NYC 9/11 Public Portal Document

Quantitation Report (Not Reviewed)
. Data File : C:\MSDCHEM\1\5973N\02JAN31\00845.D . Vial: 6
Acg Onv : 31 Jan 2002 6:51 pm ’ Y Operator:
Sample : 508 scan Inst : Instrumen
Misc : January 31, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Feb 01 08:46:14 2002 Quant Results File: SCAN508.RES
Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator) \Ql/ 3
Title : 508 scan method gff
Last Update : Fri Jan 11 13:20:07 2002 'Q
Response via : Initial Calibration
DatalAcg Meth : SCAN508
Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorocbenzene-d4 9.71 152 1660033 20.00 ug/L 0.00
10) Naphthalene-ds8 13.19 136 7129971 20.00 ug/L -0.02
17) Acenaphthene-d10 18.34 164 3831672 20.00 ug/L  -0.01
29) Phenanthrene-dilo0 22.65 188 6208603 20.00 ug/L -0.02
38) Chrysene-di2 30.49 240 5137626 20.00 ug/L ~-0.02
44) Perylene-di2 34.42 264 3607332 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 351586 3.58 ug/L 0.00
Spiked Amount 5.000 Recovery = 71.60%
Target Compounds Qvalue
20) Dimethylphthalate , 18.34 163 618470 2.44 ug/L # 56
21) 2,6-Dinitrotoluene 18.34 165 486015 9.85 ug/L # 17
42) Bis(2-ethylhexyl)phthalate 31.11 149 79874 0.86 ug/L 95
(#) = qualifier out of range (m) = manual integration
00845.2 SCAN508.M Fri Feb 01 08:46:15 2002 Page 1
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Document

Quantitation Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN31\00845.D Vial: 6
Acg On : 31 Jan 2002 6:51 pm Operator:
Sample : 508 scan Inst : Instrumen

- Misc : January 31, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P
Quant Time: Feb 1 8:46 2002 Quant Results File: SCANS08.RE

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

Last Update : Fri Jan 11 13:20:07 2002

Response via : Initial Calibration

Abundance TIC: 00845.D

Py Ty
Time--> 400 6.00 800 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.
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LSC Area Percent Report

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

Data File Vial: 6

Acg On 31 Jan 2002 6:51 pm Operator:

Sample 508 scan Inst Instrumen
Misc : January 31, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Smoothing OFF Filtering: 5

Sampling : 2 Min Area: 100 Area counts
Start Thrs: 0.2 Max Peaks: 20

Stop Thrs 0 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Signal TIC
peak R.T. first max
# min scan scan
1 5.931 221 224
2 6.034 231 233
3 6.639 283 286
4 9.710 551 555
5 11.263 673 691
6 12.736 817 820
7 13.067 841 849
8 13.182 855 860
9 13.40°9 875 879
10 14.711 987 993
11 15.190 1031 1035
12 16.857 1177 1181
13 18.341 1305 1311
14 18.433 1315 1319
15 22.645 1681 1688
16 22.771 1695 1699
17 27.726 2127 2133
18 30.489 2369 2375
19 31.105 2423 2429
20 34.416 2713 2719

00845.D SCAN508.M

NYC-WTC_000052207

last
scan
231
247
321
563
697

825
855
865
885
1001

1045
1187
1315
1323
1693

1715
2137
2381
2441
2753

Sum

PK

TY
rBV
rvv
rBV3
rBvV
rBv4

rBV
rBvVS8
rBV
rVB
rVB2

rVB
rBV
rBV
rvv
rBV2

rVB
rBV
rBV2
rvv
rBV

peak
height
69600
100103
188524
4839920
88501

76217
41818
7051871
566894
43665

250062
128236
7621084
80199
8957975

101226
889796
5781745
58928
4379420

of corrected

165017
264334
2478959
8556526
773757

148031
219705
13820154
982224
147135

465670
234961
15524771
166609
16582535

317627
1694123
14814381
219927
12189138

areas:

Fri Feb 01 09:19:34 2002

100.
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0.163%
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00845.D SCAN508.M

NYC-WTC_000052208

LSC Report - Integrated Chromatogram

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

Operator :

Acquired 31 Jan 2002 6:51 pm using AcgMethod SCAN508
Instrument Instrumen

Sample Name: 508 scan

Misc Info January 31, 2002

Vial Number: 6
Quant File :SCAN508.RES (RTE Integrator)

IAbundance TIC: 008B45.D
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Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN31\00845.D
31 Jan 2002 6:51 pm

Data File :
Acq On :
Sample 508 scan

Misc January 31,

: 2002
MS Integration Params:

LSCINT.P

C:\MSDCHEM\1..
: 508 scan method
: C:\DATABASE\WILEY7N.L

Quant Method
Title
Library

vial: &

Operator:
Inst :
Multiplr: 1.00

Instrumen

.\SCAN508.M (RTE Integrator)

khkhkhkkhkhkhkhkhkhkhkhhhkhkhkhkhkhhkhkhkhhkhkhkhkkhhkdhhhhkhhkhkhhhkhhkhkhkhkhhkhrhhkkhhkhkhkhhkhhkrhdhd

-EN-YL) PROPAN. . .

Peak Number 1 3-(CYCLOHEX-3'

Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.

5.93 0.35 ug/L 165017 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 3-(CYCLOHEX-3'-EN-YL)PROPANOL $$... 174 C8H1404 015745-87<6 36
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 36
3 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9
4 Propane, 2-methoxy-2-methyl- (CA... 88 CS5H120 001634-04-4 9

IAbundance #1794: N-Ethylformamide $$ N-Formylethylamine $$ Formamide...
30
73
5000
44 58
15
O"]llh’ll‘!l TTY

B
30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180

miz--> 10 20

Abundance Scan 224 (5.931 min): 00845.D (-) m/z 73.10 100.00%
B
5000 /\\
T sk s ek
55 87 103 : :
o) SN P 1§ B RS N AL — m/z 43.10 23.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3—(CYCLOHEX:/3' -EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
B
5000 B T e e e e e o v
560 580 6.00 620
43 m/z 41.10 9.69%
0 27 “L| 55 | 87 13 174
""'l'lll"II"|I""]"KI|I"II" lVllIIlll L llll!!ll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
7B
560 580 6.00 620
5000 m/z 45.10 9.26%
43
27 || 55 o 87 113 174
Ol prrrrprede et e el oot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

HLINLEN (LR 00 B L B R |

A
il
60 580 600 620

71.10 8.11%
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN31\00845.D Vial: 6

Acg Omr : 31 Jan 2002 6:51 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 31, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
hkhkhkhkkhkhkkkhkkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhhhkhkhkhkhhkhkhkhkkhkhkkhkhkkhkhkhhkhhkhhkhkhbhhkhhkhkirkk
Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

6.03 0.55 ug/L 264334 1,4-Dichlorobenzene-d4 9:.71
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 2-Pentanone, 4-hydroxy-4-methyl-... 116 C6H1202 000123-42-2 83
2 2-Pentanone, 4-hydroxy-4-methyl-... 116 C6H1202 000123~-42-2 78
3 2-Pentanone, 4-hydroxy-4-methyl-... 116 C6H1202 000123-42-~2 74
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 74

Abundance Scan 233 (6.034 min): 00845.D () m/z 43.10 100.00%
43
5000
101 Trr l‘ll
51 83 560 580 600 620 640
Obrrrprrrrprrrprre ey e e rh IS m/z 59.10 53.50%
m/z--> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Abundance #16613; 2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton...
43
59
5000 e
101 560 580 600 620 640
m/z 58.10 22.17%
i |II 71 8|3 |
O LA SRR RS LAY RS RARAL LANA) RARAA RRAAN AN LARAN AL AMSA AARAA RARAN ARAN RARA AALASSAAAS Y
m/z--> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120
Abundance #16599: 2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton...
43
e — s
59 5.60 580 600 620 6.40
5000 m/z 101.10 21.76%
101
31
0 | .xl 83 | I 112
AR ARARASRARA RRARE SRR RERAN REARR DA AL A RARRI AR A R RLA R AAR RO AR AR DA BB B AU
miz—> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120
Abundance #16606: 2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton... Tt SR
<] 560 580 600 620 640
m/z 41.10 8.81%
5000 50
.. II 8 i
L A AR RAAAR SEAR) AARA) RARAT ALY ALY LARAN RARAS LALMY RARMAIA AR SARAS MRS BALA RAAL & I”" ""I""I T
miz--> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 110115120 5.60 580 600 6.20 640
20845.D SCAN508.M Fri Feb 01 09:19:34 2002 Page 4
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN31\00845.D Vial: 6

Acg On : 31 Jan 2002 6:51 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 31, 2002 Multiplr: 1.00

MS Integratlon Params: LSCINT.P

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

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
I R R R R R R R R E R R R R R E L E R E R R R E R R R R R EE R E RS R E R EE TR SEE SR LSS LSRR SR RS S &S
Peak Number 3 2-Pentanone, 4-amino-4-meth... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.64 5.19 ug/L 2478960 1,4-Dichlorobenzene-d4 9,71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-amino-4-methyl- $... 115 C6H13NO 000625-04-7 64
2 2-Pentanone, 4-amino-4-methyl- (... 115 C6H13NO 000625-04-7 64
3 ETHER, ISOPROPENYL ISOPROPYL 100 C6H120 000000-00=-0 45
4 1-Propene, 2-(l-methylethoxy) $$... 100 C6H120 004188-63-0 45

lAbundance Scan 286(68.639min): 00845.D (-) m/z 58.10 100.00%

5

5000
43
100 620 640 660 680 7.00
Ol||ll‘ll' "l' 3& Il llll'Tsl1I|'lil, !||VII| 83! ITI]‘ITT]1II'!’II|l!!!'|V m/z 43-10 31.54%
mjz--> 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- $$ Diacetonamine $$... /\\

5B

5000 e B EaaN Ban

620 640 660 680 7.00
4 m/z 42.10 17.62%
o035 | 49 84
Ot AR RS RN KRR LA REARY N SUARASARNRASE RARAN MARRANARRE
miz--> 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
620 640 éeé"és’sé"%oc ‘
5000 m/z 100. 13.06%
43 ‘
Al e 84 100
Ofrrrrrrrr ey "'1""1""1'- AR RAARE REAN RRASA RRRAA RARMARAASE RAAASEARAS BARAI B
miz—-> 20 25 30 35 40 45 S50 55 60 65 70 75 80 85 90 95 100 105
Abundance #8497: ETHER, ISOPROPENYL ISOPROPYL ey e
58 620 640 660 680 7.00
m/z 59.10 8.98%
43
5000
- 100
, 38 l» A 85
0”T”"l‘"'l”"l“”T"”[""I""I"‘l""T”T'T""l" """ AR RAARA R BRI AR B rrrrT R B T
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 620 640 660 680 7.00
00845.D SCAN508.M Fri Feb 01 09:19:34 2002 Page 5
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Data File

Acg On
Sample
Misc

MS Integratlon Params:

Quant Method : C:\MSDCHEM\1..

Library Search Compound Report

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

31 Jan 2002 6:51 pm

508 scan

January 31, 2002
LSCINT.P

.\SCAN508.M

Vial: 6
Operator:
Inst ¢+ Instrumen
Multiplr: 1.00

(RTE Integrator)

Title 508 scan method
Library C:\DATABASE\WILEY7N.L
Ak AIkhkIAIA kA A AR AkAAhkrRhkdhkrkhkhkkhkhhkkhkrhkhkhkhkhkhhhkhkhkkhkhkhhhhkhhdhhkhhhkhkhhhkkhhdhhkhkikdddk
Peak Number 4 Cyclohexanone, 2-(dimethyla... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
11.26 1.62 ug/L 773757 1,4-Dichlorobenzene-d4 9.71
Hit# of Tentative ID MW MolForm CAS#H# Qual
1 Cyclohexanone, 2-(dimethylamino)... 141 C8H15NO 006970-60-1 59
2 Acetonitrile, (dimethylamino)- (... 84 C4H8N2 000926-64-7 43
3 N-Methyl-L-prolinol $$ (S)-(-)-1... 115 C6H13NO 034381~71~0 37
4 Piperidine, 2-methyl- (CAS) $$ 2.. 99 C6H13N 000109-05-7 32
;Abundance Scan 691 (11.2Gamin):00845.D(-) m/z 84.05 100.00%
8
5000 42 126 “NM‘A-////HA\\«va\_df/AN
141 T TP
P 56 70 I %8 11.00 1120 11.40 11.60
IS | /W R S || S O | [mM/Z  42.10  50.53%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #37080: Cyclohexanone, 2-(dimethylamino)- $$ 2-(Dimethylam...
84
5000 ' PRI NURELEL 2 2.
' 41.00 1120 1140 1160
42 70 m/z 126.10 45.61%
58 77 o8 113 141
ol‘l'l'll‘f' Illllil!! V'lIILr"LVl'II"I"TI;IIII[]:’II"IIlll"l'll"i
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3160: Acetonitrile, (dimethylamino)- (CAS) $$ N,N-DIMETHY ...
84
I 1100 1120 114‘()’ I1I1r610”1
5000 m/z 41.05 20.80%
43
0 ""I"”!IH '|'5‘ 'l '6"7"|"”rTI """"" REEBUPEABI DRI RERSERRARE
mi—> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15955: N-Methyl-L-prolinol $$ (S)-(-)-1-Methyl-2-pyrrolid... e i e
&4 11.00 1120 11401160
m/z 44.10 19.14%
5000
42
ol 30 . 57 70 | 115
m/z—-> 20 3I0 410 5IO 6'0 7l0 810 9l0 160 1‘{0 150 13;»0 1)10 ' 1100 1120 1140 11I60

J0845.D SCANG08.M

NYC-WTC_000052212
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN31\00845.D
Acqg On 31 Jan 2002 6:51 pm

Sample 508 scan

Misc : January 31, 2002

MS Integratlon Params: LSCINT.P

Quant Method
Title
Library

C:\MSDCHEM\1...
508 scan method
C:\DATABASE\WILEY7N.L

Vial: 6
Operator:
Inst Instrumen
Multiplr: 1.00

\SCAN508.M (RTE Integrator)

dkhkhkhkkhkhkhkkhkdkhkhkhkkkhkhhkhkhkhkkhhkhhkhkhkhkhkhhkhkhkhhkhkhkkhkhhkhkhkhkhkhkhkkhkhhkhkhkhkkhhhkhkhkkkhkdhkkhkhkk

Peak Number 5 Undecane, 2-methyl- (CAS) $... Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T
12.74 0.21 ug/L 148031 Naphthalene-ds 13.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2-methyl- (CAS) $$ 2-M... 170 C12H26 007045-71-8 83
2 pentadecane 212 C15H32 0006295-62-9 64
3 Hexadecane 226 C1l6H34 000544-76+-3 53
4 Undecane, 2-methyl- $$ 2-Methylu... 170 Cl2H26 007045-71-8 53
Abundance Scan 820 (12.736 min): 00845.D (-) m/z 57.10 100.00%
43
71
5000 85
Q9 \/\'A{\I""I""I' TIPT T
I | 113 127 12.40 1260 1280 13.00
S SV ST S i m/z 43.10  96.86%
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance B#7441 0: Undecane, 2-methyl- (CAS) $$ 2-Methylundecane $$ 2...
4
57
5000 71 ML DV LR A s
1240 1260 12.80 13.00
27 85 m/z 71.10 68.09%
. | | } % a1 155 10
niz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #134049: pentadecane
57
43
71 12.40 1260 12.80 13.00
5000 m/z 85.10 46.98%
85
o 0 ?9 113 127 141 155 168 212
UL LSS IR UL AL RS SL LA UL e
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #154905: Hexadecane
R 1240 1260 1280 13.00
m/z 41.10 41.63%
5000 A
85
0 | 9 13 127 226 J\
miz-> 20 40 60 80 100 120 140 160 180 200 220 1240 1260 1280 1300
30845.D SCANS508.M Fri Feb 01 09:19:35 2002 Page 7
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Data File
Acq On
Sample
Misc

MS Integrati

e se se s

Quant Method

Library Search Compound Report

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

31 Jan 2002
508 scan
January 31,
on Params:

2002

C:\MSDCHEM\1.

6:51 pm

LSCINT.P

vial: 6
Operator:
Inst :
Multiplr:

Instrumen
1.00

.\SCAN508.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
khkdkhkhkhkhkhkhhhhkhkhkhhhkhkhkhkhkhkhrkhkhkhkhkhkhhkhkhkhhdhkhkhdhhhhhkhkhkhhhhhhkhdhkhhhkhdhkhhhxhhhhkddk
Peak Number 6 Cyclohexanone, 2-ethyl- Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T
13.07 0.32 ug/L 219705 Naphthalene-ds 13.19
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Cyclohexanone, 2-ethyl- 126 C8H140 004423-94-3 46
2 Cyclohexanone, 2-ethyl- (CAS) $$... 126 C8H140 004423-94~3 43
3 1-Octene, 2-methyl- (CAS) $$ 2-M.. 126 COSH18 004588-18-5 42
4 Cyclooctanone 126 C8H140 000502-49-8- 38
[Abundance Scan 849 (13.067 min): 00845.0 (-) m/z 98.10 100,00%
i 98
126
84
5000 58 140
]I“ “ | | "|2 155 12.80 13.00 13.20 13.40
o) MU I 1| S | “'....l..'..w, SN SRS N BNSSSNS NN m/z 126.10 74.32%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22844: Cyclohexanone, 2-ethyl-
98
i 0 I
5000 T LELLAE) T 17T T
42 83 126 12'80 1300 1320 13.40
27 m/z 84.05 59.29%
| ol
O'I“"l""l""l""""I"“l"”l"l T T LR RN IR
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22845: Cyclohexanone, 2-ethyl- (CAS) $$ 2-Ethyicyclohexan...
98
55 12.80 13.00 1320 13.40
5000 a2 m/z 83.10 56.49%
126
27
l ‘| 111
O"""l‘lIlllllllllIllllllillll‘lllrrllllllllll'llll'l'llilllll‘llll]"ll,ll
mfz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23113: 1-Octene, 2-methyl- (CAS) $$ 2-Methyl-1-octene $$ ... - oy r ey A
&3 84 98 111 126 1280 1300 1320 1340
68 m/z 58.10  44.92%
5000
0'l"'‘l""l""l"”l""l"I'‘I"'l T T T T T T TR v T T
mfz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.80 13.00 13.20 1340
J0845.D SCANS08.M Fri Feb 01 09:19:35 2002 Page '8
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN31\00845.D
Acg On 31 Jan 2002 6:51 pm

Sample 508 scan

Misc : January 31, 2002

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1.
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

vial: 6
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

khkhkhhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkkkhkkhkkhkhhkhkkkhkhkkhkhkhhkhkhkhkhhkkhkhkhhhkhkhhkdhkhkhkhkdhdhkhkkkkkkdhdhkkdhk
Concentration Rank 3

Peak Number 7 Dodecane (CAS) $$ n-Dodecan...

R.T EstConc Area Relative to ISTD R.T.
13.41 1.42 ug/L 982224 Naphthalene-ds8 13.19
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Dodecane (CAS) $$ n-Dodecane $$ ... 170 Cl2H26 000112-40~3 94
2 Dodecane (CAS) $5 n-Dcdecane $$ ... 170 Cl2H26 000112-40-3 91
3 Dodecane (CAS) $$ n- Dodecane $$ ... 170 C12H26 000112-40-3 90
4 pentadecane 212 C15H32 000629-62=9 90

Abundance . Scan 879 (13.409 min): 00845.D (-) m/z 57.10 100.00%
5
43
5000 n
85
LB LN ke I B LA 3 l"llll
9 112 13.00 13.20 13.40 1360 13.80
o rrerrrleeell ol P12 127 aar 0| yo 43,10 71.05%
miz—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
lAbundance #74398: Dodecane (CAS) $$ n-Dodecane $$ Ba 51-090453 $$ Ad...
43 g7
5000 n
13.00 13.20 1340 1360 13.80
85 m/z 71.10 51.66%
0 [ . ?? 113 127 141 170
nfz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
IAbundance #74;05: Dodecane (CAS) $$ n-Dodecane $$ Ba 51-090453 $$ Ad...
4 57
1300 1320 1540 Héeb'Héso
5000 7 m/z 41.10 30:.59%
85
27
| | | 9% 112 127 170
Glllllllllll|llllllll lIII1IYTrT'll||"||||l'llllll‘llll llll'll'l‘llll‘llll‘ TTT
m/z—-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170
Abundance #74393: Dodecane (CAS) $$ n-Dodecane $$ Ba 51-090453 $$ Ad... R T T
B 1300 1320 13.40 1360 13.80
m/z 85.10 30.32%
5000 7
27 85
o il | 9}? 13 127 170
1]""]""]11" T l'l"]"‘l] """""" ||ll| TIVT TIrry LI LERER N Ty T
mfz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.00 13.20 13.40 1360 1380

00845.D SCAN508.M Fri Feb 01 09:19:35 2002

NYC-WTC_000052215
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN31\00845.D
Acg On : 31 Jan 2002 6:51 pm

Sample 508 scan

Misc : January 31, 2002

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1.

Vial: 6

Operator:
Inst
Multiplr:

Instrumen
1.00

.\SCAN508.M (RTE Integrator)

Title : 508 scan method
Library C:\DATABASE\WILEY7N.L
Ahhkhkhkhkhkkirkhkdhkhkdhkhkhkhkhkrdhkhhkhkhdhkdkhhkhkhkhkdhkhkhhhhkdhrhkdhrhkhkhkhkhkhhkdhkhhkhkhkhhhkdhhkhkdd
Peak Number 8 Octane, 2,6-dimethyl- (CAS)... Concentration Rank 12
R.T EstConc Area Relative to ISTD R.T.
14.71 0.21 ug/L 147135 Naphthalene-d8 13.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 2,6-dimethyl- (CAS) $$ 2... 142 C10H22 002051-30-1 72
2 Undecane, 2,6-dimethyl- $$ 2,6-D... 184 C13H28 017301-23-4 64
3 Octane, 2,6-dimethyl- 142 C1l0H22 002051=30-1 59
4 Decane, 2-methyl- 156 C11H24 006975-98-059
IAbundance Scan 993 (14.711 min): 00845.D (-) m/z 67.10 ~100.00%
57
71
5000 43
85 113
l ’ o7 Il 136 14.40 1460 1480 1500
Y SRS SO | | S A WS S o m/z 71.10 66.069
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) $$ 2,6-Dimethyloctane
57
43
5000 7
14.40 1460 1480 15.00
13 m/z 43.10 43.15%
0 ?5 9 | 142
SRUNRRBAUNARS NaARN LARAA RAARA RARDARARSANAARS LARAY LARA) LA AARAY LS LARASLARAS SARRSRARMS Y
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #93403; Undecane, 2,6-dimethyl- $$ 2,6-Dimethylundecane $$...
57
14.40 14.60 14.80 15.00
5000 71 m/z 56.10 22.52%
98
42
o A 141 184
AR ERA AR SR RERR SARRA RRRAN RERAN SRS RALAS LARAS LN BARAN LARAS BRASS BARAS SRAAS
m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #38846: Octane, 2,6-dimethyl-
57 14.40 1460 14.80 15.00
m/z 41.10 19.99%
71
5000
CUR o5 13
0 ) , 142
V’]lll1lllll| T TF TIT11II|’|’T'IT""II'Ill]'TTT[’ﬁ'ITll']TTT‘I["lllll'll'lll[lll||TT'|ll 'Il[llll LI ¥
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 14.40 1460 1480 1500

J0845.D SCANS508.M Fri Feb 01 09:19:35 2002

NYC-WTC_000052216
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Data File

Acg Omn
Sample
Misc

MS Integratlon Params:

Quant Method

Title
Library

Library Search Compound Report

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

31 Jan 2002 6:51 pm

508 scan

January 31, 2002
LSCINT.P

C:\MSDCHEM\1. .

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

AkkhhkAk kAt Adhkkrkhkhhkhhkhhkhkhkhbhhkhkhhkhkhkhhhhdhkdbhkhhdhdhkkhkkhkhkhhhhkhhkkhkhkhkhkkkhkhhdkx

Vial: 6

Operator:
Inst :
Multiplr:

Instrumen-
1.00

.\SCAN508.M (RTE Integrator)

Peak Number 9 Tridecane Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T.
15.19 0.67 ug/L 465670 Naphthalene-d8 13.19
Hit# of Tentative ID MW MolForm CAS#H Qual
1 Tridecane 184 C13H28 000629-50~5 96
2 Tridecane (CAS) $$ n-Tridecane $. 184 C13H28 000629-50-5 95
3 Tridecane (CAS) $$ n-Tridecane S. 184 C13H28 000629-50-5 94
4 Heptadecane (CAS) $$ n-Heptadeca... 240 C17H36 000629-78-7 91

100.00%

Abundance . Scan 1035 (15.190 min): 00845.D (-) m/z 57.10
7
43
71
5000
9 442 184 14.80 15.00 15.20. 15.40 15.60
o.ﬁ...,..,.ni'!...,.-.|.|.',..... 126 141 155 m/z  43.10  70.94%
m/iz-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190
lAbundance #93367: Tridecane
a ¥
71
5000 T Ty T T T
85 1480 1500 1520 1540 15.60
m/z 71.10 57.16%
99 113 127 141 155 184
O]Tllvlvllllllllll |ITTI]III'IIIII)'T![‘[ l'llllllll‘[l"ll llllllVl llllllllr|t|]
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #93374: Tridecane (CAS) $$ n-Tridecane $$ Tridecane, n-
443 57
71 14.80 15.00 15.20 1540 -15.60
5000 m/z 85.10 38.15%
85
99 113 127 141 184
O'rprrrrrrrrr e Al
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #93376: Tridecane (CAS) $$ n-Tridecane $$ Tridecane, n- \’\, Prer YD
B 5 14.80 1500 1520 1540 1560
m/z 41.10 27.68%
71
5000
85
27
ol 99 112 127 184
Orlnanv|u|vllllllvlunlnvl!|||[rvv'rllu\lilrvlnrlrlrrlrlllx,cvn‘nlv]u||||r\l|ll T T T T
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 130 14.80 1500 1520 1540 15.60

00845.D SCAN508.M

NYC-WTC_000052217

Fri Feb 01 09:19:36 2002
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Data File :

Acqg On
Sample
Misc

MS Integration Params:

Quant Method

Title
Library

-

.

Library Search Compound Report

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

31 Jan 2002 6:51 pm

508 scan

January 31, 2002
LSCINT.P

C:\MSDCHEM\1...
508 scan method
C:\DATABASE\WILEY7N.L

Vial: 6
Operator:
Inst Instrumen
Multiplr: 1.00

\SCAN508.M (RTE Integrator)

kkkhkkkkhkhkhkhkhkhkhkhdhkhkdhhrhhkhdhddhkhddhhkhhhhkhhohkhhkhkdhkhkhkhkkhhkhkkkkhkkhkhhhhhkkhkhdkhkhkx

Peak Number 10

Tetradecane (CAS) $$ n-Tetr...

Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
16.86 0.30 ug/L 234961 Acenaphthene-d10 18.34
Hit# of Tentative ID MW MolForm CAS# Qual
1 Tetradecane (CAS) $$ n-Tetradeca... 198 C14H30 000629-59-4 96
2 Tetradecane (CAS) $$ n-Tetradeca... 198 C14H30 000629-59-4 95
3 Tetradecane (CAS) $$ n-Tetradeca... 198 Cl4H30 000629-59-4 93
4 Tetradecane (CAS) $$ n-Tetradeca... 198 C14H30 000629-59-4 93

[Abundance Scan 1181 (16.857 min): 00845.D (-) m/z 57.10 100.00%
a7
43 71
5000
9 443 16.60_16.80 17.00 17.20
0 127 140 198 m/Z 43.10 65.71%
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
iAbundance #113303: Tetradecane (CAS) $$ n-Tetradecane $$ Isotetradecane
43 ¥
71
5000 T R L F i el S
85 1660 16.80 1700 17.20
m/z 71.10 62.19%
ok | %9 113 127 141 154 198
iiz-> 30 40 50 60 70 80 90 100 1{0 120 130 140 150 160 170 180 190 200
IAbundance #113293: Tetradecane (CAS) $3$ n-Tetradecane $$ Isotetradecane
57
71 16.60 16.80 17.00 17.20
5000 85 m/z 85.10 38.43%
| 113 127 141 155 168 198
R RS AN LARAN RS KA RN LRSS KA LA LARAN S LARAS SRS LARAS AR LRI LARR
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #113301: Tetradecane (CAS) $$ n-Tetradecane $$ Isotetradecane
57 16.60 16,80  17.00 17.20
71 m/z 41.10 24.42%
5000 85
9 113 127 198 /\VAV““W
0‘l|'l|lll‘lllll|'[ lf[ll 'llllllll ll!lllllll lll1l4l1lf11§'51llll llll'llll. T"I_II" |IY'|I LI T T 1T llf(l ,l\,_lv
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 1660 1680 17.00 17.20

20845.D SCANS508.M

NYC-WTC_000052218

Fri Feb 01 09:19:36 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN31\00845.D
Acg On 31 Jan 2002 6:51 pm

Sample 508 scan

Misc January 31, 2002

MS Integratlon Params: LSCINT.P

C:\MSDCHEM\l..
508 gscan method
C: \DATABASE\WI LEY7N.L

Quant Method
Title
Library :

s oo

vial: 6
Operator:
Inst : Instrumen
Multiplxr: 1.00

.\SCAN508.M (RTE Integrator)

kkkhkhkhkhkhkhkhkhkhkhkkhkhkhkhkkhkhkhhhkhkhkhkhkkhhhhhhkhkhhhhhkhhhhkhkdkhkkhkhkhkhkhkkdhdhkhddhdkdhdkikhkkk

Peak Number 11 Pentadecane Concentration Rank 10
R.T EstConc Area Relative to ISTD R.T

18.43 0.21 ug/L 166609 Acenaphthene-d10 18.34

Hit# of ©& Tentative ID MW MolForm CASH Qual
1 Pentadecane 212 C15H32 000629-62-9- 95
2 Pentadecane (CAS) $$ n-Pentadecane 212 C15H32 000629-62~9 95
3 pentadecane 212 C15H32 000629-62~-9 94
4 Pentadecane 212 C15H32 000629-62-9 94

Abundance Scan 1319 (18.433 min): 00845.D (-)
¥
43 A
5000
99
o u M3 127 141 212
m/iz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
IAbundance #134012: Pentadecane
57
71
5000 85
113 127 141 155 169 212
R LS s T e e
m/z--> 30 40 50 60 70 80 S0 100110120 130 140 150 160 170 180 120 200 210
Abundance #134014: Pentadecane (CAS) $$ n-Pentadecane
57
43
71
5000
85
| % 113 127 am 168 212
Ot e e e e T e e e e e
m/z—-> 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190 200 210
Abundance #134048: pentadecane
57
71
5000
. % 113 127 141 155 169 212
e
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210

m/z 57.10 100.00%

Z

18.00 18.20 18.40 1860 18.80

m/z 71.10 72.90%
AN SEESIEY A W S Wl GO
18.00 18.20 18.40 1860 1880
m/z 43.10 68.24%

1800 1820 1840 1860 18.80

:

m/z 85.10 53.66%

%

18.00 18:20 1840 18.60 1880

m/z 41.10 30.84%

-

18.00 18.20 18.40 18.60 1880

20845.D SCANS508.M Fri Feb 01 09:19:36 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN31\00845.D Vial: 6

Acg On 31 Jan 2002 6:51 pm Operator:

Sampie 508 scan Inst : Instrumen
Misc : January 31, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Title : 508 gcan method

Library : C:\DATABASE\WILEY7N.L

hkhkhkhkkhkhkhkhkhkkkhkhkhkhhkhkhkhhkkkhkhkhkhkhkhhhhhhkkhkhhkhkhkhhkkkhkhkhkhkhkhkhkhkhkhhdhdkddhhkkhihkhhk

Peak Number 12

DECADEUTEROPHENANTHRENE $$ ...

Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
22.77 0.38 ug/L 317627 Phenanthrene-dl10 22.65
Hit# of &5 Tentative ID MW MolForm CASH Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 87
2 Anthracene—dlo— 188 C14D10 001719-06-8 78
3 Anthracene-D10 188 C14D10 000000-00-0 59
4 Cycloheptanone, 4-phenyl- 188 C13H160 067688-28-2 50

Abundance Scan 1699 (22.771 min): 00845.D (-) } m/z 188.15 100.00%
188
5000
g0 22,40 2260 2280 2300 2320
158 ) ; ; : :
o3 2 B 2 bl [M/Zz 94.10  18.56%
mfz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 5}
148
5000
2240 2260 2280 2300 23.20
80 94 m/z 189.20 14.75%
Oty 'Bﬁlf"'!"' II"‘V'"I‘ LBRRSS BN -"|"115!?"'l""| l”'l""l
mz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
iAbundance #84502: Anthracene-d10-
188
2240 2260 2280 23.00 2320
5000 /Z 184.10 11.62%
80 94
66 Y 180] | H
S R A N RS RN A LARAE LRSS AR LARAN NARSS BARAN LA LARSN SARAR RARR
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Abundance #84498: Anthracene-D10
188 2240 22,60 2280 2300 2320
m/z 80.10 10.51%

5000
94
66 , l 160 l
0 | il I||
A R R I AN RS (AR LR Bl LR LA AN LR SRS AL AL SRR SRR
m/z-—-> 40 50 60 70 80 100 110 120 130 1 150 160 170 180 190 2240 2260 2280 23.00 2320
00845.D SCANS508.M Fri Feb 01 09:19:36 2002 Page 14

NYC-WTC_000052220



NYC 9/11 Public Portal Document

. Tentatively Identified Compound (LSC) summary
Qperator ID: Date Acquired: 31 Jan 2002 6:51 pm

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

Name: 508 scan

Misc: January 31, 2002

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

Library Searched: C:\DATABASE\WILEY7N.L

~--Internal Standard---

TIC Top Hit naple RT EstConc Units Response |# RT Resp Conc
3 - (CYQLOHEX-3' 5.93 0.3 ug/L 165017 1 9.71 9556530 20.0
2-Pentanone, . 6.03 0.6 ug/L 264334 1 9.71 9556530 20.0
2-Pentafone, 6.64 5.2 ug/L 2478960 1 9.71 9556530 20.0
Cyclohexynoye, 11.26 1.6 ug/L 773757 1 9.71 9556530 20.0
Undecane, ..o 12.74 0.2 ug/L 148031 2 13.19 13820200 .20.0
Cyclohexa ce. 13.07 0.3 ug/L 219705 2 13.19 13820200 20.0
Dodecane /(GAS) $$... 13.41 1.4 ug/L 982224 2 13.19 13820200 ' 20.0
Octane, i 14.71 0.2 ug/L 147135 2 13.19 13820200 :20.0
Tridecanpe 15.19 0.7 ug/L 465670 2 13.19 13820200 :20.0
Tetrad 16.86 0.3 ug/L 234961 3 18.34 15524800 20.0
Pentade¢cane 18.43 0.2 ug/L 166609 3 18.34 15524800  20.0
DECADEUTEROPHENAN... 22.77 0.4 ug/L 317627 4 22.65 16582500 20.0
00845.D SCAN508.M Fri Feb 01 09:19:36 2002 Page 15
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