NYC 9/11 Public Portal Document

User: Bohlk, Ted
Westchester Dept. of Labs & Research
Date: 06/04/2002 Time: 12:33:44

Sample: AE11555 N
Analysis: SB1525  Organic Chemicals - 525.2; tab blank
Unifs: ug :

Started: 5/23/02 1227  Ended: 5/29/02 12:27  Analyst: 1B
Result source: manual entry
Page: 1

Hexachlorocyclopentadiene

Hexachlorobenzene < MRL 1.0
< MRL 1.0
< MRL 1.0
< MRL 1.0
< MRL 1.0
< MRL 1.0
< MRL 0,20
< MRL 1.0
< MRL 2.0
< MRL 20
< MRL 0.90
< MRL 2.0
< MRL 2.0
< MRL 1.0
< MRL 1.0
< MRL 1.0

. < MRL 0.80

Surr_1,3-Dimethyl-2-nifrobenze 5.0

Surr_Triphenyl phosphate 8.1

Surr_Perylene-d12 3.6

NYC-WTC_000012565
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WURMLLLARLLWIL JRGUVL L AWL RCVLTOWEW)
Data ‘File : C:\MSDCHEM\1\DATA\052902\LBB0529.D vial: 15
. Acg On : 29 May 2002 1:53 pm Operator: Bohlk / Inst 213
‘Sample : LB 5/23/02 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: rteint.p
Quant Time: Jun 03 15:45:28 2002 Quant Results File: 052802.RES

h

Quant Method
Title

C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)
Quantitation For Method 525.2 oy
Last Update Mon Jun 03 15:34:22 2002

Response via Initial Calibration

DataAcq Meth : 052802

s 00 e 00

Internal Standards R.T. QIon Response Conc Units Dev(Min)

1) Acenaphthene-dio 18.19 164 1877139 5.00 ug/L 0.00
9) Phenanthrene d-10 22.51 188 2876960 5.00 ug/L 0.00
19) Chrysene d&-12 30.29 240 1921021 5.00 ug/L 0.00
25) p-Terphenyl d-14 27.39 244 2249221 5.00 ug/L 0.00
System Monitoring Compounds
2) 1,3-Dimethyl-2-nitrobenzen 13.11 134 521732 4.95 ug/L 0.00
Spiked Amount 5.000 Recovery = 99.00%
20) Triphenyl Phosphate 29.57 326 414683 5.08 ug/L 0.00
Spiked Amount 5.000 Recovery = 101.60%
21) Perylene D-12 34.30 264 935023 3.65 ug/L 0.00
Spiked Amount 5.000 ) Recovery =  73.00%
26) Acenaphthene d-10 (surr) 18.19 164 1877139 3.75 ug/L 0.00
Spiked Amount 5.000 Recovery = 75.00%
27) Phenanthrene d-10 (surr) 22.51 188 2876960 . 4.12 ug/L 0.00
Spiked Amount 5.000 Recovery = 82.40%
28) Chrysene d-12 (surr) 30.29 240 1821021 4.20 ug/L 0.00
Spiked Amount 5.000 Recovery = 84.00%
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.
8) Molinate 0.00 126 0 N.D.
10) Simazine 0.00 201 o] 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 o N.D.
15) Metribuzin 0.00 198 0 N.D.
16) Metolachlor 0.00 162 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 30.95 149 67250 0.84 ug/L 96
24) Benzo (a) pyrene 0.00 252 0 N.D.
(#) = qualifier out of range (m) = manual integration
IBB0529.D 052802.M Mon Jun 03 15:46:22 2002 Page 1
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Data File : C:\MSDC’HEM\l\DATA\052902\LB30529.D vial: 15

Acg On : 29 May 2002 1:53 pm ) Operator: Bohlk / Inst 213

Sample : LB 5/23/02 Inst : Instrumen .
Misc : Multiplr: 1.00 ’

MS Integration Params: rteint.p

Quant Time: Jun 3 15:46 2002 Quant Results File: 052802.RES

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

Title : Quantitation For Method 525.2

Last Update : Mon Jun 03 15:34:22 2002
Response via : Initial Calibration

Abundance . TIC: LBB0529.D T
5000000

4500000

Phenanthrene d-10,{surr}

4000000

rephthene-d10i(surr),S

A
Acer

3500000

4 ?arwt. 4-10
p-Terphenyl d-14,

3000000

1,3-Dimethyl-2-nitrobenzene ,$
Chrysene d-12,[surr),S

2500000 1

Triphenyl Phosphate,$

2000000

1500000

Perylene D-12,8

1000000

&

I\ 3& \FER R 1 ) | ’
ol bl vt N
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Bis (2-Ethythexy!) phthalate
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LBB0529.D 052802.M Mon Jun 03 15:46:23 2002 Page 2
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\DATA\052902\LBB0529.D
1:53 pm

. Acq On : 29 May 2002
Sample : LB 5/23/02
Misc :

MS Integration Params: LSCINT.P

vial: 15
Operator: Bohlk / Inst 213

Inst

: Instrumen

Multiplr: 1.00

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

Smoothing : OFF R Filtering: 5
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks: 100
Stop Thrs : 0 Peak Location: TOP

1 % of largest Peak

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

Peak separation: 5
Signal : TIC

peak R.T. first max
# min scan scan

18.187 779 1784

6 18.269 789 793
7 18.523 817 821
8 18.967 865 870
9 19.965 976 980
0 21.362 1125 1134

11 21.%60 1184 1200
12 22.513 1255 1261
13 24.654 1491 1497
14 26.405 1685 1690
15 26.622 1708 1714

16 27.393 1794 1799
17 29.570 2034 2039
18 30.287 2111 2118
19 30.949 2183 2191
20 34.305 2554 2561

3B0529.D 052802.M

NYC-WTC_000012568

last
scan
48
229
411
501
789

798
826
873
984
1141

1203
1270
1499
1695
1728

1811
2058
2146
2198
2578

Sum

rVB2
rBV
rVB
rBV
rBV

rBV

rVB2
rBvV2
YBV2
rBV2

rBV
rBV
rBv2
rBV2
rBV

peak
height
39267
2412630
65747
59117
4218203

79765
2345929
66019
49842
49485

51676
3978699
42891
40304
3496802

3770326
1913808
2482797

63103
1144375

corr.
area
84578
3934948
111118
105187
7186359

139320
3787808
110201
79341
114941

102352
7411332
105971
77866
6602963

7022403
3938786
6010280

189809
3516806

of corrected areas:

Mon Jun 03 15:47:16 2002

1.49%
1.07%
1.55%

1.38%
100.00%
1.43%
1.05%
89.09%

94.75%
53.15%
81.10%

2.56%
47.45%

50632369

7.772%
0.219%
0.208%
14.193%

0.275%
7.481%
0.218%
0.157%
0.227%

' 0.202%

14.638%
0.209%
0.154%

13.041%

13.869%
7.779%
11.870%
0.375%
6.946%

"

Page 1
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. LSC Report - Integrated Chromatogram

¥

Fil_e : C:\MSDCHEM\1\DATA\052902\LBB0529.D

Operator : Bohlk / Inst 213

Acgquired : 29 May 2002 1:53 pm using AcgMethod 052802
Instrument : Instrumen

Sample Name: LB 5/23/02

Misc Info
Vial Number: 15 il
Quant File :052802.RES (RTE Integrator)

Abundance TIC: 1.BB0529.D
4000000

1819
3500000
3000000
2500000 13.11 18.52
2000000 ‘
1500000
1000000

500000

11,47 “ 1475 1557 27| 1897

CIﬁ—r LI I i § LI B 4 ™1 TYTT LR S I § Qll)lllll'“’illll!'l T T LURELELIR U LI AR lllr Ty ™

Time—> 1150 1200 1250 1300 13.50 14.00 14.50 15.00 1550 16.00 1650 1700 1750l 1800 18.50 1900 1950

Abundance TIC: LBB0529.D *
4000000 2251
27.39

3500000 26.62
3000000
2500000
2000000
1500000
1000000

500000

19.96 2136 21,9 J 24.65 264d

clll)llllllll 74 ATy LI e B e o (llllillllll(l L 2 B S Ty Lk a3 L 2 2 un SR AR S Ty rrrreyy

Time—> 20.00 20.50 2100 2150 2200 2250 23.00 23.50 24.00 24.50 25.00 2550 2600 2650 2700 27.50 28.00

Abundance TIC: LBB0529.D
4000000

3500000
3000000
2500000 30.29
2000000 2057
1500000
1000000

500000

30.95

0 T
U MR DU SN SULR L SRR TTTT T Y L S B § 77T T T T T ¥ LI R SRR RN IR R

Time~> 28.50 20.00 29.50 30.00 3050 31.00 3150 3200 3250 33.00 3350 3400 3450 3500 35.50 36.00 36.50

BB0529.D 052802.M Mon Jun 03 15:47:18 2002 ) Page 2
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Data’'File

Llprary sSearcn Lompounda Report

: C:\MSDCHEM\1\DATA\052902\LBB0529.D
LAcg On : 29 May 2002 1:53 pm
Sample : LB 5/23/02
Misc :

MS Integration Params: LSCINT.P

Quant Method

Title
Library

Quantitation For Method 525.2
C: \DATABASE\WILEY7N L

e se e

Vvial: 15

Operator: Bohlk / Inst 213

Inst : Instrumen
Multiplr: 1.00

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

L2222 AR 22 222X 22 222 X222 22222222223 222222 2322222222222 2222222 £

Peak Number 1 Dodecane, 2,6,10-trimethyl-

Concentration Rank 10

R.T. BEstConc Area Relative to ISTD R.T.
11.48 0.06 ug/L 84578 Acenaphthene-d10 18.19
Hit# of 5 Tentative ID MW MolForm CAS#’ Qual

. 1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
2 Octane, 5-ethyl-2-methyl- 156 Cl1H24 062016-18-6 64
3 Undecane, 5-methyl- (CAS) $$ 5-M... 170 C12H26 001632-70-8 64 -
4 ‘Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 64

Abundance Scan 44 (11.475 min): LBB0529.D (-) m/z 57.00 100.00%

5 M
85
5000
113
127 11.20 11.40 11.60 11.80
ol m/z 71.10 98.21%
miz—> 20 40 60 80 100 120 140 160 180
Abundance #134038; Dodecane, 2,6,10-trimethyl-
m
5000
11.20 11.40 11.60 11.80
) m/z 85.10 64.55%
o7 113 127
ol 1L | 141 155 169 183
ll(lll’llll LR ER] T i T ¥ LR RS
miz—> 20 40 60 80 100 120 140 160 180 ,
Abundance #56270: Octane, 5-ethyl-2-methyl-
43
57
7 11.20 11.40 11.60 11.80
85
29
0' !‘[l'TIlglslll!’l]lﬂxlllll??slvxlrllux

m/z—> 20 40 60 80 100 120 140 160 180

Abundance #74425: Undecane, 5-methyl- (CAS) $$ 5-Methylundecane $$ M...

57 11.20 11.40 11.60 11.80
m/z 84.05 29.74%

71
5000 85
20 112
N 99 ‘k 126 140 155 170 .

llllllll[llll’llllllllll‘!’l rIIY'(l’I"r]IIIl LA R I )

m/z—> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 1ﬁ80

BB0529.D 052802.M Mon Jun 03 15:47:20 2002

NYC-WTC_000012570
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Daﬁa File

Sample
Misc

L1pDrary searcn tompound Keport

: C:\MSDCHEM\1\DATA\052902\LBB0529.D
. Acqg On : 29 May 2002
: : LB 5/23/02

1:53 pm

MS Integration Params: LSCINT.P

Quant Method
Title

Library : C:\DATABASE\WILEY7N.L

L2 XX XEI X222 E 2 ZZZZLELEIIEEIITESR LR RS E RS SRS R 2SRRI S L X2 2 2 2 2 2 4
Peak Number 2 Dodecane, l-iodo- '

vial: 15

Inst : Instrumen
Multiplr: 1.00

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

Concentration Rank 5

Relative to ISTD R.T.

R.T. EstConc Area
14.75 0.08 ug/L 111118
Hit} of 5 Tentative ID

Acenaphthene-d10

MW MolForm

1 Dodecane, 1l-iodo-

2 Eicosane

296 Cl2H25I
282 C20H42
3 Hexane, 3,3-dimethyl- $$ 3,3-Dim... 114 C8H1S8

4 Hexadecane (CAS) $$ n-Hexadecane... 226 (C16H34

004292-19-7 64
000112-95-8 64
000563-16-6 64
000544-76-3 64

Abundance Scan 405 (14.749 min): LBB0529.D (-) m/z 71.10 100.00%
: 7
5000
55 ‘
127 155 14.40 14.60 14.80 15.00
0 i . m/z 57.10 78.32%
S AAAANARRARARE Y o
m/z—> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance . #244391: Dodecane, 1-iodo-
5
5000
14.40 14.60 14.80 15.00
m/z 85.10 66.83%
0! ; :
m/z—-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #228992: Eicosane
87
14.40 14.60 14.80 15.00
5000 m/z 55.10 20.54%
4 85
0 L 113 141 160
N RAZANNA RN A
miz—> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #145278: Hexane, 3,3-dimethyl- $38 3,3-Dimethylhexane )
14.40 14.60 14.80 15.00
m/z 99.10 17.98%
5000 71
2
b2 * T T T T
IIIII! LELIR] TT vy TI4VTTY
m/z-—-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.80 14.80 15.00

sBB0529.D 052802.M

NYC-WTC_000012571

Mon Jun 03 15:47:21 2002

_Operator: Bohlk / Inst 213

Y
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Data File
. Acq On

Sample

Misc

Llbrary sSearcn compound Report

+ C:\MSDCHEM\1\DATA\052902\LBB0529.D
: 29 May 2002 1:53 pm-
: LB 5/23/02

MS Integratlon Params: LSCINT.P

Quant Method :

Title
Library

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

vial: 15

Operator: Bohlk / Inst 213

Instrumen
1.00

Inst H
Multiplr:

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

*********************************************************************
Concentration Rank 7

Peak Number 3 Hexadecane,

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

15.57 0.07 ug/L 105187 Acenaphthene-d10 18.19
Hit# of 5 Tentative ID MW MolForm CAsSH# Qual
1 Hexadecane, 2,6,10,14-tetramethy... 282 C20H42 000638-36-8 80
2 Dodecane, 1-iodo- 296 Cl2H25I 004292-19-7 64
3 Docosane $$ n-Docosane $$ Normal... 310 C22H46 000629-97-0 53
4 Octane, 6-ethyl-2-methyl- 156 C1l1H24 062016-19-7 53

2,6,10,14-tetra...

m/z 71.05 100.00%

Iy

15.20 15.40 15.60 15.80
m/z 57.10 89.97%

15.20 15.40 15.60 15.80

m/z 85.10 58.11%

m

15.20 15.40 15.60 15.80

Abundance Scan 495 (15.566 min). LBB0529.D (-)
5000
0.
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance  #228997: Hexadecane, 2,6,10,14-tetramethyl- (CAS) $$ Phyta...
87
5000 85
4 11 3
Otprhery lél T |6183 21 25321821 T
LERALE LRI TITY illl llll lll' ll(l LR S I'III lllllllll'lllllllll LR R R LRARER]
m/z—> 20 40 60 80 100 20140160180200220240260280300
Abundance #244391: Dodecane, 1-iodo-
5
5000 85
4
113 155
, 183
o' 7T Il lllllllllll]l(llll"“lllll!rrr]!‘llllllllll!l]lllllill!'lllll
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #261311: Docosane $$ n-Docosane $$ Normal-docosane
87
5000 4
ol | { '169 197 225 253 281 310
m/z—> 20 40 60 80 100120140160180200220240260280300

m/z 23.79%

84.20

15.20 15.40 15.60 15.80

m/z 70.10 23.71%

15.20 15.40 15,60 15.80

sBB0529.D 052802.M

Mon Jun 03 15:47:22 2002

NYC-WTC_000012572

Y
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Data File :

Acg On : 29 May 2002
° Sample : LB 5/23/02

Misc :

MS Integration Params: LSCINT.P

1:53 pm

Quant Method
Title
Library

e oo e

C: \DATABASE\WILEY7N L

C:\MSDCHEM\ 1\DATA\052902\L.BB0529.D

vial: 15

Operator: Bohlk / Inst 213

Inst : Instrumen
Multiplr: 1.00

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

S S I T I I I I T I I I I O I I I I I I o I TITIIII LY

Peak Number 4 Docosane $$ n-Docosane $$ N...

Relative to ISTD

Concentration Rank 3

R.T. EstConc Area
18.27 0.10 ug/L 139320
Hit# of 5 Tentative ID

Acenaphthene-d10

MW MolForm

1 Docosane $$ n-Docosane $8 Normal...

2 Pentacosane $$ n-Pentacosane
3 Tricosane (CAS) $$ n-Tricosane
4 10-Methylnonadecane

310 C22H46
352 C25H52
324 C23H48
282 C20H42

000629-97-0 80
000629-99-2 80
000638-67-5 72
056862-62-5 72

Abundance Scan 793 (18.269 min): LBB0529.D (-)
5000
113 .
J ] 155 * 18,00 18.20 18.40 18.60
0 1,1 m/z 57.10 83.81%
T L] L] l L] L) L] l L] ¥ T L] T ¥ T L3 T T T ¥ L T L] T ‘ L] T T L] ’ T
miz—> 50 100 150 200 250
Abundance #261311: Docosane $8 n-Docosane $$ Normal-docosane
57
5000
) 18.00 18.20 18.40 18.60
m/z 85. 10 73.49%
oL 3 41 169 197 225 253 281 310
miz—-> 50 100 150 200 250 300 350
Abundance #300501: Pentacosane $$ n-Pentacosane
57 ’
18.00 18.20 18.40 18.60
5000 85 m/z 113.20 24.03%
28
113
141
c Li Ll xl ] T T ¥ IJ} ;J|1! l 1691&211‘( ?slgl‘lquziglsls?'_sr 3‘52‘
miz—> 50 100 150 200 250 300 350
Abundance . #2756885: Tricosane {CAS) $$ n-Tricosane
5 18.00 18.20 18.40 18.60
m/z 99.10 23.12%
5000
o 2 211 239 267 205 324
m/z—> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60

m/z 71.10 100.00%

sBB0529.D 052802.M

NYC-WTC_000012573

Mon Jun 03 15:47:23 2002

Y
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Lalaly dSeallll LOUPpOULIU Report

vial: 15
Operator: Bohlk / Inst 213
Inst : Instrumen

Data File : C:\MSDCHEM\1\DATA\052902\LBB0529.D
Acg On : 29 May 2002 1:53 pm

* Sample : LB 5/23/02
Misc :

MS Integration Params: LSCINT.P

Quant Method :
Title

Library : C:\DATABASE\WILEY7N.L

Multiplr: 1.00

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

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

Peak Number 5 BUTYL HYDROXY TOLUENE

R.T EstConc Area Relative to ISTD R.T.
18.52 2.64 ug/L 3787810 Acenaphthene-d10 18.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 BUTYL HYDROXY TOLUENE

2 Phenol, 2,6-bis(1l,l-dimethylethy...
2,6-bis(1,1-dimethylethy...

3 Phenol,

220 C15H240
220 C15H240
220 C15H240

4 Butylated Hydroxytoluene $$ Phen... 220 C15H240

000128-37-0 98
000128-37-0 98
000128-37-0 98
000128-37-0 98

Abundance Scan 821 (18.523 min): LBB0529.D (-) m/z 205.15 100.00%
5000
57 220
91 105 177 48.20 18.40 18.60 18.80
S SN WP VA 14 .,,L 161 | 189 m/z 220.20 22.26%
LER] LRI ) l(llll lIlllllll!lTlrﬁllf!’
m/z—> 40 60 80 100 120 140 160 180 200 220
Abundance . #145122: BUTYL HYDROXY TOLUENE i
205
5000
18.20 18.40 18.60 18.80
57 145 220 m/z 57.10 19.30%
177
0' ((IShllxIIu"ll(l‘lll"( 1T
niz—> 40 60 80 100 120 140 160 180 200 220
Abundance #144848: Phenol, 2,6-bis(1,1-dimethylethyl)}-4-methyl- (g&&.. '
18.20 18.40 18.60 18.80
50001 . m/z 206.20 16.71%
57
220
41 145 :
. 60 , o1 ' 10131 | 161 T 1e0
ll]lllIIYll(]Illl IXT(I LELAR IR ] LERELER S TTT7T Tyv TTIT
niz—> 4060801601201&01&01&0260'
Abundance #144843: Phenol, 2,6-bis(1,1-dimethylethyi}-4-methyi- (CAS...
205 18.20 18.40 18.60 18.80
m/z 145.10 15.15%
5000
57 220
41
c LA ] {!'l L] 'ldl‘l Tl§l‘9l l"'i"l ,Q,g, IA'(LI 1?:.1'{-911:"3‘!'1'1 lhl}l L3 l1|6l1 L] l117'-(7)1l8l9l l LER IR l T I ¥
miz—> 40 60 80 100 120 140 160 180 200 220 18.20 18.40 18.60 18.80

BB0529.D 052802.M

NYC-WTC_000012574

Mon Jun 03 15:47:24 2002

i
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LimLAQLYy OTQRLUL WUANPUULIL KEPUL L

Data File : C:\MSDCHEM\ 1\DATA\ 052902\LBB0529.D vial: 15

Acg On : 29 May 2002 1:53 pm Operator: Bohlk / Inst 213
Sample : LB 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 . PR
*********************************************************************

Peak Number 6 Decane, 3,8-dimethyl- $$ 3,... Concentration Rank 6

"

R.T. EstConc . Area Relative to ISTD R.T.
18.97 0.08 ug/L 110201 Acenaphthene-dl10 18.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3,8-dimethyl- $$ 3,8-Dim... 170 C12H26 017312-55-9 64
2 1l0-Methylnonadecane 282 C20H42 056862-62-5 64
3 Hexadecane, 2,6,11,15-tetramethy... 282 C20H42 000504~44-9 59
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 53
Abundance Scan 870 (18.967 min): LBB0529.D (-) m/z 71.10 100.00%

m
5000
5p 113
9 153 152 18.60 18.80 19.00 19.20
o m/z 57.00 82.92%
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74439: Decane, 3,8-dimethyl- $3 3,8-Dimethyidecane
57
5000
18.60 18.80 19.00 19.20
m/z 85.10 81.42%
| 13 141 :
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #229010: 10-Methyinonadecane
57

18.60 18.80 19.00 19.20
m/z 55.20 32.28%

m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance  #229003: Hexadecane, 2,8,11,15-tetramethyi- $$ Crocetane $...
57 .

04

18.60 18.80 19.00 19.20
m/z. 69.05 28.11%

0 14 BB g B M 3 il ; 197
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.60 18.80 19.00 19.20
BB0529.D 052802.M Mon Jun 03 15:47:26 2002 Page 8
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Data‘File : C:\MSDCHEM\ 1\DATA\052902\LBB0529.D Vial: 15

JAcqg On : 29 May 2002 1:53 pm ' Operator: Bohlk / Inst 213
Sample : LB 5/23/02 Inst : Instrumen

Misc : Multiplr: 1.00

MS Integration Params: LSCINT.P

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

. oo

Title Quantitation For Method 525.2 e
Library oz C: \DATABASE\WILEY7N.L - A
*************************#*******************************************
Peak Number 7 Nonadecane $$ n-Nonadecane Concentration Rank 12

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

19.96 6.06 ug/L 79341~ Acenaphthene-d10 18.19

Hit# of 5 Tentative ID MW MolForm ' CAS# Qual

1 Nonadecane $$ n;Nonadecane 268 C19H40 000629-92~-5 90

2 Heptadecane $$ n-Heptadecane $$ ... 240 C17H36 000629-78-7 90

3 Heptadecane (CAS) $$ n-Heptadeca... 240 C17H36 000629-78-7 90

4 Heneicosane $$ n-Heneicosane ' 296 C21H44 000629-94-7 90
Abundance Scan 980 (12.965 min): LBB0529.D (-) “im/z 57.10 100.00%

57

g

113 1960198020002020
o 168 z 71.10 67.33%
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #211486: Nonadecane $5 n-Nonadecane
57

-

1960198020002020
z 85.00 47.01%

1

19.60 19.80 20.00 20.20
m/z 55.20 18.89%

197212 240

m/z—> 204060801001201401601802002?0240260
Abundance #1 7«4554.’.23 Heptadecane {CAS) $$ n-Heptadecane $$ Normai-hept...

19.60 19.80 20.00 20.20 -
m/z 70.10 17.46%

miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 19.60 19.80 20.00 20.20

BB0529.D 052802.M - Mon Jun 03 15:47:27 2002 ) Page 9
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: C:\MSDCHEM\1\DATA\052902\L.BB0529.D

1:53 pm

Data File

. Acqg On : 29 May 2002
Sample : LB 5/23/02
Misc :

MS Integration Params: LSCINT.P

Quant Method :
Title
Library

vial: 15
Operator:
Inst :
Multiplr:

Instrumen
1.00

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

LA 22222222222 2222222322222 222222222222t S

Peak Number 8 Pentadecane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.36 0.08 ug/L 114941 Phenanthrene d-10 22.51
Hit# of 5  Tentative ID MW MolForm CAS# Qual

1 Pentadecane
2 Octadecane {(CAS)
3 pentadecane

212 C15H32
$$ n-Octadecane... 254 Cl8H38
212 Cl1l5H32

4 Pentadecane (CAS) $$ n-Pentadeca... 212 C15H32

000629-62-9 64
000593-45-3 64
000629-62-9 59
000629-62-9 59

Abundance Scan 1134 (21.362 min): LBB0529.D (-) m/z 71.10 100.00%
]
5000
99
55
127 155 284 21.00 21.20 21.40 21.60
Obprrrerrreye m/z 57.10 87.63%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134012: Pentadecane
57
5000
4 21.00 21.20 21.40 21.60
m/z 85.10 74.30%
0 24 4 18 141 160 212
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 .
Abundance #2393184: Octadecane (CAS) $$ n-Ocladecane $$ Octadecan
71
21.00 21.20 21.40 21.60
5000 m/z 99.10 33.67%
0 2* \ 127 154169 197 254
TT'll
miz—> 20 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134045: pentadecane
¥ 21.00 21.20 21.40 21.60
m/z 84.00 23.06%
5000 4
c II'ﬁL
m/iz—> 20 60 80 100 120 140 160 180 200 220 240 260 280

sBB0529.D 052802.M

NYC-WTC_000012577

Mon Jun 03 15:47:28 2002

Bohlk / Inst 213

Y
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Data File : C:\MSDCHEM\ 1\DATA\052902\L.BB0529.D
Acg On : 29 May 2002 1:53 pm

* sample : LB 5/23/02
Misc :

MS Integration Params: LSCINT.P

Quant Method

AL

vial: 15

Operator: Bohlk / Inst 213

Inst : Instrumen
Multiplr: 1.00

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

Title : Quantitation For Method 525.2
Library : C:\DATABASE\WILEY7N.L
*********************************************************************
Peak Number 9 Heneicosane $$ n-Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.96 0.07 ug/L 102352 Phenanthrene d-10 22.51
Hit$ of 5 Tentative ID MW MolForm CASH Qual
1 Heneicosane $$ n-Heneicosane 296 C21H44 000629-94-7 72
2 Decane, 3,8-dimethyl- 170 Cl12H26 017312-55-9 72
3 Tricosane (CAS) $$ n-Tricosane 324 C23H48 000638-67-5 72
4 Tetratriacontane $$ n-Tetratriac... 479 C34H70 014167-59-0 72
Abundance Scan 1200 (21.960 min): LBB0529.D (-) m/z 71.10 100.00%
m
5000
o8
127 3
169 24.60 21.80 22,00 22.20
Olrrry : m/z 57.10 84.30%
TFV Illll‘ll ]l V' ll'l!llllTlllllll‘llI“lIlrlllll‘ll!l'llllll(l(‘lllllll?‘ LRR R}
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #245745; Henelcosane $8 n-Heneicosane
57
85
5000
21.60 21.80 22.00 22.20
m/z 85.10 75.42%
29 113, :
0 | 4141 189 107 205 253 206
l(llll.l'!ll ‘lll(’llll]'l)'ll'll l(TI"llll IRER] FlIl!lll!',lll‘]lllll'll‘llIllllll
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 260 300 320
Abundance #74440: Decane, 3,8-dimethyl-
57
85 21.60 21.80 22.00 22.20
5000 m/z 99.10 34.51%
113 141
0 170
Illlllll‘lll ‘ll‘T‘lellllilllllllllll]',rr"mﬁ“‘lll'lll!l]ll‘l‘l"ll’illlllll]‘l'(‘Illl
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

211 239 2687 295 324

L

21.60 21.80 22.00 22.20
m/z 113.20 28.97%

-

21.60 21.80 22.00 22.20

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

sBB0529.D 052802.M Mon Jun 03 15:47:29 2002

NYC-WTC_000012578
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Data File : C:\MSDCHEM\1\DATA\052902\LBB0529.D vial: 15

Acg On : 29 May 2002 1:53 pm Operator: Bohlk / Inst 213
* Sample : LB 5/23/02 Inst : Instrumen

Misc : Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method
Title
Library

LYY

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

**********'**********i{************************************************

Peak Number 10 Tetratetracontane $3 n-Tetr...

Concentrat

ion Rank 8

R.T. EstConc Area Relative to ISTD
24.65 0.07 ug/L -105971 Phenanthrene d-10
Hit# of 5 Tentative ID MW MolForm

007098-22-8 52

1 Tetratetracontane $$ n-Tetratetr...

2 Heneicosane (CAS) $$ n-Heneicosane -

3 Hexadecane (CAS) $$ n-Hexadecane...

619 C44HSO
296 C21H44
226 Cl6H34

000629-94-7 50
000544-76-3 47

4 Nonadecane

268 C19H40

000629-92-5 47

Abundance Scan 1497 (24.654 min): LBB0529.D (-) m/z 149.10 100.00%
71 149
50001
1.3 .ll‘lll'lll]!lll TTF T TT ¢
“ 197 : 24.40 24.60 24.80 25.00
ok b z 71.10 93.00%
,'l_"—l_l' ll'.lll llllj)(l']lllll(l(llll'T‘[lllll)IOllllK!lllllllll
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance . #383557: Tetratetracontane $8 n-Tetratetracontane
57
5000
24.40 24.60 24.80 25.00
z 57.10 66.11%
7
ol 1L LLLLL 1 I: 183 225 267 309 361 303 435 401 535574 617
TIr! -lll LRI ) 1T LR LRELIRS lllIllltl'lllllllll LRI lllllTl'_l—
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #245749: Heneicosane (CAS) $% n-Heneicosane ' .
57
24.40 24.60 24.80 25.00
5000 z 85.10 66. 10%|
99
HinTe
0 ffli
ll(lll T'llli'll'lir'l_rl!l‘lllIl'!Illllll‘llll’]]ll!!lll('llllflll
mfz—> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #154906: Hexadecane {CAS) $$ n-Hexadecane $$ Cetane $$ n-C...
¥ 24.40 24.60 24.80 25.00
z 99.00 26.58%
5000
?’141 .
c,lll l lllr.l‘l‘ll‘l“tllill"'l!llllll!lllllrli)lll(llll!(!‘l!ll')”r
m/z—-> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.40 24.60 24.80 25.00

:BB0529.D 052802.M

NYC-WTC_000012579

Mon Jun 03 15:47:30 2002
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Data File : C:\MSDCHEM\ 1\DATA\052902\LBB0529.D vial: 15

Acg On : 29 May 2002 1:53 pm Operator: Bohlk / Inst 213
Sample : LB 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 e
Library : C:\DATABASE\WILEY7N.L - e
*************************f*******************************************
Peak Number 11 Pyrene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.40 0.06 ug/L 77866  p-Terphenyl d-14 27.39
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 64
2 11H-Benzo [b] fluorene {(CAS) $$ 2,... 216 Cl7H12 000243-17-4 64
3 7H-Benzo[c] fluorene 216 Cl17H12 000205-12-9 59
4 11H-Benzo[b] fluorene (CAS) $$ 2,... 216 C17H12 000243-17-4 58
Abundance Scan 1690 (26.405 min): LBB0529.D (~) m/z 216.10 100.00%
216
5000
108
170 ‘ll[lllllll(lltlllll rr
57 oo o4 26:00 26.20 26.40 26.60 26.80
0 . m/z 108.00 27.84%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #139286: Pyrene, 2-methyl-
216
5000 95 llll( TI T 7Y xlvl‘f'T'l'r
26002620264026602680
m/z 217.20 18.04%

o.
m/z—> 40 60 80 100 120 140 160 180 200 220
Abundance #138278: 11H-Benzo[blfiucrene (CAS) $$ 2,3-Benzofiuorene

246
26.00 26.20 26.40 26.60 26.80
5000 m/z 170.20 15.89%
108
94 189
ol, 39 61 63 74 122 137 150 163174 ] 200
n/z—> 40 60 80 100 120 140 160 180 200 220
Abundance #139283: 7H-Benzoicifluorene
216 26.00 26.20 26.40 26.60 26.80
m/z 215.10 9.73%
5000

95 108

82 é g 189 ’ A
c)lllll'Tll’llllll"l’]llll}l!l’[llll'lllll'e“lllf"l Illlll(lrl LIRS0 2 lll'ITT

miz-> 40 60 80 100 120 140 160 180 200 220 26002620264026602680

BB0529.D 052802.M Mon Jun 03 15:47:32 2002 Page 13
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Data File
Acqg On

* sample
Misc

ALt bt de WAL Y M CRL \rdd  WWitIMI SRR L\cyv-l. -

: C:\MSDCHEM\1\DATA\052902\LBB0529.D

29
LB

° o0 oo

May 2002
5/23/02

1:53 pm

vial: 15
Operator: Bohlk / Imnst 213
Inst : Instrumen
Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method
Title
Library

e oo

C:\DATABASE\WILEY7N.L

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

dekdkdhkkdhdhdhkhhdhhhhdddhdkhRehkhdhhddhkhhhhbbdhkbddhrhdkhhdbhhrdbhdbhhkhhn
' Concentration Rank 1

Peak Number 12 [2.2] (2,6)pyrazinophane

Relative to ISTD

P e s et et > o o r >t e ot S " S e b b e o b > s e b b e s e b e e b e e s b e e . e At b e - e et aar e e e e

R.T. EstConc Area
26.62 4.70 ug/L 6602960
Hit# of 5 Tentative ID

p-Terphenyl d-14

MW MolForm

1 [2.2](2,6)pyrazinophane

2 [1,1'-Biphenyl]-4,4'-diamine, 3,...
3 Benzenamine, 2-methoxy-N-{4-pyri...
4 Benzenamine, 2-methoxy-N-(3-pyri...

212 C12H12N4
212 Cl4H16N2
212 C13H12N20
212 C13H12N20O

123624-86-2 64
000612-82~-8 59
041855-68-9 59
041855-67-8 59

Abundance Scan 1714 (26.622 min): LBB0529.D (-) m/z 212.20 100.00%
212 -
5000
106 .
02 - 26.40 26.60 26.80 27.00
0 52 66 78 124 138 156 168 180 194 m/z 106.10 20.86%
m/z—> 40 ©0 80 100 120 140 160 180 200 220
Abundance #132924; [2.2}(2,6)pyrazinophane
212
5000
26.40 26.60 26.80 27.00 | .
185 m/z 211.20 16.52%
158
44 g7 | 197
c 3|llll]lllllll'llllll'll'lll’
miz—> 40 60 80 100 120 140 160 180 200 220
Abundance ~  #133761: [1,1-Biphenyl}-4.4-diamine, 3,3-dimethyl-, dih...
212
26.40 26.60 26.80 27.00
5000 m/z 213.20 16.42%
42 77 106 130141152 168180 196
cfllllll‘Illll!llllllll'l’!l]lllllll"i(lillll m
n/z—> 40 80 100 120 140 160 180 200 220
Abundance #133327: Benzenamine, 2-methoxy-N-(4-pyridinyimethylene)-
212 26.40 26.60 26.80 27.00
m/z 208.20 16.12%
—L
miz—> 40 60 80 100 120 140 160 180 200 220 26.40 26.60 26.80 27.00

BB0529.D 052802.M Mon Jun 03 15:47:

NYC-WTC_000012581
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Operator ID: Bohlk / Inst 213 Date Acquired: 29 May 2002 1:53 pm
Data File: C:\MSDCHEM\l\DATA\OSZ902\LBB0529.D

flame: LB 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
Dodecane, 2,6,10-... 11.48 0.1 ug/L 84578 1 18.19 7186360 5.0
Dodecane, l-iodo- 14.75 0.1 ug/L 111118 1 18.19 7186360 5.0
Hexadecane, 2,6,1... 15.57 0.1 ug/L 105187 1 18.19 7186360 5.0
Docogane $$ n-Doc... 18.27 0.1 ug/L 139320 1 18.19 7186360 5.0
BUTYL HYDROXY TOL... 18.52 2.6 ug/L 3787810 1 18.19 7186360 5.0
Jecane, 3,8-dimet... 18.97 0.1 ug/L 110201 1 18.19 7186360 5.0
Yonadecane $$ n-N... 19.96 0.1 ug/L 79341 1 18.19 7186360 5.0
Pentadecane 21.36 0.1 ug/L 114941 2 22.51 7411330 5.0
deneicosane $$ n-... 21.96 0.1 ug/L 102352 2 22.51 7411330 5.0
Tetratetracontane... 24.65 0.1 ug/L 105971 2 22.51 7411330 5.0
Pyrene, 2-methyl- 26.40 0.1 ug/L 77866 3 27.39 7022400 5.0
[2.2] (2,6)pyrazin... 26.62 4.7 ug/L. 6602960 3 27.39 7022400 5.0

>
BB0529.D 052802.M Mon Jun 03 15:47:33 2002 Page 15
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Data File : C:\MSDCHEM\1\DATA\053002\LBB0530.D

Acqg On : 30 May 2002 12:04 pm
Sample : LB 5/23/02
Misc :

WURILL LLAL LU [RGRUL L (WL RCVLECWSWU)

MS Integration Params: rteint.p

Quant

Quant
Title

Time: Jun 03 16:10:19 2002

Vial: 15

Operator: Bohlk / Inst 213

Inst : Instrumen
Multiplr: 1.00

Quant Results File: 052802.RES

Method : C:\MSDCHEM\1\5973N\052802.M (RTE Integrator)
: Quantitation For Method 525.2
Last Update : Mon Jun 03 15:34:22 2002
Response via : Initial Calibration
DataAcq Meth : 052802

Internal Standards

1)
9)
19)
25)

Acenaphthene-di0
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)
4)
5)
6)
7)
8)
10)
11)
12)
13)
14)
15)
16)
17)
18)
22)
23)
24)

Hexachlorocyclopentadiene
Hexachlorobenzene

EPTC -
2,6-Dinitrotoluene
2,4-Dinitotoluene

Molinate

Simazine

Atrazine

Alachlor

Terbacil

Acetochlor

Metribuzin

Metolachlor

Butachlor

4,4'-DDE

Bis (2-Ethylhexyl) adipate
Bis (2-Ethylhexyl) phthala
Benzo (a) pyrene

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

Response Conc Units Dev(Min)

2156780 5.00 ug/L 0.00
3205430 5.00 ‘ug/L 0.00
2157119 5.00 ug/L 0.00
2442452 5.00 ug/L 0.00
588437 4.86 ug/L 0.00
Recovery = 97.20%
482325 5.26 ug/L 0.00
Recovery = 105.20%
1127302 3.92 ug/L - 0.00
Recovery = 78.40%
2156780 3.97 ug/L 0.00
Recovery = 79.40%
3205430 4.23 ug/L 0.00
Recovery = 84.60%
2157119 4.34 ug/L 0.00
Recovery = 86.80%
Qvalue
0 N.D.
[ 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. d
0 N.D. d
0 N.D. d
114289 0.92 ug/L 96
0 N.D.

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

LBB0530.D 052802.M

NYC-WTC_000012583

Mon Jun 03 16:11:13 2002
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Data File : C:\MSDCHEM\1\DATA\053002\LBB0530.D vial: 15

Acq On : 30 May 2002 12:04 pm Operator: Bohlk / Inst 213 .
Sample : LB 5/23/02 Inst : Instrumen

Misc

-~ . - e e s e o ee ey

Multiplr: 1.00

MS Integrat:.on Params: rteint.p

Quant Time: Jun 3 16:11 2002

Quant Results File: 052802.RES

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

Last

Update : Mon Jun 03 15:34:22 2002

Responge via : Initial Calibration

Abundance
5500000

5000000

4500000

4000000

3500000

3000000

2500000

1500000

1000000

500000

0

TIC: LBB0530.D

Phenanthrene d-10,{surr),&

vephthene-dHDi(sum),S
p-Terphenyt d-14,1

A
Reer

Chrysene d-12,lsurr),S

1.3-Dimethyi-2-nitrobenzene ,S

Triphenyl Phosphate,S

Perylene D-12,8

£

H

Time~>

_g Bis (2-Ethythexyl) phthalate

N t A A A A -4
LI R § Tll' l'll LENLIE B § 'lll II" llll iy |Trl LELBLIL) LIRS LR LR LA LR lll’r lllll LA LR 3 L) L} LB I 3 LIRSRIR] ll"lr LI MR I 3 LIRS S § l‘lllllll

_ 1200 1300 1400 1500 1600 1700 1800 1900 2000 2100 2200 2300 2400 2500 2600 2700 2800 29.00 3000 31.00 3200 3300 3400 35.00 36.00

LBB0530

.D 052802.M Mon Jun 03 16:11:14 2002 : Page 2

juswinoo(Q |eluod dlldnd L1/6 DAN



