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‘ Quantitation Report (Not Reviewed)
. Data File : C:\MSDCHEM\1\5973N\02MAR08\03é16.D Vial: 6
Acg On : 8 Mar 2002 7:42 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : March 8, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Mar 15 10:05:20 2002 Quant Results File: HP022102.RES

Quant Method : C:\MSDCHEM\1l...\HP022102.M (RTE Integrator)
Title : 508 scan method

Last Update : Mon Feb 25 10:47:59 2002

Response via : Initial Calibration

DataAcg Meth : HP022102

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.71 152 2160885 20.00 ug/L 0.00
10) Naphthalene-ds8 13.20 136 9183648 20.00 ug/L 0.00
17) Acenaphthene-d10 18.33 164 4552953 20.00 ug/L 0.00
29) Phenanthrene-dl10 22.63 188 7369463 20.00 ug/L ~-0.01
38) Chrysene-dl2 30.49 240 5966068 20.00 ug/L -0.03
44) Perylene-dl2 34.41 264 4032108 20.00 ug/L ~-0.04
System Monitoring Compounds
37) 2,4-DDD 27.72 235 474811 4.83 ug/L 0.00
Spiked Amount 5.000 Recovery = 96.60%
Target Compounds Qvalue
20) Dimethylphthalate 18.34 163 717438 2.60 ug/L # 58
21) 2,6-Dinitrotoluene 18.33 165 581525 9.12 ug/L # 27

(#) = qualifier out of range (m) = manual integration
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ILSC Area Percent Report

[

. Data File : C:\MSDCHEM\l\S973N\02MAR08\03€16.D vial: 6
Acg On : 8 Mar 2002 7:42 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : March 8, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Method : C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title : 508 scan method

Smoothing : OFF Filtering: 5

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

Stop Thrs : 0 Peak Location: TOP

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

Signal TIC
peak R.T. first max last PK peak corr corr. % of
# min scan scan scan TY height area % max. total
1 3.509 9 12 12 rBV 42697 66513 0.35% 0.064%
2 3.622 19 22 25 rBV 51744 77234 0.40% 0.074%
3 4.254 73 78 85 rVB3 30863 71436 0.37% 0.068%
4 4,650 107 113 121 rBVS5 18069 70790 0.37% 0.068%
5 4,864 127 132 139 rBV3 25059 76969 0.40% 0.074%
6 5.022 143 146 153 rvv 60105 105771 0.55% 0.101%
7 5.891 219 223 231 rvv 1192793 2318375 12.05% 2.220%
8 6.004 231 233 245 rVB 82200 193863 1.01% 0.186%
9 8.589 457 462 469 rBV2 21758 52887 0.27% 0.051%
10 9.707 557 561 567 xrBV 6314308 12400237 64.43% 11.876%
11 9.955 579 583 591 rVB3 12874 50054 0.26% 0.048%
12 13.195 865 870 875 rBV 8865036 17742586 92.19% 16.992%
13 18.332 1319 1325 1331 rBV 8474688 18658730 96.95% 17.869%
14 22.283 1671 1675 1681 rBV 61230 124190 0.65% 0.119%
15 22,633 1701 1706 1711 rBV2 8337338 19245610 100.00% 18.431%
le 22.768 1715 1718 1741 rVB 97890 385839 2.00% 0.370%
17 27.724 2151 2157 2161 rBV 1193272 2341048 12.16% 2.242%
18 30.490 2397 2402 2407 rBV2 6950366 16561972 86.06% 15.861%
19 31.088 2451 2455 2473 rVB2 22985 78809 0.41% 0.075%
20 34.407 2743 2749 2791 rBV 5088953 13794677 71.68% 13.211%
Sum of corrected areas: 104417590
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Library Search Compound Report

[}

. Data File : C:\MSDCHEM\1\5973N\02MAR08\03616.D Vial: 6
Acqg On : 8 Mar 2002 7:42 pm Operator:
Sample : 508 gcan Inst : Instrumen
Misc : March 8, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

hkhkhkhhkhhhhhhhhhhhhhhhhhhhhkhhkhkhkhkhhhhhhhhhkhkhhhhhkhhkhhhhhhhhhhhokhhhhihkhdk
Peak Number 1 Dichloroacetonitrile $$ Ace.. Concentration Rank 10

Quant Method :

R.T EstConc Area Relative to ISTD R.T
3.51 0.11 ug/L 66513 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

o e b o o o e e e b e e e e M e e e e e ek e M e b e e o e e b e o e e s . v S o e et v e e b b e e tm wm s e s e e = .

1 Dichloroacetonitrile $$ Acetonit...

2 Acetonitrile,
3 Acetonitrile,

dichloro-

dichloro- $$ Dichl...

4 CHLOROPROPADIENE $$ 1,2-Propadie..

109 C2HCI12N
109 C2HCI2N
109 C2HCI12N
74 C3H3Cl

003018-12-0 83
003018-12-0 83
003018-12-0 74
003223-70-9 9

Abundance Scan12(3.509min):035;6.0(~) m Z 74 .00 100.00%
4
82 ﬂ‘ (th/
5000 b
i
47 R LR RN SRR A RS
350 360 370 3.80 390
Ob e et e et e e e | [ M/, 81.90 56.959
m/iz—> 10 20 30 40 50 60 70 80 S0 100 110
Abundance #11642: Dichloroacetonitrile $$ Acetongrile, dichloro- $3...
7
82
5000
47 350 360 370 380 3.9
m/z 83.90 37.90
35
12 L, I s | 108
C:ﬁ.[un LIRS LRI B N S A S A S B ) llllxlllllln}xxl‘?lrr—l—!—
miz—> 10 30 40 50 60 70 80 90 1060 110
Abundance #11644: Acetonitrile, dichloro-
i3
35 T lilllf[‘lll[ (YTllIYI}'
350 3.60 3.70 380 390
5000 82 m/z 75.90 .35%
c,Tllll’ﬁllllll III'I Jillillllll]llil]ll’hll!lr]llllllfj_l—
m/z—-> 10 20 50 60 70 80 100 110
Abundance #1 1641 Acetomtnle dichioro- $$ Dichloroacetonitrile $$...
U 3.50 360 3.70 3.80 3.90
m/z 46.95 20.57
5000
47
i ]
0 Ly IR 109
lll’lll’ll‘l]l llll! lI)llIIIlllll LR LER R BRI 111117117111'1—.— IlllIllll"lT‘lll]]l'lllll'lll‘lll’
miz—-> 10 20 30 40 50 60 70 100 110 350 360 3.70 3.80 3.90
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Library Search Compound Report

Data File :

Acg On : 8 Mar 2002 7:42 pm
Sample : 508 scan

Misc : March 8, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

C:\MSDCHEM\1\5973N\02MAR08\03616.D

vial: 6

Operator:

Inst

Instrumen

Multiplr: 1.00

.\HP022102.M (RTE Integrator)

khkkhdhhhkhkhhdkhhhhdhhhhhhhkhdhhhhhkdhhhkhhkhhdkhhhhhhhdbhhbhdhddhhhhhhhhkikhdhdkd
Concentration Rank 8

Peak Number 3

2,2-Dimethoxybutane

Relative to IS

TD

- e e e e - e b v b e e e o e % S b et St e T e e hm W e em ey e e G e e e G e R S o e T o e e R e G e e A mm M e e G e A e e e o

R.T EstConc
4.25 0.12 ug/L
Hit# of 5

71436

1,4-Dichlorobenzene-d4

MW MolForm

1 2,2-Dimethoxybutane
2 2,2-dimethoxybutane

3 1,3-Dioxane

4 Thiazole, tetrahydro- $$ Thiazol.

118 C6H1402
118 C6H1402
88 C4H802
89 C3HTNS

003453-99-4 78
003453-99-4 74
000505-22-6 9
000504-78-9 9

87.00 100.00

T

/\
400 420 440 460

m/z

89.00 83.57%

TT T 7T

rTTrTT TTT TV T

400 420 440 460

m/z

43.00 69.62%

400 420 440 460

m/z

55.00 38.45%

400 420 440 460

Abundance Scan 78 (4.254 min): 03516.D (-)
43 {
Y 1A
5000 55 { 7(
‘49 i 103
0 W L 1l |
1“"[ llllllll] lll‘I!]!ll!]ll’ll!llIlllll]l'l']llllllllllll'lll ll‘ ] lllllllll lll!
m/iz—> 20 256 30 35 40 45 50 55 60 65 70 75 80 85 S0 95 100105 110
Abundance #17888: 2,2-Dimethoxybutane
87
55
45
27 43,
103
c ‘ 33 ; I |l { 1912 I
llll[ll'l_l—rl_flllllllllllllllIlll[lllllllll TT I lI['I l Tr I Tt Ill Il]llll[l'l_l’_rlflllll T Il
mfz--> 20253035404550556065707580859095100105110
undance #17889: 2,2-dimethoxybutane
55 87
5000
45
27 ’
103
0 J 33 I [ 1 (1 1912 ]
TTVTT I lﬂTT'lillIillll llllll lTIll lllllillllllll]llllllll lllllll llll"'f'[ll‘ll‘llll]lll ll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 85 100105110
Abundance #4701: 1,3-Dioxane
87
5000
31
58
41
0 TTIITvTY hu]uu IRER !Hl'nu YT x!n! IR EIEESSSRER] Y Y ]1 TYT EERRRES BAS
1 1 T 1 T 1 T | T [EeEad ) |[ERABALN LG | |
miz—-> 20253035404550556065707580859095100105110

m/z

45.10 23.24

400 420 440 460
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Library Search Compound Report

. Data File : C:\MSDC‘HEM\l\5973N\02MAR08\03616.D Vial: 6
Acg On : 8 Mar 2002 7:42 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : March 8, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L

%k de d Jo de de de de ke ke ke do K K K K K ke de de Je ke Je K de de K K de Kk de de Jo de K Je do de dodo ke de K K Kk de K d Kk de ok g K dek okt de ek kkk
Peak Number 4 Butanoic acid, 2-methyl-, m... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
4.65 0.11 ug/L 70790 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 053955-81-0 42
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 42
Abundance Scan 113 (4.650 min): 03516.D (-) m/z 88.00 100.00%
57 88
41
5000 7
101
| 4 [”[ [ 440 460 480 500
c llll'llIlIfTTl['llllllllle[!lr!]llll[lll le’lllxllll[rlllll m/z 57000 89.43%
miz—> 10 20 30 40 50 60 70 8 80 100 110 120
Abundance #16436: Butanoic acid, Z;methyl-, methyl ester (CAS) $$ Me...
g 88 p
m l/\lllllil'lAlllll]lAllllArfr
440 460 480 500
27 101 m/z 41.10 65.10%
& I.;, 116
c ]ll'llllllllr‘l![lllllllll]‘ll‘]ll‘lllll lllll[llll[l'll—["
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #16441: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
57
440 460 480 500
5000 a1 m/z 71.00 49.82%
2 101
69
0 Il I I ]
lll‘llll!]’lllllllll[l!lllllll[lllllll’l lllllllllllilll]ll
miz—> 10 20 30 40 S50 60 70 80 90 100 110 120
Abundance #16437: Butanoic acid, 2-methyl-, methyl ester, (.+/-)- §...
57 88 440 460 480 500
m/z 85.00 41.56%
5000
1 i iy ‘ 101
0 | I ' I I l At | 116 A A
l"‘[!llllllll]lII‘Illllll‘ll,llﬁ*'lllll]lll “ll'lll"llllllﬁ lll'l!llllllll,lllll"ll’
mfz—-> 10 20 30 40 50 60 70 80 S0 100 110 120 440 460 480 500
03516.D HP022102.M Fri Mar 15 10:09:35 2002 Page 6
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Library Search Compound Report

» Data File : C:\MSDCHEM\1\5973N\02MAR08\03516.D Vial: 6
Acq On : 8 Mar 2002 7:42 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : March 8, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\l ...\HP022102.M (RTE Integrator)
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L

KhkRhkhkdhkhkhhhdddhddhdhdhdkdhdhkdikdkhhkkkkdddddddkdkdkdkdkkiRikiikkkkikiikikkkiikn
Peak Number 7 Acetic acid, 3-[1,3]dioxola... Concentration Rank 1

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

5.89 3.74 ug/L 2318380 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0
2 3-(CYCLOHEX-3’-EN-YL) PROPANOL $$... 174 C8H1404 015745-87-

3 Silane, tetramethyl- $$ Tetramet... 88 C4H12Si 000075-76 28
4 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-4%-2 9
Abundance Saan2§3(5.891 min): 03516.D (-) 73.10 100.00%

7]
5000
43
560 580 6.00
c‘llllrrJ'llll'lll]I:l]lIITFIF'YITFﬁI‘]ll!!l| 11117[ I}“é 1! l‘ TIY l I TIiT m/Z 43 10 24 681
miz—> 10 20 30 40 50 60 70 80 SO0 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester M
78
m T llll‘ll’ llll!ll
560 580 600 620
43 m/z 41.10 9.58%
. 27 H 5 | & 113 174
nfz—-> 10 20 30 45 &)e% f é)sn 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-((:Y01.0|-|Ex-3B "EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
7
T 'l['ll LER 1 TT'II
560 580 600 6.20
5000 m/z 45.10 9.37%
43
0 217 1.U 55 A 87 113 174
71rl!|lllllIlIll]’llllllll!]ll‘l]llll lllllll IIKYT‘ITr lllllliriil!l TT7T ‘llllllll!]ll llr
miz—> 10 20 30 40 50 60 70 80 SO 100 110 120 130 140 150 160 170 180
Abundance #4812: Silane, tetramethyl- $$ Tetramethylsilane $$ (CH3)4... : i e
7 560 580 600 620
m/z 71.00 6.68%
5000
45
o> 3 ) 8 | &
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 550' 600 620
03516.D HP022102.M Fri Mar 15 10:09:36 2002 Page 9
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Data File :

Library Search Compound Report

C:\MSDCHEM\1\5973N\02MAR08\03616.D

vial:
Operator:

6

Inst : Instrumen
Multiplr: 1.00

Acg On 8 Mar 2002 7:42 pm
Sample 508 scan

Misc : March 8, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

C:\MSDCHEM\1..
: 508 scan method
: C:\DATABASE\WIL

.\HP022102.M (RTE Integrator)

BEY7N.L

% de Je de de de de ke ke de g K KK gk de gk K de e e de de de o de o de de K de de de K K de dek e de de ke de ke ke ke ok ko okdddddk ddhdhhkhkkkk

Peak Number 9 Decane, 2,5,6-trimethyl- Concentration Rank 12
R.T EstConc Area Relative to ISTD R.T
8.59 0.09 ug/L 52887 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28
2 Octane, 2,5,6-trimethyl- 156 Cl1H24
3 Heptane, 2,2,3,4,6,6-hexamethyl- 184 C13H28
4 Octane, 2,4,6-trimethyl- 156 Cl1lH24
Abundance o Scan 462 (8.589 min): 03516.D (1) m/z 57.10 100.00%
5000
43 71
H ’ 85 g9 820 840 860 880 9.00
cllllll]'l '[' IITl'lll]ll‘ll[ llllll Ill lll']ll'!llllll'l"]ll m/z 56.00 29.69%
miz—> 20 30 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #93445: Decane, 2,5,6-trimethyl-
57
43
m ll‘!lllll"llll‘llllllll
820 840 860 880 8.00
71 84 m/z 43.10 26.40%
| ' - M I 24
OIII TY[ITT T T T T YL TTYY llxrr[l'-|-|1: T l'l IREENREE NS LR
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance . #56277: Octane, 2,5,6-frimethyl-
5
820 840 860 880 800
5000 43 m/z 71.10 24.48¢%
70 85
l xln il . 9“9 127 156
cllllllllllllllllll lll)lll11lll,llll[llllllll!lllllllllllrfll'llllllTrT]—’T
mz-> 20 30 40 50 60 70 80 SO 100 110 120 130 140 150 160
undance #93465: Heptane, 2,2,3,4,6,6-hexamethyl- BB RS e
57 820 840 860 880 9.0
m/z 41.10 21.15%
5000
43
71 85
27 | A 131 I )
clll'lll'll'lllll]lll‘lll ll’l"rllllllllTTllll TTTT llll LIRBLER] TT7T lT’l|']|| Illllllll’llll I'llllllt'l
m/fz—> 20 30 40 50 60 0 8 90 100 110 120 130 140 150 160 820 840 860 880 900
03516.D HP022102.M Fri Mar 15 10:09:36 2002 Page 11
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«

. Data File :

Library Search Compound Report

Acg On : 8 Mar 2002 7:42 pm
Sample : 508 scan
Misc :+ March 8, 2002

MS Integration Params: LSCINT.P

Quant Method :
Title
Library :

C:\MSDCHEM\1\5973N\02MARO8\03é16.D

Vial:
Operator:
Inst : Instrumen
Multiplr: 1.00

6

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
508 scan method
C:\DATABASE\WILEY7N.L

g ke K de de K Kk kK K de kK K de K K K K K de K de de d de do e K de K K de I de de do ke kK KK e K K de K Je de de de K de Fe K K K K K e g ke Kk Kk gk ok Kk

Peak Number 13

1,2-Benzenedicarboxylic aci...

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T
31.09 0.10 ug/L 78809 Chrysene-dl2 30.49
Hit# of 5 Tentative ID MW MolForm CAs# Qual
1 1,2-Benzenedicarboxylic acid, bi... 390 C24H3804 000117—81-;/§4//
2 1,2-Benzenedicarboxylic acid, di... 390 C24H3804 000117-84-Q¢/ 64
3 1,2-Benzenedicarboxylic acid, di... 390 C24H3804 027554-26-3 59
4 Phthalic acid, diisooctyl ester ... 390 C24H3804 001330-91-2 59
Abundance Scan2455(31.oeamlq)igoas1e.o(-) m/z 149.00 100.00%‘
5000 57
- 70 167
83 113 w7 236 3080 31.00 3120 3140
| L1l i
0' LR R L B l'lIlIl!llIl m/Z 57 10 41 70%‘
miz—> 40 60 80 100 120 140 160 180 200 220 240
Abundance #326807: 1,2-Benzenedicarboxylic ﬁd‘ bis(2-ethylhexyl) e...
1
5000
57 167 30.80 31.00 31.20 31.40
I 71 m/z 167.00 35.19%
| = l
c ll ! l‘lll'll”llli’lll llllll‘l]l lﬁTTlllllllllll'
miz—> 100 120 140 160 180 200 220 240
Abundance #326889' 1,2-Benzenedicarboxylic a:éd, dioctyl ester (CAS)...
1
'/'abfeb’ 31.00 3120 3140
5000 m/z 70.10 29.05
31 57 70 167
108
il P |
cTTlll[llll"(T'I_A!']j%lHlflllllllilslIlli""‘!llllllll[!f'[llllll
mfz—-> 40 60 80 100 120 140 160 180 200 220 240
ndance #326921: 1,2-Benzenedicarboxylic acid, diiscoctyl ester (C... SO 1 S —
149 3080 31.00 3120 3140
m/z 43.10 26.17%
5000 57
71 167
P P \
0’ I_T]lLlllll.lllIlrllllY T L L S S B M
m/z—> 40 60 80 100 120 140 160 180 200 220 240 30.80 31.00 31.20 31.40

03516.D HP022102.M
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