
NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN16\00700.D 5
2:11 pm

Instrumen
Multiplr: 1.00

MS Integration Params:

Internal Standards

27.73 235 0.00
Spiked Amount 5.000

Qvalue

Thu Jan 17 08:12:17 2002 Page 1

NYC-WTC_000051825

1290915
5524078
2951497.
4919254
4262076
3074544

152
136
164
188
240
264

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

System Monitoring Compounds
37) 2,4-DDD

0.19 ug/L #
2.43 ug/L +
9.87 ug/L #
0.09 ug/L
0.04 ug/L #
1.43 ug/L
0.04 ug/L #
0.02 ug/L #
0.05 ug/L #

9.71
13.19
18.34
22.65
30.50
34.42

74
163
165
149
228
149
228
149
252

2002
SPLIT.P

3.60
18.34
18.34
24.85
30.50
31.11
30.50
32.84
34.42

10474
472767
375396
28686
10408

187171
10408
6960

10415

9
56
17
98
58
98
56
74
1

0.00
-0.02
-0.01
-0.02
-0.01
0.00

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

Data File
. Acq On
Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

Vial:
perator :
Inst :

435285
Recovery

Target Compounds
2) n-Nitrosodimethylamine

20) Dimethylphthalate
21) 2,6-Dinitrotoluene
35) Di-n-butylphthalate
41) Benzo(a)anthracene
42) Bis(2-ethylhexyl)phthalate
43) Chrysene
45) Di-n-octylphthalate
48) Benzo(a)pyrene

Wo J yVW N

5.60 ug/L
= 112.00%

Quant Time: Jan 17 08:12:17 2002 Quant Results File: SCAN508.RES

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

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

00700.D SCAN508.M

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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: C:\MSDCHEM\1\5973N\02JAN16\00700.D
2:11 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:
Quant Results File: SCAN508.RE

7000000

6500000

6000000

5500000

5000000

4500000

4000000;

3500000

3000000

2500000

2000000

15000001

= 4T*TT ]3 ' ' 1 I

Thu Jan 17 08:12:18 2002 Page 2

NYC-WTC_000051826

2002
SPLIT.P

9
CO

gl
a

Data File
Acq On
Sample
Mise

|

$
o
g8
9

1I
a

w
g
3o

s
CD

: 16 Jan 2002
: 508scan
: January 16,

Response via :
Abundance

go
N

8§
I
6

2oa
g
|

Initial Calibration
TIC: 00700.D

1 1 । 1 1 ■■ 1 i '

oE
85000003
4

o
2g

i i
l j

o
IC

1000000 5

--

Vial: 5
Operator:

00700.D SCAN508.M

Time-> 4.00 6.00 8.00 10.00 12.00 14.00 16.00 18.00 20.00 22.00 24.00 26.00 28.00 30.00 32.00 34.00 36.00 38.00

Quant Time: Jan 17 8:12 2002

* - r0--—

Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Fri Jan 11 13:20:07 2002



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN16\00700.D
2:11 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

Signal : TIC

11962213 91.58%
13062460 100.00%

Sum of corrected areas: 77684725

Thu Jan 17 08:17:08 2002 Page 1

NYC-WTC_000051827

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

96.23%
5.27%
0.92%
0.84%

80.35%

12.05%
0.84%

56.27%
0.76%

81.50%

1.10%
1.89%

16.34%

corr.
area

corr.
% max.

27.01%
11.57%

1.07%
7.27%
1.85%

% of
total

2.027%
0.141%
9.462%
0.128%

13.704%

2845 2851 2877 rBV2
2877 2884 2907 rW3
2935 2940 2947 rVB8
3015 3022 3053 rVB4
3059 3066 3083 rBV4

220
230
555
589
860

940163
267141
30595

156781
34309

4.541%
1.946%
0.180%
1.223%
0.311%

6
7
8
9

10

Method
Title

1305 1311 1315 rBV
1681 1688 1693 rBV
1695 1699 1703 rVB
1865 1870 1875 rBV2
2129 2133 2139 rBV

227 rBV
235 rVB
561 rW
593 rW2
865 rBV

3527806
1511372
139843
949795
241229

1
2
3
4
5

30.500
31.105
33.594
34.119
34.416

217
227
551
585
855

144273
246429

2133847

35.923
36.300
36.939
37.876
38.378

2369 2376 2381 rBV
2425 2429 2455 rVB
2643 2647 2659 rVB2
2689 2693 2707 rBV3
2713 2719 2749 rBV

11
12
13
14
15

18.341
22.645
22.771
24.723
27.726

5.885
6.000
9.710

10.098
13.192

16.181%
0.886%
0.155%
0.142%

13.510%

Data File
Acq On
Sample
Mise

15.398%
16.815%
0.186%
0.317%
2.747%

16
17
18
19
20

2002
LSCINT.P

6036005
5773200

65955
114854

1187713

792694
52521

3967210
55533

5622141

12570204
688672
120586
109984

10495550

4978175
194459-
36017
28517

4068446

: 16 Jan 2002
: 508scan
: January 16,

1574665
109749

7350554
99374

10646120

Aled Percent Report

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

Peak Location: TOP

Vial: 5
Operator:

)700.D SCAN508.M

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

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

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5
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LSC Report - Integrated Chromatogram

: C:\MSDCHEM\1\5973N\02JAN16\00700.D

2:11 pm using AcgMethod SCAN508

TIC: 00700.D
13.19

5000000

9.714000000

3000000

2000000

1000000 5.89

0—

18 34

5000000

4000000

3000000

2000000

27.
1000000

O+r
16.00

30.505000000

34.42
4000000

3000000

2000000

35.921000000

0 TTT

Thu Jan 17 08:17:09 2002)700.D SCAN508.M

NYC-WTC_000051828

A888

File
Operator
Acquired
Instrument

Time->

W

: 16 Jan 2002
: Instrumen

31.11A

Time->

W

8.00 9.007.00
R00
6.00 15.00

33.00Time--> 28.00 29.00 30.00 31.00 32.00

33.5934.12!1—9
34.00 35.00

1 1 '' ' 1 "f 11
4.00 5.00

17.00 18.00 19.00 20.00 21.00 22.00
TIC: 00700.D

10.10

10.00 11.00 12.00

Sample Name: 508scan
Mise Info : January 16, 2002
Vial Number: 5
Quant File :SCAN508.RES (RTE Integrator)

2 2.77 24.72
■1 / ri 1 ' ' ■ i ■ 1 ■ 1 r ■
23.00 24.00 25.00 26.00 27.00

V /30 36.94 378838.38
36.00 37.00 38.00 39.00

Page 2

TIC: 00700.D
22,65



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN16\00700.D
2:11 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

4.28 ug/L 1,4-Dichlorobenzene-d45.89 1574670 9.71

Tentative ID CAS# Qual

5000

43

5000

43

5000

43

55TTTTH ' i " " r ■ ■ • i •

73

5000

.....W.....0
n/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Thu Jan 17 08:17:09 2002 Page 3

NYC-WTC_000051829

Title
Library

2002
LSCINT.P

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

Data File
Acq On
Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

5.60
m/z

#36138:3-(CYCLOHEX-3'-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
70

#1794: N-Ethylformamide $$ N-Formylethylamine $$ Formamide...
30 r'r i 1 11 1

6.20
6.54%

1 ■ i 1 1 ■ ■

6.20
23.78%

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

70

5.80 6 00
71.10

■ ’ r ' " i' " 11'
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

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

. |T‘
174

I " ‘11

27
'11" " i' " ' i'
10 20 30

27
" i " " i " i'
10 20 30

174
r "' [

।" "i '1"i" ■ ■ i ‘ "■ i""i■" ■ i" ■ ■ i■" ■ ।"" । ■ ■■11■1" । ■11 ■ i■

Vial: 5
Operator:

30700.D SCAN508.M

MW MolFormHit# of 5

15-P

5.60 5.80 6.00 6.20
m/z 41.10 8.72%

44 58

*‘‘11117 "T I I I | Py
5.60 5.80 6.00 6.20

m/z 45.10 8.76%

1 3-(CYCLOHEX-3'-EN-YL)PROPANOL $$... 174 C8H14O4
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H14O4
3 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO
4 Butane, 2-methoxy-2-methyl- $$ E... 102 C6H140

Abundance Scan 220 (5.885 min): 00700.0 (-)
70

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

Peak Number 1 3-(CYCLOHEX-3'-EN-YL)PROPAN. .. Concentration Rank 2

0
n/z->
Abundance

. । , , ‘III ,
5.60 5.80 6.00

m/ z 43.10

o1
n/z-->
Abundance

01
m/z->
Abundance

110,11155%...J , 87 103
" " I ’ I ' 1 " I t’rrii I । > I | । I I I | I I! I | । I I ! | I

015745-87-6 36
000000-00-0 36
000627-45-2 9
000994-05-8 9

m/z 73.10 100.00%

IP

55—

.......... .......... _

5.60 5.80 6.00 6.20

, 87 113
"" i"1' i "11111 Tliri 11111111111111111111111

. 87 113"" i "1 ■ i1 ■" i1'111' i
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: C: \MSDCHEM\1\5973N\02JAN16\00700.D
2:11 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

0.30 ug/L 1,4-Dichlorobenzene-d46.00 109749 9.71

Tentative ID CAS# Qual

m/z

5000

6349 m/z 125.001 . ............ ‘‘ 11 i1 i11 1111111 IFr‘‘I ■ ‘‘‘ । ■ ■

5000

97.00
9735

5000

6.00
47.00

5000

|27 6349
‘ 1 I ' ■ ' ' I ' ' ' ' I ' ' ' ' I '.i ( , .

SCAN508 .M Thu Jan 17 08:17:09 20020700.D Page 4

NYC-WTC_000051830

Title
Library

2002
LSCINT.P

5.60
m/z

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

Data File
Acq On
Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

1 2-Propanone,
2 2-Propanone,
3 2 -Propanone,
4 2-Propanone,

Abundance

97
II

83
-

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

#59078:2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
43

#59079: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
43

1 1 I 11 ' 1 ' । । 1 1 1 1 1

11 I r 1
5.80

5.60

15
I

5.60
m/z

5.80

117 125

85
—Il....

6.20 6.40
6.24%

49.......
"11 > > > 111'111

—
6.00

5.60 5.80 6.00 6.20 6.40

■ i ■ ■ ■ ■ i ***/’y*n." ■ ■ ■ । ' 1
90 100 110 120 130

125
117 I I

vial: 5
Operator:

11 i’ ■1 ■ 1 । ■ 1
6.20 6.40

6.77%

MW MolForm

50 60 70 80 90 100 110 120 130

10 20 30 40 50 60 70 80 90 100 110 120 130

20 30 40 50 60 70 80 90

1,1,1-trichloro- (C... 160 C3H3C13O
1,1,1-trichloro- (C... 160 C3H3C13O
1,1,1-trichloro- (C... 160 C3H3C13O
1,1,1-trichloro- $$ . . . 160 C3H3C13O

Scan 230 (6.000 min): 00700.D (-)
48

i.. ... 1

6.20 6.40
10.88%

5.80 6.00

1 1 i' 1 ′′′ I < . > > । । ।

000918-00-3 59
000918-00-3 56
000918-00-3 53
000918-00-3 37
43.10 100.00%

110 117 127

1 ' l —Trl । i i । 1 । । ' i t । । । i>i‘| .-r i i |'t

10 20 30 40 50 60

97 125-17
100 110 120 130

o1
mfe->
Abundance

0
m/z->

85 97
i i L

Hit# of 5

35
——————

10 20 30 40
0

/z- >
Abundance

35
........................ I
' 1 i ' ' ' 1 1 1 11 1 1 11

*********************************************************************
Peak Number 2 2-Propanone, 1,1,1-trichlor... Concentration Rank 7

i4.9 61

0-T
/z-> 10

Abundance

5.60 5.80 6.00 6.20 6.40
m/z 126.90 6.60%I

82
-PPP
70 80
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: C: \MSDCHEM\1\5973N\02JAN16\00700.D
2:11 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

0.27 ug/L 1,4-Dichlorobenzene-d410.10 99374 9.71

Tentative ID CAS# Qual

Abundance

93
5000 79

1215341
136

10.00 10.20 10.40
69.10%67.10

93

795000
10.00 10.20 10.4053

136121 55.78%107 93.10

#31986: dl-Limonene $$ Cyclohexene, 1-methyl-4-(1-methylet...
68 93

40.91%79.10795000
107 13653 121

28.00%94.1093

5000 79
53

107 121 136

Thu Jan 17 08:17:10 2002 Page 5

NYC-WTC_000051831

136 C10H16
136 C10H16
136 C10H16
136 C10H16

2002
LSCINT.P

Title
Library

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

Scan 589 (10.098 min): 00700.D (-)
68

Data File
Acq On
Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

#31993: dl-Limonene $$ Cyclohexene, 1-methyl-4-(1-methylet...
68

#32008: l-Limonene $$ Cyclohexene, 1-methyl-4-(1-methy!eth...
68

9.80
m/z

9.80
m/z

140

। ' >
70

' ■ i
90

i ' '
70

9.80
m/z

TTTddnd

1 i ■ 1
140

10.00 10.20 10.40

..

9.80
m/z

Vial: 5
Operator:

■ ■ । ■ i • ■ i • i ■ < ■ 1 j • - < > t
9.80 10.00 10.20 10.40

30700.D SCAN508.M

I dl-Limonene $$ Cyclohexene, 1-me...
2 dl-Limonene $$ Cyclohexene, 1-me...
3 l-Limonene $$ Cyclohexene, 1-met...
4 dl-Limonene $$ Cyclohexene, 1-me...

MW MolFormHit# of 5

120 130

■ ■ । ■ 1 1 ■ । ■ ■ ■ ■ । ■ ■
40 50 60

' ' i ' 1 1 ' i ' ' ' 1 i ' '
40 50 60

10.00 1020 10.40

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

Peak Number 3 dl-Limonene $$ Cyclohexene,... Concentration Rank 8

0-
m/z-> 30

■ i ■ 1

1
100
-------

110 120 130 140

TTr"

1 1 r1 ‘FII‘14."
40 50 60

0
m/z-> 30 40
Abundance

OT
m/z~> 30
Abundance

OTTT
m/z-> 30
Abundance

107
112

1111'11 H 11
100 110

80 90

I..........Il.......... .....................1 ■ I ' 1 ' 1 i • ' 1 1 i ■ 1 ■ ' i ■ ■ 1 i '

100 110 120 130 140

70 80

|| 1 ' ' J
80 90

1...................

100 110 120 130

1 I
■ । ■ । ■ ■ ■ 1 । ■

50 60 70

000138-86-3 98
000138-86-3 95
005989-54-8 95
000138-86-3 95

m/z 68.10 100.00%

|1 ...
80 90
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: C:\MSDCHEM\1\5973N\02JAN16\00700.D
2:11 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

0.22 ug/L Phenanthrene-dl022.77 144273 22.65

Tentative ID CAS# Qual

1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10

Abundance Scan 1699 (22.771 min): 00700. D (-)
its

5000

15.87%

5000

14.01%

188

13.24%5000

188

10.26%

5000

80 94

Thu Jan 17 08:17:10 2002)0700.D SCAN508.M Page 6

NYC-WTC_000051832

188 C14D10
188 C14D10
188 C14D10

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

Title
Library

2002
LSCINT.P

Data File
Acq On
Sample
Mise

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

: 16 Jan 2002
: 508scan
: January 16,

66-+

m/z 189.10

m/z 184.10

80 90 100 110 120 130 140 150 160 170 180 190
#84502: Anthracene-d10-

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

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

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

52
■1 ■ ।1«• > । ’

50 60

--------
22.40 22.60 22.80 23.00 23.20

66
> ■ I < । -1 ■ 11 ■ I ■ ■ .

—l—

22.40 22.60 22.80 23.00 23.20

Vial: 5
Operator:

MW MolForm

66
PPP

50 60 70

—PPPPITT
22.40 22.60 22.80 23.00 23.20
m/z 94.10

m/ z 80.10

I.......... 132......1s....
#84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10

188

I 158 IT-mmmnmmtmmm

22.40 22.60 22.80 23.00 23.20

01
m/z->
Abundance

*********************************************************************
Peak Number 4 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 11

66 80 ?4 160
> • । ■' ■ ■ ।■ l ■ । ■ I ■ ■ ■ ■ 11 > ITITT111111111111 [ 111111111| 111111111 p ।

Hit# of 5

80 94

0
m/z->
Abundance

22.40 22.60 22.80 23.00 23.20

0+
m/z-->
Abundance

80 94

0
/z->

160

mMr........Hh......

001517-22-2 94
001719-06-8 91
001517-22-2 80
000000-00-0 72

m/z 188.15 100.00%
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: C: \MSDCHEM\1\5973N\02JAN16\00700.D
2:11 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

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

0.38 ug/L Phenanthrene-dl024.72 246429 22.65

Tentative ID CAS# Qual

Abundance Scan 1870 (24.723 min): 00700.D (-)

5000

m/z 92.79%43.10

#195431: n-Hexadecanoic acid
43

5000
24.40 24.60 24.80 25.00

87.52%129
213 256157 171 185

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

11n
24.40 24.60 24.80 25.00

m/z 74.72%57.105000 129
85 97

157 171 185 199

■ ■ l 1 143 24.40 24.60 24.80 25.00
69.69%

5000

157 171 185 PAA1 ‘"ff T
24.40 24.60 24.80 25.00

Thu Jan 17 08:17:10 2002)0700.D SCAN508.M Page 7

NYC-WTC_000051833

Title
Library-

2002
LSCINT.P

l n-Hexadecanoic acid
2 Hexadecanoic acid (CAS)
3 Hexadecanoic acid (CAS)
4 Hexadecanoic acid (CAS)

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

Data File
Acq On
Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

256 C16H3202
$$ Palmi... 256 C16H32O2
$$ Palmi... 256 C16H3202
$$ Palmi... 256 C16H3202

256
—

260

’ ’ I ’

40

‘ * i • '
40

TrUIr
40

___

115

I

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

143

140

213
199 |143

I ,

140

157 171 185

213
| 228

I ' 1 1 1 1 1 1 '

,il|, Al.
100 120

120 140 160 180 200 220

256
-
240 260

213
226

I

, I I
160

T—> | ' I ■ | ■ i ■ PTA9me T I |
24.40 24.60 24.80 25.00

256
-
240 260

—
40

43 60 73

Vial: 5
Operator:

MW MolForm

180 200 220 240

Hit# of 5

Concentration Rank 6

| |

160

129

115

Peak Number 5 n-Hexadecanoic acid

85 97

m/z 41.10

#195442: Hexadecanoic acid (CAS) $$ Palmitic acid $$ Palmi...
60 73

m/z 60.00

60 80

0
n/z->
Abundance

240 260

0
rn/z-->

180 200 220
0

n/z->
Abundance

01
n/z->
Abundance

60 80 100 120

60 80 100 120 140 160 180 200 220
#195443: Hexadecanoic acid (CAS) $$ Palmitic acid $$ Palmi...

73
60

60 73

60 80 100

000057-10-3 94
000057-10-3 93
000057-10-3 91
000057-10-3 91

m/z 73.00 100.00%

85 97 129

1111 I
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: C:\MSDCHEM\1\5973N\02JAN16\00700.D
2:11 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

0.23 ug/L Perylene-dl233.59 120586 34.42

Tentative ID CAS# Qual

3 Squalene 410 C30H50
4 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50

m/zAbundance Scan 2647 (33.594 min): 00700.D (-)
63

5000

41
■ ■ i ■ ■

— TT

5000

m/z 14.18%68.105000

w0

69
m/ Z 14.00%67.10

5000

191
0 111" ■1 r ■ i ' 1 ■ 1 । ■ >

m/z-> 40 60 80 100 120140 160 180 200 220 240 260 280 300 320 340 360 380 400 33.20 33.40 33.60 33.80 34.00

Thu Jan 17 08:17:10 2002)0700.D SCAN508.M Page 8

NYC-WTC_000051834

1 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440
2 10-DEMETHYLSQUALENE $$ 2,6,10,14... 396 C29H48

Title
Library-

Data File
Acq On
Sample
Mise 2002

LSCINT.P

: 16 Jan 2002
: 508scan
: January 16,

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

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400
#330384:10-DEMETHYLSQUALENE $$ 2,6.10,14,18,22-Tetracosah...
69

33.20 33.40 33.60 33.80 34.00

33.20 33.40 33.60 33.80 34.00
m/z 81.10 51.99%
_

33.20 33.40 33.60 33.80 34.00
m/z 41.10 24.54%

MMWANAi" " i

n/z-> 40 60 80 100 120 140160 180 200 220 240 260 280 300 320 340 360 380 400
Abundance #337959: Squalene

207
I ■" i

Vial: 5
Operator:

MW MolFormHit# of 5

000000-00-0 86 JO
059681-06-0 86 009
007683-64-9 80to
000111-02-4 72
69.10 100.00%

93 119137+444

33.20 33.40 33.60 33.80 34.00

*********************************************************************
Peak Number 6 Docosa-2,6,10,14,18-pentaen... Concentration Rank 10

0-
n/z->
Abundance

0
m/z->
Abundance

368 410

327 369 396
■ i " " r'" ■ i' " ' i' ■" i" '' i" " i

93
111 136

I , I ill .II I 161 192................ 273.......315......  357 384.......

95 12 _
....... | ....177... 223......267
. । । . . > ■ | i T । । r i । i V. i p i i T | r. i 11 i . . r । i i I i । । । । । 11 i i i 11 ■ 11 । n i i ।

40 60 80 100 120 140 160180 200 220 240 260 280 300 320 340 360 380 400
#323104: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...

69

95 1371119 J..T‘0‘TTAETI-—-EEITT

I" •' I ” " 11"1111111



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN16\00700.D
2:11 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

*********************************************************************
Concentration Rank 12

Relative to ISTDEstConcR.T. Area R.T.

0.21 ug/L Perylene-dl234.12 109984 34.42

Tentative ID CAS# Qual

Abundance Scan 2693 (34.119 min): 00700. D (-)
57

855000

■ ■ l 1 •

r

57

855000

W57

5000 85

2682240

T57

5000 85

' i" " i " " r
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 33.80 34.00 34.20 34.40

Thu Jan 17 08:17:11 2002 Page 9

NYC-WTC_000051835

394 C28H58
268 C19H40
240 C17H36
619 C44H90

Title
Library

: 16 Jan 2002
: 508scan
: January 16,

1 Octacosane $$ n-Octacosane
2 Nonadecane
3 Heptadecane
4 Tetratetracontane

2002
LSCINT.P

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

Data File
Acq On
Sample
Mise

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
#329266: Octacosane $$ n-Octacosane

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
#211481: Nonadecane

f 11 ‘T I113 135a1 ■f ■ i11" i1

350
i1" ■ i

T| ! I I I | ITTTpi I I | ( I I I | I

33.80 34.00 34.20 3440 ' '

000630-02-4 59
000629-92-5 53
000629-78-7 53
007098-22-8 53

m/z 57.10 100.00%

33.80 34.00 34.20 34.40
m/z 71.10 63.56%

33.80 34.00 34'20 ‘34'40 '
m/z 43.10 41.46%N

33.80 34.00 34.20 34.40
m/z 55.10 25.27%

MWMWW/Aw

Vial: 5
Operator:

MW MolForm

394
TTsp

)0700.D SCAN508.M

iz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #174551: Heptadecane

207
1)

113 ..1.1.3.1191’’’’’’’ TT711 ri f i 1

I 1113141 169----------

Peak Number 7 Octacosane $$ n-Octacosane

o
Tl/z->

0-
/z->

Abundance

I ' ' 1 ' I I " " I " " I " ' 1 1 1 1 11 I ' 1 ' 1 I0
n/z->
Abundance

m/z85.0550.65%N

Hit# of 5

I ' T’’I

m I " '' I'''111'r' I' ’’’1’ 1 " I'

, 169 , 196 224 281TI"011—*_*unuuunuOanut

| | J 113,141 169 210 240
।. i" > 111 > »i 11 r 111. j > f i > 1 ’*ti (T 111 > >i 1111111111111 >



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN16\00700.D
2:11 pm

Inst : Instrumen
Multiplr: 1.002002

MS Integration

Du I4 ORo CM-O LESeoL . . .R.T. EstCc R.T.

35.92 6.7: 34.42

Qual

95
43

233149
675000 121

T’I TI

4440 ‘‘I

215233107

5000

74.42%388

TT

2 5233

107
165

5000
388147

124
355

TT7" r ' ■' i ‘'11" " i " " i1

TIT43 35.60 35.80 36.00 36.2081 71.32%107 215 233
165 3885000

147

355

"T1" TT" r 1111" " i " " i " " i1
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

Thu Jan 17 08:17:11 2002 Page 10

NYC-WTC_000051836

1 Dihydrocho
2 Cholestano
3 Cholestan-
4 Cholestano

Abundance

Data File
Acq On
Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
#325845: Cholestan-3-ol

355
I

/z->
Abundance

Scan 2851 (35.923 min): 00700.D (-)
215

''' l' 1 1 ' I

■111" ' r " 11 111111" I "

35.60 35.80 36.00 36.20

0-97-7 99
0-97-7 78
9-41-2 53
0-97-7 49

m/z 215.20 100.00%

/z-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #325830: Dihydrocholesterol $$ Cholestan-3-ol, (3.beta.,5....

55 81

Vial: 5
Operator:

0700.D SCAN508.M

373
355

257 288 331 | Immd

‘ i " r' r ' ■' i " " r ■ ■ ” i11

. 262

******
ank 1

m/z 55.10

m/z 43.10

35.60 35.80 36.00 36.20
m/z 95.05 83.51%

35.60 35.80 36.00 36.20

I’II’II’’’I’’ 11 1 1 1 1 1 I
35.60 35.80 36.00 36.20

m/z 81.05 71.77%

262

0
/z->

n/z-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #325826: Cholestanol $$ Cholestan-3-ol, (3.beta.,5.alpha.)...

Quant Method :
Title
Library :

**************
Peak Number (

O-

Hit# of 5

!’011011111"07113TC1"3011111’C"OOUUTT’T’’’"""AT

149
124

175
I, d 1911—4



NYC 9/11 Public Portal Document

I PWI&p

: C:\MSDCHEM\1\5973N\02JAN16\00700.D
2:11 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

R.T. EstConc

36.30 2.88 u* 42

C+o UESTo3-OJE QualT<

55 81

109
5000

213135
1 ‘ I ' 1

L "TI’CZATUTTTTTTTTTTTTTT

386
5000 95

123 86.12%163

........0 '' r ' ■' i'''' i ’" ' i'11' i''

84.31%5000
123

163 386
10 5

0

43
72.40%

5000 231 386
67

"I" "I''"I1 '" i " " i" " i " " i1'
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

Thu Jan 17 08:17:11 2002 Page 11

NYC-WTC_000051837

: 508 scan method
: C:\DATARASE\WTT.EV7N

Title
Library

2002
LSCINT.P

3-5 95
3-1 95
3-6 89
3-5 86
)0.00%

Data File
, Acq On
Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

161

1 Cholestan-3-oi
2 5.alpha.-Cholf
3 Cholestan-3-or
4 Cholestan-3-oi

Abundance

***
3

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
#324507: Cholestan-3-one

231

95
Il 123

I...............
11111 ■ r ■ " i ■ "' r " ' r 1

36.00 36.'20 3640 36.60 '

36.00 36.20 36.40 36.60

3600 36.20 36.40 36.60

n/z->
Abundance

" r " ' i " " i " ’' i1 r'' I

m/ z 81.05

m/z 95.10

0- 255 275

lz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #324567: Cholestan-3-one, (5.beta.)-

Vial: 5
Operator:

)0700.D SCAN508.M

UM XM

Hit# of 5

****************
Peak Number 9

n/z-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #324504: 5.alpha.-Cholestan-3-one $$ Cholestan-3-one, (5.a...

231

m/z 43.10
|

0
m/z->

......................II.... 273......................
‘‘111

36.00 36.20 36.40 36.60
m/z 231.20 91.57%

1 ' I I ■ ' ' I I 1 1 ' ' I ' ' 1 ' I ' ' ' ' I
36.00 36.20 36.40 36.60

3161.............. ........ 368
11" " i" " i"111" ■' i1" 11" " i1'" i ■



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN16\00700.D
2:11 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

0.27 ug/L Perylene-dl236.94 139843 34.42

Tentative ID CAS# Qual

71 843 233215
161

191
14956 1735000

95.87%0 I ‘ ‘‘‘ l.. ‘‘I >. ‘. I.... I.... I.... P ‘‘I‘‘‘11‘8 rrp-i

108

5000 ’"T

95

m r0

207

m/z 233.10 94.97%5000
80 149

65
92

—

123
161

107
67 1355000

179 194

| ■ ■ ■ ■ | • l H ' ' l " ■ > l ■ .

40 50 60 70 80 90 100110120130140150160170180190200 210 220230 240

Thu Jan 17 08:17:11 2002 Page 12

NYC-WTC_000051838

’’ I’

Title
Library

2002
LSCINT.P

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

Data File
Acq On
Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

....

36.60 36.80 37.00 37.20

40 50 60 70 80 90 100110120130140150160170180190200210220230240
#106725: 4-(2,,6‘,6'-TRIMETHYL-CYCLOHEX-1 -EN-1 '-YL)-BUTAN... 11 r> r > ’ | ■

36.60 36.80 37.00 37.20
m/z 81.10 95.69%

MAAuM

36.60 36.80 37.00 37.20
m/z 43.10 93.00%

WW/MWj

11" " r "r r'

36.60 36.'80 37'00 37'20 '

" " r "' r ■" 1'1" 1 ""i' ■" i'

Vial: 5
Operator:

1 * I ' ' ‘ ' I 1 ' ' ' I ' '

)0700.D SCAN508.M

I’’’8

000205-12-9 27 NO
000092-15-9 10
027758-30-1 10
074764-47-9 10V*To44

m/z 123.10 100.00%

MW MolFormHit# of 5

49 62
""i""i‘ H111111

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

Peak Number 10 7H-Benzo[c]fluorene $$ Benz... Concentration Rank 9

187mm

m/z 135.10

4

n/z-> 40 50 60 70 80 90 100110120130140150160170180190200210220230240
Abundance #125387: Butanamide, N-(2-methoxyphenyl)-3-oxo-

108 123

1 7H-Benzo[c]fluorene $$ Benzo[c]f... 216 C17H12
2 Butanamide, N-(2-methoxyphenyl)-... 207 C11H13NO3
3 4-(2' , 6' ,6'-TRIMETHYL-CYCLOHEX-1. . . 194 C13H22O
4 Cyclopentane, 1-methyl-l-(2-meth... 138 C10H18

Abundance Scan 2940 (36.939 min): 00700.D (-)

0
n/z->
Abundance

0
iz->

108 123 135
95

189
• ■ ■ ।" 1

36.60 36.'80 37.00 37.20 '

m/z-> 40 50 60 70 80 90 100110120130140150160170180190200210220230240
Abundance #139282: 7H-Benzo[c]fluorene $$ Benzo[c]fluorene $$ 3,4-Be...

216

81 95

■ i ■ ■ "I''''i’’’’I ■"'। ""i"" 1"111"111""I

1 1341"1'I1'"i1'"I ""I"" I" "I" "I m

Jl'''' I



NYC 9/11 Public Portal Document

Library Search Compound Report

: C : \MSDCHEM\1\5973N\02JAN16\00700 . D
2:11 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

1.81 ug/L37.88 Perylene-dl2949795 34.42

Tentative ID CAS# Qual

Abundance Scan 3022 (37.876 min): 00700. D (-)
43 2 5

95

233
675000

0 I" " P

Abundance #331642:3-Ethylidenecholestane
81

107

5000:
243 398

■ ■ ■■i,T"

Abundance #165268: Glaucic acid

234189
5000

0 ।" " ।1"' p "1 i" " p'" i l"P",p"r

Abundance #138739: Cyclopent[e]-1,3-oxazine, octahydro-2-(phenylimin...
2 5

5000
135

93
30 65

miz-> 20 40 60 80 100120140160180200 220240260 280 300 320340 360380400 420

Thu Jan 17 08:17:11 2002 Page 13

NYC-WTC_000051839

3 Cyclopent[e]-1,3-oxazine, octahy... 216 C13H16N20
4 indolo[2,1-b]quinazoline-6(12H)-... 234 C15H10N2O

398 C29H50
234 C15H22O2

Title
Library

2002
LSCINT.P

1 3-Ethylidenecholestane
2 Glaucic acid

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

■ Data File
Acq On
Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

121 149

383401
' I'' ‘

rm । in

37.60 37.80 38.00 38.20
m/z 95.05 77.98%

37.60 37.80 38.00 38.20
m/z 81.10 71.38%
_/

37.'60 37.80 38.00 38.20
m/z 107.10 65.63%

NMAAMWAAn
37.60 37.80 38.00 38.20

/z-> 20 40 60 80 100120140160180200220240260  280300320 340 360 380 400 420

)0700.D SCAN508.M

1 r" r1" p1111'" ’ p "1 p'" r11' p'" p " 11"'1 p ■" i" " r 1

Vial: 5
Operator:

MW MolForm

J ilb A_

Concentration Rank 4

257

Peak Number 11 3-Ethylidenecholestane

" p *" p "11" " i1"

n/z-> 20 40 60 80 100120140160180200220240260280300320340 360380400420

/z—> 20 40 60 80 100120140160180200220240260280300320340360380400420

P'''P'"P"'I

Hit# of 5

135
161

95
121

O-Tp

000000-00-0 91
087745-30-0 42
000000-00-0 35
113001-49-3 27

m/z 215.20 100.00%)

................................
37.60 37.80 38.00 38.20

m/z 43.10 89.03%_A



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN16\00700.D
2:11 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTDEstConcR.T. Area R.T.

0.46 ug/L Perylene-dl238.38 241229 34.42

Tentative ID CAS# Qual

204 C15H24
Abundance

55
231

133
5000- 207 414

1 i ' 1
38.00 38.20 38.40 38.60 38.80
m/z 161.10 96.39%TTT"‘‘IT

1 1

5000
38.00 38.20 38.40 38.60 38.80161

96.05%204

I’

m/z 107.10 91.57%5000

"11" " i" " r "11 ■ "11" " i " " i " " i " " r "' i " " i' ■" i" 1' i'p-TTT 1111111■ ‘

90.50%

795000

189

I’ TT
40 60 80 100120140160 180 200 220 240 260 280 300 320 340 360 380 400

Thu Jan 17 08:17:12 2002 Page 14

NYC-WTC_000051840

Title
Library

Scan 3066 (38.378 min): 00700.D (-)
161

: 16 Jan 2002
: 508scan
: January 16, 2002

LSCINT.P

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

‘ Data File
Acq On
Sample
Mise

Vial: 5
Operator:

40 60 80 100 120140160 180 200 220 240 260 280 300 320 340 360 380 400
#121623: Ledene$$ 1 H-Cycloprop{e]azulene, 1a,2,3,5,6,7,7a...

107

' I ' ' ' ' I ’ '

4 .beta.-Panasinsene

81 107

38.00 38.20 38.40 38.60 38.80

40 60 80 100120140160 180 200 220 240 260 280 300 320 340 360 380 400
#61947: 2,3-dimethylpyrazolo[1,5-a]pyridin-5-ol

161

38.00 38.'20 38.40 38.60 38.80

005986-49-2 25 0
000000-00-0 22
021747-46-6 22°
000000-00-0 22 er

m/z 55.10 100.00%

1 Palustrol $$ 4aH-Cycloprop[e]azu... 222 C15H260
2 2,3-dimethylpyrazolo[1,5-a]pyrid... 162 C9H10N2O
3 Ledene $$ IH-Cycloprop[e]azulene... 204 C15H24

MAAMrye, A.
38.00 38.20 38.40 38.60 38.80

AMM,...

>0700.D SCAN508.M

Vi I" n i

IM A...

281
" i"'11''1' i'"' ■ i " " i " " r "' i " " i" ■ ■ r 1

MW MolForm

m/ z 43.10

m/z 81.05

95 120

m/z-> 40 60 80 100120140160 180 200 220 240 260 280 300 320 340 360 380 400
Abundance #148517: Palustrol $$ 4aH-Cycloprop[e]azulen-4a-ol, decahy...

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

Peak Number 12 Palustrol $$ 4aH-Cycloprop[... Concentration Rank 5

" i" " r.. ........

0-
n/z->
Abundance

Hit# of 5

0
n/z->
Abundance

133 I

0
/z->

161
135

222

67 93

11′000“

oM



NYC 9/11 Public Portal Document

Tentatively Identified Compound (LSC) summary

2:11 pmoperator ID:

--Internal Standard--
# RTTIC Top Hit name

n-O. .3

-Peno AJ + uore, .
E t hylidenechole.

Thu Jan 17 08:17:12 2002 Page 15

NYC-WTC_000051841

mersrbtmE

4.3 ug/L
0.3 ug/L
0.3 ug/L
0.2 ug/L
0.4 ug/L
0.2 ug/L
0.2 ug/L
6.7 ug/L
2.9 ug/L
0.3 ug/L
1.8 ug/L
0.5 ug/L

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

9.71 7350550
9.71 7350550
9.71 7350550

22.65 13062500
22.65 13062500
34.42 10495600
34.42 10495600
34.42 10495600
34.42 10495600
34.42 10495600
34.42 10495600
34.42 10495600

1
1
1
4
4
6
6
6
6
6
6
6

5.89
6.00

10.10
22.77
24.72
33.59
34.12
35.92
36.30
36.94
37.88
38.38

1574670
109749

99374
144273
246429
120586
109984

3527810
1511370

139843
949795
241229

7H
3-

Jihydrocholestero .cholestan-3-one

Date Acquired: 16 Jan 2002

RT EstConc Units Response

iata File: C:\MSDCHEM\1\5973N\02JAN16\00700.D
fame: 508scan
iisc: January 16, 2002
lethod: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
itle: 508 scan method
ibrary Searched: C:\DATABASE\WILEY7N.L

00700.D SCAN508.M

Resp Cone

5 - (CYCLOHEX - 3 ' -EN..
2 - Propanone ,1,1, • •31 -Limonene $$ Cy. .
ECADEUTSROPHENAN. .
1-Hexadecancic acid
Docosa-2,6,10,14 , . .

Jaluetrol $S 4aH-. .


