
NYC 9/11 Public Portal Document

Quantitation Report (Not Reviewed)

: InstrumenInst
Multiplr: 1.00

Internal Standards

27.73 235 0.00
Spiked Amount 5.000

Qvalue

Fri Feb 01 08:46:15 2002 Page 1

NYC-WTC_000052205

618470
486015
79874

152
136
164
188
240
264

163
165
149

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

System Monitoring Compounds
37) 2,4-DDD

1660033
7129971
3831672
6208603
5137626
3607332

56
17
95

18.34
18.34
31.11

9.71
13.19
18.34
22.65
30.49
34.42

0.00
-0.02
-0.01
-0.02
-0.02
0.00

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
Mise

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

351586
Recovery

3.58 ug/L
= 71.60%

2.44 ug/L #
9.85 ug/L #
0.86 ug/L

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

: C:\MSDCHEM\l\5973N\02JAN31\00845.D . 0
: 31 Jan 2002 6:51 pm ' y”
: 508 scan . AV/P
: January 31, 2002 (WV

MS Integration Params: SPLIT.P V 0
Quant Time: Feb 01 08:46:14 2002 Quant Results File: SCAN508.RES

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

00845.D SCAN508.M

Vial: 6
Operator:

Quant Method : C:\MSDCHEM\l..-\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Fri Jan 11 13:20:07 2002
Response via : Initial Calibration
DataAcq Meth : SCANS08



NYC 9/11 Public Portal Document

(Not Reviewed)Quantitation Report

: C:\MSDCHEM\1\5973N\02JAN31\00845.D
6:51 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:
Quant Results File: SCAN508.RE

9000000

8500000

8000000

7500000

7000000
r

6500000

6000000

5500000

5000000

4500000

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

11T TT

Fri Feb 01 08:46:16 200200845.D Page 2SCAN508.M

NYC-WTC_000052206

2002
SPLIT.P

: 31 Jan 2002
: 508 scan
: January 31,

Data File
Acq On
Sample
Mise

1
1

I

ei
G
g
I

Response via :
Abundance

Ci

Io
U.
2
6

Wo
Q
Q

o I
I
!

9
CD

Initial Calibration
TIC: 00 845.D

I

Ig
£c
<D
&

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
------------0

Time—>

Vial: 6
Operator:

TT7 IIT’U-TTN . . J. r i J . IIII5

Quant Time: Feb 1 8:46 2002

H-PT

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

: C:\MSDCHEM\1\5973N\O2JAN31\00845.D
6:51 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

Signal : TIC

993 1001 rVB2

16582535 100.00%1681 1688 1693 rBV2 6957975

Sum of corrected areas: 90765584

Fri Feb 01 09:19:34 2002 Page 1

NYC-WTC_000052207

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

2.81%
1.42%

93.62%
1.00%

1.00%
1.59%

14.95%
57.63%
4.67%

corr.
% max.

0.89%
1.32%

83.34%
5.92%
0.89%

corr.
area

% of
total

101226
889796

Method
Title

0.350%
1.866%

16.322%
0.242%

13.429%

0.513%
0.259%

17.104%
0.184%

18.270%

0.163%
0.242%

15.226%
1.082%
0.162%

1695 1699 1715 rVB
2127 2133 2137 rBV

817
841
855
875
987

820
849
860
879

224
233
286
555
691

0.182%
0.291%
2.731%
10.529%
0.852%

231 rBV
247 rW
321 rBV3
563 rBV
697 rBV4

5.931
6.034
6.639
9.710

11.263

15.190
16.857
18.341
18.433
22.645

825 rBV
855 rBV8
865 rBV
885 rVB

16
17
18
19
20

11
12
13
14
15

1
2
3
4
5

1031 1035 1045 rVB
1177 1181 1187 rBV
1305 1311 1315 rBV
1315 1319 1323 rW

6
7
8
9

10

12.736
13.067
13.192
13.409
14.711

165017
264334

2478959
9556526
773757

22.771
27.726
30.489
31.105
34.416

221
231
283
551
673

Data File
Acq On
Sample
Mise

1.92%
10.22%
89.34%
1.33%

73.51%

2002
LSCINT.P

69600
100103
188524

4839920
88501

250062
128236

7621084
80199

317627
1694123

14814381
219927

12189138

148031
219705

13820154
982224
147135

76217
41818

7051871
566894
43665

465670
234961

15524771
166609

: 31 Jan 2002
: 508 scan
: January 31,

Vial: 6
Operator:

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

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

Peak Location: TOP

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

00845.D SCAN508.M

2369 2375 2381 rBV2 5781745
2423 2429 2441 rW 58928
2713 2719 2753 rBV 4379420

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

C:\MSDCHEM\1\5973N\02JAN31\00845.D

6:51 pm using AcqMethod SCAN508

2002

Abundance TIC: 00845.D
13.19

7000000

6000000

9.715000000

4000000

3000000

2000000

1000000

TIC: 00845 D
1834

22.657000000

6000000

5000000

4000000

3000000

2000000

27/1000000

O——

7000000

30.496000000

5000000
34.42

4000000

3000000

2000000

1000000

0
28.00

Fri Feb 01 09:19:34 2002SCAN508.M

NYC-WTC_000052208

File
Operator
Acquired
Instrument
Sample Name
Mise Info
Vial Number
Quant File

6
SCAN508.RES (RTE Integrator)

31 Jan 2002
Instrumen

508 scan
January 31,

8.00

11.26
) 1 1 “

16.86

17.00

oi
Time->
Abundance

Time->
00845.D

■ i 1 ' ' ' i ■ ‘ ■ T
38.00 39.00

Page 2

T
10.00

R U T
4.00

34.00 35.00 36.00 37.00

1 31-11
1 i 1 1 r1 1 ' ■ 1 I "■ r 1 1 i 11.. r "I 1 r r

29.00 30.00 3100 32.00 33.00

Time—> 16.00
Abundance

56203 6.64
1 1 r1 * 1 1 T1 ■ v ’ ■

5.00 6.00 7.00

111.43 22.77
rfi i l , I I < ~ I I I I I P-T(i IM—I I I II I t 1 1 j I

18.00 19.00 2000 21.00 22.00 23.00 24.00 25.00 26.00 27.00
TIC: 00845. D

3.41 ...
12.78.7) 14.77519. --T-Tr -11"/

1100---12.00— 13.00 ______ _
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00845.D
6:51 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

0.35 ug/L 1,4-Dichlorobenzene-d4 9.711650175.93

CAS#Tentative ID Qual

m/z

5000

43 TTI
6.0055 1l 43.10■ । ■ ■' ■ । ■ ■ ■1 r'

5000

43

55 a

5000

43

73

5000

-

Fri Feb 01 09:19:34 2002 Page 3

NYC-WTC_000052209

174 C8H14O4
174 C8H14O4
73 C3H7NO
88 C5H120

Title
Library

: 31 Jan 2002
: 508 scan
: January 31,

Data File
Acq On
Sample
Mise 2002

LSCINT.P

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

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

6.20
23.90%

m/z—>
Abundance

TTTTUTTT

-A
5.60

m/ z

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

70

1 1 i ' 1
5.60

m/z
10 20 30 40 50 60 70

10 20 30 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

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

27
111" " r i1

TTTTTTT

55 ,T

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

Abundance Scan 224 (5.931 min): 00845.D (-)
70

TTrrT
6.20

9.69%

015745-87-6 36
000000-00-0 36
000627-45-2 9
001634-04-4 9
73.10 100.00%

—

5.80

Vial: 6
Operator:

00845.D SCAN508.M

MW MolForm

5.60 5.80 6.00 6.20

27
........... igimm ’4

TTTUTTm

|...... 87...... 103........................................................

80 90 100 110 120 130 140 150 160 170 180

, 87 113 1740000—ma00—*me*mBn—uTTO—TTnIr

CInnn 1107’ , । .
5.60 5.80 6.00

m/ z 41.10

*********************************************************************
Peak Number 1 3 -(CYCLOHEX-3'-EN-YL)PROPAN. .. Concentration Rank 7

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

|......87.............. 113........................................174

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

0
m/z->

01
m/z—>
Abundance

Hit# of 5

0-
m/z~>
Abundance

15M
44 58

—AMA—
5.80 6.00 6.20
45.10 9.26%

5.60 5.80 6.00 6.20
m/z 71.1.0 8.11%
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00845.D
6:51 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

Relative to ISTD R.T.AreaEstConcR.T.

0.55 ug/L 1,4-Dichlorobenzene-d4 9.712643346.03

CAS# QualTentative ID

m/ z
43

59
5000

101

59
5000 101

I Fi-TTH+TH0 r " ■ i

59
5000

101

r

41.10

5000
59

— , A,.
25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110115120

Fri Feb 01 09:19:34 2002 Page 4

NYC-WTC_000052210

116 C6H1202
116 C6H1202
116 C6H1202
116 C6H1202

Title
Library

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

LSCINT.P

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

- Data File
Acq On
Sample
Mise

1 2-Pentanone,
2 2-Pentanone,
3 2-Pentanone,
4 2-Pentanone,

Abundance

1" i' FITT

4-hydroxy-4-methyl-...
4-hydroxy-4-methyl-...
4-hydroxy-4-methyl-...
4 -hydroxy-4 -methyl-

Scan 233 (6.034 min): 00845.D (-)

—
5.60

TOupn
25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120

#16613: 2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton...
43

5.80
25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120

#16606:2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton...
43

1 1 1 ■
6.40

A
5.60
m/ z

6.40
8.81%

51'p । ''Jl' H

I

......rrr

6.00 6.20

31
-----

5.80 6.00 6.20

71 83 |1T]
m/z-> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120
Abundance #16599: 2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton...

43

........... 111111",

83
TTTHTTTTTT

Vial: 6
Operator:

30845.D SCAN508.M

MW MolForm

000123-42-2 83
000123-42-2 78
000123-42-2 74
000123-42-2 74
43.10 100.00%

-----

Concentration Rank 5

—pen—IueTettrTurt
5.60 5.80 6.00 6.20 6.40
m/z 59 10 53.50%

112
11" " iH " i

Peak Number 2 2-Pentanone, 4-hydroxy-4-me..

nf । ! । i । O / । > i r । rr 1 . । i ,
5.60 5.80 6.00 6.20 6.40
m/z 58.10 22.17%

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

0
m/z->

01
rn/z->
Abundance

Hit# of 5

83 191TTTTLW)"

01
n/z->
Abundance

83InunmmnHUDtmntr

5.60 5.80 6.00 6.20 6.40
m/z 101.10 21.76%

-p-rrrp-
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00845.D
6:51 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

5.19 ug/L 1,4-Dichlorobenzene-d4 9.7124789606.64

CAS# QualTentative ID

Abundance

5000
43

Tr" 1 1 ' 1
6.40

31.54%43.10v

5000

0

m/z 100.10 13.06%5000
43

100
0

43

5000

100

TTT
20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105

Fri Feb 01 09:19:34 2002 Page 5

NYC-WTC_000052211

Title
Library

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

LSCINT.P

6.20
m/ z

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

. Data File
Acq On
Sample
Mise

+TTTTT

491TTH+

Scan 286 (6.639 min): 00845.D (-)
58

51 . ,TTTTT rti t

4TI
m/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #15911: 2-Pentanone, 4-amino-4-methyl- (CAS) $$ DIACETONEA...

58

r 1" i'
. 84111 ।।.... । ■... । ।' 111 >. 1111 >!! ।.

1 2-Pentanone, 4-amino-4-methyl- $... 115 C6H13NO
2 2-Pentanone, 4-amino-4-methyl- (... 115 C6H13NO
3 ETHER, ISOPROPENYL ISOPROPYL 100 C6H120
4 1-Propene, 2-(1-methylethoxy) $$ . .. 100 C6H12O

n/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #8497: ETHER, ISOPROPENYL ISOPROPYL

58

Vial: 6
Operator:

MW MolForm

00845.D SCAN508.M

'I'1 1 1 1 T ' ' ' ' t ' 111 1 1 '
6.20 6.40 6.60 6.80 7.00

11———

n/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #15910:2-Pentanone, 4-amino-4-methyl- $$ Diacetonamine $$...

58

620 6.40 6.60 6.80 7.00
m/z 42.10 17.62%

6.20 6.40 6.60 6.80 7.00
m/z 59.10 8.98%

42
। 30 35 | 49 . ,TTTUTTTITTTTTTTTTTTTTTTTTTf

0 ,113) —

TTTT

6.60 6.80 7.00

0
m/z->

100
I 83 II | TTTi । i iii । . . i | i H i | । I i . । i . . , । , H , | I , ,

6.20 6.40 6.60 6.80 7.00

Hit# of 5

_ 10084 ।
TOTTTLUTTTTTTTTTTTLTTTTTTTTTTTTTTTTTT

*********************************************************************
Peak Number 3 2-Pentanone, 4-amino-4-meth... Concentration Rank 1

000625-04-7 64
000625-04-7 64
000000-00-0 45
004188-63-0 45

m/z 58.10 100.00%

. 27 38,
" I " " I'1 " 111 " I111 'T1'

TTTTTTTTTTTTTTTTT

85
'l""T
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00845.D
6:51 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

1.62 ug/L 1,4-Dichlorobenzene-d4 9.7177375711.26

CAS# QualTentative ID

42 1265000

14198

50.53%1

5000 T
11.00 11.20 11.40 11.60

42 m/z 126.1070 45.61%
11398

5000
43

5000

42

Fri Feb 01 09:19:35 2002 Page 6

NYC-WTC_000052212

Title
Library

2002
LSCINT.P

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

. Data File
Acq On
Sample
Mise

: 31 Jan 2002
: 508 scan
: January 31,

77-+
80

#37080: Cyclohexanone, 2-(dimethylamino)- $$ 2-(Dimethylam...
84

#15955: N-Methyl-L-prolinol $$ (S)-(-)-1-Methyl-2-pyrrolid...
84

■ ■ i ■
30

#3160: Acetonitrile, (dimethylamino)- (CAS) $$ N.N-DIMETHY...
84

■ ■ i ■
30

80
1 ' i 1

30

11.00 1120 11.40 11.60

............ I l . . . ■
90 100 110

Vial: 6
Operator:

30845.D SCAN508.M

MW MolForm

40 50 60 70

30ITTTTT
» 30 40

Hit# of 5

40 50 60 70

-l..52.777..67..... I
40 50 60 70 80

1 1 , 1 1 ' 1 1 '1 , 1 1 .... । । ।

11.00 11.20 11.40 11.60
m/z 41.05 20.80%

W/U
P—

11.00 11.20 11.40 11.60
m/z 44.10 19.14%

11.00 11.20 11.40 11.60

Oh
m/z-> 20
Abundance

Oh
m/z-> 20
Abundance

Oh
n/z-> 20
Abundance

Oh
/z-> 20

*********************************************************************
Peak Number 4 Cyclohexanone, 2-(dimethyla... Concentration Rank 2

1 Cyclohexanone, 2-(dimethylamino)... 141 C8H15NO
2 Acetonitrile, (dimethylamino)- (... 84 C4H8N2
3 N-Methyl-L-prolinol $$ (S)-(-)-l... 115 C6H13NO
4 Piperidine, 2-methyl- (CAS) $$ 2... 99 C6H13N

Abundance Scan 691 (11.263 min): 00845.D (-)
8|4

56 70ill ....I'... ''I''1'11111 r1'''I' ■ ' I ' 1 ' 1 1'
90 100 110 120 130 140

!............................115..........................
90 100 110 120 130 140

006970-60-1 59
000926-64-7 43
034381-71-0 37
000109-05-7 32

m/z 84.05 100.00%

57 70 |
-----

50 60 70 80

90 100 110 120 130 140

141
I

120 130 140

58
——I , 1 „ I l r r
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00845.D
6:51 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

0.21 ug/L Naphthalene-d8 13.1914803112.74

CAS#Tentative ID Qual

(CAS) $$ 2-M... 170 C12H26

71

855000

■ ■ i ■ ■ ■ ■ i
12.40 12.60 12.80 13.00

96.86%1—

57

5000 71 12.40 12.60 12.80 13.00
27 85 68.09%

12.40 12.60 12.80 13.0071
5000

85

5743

715000-

85

—

Fri Feb 01 09:19:35 2002 Page 7

NYC-WTC_000052213

212 C15H32
226 C16H34
170 C12H26

Title
Library

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

LSCINT.P

1 Undecane, 2-methyl-
2 pentadecane

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

■ Data File
Acq On
Sample
Mise

AA/

226
■ ' i 1 1
220

#74410: Undecane, 2-methyl- (CAS) $$ 2-Methylundecane $$ 2...
4

43 57

60

99 4 127
. . 113 ||

3 Hexadecane
4 Undecane, 2-methyl- $$ 2-Methylu...

Abundance Scan 820 (12.736 min): 00845.D (-)

Vial: 6
Operator:

. W,

10845.D SCAN508.M

NV
12.40 12.60 12.80 13.00

MW MolForm

NAN‘"UkU

d
40

11
80

m/z43.10

A)
—P—mTOTTTTTTT

Hit# of 5

O-T
m/z-> 20
Abundance

99 113 127
1PTPP—1 i ■ • ■ ' I ■ ' ■ ■ i ■ '
100 120 140 160 180 200

0 i r ■ r 1 i 1 ■

m/z-> 20 40
Abundance

*********************************************************************
Peak Number 5 Undecane, 2-methyl- (CAS) $... Concentration Rank 11

—
60

0 1.-PT
n/z-> 20 40
Abundance

———l
60 80

007045-71-8 83
000629-62-9 64
000544-76-3 53
007045-71-8 53

m/z 57.10 100.00%

V , pt 7 , , ।

Id ,i 11..............................................................
100 120 140 160 180 200 220

m/z85.1046.98%

11/AVs/, 99 113 127 141 155 168 212T-——nmm—TmTTETTTTOTTTT
80 100 120 140 160 180 200 220

#154905: Hexadecane

0-
/z-> 20 40

12.40 12.60 12.80 13.00
m/z 41.10 41.63%

. 99 114 127 155 170। » ■ ■ r 1 1 r । • ''' । ii '*1^1 । । 'i । n i ‘ t i i i । i i i y i r
60 80 100 120 140 160 180 200 220

#134049: pentadecane

m/z 71.10

57
43
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00845.D
6:51 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

Relative to ISTD R.T.AreaEstConcR.T.

0.32 ug/L Naphthalene-d8 13.1921970513.07

CAS# QualTentative ID

126
84

585000 140
42

70 155

11 1 11 ■ i •'

55

5000 42 83
126 59 29%7027

11 ‘1111 ■1■ i''

55

5000 42 83
126

7027

0 ' 11 11 ' I 1 1 1 1 1 ’11
100 110 120 130 140 150 16040

#23113: 1-Octene, 2-methyl- (CAS) $$ 2-Methyl-1 -octene $$ ...
84 98 11 1261

53 68 44.92%

5000

T-p-rTT-p-T

100 110 120 130 140 150 160

Fri Feb 01 09:19:35 2002 Page 8

NYC-WTC_000052214

Title
Library

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

LSCINT.P

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

. Data File
Acq On
Sample
Mise

4 Cyclooctanone
Abundance

#22844: Cyclohexanone, 2-ethyl-
98

#22845: Cyclohexanone, 2-ethyl- (CAS) $$ 2-Ethylcyclohexan...
98

1T

Scan 849 (13.067 min): 00845.D (-)
98

T-p-T

60
' ' i ' •
50

’’I’’
50

' l '1
60

' ' 1 1 1
90

100 110 120 130 140 150 160

90 100 110 120 130 140 150 160

■ ’ i ■

90

TIT
90

I—

44

3 1-Octene, 2-methyl-

A.
12.80 13.00 13.20 13.40

■ i ■ '1' i ■' 1 r i
20 30 40

m/z-> 20 30
Abundance

(CAS) $$ 2-M... 126 C9H18
126 C8H140

111
......... I..........
i ’ ■111 ■1111 ■1

Vial: 6
Operator:

111ana/.. ..

1 Cyclohexanone, 2-ethyl- 126 C8H14O
2 Cyclohexanone, 2-ethyl- (CAS) $$... 126 C8H140

0845.D SCAN508.M

MW MolForm

Concentration Rank 8

■ I ■ ’ 1 1 I ‘ 1

Peak Number 6 Cyclohexanone, 2-ethyl-

m/z 58.10

112

!..। ..
I ' ' ' ’ I ' ' * 'Trv

. K
12.80 13.00 13.20 13.40

m/z 84.05

70 80

70 80

I1 1 ।i1'' IT11111'
60 70 80

‘1′11′11
70 80

' 1 i~ l ‘ ■ 1 ■ । V: . . । in । 1
12.80 13.00 13.20 13.40

m/z 83.10 56.49%

Hit# of 5

01
m/z->
Abundance

0
m/z->
Abundance

12.80 13.00 13.20 13.40
m/z 126.10 74.32%

12.80 13.00 13.20 13.40

i '''111''1 1

Opm ।, i P । J.. 11 >
m/z-> 20 30 40 50 60

004423-94-3 46
0044 23-94-3 43
004588-18-5 42
000502-49-8 38

m/z 98. 10 100.00%



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00845.D
6:51 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

1.42 ug/L Naphthalene-d8 13.1998222413.41

CAS# QualTentative ID

Scan 879 (13.409 min): 00845.D (-)
57

43

71
5000

85

13.00 13.20 13.40 13.60 13.80
71.05%

71
5000

85 51.66%
170

30.59%715000

85

30.32%

5000 71

85

Fri Feb 01 09:19:35 2002 Page 9

NYC-WTC_000052215

170 C12H26
170 C12H26
170 C12H26
212 C15H32

$$ n-Dodecane $$ ...
$$ n-Dodecane $$ ...
$$ n-Dodecane $$ ...

Title
Library

2002
LSCINT.P

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

■ Data File
Acq On
Sample
Mise

: 31 Jan 2002
: 508 scan
: January 31,

4
60

——

1 Dodecane (CAS)
2 Dodecane (CAS)
3 Dodecane (CAS)
4 pentadecane

Abundance

TT’
50

PTrr

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

70 80 90 100 110 120 130 140 150 160 170

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

170
11111 ’ 11' 111' ।1' |11'11

1Tnr
50

. - — — A
13.00 13.20 13.40 13.60 13.80

Vial: 6
Operator:

00845.D SCAN508.M

, 99 113
TITTTTTTTLTTITTTTtrr

MW MolForm

-......... 1—
20 30 40

____________ _
i ' ' ' ■ i ' ■ 1 ' i 1 ' ' 1 I ■ ' ■ * i 1 '

13.00 13.20 13.40 13.60 13.80

-
20 30 40

127
TTTTTT

m/ z 41.10

m/ z 43.10

— J l A ... _i , , 1 1 1 T, । ... i I ( 1T13s I
13.00 13.20 13.40 13.60 13.80

m/ z 85.10

********************************************************  * * * * *** ******
Peak Number 7 Dodecane (CAS) $$ n-Dodecan... Concentration Rank 3

o1
n/z->
Abundance

| 99 113 127 141
TIIIutuugn

Hit# of 5

0
n/z->

000112-40-3 94
000112-40-3 91
000112-40-3 90
000629-62-9 90

m/z 57.10 100.00%

01
m/z—>
Abundance

111111

#74398: Dodecane (CAS) $$ n-Dodecane $$ Ba 51-090453 $$ Ad...
43 57

01
m/z->
Abundance

—A

#74393: Dodecane (CAS) $$ n-Dodecane $$ Ba 51-090453 $$ Ad...
43 57

99 112 127 141 170
1 '11111 rg’lv 1111 < i'i । > 1111....... .......... Dm h ' PTT

#74405: Dodecane (CAS) $$ n-Dodecane $$ Ba 51-090453 $$ Ad...
43 57

27
■ । < ।11 j । >1111 ■ ■ > I»<

20 30 40 50

m/z 71.10

-AM ) SPM i
13.00 13.20 13.40 13.60 13.80

| , 98 112 127 170
ITTTTT . t ] i r. . | > < I I I i . . . fl'l I I | I I I'I | I I I I | I I t > | . I i IITTT. | . > n7

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



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00845.D
6:51 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

0.21 ug/L Naphthalene-d8 13.1914713514.71

CAS# QualTentative ID

57

71

5000 43

66.06%0 4TTT

43
71

5000

43.15%

715000-

9842 113 141

57

71
5000

27
42

Fri Feb 01 09:19:35 2002SCAN508.M Page 1030845.D

NYC-WTC_000052216

Title
Library

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

LSCINT.P

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

. Data File
Acq On
Sample
Mise

n/z->
Abundance

184
r1"1 r

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

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
#93403: Undecane, 2,6-dimethyl- $$ 2,6-Dimethylundecane

57

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
#38846: Octane, 2,6-dimethyl-

22.52%

1' i ■1 ’1T^' 1120 r11uin ।
14.40 14.60 14.80 15.00

136
'' I " *11

■ 1 i ■ 1 1 1 i ■ ■ ■ ' i ■ ■ 4 1 t 1 ‘ ' 1 i
14,40 14.60 14.80 15.00

T‘‘‘‘11"1111111011711111-TT7779B11III‘II

19.99%

Vial: 6
Operator:

lr""'l

-AAA
14.40 14.60 14.80 15.00

MW MolForm

, MAAWwaA—l !
14.40 14.60 14.80 15.00

1 Octane, 2,6-dimethyl- (CAS) $$ 2... 142 C10H22
2 Undecane, 2,6-dimethyl- $$ 2,6-D... 184 C13H28
3 Octane, 2,6-dimethyl- 142 C10H22
4 Decane, 2-methyl- 156 C11H24

Abundance Scan 993 (14.711 min): 00845.D (-)

m/ Z 41.10

m/z 56.10

m/z71.10

m/z43.10

POI’uC—OtIrr

RR 113

1 97 1I... ....A... A"!-.
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #38850: Octane, 2,6-dimethyl- (CAS) $$ 2,6-Dimethyloctane

57

0
m/z->

*********************************************************************
Peak Number 8 Octane, 2,6-dimethyl- (CAS)... Concentration Rank 12

Hit# of 5

O-TTTTT

....... 1,1. U

0 ' ।,1
m/z-> 20
Abundance

J

14.40 14.60 14.80 15.00

113

992■ ■ ■11 ■1 ■ ■ i1 ■ ■' r ' ■ ■ i11 ■ ■ i ■11111 ■ ■111 ■ ■ ■ I'1111111 ■ i " 1 ■ i ■1111'

002051-30-1 72
017301-23-4 64
002051-30-1 59
006975-98-0 59

m/z 57.10 100.00%

i'1'' i " '1 r '1 ■ i1

RR 11385 il 142
I I I I | I I1! I | I U! | I! I r [1* I 1 | II II | III >| I > I, I II I ! j I I I I | I I M | I 1 I I | I



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\l\5973N\02JAN31\00845.D
6:51 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

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

0.67 ug/L Naphthalene-d8 13.1946567015.19

CAS# QualTentative ID

1 Tridecane 184 C13H28

Scan 1035 (15.190 min): 00845.D (-)Abundance
57

43
71

5000 85

70.94%

5743

71
5000

85
m/ z 57.16%71.10

184
TTTTT

71
38.15%5000

85

TTTT’T
50 60

14.80 15.00 15.20 15.40 15.60
27.68%

71
5000

85

184—HpTT

Fri Feb 01 09:19:36 2002 Page 11

NYC-WTC_000052217

Title
Library

2002
LSCINT.P

: 31 Jan 2002
: 508 scan
: January 31,

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

. Data File
Acq On
Sample
Misc

-
70

27

#93374: Tridecane (CAS) $$ n-Tridecane $$ Tridecane, n-
43 57

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

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
#93367: Tridecane

#93376: Tridecane (CAS) $$ n-Tridecane $$ Tridecane, n-
43 57

14.80 15.00 15.20 15.40 15.60

2 Tridecane (CAS) $$ n-Tridecane $... 184 C13H28
3 Tridecane (CAS) $$ n-Tridecane $... 184 C13H28
4 Heptadecane (CAS) $$ n-Heptadeca... 240 C17H36

, i i I', i rr j i i'i , । i i । i । TTTTT I MIT
141 155

99 112 127

Vial: 6
Operator:

00845.D SCAN508.M

11 rri i11" 11
20 30 40

—01—001101’’
20 30 40 50

MW MolForm

Concentration Rank 4

THTTTTTIuumtumn

1 rr nd
20 30 40

TITTOOTTTTTTT

Peak Number 9 Tridecane

m/z 43.10

m/z85.10

..... ........... J t —_TCpnDnTTTTTTTT
14.80 15.00 15.20 15.40 15.60Hl

. 99 H3 127Tt

v
14.80 15.00 15.20 15.40 15.60

W _ j—P41Pr

0-
m/z->
Abundance

99 113 127 141 184
TIWTTTTTTTTTTIPITTTTTT
80 90 100 110 120 130 140 150 160 170 180 190

A .TP* "I 11 I nufrrem T
14.80 15.00 15.20 15.40 15.60

0-
n/z->
Abundance

0
n/z->

Hit# of 5

01
n/z->
Abundance

99 112 126 141 155 184
TTTTHTTTTTTTTTTTTTTTTTTTTTTTTTTTTTTTTTTTTT

000629-50-5 96
000629-50-5 95
000629-50-5 94
000629-78-7 91

m/z 57.10 100.00%

m/z 41.10



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00845.D
6:51 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.30 ug/L Acenaphthene-dl0 18.3423496116.86

CAS# QualTentative ID

m/ zScan 1181 (16.857 min): 00845.D (-)
57

43 71
5000 85

198 65 71%+r +rr

43

71
5000

85
62.19%

71

38.43%5000 85

155 168
'll1'"!''11'

24.42%71

855000-

198141
0 Tp-T

Fri Feb 01 09:19:36 2002 Page 1200845.D SCAN508 .M

NYC-WTC_000052218

000629-59-4
000629-59-4
000629-59-4
000629-59-4

(CAS)
(CAS)
(CAS)
(CAS)

198 C14H30
198 C14H30
198 C14H30
198 C14H30

96
95
93
93

$$ n-Tetradeca.. .
$$ n-Tetradeca...
$$ n-Tetradeca...
$$ n-Tetradeca...

Title
Library

2002
LSCINT.P

1 Tetradecane
2 Tetradecane
3 Tetradecane
4 Tetradecane

Abundance

: 31 Jan 2002
: 508 scan
: January 31,

#113301: tetradecane (CAS) $$ n-Tetradecane $$ Isotetradecane
57

#113293: Tetradecane (CAS) $$ n-Tetradecane $$ Isotetradecane
57

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

. Data File
Acq On
Sample
Mise

-

99M

-4l
40

+

'■ 11 ■ r111 r. 1. | '-.-n

50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
#113303: Tetradecane (CAS) $$ n-Tetradecane $$ Isotetradecane

57

ml
50

11111
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

NV
16.60 16.80 17.00 17.20

60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
TTTTTTTTTTT

155______________
'i" " i11 " i'1" 111

198
THPPP

16.60 16.80 17.00 17.20

113 127 141

113 127

Vial: 6
Operator:

MW MolForm

57.10 100.00%

m/ z 85. 10
1

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

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

Peak Number 10 Tetradecane (CAS) $$ n-Tetr... Concentration Rank 9

198
TIT...... I

0 i " " r '
m/z-> 30 40
Abundance

Hit# of 5

H
A A......, y , .

16.60 16.80 17.00 17.20

0
m/z-> 30
Abundance

0 | ! I । I | I

miz-> 30 40
Abundance

16.60 16.80 17.00 17.20.. 99 113 127 140
rp/ I | rrrl | , I FT’H , I | II MI I > ! | | | | , | , I . | . . . . | I I I

, 99 113 127 141 154
TTTTWTTTTUTTH!*

A/..../ p.ll

16.60 16.80 17.00 17.20

m/ z 43.10

m/ z 41.10

m/z 71.10



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00845.D
6:51 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

********************************************************** *** * * ******
Concentration Rank 10

Relative to ISTD R.T.AreaEstConcR.T.

0.21 ug/L Acenaphthene-dl0 18.3416660918.43

CAS# QualTentative ID

m/ zScan 1319 (18.433 min): 00845.D (-)Abundance
57

7143
85

5000

72.90%rr0

#134012: PentadecaneAbundance
57

71
5000 85

68.24%

0

#134014: Pentadecane (CAS) $$ n-PentadecaneAbundance
57

43

71 53.66%5000
85

99 168—0 TTTTTTTTTTT

Abundance #134048: pentadecane
57

m/ Z 30 84%41.1071
5000 85

18.00 18.20 18.40 18.60 18.80

Fri Feb 01 09:19:36 2002 Page 13SCAN508.M90845.D

NYC-WTC_000052219

Title
Library

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

LSCINT.P

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

, Data File
Acq On
Sample
Mise

Tp

113 127 141

18.00 18.20 18.40 18.60 18.80

H

99H,

m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210

m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210

m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210

m/z-> 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190 200 210

Vial: 6
Operator:

MW MolForm

212
i"n ।11"i1

|

AMAudVNna—

'11' I " "I ""I" " I 11' " ' I' H1

Peak Number 11 Pentadecane

113 127 141 155 169
I"1 ■ i1 ■1 ■ i" " I'" " i' i" ”i'

m/z 4 3.10

m/z 71.10

m/z85.10

99 113 127 141 155 169
1 "| TTTT > < । h । > rr i |'i 11 11 r l‘i 11 nm

18.00 18.20 18.40 18.60 18.80

+ I''111
212
TTTT

Hit# of 5

1 Pentadecane 212 C15H32
2 Pentadecane (CAS) $$ n-Pentadecane 212 C15H32
3 pentadecane 212 C15H32
4 Pentadecane 212 C15H32

OTTTT

। ? 113 127 141 212
ri n I | MI I I I I | P. . . | . I I1' | I III |'l I I I | II I I | (I ■ I | I I । I | > ' l | ' ■ ' ■ | । | l । | ‘

A 0 w 1 ।
18.00 18.20 18.40 18.60 18.80

212
TTTT

r " ' i" " 1111 I' mim 1111' 11'

000629-62-9 95
000629-62-9 95
000629-62-9 94
000629-62-9 94
57.10 100.00%

----APPPPP
18.00 18.20 18.40 18.60 18.80



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN31\00845.D
6:51 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

0.38 ug/L Phenanthrene-dl0 22.6531762722.77

CAS# QualTentative ID

Abundance Scan 1699 (22.771 min): 00845.D (-)
188

5000

94
80

18.56%0 ., 111 rrll . 11111

5000

14.75%

—lTTTfTHT

188

11 62%5000

rr ‘I

188
10.51%

5000

80 94
66

TrTTTT ............................... ’

m/z—> 22.40 22.60 2280 23.00 23.20

Fri Feb 01 09:19:36 2002 Page 14

NYC-WTC_000052220

Title
Library

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

LSCINT.P

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

. Data File
Acq On
Sample
Mise

66
TT

m/z189.20

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

. । , . . , । , r, ~ l . , । । । , . , , । .
22.40 22.60 22.80 23.00 23.20

-+++-

1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10
2 Anthracene-dlO- 188 C14D10
3 Anthracene-DlO 188 C14D10
4 Cycloheptanone, 4-phenyl-188 C13H160

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

60 70 80 90 100 110 120 130 140 150 160 170 180 190
#84498: Anthracene-D10

Vial: 6
Operator:

00845.D SCAN508.M

158
mmTTPTTTHTTT

66
■ ■ i ■r ■ ■ i ■ ■»■ । < l. ।.

40 50 60 70

... . .

22.40 22.60 22.80 23.00 23 20

MW MolForm

22.40 22.60 22.80 23.00 23.20

80 94

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

22.40 22.60 22.80 23.00 23.20

m/ z 94.10

m/z 80.10

160 , .
dl 180. ।11*0——————

80 94

TTTT7

*********************************************************************
Peak Number 12 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 6

o1
n/z->
Abundance

0‘i' 1111 >> । ■
m/z-> 40 50
Abundance

43 52 66

m/z-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10

188

Hit# Of 5

132 158 |
-----

O'. । ।।। I. । k
40 50 60 70

m/ z 184.10

001517-22-2 87
001719-06-8 78
000000-00-0 59
067688-28-2 50

m/z 188.15 100.00%

160
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Tentatively Identified Compound (LSC) summary

Date Acquired: 31 Jan 2002 6:51 pmOperator ID:

--1nternal Standard--
#TIC Top Hit name RT

4-am...

Fri Feb 01 09:19:36 2002 Page 15

NYC-WTC_000052221

2 -Pentanone,
2 -Pentanone,

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 9556530
9.71 9556530
9.71 9556530
9.71 9556530

13.19 13820200
13.19 13820200
13.19 13820200
13.19 13820200
13.19 13820200
18.34 15524800
18.34 15524800
22.65 16582500

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

5.93
6.03
6.64

11.26
12.74
13.07
13.41
14.71
15.19
16.86
18.43
22.77

0.3 ug/L
0.6 ug/L
5.2 ug/L
1.6 ug/L
0.2 ug/L
0.3 ug/L
1.4 ug/L
0.2 ug/L
0.7 ug/L
0.3 ug/L
0.2 ug/L
0.4 ug/L

165017
264334

2478960
773757
148031
219705
982224
147135
465670
234961
166609
317627

/EN...
-hy...

RT EstConc Units Response

Data File: C:\MSDCHEM\1\5973N\02JAN31\00845.D
Name: 508 scan
Mise: January 31, 2002
Method: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title: 508 scan method
Library Searched: C:\DATABASE\WILEY7N.L

00845.D SCAN508.M

3- (CYCLOHEX-3’

Resp Cone

Cyclohexanone , 2 - . . .
Undecane, 2-methy . . .
Cyclohexanone, 2-...
Dodecane /(CAS) $$. . .
Octane, 2 , 6-dimet . . .
Tridecane \
Tetradecane CAS) . . .
Pentadecane \
DECADEUTEROPHENAN. . .


