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ro,
Comments for Sample AE11311 - Analysis $525

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 06-05-2002 Time: 15:13:17

bis(2-ethylhexyl)phrhaisate in LB and FB is 3 ug/l. 5 of 18 compounds fail in b
LCS Standard. 2 of 18 compounds fail in Spiked sample. 1 of 3 Surrogates fail

in sample. LB and sample contaminated with Turbo vap grease. Analysis will be
repeated on fresh bottle. Samples may contain unknows such as hydroxynitrophenyl
pyridine at .07 ug/t fit 53, biphenyldiamine at 4.8 ug/l fit 72, and guanosine

at 0.09 ug/l fit 37. This sample was reextracted on 5/23 and reanalyzed on

5/29. One of the 3 Surrogate Standards, Perylene d-12, was low. This is due to

a reaction between it and the sample preservative, and can not be avoided.
Hydrocarbons present in this sample are also present in the LAboratory blank.

They are being produced from the Solid Phase Extraction cartridges. A remedy to
this situation will have to determined.
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\
Data ﬁile : C:\MSDCHEM\ 1\DATA\052902\11311RR.D
+* BAcg On : 29 May 2002 2:39 pm .
Sample : SAMPLE 11311 RE-EXTD 5/23/02
Misc :

Quantitation Report (QT Reviewed)

MS Integration Params: rteint.p
Quant Time: Jun 03 15:48:57 2002

Quant Method
Title

Last Update

Response via

vial: 16

Operator: Bohlk / Inst 213

Inst : Instrumen
Multiplr: 1.00

Quant Results File: 052802.RES

: Quantitation For Method 525.2

DataAcqg Meth : 052802

Internal Standards

B S T e

1)
9)
19)
25)

Acenaphthene-d10
Phenanthrene d-10
Chrysene d-12
p-Terphenyl d-14

System Monitoring Compounds

2) 1,3-Dimethyl-2-nitrobenzen

Spiked Amount 5.000
20) Triphenyl Phosphate
Spiked Amount 5.000
21) Perylene D-12
Spiked Amount 5.000
26) Acenaphthene d-10 (surr)
Spiked Amount 5.000
27) Phenanthrene d-10 (surr)
Spiked Amount 5.000
28) Chrysene d-12 (surr)
Spiked Amount 5.000
Target Compounds
3) Hexachlorocyclopentadiene
4) Hexachlorobenzene
5) EPTC
6) 2,6-Dinitrotoluene
7) 2,4-Dinitotoluene
8) Molinate
10) Simazine
11) Atrazine
12) Alachlor
13) Terbacil
14) Acetochlor
15) Metribuzin
16) Metolachlor
17) Butachlor
18) 4,4'-DDE
22) Bis (2-Ethylhexyl) adipate
23) Bis (2-Ethylhexyl) phthala
24) Benzo (a) pyrene

: Mon Jun 03 15:34:22 2002
Initial Calibration

R.T. QIon
18.19 164
22.51 188
30.29 240
27.39 244
13.11 134
29.57 326
34.30 264
18.19 164
22.51 188
30.29 240

0.00 237

0.00 284

0.00 128

0.00 165

0.00 165

0.00 126

0.00 201

0.00 200

0.00 160

0.00 117

0.00 146

0.00 198

0.00 162

0.00 160

0.00 246

0.00 129
30.95 149

0.00 252

: C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)

Response Conc Units Dev(Min)

1899594 5.00 ug/L 0.00
2868077 5.00 ug/L 0.00
1857994 5.00 ug/L 0.00
2095758 5.00 ug/L 0.00
538591 5.05 ug/L 0.00
Recovery = 101.00%
441636 5.59 ug/L 0.00
Recovery = 111.80%
705926 2.85 ug/L ¢.00
Recovery = 57.00%
1899594 4.08 ug/L 0.00
Recovery = 81.60%
2868077 4.41 ug/L 0.00
Recovery = 88.20%
1857994 4.36 ug/L 0.00
Recovery = 87.20%
Qvalue
0 N.D.
0 N.D.
0 N.D.
0 N.D. d
0 N.D.
0 N.D.
0. N.D.
0 N.D.
0 N.D.
0 N.D.
0 N.D.
0 N.D.
0 N.D.
0 N.D. 4
0 N.D. d
0 N.D. d
50484 0.81 ug/L 92
0 N.D.

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

11311RR.D 052802.M

~ NYC-WTC_000012617

Mon Jun 03 15:50:01 2002
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819210000 OLM-OAN

" Quantitation Report (QT Reviewed)

Data File : C:\MSDCHEM\1\DATA\052902\11311RR.D vial: 16

Acg On : 29 May 2002 2:39 pm Operator: Bohlk / Ingst 213
‘Sample : SAMPLE 11311 RE-EXTD 5/23/02 Inst : Instrumen

Misc : Multiplr: 1.00

MS Integratlozz Params: rteint.p

Quant Time: Jun 3 15:49 2002 Quant Results File: 052802.RES
Method [ C:\MSDCHEM\1\5973N\052802..M (RTE Integrator)

Title ‘s Quantitation For Method 525.2

Last Update : Mon Jun 03 15:34:22 2002
Response via : Initial Calibration
Abundance TIC: 11311RR.D

5000000

4500000

d1mi(surr),S
Phenanthrene d-10,{surr),S

(W

4000000

Acenep

p-Terphenyl d-14,1

3500000

?v,(e—ﬂ& d- 1o "TB

3000000

1,3-Dimethyi-2-nitrobenzene ,S
Chrysene d-12,{sur),S

2500000

(7 d
Tripheny! Phosphate,S

2000000

1500000

Perylene D-12,S

1000000

500000

Bis (2-Ethythexyl) phthalate

AN .\& J\BJJ 1Y M 1

Okparid . Lo AR A l P AL A
LR RS rirvy llTl IIII LAY LSRR SRS lllrll]l T1 17 LB RN LIRS LS LR e llll llrl LER) T LER B SR TrTT LELELL III‘T LERERIR) TreT T T I"Ille‘

Time~> 1200 1300 1400 1500 1600 1700 1800 1900 2000 2100 2200 2300 2400 2500 26.00 2700 2800 2900 3000 31.00 3200 3300 3400 gSTOO 36.00

“11311RR.D 052802.M Mon Jun 03 15:50:02 2002 Page 2
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LSC Area Percent Report

pata File : C:\MSDCHEM\ 1\DATA\052902\11311RR.D

¢« Acqg On
Sample
Misc

29 May 2002
SAMPLE 11311 RE-EXTD 5/23/02

-
.

2:39 pm

MS Integration Params: LSCINT.P

Method
Title
Smooth

ing

Sampling
Start Thrs: 0.2
Stop Thrs : ©

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

vial: 16

Operator: Bohlk / Inst 213
: Instrumen
Multiplr: 1.00

Inst

: C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)

: Quantitation For Method 525.2

: OFF
s 1

Peak separation: 5

Signal
peak R.T.
$# min
1 11.475
2 11.5¢93
3 13.108
4 14.749
5 15.566
6 18.187
7 18.269
8 18.523
9 18.967
10 19.965
11 21.362
12 21.951
13 22.514
14 22.722
15 24.654
16 26.622
17 27.393
18 29.570
19 30.287
20 30.949
21 34.305

s TIC

first
-scan

max
scan

last PK
scan TY

1311RR.D 052802.M

NYC-WTC_000012619

1144 rVB
1203 rBV3
1267 rBV2
1288 rvva
1500 rBv2

1727 rBV2
1811 rBV
2051 rBV
2138 rBV2
2197 rBV2

2576 rBV

41287
2468369
64950
57273

4282757
79859
2486461
68449
71165

56328
55811
3966718
50345
66926

3096256
3458966
2042881
2415725

37935

794705

Filtering: 5
Min Area:

Max Peaks: 100
. Peak Location: TOP

80114
3998371
118295
113059

7244845
141637
4330675
118944
114038

120762
122351
7398748
94191
171385

5977939
6718312
4134028
5664486

110041

2502725

Sum of corrected areas:

Mon Jun 03 15:50:11 2002

1.63%
1.65%
100.00%
1.27%
2.32%

80.80%
90.80%
55.87%
76.56%

1.49%

33.83%

49350129

1 % of largest Peak

‘% of

total
0.152%
0.162%
8.102%
0.240%
0.229%

14.680%
0.287%
8.775%
0.241%
0.231%

0.245%
0.248%
14.992%
0.191%
0.347%

12.113%
13.614%
8.377%
11.478%
0.223%

5.071%

bt

Page 1
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. . LSC Report '~ Integrated Chromatogram -
File : C:\MSDCHEM\1\DATA\052902\11311RR.D
Operator : Bohlk / Inst 213
Acquired : 29 May 2002 2:39 pm using AcgMethod 052802
Instrument : Instrumen

Sample Name: SAMPLE 11311 RE-EXTD 5/23/02
Misc Info

Vial Number: 16

Quant File 052802 RES (RTE Integrator)

ki

Abundance TIC: 11311RR.D
4000000

1819

3500000
3000000
2500000 13.11 18.52
2000000
1500000
1000000

500000

11489 ' 14.75 1557 827/ 1897

CIlllllll Y 7T TrTY TTTY =T T7 At T Y T 17 T l)r‘lllll llll'llll T Tr

Time--> 11.50 1200 1250 1300 1350 1400 1450 1500 1550 1600 1650 1700 1750 1800 18.50 1900 1950
Abundance ) TIC: 11311RR.D

4000000 22.51

3500000 27.39

3000000
2500000
2000000
1500000
1000000

500000

19.96 2136 21.95 .[2272 24,65

c..;w;n T T T 10 220 B e e e Ty T=T°TT LI e e 2 R SR BRI LA SIS IR ML LI LR

Time—> 20.00 20.50 2100 2150 22.00 2250 2300 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00

Abundance TIC: 11311RR.D
4000000

3500000
3000000
2500000 30.20
2000000
1500000
1000000 34.30

500000

| 3095

c; | I AL I LI SRR TR L e o § 7T 1% T TT LRI I I SN B A SN 2 A 2 SRR I N S ML AR R B SN MR N B AN N RSN S AL BLERY

Time-> 2850 29.00 29.50 3000 30.50 3100 3150 3200 32.50 33.00 33.50 34.00 34.50 35.00 35.50 36.00 36.50

1311RR D 052802.M Mon Jun 03 15:50:13 2002 Page 2
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3

Data .File

+‘Acq On
Sample

.
.
-
.

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\ 052902\11311RR.D
29 May 2002 2:39 pm
SAMPLE 11311 RE-EXTD 5/23/02

Misc

MS Integration Params: LSCINT.P

Quant Method
Title
Library

e e ee

vial: 16

Operator: Bohlk / Inst 213

Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)
Quantitation For Method 525.2
C:\DATABASE\WILEY7N.L

LA X2 2R 222222222 222222223222 2 2222232222222 22222222222 2]

Peak Number_ 1 Undecane, 4,6-dimethyl-

R.T. EstConc Area Relative to ISTD R.T.
11.48 0.05 ug/L 75183 Acenaphthene-d10 18.19
Hit# of 5  Tentative ID MW MolForm cas# Qual

Concentration Rank 13

1 Undecane, 4,6
2 Dodecane, 2,6
3 Dodecane, 2,6
4 Dodecane, 4,6

-dimethyl-

~-dimethyl-

184 C13H28
11-trimethyl- $$ 2... 212 C15H32
,10-trimethyl- $$§ F... 212 C15H32
198 C14H30

017312-82-2 72
031295-56-4 64
003891-98-3 64
061141-72-8 56

0!

Abundance Scan 44 (11.475 min): 11311RR.D (-)
7
57
5000 85
113
didzTr
O RN s o e i e e S e s  SARE
m/z—-> 20 40 60 80 100 120 140 160 180 200
Abundance #093418: Undecans, 4,6-dimethyi-
57
43
5000 A
2 113
()- . !3(3 1 “1 1 Ei&s 1 t;“
. miz=> 20 40 60 80 100 120 140 160 180 200
Abundance #134042; g;decane, 2,6,11-rimethyl- $$ 2,6,11-Trimethyldo...
71
43
5000

99 13127 141 155 169 182 197

m/z—> 20 40

m/z-> 20 40 60 80 100 120 140 160 180 200
Abundance  #134036: D(;decane, 2,6,10-trimethyl- $$ Farmesan $$ Farnes...
5
7

85

99 113127 1,1 455
60 80 100 120 140 160

183 197
180 200

m/z 71.10 100.00%

2

11.20 1140 11.60 11.80
m/z 57.00 79.10%

=

11.20 11.40 11.60 11.80
m/z 85.20 42.38%

=

11.20 1140 11.60 11.80
m/z 84.10 26.63%

i3

11.20 11.40 11.60 11.80
m/z 70.20 26.51%

=

11.20 1140 11.60 11.80

A1311RR.D 052802.M

NYC-WTC_000012621

Mon Jun 03 15:50:15 2002
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-+

Data' File

Acqg On
Sample
Misc

MS Integration Params:

1 29 May 2002

Library Search Compound Report

2:39 pm

C:\MSDCHEM\ 1\DATA\052902\11311RR.D

vial: 16

Operator: Bohlk / Inst 213

SAMPLE 11311 RE-EXTD 5/23/02

Quant Method

Title

Library

Fhhhkkhhkhddhhhhhdhhdd dhdddddd ki dddddddddddddddd ik kdkkdkdhdkdkkddddddhdk

Peak Number 2 Decane, 2,5,6-trimethyl-

e e oo

LSCINT.P

Inst : Instrumen

Multiplr: 1.00

C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)
Quantitation For Method 525.2

C:\DATABASE\WILEY7N.L

Conc

Relative to ISTD

entration Rank 12

R.T. EstConc Area
11.59 0.06 ug/L 80114
Hit# of §& Tentative ID

Acenaphthene-d10

MW MolForm

1 Decane, 2,5,6-trimethyl-

2 Nonane, 4,5-dimethyl- $$ 4,5-Dim...
3 Nonane, 4,5-dimethyl-

4 2-Ethyl-l-dodecanol

(CAS) $$ 4...

184 C13H28
156 Cl1H24
156 C1l1H24
214 C14H300

062108-23-0 72
017302-23-7 64
017302-23-7 64
019780-33-7 53

m/z—->

Abundance

Scan 57 (11.593 min): 11311RR.D (-)

20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160

m/z—>

Abundance

5000

ok
20_30 40

#93445: Decane, 2,5,6-frimethyl-

57

98

113
56 60 70 80 90 100 110 120 130 140 150 160

127 150

m/z—->

Abundance

#564?368: Nonane, 4,5-dimethyl- $$ 4,5-Dimethyinonane

7

1 3 7TTTTTTTTTTTY
20 30 40 50 60 70 80 9C 100 110 120 130 140 150 160

jAbundance #56269: Nggane. 4,5-dimethyl- (CAS) $$ 4,5-DIMETHYL-NONANE...
7

z 55.00 37.15%
71
85
29
gg 113 127
o_
m/z~> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.20 11.40 11.60 11.80 12.00

=

m/z 57.10 100.00%

—

11.20 11.40 11.60 11.80 12.00
m/z 71.10 64. 26&

=

11.20 11.40 11.60 11.80 12.00
m/z 85.10 41.18%

=

11.20 11.40 11.60 11.80 12.00
m/z 84.10 37.53%

LEREE BARRE RRALE RIERE R

11201140116011801200

1311RR.D 052802.M

NYC-WTC_000012622

Mon Jun 03 15:50:16 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\ 1\DATA\ 052902\ 11311RR.D vial: 16

. Acq On : 29 May 2002 2:39 pm Operator: Bohlk / Inst 213
Sample : SAMPLE 11311 RE-EXTD 5/23/02 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)

Title : Quantitation For Method 525.2 o
Library : C:\DATABASE\WILEY7N.L . e
*********************************************************************
Peak Number 3 Eicosane (CAS) $$ n-Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.75 0.08 ug/L 118295 Acenaphthene-d10 18.19
Hit# of 5 Tentative ID MW MolForm cAs# Qual
1 Eicosane (CAS) $$ n~Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 Cl6H34 000544-76-3 90
3 Docosane $$ n-Docosane $$ Normal... 310 C22H46 000629-97-0 90
4 Tridecane, 1l-iodo- $$ Tridecyl i... 310 C13H27I 035599-77-0 86
Abundance Scan 405 (14.749 min): 11311RR.D {-) m/z 71.10 100.00%
m
5000
? 14.40 14.60 14.80 15.00
4 127 X A X A
o 128 221 m/z 57.10 94.29%
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #228991: Eicosane (CAS) $$ n-Eicosane
57
5000 85
14.40 14.60 14.80 15.00
m/z 85.10 71.68%
127
ol 29 155 183 225
T“r‘,lll TY T
m/z—-> 20 410 6‘0 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154904: Hexadecane
57
14.40 14.60 14.80 15.00
5000 m/z 69.10 23.02
29
Otrrprrrifir i ;
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
jAbundance #261311: Docosane $% n-Docosane $$ Normal-docosane
57 14.40 14.60 14.80 15.00
m/z 55.10 20.81%
5000
o ARENEW 169 197 225 253 281 310
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00
A1311RR.D 052802.M Mon Jun 03 15:50:17 2002 Page 5

NYC-WTC_000012623
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. #
Data File :

C:\MSDCHEM\ 1\DATA\052902\11311RR.D

Library Search Compound Report

vial: 16
Operator: Bohlk / Inst 213

Kcg On : 29 May 2002 2:39 pm
Sample : SAMPLE 11311 RE-EXTD 5/23/02 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration

Quant Method
Title
Library

e oo

Params: LSCINT.P

C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)
Quantitation For Method 525.2
C:\DATABASEWILEY7N.L

deddekhkdkhh Rkt dkhohkd ok ke k Rk kR ARk Rk ARk ok bk h ke kR hhkh kb kb dkdehhhdkkhdhhdhddd

Peak Number 4 Tridecane (CAS) $$ n-Tridec...

Relative to ISTD

Concentration Rank 10

R.T. EstConc Area
15.57 0.08 ug/L 113059 Acenaphthene-dl0
Hit# of 5 Tentative ID MW MolForm

1 Tridecane (CAS) $$ n-Tridecane $... 184 Cl1l3H28

'000629-50-5 72

2 Pentadecane (CAS) $$ n-Pentadecane 212 C15H32 000629-62-9 64
3 Hexadecane 226 Cl6H34 000544-76-3 59
4 Nonane, 5-butyl- $$ 5-Butylnonan... 184 C13H28 017312-63-9 59
Abundance Scan 495 (15.566 min): 11311RR.D (-) m/z 71.10 100.00%
m
57
85
5000
W2 este0 15.20 15.40 15.60 15.80
ol m/z 57.10 79.40%
m/z—> 20 40 60 80 100 120 140 160 180 200 220
jAbundance #9:1%76: Tridecane (CAS) $$ n-Tridecane $$ Tridecane, n-
57
71
5000
16.20 15.40 15.60 15.80
m/z 85.10 62.38%
o 112127141155 184
m/z—> 20 40 60 100 120 140 160 180 200 220 .
Abundance #134014: Pentadecane (CAS) $% n-Pentadecane
57 ’
43
15.20 15.40 15.60 15.80
5000 7 m/z 70.10 27.77%
29
99
0 | 113 127 141 155 169
SRR v
m/z—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #154804: Hexadecane
5 15.20 15.40 15.60 15.80
43 m/z 55.10 25.47%
5000
- 99 143 427
miz—> 20 40 60 80 100 120 140 160 180 200 220 15.20 15.40 15.60 15.80

1311RR.D 052802.M

Mon Jun 03 15:50:18 2002

NYC-WTC_000012624
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. Library Searched C:\Database\wiley7n.1

Quality : 35
- ID : Butylated Hydroxyanisole $$ Phenol, (1,1l-dimethylethyl)-4-methoxy- $$
Phenol, tert-butyl-4-methoxy- $$ tert-Butyl-p-Hydroxyanisole $$ tert-B
utyl-4-Hydroxyanisole $$ tert-Butylhydroxyanisole $$ Antioxyne B $$ Bu
tylhydroxyanisole $$ BHA Protex
Abundance @2 (17.806 min): 11311RR.D (-) ) s
1 s
. v wa
205
8000
6000 o
180
4000
137
67 o1 229
2000 79 07 123 151 193
116 l
c 1
llllllllllll]llllll)lllllllll’,ll’l!l)']"lllIllllllllllllll"lllllllll ll'lllllllill’,lllll Oillllllllllll'llQl‘lllll
m/z—> 10 20 30 40 50 60 70 80 9 100 110 120 130 140 150 160 170 180 190 200 210 220
Abundance #86627: Butylated Hydroxyanisole $$ Phenol, (1,1—dlmethyi§...
165
8000
6000
137
180
4000
2000
4 5 7 g
15 2 ’ ” 85 l 107 195 124 149
0..,.x]?.,..{m,...3{:1.".}!!t“.',:t}!I:';.:‘!HH...',!'!‘u,;lilil!‘{”l!‘r‘rrkln,'!‘:‘:!,,...l{.,..,.:.'.,nu“.n,,,...l....,,...,....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

NYC-WTC_000012625
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C:\Databage\wiley7n.1
35
3-(3-buten-2-yl) -4-hydroxy-6-methyl-2-pyrone

. Library Searched

Quality
ID

w ee oo

Abundance Scan 742 (17.806 min): 11311RR.D (-) .
1

9000
8000

7000

3000 . 137
67 9 221

- [ |l

) T ll N

clll,Ull('Illllllll[t(t?"lT‘ll llllillll ll ll LN AL I AL SRR A S S AL IR AR A

m/z—> 40 50 60 70 80 90 100 110 130 150 170 180 190 200 210 220
Abundance #86278: 3—(3-buten~2—yl)—4—hydroxy-6-methyl~2~py£%ne
1

9000
8000
7000
180
5000
4000
3000 137

2000

1000 !

c'lll'|KU""I;I'Il'llllll'llll'l’ll'llllllfll!ll(l]’lf'l‘[llllllll(lll T LREAELE BRALALIA SN S NLA LRI N2 A2 O

T
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220

NYC-WTC_000012626
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s Library Searched : C:\Database\wiley7n.l
Quality : 35
ID : Phenol, 3-(1,l-dimethylethyl) -4-methoxy-

Abundance Scan 742 (17.806 min): 11311RR.D ()

9000
2205
8000

o

7000
57

4000

3000 137
o1 221

2000 103

g I ll Tl ath

cllllll]lil‘l]’l‘l’lll ll‘ll'( (TTI!Illlllllllllrr‘llflll
m/z—> 30 40 50 60 70 80 100 110 120 130 140 150 160 170 180 120 200 210 220

Abundance #86536 Phenol, 3-(1, 1—dimemylathyl)-4~methoxyé5
1

9000
8000

7000

4000 137 150

2000 107

1000

91 124 131
il 1%3 11,98 Ll R :;fg il

IBEES BAREE REALYN B ISEARD BEALE BEA T LA BLALALEC N IR BLELECES G PR BLELEN SLIR FLALE |

{
miz—> 30405060708'0901601101201301401501601"}100190200210220

[=)
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C:\Database\wiley7n.1l

35

Phenol, 3-(1,l-dimethylethyl) -4-methoxy- $$ Phenol, 3-tert-butyl-4-met
hoxy- $$ 3-tert-Bha $$ 3-tert-Butylated hydroxyanisole $$ 3-tert-Butyl
-4 -methoxyphenol

+ Library Searched
Quality
ID

e e

.

Abundance Scan 742 (17.806 min): 11311RR.D {-)

‘%

9000
8000

7000

4000

3000 137
67 91 224
2000 79 123 151 193

LTI Tl

clllull]rlr»,»lsslwrxrllx)nlns||]x|6|lr7 T7 ’;iil AR SANASSEAAE SARES SAESE SEARE BAREAN!

miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220
Abundance #86535: Phenol, 3-(1,1-dimethylethyi)-4-methoxy- $$ Pheéxsol...
1

" |

5000 180
4000 ' 137

3000 150
2000

1000 4
s M s 65 o1 121

Wl ol .;; 83 .!.vg. i 198, 1 131 It

it o N
OIrt—rrqlltt"lltilrIF"l;vl'lll‘l xtll]lrtl]{‘t»n LELIRIE S LI L ALY S L

: c% T
miz—> 20304050607080901601101201301401501601

a—

" fl‘ Feiiel

BN R S ARES S AR

180 190 200 210 220
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* Library Searched : C:\Database\wiley7n.l
Quality : 30
ID : BEthanone, 1-(2,5-dimethoxyphenyl) -

Abundance Scan 742 (17.806 min): 11311RR.D (~)

9000
8000

7000
57

3000 ’ 137
91 221
2000 123 193

- IH LT Tl

c»x'lilllxxlllrxll[vunlllx TYTT[Y l LS BARES RELEN | IITY‘I’TIII IRES SRR SRR ERERE RENEN EEAEY SRS

m/z—> 20 30 40 50 60 7 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220
Abundance #86177: Ethanone, 1-(2,5-dimethoxyphenyl}- $5
1

9000
8000

7000

4000
3000

2000 43 107

137

o 283l Jns..!a 131, | ! 157 ]
ity Il 13

LN L '
miz—> 203040506070809'010011'01130140150160

1000

-

¥ IBEES AR BEASE BRAEE SERED!

180 190 200 210 220
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. Library Searched
Quality
ID

se s oo

C:\Database\wiley7n.1l

22

Benzenamine, 2,4-dichloro-
4-dichloro- $$ 2,4-Dic

(CAS) $% 2,4-Dichloroaniline $$ Aniline, 2,

Abundance

9000
8000

7000

5000

4000

3000

2000

1000

57

Scan 768 (18.042 min): 11311RR.D ()

N
134

[} ||

67 - 105

R
)l¥

h

175

-218

o

m/z-> 30

L1

T III‘rll

100

Trrprivy T

70 80 10 120 140 150 160

170

REES RELEE BEARES BAREE REA

180 190 200

| IR

210 220

Abundance

8000
8000

7000

3000

1000

#60568 Benzenamine, 2, 4-dichloro— (CAS) $% 2, 4-Di%hloroan
161

(=4
3

m/z—>

140 150 160

e xMw

LIS G e L N B W LD SLI B R L0 20 S L RROD M0 BN Ny S 0 I

170 200

180 190

210
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- Library Searched
Quality
ID

o ee e

C:\Database\wiley7n.l
18
6,8-Dimethyl-1,2,3,4-tetrahydroquinoline

Abundance

8000
.8000

7000

1000

Scan 768 (18.042 min): 11311RR.D ()

91
57

121

184

147
TR

141

175

"

218

o

10 20 30 40 50 60 70 80 90

TI{rTT TrTY [ sryrpry T

77 105
51 ,
N il

100 110 120 130 140 150 160 170 180 190

LEAN SRR BEAEEREASS SN BAREE DAL

210 220

Abundance

3000 18

#61194: 6,8-Dimethyl-1,2,3 4-tetrahydroquincline

146
132

I lm L

161

|

T

100 110 120 130 140 1

70 80 90

160

A S SRERNEREREEIRANSENEEEEEEE REEN]

170 180 180

220
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- Library Searched
Quality
ID

o0 e

C:\Database\wiley7n.1l

16

3-[4'-(t-Butyl)-2',6'-dimethylphenyl]propanal

Abundance

4000
3000 57

2000

=]

]

105
77 421 128 147

Scan 768 (18.042 min): 11311RR.D ()
161

N
134

(S

175

b

203 =

218

m/z—> 40

c lllllllllTTll‘l!l’llll

70

T

‘u TTT7¥ LIRES SR MURR NS SE AR R AL AN SR AL AL

00 100 110 120 130 140 160 170

LRSS RASE AR AR I AL R LA (LA AR AR SRR LR SN EE A |

180 190 200 210 220

Abundance

3000

1000 57

65

#142126: 3-[4'»(t»Butyl)-2',6'-dlmethylphenyi}propanal

159

147

119 129

105
79

2?3

185
218

b2

m/z—> 40 50

70

c:-ll[Jltvix)ll'11xl}lr‘rl’vllcfllllecllitlll]lr1rlnxunl;pl1110'x!»1un

80 90 100 110 120 130 140 150 160 170

l‘l‘!llllllllll LS BERAE BEARE!
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. Library Searched : C:\Database\wiley7n.l

Quality : 14

ID : 4'-(2-Methylpropyl)acetophenone

Abundance

9000
8000
7000
6000
5000
4000
3000
2000

1000

A

Scan 768 (18.042 min): 11311RR.D ()

91
57
67 134

1

2

I

I

161

175

Y

189

218

(=]

m/z—> 0

1020 30 40 50

LIRS ILREA N IR

60 70

TV

LI AN R SRR R R

LR REEES RREEE EEEY RAEES EER]

80 100 110 120 130 140 150 160 170 180 190

220

Abundance

9000
8000

7000

5000

1000 15

48

80
#81527. 4'-(2-Methylpropylacetophenone

ciillilizllr‘l!l[‘vll
m/z—-> 0 10 20 30

}
]
40

161

176
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C:\Database\wiley7n.1l

12

Benzene, 1,3,5-tris(l-methylethyl)- (cas) $$ 1,3,5- ‘I'rnsopropylbenzene
$$ 2,4,6- 'I'rnsopropylbenzene $$ Benzene, 1,3,5- tru.sopropyl $$ 1,3,5
—-Trisopropylbenzene

- Library Searched
Quality
ID

e ee oo

{Abundance Scan 768 (18.042 min): 11311RR.D (-)

1?1

Y

9000

8000
203

7000

91 175 218

67
105
2000 77 121 147 189

i A | 0 O

AR UL ESS BRRERN SEREE RIS SERES REARE REREE SRR SRR RS RIEEERE SRS R T

m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200 210 220
Abundance i #121188: Benzene, 1,3,5-tris{1-methylathyl)- (CAS) $8 1.3.... )
189

o

92000
8000
7000

5000 161

2000 105

119 133 147
- 175
2| gl 1se, 0l ]

) ABALE LARAS Tlll TrypvyrTy oY Yt --vllcuox[IT‘l—I

i20 ‘i30 140 150 160 170 180 190 200 210 220

1000 15

cllliifllllll‘llll"llll L 'Il AEaa:

m/z—> 10 20 30 40 0 80

8
—85-
3

NYC-WTC_000012634



NYC 9/11 Public Portal Document

Data File

Acqg On
Sample
Misc

s 28

Library Search Compound Report

: C:\MSDCHEM\1\DATA\052902\11311RR.D

May 2002 2:39 pm

: SAMPLE 11311 RE-EXTD 5/23/02

-
.

MS Integration Params: LSCINT.P

Vial: 16

Operator: Bohlk / Inst 213

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)

Title
Library

-
.

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

dedededehdhdededhkhkhdehdedehhhhhhkhhhehhhhdkhhhrhhhhhhkkhkhhhhkhbhhhhdhrhhhhhdd

Peak Number 5 Nonadecane (CAS) $$ n-Nonad...

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

18.27 0.10 ug/L 141637 Acenaphthene-d10 18.19
Hlt# of 5 Tentative ID MW MolForm cas# Qual
1 Nonadecane (CAS) $$ n-Nonadecane 268 C19H40 000629-92-5 80
2 Heneicosane $$ n-Heneicosane 296 C21H44 000629-94-7 80
3 Heptadecane $$ n-Heptadecane $$ ... 240 C17H36 000629-78-7 80
4 Docosane $$ n-Docosane $$ Normal... 310 C22H46 000629-97-0 80

Concentration Rank 4

|Abundance Scan 793 (18.269 min): 11311RR.D () m/z 71.00 100.00%
m
5000
98
5%
127 155 " 18.00 18.20 18.40 18.60
0 : z 57.10 88.93%
T
m/z—> 20406080100120140160180200220240260280300
Abundance #211487: Nonadecane (CAS) $$ n-Nonadecane
43
71
5000
18.00 18.20 18.40 18.60
z 85.10 73. 85%‘
99
ol 3 127 154 183 268
- miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance . #245745: Heneicosane $$ n-Heneicosane
5 ¢
85 18.00 18.20 18.40 18.60
5000 z 99.10 34.82%
4
113
ol1s | { 141 169 197 205 253 206
ll!'lll!’!) Ir'"llll ERES LA R mllll!llllll'llll‘l'l"l’_l'l"llll TIFT lll‘rll
miz—> 20 40 60 80 100 120 140 160 190 200 250 240 250 280 300
Abundance #174546: Hepladecane $$ n-Heptadecane $$ Normal-heptadecane
¥ 18.00 18.20 18.40 18.60
m/z 55.10 19.48%
5000
4
0 15 g g B4 B4
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.00 18.20 18.40 18.60

311RR.D 052802.M

Mon Jun 03 15:50:19 2002

NYC-WTC_000012635

Y

Page 7



NYC 9/11 Public Portal Document

Liprary sSearcg tompound Report

Data File : C:\MSDCHEM\1\DATA\052902\11311RR.D vial: 16

- Acq On 29 May 2002 2:39 pm Operator: Bohlk / Inst 213
Sample SAMPLE 11311 RE-EXTD 5/23/02 Inst : Instrumen
Misc : : Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method :
Title : Quantitation For Method 525.2
Library : C:\DATABASEBWILEY7N.L

C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)

4"‘

**************'*******************************************************
Concentration Rank 2

Peak Number 6 BUTYL HYDROXY. TOLUENE

R.T. EstConc Area Relative to ISTD R.T.
18.52 2.99 ug/L 4330680 Acenaphthene-dlp 18.19
Hit# of 5 Tentative ID MW MolForm cas# Qual

1 BUTYL HYDROXY TOLUENE

220 C15H240

2 pPhenol, 2,6-bis(1l,1l-dimethylethy... 220 C15H240
3 Phenol, 2,6-bis(1,1-dimethylethy... 220 C15H240

4 butylated hydroxy toluene

220 C15H240

ot e e n oe e o e > e oy e s e b b S S Sk N B 4 s Ao o b e b b e 4 b b s s e e g e

-000128-37-0 99

000128-37-0 98
000128-37-0 98
000000-00-0 98

Abundance Scan 821 (18.523 miny: 11311RR.D (-) m/z 205.15 100.00%
zF
5000
57 145 220 :
o1 105 177 18.20 18.40 18.60 18.80
. e T 7 l T l'l'll"i l'll'l Ih}j‘l_flilll ‘ll T T?i'gl?!l's'il!l ""ll"i'l 11ﬁl1‘ L] ll' l1|9l1] ’ rvrrr l LIRS m/z 220.20 22 .81&
m/z—> ‘40 60 80 100 120 140 160 180 200 220
Abundance #145122: BUTYL HYDROXY TOLUENE .
205
5000
18.20 18.40 18.60 18.80
57 145 220 m/z 57.05 20.92%
41 81 105 119131 161 e 189 !
o | .
miz—-> 40 60 80 100 .120 140 160 180 200 220
Abundance  #144849; Phenol, 2,6-bis(1, 1-dimethylethyl}-4-methyl- (9:\53...
2
18.20 18.40 18.60 18.80
5000 m/z 206.20 17.42%
57
220 :
41 . . 145
ol L g0 ot 'Persr | 161 "1
- )Ql'!’l_l'll‘li‘l[lr‘llllll‘l!ll%l‘ll!lll'llll‘llil" lll‘r!f
m/z> . 40 60 80 100 120 140 160 180 200
Abundance  #144850: Phenol, 2,6-bis(1,1-dimethylethyly-4-methyi- (%53...
18.20 18.40 18.60 18.80
m/z 145.10 14.93%
5000
220
57 145 177
41 1 77 9 195119 433 17 161 '} 189
cil!"l)i!'i’lll’l.ll’_lrﬁltll‘l‘]lllgl"ll‘llIl]T!(l‘llLTl—l" lll‘lr‘l
miz—> 40 60 8 100 120 140 160 180 200 220 18.20 18.40 18.60 18.80

1311RR.D 052802.M

NYC-WTC_000012636

Mon Jun 03 15:50:20 2002

Page 8



NYC 9/11 Public

Data File

- Acqg On :
Sample :
Misc :

Portal Document

LipLary searcn vompouna xeport

: C:\MSDCHEM\1\DATA\052902\11311RR.D

29 May 2002 2:39 pm
SAMPLE 11311 RE-EXTD 5/23/02

MS Integration Params: LSCINT.P

Quant Method :

Title
Library

: Quantitation For Method 525.2
: C:\DATABASE\WILEY?N.L

vial: 16

Instrumen
1.00

C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)

TR IR KA TRTIRRRNNRRRRRRAI IR AR AR ATk hhhhhhkkdhhhddhdhhhkkhhrn

Peak Number 7 Pentacosane $$ n-Pentacosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.97 0.08 ug/L 118944 Acenaphthene-dl0 18.19
Hit# of 5. Tentative ID MW MolForm cas# Qual

e e - - -t s " o e s A ot e e S o > S s . s A A e b e b e e o b G b = v

1 Pentacosane $$ n-Pentacosane

352 C25H52

2 Docosane $$ n-Docosane $$ Normal... 310 C22H46

3 Hexadecane
4 Heneicosane $$ n-Heneicosane

226 Cl6H34
296 C21H44

000629-99-2 80
000625-97-0 80
000544-76-3 72
000629-94-7 72.

{Abundance Scan 870 (18.967 min): 11311RR.D (-) m/z 71.10 100.00%
5000
111
155 18.60 18.80 19.00 19.20
0 11 m/z 57.00 73.21%
T ¥ T T l T L] T T ¥ T T T T T ¥ T [ LR T T ' ¥ T ¥ T ' L]
m/z-> 50 100 150 200 250 300
Abundance #300501: Pentacosane $$ n-Pentacosane
57
50001 - 85
18.60 18.80 19.00 19.20
2 m/z 85.10 69.73%
8 113
0 : J L1 1 1169189211 239 267 295 323 352
¥ L] ¥ ¥ l L2 ) T ¥ ¥ Lo 4 T 7
miz-> s b0 130 200 2b0 360 3%
Abundance #2671311: Docosane $$ n-Docosane $8 Normal-docosane ’
5
85 18.60 18.80 19.00 19.20
5000 m/z 55.05 27.23%
113 141
ol_ 3 J 4 ;'] 169 197 225 253 281 310
- rfr—iul u(xx lr1| lll"!l’ll T
niz—> o 1o 2o 2o 2o '
Abundance #154904: Hexadecane
¥ 18.60 18.80 19.00 19.20
m/z 111.10 24.97%
5000
85
29
1113 141 169 197 226
0’ RIS B llIl!lllllKl’]’!!llll
m/z—> 50 100 150 200 250 300 18.60 18.80 19.00 19.20

.1311RR.D 052802.M

Mon Jun 03 15:50:21 2002

NYC-WTC_000012637

Bohlk / Inst 213

Y
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NYC 9/11 Public Portal Document

Datd File
: Acq On

Sample

Misc

-
.
-
H
.
.

Livtaly SEaLCl LOIPOULIU Keportc

C:\MSDCHEM\1\DATA\ 052902\ 11311RR.D
29 May 2002 2:39 pm
SAMPLE 11311 RE-EXTD 5/23/02

MS Integration Params: LSCINT.P

Quant Method

Title
Library

Quantitation For Method 525.2
C: \DATABASE\WILEYTN L

s se ee

vial: 16
Operator: Bohlk / Inst 213
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)

%

o % Fe de d o e ke g g de de e de Kk K ok kg de de e o e ok e g de b e e e ok e de e T e e I Sk ke ke ke b ok o Sk e e Ik ok ok K e Je ok e e de e e R ok K ke Ok

Peak Number 8 Hexadecane

Concentration Rank 9

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

19.96 0.08 ug/L 114038 Acenaphthene-d10 18.19
Hit# of 5 Tentative ID MW MolForm Cas# Qual
1 Hexadecane 226 Cl6H34 000544-76-3 94
2 Hexadecane 226 Cl6H34 000544-76-3 93
3 Hexadecane {(CAS) $$ n-Hexadecane... 226 Cl6H34 000544-76-3 93

4 Hexadecane

(CAS) $$ n-Hexadecane... 226 Cl6H34

000544-76-3 91

Abundance

Scan 980 (19.965 min): 11311RR.D (~)
5

71

99
113126 141 155 169

m/z 57.10 100.00%

-

19.60 19.80 20.00 20.20
m/z 71.10 73.60%

o . .
m/z—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #154808: Hexadecane
87
43
71
5000
19.60 19.80 20.00 20.20
20 m/z 85.10 54.20%
99 )
o d i b f ) Pt e resrgr 226
A ARBRRY e
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 )
Abundance #154904: Hexadecane
57
43
19.60 19.80 20.00 20.20
5000 m/z 55.00 26.04%
e 118127
o oL g 141155169183 197 226
m/z--> 2040'6080100120140160180200220
Abundance #154916: Hexadecane (CAS) $$ n-Hexadecane $$ Cetane $$ n-C...
43 ¥ 7 19.60 19.80 20.00 20.20
m/z 69.10 16.56%
85
5000
89 113
0 | 0177141155 109 183 107 226
(llIlll’I T 7 'Il lll‘ll]l)ll‘ll!l’llll‘llll‘llllllllllllll
m/z—> 20 40 60 80 100 120 140 160 180 200 220 19.60 19.80 20.00 20.20

1311RR.D 052802.M

NYC-WTC_000012638

Mon Jun 03 15:50:23 2002
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LLOLALY dDedrCu Lolipouna xeporc

Dafa‘File : C:\MSDCHEM\1\DATA\052902\11311RR.D vial: 16
.*Acq On : 29 May 2002 2:39 pm Operator: Bohlk / Ins
Sample : SAMPLE 11311 RE-EXTD 5/23/02 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.P
Quant Method : C:\MSDC}IEM\1\5973N\052802 .M (RTE Integrator)
Title : Quantitation For Method 525.2
Library H C:\DATABASE\WILEY7N.L
% e e Je g de de de de K Je de de K de Je de de K de de g KK g e de de ke Kk de g ek dede Rk de Kk Rk gk ok kh kR g de kR de ok ok dedk ko okkkdkkdk
Peak Number 9 Tricosane (CAS) $§ n-Tricosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.36 0.08 ug/L 120762 Phenanthrene d-10 22.51
Hit# of 5 Tentative ID MW MolForm cas# Qual
1 Tricosane (CAS) $$ n-Tricosane 324 C23H48 000638-67-5 86
2 Hentriacontane ) 437 C31Hé64 000630-04-6 78
3 Tetratriacontane $$ n-Tetratriac... 479 C34H70 014167-59-0 78
4 Docosane $$ n-Docosane $$ Normal... 310 C22H46 000629-97-0 78
Abundance Scan 1134 (21.362 min): 11311RR.D (-) m/z 57.10 100.00%
57 85
5000
113
‘ ]141 169 21.00 21.20 21.40 21.60
0 | | m/z 71.05 90.85%
lllll' ll‘lll'lll ll‘l’lllll llllllllll
miz-> 0 50 100 150 200 250 300 350 400
Abundance #275685: Tricosane (CAS) $$ n-Tricosane
57 ,
5000 85
21.00 21.20 21.40 21.60
m/z 85.10 86.45%
113 141
ol 2L L LA 171189, 211230 267 205 324
lll'lllll[Tlll T F 8 T 1"1"71’1"’1'.) LERSEER] 1"![}
> 0 50 100 150 200 250 300 ab0 450
Abundance #349910: Hentrlacontane
&7
21.00 21.20 21.40 21.60
5000 m/z 99.15 35.81%
85
29 1" 3141
oL 2 1M 199197 225 253 281 308351 379 407 436 .
l"ll‘[l'l'lllll"ll LER BRI llll'll'll'lil['!lll
miz-> 0 50 100 150 200 250 300
Abundance #363627: Tetratriacontane $$ n-Tetratriacontane
¥ 21.00 21.20 21.40 21.60
m/z 113.10 33.27%
5000
2 141
ol 169 197 225 253 281 311337 367 410435
T ¥§ T I1
miz-> 0 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60

.1311RR.D 052802.M

Mon Jun 03 15:50:24 2002

NYC-WTC_000012639

t 213
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Data‘File

_~Acqg On
Sample
Misc

-
.
-
H
.
.

Lavlialy SCalCil Lollipouliu xepouLu

C:\MSDCHEM\1\DATA\052902\11311RR.D

29 May 2002 2:39 pm
SAMPLE 11311 RE-EXTD 5/23/02

MS Integratlon Params: LSCINT.P

vial: 16

Operator: Bohlk / Imnst 213

Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)

Title
Library

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

HhFdhhhhhddhhhhhhhhdhhbhhbhdbdhhhhbhbhdhhdbhbdhhdhhhdhdddbhhhddhdhhdtid

Peak Number 10 Heneicosane (CAS) $$ n-Hene...

Concentration Rank 5

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

21.95 0.08 ug/L 122351 Phenanthrene d-10 22.51
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane (CAS) $$ n-Heneicosane 296 C21H44 000629-94-7 72
2 Tricosane (CAS) $$ n- -Tricosane 324 C23H48 000638-67-5 72
3 Pentadecane 212 C15H32 000629-62-9 72

4 Pentadecane $$ n-Pentadecane $$ ... 212 C1l5H32

000629-62-9 72

Abundance Scan 1199 (21.951 min): 11311RR.D {-) m/z 71.10 100.00%
m
5000
99
127
155 197 21 .80 21.80 22.00 22.20
ok z 57.10 91.42%
TR
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #245749: Heneicosane (CAS) $$ n-Heneicosane
57
5000 85
21.60 21.80 22.00 22.20
m/z 85.15 74.24%
113
oL29 141 160 197 205 253
Illllll'l [l’l
m/z~> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #275685: Tricosane (CAS) $% n-Tricosane
57 .
21.60 21.80 22.00 22.20
5000 m/z 99.05 36.89%
141 169
m/z-> 20 40 60 80 100120140160180200220240260280300320
Abundance #134012: Pentadecane
¥ 21.60 21.80 22.00 22.20
m/z 113.20 32.72%
5000
85
29
o 13 141 19 212
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 21.60 21.80 22.00 22.20

1311RR.D 052802.M

Mon Jun 03 15:50:25 2002

NYC-WTC_000012640
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. Library Searched

C:\Database\wiley7n.1

Quality 47
: ID : 1-Tetradecanol (CAS) $$ Alfol 14 $$ Tetradecanol $$ Loxanol V $$ Lanet
te K $$ Lanette Wax XS $$ n-Tetradecanol $$ Myristic alcohol $$ Myrist
yl alcohol $$ n-Tetradecan-1l-ol $$ Tetradecyl alcohol $$ n-Tetradecyl
alcohol $§$ Lanette Waxd g can
Abundance Scan 1275 (22.641 min): 11311RR.D (-)
97 .
3 . ' e
8000
83
6000 69 111
4000
125
2000
crllll(lll’ll llr'll[’lll lllll‘llllll llllllllll’l[T ll‘lllll'(lll l'lllll‘('l'lllll‘llrlll‘l]
m/z—~> 60 85 70 75 80 85 90 95 100 105 110 115 120 125. 130
Abundance #136563: 1-Tetradecano! (CAS) $5 Alfol 14 $5 Tetradecanoi ...
69 .
8000
83
6000
97
4000
111
2000
g l ’ } I | T
cllll’lll’ll.ll lllll(l]lll lll"ﬁlll'!l Illlll"l_'l}l l[l’frlllIlll‘l'll‘lI“l’jll’ll;IT"l‘ll’T_'ﬁl
miz—> 60 65 70 75 80 85 20 o5 100 105 110 115 120 125 130

~ NYC-WTC_000012641
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_Library Searched : C:\Database\wiley7n.1l

Quality : 43 ' .

1D : 1-Butyl-1H-1,2,4-triazole $§$ 1-n-Butyl-1,2,4-triazole $$ 1-Butyl-s-tri
azole $$ 1-Butyl-1,2,4-triazole $$ 1H-1,2,4-Triazole, 1l-butyl-

Abundance Scan 1275 (22.641 min): 11311RR.D ()

9000 5

¥

8000 . o

7000

4000
3000 125
2000

1000

cll)Tm“l!ll"lilllllll"lllll(YTlllll(l(Tllllll! LA RERRN BRI FTYVYTY LA RAARE REAREA I | BAARS RARS LERE REAES ERAES RAER]

miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Abundance #21756: 1-Butyl-1H-1,2,4-trlazole $$ 1-n-Butyl-1,2.4-tiaz...
83

S000

70
8000

7000 %

28

1000

(=]

LARS RARRE

|
25 130

18 l
M

SUSNUNASSS SN SNNR—111 - | | ] S— .;r,...,rm. M —

m/z-> 510152025303541045'5055606570758085909510010511 115 120

NYC-WTC_000012642
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Library Searched
‘Quality
ID

o 0 e

C:\Database\wiley7n.1l
43
1-Butyl-1¥-1,2,4-tria

zole

Abundance

9000,
8000

7000

4000
3000
2000

1000

Scan 1275 (22.641 min): 11311RR.D ()

|

111

Y

125

miz—-> 20 25 30

0 LR REARA BREAAA REARA RAAES RALRE LELRE BB

35 40 45 50 55

¥ LU RR RS AR

65 70 75 80

LRAAE RAARA R LR REAEA REA

85 90

L I

95

T[T I T[T T T (VT T[Ty T

100 105 110 115 120 125 130

Abundance

3000
20001 -

1000

41

757: 1-Butyl-1H-1,2.4-triazole
83

70

125

&

AN RERES 02
0 75 80

X
—— o

IAARE RERAR ERRE]

0 115 120 125 130

TIYT TTTT

NYC-WTC_000012643
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: C:\Database\wiley7n.1

. Library Searched
Quality
ID

64
2-Tetradecanol

jAbundance

9000
8000
7000

6000

2000

1000

Scan 1275 (22.641 min): 11311RR.D (-)

Y

111

125

0
m/iz—->

YT

lrl_ll‘ Ylﬁl“l“‘lll'Il‘ll"ml!l‘r)’T‘illl\‘ll|lllx"l'ii7'll
100 110 120 130 140 150 160 170 180 190 200 210 220

Abundance

9000
8000

7000

4000

3000

#136567: 2-Tetradecanol

139 154 168 168 213

]ll'l'illllllllrl!lI:‘ll!l'llll"l!:l'llrlllxlllrl"

30 140 150 160 170 180 190 200 210 220

-

NYC-WTC_000012644
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_ Library Searched : C:\Database\wiley7n.l
Quality : 47
IDp : 1l-Hexadecanol (CAS) $$ Cetal $$ Ethal $$ Ethol $$ Cetanol $$ Cetylol §
$ Adol 52 $$ Lanol C $$ Adol 54 $$ Lorol 24 $$ Alfol 16 $$ Aldol 54 $§
Atalco C $8 Cetaffine $$ Loxanol K $$ Adol 52NF $$. Elfacos C $$ Croda
col C $$ Hyfatol 16 $$ Cetalol CA $$ Siponol

JAbundance s%n 1275 (22.641 min): 11311RR.D (-)
9 F
55 ag e
8000
) 83
6000 69 111
4000
125
2000
0 AN RARASRARRS REREE ERLS I L R TT o T T (VY T VI T A T T Ty Ty [T P P v Ty [ 3 Ty [ TP T [ R R T LA v [T T (X T [T e vy [V I vvy
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 1S0 200 210 220 230 240
Abundance & #177031: 1-Hexadecano! (CAS) $$ Cetal $$ Ethal $$ Ethol $$...
8000 55
6000 29
69
83
4000
97
2000
18 111
125 -
N 36 104 140 154 168 4gp 198 55, 24 oy
m/iz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240

NYC-WTC_000012645
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ALMLGL Y PGGLLIL WUIIMUULIM RCEPUL L

Data File : C:\MSDCHEM\1\DATA\052902\11311RR.D vial: 16

Acq On : 29 May 2002 2:39 pm Operator: Bohlk / Inst 213
Sample : SAMPLE 11311 RE-EXTD 5/23/02 Inst : Instrumen

Misc : Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method
Title
Library

.
.
.
.

C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)
Quantitation For Method 525.2
C:\DATABASE\WILEY7N.L

e v o Je F e e e e e Fe e e e de ok K e ¢ e e e o e de T I e e de de e J Je I e e e de e v v de ¢ v e e e e de vk e de v e e e e e e o e v ¢ de I e ke

Peak Number 11 Heptadecane $$ n-Heptadecan...

Relative to ISTD

Concentration Rank 11

R.T. EstConc
22.72 0.06 ug/L
Hit# of 5

Tentative ID

94191 Phenanthrene d-10

1 Heptadecane $$ n-Heptadecane $$ ... 240 CLl7H36 000629-78-7 91
2 Octacosane 394 C28H58 000630-02-4 86
3 Nonacosane 408 C29H60 000630-03-5 86
4 Octacosane {CAS) $$ n-Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 1284 (22.722 min): 11311RR.D () m/z 57.10 100.00%
85
5000
113 141 22.40 22.60 22.80 23.00
o Im/z 71.05 85.54%
> 50 100 150 200 250 300 350 400
Abundance #174546: Heptadecane $$ n-Heptadecane $$ Normal-heptadecane
57
5000
22.40 22.60 22.80 23.00
m/z 85.10 57.33%
29
0 141 169 197 240 .
m/z—> 50 100 150 200 250 300 350 400
Abundance #329267: Octacosane ’
2240226022802300
5000 Z 55 10 29.40%
85
29
oL 1 113 141 160 197 225 253 281 300 337 365 394 . :
LEELIN ] TII!I]')!I’]!I’ ]'lllI T v & 7 LENLEE L} l"[llll
miz—> 50 100 150 200 250 abo ko 4bo
Abundance #337000: Nonacosane
¥ _2240 22,60 220 2300
z 99.20 23.71%
5000 85
113
o %’91 41160 197 22 253,281,300 337 365 _ 408
LR EREE] lll'llllj'r‘!"rl l llxlllll!l'Tlll
m/z-—-> 50 100 180 200 250 350 400 22.40 22.60 22.80 23.00

1311RR.D 052802.M

NYC-WTC_000012646

Mon Jun 03 15:50:26 2002
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NYC 9/11 Public Portal Document
Al A A WA Y MW AL Wik \,v?llyvmzu &\cyu.l.»
Data File : C:\MSDCHEM\ 1\DATA\052902\11311RR.D vial: 16
. Acqg On 29 May 2002 2:39 pm Operator: Bohlk / Ins
' Sample : SAMPLE 11311 RE~EXTD 5/23/02 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.P
Quant Method : C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)
Title : Quantitation For Method 525.2
Library : C:\DATABASE\WILEY7N.L
X X Y Yy R R R R A R R R R R R R s R 2 212X 22222222 L)
Peak Number 12 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.65 0.12 ug/L 171385 Phenanthrene d-10 22.51
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1 Octadecane

2 Tricosane (CAS) $$ n-Tricosane

3 Hexadecane
4 Octadecane

254 C18H38
324 C23H48
226 Cl6H34
254 C18H38

000593-45-3 47
000638-67-5 47
000544-76-3 43
000593-45-3 43

Abundance Scan 1497(244654mln) T31IRRD O m/z 149.10 100. 00%
149
71
5000
2
127 | 169 . 24.40 24.60 24.80 25.00
0 1] m/z 71.10 63.21%
lllll[ll Ty |llllll‘l’llllll’llll'llllllllll‘llll‘lTl’IlllIllll
niz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #193178: Octadecane
57
5000
24.40 24.60 24.80 25.00
m/z 85.20  60.43%
20
R 112141 160 197 225 254 .
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #275685: Tricosane (CAS) §8 n-Tricosane
24.40 24.60 24.80 25.00
5000 m/z 57.05 59.07%
o 28 211 239 267 205 324
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154804: Hexadecane
5 24.40 24,80 24.80 26.00
m/z 99.10 28.92%
5000
85
29
o (13,141 169 197 28
Illl(!l vy ll"ll"‘llllllll_rl‘lll l"’ll"ll IRERR] ll‘lll"(l‘lll IR R R] llllillll .
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 24.40 24.60 24.80 25.00
1311RR.D 052802.M Mon Jun 03 15:50:27 2002
NYC-WTC_000012647
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ANl A X G A WV QL Wrld WAMRMAI WAL NS ML
P4

Data File : C:\MSDCHEM\1\DATA\052902\11311RR.D vial: 16
Acg On : 29 May 2002 2:39 pm Operator: Bohlk / Inst 213
* sample : SAMPLE 11311 RE-EXTD 5/23/02 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.P
Quant Method : C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)
Title : Quantitation For Method 525.2
Library : C:\DATABASE\WILEY7N.L
L R Y Y R L R R Y Y X 2 R A RS2 Y]
Peak Number 13 [2.2] (2,6)pyrazinophane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.62 4.45 ug/i. 5977940 p-Terphenyl d-14 27.39
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 [2.2] (2, 6)pyrazinophane 212 C1l2H12N4 123624-86-2 64
2 [1,1'-Biphenyl] -4,4'-diamine, 3,... 212 C14H16N2 000612-82-8 64
3 [1,1'-Biphenyl]-4,4'-diamine, 3,... 212 C1l4H16N2 000119-93-7 59
4 Benzenamine, 2-methoxy-N-(4-pyri... 212 C13H12N20 041855-68-9 59
Abundance Scan 1714 (26.622 min): 11311RR.D (-) m/z 212.20 100.00%
212
5000
1% llllllllllllllllllr]lli
o2 ~ 2640 26.60 26,80 27.00
o 52 66 78 S || 124 138 156168180 194 m/z 106.10 21.08%
‘(lllblllllll 1TTTy LIRILARS Ill!]’llll LIRS RALILIRJ LR 3N B 2 IR
mz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #132024: [2.2](2,6)pyrazinophane

212

=

26.40 26.60 26.80 27.00
m/z 213.20 16.69%

0_ i il { xx

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

Abundance #133761: [1,1-Biphenyl}-4.4-diamine, 3,3-dimethyl-, dih...
24

g
X}

26.40 26.60 26.80 27.00
/z 211.20 16.45%

5000 1m

ok 42 77 106 130 152 168180 196

m/z—-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #133756: [1,1-Biphenyl}-4,4™-dlamine, 3,3 dimethyl- $3 B...

-

212 26.40 26.60 28.80 27.00
m/z 208.20 16.13%

106 196
ol .28 51 6577 o1 18130 152 168180

iz-> 20 40 60 80 100 120 140 160 180 200 220 26.40 26.60 26.80 27.00

-

A311RR.D 052802.M Mon Jun 03 15:50:28 2002

NYC-WTC_000012648
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A LRALLVGL Y LUCULLLLTU LUIMIPUUIIG (LD dDutiliaL y

Operator ID: Bohlk / Inst 213 Date Acquired: 29 May 2002 2:39 pm
Data File: C:\MSDCHEM\1\DATA\052902\11311RR.D

Name: SAMPLE 11311 RE-EXTD 5/23/02

Misc:

Method: C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)

Title: Quantitation For Method 525.2

Library Searched: C:\DATABASE\WILEY7N.L

Y

--Internal Standard---
TIC Top Hit name RT EstConc Units Response |[# RT Resp Conc

R e e I o e T T T o U ey o g vy g G e e S g IRV I

Undecane, 4,6-dim... 11.48 0.1 ug/L 75183 1 18.19 7244850 5.0
Decane, 2,5,6-tri... 11.59 0.1 ug/L 80114 1 18.19 7244850 5.0
Eicosane (CAS) $$... 14.75 0.1 ug/L 118295 1 18.19 7244850 5.0
Tridecane (CAS) $... 15.57 0.1 ug/L 113059 1 18.19 7244850 5.0
Nonadecane (CAS) ... 18.27 0.1 ug/L 141637 1 18.19 7244850 5.0
BUTYL HYDROXY TOL... 18.52 3.0 ug/L 4330680 1 18.19 7244850 5.0
Pentacosane $$ n-... 18.97 0.1 ug/L 118944 1 18.19 7244850 5.0
Hexadecane 19.96 0.1 ug/L 114038 1 18.19 7244850 5.0
Iricosane (CAS) $... 21.36 0.1 ug/L 120762 2 22.51 7398750 5.0
Heneicosane (CAS)... 21.95 0.1 ug/L 122351 2 22.51 7398750 5.0
Heptadecane $$ n-... 22.72 0.1 ug/L 94191 2 22.51 7398750 5.0
dctadecane 24.65 0.1 ug/L 171385 2 22.51 7398750 5.0
[2.2]1(2,6)pyrazin... 26.62 4.4 ug/L 5977940 3 27.39 6718310 5.0
1311RR.D 052802.M Mon Jun 03 15:50:28 2002 Page 16
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