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L ^^/^ |Other unknown compounds
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Comments for Sample AE06853 - Analysis $GCMS

NYC-WTC_000060650

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 8 of the 43 compounds in the LCS Standard were
high.

Westchester Dept, of Labs & Research
User; Vinci, David L
Date: 04-11-2002 Time: 16:14:24



NYC 9/11 Public Portal Document

Quantitation Report (QT Reviewed)

Inst : Instrumen
Multiplr: 1.00

Internal Standards

27.35 235 0.00
Spiked Amount 5.000

Qvalue

97
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NYC-WTC_000060651

-0.01
-0.01
-0.01
-0.01
-0.02
-0.01

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

Mise
MS Integration Params: BENZO.P
Quant Time: Apr 10 07:57:07 2002

1043205
4715069
2712896
3913421
2959346
1851272

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
0.00
0.00
0.00
0.00
0.00
0.00

30.85
0.00
0.00
0.00

9.46
12.93
18.04
22.41
30.23
34.11

System Monitoring Compounds
37) 2,4-DDD (SURR)

152
136
164
188
240
264

74
93

146
146
146
45
70

117
77
82
93

180
128
225
237
162
163
165
152
153
165
149
204
166
77

169
248
284
178
178
149
202
202
149
228
149
228
149
252

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

Data File
Acq On
Sample

275613
Recovery

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

25474
0
0
0

Vial: 46
Operator: Bohlk

7.09 ug/L
= 141.80%

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. 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. d
N.D.
N.D.
N.D.
N.D. d
0.26 ug/L
N.D. d
N.D.
N.D.

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

Quant Results File: 5080402.RES

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

6853.D 5080402.M

Quant Method : C:\MSDCHEM\l\5973N\5080402.M (RTE Integrator)
Title : Quantitation For Method 508gcscan
Last Update : Mon Apr 08 06:47:22 2002
Response via : Initial Calibration
DataAcq Meth : 508SCAN

C:\MSDCHEM\l\DATA\040502\6853.D
7 Apr 2002 8:44 am

SAMPLE 6853 3/22/02

Target Compounds
2) N-nitroso-dimethyl amine
3) bis(2-chloroethyl) ether
4) 1,3 .- Dichlorobenze
5) 1,4 - Dichlorobenzene
6) 1,2 - Dichlorobenzene
7) 2,2 ' - oxybis (1-Chloropr
8) N-Nitroso-di-n-propylamine
9) Hexachloroethane

11) Nitrobenzene
12) Isophorone
13) bis(2-Chloroethoxy) methan
14) 1,2,4-Trichlorobenzene
15) Naphthalene
16) Hexachlorobutadiene
18) Hexachlorocyclopentadiene
19) 2-chloronaphthalene
20) Dimethylphthalate
21) 2,6-Dinitrotoluene .
22) Acenaphthylene
2 3) Acenaphthene

. 24) 2,4-Dinitrotoluene
25) Diethylphthalate
26) 4-Chlorophenyl-phenyl ethe
27) Fluorene
28) Azobenzen/ 1,2-Diphenylhyd
30) N-Nitrosodiphenylamine
31) 4-Bromophenyl-phenyl ether
32) Hexachlorobenzene
33) Phenanthrene
34) Anthracene
35) Di-n-butylphthalate
36) Fluoranthene
39) Pyrene
40) Butylbenzylphthalate
41) Benzo (a) antracene
42) Bis (2-ethylhexyl) phthala
43) Chrysene
45) Di-n-Octylphthalate
46) Benzo (b) fluoranthene
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Quantitation Report (QT Reviewed)

Inst Instrumen
Multiplr: 1.00

Compound

{#) = qualifier out of range (m) = manual integration
Wed Apr 10 07:59:55 2002 Page 2

NYC-WTC_000060652

0.00
0.00
0.00
0.00
0.00

252
252
276
278
276

0
0
0
0
0

MS Integration Params: BENZO.P
Quant Time: Apr 10 07:57:07 2002

47)
48)
49)
50)
51)

Benzo (1<) fluoranthene
Benzo (a) pyrene
Indeno (1,2,3-cd) pyrene
Dibenz (a,h) anthracene
Benzo (g,h,i) perylene

Data File
Acq Ori
Sample
Mise

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

Vial: 46
Operator: Bohlk

Quant Results File: 5080402.RES

6853.D 5080402.M

Quant Method : C:\MSDCHEM\l\5973N\5080402.M (RTE Integrator)
Title : Quantitation For Method 508gcscan
Last Update : Mon Apr 08 06:47:22 2002
Response via : Initial Calibration
DataAcq Meth : 508SCAN

R.T. Qlon Response Cone Unit Qvalue

C:\MSDCHEM\l\DATA\040502\6853.D
7 Apr 2002 8:44 am

SAMPLE 6853 3/22/02



Inst : Instrumen
Multiplr: 1.00

TIC: 6853.D

6500000

6000000

5500000

5000000

4500000

4000000

3500000

3000000

2500000

1500000

------

1i
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TgiM

Mise :
MS Integration Params: BENZO.P
Quant Time: Apr 10 10:59 2002

Data File
Acq On
Sample

z
■<

o
co

tM

V

I
6

V)

□r

g
9
esT
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Response via : Initial Calibration
Abundance

Quant Results File: 5080402.RES

Vial: 46
Operator: Bohlk

6853.D 5080402.M

32.00 34.0018.00 20.00 22.00 24.00 26.00 28.00 30.00 36.00 38.00

C:\MSDCHEM\l\DATA\040502\6853.D
7 Apr 2002 8:44 am

SAMPLE 6853 3/22/02

8.00 10.00 12.00 14.00 16.00

Method : C:\MSDCHEM\l\5973N\5080402.M (RTE Integrator)
Title : Quantitation For Method 508gcscan
Last Update : Mon Apr 08 06:47:22 2002

oWtt
Time-> 4.00
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LSC Area Percent Report

Inst Instrumen
Multiplr: 1.00

Signal ; TIC

11655901 100.00%
3280 3290 3311 rBV2 4961905
3660 3666 3680 rBV4 89199

5551 5558 5569 rBV8 63243

Sum of corrected areas: 59301568

Wed Apr 10 08:00:26 2002 Page 1

NYC-WTC_000060654

% of
total

corr.
% max.

corr.
area

Method
Title

97.83%
1.97%

6992146
10233252

1079 1086 1110 rBV
1669 1677 1698 rBV
2538 2547 2568 rBV

59.99%
87.79%

9.460
12.933
18.044
22.410
24.619

2687851
4901702
5687591

11.791%
17.256%
19.655%
19.229%
0.387%

2.833%
16.254%
0.227%

12.044%
0.324%

1679760
9638872
134806

7142535
191918

14.41%
82.70%
1.16%

61.28%
1.65%

27.351
30.230
30.847
34.108
35.736

6
7
8
9

10

Data File
Acq On
Sample
Mise

: C:\MSDCHEM\l\5973N\5080402.M (RTE Integrator)
: Quantitation For Method 508gcscan

11403174
229204

Vial: 46
Operator: Bohlk

1
2
3
4
5

MS Integration Params: LSCINT.P

Filtering: 5
Min Area: 1 % of largest Peak
Max Peaks: 100

Peak Location: TOP

6853.D 5080402.M

Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : 0

4123 4131 4144 rBV 860114
4610 4621 4639 rBV2 4088986
4718 4726 4737 rBV6 44142
5269 5281 5312 rBV2 2713123

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

C:\MSDCHEM\l\DATA\040502\6853.D
7 Apr 2002 8:44 am

SAMPLE 6853 3/22/02

peak R.T. first max last PK peak
# min scan scan scan TY height



NYC 9/11 Public Portal Document

LSC Report - Integrated Chromatogram

8:44 am using AcqMethod 508SCAN
Instrument :

TIC; 6853.DAbundance

12.935000000

4000000

3000000 9.46

2000000

1000000

4.00 5.(J0 6.0I 7.00 8.00 10.00
TIC: 6853.D

22.415000000

4000000

3000000

2000000

1000000 27.35

V
18.00 26.00 27.00

TIC: 6853.D

5000000

30.23

3000000 34.11

2000000

1000000

33.00 37.00 38.0035.00
Wed Apr 10 08:00:27 2002

NYC-WTC_000060655

7 Apr 2002
Instrumen

: C:\MSDCHEM\l\DATA\040502\6853.D
: Bohlk

File
Operator
Acquired

39.00
Page 2

9.00

32.00

17.0016.00

34.00

19.00

14.00

22.00

11.00 13.0012.00 15.00

21.00

30.00

20.00

30.85

31.00

0
rime->
Abundance

23.00

0
Time->
Abundance

to*'
Ilf

Sample Name: SAMPLE 6853 3/22/02
Mise Info :

■ Vial Number: 46
Quant File :5080402.RES (RTE Integrator)

0^ I I I I I I r
n-ime-> 28.00 29.00

5853.D 5080402.M

24.62
■ I ' '
24.00 25.00

A
i4<

35.74

36.00
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Library Search Compound Report

Inst Instrumen
Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method ; C:\MSDCHEM\l\5973N\5080402.M (RTE Integrator)

Relative to ISTDArea R.T.

0.40 ug/L24.62 Phenanthrene-dl0229204 22.41

Hit# of 5 Tentative ID CAS# Qual

1 Hexadecanoic acid (CAS) $$ Palmi... 256 C16H32O2
2 n-Hexadecanoic acid 256 C16H32O2

Abundance m/z

43

5000

100 120 140 160 180 200 220 240 260

5000

m/z
i7

A I

5000
29

24.20 24.40 24.60 24.80 25.00
m/z

5000
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NYC-WTC_000060656

IKhm.

3 Hexadecanoic acid (CAS) $$ Palmi... 256 C16H32O2
4 Hexadecanoic acid (CAS) $$Palmi... 256 C16H32O2

Title
Library

: Quantitation For Method 508gcscan
: C:\DATABASE\WILEY7N.L

Data File
* Acq On

Sample
Mise

40

256

X

Vial: 46
Operator: Bohl)c

40

80

40

60 80 100 120 140 160 180 200 220 240 260

60 80 100 120 140 160 180 200 220 240 260

40 60 80 100 120 140 160 180 200 220 240 260
' #195431; n-Hexadecanoic acid

000057-10-3 96
000057-10-3 95
000057-10-3 94
000057-10-3 93
73.10 100.00%

MW MolForm

5853.D 5080402.M

129

p ,1. J?,......

J,
60

i ii w ”•wuUu,

L
24.20 24.40 24.60 24.80 25.00

k..
’’I ' ' ' ' I ’ ' ' ' I ' ’

I.

97 ^29

IXO’r
m/z-> 20

OV
m/z-> 20

143157171 185i99^P227 241 T

C:\MSDCHEM\l\DATA\040502\6853.D
.7 Apr 2002 8:44 am
SAMPLE 6853 3/22/02

129
115Wi 24.20 24.40 24.60 24.80 25.00

m/z 60.10 99.58%

Scan 3666 (24.619 min): 6853.D (-)
6(0 7l3

24.20 24.40 24.60 24.80 25.00
m/z 55.10 78.45%

43.10 63.52%

........ ...
24.20 24.40 24.60 24.80 25.00

57.10 83.92%

Peak Number 1 Hexadecanoic acid (CAS) $$ ... Concentration Rank 2

43 73
60

0^^
m/z-> 20
Abundance

/Abundance . #195439: Hexadecanoic acid (CAS) S$ Palmitic add $S Palmi...
43

60 73

OV
Ti/z-> 20
Abundance

#195442: Hexadecanoic acid (CAS) $S Palmitic acid $$ Palmi... ■
43 60 ?

R.T. EstConc

143 171185 213
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Library Search Compound Report

Inst Instrumen
Multiplr: 1.00

MS Integration Params: LSCINT.P

Relative to ISTDArea R.T.

0.54 ug/L35.74 Perylene-dl2191918 34.11

Tentative ID CAS# Qual

43

93
67 215

5000 133

355

200

5000

50 250

50 100 150 250 300 350 4UL
5000 79

I
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NYC-WTC_000060657

552

Data File
Acq On
Sample
Mise

4 7-Pentadecyne
Abundance

C:\MSDCHEM\l\5973N\5080402.M (RTE Integrator)
Quantitation For Method 508gcscan
C:\DATABASE\WILEY7N.L

Quant Method
Title
Library

4-^
150

100

#65243; 1.3,3-trimethyl-cis,exo-tricyclot3.3.0.0{2,4)]octa...
93

350

350

#65244: 2-{2,2-dimethyicyclopropyl)-3-methyl-2-cyclopenten...
93

300

100

350

200

150

200

300

300

Vial: 46
Operator: Bohlk

50

I
50

MW MolForm

165 191

II

Hit# of 5

6853.D 5080402.M

#145060: (-)-Caryophyllene oxide S$ (-)-5-Oxatricyclo[8.2....
43

208 C15H28
Scan 5558 (35.736 min): 6853.D (-)

35.40 35.60 35.80 36.00

*********************************************************************
Peale Number 2 2-(2,2-dimethylcyclopropyl)... Concentration Rank 1

121 149

121 149

117873-34-4 14
117873-24-2 14
001139-30-6 11

_______022089-89-0 11
m/z 43.10 100.00%

1 2-(2,2-dimethylcyclopropyl)-3-me... 164 C11H16O
2 1,3,3-trimethyl-cis,exo-tricyclo... 164 C11H16O
3 (-)-Caryophyllene oxide $$ (-)-5... 220 C15H24O

0
m/z->
Abundance

0
m/z->

0
m/z-->
Abundance

35.40 35.60 35.80 36.00
m/z 95710 62.49%

C:\MSDCHEM\l\DATA\040502\6853.D
7 Apr 2002 8:44 am

SAMPLE 6853 3/22/02.

109

100 150 200 250

l«,I,Dill J.
35.40 35.60 35.80 36.00

m/z 57.20 84.32%

35.40 35.60 35.80 36.00
m/z 55.05 74.59%

248X
250

uuJm
35.40 35.60 35.80 36.00

■m/z 93710 65.20%

R.T. EstConc

0
nn/z->
Abundance



NYC 9/11 Public Portal Document

Tentatively Identified Compound (LSC) summary

Operator ID: Bohlk

--Internal Standard--
TIC Top Hit name

Wed Apr 10 08:00:30 2002 Page 5

NYC-WTC_000060658

Hexadecanoic acid...
2-(2,2-dimethylcy...

24.62
35.74

RT EstConc Units Response Resp Cone

6853.D 5080402.M

Data File: C:\MSDCHEM\l\DATA\040502\6853.D
Name: SAMPLE 6853 3/22/02
Mise:
Method: C:\MSDCHEM\l\5973N\5080402.M (RTE Integrator)
Title: Quantitation For Method 508gcscan
Library Searched: C:\DATABASE\WILEY7N.L

Date Acquired: 7 Apr 2002 8:44 am

0.4 ug/L 229204 4 22.41 11403200 20.0
0.5 ug/L 191918 6 34.11 7142540 20.0

# RT
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Library Searched : C:\Database\wiley7n.l

'Scan 5614 (36.065 min): 6853.D (-) ’Abundance
5|5

9000
95

8 281

43 817
208

6 109 23167
5000

161
1474000

122
1763000

2

1000

57

9000

8000
95

7
81

6000
67

5000 109

4000

3000

2082000
123

1651000 193

100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

NYC-WTC_000060659

iililBl

Wilill

Mil

[iltWi

: 22
: l-tert-Butyl-4-(l-penylidene)cyclohexane

Quality
ID

70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
#128101: 1 -tert-Butyl-4-( 1 -penylidene)cyclohexane

' I ' ' ' ' I ' ' ' ' I ' ' ' ' I ' I ' ' ' ' I '
40 50 60 70 80 90

' I'"' 'I''' ' I'
40 50 60

0
m/z->
Abundance

0
m/z->

I'''' I'' ‘' I'''' I'''' I I'''' I'''' I

I'''' I'''' I'''' I
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Library Searched : C:\Database\wiley7n.l

Abundance Scan 5614 (36.065 min): 6853.D (-)
55

9000
95

8 281

43 817
208

6' 109 23167

161
1474000

122
1763000

2000

1000

4i3

69

55

7000

816000
95

5000 109

4000 123
137

1772000
275

149
235

306At

NYC-WTC_000060660

553

153

IKi

553

553

aililil

553

Ti53

: 16
: (8R,12S)-8,12-Epoxy-15-hydroxy-labd-13E-ene

Quality
ID

80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310
#256848; (8R, 12S)-8,12-Epoxy-15-hydroxy-labd-13E-ene

191

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310
0

m/z->

0
m/z->
Abundance

I'''' II' ’' 'I
40 50 60 70

p-TTTyrTTrpTTTJ-rrTTpT-TTyiTT-rpTnrT^^

I' " ‘ I' ■'' I

I'' ’' I I"' 'I
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Library Searched : C:\Database\wiley7n.l

/Abundance Scan 5614 (36.065 min): 6853.D (-)
55

95

8 281
43 817

208
6 109 23167
5000

161
1474000

122.
176

2

1000

915

9000
81

7000

6000

109
4000

2

1000

NYC-WTC_000060661

SI

SEE
Slilil

SEB

Wilill

Swill

iWilill

Wilill

SEB
SWil

: 14
: EICOS-2-YNE $$ 2-Eicosyne (CAS)

Quality
ID

80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
#223995: EICOS-2-YNE $S 2-Eicosyne (CAS)

........ J......... ........................ 278

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

55 68

0
Tl/z->
Abundance

I''' ' I' '' ' I'''' Ip-rTTp-m-j-pT-TpTT-rpT-rrp-rT-rrj-II I I, J
40 50 60 70

0
■n/z->

I'''' I'''' I'''' I
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Library Searched : C:\Database\wiley7n.l

flibundance Scan 5614 (36.065 min): 6853.D (-)
55

95

8 281
43 817000

208
6000 109 23167

1474000
122

1763000

2000

1000

l

57

9000

8

69
7000

6000

5000
41

4000

3000 111
139

2000
29

1000

NYC-WTC_000060662

ilililil

IBilil

TiTiTil

WiTil

90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
#127906: Bicyclo[3.1.1]heptan-3-one, 2-(2,2-dimethylpropyi..,

Quality
ID

161

20 30 40 50 60 70 80

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

: 14
: Bicyclo[3.1.1]heptan-3-one, 2-(2,2-dimethylpropyl)-6,6-dimethyl-, (ste

reoisomer 2)

124
I I I'n'i

0
-n/z->
Abundance

0
-n/z->

I'"' I''"I yrrTTp-rr-TY I ' 1 I ' ' * ' I I ' ' ' ‘ I

pTTTyrTTTyrT-TTp-j-rryrTTTpT-rTpTT^

152 166

MUXS
“ 95

208
193
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Abundance Scan 5614 (36.065 min): 6853.D (-)
5|5

9000
95

8000 281
43 817000

208
6

109 23167
5000

122
176

1000

20 30 40 50 60 70 80 90 100110 120130 140150160170180 1902002102202302402502602702802903003^
#286979: 2H-Pyran, 2-(7-heptadecynyloxy)tetrahydro-

56

9000
41

8000

917000

6000

5000
29 105

3000

2000

1000 189 231

JxJurtLLwy U LJ'' I' 'll 111 i I'l fl ri 11 I i 11J II J ill' TH rj 1 I j 1111'11'111 Ti'i'lyri''i Tj 1111 1'iM‘i'J i i‘i'| 11 I I'rriH I'l tTrj‘ri‘t Pj'i i‘i l'|‘l'i'' i'|'' I'l' |' । ' 11 • vr|‘i‘i‘ri |*ri’i 11111111111 j'i'i'i 11 m ii 11111 iti rr j rr
20 30 40 50 60 70 80 90 100110120130 140 150 160170180190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340

NYC-WTC_000060663

[iliial

BHlil

WiW

553

ilTiTil

Library Searched
Quality
ID

C:\Database\wiley7n.1
12
2H-Pyran, 2-(7-heptadecynyloxy)tetrahydro-

121
133

0
-n/z->
Abundance

0
'n/z->

147
161

175

161
147

67 81


