
77
82
93

180
128
225
162
163
165
152
153
165
149
204
166
77

169
248
284
178
178
149

Target Compounds
2) n-nitros-dimethyl amine
3) bis(2-Chloroethyl)ether
4) 1,3-Dichlorobenzene
5) 1,4-Dichlorobenzene
6) 1,2-Dichlorobenzene
7) 2,2'oxybis(1-Chloropropane
8) N-nitroso-di-propylamine
9) Hexachloroethane

11) Nitrobenzene
12) 1sophorone
13) bis(2-Chloroethoxy) methan
14) 1,2,4-Trichlorobenzene
15) Napthalene
16) Hexachlorobutadiene
18) 2-Chloronaphthalene
19) Dimethylphthalate
20) 2,6-Dinitrotoluene
21) Acenapthylene
22) Acenapthalene
23) 2,4-Dinitrotoluene
24) Diethylphthalate
25) 4-Chlorophenyl-phenylether
26) Fluorene
28) Azobenzene
30) Nnitrosodiphenylamine
31) 4-Bromophenyl-phenylether
32) Hexachlorobenzene
3 3) Phenanthrene
34) Anthracene
35) Di-n-butylphthalate

1654871
Recovery

0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0

25867
28727

0
0
0
0
0

N.D. d
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.

27.82 ug/L
69.55%

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

Quant Results File: 060302.RES

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

152 3757523
136 14960005
164 8290854
188 12524623

Vial: 13
Operator:

12737.D 060302.M

Quant Method : C:\MSDCHEM\l\METHQDS\060302.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Last Update : Thu Jun 06 15:03:45 2002
Response via : Initial Calibration
DataAcq Meth : 508SCAN

C:\MSDCHEM\l\DATA\060702\12737.D
7 Jun 2002 6:21 pm
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(QT Reviewed)Quantitation Report

Inst : Instrumen
Multiplr: 1.00

Compound

(#) = qualifier out of range (m) = manual integration (+) = signals summed
Mon Jun 10 11:19:33 2002 Page 2

NYC-WTC_000015227

0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00

202
202
149
228
149
228
149
252
252
252
276
278
276

0
0
0
0
0
0
0
0
0
0
0
0
0

Data File
Acq On
Sample
Mise

3 6) Fluoroanthene
3 8) Pyrene
39) Butylbenzylphthalate
40) Benzo(a)anthracene
41) Bis(2-ethylhexyl)phthalate
42) Chrysene
44) Di-n-octylphthalate
45) Benzo(b)fluoranthene
46) Benzo(k)fluoranthene
47) Benzo(a)pyrene
48) Indeno(1,2,3-cd)pyrene
49) Dibenz(a,h)anthracene
50) Benzo(g,h,i)perylene

N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.

MS Integration Params: EVENTS.E
Quant Time: Jun 10 11:18:59-2002 Quant Results File: 060302.RES

Vial: 13
Operator:

12737.D 060302.M

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Last Update : Thu Jun 06 15:03:45 2002
Response via : Initial Calibration
DataAcq Meth : 508SCAN

R.T. Qlon Response Cone Unit Qvalue

C:\MSDCHEM\l\DATA\060702\12737.D
7 Jun 2002 6:21 pm



Quantitation Report (QT Reviewed)

Inst : Instrumen
Multiplr: 1.00

Quant Results File: 060302.RES

TIC: 12737.D
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89

Mon Jun 10 11:19:33 2002 Page 3

MS Integration Params: EVENTS.E
Quant Time: Jun 10 11:19 2002

Data File
Acq On
Sample
Mise

X
2

2
K
O
co—

18
to
6
W

1
§
i
I

N

I
&

O

§e
f
1

Response via : Initial Calibration
Abundance

2200000

Nz
I6

o

1
Sii

Z
K
O

oIoooo
CH
N
N
00

_ J, L-O-

“0
CO
o
"0o
—
0
ooo
C
3
CD

24.00

Vial: .13
Operator:

1.00 22.00

12737.D 060302.M

•), 6

6.00 8.00

Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Last Update : Thu Jun 06 15:03:45 2002

26.00 28.00 30.00 32.00
— o -i -i —
14.00 16.00 18.

— yl
10.00 12K

O—I
Time—> 4.00 34.00 36.00 38.00

C:\MSDCHEM\l\DATA\060702\12737.D
7 Jun 2002 6:21 pm
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LSC Area Percent Report

C:\MSDCHEM\1\DATA\060702\12737.D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Signal : TIC

33857020 100.00%

3362 3374 3395 W 2 1676392

Mon Jun 10 11:23:46 2002 Page 1

NYC-WTC_000015229

corr.
% max.

corr.
area

% of
total

23.062
30.753

38861
244645

13.544
14.002
15.442
16.699
17.104

47455
43147
41302
29880
26473

85855
66752

675796
39663
67257

0.052%
0.044%
0.108%
0.023%

18.066%

0.178%
0.189%
0.026%
0.005%
0.079%

1.184%
0.812%
1.047%
0.227%
0.450%

4.848
5.952
6.240
6.910
8.702

2982 2988 2995 PV
3102 3110 3116 BV 4
3303 3311 3321 BV 2
3340 3348 3355 W 3

1776 1781 1786 W
1849 1859 1866 W 5
2092 2104 2116 PV
2312 2318 2324 PV 2
2378 2387 2392 W 5

64
93

123
134
140

306 W 6
502 W 3
547 PV 6
653 PV 2
966 PV 3

0.64%
48.04%

0.046%
0.036%
0.362%
0.021%
0.036%

Method
Title

3.467
3.726
3.808
3.878
3.908

2467 2475 2482 PV 6
2566 2572 2582 W
2619 2628 2645 PV
2727 2734 2749 PV 2
2943 2965 2982 PV

6635
5148

10282
2329

4273
3479

45158
2266
3849

5463
60840
55457
50800
48723

122909
4700802
2114249
978613

1249100

0.021%
0.131%

18.120%
0.116%
8.705%

36
37

3.955
4.031
4.102
4.343
4.513

15104
10439
2022
1740
5584

2212326
1517163
1956887
424169
840596

0.030%
0.145%

11.850%
0.388%

16.111%

21
22
23
24
25

20.636
21.352
22.533
22.751
22.904

9.020
9.213
9.895

12.369
13.385

1000 1011 1013 W 8
1034 1044 1056 PV
1150 1160 1176 PV
1574 1581 1587 W
1743 1754 1772 W

147
161
172
213
242

299
484
536
650
945

301
489
538
652
957

1
2
3
4
5

17.621
18.191
18.520
19.143
20.500

66
110
124
136
141

: C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
: 508 Modified GC/MS scan

161 W 5
172 W 6
186 W 6
217 W 3
251 W 3

0.11%
0.72%

74 PV 5
123 PV 4
134 W 3
140 W 5
147 W 4

0.16%
0.80%

65.40%
2.14%

88.91%

0.066%
2.516%
1.132%
0.524%
0.669%

26
27
28
29
30

6
7
8
9

10

149
162
174
215
244

0.36%
13.88%
6.24%
2.89%
3.69%

0.25%
0.20%
2.00%
0.12%
0.20%

6.53%
4.48%
5.78%
1.25%
2.48%

31
32
33
34
35

16
17
18
19
20

0.29%
0.24%
0.60%
0.13%

99.70%

Data File
Acq On
Sample

11
12
13
14
15

216442
16265744

333471
353498
48947
8656

147262

272432
19662572

55411
270555

22142505
724253

30102877

0.98%
1.04%
0.14%
0.03%
0.43%

2050
14525

1065681
46015

1671637

1989
15646

1819296
11319

867699

97367
82256

202136
43328

33756358

Mise :
MS Integration Params: LSCINT.e

3395 3401 3418 W 12179
4699 4710 4759 PV 2 859993

Vial: 13
Operator:

12737.D 060302.M

0.80% 0.146%
58.08% 10.523%

peak R.T. first max last PK peak
# min scan scan scan TY height
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Sum of corrected areas: 186849667

Mon Jun 10 11:23:46 2002 Page 2

NYC-WTC_000015230

31.047
34.649
34.872

0.017%
5.714%
0.086%

4759 4760 4770 W 7
5362 5373 5409 PV
5409 5411 5430 W 9

38
39
40

0.10%
31.54%
0.48%

1516
385639

4846

32598
10677007

161328

12737.D 060302.M
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LSC Report - Integrated Chromatogram

: C:\MSDCHEM\l\DATA\060702\12737.D.File

6:21 pm using AcqMethod 508SCAN

13
Quant File :060302.RES (Chemstation Integrator)

Abundance TIC: 12737.D
13.39

1500000

9.89
1000000

500000

TIC: 12737.D
18 52

22.90

1500000

1000000 20.50

500000

16.707.1117.6218.1S 22.56 .062164 21.35

1500000

1000000
30.75

500000 34.65

Ui1

Mon Jun 10 11:23:49 2002

NYC-WTC_000015231

7 Jun 2002
Instrumen

Operator :
Acquired :
Instrument :
Sample Name:
Mise Info :
Vial Number:

i.44
A

39.00
Page 3

1 1 1 '
18.00

19.14
19.00

8.70.922
9.00

0-
Time->
Abundance

Of
Time—>
Abundance

3544.00
14.00 15.00

0 ''I 1 ' r 1 I "1
Time-> 28.00 29.00

12737.D 060302.M

16.00 17.00

34.87.............................
32.00 33.00 34.00 35.00 36.00 37.00 38.00

11—4688 5,96.24 6.91
4.00 5.00 6.00 7.00 8.00

12.37H [Am*
10.00 11.00 12.00 13.00

31.05
30.00 31.00

20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00
TIC: 12737.D
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Library Search Compound Report

C:\MSDCHEM\l\DATA\060702\12737.D 13
7 Jun 2002 6:21 pm

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

8.49 ug/L 1,4-di chlorobenzene-d43.73 4700800 9.89

Tentative ID CAS# Qual

Abundance

84

5000

I' ■ “ i" " i ■'" i ■ ■ “ i" • ■ i1 ■ “ i ■ 1 t

84

5000

84

5000

520

84
5000

0
m/z->

Mon Jun 10 11:23:52 2002 Page 4

NYC-WTC_000015232

84 CH2C12
84 CH2C12
84 CH2C12
84 CH2C12

1 Methylene Chloride
2 Methylene Chloride
3 Methylene Chloride
4 Methylene Chloride

Data File
Acq On
Sample
Mise

Title
Library

Instrumen
1.00

Vial:
Operator:
Inst :
Multiplr:

Scan 110 (3,726 min): 12737.D (-93) (-)
49

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#12327: Methylene Chloride

49

88
—TT

MS Integration Params: LSCINT.e

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

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

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#111039: Methylene Chloride

49

1 ■ 1 I ■ ■ ■ ■ i ■ ■ ■ 1 i ■ ■ ■ ■ i ■ ■ ■ ' i
3.40 3.60 3.80 4.00

m/z 47.10 14.15%_ PAhWwwy

3.40 3.60 3.80 4.00

88
-

MW MolForm

70
• t > ■ ■ • 1 “ ‘ ‘! *'' * J ■ " ' I " ' ■ I *'1

12737.D 060302.M

..... ...379831..,
' ‘ ' 1 ‘ ‘ ‘ ‘ I ' ‘ ‘ 1 ' ' ' ‘ I ‘ ‘ 1 ‘ 1

3.40 3.60 3.80 4.00
m/z 84.00 72.76%

Peak Number 1 Methylene Chloride Concentration Rank 1

14 18 24 2831 353841THT

Hit# of 5

' 1 1 i ■ ■ ■ ■ i ■ ■ ■ ■ । ■ i ■ • • ■ ।

3.40 3.60 3.80 4.00
m/z 86.00 47.96%

46
2629 41 I

l;u IFTrrpi >T| ■> 1 rjl I ■ I | 1 1 1 1 | 1 1 U | 11 11 11 I
88

11 ■ L i1 ‘■ i “ ■

152 57 67 71 77TTpmunammutk
88I

152 59 65 73 77Tum—ammm—mmgmmt

■ ‘ 1 i ■ ■ ■ 1 I ‘ 1 ‘ ■ i ■ ■ ■ • i ■ ■ ■ ■ i

3.40 3.60 3.80 4.00
m/z 51.10 29.71%

000075-09-2/95
000075-09-21 91
000075-09-2 90
000075-09-2 37

m/z 49.10 100.00%

2831 3538 43
' 'I'11 T' 'I “ '■ I'' " I I ■“ 1111 " I " 1111

m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #111041: Methylene Chloride

49

0!
miz->
Abundance

01
mfz—>
Abundance
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Library Search Compound Report

C:\MSDCHEM\1\DATA\060702\12737.D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

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

3.82 ug/L 1,4-dichlorobenzene-d421142503.81 9.89

Tentative ID CAS# Qual

Abundance

5000
8647

83—
“' i'"' r ■" i" "I ■ ‘ "I"" i1

5000

655000

5000 26 80

" i" " i'" ■ i‘"' i ■ i ■

Mon Jun 10 11:23:54 2002 Page 5

NYC-WTC_000015233

51 C3HN
66 C2H4F2
80 C4H4N2

142 C6H604

Title
Library

Data File
Acq On
Sample

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

—

aHOTTT

Scan 124 (3.808 min): 12737.D (-123) (-)
51

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
#12371: Propiolonitrile

51

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

Tr
0

Mise :
MS Integration Params: LSCINT.e

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
#111060: Pyridazine

51

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

2
■"'11" “111

ryoyaasgaagagm

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
#111062: Ethane, 1,1-difluoro-

51

THTT

1 Propiolonitrile
2 Ethane, 1,1-difluoro-
3 Pyridazine
4 2-Butyne-1,4-diol, diformate

-4

3.40 3.60 3.80 4.00 4.20
m/z 47.00 27.02%_ P*A..*ww

3.40 3.60 3.80 4.00 4.20
m/z 50.00 21.58%

d*My

37 41

—++

MW MolForm

Vial: 13
Operator:

12737.D 060302.M

..1018.28,32,138.47.

Concentration Rank 3

47
.....................

Peak Number 2 Propiolonitrile

Hit# of 5

001070-71-9 7
000075-37-6 4
000289-80-5 2
036677-73-3 1

m/z 51.10 100.00%

37-Hhm

3.40 3.60 3.80 4.00 4.20
m/z 41.00 19.51%

MA/MY"Am
3.40 3.60 3.80 4.00 4.20

3.40 3.60 3.80 4.00 4.20
m/z 86.00 27.77%0-

iz->
Abundance

0-
n/z->
Abundance

0
n/z->

i"" r "' i" " i" "i

0-
miz->
Abundance
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Library Search Compound Report

C:\MSDCHEM\1\DATA\060702\12737.D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

Relative to ISTDEstConcR.T. Area R.T.

1.77 ug/L 1,4-dichlorobenzene-d49786133.88 9.89

Tentative ID CAS# Qual

Abundance Scan 136 (3.878 min): 12737.D (-134) (-)
84

5000 49 88
36

I’ II’T

84

5000
52 5642

28 38

84

415000
29

44 51 81

84
55

41
5000 29

38 iilP" ‘ i ‘11 * 1 *1

12737.D 060302.M Mon Jun 10 11:23:56 2002 Page 6

NYC-WTC_000015234

Mise :
MS Integration Params: LSCINT.e

84 C6D6
84 C5H80
84 C5H80
84 C5H80

Title
Library

Data File
Acq On
Sample

118
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

#33650: Perdeuterobenzene

69
65 |

HTgH

#33672: Furan, 2,3-dihydro-4-methyl-
55

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

5 10 15 20 25 30 35 40 45 50 55 60 ■ 65 70 75 80 85 90 95

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

1 Perdeuterobenzene
2 Furan, 2,3-dihydro-4-methyl-
3 2-Butenal, 3-methyl-
4 2-Butenal, 2-methyl-

। 59 65 69

3.60 3.80 4.00 4.20
m/z 87.95 37.00%

MMkois12 18TIITEmgdynT

3.60 3.80 4.00 4.20
m/z 36.00 29.83%

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#33657:2-Butenal, 3-methyl-

3.60 3.80 4.00 4.20
m/z 49.10 42.57%

4.20

MW MolForm

24--H4+

Vial: 13
Operator:

‘ 3.60 3.80 4.00 4.20 '
m/z 82.00 19.80%

38 44 51HHH+

3.60 3.80 4.00

, , 44—ll

Concentration Rank 7Peak Number 3 Perdeuterobenzene

,62.s6..,72.76.80

Hit# of 5

1518 26 |
TTITTTTTTTTTTTHTTTTT

001076-43-3 A
034314-83-5/ 9
000107-86-8 9
001115-11/3 9

m/z 84.00 10/0.00%

1' I “ “ I “ “ I “ ’’ ) "’’’I

26
mPmDTTTTTT -

ol
n/z->
Abundance

0
n/z->

ol
mfe->
Abundance

01
niz->
Abundance

i • • “ i" " i" “ i ■ “ • i ■■ ■ ■ i
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Library Search Compound Report

C:\MSDCHEM\1\DATA\060702\12737 .D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

Relative to ISTDEstConcR.T. Area R.T.

2.26 ug/L 1,4-dichlorobenzene-d43.91 1249100 9.89

Tentative ID CAS# Qual

88
5000

- W 11

5000

5000

5000 26 80

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

Mon Jun 10 11:23:58 2002 Page 7

NYC-WTC_000015235

Data File
Acq On
Sample

Title
Library

i • • • । ■ • ■ • । < • > ■ । >

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#12371: Propiolonitrile

51

IT
5

5

T
5

10 15 20 25 30 35 40 45 50 55 60-65 70 75 80 85 90 95
#111064: Methane, chlorodifluoro-

51

Mise :
MS Integration Params: LSCINT.e

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

l1 •।■i•■■■।•■■■ । • ■ ■ ■ । ■

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#111060: Pyridazine

51

3.60 3.80 4.00 4.20

■ ■ ■ i ■ ■ ‘ ■ i ■ ■ ■ ■ I 1 ' 1 1 I 1 1 1 1 I
3.60 3.80 4.00 4.20

m/z 47.10 40.42%Mhouy,WV 1

1 ' ' I 1 ‘ ‘ I ‘ ‘ ‘ 1 1 1 1 1 1 1 1 1 1 I
3.60 3.80 4.00 4.20

m/z 36.10 37.50%

Vial: 13
Operator:

MW MolForm

i114 ‘ 1'1

12737.D 060302.M

3.60 3.80 4.00 4.20
m/z 88.00 51.88%MMp-MAuA

AWNWw

Concentration Rank 6

001070-71-9 3
000075-45-6/2
000289-80-5 1
000627-05-4 1

m/z 51.05 100.00%AW

Peak Number 4 Propiolonitrile

36 42 47

■ • ■ i 1 ■ ■ ■ i ■ ■ ■ ■ i ■ ■ ■ • i ■ • ■ ■ i

3.60 3.80 4.00 4.20
m/z 42.00 36.88%

I ■ ‘ “ I' “ ‘ 11' " I “ ‘ ‘ 1

Hit# of 5

13 19 24 2831 3538 43 47 .
1' i" ■' I1'1 ■ i1" 'I'" '1111' 111 “ I'1 “I ■ ■" i'" 'I

67
1 , 8588" ■ l-■ ■ ■ j" 1111 l ■ ■ ■ ■ I ■ |" " [ ■ ■ l ■ ■

37
mHHi ■' ■ ■ i ■ “11

0!
m/z->
Abundance

0!
n/z->
Abundance

0
/z->

+12.18,428,32. 38,.+4447 I" i “ i" “ i “ “ i ■ ■ “ i “ “ i • ■ ■11" “ i ■ ‘।

0!
miz->
Abundance

1 Propiolonitrile 51 C3HN
2 Methane, chlorodifluoro- 86 CHC1F2
3 Pyridazine 80 C4H4N2
4 Butane, 1-nitro- 103 C4H9NO2

Abundance Scan 141 (3.908 min): 12737.D (-140) (-)
51

82
i • ■ “ i " i ■ • “ i" “ i ■ ’ ■ ■ i



Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

4.00 ug/L 1,4-dichlorobenzene-d43.96 2212330 9.89

Tentative ID CAS# Qual

84

5000-

" ■ r ■ "i''

84
55

41
5000 29

K

84

555000 41

‘B‘1‘59111

84

5845
5000i

N39

1 12
■> > > > ■ [ l l r > j > r l ■ 111 ■ > | > J >- TTp-r

Mon Jun 10 11:24:00 2002 Page 8

NYC-WTC_000015236

84 C5H80
84 C5H80
84 C4H4S
84 C5H80

3-methyl-
3-methyl-

Data File
Acq On
Sample

Title
Library

1 2-Butenal,
2 2-Butenal,
3 Thiophene
4 2-Butenal,

Abundance
2-methyl-

Scan 149 (3.955 min): 12737.D (-147) (-)

Mise :
MS Integration Params: LSCINT.e

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

" ■ ■ i" "i ■ "‘i ""r '"I “ ■ ‘ J H

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

-TTTTYrrrrjTT-rrpTTrp-rr^

360 3.80 4.00 4.20 4.40
m/z 51.10 19.70%/

N

Vial: 13
Operator:

12737.D 060302.M

37
TO"DT

MW MolForm

-

3.60 3.80 4.00 4.20 4.40
m/z 41.05 10.98%

MW-Mm

26 32 50 +=44,+++SQ4I +88,

+371/111,1.,17l11,59...65.67...

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#33732: Thiophene

Concentration Rank 2

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#33657:2-Butenal, 3-methyl-

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#116598:2-Butenal, 3-methyl-

Peak Number 5 2-Butenal, 3-methyl-

l
4.40

Hit# of 5

50 .++ 65 69TT’npap)"

3.60 3.80 4.00 4.20

000107-86-8 37
000107-86-8 7
000110-02-1 7
001115-11-3 5

m/z 84.00 100.00%

360 3.80 4.00 4.20 4.40
m/z 86.00 51.07%

NYC 9/11 Public Portal Document

Library Search Compound Report

C:\MSDCHEM\l\DATA\060702\12737.D
7 Jun 2002 .6:21 pm

51
41 47

3.60 3,80 4.00 4.20 4.40
m/z 81.90 9.09%

0-
miz->
Abundance

0-
m/z->
Abundance

0-
miz->
Abundance

0
n/z—>



NYC 9/11 Public Portal Document

Library Search Compound Report

C: \MSDCHEM\1\DATA\060702\12737.D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

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

2.74 ug/L 1,4-dichlorobenzene-d44.03 1517160 9.89

Tentative ID CAS# Qua

Abundance

5000-

HTTDPTP]

84

5000 i ‘ ‘ i ■ ■ • • i ■ • 1 1 I ' 1 ' 1 1 1 1

15.86%82.9535

MMM
84

5000

$2

84
5000

Mon Jun 10 11:24:02 2002 Page 9

NYC-WTC_000015237

84 CH2C12
84 CH2C12
84 CH2C12
84 CH2C12

1 Methylene Chloride
2 Methylene Chloride
3 Methylene Chloride
4 Methylene Chloride

Title
Library

Data File
Acq On
Sample

3.60
m/z

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

Scan 162 (4.031 min): 12737.D (-161) (-)
49

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#12327: Methylene Chloride

49

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#111039: Methylene Chloride

49

Mise :
MS Integration Params: LSCINT.e

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#111040: Methylene Chloride

49

+72 70T!011—11011711——011dmf/n8

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

88
Hrva

3.80 4.00 4.20 4.40

83s6

3.60 3.80 4.00 4.20 4.40
m/z 48.10 12.94%

3.60 3.80 4.00 4.20 4.40
m/z 37.05 10.95%

14
mHHp

Vial: 13
Operator:

88
—TT

MW MolForm

3.60 3.80 4.00 4.20 440

12737.D 060302.M

Concentration Rank 5

14 18 24 2831 353841Tpen—d—m—mmpHng

' I 1'11111' 1'1'

Peak Number 6 Methylene Chloride

Hit# of 5

37 41 1TTITWTTTTTTTMTTTTTTTTTTTTT

$2 57 67 71 77Ttupamptt

000075-09-2 3
000075-09-2/9
000075-09-/ 4
000075-09/2 4

m/z 49.10 100.00%

88
-

2528 32 3841
' ■ I' ■" I''111'1'1!1r" 111 “ !■

2831 3538 43 |,
rp ri rj-rri 1111 ri |-ri 111111111111 [ 11111 111 > 1111

3.60 3.80 4.00 4.20 4.40
m/z 86.00 21.21%0+

miz->
Abundance

Of
miz->
Abundance

70
17 111111 > ।. 11 >. ■ p > ■ 1111111111

0-
miz—>

01
miz->
Abundance



NYC 9/11 Public Portal Document

Library Search Compound Report

C:\MSDCHEM\1\DATA\060702\12737.D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

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

3.54 ug/L 1,4-dichlorobenzene-d44.10 1956890 9.89

Tentative ID CAS# Qual

1 Isocrotonic acid 86 C4H602

86 C4H602
Abundance

5000

8539

5000 68

10

5000

27 107 129 184- ‘‘1‘--A1AA*‘1‘*AA1**‘‘I‘*+*I‘‘‘‘I‘++II‘‘I+L‘UIII‘‘AII‘‘IIII‘

5000

5842

Mon Jun 10 11:24:04 2002 Page 10

NYC-WTC_000015238

2 2(3H)-Furanone, 3-(2-bromoethyl)... 192 C6H9BrO2
3 N,N-Diethyl-llH-indolo[3,2-c]qgi... 317 C21H23N3

Title
Library

Data File
Acq On
Sample

■ ■ । •1

20

Mise :
MS Integration Params: LSCINT.e

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

60 80 100 120 140 160 180 200 220 240 260 280 300 320
#34936: N,N-Diethyl-11 H-indolo[3,2-c]qginoline-11-ethanamine

86

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
#34646: Isocrotonic acid

20 40

103

■ ■ i ■ ■ ■ ■ i ■ ■ ■ • i ■ ■' ■ i ■ ■ ■11 ■ ■ ■111 ■ ■ ■ i ■ ■ ■ ■ i ■ ■ ‘ ■ i ■'1' i ■ ■ ■ ■ i ■' ■ ■ i' ■

Scan 174 (4.102 min): 12737.D (-172) (-)
86

■ ■ i ‘ ■ i ■ ■ ■ 1 i ■ ■ ■ ■ i ■ ■ ■ ■ i

3.80 4.00 4.20 4.40

4 2-Butenoic acid, (E)-

55
69

Vial: 13
Operator:

MW MolForm

■ ■ ■ i ■ 1 ■ ■ । ■ ■ ■ ■ । 1 ■ 1 ■ । ■ ■ ■ ■ i
3.80 4.00 4.20 4.40

m/z 87.95 34.43%

haako/

12737.D 060302.M

Concentration Rank 4

1 ■ ‘ । ■ 1 1 i1 ■ ' 1 i 1 ■ 1 ■ i 1 1 ' ■ i
3.80 4.00 4.20 4.40

m/z 84.00 36.23%

lm......  ..........
80 100 120 140 160 180 200- 220 240 260 280 300 320
#34747:2(3H)-Furanone, 3-(2-bromoethyl)dihydro-
86

■ ■ ' i ■ ■ ■ ' i ■ ■ ■ ■ i ' ‘ ■ I 1 • I

3.80 4.00 4.20 4.40
m/z 89.10 26.42%

Peak Number 7 Isocrotonic acid

mfe-> 20 40 60
Abundance

41 55

। ’tr++t.tt 1T’trT1

Hit# of 5

44 - 109 128 151 176 203 231 246 262 317
, , fl 1 > "I , . . ’ । ’1 . . । . I . . । . I , . | . , I > | ■ . . 1 । . . . , । . . . ,'| . 11 > । T i t > । > i > । | 1 | I | | | > | r | | i

I.......
' ■ ■ i ' 1 ■ '.1 1 ' v r1 1 1 1 1 1 ' 1 1 1

3.80 4.00 4.20 4.40
m/z 41.10 19.25%

"Wy"Amhsash
0

m/z->

ol
u/z->
Abundance

000503-64-0/9
054815-24-6 9
1000212-55-4 9
000107-93/7 7

m/z 86.00 100.00%

01
n/z->
Abundance



NYC 9/11 Public Portal Document
Library Search Compound Report

C:\MSDCHEM\1\DATA\060702\12737.D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Concentration Rank 11

Relative to ISTDEstConcR.T. Area R.T.

0.77 ug/L 1,4-dichlorobenzene-d44.34 424169 9.89

Tentative ID CAS# Qual

Abundance Scan 215 (4.343 min): 12737.D (-213) (-)
49 84

5000

5000

■ ' i ■
80 - 90

#1099: Boron trifluoride etherate
31

59
5000 45 74

IT

#107943: Ethyl Chloride
23

64
5000

49

12737.D 060302.M Mon Jun 10 11:24:06 2002 Page 11

NYC-WTC_000015239

Title
Library

68 BF3
142 C4H10BF3O
64 C2H5C1
80 C2H5C1O

Data File
Acq On
Sample
Mise

#12321: Borane, trifluoro-
49

t , 39,1,1, . . C.

68
-

70

MS Integration Params: LSCINT.e

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

11 1? 30 38
—00——

66THTT
70

1 Borane, trifluoro-
2 Boron trifluoride etherate
3 Ethyl Chloride
4 2-Chloroethanol

■ ' i ‘ ■ i • ■ ■ ■ । ' 1 ■ • । ‘ • i ■
4.00 4.20 4.40 4.60

90 100 110 120 130

' * ■ । * i * > । i i * * । ■ । * ■ । * ■ ■ ■ । ।

4.00 4.20 4.40 4.60
m/z 50.05 25.22%

"Mpmts.

40 50 60

10 20 30 40 50 60

15
*

10 20

4.00 4.20 4.40 4.60
m/z 48.00 20.24%
"...

MW MolForm

35H
30 40

I ■ ■ • • । ■ j ■ ■ > ■ 11

50 60 70 80

Vial: 13
Operator:

Peak Number 8 Borane, trifluoro-

1——#41
50 60

■ ■ i ■ ■ ■ ■ i ■ ■ ' ■ i ' ' 1 1 1 1 1 1 1 1 1
4.00 4.20 4.40 4.60

m/z 84.00 92.92%

...................... 127
100 110 120 130

1 1 i 1 ■ ■ ■ i ■ • ■ ■ i ' ■ • 1 i ■ ■ ■ ■ i ■
4.00 4.20 4.40 4.60

m/z 51.10 18.25%

Hit# Of 5

521
10 20 30

70 80 90 100 110 120 130

.81 93
■ 1 i ‘ ■ i ■ ‘

80 90

100 110 120 130

0-
n/z-> 0

0-
miz-> 0
Abundance

007637-07-/ 2
000109-63-7 2
000075-00-3 2
000107-07-3 1

m/z 49.10 100.00%

0-
n/z-> 0
Abundance

42
-----
10 20 30 40

0-
m/z-> 0
Abundance



NYC 9/11 Public Portal Document

Library Search Compound Report

C:\MSDCHEM\1\DATA\060702\12737.D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

Relative to ISTDEstConcR.T. Area R.T.

1.52 ug/L 1,4-dichlorobenzene-d44.52 840596 9.89

Tentative ID CAS# Qual

Abundance Scan 244 (4.513 min): 12737.D (-242) (-)

574841
5000

37

111T I’TT"

27

55

5000 ■ ■ i ■ ■ • ■ i ■ ■ ■ ■ i 1 1 ' 1 I 1 1 1 ' I

84 i
5000'

27 84

81

56
5000

42

„3841,...571

Mon Jun 10 11:24:08 2002 Page 12

NYC-WTC_000015240

Mise :
MS Integration Params: LSCINT.e

84 C5H80
84 C6H12
84 C3H4N20
84 C2H4N4

Title
Library

Data File
Acq On
Sample

4.20
m/ z

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#33688:2-Amino-oxazole

15mMHHr

o

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#63: 1-Penten-3-one

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

rpminmpmm

31

2

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

l l-Penten-3-one
2 1-Butene, 3,3-dimethyl-
3 2-Amino-oxazole
4 3-Amino-s-triazole

4.20 4.40 4.60 4.80

84
88

1 ■ ‘ i ■ 1 ' 1 I ■ ' ' ‘ I * ' ‘ * i 1 1 ' ' i
4.20 4.40 4.60 4.80

m/z 41.10 53.33%

tMopaaMatyp.,

4.20 4.40 4.60 4.80
m/z 88.00 78.33%"pM/LA0

, 74 78TIRT

4.40 4.60 4.80
57.05 64.33%

5 10 15 20 25 30 35 40 45 50 55 .60 65 70 75 80 85 90 95
#108767:1-Butene, 3,3-dimethyl-

41 69

Vial: 13
Operator:

12737.D 060302.M

4.20 4.40 4.60 4.80 |
m/z 48.00 60.17%

MW MolForm

Concentration Rank 8

31 39,43 50
il| H ii |ii 11 |l lb |iin|i ii । lmmmmmmHHmmmmm

Peak Number 9 l-Penten-3-one

0-
miz->
Abundance

. .131 37 , |, 49,53,58 65,THHTTTHTH

001629-58-9 10
000558-37-2 9
1000144-64-09
000061-82-5 9

m/z 84.00 1004 00%!

Hit# of 5

।" "i 'i""i" "I0-
niz->
Abundance

0-
miz->
Abundance

0
n/z->



NYC 9/11 Public Portal Document

Library Search Compound Report

C: \MSDCHEM\1\DATA\060702 12737 .D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

Concentration Rank 14

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

0.60 ug/L 1,4-dichlorobenzene-d44.85 333471 9.89

Tentative ID CAS# Qual

n/zAbundance Scan 301 (4.848 min): 12737.D (-299) (-)
35 V""

84
5000

47
38 41

■ i ■ ■ ■ ■ i ■111111 ■111111 n'r

84

555000' 41

84
■ ■ i ' ■ ■ ' 1 ' 1 1 1 I 1 1 1 ' ! 1 1

5000

42 MMWAMMA MA’’1’44’144

■ • I ‘ ‘ ‘ ' I 1 ' ' ' I ' ' ‘ ' I43 ' 814
m/z

AA/, lw u50001 68

T

Mon Jun 10 11:24:10 2002 Page 13

NYC-WTC_000015241

Data File
Acq On
Sample

Title
Library

84 C5H80
84 Kr
84 C2H4N4

253 C17H35N

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

5.00

30

Mise :
MS Integration Params: LSCINT.e

5.20

5.00 5.20
57.87%

1 2-Butenal, 3-methyl-
2 Krypton
3 Dicyandiamide
4 2-Dodecyl-5-methylpyrrolidine

4.60 4.80

53 56
TTM I ■1 ■ i ■ ■

I “ “ 1 “ 1' 111

■ i ■ ■1 ■ i ■'

90 95

85 90 95

4.60 4.80 5.00 5.20
m/z 47.00 22.35%

"MWhAMn
4.60 4.80

m/z 84.00

■ ■ i' ■ ■ ■ i ■

30 35

45 50 55 60 65 70 75 80 85 90 95
#33829: Krypton

55 60 65 70 75 80 85

35 40 45 50 55 60 65 70 75 80 85 90 95
#116598:2-Butenal, 3-methyl-

11 1111 111111111
30 35 40

h 111111
45 50

Vial: 13
Operator:

MW MolForm

12737.D 060302.M

50 41 50HH

Peak Number 10 2-Butenal, 3-methyl-

000107-86-8 5/
007439-90-9 A
000461-58-5 2
063896-04-/8 1
35.10 106.00%

4.60 4.80 5.00 5.20
37.90 13.08%

50 .I

4.60 4.80 5.00 5.20
m/z 82.95 15.73%

aAWs

,. 65 6911

80' ‘ ‘ I I ' I ‘ ' 1 ‘ ‘ ‘ 1 1 1 ' ' ' I 1 1 1 1 I 1 1 1 1 1 1 I 1 1 1 1 1 ' ' 1 1

40 45 50 55 60 65 70 75 80
#116556: Dicyandiamide

Hit# Of 5

■ i ■ • ■ ■ i ■ ■ ■ ■ i
30 35 40

-PP

0-
m/z->
Abundance

0
n/z->

0-
nz->
Abundance

0-
miz->
Abundance



NYC 9/11 Public Portal Document
Llprary Searcn compound Report

C:\MSDCHEM\l\DATA\060702\12737.D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

Concentration Rank 12

Relative to ISTDEstConcR.T. Area R.T.

1,4-dichlorobenzene-d40.64 ug/L5.95 353498 9.89

Tentative ID CAS# Qua

Abundance

5000
58

83 88
-f-r

#5471: tert-Butyl Hydroperoxide
43 57

295000 ' ' i ■ ■ ■ ■ i ‘ 1

15

2-Pentanone, 4-hydroxy-4-methyl-
43

' ' i ■ ■ ■ ■ i ■ ■ ■ ' i ■ • ■ ■ i ■

m/z 101.1050001

59

5000 57

29

12737.D 060302 .M Mon Jun 10 11:24:12 2002 Page 14

NYC-WTC_000015242

90 C4H10O2
116 C6H1202
116 C6H12O2
116 C6H12O2

Title
Library

Data File
Acq On
Sample

6.20
9.54%

+48,534
50

,27,32. 38,11

Scan 489 (5.952 min): 12737.D (-484) (-)
43

#109592: Acetic acid, 1,1-dimethylethyl ester
43

niz->
Abundance

■ ■ i • ■
10

5.60
m/z

5.60

+5P
50

6.20 ‘ ‘ 1 ‘
7.48%

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

Mise :
MS Integration Params: LSCINT.e

—————
90

1 tert-Butyl Hydroperoxide
2 2-Pentanone, 4-hydroxy-4-methyl-
3 Acetic acid, 1,1-dimethylethyl e...
4 2-Pentanone, 4-hydroxy-4-methyl-

5.80 6.00

5.60 5.80 6.00 6.20

+3
40

#5851:

V_—444 *

11112

Vial: 13
Operator:

MW MolForm

50 ,1
50

Peak Number 11 tert-Butyl Hydroperoxide

560 5.80 6.00
m/z 49.10

101
, , I.........

100 110

1 ‘ I ‘ ‘ ' I ‘ ' I ' ' ' ‘ I '
5.80 6.00 6.20
58.10 28.08%

000075-91-2 8
000123-42-2/ 9
000540-88-5 9
000123-42/2 9

m/z 43.1.0 100.00%

Hit# of 5

101
67 72 77 83 91 96. |

I ■ ' ■ • i ‘ 1 ‘ ' i ■ ' ■ ■ i ■ ' ' 1 1 1 ' 1 1 i 1

60 70 80 90 100 11010 20 30 40

■ i • ■ ■ i ■ 1 ■ 1 i ■ ■ ' ■ i

50 60 70 80

20 30 40

75
| 90

I • ■ ■ ■ i 1 ■ ' ‘ i ■ ■ ' 'I' ’III I I
60 70 , 80 90 100 110

O-Peg"pi ■ l '

-

10 20 30 40

101
78 |

60 70 80 90 100 110

560 5.80 6.00 6.20
m/z 59.10 21.72%

..........
10 20 30

0-
niz->
Abundance

0
miz->

49
■ I . !

0-
miz->
Abundance



NYC 9/11 Public Portal Document

Library Search Compound Report

C:\MSDCHEM\1\DATA\060702\12737.D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Concentration Rank 18

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

1,4-dichlorobenzene-d40.27 ug/L8.70 147262 9.89

QualTentative ID CAS#

5000
43 71

35 50

5000 41 71

64
■ ■ i ■ ■ ■ ■ i " " i ■ ■ “ i ■

5000 41

5000
41

79
■ i " “ r ' ■ ■ I It

Mon Jun 10 11:24:15 2002 Page 15

NYC-WTC_000015243

142 C10H22
114 C8H18
114 C8H18
128 C9H20

Title
Library

Data File
Acq On
Sample

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

8.40
m/z

i 95 103 111 119 127 135142
90.100 110 120 130 140 150

#112498: Pentane, 2,2,4-trimethyl-
57

99
I

#112495: Hexane, 2,2-dimethyl-
57

+9—

Mise :
MS Integration Params: LSCINT.e

8.40 8.600 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1 Hexane, 2,2,5,5-tetramethyl-
2 Pentane, 2,2,4-trimethyl-
3 Hexane, 2,2-dimethyl-
4 Pentane, 2,2,3,4-tetramethyl-

Abundance Scan 957 (8.702 min): 12737.D (-945) (-)
57

-50

Vial: 13
Operator:

,64 78 85
..................................................i1 i1 "‘i1111

0 10 20 30 40 50 60 70 80!

MW MolForm

m/z-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #112499: Hexane, 2,2,5,5-tetramethyl-

57

Peak Number 12 Hexane, 2,2,5,5-tetramethyl-

’I’+*’1’’’’I+-+-1++**I’**///’+’1’’+’1+1111’’4/14

12737.D 060302.M

29
.  15. 1,1
■ ■ i ■ ■1111 ■ ■ ■ i “ 11 i ■

0 10 20 30

8.40 8.60 8.80 9.00 |
m/z 43.10 33.91%

99
, 64 71 83 91 | 114___________
' i ■ ■ t’04। ।i'|.... 11।।।।.
60 70 80 90 100 110 120 130 140 150

8.40 8.60 8.80 9.00
m/z 71.10 27.29

11i 1 1 1 1 1 1 1 1 1 1
8.80 9.00

8.60 8.80 9.00
41.10 31.65%

A

.. .ma
8.40 8.60 8.80 9.00

m/z 56.10 41.46%

Hit# of 5

0
miz->
Abundance

85 99

-59
40 50

001071-81-4 36
000540-84-116
000590-73-8/12
001186-53-4 9

m/z 57.10 100/00%

114
i ■ i»• • • i ■ • ■ • i

29
415I....150" i ■ ■ ■ ■ i “ “ i ■ ■11111111+1 111“

0-
niz->
Abundance

0-
m/z—>

01 i i | > > ' i |-r > “ I < i i ! | i



Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

0.49 ug/L 1,4-dichlorobenzene-d49.22 270555 9.89

Tentative ID CAS# Qual

4-methyl-2-trimeth... 296 C14H2403Si2
Scan 1044 (9.213 min): 12737.D (-1034) (-)

281

5000

0

281

5000

0

281

5000

0

281

5000

235
■ i “ ■ ■ i ■ ■ “ i ■' " i " ■11 ■ ■ “ 1111111111111111'
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296 C8H24O4Si4
296 C8H24O4Si4
296 C8H24O4Si4

000556-67-2 78 ,
000556-67-2 78s
000556-67-2 59
1000153-59-3 53

1 Cyclotetrasiloxane, octamethyl-
2 Cyclotetrasiloxane, octamethyl-
3 Cyclotetrasiloxane, octamethyl-

Title
Library

Data File
Acq On
Sample

: 508 Modified GC/MS scan
: ~C : \DATABASE\NIST98 . L

4 Benzoic acid,
Abundance

265
L 4mp45 59 73 1— 193207-44—133

i

Mise :
MS Integration Params: LSCINT.e

+299,

8.80 9.00 9.20 9.40 9.60

+295—
8.80 9.00 9.20
m/z 283.00

0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

122 07
15 29 45 59 73 96 119 |, 147 163177191 L 221235249 265

’14*——00m*im//d I"1'1 1 ‘“1111' | *'T ‘ । j i’j । i I i । t i ।

Vial: 13
Operator:

MW MolForm

12737.D 060302.M

9.40 9.60
14.40%

. 57 73 22 133 191 207 249 265... 41, 88 ....... . I,...I‘I‘‘‘‘1411617‘/‘‘A . . . . । M । , .‘I | I j i 1 | । i i । । । T‘ | i"i J I | । I । 1 | । 11 ! | l"l i I

m/z 281.00 100.00%

Peak Number 13 Cyclotetrasiloxane, octamet... Concentration Rank 15

Hit# of 5

...  .
8.80 9.00 9.20 9.40 9.60
m/z 282.00 29.70%

miz-> 0 20 40 60 80 100 120 140 160 180.200 220 240 260 280 300
Abundance #128142: Cyclotetrasiloxane, octamethyl-

m/z-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #97367: Cyclotetrasiloxane, octamethyl-

n/z-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128141: Cyclotetrasiloxane, octamethyl-

25 51 73 87 103119133147 163177 193207221 235249 265
■ i ‘ ■ I ■■ ■ ■ i' ■ ■11" ■ ■ i" ■1 u 1 ■ i ′ i11'1 !t 1 ‘'"11 i ” ' * i ■1 ‘i i ■1 r' i *1 ■1

8.80 9.00 9.20 9.40 9.60
m/z 133.20 9.79%

—

8.80 9.00 9.20 9.40 9.60
m/z 190.90 10.46%

• I

NYC 9/11 Public Portal Document
Library Search Compound Report

0-
n/z->

C:\MSDCHEM\l\DATA\060702\12737.D
7 Jun 2002 6:21 pm



NYC 9/11 Public Portal Document
Llprary Search Compound Report:

C:\MSDCHEM\1\DATA\06070212737.D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Relative to ISTDEstConc AreaR.T. R.T.

Napthalene-d80.96 ug/L 72425312.37 13.39

Tentative ID CAS#

1 Cyclopentasiloxane, decamethyl- 370 C10H3005Si5

3 Benzeneethanamine, N-[(pentafluo... 475 C21H26F5NO2Si2 055429-85-1 38
4 Cyclopentasiloxane, decamethyl-

Abundance Scan 1581 (12.369 min): 12737.D (-1574) (-)
73

5000 267
355

■ i ■ ' ■ ■ i ‘ 1 * 1 i * 1 * ■ i <

45
0-

Abundance #115273: Cyclopentasiloxane, decamethyl-
73

5000 267 ■ ■ i ■ ■ ■ ■ i •
12.00 12.20 12.40 12.60 12.80

355 m/z 355.10 31.88%
45 193 22396 115133149165 ,

■ ■ I 1 ■ ■ ■ i '
12.00 12.20 12.40 12.60 12.80

m/z 268.00 9.96%5000- 267

45

miz->
Abundance

■ ■ l • ' ■ ‘ i ‘■ i • ■ ■ ■ i ■ ■
12.00 12.20 12.40 12.60 12.80

9.37%

5000
267

0- ■ ■ i■ ■" i“ ■ ■ i “ • ■ i ■ ■" i “ ■ i • ' ■ ■ i ■
12.00 12.20 12.40 12.60 12.80

Mon Jun 10 11:24:19 2002 Page 17

NYC-WTC_000015245

Mise :
MS Integration Params: LSCINT.e

Data File
Acq On
Sample

#115266: Benzeneethanamine, N-[(p6ntafluorophenyl)methylen...
73

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Library : C: \DATABASE\NIST98 . L

W
2 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2

' I ' 1 ' ' I '

ouas
000541-02-6 81

003789-85-3 38

44

L

370 C10H3005Si5
m/ z

125151 175 193209 233249 ti"r j . T', , I T I i -I'f I in । i h 11 ! I 1". | 1 m । rTi

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #115268: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl...

73

28 ,90041 __
0> । . I. . . ।. > .. । ■ i . 11 . . .. । i'l | i r ri ri i rri iti । fl n r’ri i

Vial: 13
Operator:

MW MolForm

12737.D 060302.M

.307323339, 4

---323339.4—

1, 91 117135151 179 209 250
TTTTTTTTDTTTTTT

28 ,0*!TKmEummunmaO_puun—mRTTT
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360

251HH

Peak Number 14 Cyclopentasiloxane, decamet... Concentration Rank 9

91 1E—11115

m/z 356.00

Hit# of 5

i 133 154 177193 223 251
TWTLWTTTETTTTTTTTTTTTTPTITIWORTPTT

m/z—> 20 40 60 80 100 120 140 160 180 2(X) 220 240 260 280 300 320 340 360

-

j
■ I ■ ‘ 1 ' I ‘ ' 1

000541-02-6 38
73.10 100.00%

mfe-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360

1200 12.20 12.40 12.60 12.80
m/z 267.00 41.64%



Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Relative to ISTDEstConcR.T. Area R.T.

0.90 ug/L Napthalene-d815.44 675796 13.39

Tentative ID CAS# Qua

3 1,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H40O5Si6
1,1,3,3,5,5,7,7,9,... 578 C16H50O7Si8

m/ zScan 2104 (15.442 min): 12737.D (-2092) (-)
73

5000
341

147 429
m/z 341.00 33.82%

73

4295000

#115309: Cyclohexasiloxane, dodecamethyl-
73

m/z 342.00 12.29%5000 341
429

#26950:1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy)...
73

147
2675000 355 429

20745

12737.D 060302.M Mon Jun 10 11:24:21 2002 Page 18

NYC-WTC_000015246

1 Cyclohexasiloxane, dodecamethyl-
2 Cyclohexasiloxane, dodecamethyl-

444 C12H3606Si6
444 C12H3606Si6

Data File
Acq On
Sample

Title
Library

4 Octasiloxane,
Abundance

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

45
—

50
#27931: Cyclohexasiloxane, dodecamethyl-

341

26 45
T ‘ l ' "

50

I
50 15.20 15.40 15.60 15.80

45
II
50

Mise :
MS Integration Params: LSCINT.e

--

15.20 15.40 15.60 15.80

000540-97-6 91
000540-97-6 83
038147-00-1 43
019095-24-0 32
73.10 100.00%

MW MolForm

Vial: 13
Operator:

117

100

Hit# of 5

Peak Number 15 Cyclohexasiloxane, dodecame... Concentration Rank 10

267 311
250 -300

I....
350 400

NYC 9/11 Public Portal Document

Library Search Compound Report

l 367 397 . | ,

350 400

. ... 397

350 400

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

15.20 15.40 15.60 15.80

147
117/[' .297

100 150 200

0-
miz->
Abundance

C:\MSDCHEM\l\DATA\060702\12737.D
7 Jun 2002 6:21 pm

. .....  .0
15.20 15,40 15,60 15.80

m/z 325.00 11.70%

147
98117 [ ’ 177 207 2512712923111

100 150 200 250 300

0-
n/z->

.......,..........
15.20 15,40 15,60 15.80

m/z 147.10 17.90%

0-
miz->
Abundance

0-
niz->
Abundance

, [ ,,^7 , 251 . 295
150 200 250 300

I ..............
100 150 200 250 300 350 400



NYC 9/11 Public Portal Document
Library Search Compound Report

C:\MSDCHEM\1\DATA\060702\12737.D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

Concentration Rank 17

Relative to ISTDEstConcR.T. Area R.T.

0.29 ug/L Acenapthalene-dlO18.19 244645 18.52

Tentative ID CAS# Qua

l Pentasiloxane, dodecamethyl- 384 C12H3604Si5

m/ zScan 2572 (18.191 min): 12737.D (-2566) (-)
73

147
5000 281

52.82%

#115143: Pentasiloxane, dodecamethyl-
73 147 281

5000
369

41.99%

281
14.59%5000

177

m/z 282.00 12.10%

5000 281207

Mon Jun 10 11:24:23 2002 Page 19

NYC-WTC_000015247

1,1,1,5,5,5-hexamet... 384 C12H3604Si5
1,1,3,3,5,5,7,7,9,... 430 C12H38O5Si6
1,1,3,3,5,5,7,7,9,... 578 C16H50O7Si8

Data File
Acq On
Sample

Title
Library

2 Trisiloxane,
3 Hexas iloxane,
4 Octasiloxane,

Abundance

45
4+ ,

50

491444—
50

45—

50

L
50

103

100

Mise :
MS Integration Params: LSCINT.e

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

117
TI 114

100

, 95117,, 171 ■ 249,1" he t "
200 250

MW MolForm

17.80 18.00 18.20 18.40 18.60

Vial: 13
Operator:

#27715: Hexasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11 -dodecamethyl-
73

12737.D 060302.M

17.80 18.00 18.20 18.40 18.60

Hit# of 5

m/z 326.90

#26961: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bisKtrime...
73 147

Peak Number 16 Pentasiloxane, dodecamethyl-

300 - 350

000141-63-9 33
003555-47-3/53
000995-82-/ 33
019095-24/0 25
73.10 10/6.00%

221
1 ■ i ■ ■ ■ ■ i ■ •

200 250

100 150

m/z 147.00

ft...
17.80 18.00 18.20 18.40 18.60

369
310 3411,..................

300 350 400 450 500

133

44171 231253. I, 309,
150 200 250 300

100 150

m/z 281.00207.177-40.24%./
150 200 250

341 415L k.......... i.
350 400 450 500

327

1,,41..150593
300 350 400 450 500

L............ ..........
400 450 500

0-
m/z->
Abundance

17.80 18.00 18.20 18.40 18.60

0-
n/z->
Abundance

0-
miz->
Abundance

0
n/z->

—.............................................

17.80 18.00 18.20 18.40 18.60



NYC 9/11 Public Portal Document

Library Search Compound Report

C: \MSDCHEM\1\DATA\ 0607 02 \ 12 737.D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Relative to ISTDEstConcR.T. Area R.T.

0.26 ug/L Acenapthalene-dl019.14 216442 18.52

Tentative ID CAS# Qual

Abundance

149
5000 194

13865

m/z 149.00 62.43%0 ‘‘1’14

149
5000

138 194
9365

L0 TII’r

149
m/z 138.00 26.25%5000 194

13865
166

—0+ " i"1

I

138
5000

65
53

‘‘1"T 1 i ■ ■ ' ■ i ■ ■ ■ 1 I '
10 20 30 40 50 60 70 80 90 100110120130140150160170180190200 18.80 19.00 19.20 19.40

Mon Jun 10 11:24:25 2002 Page 20

NYC-WTC_000015248

Mise :
MS Integration Params: LSCINT.e

Data File
Acq On
Sample

Title
Library

Scan 2734 (19,143 min): 12737.D (-2727) (-)
121

1411//1II11

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

miz-> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #54970: Benzoic acid, 4-ethoxy-, ethyl ester

121

179
11 ■ ■1 ■ i1 ■ ■ ■ i ■

166
T

I , , 53-p-tp

18.80 19.00 19.20 19.40

1 Benzoic acid, 4-ethoxy-, ethyl e... 194 C11H1403
2 Benzoic acid, 4-ethoxy-, ethyl e... 194 C11H1403
3 Propylparaben 180 C10H12O3
4 Ethylparaben;166 C9H10O3

1.......
18,80 19.00 19.20 19.40

Vial: 13
Operator:

50 ,
., 11 ■ । ।। ■ I1'' ■ ■ ।1 ■ 1’00-1’171117

29 _
15 || 39nmmmm 50 „| 76 ,| 103Ttptt

MW MolForm

12737.D 060302.M

93
. .................... .....

93

US,. 111.19%.../
nfe-> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #121172: Propylparaben

121

27 39

39
n..... 111721249.11/7011/11

180
, 151 163 |
| " " f‘ " U rnri । i , ■, , 11 i >, । i i,

Hit# of 5

166

1.179...
n/z-> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #121177: Benzoic acid, 4-ethoxy-, ethyl ester

121

023676-09-7 64
023676-09-7/46
000094-13-3 43
000120-47-8 43

m/z 121.00 100.00%

93
81 | 109 |TTTTTTTTTTTTTTTTT

18.80 19.00 19.20 19.40
m/z 65.10 20.64%

0
m/z->

*********************************************************************
Peak Number 17 Benzoic acid, 4-ethoxy-, et... Concentration Rank 19

-
18.80 19.00 19.20 19.40

m/z 194.10 39.13%



NYC 9/11 Public Portal Document

Library Search Compound Report

C:\MSDCHEM\l\DATA\060702\12737.D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

0.24 ug/L Phenanthranene-dl022.53 202136 22.90

Tentative ID CAS# Qual

2 1,2-Phenylene diisothiocyanate
9-methyl-

Scan 3311 (22.533 min): 12737.D (-3303) (-) 0.00%
192

5000

m/ z 191.00 18.11%0 -rrp-r

192

5000 i 1 1 • ' i 1 "II
22.20 22,40 22.60 22.80

m/z 193.00 11.05%

0

192
1T

64 m/z 146.105000

134

M.0 'I (Il rl’M

1912
m/z 7.78%96.00

5000

Trp-r TI
0 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200

Mon Jun 10 11:24:27 2002 Page 21
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192 C8H4N2S2
192 C15H12
192 C8H4N2S2

Title
Library

Data File
Acq On
Sample

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

3 Phenanthrene,
4 Bitoscanate

Abundance

22.20 22.40 22.60 22.80

m/z 192.10

Mise :
MS Integration Params: LSCINT.e

22.20 22.40 22.60 22.80

1 Thiocyanic acid, 2-benzothiazoly... 192 C8H4N2S2

148 160TTTgm
mtz-> 0 10 2030405060 70 80 90 100110120130140150160170180190200
Abundance #81033: Phenanthrene, 9-methyl-

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

22.20 22.40 22.60 22.80

....................
‘ ’ I ' ' ' ‘ I ’ '

J 107 122+rth ''ll ■. l' l'l.' 11 ■'l,l

Vial: 13
Operator:

45
■ • । ।। ।‘11 ■ i'“ ।• i

MW MolForm

44 70 82 96 146 160
U 1. 1 . 1 | U . 1 | . 1 . 1 | . 1 ■ 1 [ . 1 1 1 | > > U | 1 1 11 | I > ! 1 | I I 1 1 | I I4t| I I . I | ! > ! I | UTI | I I I 1 | 1 . I > | I rm > | I I I 111 n ■

12737.D 060302.M

0
22.20 22.40 22.60 22.80

। | 90 108 122 134 148 160
---------++AAHTHHHTTT

006011-99-0 3
071105-17-4/53
000883-20-5 45
004044-65-9 42

Hit# of 5

39 50
+4.18.2++++

10.73%

*********************************************************************
Peak Number 18 Thiocyanic acid, 2-benzothi... Concentration Rank 20

miz-> 0 1020304050607080 90100110120130140150160170180190200
Abundance #80862:1,2-Phenylene diisothiocyanate

m/z-> 0 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #80870: Thiocyanic acid, 2-benzothiazolyl ester

29 39 51 63 73 83 %6 115 126 139 152 165 176 I
.. ।... > ।. i.. ।... > ।, i. 11... ।..., ।।. n. । J’i rl| ।! 11111 ■ 111 ri 111 < 1111111'| 1111 |'i 11111’1*11 | 1 rh 111 i‛r‛10

n/z—>

75 90



NYC 9/11 Public Portal Document

Library Search Compound Report

C:\MSDCHEM\1\DATA\060702\12737.D
7 Jun 2002 6:21 pm

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

Concentration Rank 16

Relative to ISTDEstConcR.T. Area R.T.

0.32 ug/L Phenanthranene-dl023.06 272432 22.90

Tentative ID CAS# Qual

3 3-Amino-4-methyl-6-methoxyquinoline 188 C11H12N2O
4 Naphthalene, 1,7-dimethoxy- 188 C12H1202

m/z 188.10Abundance Scan 3401 (23.062 min): 12737.D (-3395) (-) 100.00%
188

5000

m/ zo-

188

5000

16.37%

0 ‘I

188

m/z 189.10 16.26%5000

0- 11

18 8
m/z 184.10 15.17%

145
5000

10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190

Mon Jun 10 11:24:29 2002 Page 22
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188 C14D10
188 C14D10

1 Anthracene-dlO-
2 Phenanthrene-diO

001719-06-8 74
001517-22-2 64 <
1000213-71-3 40
005309-18-2 40

Title
Library

Data File
Acq On
Sample

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

22.80 23.00 23.20 23.40

22.80 23.00 23.20 23.40

Mise :
MS Integration Params: LSCINT.e

158
mH

T_-----I_ I_ 1_1

22.80 23.00 23.20 23.40

22.80 23.00 23.20 23.40

m/z-> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160170 180 190
Abundance #79826: Anthracene-d10-

30 42 52 66IUmmmmmu—u—mHT

/z-> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190
Abundance #79827: Phenanthrene-d10

Peak Number 19 Anthracene-dlO-

MW MolForm

Vial: 13
Operator:

I—

12737.D 060302.M

mtz-> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190
Abundance #79771:3-Amino-4-methyl-6-methoxyquinoline

ll++

80 9417 30 42 52 00 ,TmILTTTTH
160 , ,

108118 132 146 ,|| 170179TIWTTTTTHTTTTTT

159 173 Immpj

.......................... ...............
22.80 23.00 23.20 23.40

Hit# of 5

11741 51 63 77 89 102 130

80.00 20.33%1

0
n/z->

80 94

80 94 160 ,
. 11 108118 132 146 1I, 170179,1,1: I ri 11 r i! 1111J111111 n i i 111 n | i it Tj i 11 111 TTTTT 11 TM i i r

m/z 94.00



Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Relative to ISTDEstConcR.T. Area R.T.

0.60 ug/L Perylene-d1234.87 161328 34.65

Tentative ID CAS# Qua

258 C19H30

1’8 208 258338644

5000

281

m/z 207.90 81.98%111 ■' ■ ■ i ■ ■

#94313: Nickelocene, 1.2,3,4,5-pentamethyl-
258

192
5000

58 m/z 129.00 81.53%41

1——

#94380:9,10-Anthracenedione, 1-chloro-4-hydroxy-
21 8

TT
34.60 34.80 35.00 35.20

75.68%5000
139

0-

■ i ■ ■ ■ ■ i ■ ■
34.60 34.80 35.00 35.20

74.32%
2605000
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Mise :
MS Integration Params: LSCINT.e

Title
Library-

Data File
Acq On
Sample

4 Benzene,
Abundance

: 508 Modified GC/MS scan
: C:\DATABASE\NIST98.L

280

280

280

280

100

(1 hexyl-1-heptenyl)-
Scan 5411 (34.872 min): 12737.D (-5409) (-)

120 140 160 180 200 220 240 260

1 Nickelocene, 1,2,3,4,5-pentamethyl- 258 C15H20N1
2 9,10-Anthracenedione, l-chloro-4... 258 C14H7C103
3 l-Butyl-3-p-methylphenyl-2,4,5-t... 260 C14H16N2O3

231243 ।
11 ■ ‘ ■ i f ■

220 240 260

176
150 164

27 ।-

m/z 133.20

119133
105

20 40 60 80 100 120 140 160 180.200

+50.4243191113125,4

204
-----

200 220 240 260

40 60 80

Vial: 13
Operator:

MW MolForm

12737.D 060302.M

4+44

---Pp-
34.60 34.80 35.00 35.20

075730-73-3 7/
000082-42-8 5
064836-40-4/5
055030-46-1 4

m/z 117.90 100.00%

+444444L

Hit# of 5

34.60 34.80 35.00 35.20

m/z 257.90

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

Peak Number 20 Nickelocene, 1,2,3,4,5-pent... Concentration Rank 13

। ■1 ■ ।'' ■ ■ । ‘ । ‘।'

91
71

OTT
miz-> 20
Abundance

. 202 230
153,73

n/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60332:1-Butyl-3-p-methylphenyl-2,4,5-trioxoimidazolidine

133
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0-
m/z->
Abundance

41 56 77 91 104 ||
O ' i 1 1 1 1 P 11) 7 " '■ 'i । | l'i ' । । 1 1 1 1 ' 1 1 I 1 1 1 1 1 1

n/z—> 20 40 60 80 100 120 140 160 180
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Operator ID:

--Internal Standard--
TIC Top Hit name # RT
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NYC-WTC_000015252

9.89 22142500
9.89 22142500
9.89 22142500
9.89 22142500
9.89 22142500
9.89 22142500
9.89 22142500
9.89 22142500
9.89 22142500
9.89 22142500
9.89 22142500
9.89 22142500
9.89 22142500

13.39 30102900
13.39 30102900
18.52 33857000
18.52 33857000
22.90 33756400
22.90 33756400
34.65 10677000

40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0

4700800
2114250
978613

1249100
2212330
1517160
1956890
424169
840596
333471
353498
147262
270555
724253
675796
244645
216442
202136
272432
161328

3.73
3.81
3.88
3.91
3.96
4.03
4.10
4.34
4.52
4.85
5.95
8.70
9.22

12.37
15.44
18.19
19.14
22.53
23.06
34.87

8.5 ug/L
3.8 ug/L
1.8 ug/L
2.3 ug/L
4.0 ug/L
2.7 ug/L
3.5 ug/L
0.8 ug/L
1.5 ug/L
0.6 ug/L
0.6 ug/L
0.3 ug/L
0.5 ug/L

. 1.0 ug/L
0.9 ug/L
0.3 ug/L
0.3 ug/L
0.2 ug/L
0.3 ug/L
0.6 ug/L

1
1
1
1
1
1
1
1
1
1
1
1
1
2
2
3
3
4
4
6

Data File: C:\MSDCHEM\l\DATA\060702\12737.D
Name:
Mise:
Method: C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title: 508 Modified GC/MS scan
Library Searched: C:\DATABASE\NIST98.L

RT EstConc Units Response

Methylene Chloride
Propiolonitrile
Perdeuterobenzene
Propiolonitrile
2-Butenal, 3-methyl-
Methylene Chloride
Isocrotonic acid
Borane, trifluoro-
l-Penten-3-one
2-Butenal, 3-methyl-
tert-Butyl Hydrop...
Hexane, 2,2,5,5-t...
Cyclotetrasiloxan...
Cyclopentasiloxan...
Cyclohexasiloxane...
Pentasiloxane, do...
Benzoic acid, 4-e...
Thiocyanic acid, ...
Anthracene-dlO-
Nickelocene, 1,2,...

12737.D 060302.M

Resp Cone

Date Acquired: 7 Jun 2002 6:21 pm


