NYC 9/11 Public Portal Document

User: Bohlk, Ted ’
Westchester Dept. of Labs & Research
Date: 05/06/2002 Time: 156:39:16

Sample: AE10186

Analysis: $525 Organic Chemicals - 525.2

Units: ug .
Started: 4/30/02 14:47 Ended: 5/2/02 14:47 Analyst: TB
Result source: manual entry

Page: 1
R CompohentName™ -, s5Viol. —  (Resuis Qudlifiers woL |
*"f) Hexachlorocyclopentadiene < MDL 1.0 .
+2“JHexachlorobenzene < MDL 1.0
3% 1Simazine <MDL 1.0
4 “1Ahrazine < MDL 1.0.
+4Alachlor <MDL 1.0
bis(2-EthylhexyDadipate <MDL 1.0
« "‘ bis(2-EthylhexyDphthalate <MDL 1.0
{Benzo(a)pyrene < MDL 0.20
-9 EPTC < MDL 1.0
;10 "} 2.6-Dinitrotoluene <MDL 20
313 12.4-Dinitrofoluene <MDL 2.0

2 “AMolinate <MDL 0.90

3 §Terbacil < MDL 2.0
Acetochlor <MDL 20
7. ]@ribuﬂn _ < MDL 1.0
5 A Metolachlor <MDL 1.0
Butachlor <MDL 1.0
4,4-DDE <MDL 0.80
Surr_1,3-Dimethyl-2-nitrobenze 5.7 1.0
“JSurr_Triphenyl phosphate 5.9 1.0

lenedl EECNIRO 8
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Comments for Sample AE10186 - Apalysis $525

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 05-07-2002 Time: 09:16:15

The recoveries for 4 of the 18 compounds in the LCS Standard were low.
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Sample 10186 .

The result for bis(2-ethylhexyl)phthalate is being reported as <1 ug/L.

The result generated by the data system (1.4 ug/L) was corrected because the area count
for this compound in the sample is substantially below the area count found in the 1 ug/L
calibration standard used to generate the initial calibration of 5/1/02. Reéfer to the area

counts below for phthalate and its corresponding internal standard, chrysene d-12:

1 ug/L cal std | phthalate area 214357 int std area 2773851
sample 10186 “ “ 70821 %% 3215392

Also phthalate is present in the lab blank for this sample.

T. Bohlk

NYC-WTC_000082550
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. Quantitation Report - (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\050202\10186.D Vial: 22
Acq On : 2 May 2002 6:59 pm Operator: Bohlk / Inst 213
Sample : SAMPLE 10186 4/30/02 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: rteint.p
Quarit Time: May 06 14:51:13 2002 - Quant Results File: 050102.RES

Quant Method : C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)
Title : Quantitation For Method 525.2

Last Update : Mon May 06 12:42:26 2002

Response via : Initial Calibration

DataAcq Meth : 050102

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) Acenaphthene-di10 17.59 164 2913211 5.00 ug/L 0.00
9) Phenanthrene d-10 21.89 188 4871653 5.00 ug/L 0.00
'19) Chrysene d-12 29.62 240 3215392 5.00 ug/L 0.00
25) p-Terphenyl d-14 26.77 244 3832692m 5.00 ug/L 0.00
System Monitoring Compounds
2) 1,3-Dimethyl-2-nitrobenzen 12.55 134 756556 5.68 ug/L 0.00 "
Spiked Amount 5.000 Recovery = 113.60%
20) Triphenyl Phosphate 28.94 326 841959 5.88 ug/L 0.00
21). Perylene D-12 ‘ 33.60 264 362876 0.81 ug/L 0.00
Spiked Amount 5.000 Recovery = 16.20%
26) Acenaphthene d-10 (surr) 17.59 164 2913211 3.05 ug/L 0.00
Spiked Amount 5.000 Recovery = 61.00%
27) Phenanthrene d-10 (surr) 21.89 188 4871653 3.75 ug/L 0.00
Spiked Amount 5.000 Recovery = 75.00%
28) Chrysene d-12 (surr) 29.62 240 3215392 3.72 ug/L 0.00
Spiked Amount 5.000 Recovery = 74.40%
Target Compounds ‘ Qvalue
3) Hexachlorocyclopentadiene 0.00 237 0 'N.D.
4) Hexachlorobenzene 0.00 284 0 N.D.
5) EPTC 0.00 128 0 N.D.
6) 2,6-Dinitrotoluene 0.00 165 0 N.D. d
7) 2,4-Dinitotoluene 0.00 165 0 N.D. d
8) Molinate 0.00 126 0 N.D.
10) Simazine 0.00 201 0 N.D.
11) Atrazine 0.00 200 0 N.D.
12) Alachlor 0.00 160 0 N.D.
13) Terbacil 0.00 117 0 N.D.
14) Acetochlor 0.00 146 0 N.D.
15) Metribuzin 0.00 198 o] N.D.
16) Metolachlor 0.00 1862 0 N.D.
17) Butachlor 0.00 160 0 N.D. d
18) 4,4'-DDE 0.00 246 0 N.D. d /
22) Bis (2-Ethylhexyl) adipate 0.00 129 0. N.D. d
23) Bis (2-Ethylhexyl) phthala 30.31 149 70821m 38 1.39 ug/L
24) Benzo (a) pyrene ©-0.00 252 | 0 N.D. O’IC/ )
¥ R R L o < .)Jz? I\
b }Lx‘sﬁu\o:l:a;
(#) = qualifier out of range (m) = manual integration .
10186.D 050102.M Mon May 06 14:53:20 2002 Page 1
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Quantitation Report

(QT Reviewed)

Data File : C:\MSDCHEM\1\DATA\050202\10186.D Vvial: 22
Acg On : 2 May 2002 6:59 pm Operator: Bohlk / Inst 213
Sample : SAMPLE 10186 4/30/02 Inst Instrumen
Misc : Multiplr: 1.00
MS Integration Params: rteint.p
Quant Time: May 6 14:52 2002 Quant Results File: 050102.RES
Method © : C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)
Title : Quantitation For Method 525.2
Last Update : Mon May 06 12:42:26 2002
Response via : Initial Calibration :
Abundance ' . TIC: 10186.D
=
5500000 g cﬁ
)
§ E
£ = o _
5000000 g ‘3 + 3
g 6 -~ %
5 ]
3 t
4500000 ] g f »
'x T : h '%’
v &
4000000 t £ 3
~~ £ %
) & §
[ a hy
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3500000 g ) 5
g 2
b £
£ 5
Q
3000000 Z
E
3
2500000
2000000
1500000
.G_)
3
£ (%)
i ~
1000000 S a
s §
500000 . ‘ “w g
. . =
A\ ))E\\\ ANAN N\ \\\ u o
Time—> 1200 1300 1400 15.00 1600 1700 1800 1900 2000 2100 2200 23.00 24.00 25.00 26.00 2700 2800 2900 3000 3100 3200 3300 34.00 35.00 36.00
10186.D 050102.M Mon May 06 14:53:20 2002 Page 2
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\DATA\050202\10186.D Vial: 22

Acq On : 2 May 2002 6:59 pm Operator: Bohlk / Inst 213
Sample : SAMPLE 10186 4/30/02 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.P

Method : C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)

Title : Quantitation For Method 525.2

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

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 last PK peak corr. .corr. % of
# min scan scan scan TY height area % max. total
1 12.545 157 162 180 rBV 2319407 6001392 47.06% 7.279%
2 14.205 340 345 351 rBV4 66374 159650 1.25% 0.194%
3 15.013 431 434 440 rBV4 55682 155446 1.22% 0.189%
4 17.235 €73 679 685 rBV5 67622 163868 1.28% 0.199%
S 17.462 697 704 710 rBV3 78337 173105 1.36% 0.210%
6 17.589 713 718 728 rBV 4512528 10432164 81.80% 12.653%
7 17.706 729 731 743 rVB3 237999 656654 5.15% 0.796%
8 17.951 752 758 773 rBV2 4089588 8933190 70.05% 10.835%
9 18.396 802 807 818 rvB5 100357 345970 2.71% 0.420%
10 18.550 820 824 830 rBV7 46532 147726 1.16% 0.179%
11 20.781 1066 1070 1073 rBV5S 68074 146387 1.15% 0.178%

12 21.371 1127 1135 1146 rBV4 92809 325592 2.55% 0.395%
13 21.888 1187 1192 1209 rBV2 4576644 12066143 94.62% 14.635%

14 23.530 1369 1373 1378 rBV4 77869 '193998 1.52% 0.235%
15 24.065 1426 1432 1435 rBV4 95706 284503 2.23% 0.345%
16 25.788 1617 1622 1627 rBV4 49129 153714 1.21% 0.186%
17 25.979 1637 1643 1659 rBV 3225218 8772334 68.79% 10.640%
18 26.496 16350 1700 1703 rBV 60374 264387 2.07% 0.321%

19 26.759 1725 1729 1747 rBV2 4750748 12752673 100.00% 15.468%
20 28.935 1961 1969 1982 rBV 3268848 8359719 65.55% 10.139%

21 29.616 2038 2044 2069 rBV 2911964 10211836 80.08% 12.386%
22 30.314 2116 2121 2124 rBV7 49460 148126 1.16% 0.180%
23 33.607 2475 2484 2499 rBV3 255081 1599043 12.54% 1.939%

Sum of corrected areas: 82447620

10186.D 050102.M Mon May 06 14:53:38 2002 Page 1
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LSC Report - Integrated Chromatogram

File . C: \MSDCHEM\l\DATA\050202\10186 D

Operator : Bohlk / Inst 213

Acquired : 2 May 2002 6:59 pm using AcgMethod 050102

Instrument : Instrumen

Sample Name: SAMPLE 10186 4/30/02 Ve

Misc Info
Vial Number: 22 .
Quant File :050102.RES (RTE Integrator) N

\

Abundance TIC: 10186.D } Yl
1759 A

17.95
4000000

3000000

12,56
2000000

1009000 _ / / . / l | 7/1 //

o 14.21 15.01 17,23 46 1844055

Time~> 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 1650 17.00 17.50 1800 1850 1900 1950

Abundance TIC: 10186.D
: 21.89 2676

4000000 /

25.98
3000000

2000000

i [/ /) /

20.78 21.37 2353 24.06 25, 74; 26.50
0‘7 LI T rr ¥y llllﬁilll LELERER S 7T 7T LI T 171 Tl_l'l T 1T 171 T 1 1T T 17T LI I ) T T 7T LB T 1 1T T T 17T

Time—> 20.00 20.50 21. 00 21 50 22. OO 22 50 23 00 23 50 24. 00 24 50 25 00 25.50 26 00 26 50 27. 00 27 50 28 00

Abundance TIC: 10186.D

4000000

28.94
3000000 , 29.62

2000000 \V/
Q«f’\

33.61

1000000 QD‘“

30.31

Time—~> 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50 3300 33.50 3400 34.50 35.00 35.50 36.00 3650

10186.D 050102.M Mon May 06 14:53:40 2002 } Page 2
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Library Search Compound Report

Data File : C: \MSDCHEM\l\DATA\OSOZ02\10186 D Vvial: 22
" Acq On 2 May 2002 6:59 pm Operator: Bohlk / Inst 213
Sample SAMPLE 10186 4/30/02 Inst : Instrumen
Misc : ‘Multiplr: 1.00
MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)

Title

Library C:\DATABASE\WILEY7N.L

Quantitation For Method 525.2

**************************************************‘*******************

Peak Number

1 Hexacosane $$ n-Hexacosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.21 0.08 ug/L 159650 Acenaphthene-d10 17.59
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Hexacosane $$ n-Hexacosane 366 C26H54 000630-01-3 80
2 Tricosane (CAS) $$ n-Tricosane 324 C23H48 000638-67-5 72
3 Heneicosane $$ n-Heneicosane 296 C21H44 000629-94-7 72
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 64

Abundance Scan 345 (14.205 min): 10186.D (-) 57.10 100.00%
57
85
5000
113
13.80 14.00 14.20 14.40 14.60
o | L] 4, L ,,1, S 31 46| 7z 71.05  94.57%
b N S SIS I W I S
m/z--> 50 100 150 200 250 300 350 400
Abundance #311169: Hexacosane $$ n-Hexacosane
57
5000
85 13.80 14.00 14.20 14.40 14.60
m/z 85.10 76.58%
113
. 29 { ] l169 197 225253 295 366
R T e o I
m/z—-> 50 100 150 200 250 300 350 400 .
Abundance #275685: Tricosane (CAS) $% n-Tricosane
57
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 70.10 32.67%.
113
L2 L 11141169 211 230 267 205 324
B o L e T R e
m/z—> 50 100 150 200 250 300 350 400
Abundance ' #245745: Heneicosane $$ n-Heneicosane
5 13.80 14.00 14.20 14.40 14.60
m/z 84.10 26 50%;
85
5000
29 113
|4 169 197 225253 296 .
0 ll'[l'l'lllll T L lll‘lllll'llll’"ﬁ"j_l’_l TTT7T LELELERS T Vyrrrfrrer Tr
m/z—-> 50 100 150 200 250 300 350 400 13.80 14.00 14 20 14.40 14.60
10186.D 050102.M Mon May 06 14:53:41 2002
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Data File
Acq On
Sample
Misc

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\050202\10186.D
2 May 2002 6:59 pm
SAMPLE 10186 4/30/02

MS Integration Params: LSCINT.P

Quant Method

Title
Library

Quantitation For Method 525.2
C:\DATABASE\WILEY7N.L

Vial:
Operator:
Inst
Multiplr:

C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)

22

Bohlk / Inst 213
Instrumen

1.00

*******************************************'**************************

Peak Number 2 3-Ethyl-3-methylheptane $$ Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T
15.01 0.07 ug/L 155446 Acenaphthene—dlo 17.59
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Ethyl-3-methylheptane $$ Hepta... 142 C10H22 017302-01-1 .50
2 2-Bromononane $$ sec-Nonyl bromi... 206 C9H19Br 002216-35-5 50
3 Eicosane 282 C20H42 000112-95-8 47
4 pentadecane . 212 C15H32 000629-62-9 35
Abundance Scan 434 (15.013 min): 10186.D (-) m/z  71.10 100.00%
- \ M\/\\W\\/
127 PMMNERAV, o
47 99 169 0 14.60 14.80 15.00 15.20 15.40
0 L P 36 m/z 57.05  69.44%
—— e L e DL w o
m/z—> 0 50 100 150 200 250 300 350
Abundance  #38900: 3-Ethyl-3-methylheptane $$ Heptane, 3-ethyl-3-methyi-
57
85
5000 A R .
113 14.60 14.80 15.00 15.20 15.40
29 m/z 85.05 62.10%
{ .
0 e L 2 o o s o o o e o B B 10t o o B i T
m/z—-> 0 50 100 150 200 250 300 350
Abundance #123200: 2-Bromononane $$ sec-Nonyl bromide $$ Nonane, 2-b... :
43 :
71
R s B
14.60 14.80 15.00 15.20 15.40
5000 | m/z 55.00 31.43%
127
15 107 | 149 .
0! -
m/z—> 0 50 100 150 200 250 300 350
Abundance . #228992: Eicosane
5 ‘ 14.60 14.80 15.00 15.20 15.40
m/z 84.00 24.16%
5000
85
29
LA 12001 e
0 L !lTﬁ'lvv‘lrvv‘llv‘r—rlrrl"lvlllfl G RS NS R m e e
m/z—-> 0 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40
.0186.D 050102.M Mon May 06 14:53:42 2002 -

NYC-WTC_000082556
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. Library Search Compound Report
. Data File : C:\MSDCHEM\1\DATA\050202\10186.D vial: 22
Acqg On 2 May 2002 6:59 pm Operator: Bohlk / Inst 213
Sample SAMPLE 10186 4/30/02 Inst Instrumen
Misc Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method
Title
Library

Quantitation For Method
C:\DATABASE\WILEY7N.L

525.2

C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)

hkkhkhkhkkhkhkhkhhhhhkhhhkhhkhkhkhkhhkhkhkhkhkhkhkkhkhkhkhkkhkhkhkkhhkhkkhrhhhkhkhkhkhhkhhkrhkhkhkrhkrhhkhkkk

Peak Number 3 5-Acetyl-2,8,8-trimethyl-5,... Concentration Rank 10
R.T EstConc Area Relative to ISTD R.T.
17.23 0.08 ug/L 163868 Acenaphthene-d10 17.59
Hit# of 5 Tentative ID MW MolForm . CAS# Qual
1 5-Acetyl-2,8,8-trimethyl-5,6,7,8... 220 C14H2002 071596-88-8 35
2 (R) -S-2-Methoxynaphthyl S-methy... 220 C12H1202S 000000-00-0 30
3 2-Propenoic acid, 3-phenyl-, tri... 220 C12H1602Si 002078-20-8 27
4 2-Methyl-4,5-dimethoxycrotonophe... 220 C13H1603 000000-00-0 25
Abundance Scan 679 (17.235 min): 10186.D (-) m/z 165.00 100.00%
57 165
205
5000
105
13
283 343 393 440 17.00 17.20 17.40 17.60
0 R | m/z 57.20 96.68%
- Lty
m/z--> 50 100 150 200 250 300 350 400
Abundance #144393: 5—Acetyl-2.8.%-trimethy|-5,6,7,8—tetrahydro—4H-cy... ’
205
43
5000 177
17.00 17.20 17.40 17.60
Jd
ottt e A ey
m/z—> 50 100 150 200 250 300 350 400
Abundance #143763: (R)-S-2-Methoxynaphthyl S-methyl sulfoxide
205
17.00 17.20 17.40 17.60
5000 m/z 180.10 42.54%
1T7 |
. N
O TR e e L I LA B o B T LA
m/z—-> 50 100 150 200 250 300 350 400
Abundance #143932: 2-Propenoic gcid, 3-phenyl-, trimethylsilyl ester...
25 17.00 17.20 17.40 17.60
m/z 105.10 35.16%
5000 161
131
75
J 104 “
0 Ll
'IllllIllll'll_l_F'llllIllllll'l"llll'l"TT ll[lllllllllllllllll
fz—> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

10186.D 050102.M

NYC-WTC_000082557

Mon May 06 14:53:43 2002
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Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\ 050202\
Acg On 2 May 2002 6:59 pm
Sample SAMPLE 10186 4/30/02
Misc :

MS Integration Params: LSCINT.P

Quant Method

Title
Library

Quantitation For Metho
C:\DATABASE\WILEY7N.L

10186.D

d 525.2

Vial:

Operator:

Inst
Mult

iplr:

22

Bohlk / Inst 213

Instrumen
1.00

C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)

hhhkhkhkhkhkhkhkhhhkhkkkhkkkhkhkhkkhhhhhkhkhhhkhkhkhdhhkhkhhhkhhkhkhkhkhkhkhkrhkhkhhkkkhkkkhkhkhkhkkhhhkx

Peak Number 4

2,6-DI-T-BUTYL-4-METHYLENE-. ..

Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
17.46 0.08 ug/L 173105 Acenaphthene-di10 17.59
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1l 2,6-DI-T-BUTYL-4-METHYLENE-2,5-C... 218 C15H220 002607-52-5 90
2 2,6-DI-T-BUTYL-4-METHYLENE-2,5-C... 218 C15H220 002607-52-5 50
3 3-[4'-(t-Butyl)-2'-methylphenyl]... 218 C15H220 000000-00-0 47
4 1s,4R,7R,11R-1,3,4,7-Tetramethyl. 218 C15H220 000000-00-0 35

Abundance Scan 704 (17.462 min): 101860() m/z 161.10 100.00%
161
5000 203 : .
175
55 134 218
77 91 105119 7% 47 189 17.20 17.40 17.60 17.80
of m/z 203.20 48.13%
m/z—> 20 40 60 80 100 120 140 160 180 200 220
Abundance#141826: 2,6-DI-T-BUTYL-4- METHYLENE 2,5-CYCLOHEXADIENE-1-O

5000

o -

41
105 121 145

ll A

52 | T

161

203 218

175

189

m/z—->

YT

20 40 60 80 100 120 140

160 180 200 220

I
LELLALE BLALELELAS ALK N o

5000

Abundance#141825: 2,6-DI-T-BUTYL-4-METHYLENE-2,5-C

16

YCLOHEXADIENE-1-O

E

17.20 17.40 17.60 17.80

t

m/z 175.20 34.80%

17.20 17.40 17.60 17.80

i

m/z 163.20 25.96%

0_ H i I i ik i i R
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #142129: 3-[4'-(t-Butyl)-2-methylphenyl]-2-methylpropanal
161 17.20 17.40 17.60 17.80
m/z 162.20 22.93%
203
5000
4145
57 91 105 218
AN ENES:
) SN SN SN SN SN N A S S S -
miz—> 20 40 60 80 100 120 140 160 180 200 220 17.20 17.40 17.60 17.80
10186.D 050102.M Mon May 06 14:53:45 2002
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. Data Fi
Acqg On
Sample
Misc

MS Integratlon Params:

Library Search Compound Report

le : C:\MSDCHEM\1\DATA\050202\10186.D

2 May 2002 6:59 pm
: SAMPLE 10186 4/30/02
LSCINT.P

Quant Method

Title

Library

LA AR R EEEEESEREERERE SRR RERREER R RS AR SRR RE SRR RERE RS RS

Vvial: 22
Operator: Bohlk / Inst 213
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)

Quantitation For Method 525.2
C:\DATABASE\WILEY7N.L

Peak Number 5 pentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD ° R.T
17.71 0.31 ug/L 656654 Acenaphthene-d10 17.59
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 pentadecane 212 C15H32 000629-62-9 64
2 Pentadecane (CAS) $$ n-Pentadeca... 212 C15H32 000629-62-9 64
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 47
4 Hexadecane, 2,6,11,15-tetramethy... 282 C20H42 000504-44-9 43
Abundance Scan 731 (17.706 min): 10186.D (-) m/z 71.10 100.00%
m 85
57
5000
113 163
98 126 4144 17.40 17.60 17.80 18.00
N 183 m/z 85.10 97.73%
miz—-> 20 40 60 80 100 120 140 160 180 200
‘Abundance #134045: pentadecane
57
43
71
5000 | s
{ ; 17.40 17.60 17.80 18.00
l ] m/z 57.00 71.61%
i l 99 113 127 141 155 169 499212
e e e RA NS S E e n e EEBAREE RS R S
m/z—-> 20 40 60 80 100 120 140 160 180 200
Abundance #134017: Pen;adecane (CAS) 5% n-Pentadecane $$ CH3(CH2)13CH3
5
43
17.40 17.60 17.80 18.00
5000 ‘ 85 m/z 55.05 24.60%
29 |
0 1’ IL L L ?? 113 127 141 155 169 199212 | -
e s B B R i A e B,
m/z—-> 20 40 60 80 100 120 140 160 180 200
Abundance #134044: Dodecane, 2,7,10-trimethyl-
’ ¥ 17.40 17.60 17.80 18.00
71 m/z 163.15 23.77%
43
5000 -
29 [ 85
113
N | L 99 717127 444 155 169 183 197
LA B e e B e AREa
m/z--> 20 40 60 80 100 120 140 160 180 200 17.40 17.60 17.80 18.00
10186.D 050102.M Mon May 06 14:53:46 2002

Page 7
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.

Data Fi
Acgq On
Sample
Misc

le
2 May 2002
SAMPLE 10186

Library Search Compound Report

6:59 pm
4/30/02

C:\MSDCHEM\ 1\DATA\050202\10186.D

Vial:
Operator:
Inst :
Multiplr:

22

Bohlk / Inst 213
Instrumen

1.00

LSCINT.P

MsS Integratlon Params:

Quant Method
Title
Library

C:\MSDCHEM\1\5973N\050102 .M (RTE Integrator)
Quantitation For Method 525.2
C:\DATABASE\WILEY7N.L

(A AR X RS SRS RAR RS S S SRR R AR RS RRSRR RSS2SR SRR R R R XX R SRR R

Peak Number 6 Phenol,

2,6-bis(1,1-dimethy...

Concentration Rank 1

R.T. Area Relative to ISTD R.T. {'
17.95 /L 8933190 Acenaphthene-d10 17.59 éi ﬁj}
Hit# of Tentative ID MW MolForm CAS#H# Qual (f;
1 Phenol, 2,6-bis(1,1-dimethylethy... 220 C15H240 000128-37-0 98
2 Phenol, 2,6-bis(1,1-dimethylethy... 220 C15H240 000128-37-0 98
3 Phenol, 2,6-bis(1,1-dimethylethy... 220 C15H240 000128-37-0 98
4 BUTYL HYDROXY TOLUENE ] 220 C15H240 000128-37-0 97

Abundance &mn758ﬁ7951mmy$MB&Db) m/z 205.20 100.00%
205 h
5000
5 145 v
105 77 17.60 17.80 18.00 18.20
oo b L B | [w/ze20.20 22.61%
m/z—-> 40 60 80 100 120 140 160 180 200 220 240 260 280- 300
Abundance #144849: Phenol, 2,6-b|s(1,1-d|methy(!bethyl)-4 methyl- (CAS... -
205
5000 T T
57 17.60 17.80 18.00 18.20
m/z 57.05 19.05%
41 145
; g1 %421 T1e1"T7 | 29 -
R L e s TR e nnH MR
m/z—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #144850: Phenol, 2,6-bis({1,1-dimethylethyl)-4-methyl- (CAS...
205
17.60 17.80 18.00 18.20
5000 m/z 206.20 16.63%
<57 : .
41 1 81 10512 1954161177 221
0 ”nr,uh,m.”..AIHn RARRNRAARRRAARE RIS SRR e e
m/z—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #144847: Phenol, 2,6-b|s(1,1—dtmethy$ethyl)~4 methyl- (CAS...
' 245 17.60 17.80 18.00 18.20
m/z 145.10 13.58%
5000 ’
57 _
105 177
161 221
0 .d,.d |1 lhtm.l 1
SR RARRNREREALIALS LauEy o o ..”‘T,n R e RAASARARRERERR I RARREREEaES L e
m/z—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.60 17.80 18.00 18.20
10186.D 050102.M Mon May 06 14:53:47 2002

 NYC-WTC_000082560
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NYC 9/11 Public Portal Document

Library Search Compound Report

. Data File : C:\MSDCHEM\1\DATA\050202\10186.D

Acg On 2 May 2002 6:59 pm
Sample SAMPLE 10186 4/30/02
Misc :

‘MS Integration Params: LSCINT.P

Quant Method
Title

Library C:\DATABASE\WILEY7N.L

vial: 22
Operator:
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)
Quantitation For Method 525.2

LEEE SRS EE SRR RS RS EEER RSt sE RS RSR R RRRRS SRR SR R

Peak Number 7

R.T. EstConc . Area
18.40 0.17 ug/L 345970
Hit# of 5 Tentative ID

Heptadecane, 9-octyl-

Concentration Rank 4

Relative to ISTD R.T.

Acenaphthene-dlo0

MW MolForm

1 Heptadecane, 9-octyl-

2 Docosane $$ n-Docosane $$ Normal..

352 C25H52
. 310 C22H46

3 Tetracosane (CAS) $$ n-Tetracosane 338 C24HS0

4 Pentacosane $$ n-Pentacosane 352 C25H52

007225-64-1 72
0006295-97-0 64
000646-31-1 64
000629-99-2 59

Abundance

5000

0.
m/z—>

Scan 807 (18.396 min): 10186.D (-)

8
57

40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340

m/z 85.00 100.00%

-

18 00 18.20 18.40 18.60 18.80

z 71.10 89.51%

Abundance #300498: Heptadecane, 9-octyl- /\MJ\\/\W
57
5000 e SIS
18.00 18.20 18.40 18.60 18.80
m/z 57.10 82.57%
239
0 3 169 197 267 204 323 352
m/z—-> 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 e
Abundance #261311: Docosane $$ n-Docosane $8 Normal-docosane
57
85 18 00 18.20 18.40 18.60 18.80
5000 z 55.00 34.05%
0 32 ) , 169 197 225 253 281 310
bt
m/z—~> 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance #288787: Tetracosane (CAS) $$ n-Tetracosane
ﬁﬂﬂﬂﬂ—rﬂﬂ—‘r—r-rr“r‘r’rrm—r—rr—r
5 18 00 18.20 18.40 18.60 18.80
z 69.00 30.52%
5000 85 :
113 ' -
0 (141 169 197 225 253 281 309 338
e A T e T e e e e R R R B T e
m/z—-> 40 60 80100120140160180200220240260280300320340 18001820184018601880
10186.D 050102.M Mon May 06 14:53:48 2002

Bohlk / Inst 213

Page 9

NYC-WTC_000082561



NYC 9/11 Public Portal Document

Data File

Acg On
Sample
Misc

MS Integratlon Params:

C:

SAMPLE 10186

Quant Method

Title
Library

Library Search Compound
\MSDCHEM\ 1\DATA\050202\10186.D
2 May 2002 6:59 pm
4/30/02

LSCINT.P

Repoft

vial: 22
Operator: Bohlk / Inst 213
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)

Quantitation For Method 525.2
C:\DATABASE\WILEY7N.L

Fhhkhhkhhkhhkhhkhhkhhhkhkhkhkhhkhhhkhkhkhkrhkhkhkhkhkhkhhkhkhhkrxhkrhkhhrhhkrhhhkhkhkhhkhkhkhkhkkhrhkhhkhkhhk

Peak Number

EstConc

8 Tetracosane $$ n-Tetracosane

Concentration Rank 13

Relative to ISTD R.T.

147726

MolForm

Acenaphthene-dl0

1 Tetracosane $$ n-Tetracosane
2 Eicosane (CAS)
3 Tridecane,

4 4-Tetradecanone

C24HS50
C20H42
310 C13H27I
C14H280

$$ n-Eicosane
l-iodo- $% Tridecyl 1i..

000646-31-1 43
000112-95-8 35
035599-77-0 27
026496-20-8 22

Abundance

5000

5

i

Scan 824 (18.550 min): 10186.D ()

m

[=]

m/z—>

| RAAAS ARAJ

20 40

60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance

5000

0

29

5

 N—

#288782: Tetracosane $$ n-Tetracosane
7

85

M3 444

11?9 197 225 253 281 309 338

m/z—->

e

20_40

60 80 100120140160180200220240260280300320340

LA RARNRRRRE RARSS EARRY RARAS vrrv|n|||u|||u|r|lrvv]ur||vu| T

Abundance

5000

o

29

5

#228391: Eicosane {CAS) $5 n-Eicosane
7

85

155 183 225

m/z—>

|vrrv|lu

20 40

UNAAAA RARAA AARAN RAALSRARRE RRASE nu |||l |r|| LARANRARARLRARS RARAS RARAN LR

60 80 100120140160180200220240260280300320340

Abundance

5000

b

m/z-->

28

87

#260094: Tridecane, 1-iodo- $$ Tridecyl iodide

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

m/z 71.15 100.00%

2

LIS BLELRLELI BLEL AL AL N0 LA AL ELE S0 S0 B0 S0 AN B0

18.20 18.40 18.60 18.80

m/z 57.05 74 .28%

;

LIS LA LB LA BN AL B

18.20 18.40 18.60 18.80

m/z 85.10 68.63%

?

LIS AL LA A B LA LN B

18.20 18.40 18.60 18.80

m/z 162.20 63.71%

L?

18.20 18.40 18.60 18.80

£

m/z 164.10 48.91%

L LR LR S0 L S B (LA B 2 A §

18.20 18.40 18.60 18.80

10186.D

050102.M .

Mon May 06 14:53:49 2002

'NYC-WTC_000082562
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NYC 9/11 Public Portal Document

Library Searched : C:\Database\wiley7n.1l 3
Quality : 50 , i
ID : 3-Ethyl-3-methylheptane $ n thyl-3-methyl-

Abundance ] Scan\g41 (18.704 min): 10186.D (-)
57
9000 '

71

8000

7000

6000

5000

4000
219

113

3000

2000 234

47 281

1000

o.
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

Abundance #38900: 3-Ethyl-3-methylheptane $$ Heptane, 3-ethyl-3-methyl-
5

9000
8000 43
85

7000
6000
5000

4000

113

3000 29

2000

14
Oberpebrrprrti et i et

L
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

|
1000 i | f
l 1 |

NYC-WTC_000082563



NYC 9/11 Public Portal Document

Library Searched : C:\Database\wiley7n. 1
Quality : 50
ID ’ : Tridecane, 3-methyl- (CAS) $$ 3-Methyltridecane $$ 3-METHYL-TRIDECANE

Abundance . Scan 841 (18.704 min): 10186.D (-)
57

9000
71
8000

7000 85
6000
5000

4000 219
113

3000 99

169 281

1000

o.
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #113313: Tridecane, 3-methyl- (CAS) $$ 3-Methyltridecane §...

43 .

9000
71
8000
7000
6000 56 " 85
5000
4000
3000 169

2000

1000

| 182 198 .
130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

0! '
m/z—> 10 _20 30 40 50 60 70 80 90 100 110 120

NYC-WTC_000082564




NYC 9/11 Public Portal Document

4

Library Searched : C:\Database\wiley7n.1

Quality : 47

iDp : Tridecane, 2-methyl- (CAS) $$ 2-Methyltridecane $$ 2-Methyl-tridecane
$$ 2-Methyl-n-tridecane

Abundance Scan 841 (18.704 min): 10186.D (-)
57

9000

71
8000

7000 85
6000
5000

4000
219

113

3000

2000
234
47 281

1000

0!

miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance : , #113309: Tridecane, 2-methyl- (CAS) $$ 2-Methyltridecane §... ’
43 5

9000
8000
7000
6000
71
5000
4000 85

3000

|
| .
2000 29 | 99 155
1000 |
|

ol . .
m/z—> . 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

NYC-WTC_000082565



NYC 9/11 Public Fiortal Document

Library Searched : C:\Database\wiley7n.1

Quality : 47

ID : Iron, tricarbonyl [N-(phenyl-2-pyridinylmethylene)benzenamine-N,N']- $$
IRON, TRICARBONYL [N- (PHENYL-2-PYRIDINYLMETHYLENE) BENZENAMINE-N,N']’

Abundance Scan 841 (18.704 min): 10186.D (-)
57

9000

71
8000

7000 85

6000
5000

4000 219
113

3000 99

2000 128 141 159 234
47 169 281

1000

01 ‘ 7
m/z—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290
Abundance g #331028: Iron, tricarbonyi{N-(phenyl-2-pyridinylmethylene)...

7

9000
8000

7000 i

43 71
6000
5000

4000 85

3000
2000

29
1000 i

. Joa 183 197 211 225 239 253262 @ 282
ettt e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290

NYC-WTC_000082566




NYC 9/11 Public Portal Document

Library Searched : C:\Database\wiley7n.l
Quality : 47
1D : Dodecane, 2-methyl-

‘Abundance Scan 841 (18.704 min):; 10186.D (-)
57

9000
71
8000

7000 85

6000
5000

4000 219
113

3000 99

2000 a7 128 141 159 234
169 281

1000

i

0! i

m/z—> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #93378: Dodecane, 2-methyl-

9000
8000
7000
6000
71
5000

4000 85

3000

2000

1000

i
o 15 Ul . ‘ . .
\/z—-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

NYC-WTC_000082567



NYC 9/11 Public Portal Document

Data File

Library Search Compound Report

. C:\MSDCHEM\ 1\DATA\050202\10186.D
Acq On 2 May 2002 6:59 pm
Sample SAMPLE 10186 4/30/02
Misc

MS Integration Params: LSCINT.P

Quant Method

Title
Library

Quantitation For Method 525.2
C:\DATABASE\WILEY7N.L

Vial: 22

Operator: Bohlk / Inst 213
Instrumen

Inst :
Multiplr: 1.00

C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)

khkhkkhkhhkhhhhhhhhhhkdhhkhhhkhkhkrhhkhkhkhkhkhhkrhkhhkhkhhhhhkhkhkhhhkrhrrkrdhkhrhrhrrhbrhrrrhhr

Concentration Rank 14

Relative to ISTD R.T.

055282-12-7 78
000629-97-0 72
000871-83-0 72

Peak Number 9 Octadecane, 3-ethyl-5-(2-et...

R.T. EstConc Area

20.78 0.06 ug/L 146387 Phenanthrene d-10
Hit# of S Tentative ID MW MolForm

1 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54

2 Docosane 310 C22H46

3 Nonane, 2-methyl- (CAS) $$ 2-Met... 142 C10H22

4 Hexadecane (CAS) $$ n-Hexadecane... 226 C1l6H34

000544-76-3 72

m/z 71.10 100.00%

-

20.40 20.60 20.80 21.00 21.20

m/z 57.05 95.49%

r

LELELEL BLELELEL S AL RLELELELE B

T
20.40 20.60 20.80 21.00 21.20

m/z 85.10 78.13%

r

20.40 20.60 20.80 21.00 21.20

m/z 69.05 40.17%

-

20.40 20.60 20.80 21.00 21.20

Abundance Scan 1070 (20.781 min): 10186.D (-)
m
5000
99
127
I 155 259
. 45 286 311 340
N I O Y O ol o
m/z—-> 50 100 150 200 250 300 350
Abundance #311148: Octadecane, 3-ethyl-5-(2-ethylbutyl)- (CAS) $$ 3-...
43
5000 71
o
i
i J %gﬂﬁf7i155 183 211 251 281 307 337 34
o'_'_’_l_*'lll"llll'l'll[lrvl'llllllll’l"‘rr
m/z—-> 50 100 150 200 250 300 350
Abundance #261313: Docosane
57
|
5000 | 85
P
b
D13
iyl 141 310
obrb d b 2 i.l.!,1.¢1§?qzjii??g LI G
m/z—-> 50 100 150 200 250 300 350 °
Abundance  #38819: Nonane, 2-methyl- (CAS) $$ 2-Methyinonane $$ 2-Met...
43
5000
71
98
15 il
o' L) T T | T 1 &t I T T T T I T T 1 T l T T T ' T 1 l T T
m/z—> 50 100 150 200 250 300 350

m/z 99.05 32.84%

-

20.40 20.60 20.80 21.00 21.20

10186.D 050102.M

NYC-WTC_000082568

Mon May 06 14:53:50 2002

Page 11



NYC 9/11 Public Portal Document

. ) Library Search Compound Report
. Data File : C:\MSDCHEM\1\DATA\050202\10186.D Vial: 22 :
Acqg On * 2 May 2002 6:59 pm Operator: Bohlk / Inst 21
Sample : SAMPLE 10186 4/30/02 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)

Title : Quantitation For Method 525.2
Library : C:\DATABASE\WILEY7N.L
*:********************************************************************
Peak Number 10 Decane, 3,6-dimethyl- $$ 3,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.37 0.13 ug/L 325592 Phenanthrene d-10 21.89
Hit# of 5 Tentative ID - ' MW MolForm CAS# - Qual
1 Decane, 3,6-dimethyl- $$ 3,6-Dim... 170 C12H26 017312-53-7 80
2 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 72
3 Octane (CAS) $$ n-Octane $$ Octa... 114 C8H1S8 000111-65-9 53
4 Decane, 1l-iodo- $$ Decyl iodide ... 268 C10H21I 002050-77-3 53
Abundance Scan 1135 (21.371 min); 10186.D (-) m/z 85.00 100.00%
57 8 ’
5000
113
141
1T9 371 | 21.00 21.20 21.40 21.60
c lllljl] |M . fllillflll!l IIIlIIVlIIIIlI'l.Il mz 71.10 91.33%
m/z-—-> 0 50 100 150 200 250 300 350
Abundance #74;37: Decane, 3,6-dimethyl- $3 3,6-Dimethyldecane
5
5000 o5 S A
21.00 21.20 21.40 21.60
' m/z 57.05 88.21%
29
113
LA T 1o ,
ot A L
m/z—> 0 50 100 150 200 250 300 350
Abundance . #134022: Tetradecane, 2-methyl-
5
—rp-r-rrT'v—r—rvT'r-r-r-r-rr-r-r—rrr
21.00 21.20 21.40 21.60
5000 m/z 55.05 40.22%
29
|
ol2 1 ‘
m/z—> 0 50 100 150 200 250 300 350
Abundance #15629: Octane (CAS) $$ n-Octane $$ Octane (DOT) $$ Isooct...
N lllllllll'lllllvlllllll
43 . 21.00 21.20 21.40 21.60
m/z 84.00 38.02%
5000
85
15 J 114 4
o' A [T
m/z—-> 0 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
1018é.D 050102.M Mon May 06 14:53:51 2002 Page 12

NYC-WTC_000082569



NYC 9/11 Public Portal Document

.

Data File

Acqg On
Sample
Misc

MS Integratlon Params:

Quant Method

Title
Library

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\050202\10186.D

2 May 2002 6:59 pm
SAMPLE 10186 4/30/02
LSCINT.P

Quantitation For Method 525.2
C:\DATABASE\WILEY7N.L

vial: 22
Operator: Bohlk / Inst 213
Inst Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)

IR 2 S 2 R R R E R E R RS R E R X R R R Y Y Y TR

Peak Number 11 Tetradecane,

2,5-dimethyl-

Concentration Rank 9

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

23.53 0.08 ug/L 193998 Phenanthrene d-10 21.89

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane, 2,5-dimethyl- 226 Cl16H34 056292-69-4 64

2 Octadecane 254 C18H38 000593-45-3 50

3 Triacontane $$ n-Triacontane 422 C30H62 000638-68-6 50

4 Heptadecane (CAS) $$ n-Heptadeca... 240 C17H36 000629-78-7 47

lAbundance . Scan 1373 (23.530 min): 10186.D (-) m/z 57.05 100.00%
5
85
5000
i 185 T T T
e
23.20 23.40 23.60 23.80
o wli | [Wz 7110 92.6a
miz—-> 0 50 100 150 200 250 300 350 400
* Abundance #154932: Tetradecane, 2,5-dimethyl-
57
5000
23.20 23.40 23.60 23.80
85 m/z 85.10 75.95%
ok, 113 3 183 211
I,,, T
miz—=> 0 50 100 150 200 250 300 350 400
Abundance . #183178: Octadecane
57
} | 23.20 23.40 23,60 23.80
5000 o5 m/z 99.20 41.76%
r N |
20| | |
RN ”3 141
i i 169 197 225 254
o....,....jr.. e s MMINIMMMINE
mz—> 0 50 100 150 200 250 300 350 400
Abundance #343923: Triacontane $$ n-Triacontane
il 23.20 23.40 23.60 23.80
m/z 99.00 36.96%
5000 85
13 449
A ][ | 1] ,169,197 225 253 261 309 337 365 393 422
b A4 AL X L e
miz—> 0 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
10186.D 050102.M Mon May 06 14:53:53 2002

“NYC-WTC_000082570
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NYC 9/11 Public Portal Document

Data File

. C:\MSDCHEM\1\DATA\050202\10186.D
Acg On :- 2 May 2002 6:59 pm
Sample SAMPLE 10186 4/30/02
Misc :
MS Integration Params: LSCINT.P

Quant Method
Title
Library

Library Search Compound Report

vial: 22
Operator: Bohlk / Inst 213
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)

Quantitation For Method 525.2

C:\DATABASE\WILEY7N.L

hhkkhkhkhkhkhkhkhhhhkhhkhkhkhkhkhkhkhhhkhkhkhkhkhhhkhkhrkhkhkhkhhkkhkhkhkhkhkhkhkhkhkdhkhkrxhkhkhkhkhhhkhkdhrhkhhkikk

Peak Number 12

Tetratriacontane $$ n-Tetra...

Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
24.06 0.12 ug/L 284503 Phenanthrene d-10 21.89
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetratriacontane $$ n-Tetratriac... 479 C34H70 014167-59-0 46
2 Eicosane (CAS) $3 n-Eicosane 282 C20H42 000112-95-8 46
3 Heneicosane (CAS) $$ n-Heneicosane 296 C21H44 000629-94-7 46
4 Octacosane 394 C28H58 000630-02-4 43

Abundance Scan 1432 (24.065 min): 10186.D (-) m/z 149.10 100. 00%
149
71
5000
13
183 23.80 24.00 24.20 24.40
0 | m/z 71.10 79.86%
e
m/z-> 0 50 100 150 - 200 250 300 350 400
Abundance #363627: Tefratriacontane $$ n-Tetratriacontane
57
5000 85 B ma e  RARE
23. 80 24. 00 24. 20 24. 40
m/z 57.10 72.17%
29 113141
o , i1 169197 225 253 281 311337 367410435
AR AR A A4 g ol e S e B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance . #228991: Eicosane (CAS) $5 n-Eicosane
57
A RE R R RRAN na
85 23.80 24.00 24.20 24.40
5000 m/z 85.10 69.18%
¢ 127
ST
| N .
m/z—-> 0 50 100 150 200 250 300 350 400
Abundance #245749: Heneicosane (CAS) $3 n-Heneicosane
X 23.80 24.00 24.20 24.40
m/z 113.20 26.23%
85
5000
13 i1
) ARER S LR AR L A B B
miz—> 0 50 100 150 200 250 300 - 350 400 23.80 24.00 24.20 24.40

10186.D 050102.M

Mon May 06 14:53:54 2002

NYC-WTC_000082571

Page 14




NYC 9/11 Public Portal Document

) Library Searched C:\Database\wiley7n.l

Quality 14 _
ID Hexadecanoic acid (CAS) $$ Palmitic acid $$ Palmitinic acid $$ n-Hexad
: ecoic acid $$ n-Hexadecanoic acid $$ Pentadecanecarboxylic acid $$ 1-P
entadecanecarboxylic acid $$ Prifrac 2960 $$ Coconut oil fatty acids $
$ Cetylic acid $$ Emers 43
\
Abundance Scan 1437 (24.110 min): 10186.D (-)
(<}
8000
55
6000
4000 99
129
86 1151
213
2000 157 974
324
: | 148 185 199 341 446
j | i
o_ iu | ll !
m/z--> 40 60 80 100 120 140 160 180 200 220- 240 260 280 300 320 340 360 380 400 420 440
Abundance : #195443: Hexadecanoic acid (CAS) $$ Palmitic acid $$ Palmi...
73 ‘ .
8000
60
6000
4000 129
, .
2000 l > 9 115 213
15? 171 185 -
1 143 1099 | 226 2?6
0 ] 239 |-
e s b e P e e e e e e e e T T e T T ey
m/z—-> 40 60 80 100 120 140 160 .180 200 220 240 260 280 300 320 340 360 380 400 420 440
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) Library Searched

C:\Database\wiley7n.1

Quality 10
1D Hexadecanoic acid (CAS) $$ Palmitic acid $$ Palmitinic acid $$ n-Hexad
ecoic acid $$ n-Hexadecanoic acid $$ Pentadecanecarboxylic acid $$ 1-P
entadecanecarboxylic acid $$ Prifrac 2960 $$ Coconut oil fatty ac1ds $
$ Cetylic acid $$ Emersol 140 $$ Emersol 143
Abundance 4 Scan 1437 (24.110 min): 10186.D (-)
© 73
8000
55
6000
4000 99
129
86 115
213
2000 157 274
24 ‘
“ 14p 185 199 324 446
oL L B I ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #195442: Hexadecanoic acid (CAS) $$ Paimitic acid $$ Paimi...
43 73 :
60
8000
6000
4000
85 129
2000 97
213 256
. ” 143‘157171 1?5199 l 227 41
LERJ T T "ll'llTV]lllVl'l"l TT lll'l 'l"l[l lll LA LRI LIRS TIrror TIrIrr AL ] LB L 3 LELELERS llllllll'lllll
m/z—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440

NYC-WTC_000082573
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' Library Searched
Quality

ID

C:\Database\wiley7n.1

10

.alpha.-D-Glucose $$

.alpha.-D-Glucopyranose

Abundance

9000
8000
55
7000
6000
5000
4000

3000

2000

1000

O 1
m/z—>

<]

86

80

Scan 1437 (24.110 min): 10186.D (-)

99
145129

213
157

14

274 324

185 199 341

446

Al !

: :

il 1

100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440

Abundance

9000
60
8000
7000
6000
5000
4000
3000
2000

1000

73

]

#85492: .alpha.-D-Glucose $$ .alpha.-D-Glucopyranose

131

0

)
nnlv--v|n|v

20 40 60

m/z-->

80

|r|v'ﬁ-|r||1v1 LR S 2 U e 0 2 e e e vrvv[vrru[vnv||||rlllvlllvrvv|||t|||||r||rvv|

100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
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Library Searched : C:\Database\wiley7n.1l
Quality : 10
ID : Dodecanoic acid

Abundance ' Scan 1437 (24.110 min): 10186.D (-)

9000
8000
55
7000
6000
5000
4000 99

115129
3000 86

213

2000
185 199 274 324

AT F [

LB AL NI B B R N NSNS RSN RS RN RS AR RSN RS SN LRI |

m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #115372: Dodecanoic acid
60 73

446

o

9000
8000

7000
43
" 6000

5000

4000

129

3000 200

157
2000 115
101

1000 143 171

bl b | ves

L B e 20 e IR R R N SR RN R AR AR RARASREANY SARRE RARAE BN AR

100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440

oL~

m/z—-> 80
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) Library Searched

C:\Database\wiley7n.1

Quality 10
ID Lactose $$ D-Glucose, 4-0-.beta.-D-galactopyranosyl- $$ (+)-Lactose $$%
Aletobiose $$ Galactinum $$ Lactin $$ Lactobiose $$ Lactose, anhydrou
s $$ Milk sugar $$ Osmolactan $$ Saccharum lactin $$ 4-(.beta.-D-Galac-
tosido) -D-glucose $$ D-Lactose
Abundance Scan 1437 (24.110 min): 10186.D (-)
3
8000
55
6000
4000 99
129
g6 | 1157
213
2000 157 074
; 324
| 14p 1199 341 446
il ! ’ i
o L :
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #115372: Dodecanoic acid
60 73 .
8000
43
6000
4000
129
| 200
} 157
2000 7
8 101115
J 143 | 171
m/z—> 20 40 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
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10186.D

.

Data File C:\MSDCHEM\ 1\DATA\050202\10186.D
Acg On 2 May 2002 6:59 pm

Sample SAMPLE 10186 4/30/02

Misc

"MS Integration Params: LSCINT.P

Quant Method
Title

Library C:\DATABASE\WILEY7N.L

Library Search Compound Report

Vial: 22

Operator: Bohlk / Inst 213

Inst Instrumen
Multiplr: 1.00

C: \MSDCHEM\1\5973N\050102 .M (RTE Integrator)
Quantitation For Method 525.2

LEEE AL SRR EE RS AR RS EEEE SRR R R X RS RS RN X

.. Concentration Rank 15

Peak Number 13 Pyrene, 2-methyl- (CAS) $$

R.T EstConc Area Relative to ISTD R.T.
25.79 0.06 ug/L 153714 p-Terphenyl d-14 26.77
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 2-methyl- (CAS) $$ 2-Met... 216 C17H12 003442-78-2 50
2 Pyrene, 4-methyl- $$ 4-Methylpyrene 216 C1l7H12 003353-12-6 47
3 Bicyclo[3.3.1]lnonan-9-0l1, 1-phen... 216 C15H200 036399-43-6 43
4 .ALPHA., .ALPHA.'-DIFLUOROSTILBEN... 216 C14H10F2 000643-76-5 43

Abundance Scan 1622 (25.788 min): 10186.D (-) m/z-216.05 100.00%
5000
o 108 170
55 84 25.40 25.60 25.80 26.00 26.20
148 . . . . .
o 121,138 b 236 m/z 215.20 32.79%
m/z—-> 40 60 80 100 120 140 160 180 200 220 240
Abundance #139295: Pyrene, 2-methyl- (CAS) $$ 2-Methylpyrene
216
5000
25.40 25.60 25.80 26.00 26.20
: m/z 217.20 23.45%
S 108 189
o 5163 81 | 135 150163176 | 201 i ,
miz—-> 40 60 80 100 120 140 160 180 200 220 240
Abundance #139297: Pyrene, 4-methyl- $$ 4-Methylpyrene
216
25.40 25.60 25.80 26.00 26.20
5000 m/z 108.25 23.04%
108 189
ol 39516375 95 | 122135 150163176 ;201 i
R a I A T B A I s e e e R SRz Sa B
m/z—> 40 60 80 100 120 140 160 180 200 220 240
Abundance #139085: Bicyclo[3.3.1]nonan-9-0l, 1-phenyl- $$ 1-Phenylbi...
216 25.40 25.60 25.80 26.00 26.20
m/z 107.90 18.52%
91 157
5000
mi/z—> 40 60 80 100 120 140 160 180 200 220 240 25.40 25.60 25.80 26.00 26.20

050102.M

- NYC-WTC_000082577

Mon May 06 14:53:55 2002
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v

Library Search Compound Report

. Data File C:\MSDCHEM\1\DATA\050202\10186.D
Acq On 2 May .2002 6:59 pm
Sample SAMPLE 10186 4/30/02
Misc :
MS Integration Params: LSCINT.P

Quant Method

Title
Library

Quantitation For Method 525.2

C:\DATABASE\WILEY7N.L

Vial: 22
Operator: Bohlk / Inst 213
Inst Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)

khkhkhkkhkhhkhhkhhkhhkhkhkhkhhkhhhkhhhkhhkhhkhhkhhkhhhkhkhhhkhkhkhhkhkhkkkhhkhhkhkhkhkhhkhkhkkhkhkhhkhkkk

_ Concentration Rank 2

Peak Number 14

[2.2] (2, 6) pyrazinophane

R.T EstConc Area Relative to ISTD R.T. (\a
25.98 3.44 ug/L 8772330 p-Terphenyl d-14 26.77 [& «\D
Hit# of 5 Tentative ID MW MolForm CAS# Qual “(%
1 [2.2](2,6)pyrazinophane 212 C12H12N4 123624-86-2 59 h
2 [1,1'-Biphenyl]-4,4'-diamine, 3,... 212 C14H16N2 000119-93-7 59
3 [1,1'-Biphenyl]-4,4'-diamine, 3,... 212 C14H16N2 000119-93-7 59
4 [1,1'-Biphenyl]-4,4'-diamine, 3,... 212 C14H16N2 000119-93-7 59
‘Abundance Scan 1643 (25.979 min): 101860() m/z 212.20 100.00%
5000 %
106
92 25.60 25.80 26.00 26.20

ol 51 64 78 124 142156 180194 256 m/z 106.10 19.22%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
‘Abundance #132924: [2.2)(2,6)pyrazinophane

212
5000
25.60 25.80 26.00 26.20
58 185 m/z 211.20 17.50%
144
i ] 7 108 |

Ol rrrerrrrr e e e p e e e b e e e

m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260

-

25.60 25.80 26.00 26.20

Abundance #133759: [1,1-Biphenyl]-4,4'-diamine, 3,3-dimethyl- $$ B...
292
5000
106
28 516477.91 | 130 152167180 136
e La o A e LT o s L e A RAMRS
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #133757: [1,1"-Biphenyi]-4,4'-diamine, 3,3"-dimethyl-
212
5000
28 - 1086
ol 51 64 7790, | 130 152167
Ea R e e A B RA A a R AE R A RARRS REECA LA S AR S LR
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260

m/z 213 20 16.82%

%

25.60 25.80 26.00 26.20

m/z 208.10 . 16.39%

%

25.60 25.80 26.00 26.20

10186.D

050102.M

NYC-WTC_000082578

Mon May 06 14:53:56 2002
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, Data File

Library Search Compound Report

C:\MSDCHEM\1\DATA\050202\10186.D

Acq On 2 May 2002 6:59 pm
Sample SAMPLE 10186 4/30/02
Misc .
MS Integratlon Params: LSCINT.P

Quant Method
Title
Library

vial: 22
Operator: Bohlk / Inst 213
Inst Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)
Quantitation For Method 525.2
C:\DATABASE\WILEY7N.L

IEE SRR AR R RS AR RS RETEE SRS RS RS R R R R AR SRR LSRR REEER LR RS RS

Peak Number 15

(E) -9-Methyl-1,5-dithiacycl...

Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
26.50 0.10 ug/L 264387 p-Terphenyl d-14 26.77
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 (E)-9-Methyl-1,5-dithiacyclonon-...
2 Tridecane (CAS) $$ n-Tridecane $...
3 Tridecane (CAS) $$ n-Tridecane §...

4 Tridecane

184 C13H28
184 C13H28
184 C13H28

174 C8H14S2

000000-00-0 43
000629-50-5 41
000629-50-5 30
000629-50-5 30

Abundance
57

5000

Scan 1700 (26.496 min): 10186.D ()

0 H!

B T

T
m/z—-> 20 40 60

180 200

80 - 100 120 140 160

", Abundance #78289: (E)-9- Methyl -1,5-dithiacyclonon-8-ene
a9 174
85
127
5000
711 1 1l 3
o,...”.,.q...q.,.,..J.....,.‘”.......q...w

m/z—-> 20 40 60

80 100 120 140 160 180 200

Abundance

43

5000

71

#93375: Tridecane (CAS) $5 n-Tridecane §$ Tridecane, n-
57 .

85

43 57

5000

d IL '

ul
T

m/z—-> 20 40 60

(=]

7

‘l} ! 7141155 184

] S N S N NS S L AN W
m/z—> 20 40 60 80 100 120 140 160 180 200
Abundance #93373: Tridecane (CAS) $$ n-Tridecane $% Tridecane, n-

85

99 112 127 141 154 184
80 100 120 140 160

m/z 57.00 100.00%

%

LAELELES B B DR LALLEY BLELELNL AN NLEL AL SR B

26 20 26.40 26.60 26. 80
z 71.10 65.46%

TTT T T T I T[T TP YT T T [Troro

26. 20 2640 26. 60 26.80
m/z 99.10 64.68%

2

LU A B B L A L O N LA e

26. 20 26. 40 26. 60 26. 80
m/z 85.15 44.79%

é

LI LALELELE SLEL NSNS SLLEL LN LA

26 20 26. 40 26.60 26.80
zZ 84.05 37.93%

s

LN L B L 0 DL LB B

26. 20 26.40 26.60 26.80

10186.D 050102.M

NYC-WTC_000082579

180 200
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¢ Tentatively Identified Compound (LSC) summary

Operator ID: Bohlk / Inst 213 .Date Acquired: 2 May 2002 6:59 pm
Data File: C:\MSDCHEM\1\DATA\050202\10186.D

Name: SAMPLE 10186 4/30/02

Misc:

Method: C:\MSDCHEM\1\5973N\050102.M (RTE Integrator)

Title: Quantitation For Method 525.2

Library Searched: C:\DATABASE\WILEY7N.L

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexacosane $$ n-H... 14.21 0.1 ug/L 159650 1 17.59 10432200 5.0
3-Ethyl-3-methylh... 15.01 0.1 ug/L 155446 1. 17.59 10432200 5.0
5-Acetyl-2,8,8-tr... 17.23 0.1 ug/L 163868 1 17.59 10432200 5.0
2,6-DI-T-BUTYL-4-... 17.46 0.1 ug/L 173105 1 17.59 10432200 5.0
pentadecane 17:71 0.3 ug/L 656654 1 17.59 10432200 5.0
Phenol, 2,6-bis(1... 17.95 4.3 ug/L 8933190 1 17.59 10432200 5.0
Heptadecane, 9-oc... 18.40 0.2 ug/L 345970 1 17.59 10432200 5.0
Tetracosane $$ n-... 18.55 0.1 ug/L 147726 1 17.59 10432200 5.0
Octadecane, 3-eth... 20.78 0.1 ug/L 146387 2 21.89 12066100 5.0
Decane, 3,6-dimet... 21.37 0.1 ug/L 325592 2 21.89 12066100 5.0
Tetradecane, 2,5-... 23.53 0.1 ug/L 193998 2 21.89 12066100 5.0
Tetratriacontane -... 24.06. 0.1 ug/L 284503 2 21.89 12066100 5.0
Pyrene, 2-methyl-... 25.79 0.1 ug/L 153714 3 26.77 12752700 5.0
[2.2] (2,6)pyrazin... 25.98 3.4 ug/L 8772330 3 26.77 12752700 5.0
(E) -9-Methyl-1,5-... 26.50 0.1 ug/L 264387 3 26.77 12752700 5.0
10186.D 050102.M Mon May 06 14:53:57 2002 . Page 18
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