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. Quantitation Report (Not Reviewed)
r Data File : C:\MSDCHEM\l\S973N\02MAR08\03é12.D Vial: 2
Acg On : 8 Mar 2002 4:25 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : March 8, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Mar 15 10:05:14 2002 Quant Results File: HP022102.RES

Quant Method
Title

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

Last Update Mon Feb 25 10:47:59 2002

Response via Initial Calibration

DataAcqg Meth : HP022102

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.72 152 1809066 20.00 ug/L 0.00
10) Naphthalene-d8 13.20 136 7983592 20.00 ug/L 0.00
17) Acenaphthene-dio0 18.33 164 4054658 20.00 ug/L 0.00
29) Phenanthrene-dl0 22.63 188 6817356 20.00 ug/L -0.01
38) Chrysene-dl2 30.49 240 5031646 20.00 ug/L -0.03
44) Perylene-dl2 34.41 264 2948837 20.00 ug/L -0.04
System Monitoring Compounds
37) 2,4-DDD 27.72 235 421843 4.64 ug/L 0.00
Spiked Amount 5.000 Recovery = 92.80%
Target Compounds Qvalue
20) Dimethylphthalate 18.33 163 643419 2.62 ug/L # 59
21) 2,6-Dinitrotoluene 18.33 165 521507 9.18 ug/L # 27

45) Di-n-octylphthalate @ 6320 5.16 ug/L # 74
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(#) = qualifier out of range (m) = manual integration
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LSC Area Percent Report

.

. Data File : C:\MSDCHEM\1\5973N\02MAR08\03éi2.D Vial: 2
Acg Orn : 8 Mar 2002 4:25 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 3.622 19 22 29 rvB 44303 74966 0.42% 0.083%
2 3.927 47 49 55 rvVB 21812 38878 0.22% 0.043%
3 4.254 75 78 85 rVB3 36029 70525 0.40% 0.078%
4 4.638 107 112 121 rBV4 11179 58601 0.33% 0.065%
5 4.875 127 133 139 rBV3 16811 56002 0.31% 0.062%
6 5.022 143 146 151 rVvv 33625 55240 0.31% 0.061%
7 5.891 219 223 233 rBV 935888 1932351 10.87% 2.144%
8 6.027 233 235 249 rvv 128753 422794 2.38% 0.469%
9 8.589 459 462 465 rBV 37317 62853 0.35% 0.070%
10 9.707 557 561 567 rBV 5249083 10277230 57.80% 11.405%
11 9.865 573 575 579 rBV 15647 41620 0.23% 0.046%
12 9.944 579 582 593 rVB5 18458 62427 0.35% 0.069%
13 13.195 865 870 875 rBV 7729028 15279524 85.93% 16.957%
14 13.376 881 886 893 rvB2 19624 49521 0.28% 0.055%

15 18.331 1319 1325 1331 rBV 8209539 16701198 93.93% 18.535%
16 22.283 1671 1675 1687 rVB 52045 112372 0.63% 0.125%
17 22.633 1701 1706 1711 rBV2 7902437 17780866 100.00% 19.733%
18 27.724 2153 2157 2161 rBV 1076280 2063065 11.60% 2.290%

19 30.490 2395 2402 2439 rBV 6151624 14820126 83.35% 16.447%
20 34.407 2743 2749 2781 rBV 3857161 10147748 57.07% 11.262%

Sum of cprrected areas: 90108007
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. Library Search Compound Report
+ Data File : C:\MSDCHEM\1\5973N\02MARO8\03é12.D Vial: 2
Acg On : 8 Mar 2002 4:25 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : March 8, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P
Quant Method : C:\MSDCHEM\1l...\HP022102.M (RTE Integrator)
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L

khkhkhkhdhkhhhkhkhhhkhkhkhhdhkhhdhhdhhhkhkbhhdhkhhhkhhhkdhhhhkhdhhkhkdhhkhhkhhhddhddhrhbdbdddd

Peak Number 1

Butanoic acid, methyl ester...

Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T
3.62 0.15 ug/L 74966 1,4-Dichlorobenzene~d4 9.72
Hit# of 5 Tentative ID MW MolForm CASs# Qual
1 Butanoic acid, methyl ester (CAS 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester (CAS 102 CB5H1002 000623-42-7 83
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 78
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78
Abundance Scan 22 (3.622 min): 03512.0 () m/z 43.05 100.00%
4B 74 wap/
5000 y@»
59 87
l 3.50 3.60 3.70 3.80 3.0 4.00
o e e e e m/z 74.00 87.13%
miz—> 10 20 30 40 50 60 70 80 80 100 110
vr\bundance #9224: Butanoic :é:id, methyl ester (CAS) $$ Methyl butyrat...
74
5000 o7
59 3.50 3.60 3.70 3.80 3.0 4.00
87 m/z 71.10 59.09%
2l ’ 6 |, | 10
clIIl'llllllllllll['llllllllT'llll'llll'lllj_ﬁiillllll[
miz—> 10 20 30 40 50 60 70 80 80 100 110
Abundance #9216; Butanoic ag:id, methyl estar (CAS) $$ Methyi butyrat...
4
74
3.50 3.60 3.70 3.80 3.80 4.00
5000 o7 m/z 59.00 30.15%
59
87
o l 13.3 }11 ; L 102
. lllljll‘llll]llllll ‘ll}llllT]Ill]lllllllll‘llillll]l'
miz—> 10 20 30 40 50 60 70 80 80 100 110
Abtindance #9219: Butanoic acid, methy! ester
1 3.50 3.60 3.70 3.80 3.90 4.00
74 m/z 41.10 28.88%
5000 27
15
59 87
33 38 102
0 —[fllll1lllll'l‘l‘l‘lr1llll(lrll ll: LI B NI N S B (L SN S BN LA B B ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.50 3.60 3.70 3.80 3.80 400
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Library Search Compound Report

» Data File : C:\MSDCHEM\1\5973N\02MAR08\03£'912.D Vial: 2
Acqg Orx 8 Mar 2002 4:25 pm Operator:
Sample 508 scan Inst : Instrumen
Misc : March 8, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

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

ddhkddkdedhddod dkhdhdhddded ok d i dkdh Rk dddk kd gk hkdk kddhkdkdkhdk hdkdok hdk gk kk kddkdkdkdhhk
Peak Number 2 ISOBUTYRALDEHYDE, DIMETHYLA... Concentration Rank 12

Quant Method

e e oo

R.T EstConc Area Relative to ISTD R.T
3.93 0.08 ug/L 38878 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual

- - s -t - . . o et e e b st o e e e e W M e e e G b e Gt e At G S G b e e et et e o e e G e o e

1 ISOBUTYRALDEHYDE, DIMETHYLACETAIL. 118 C6H1402
2 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H1402
3 Propane, 1,l-dimethoxy-2-methyl- 118 C6H1402

4 Propane, 118 C6H1402

1,1-dimethoxy-2-methyl-...

000000-00-0 83
000000-00-0 83
041632-89-7 83
041632-89-7 74

ndance Scan 49 (3.927 min): 03512.D () m/z 75.00 100.00%
76
_ 04
55 87
llllll llll‘lll’ll
4‘” 7 ‘360 380 400 420
I‘ll! 1 lll T ' Illlllfl‘l‘!ltil T3TT I ]II!’I!) m/z 87 Oo 36 17%
> 5 101520253035404550556065707580859095
Abundance #17849; ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi...
75
360 380 400 420
55 m/z 55.10 28.49%
29 41 |4|7 71
0 ERSRAREARARRE M x![%nx[uu[!rz:[ux;ln-nlnstan]rrullftl }u T "I";'l””l"
miz—> 6 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17848: ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi...
75
360 380 400 420
5000 m/z 47.00 15.12%
87
55
15 27 31 47 l » ,
o] L L 59 l .
l TITT l TI7T l llllllli] llllll'l'lllllillltllIlllll]llll[ll‘ll’ Illlllllllllll[lllf[ll
niz> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17846: Propane, 1,1-dimethoxy-2-methyl-
5 360 380 400 420
m/z 45.00 13.54%
5000 87
; 55
3 141 59 A
0 TV [lll lllI[llll]IlX I ll] llllllllll lllllllllll’l‘l!lll]l}ltrl }lllllllllll;il‘!ll[ll T l LERBR] ll LB I T v ¥ ll T l
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 360 380 400 420
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. Data File :

Library Search Compound Report

Acg On 8 Mar 2002 4:25 pm
Sample : 508 scan
Misc : March 8, 2002

MS Integration Params: LSCINT.P

Quant Method
Title :
Library :

C:\MSDCHEM\l\5973N\02MAR08\03€ﬂ2.D

vial: 2
Operator:
Inst : Instrumen
Multiplr: 1.00

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

Je de Je de Je do do Fe Fo K do ok K ke ke d ok g ok Kk de e de Kk Je ke K de ke de do Kk e de de Kk ke ke de de de do de e Je de g de K Kk K ke Kk de d de de de K de K Kk e dedokkk

Peak Number 8 2-Pentanone, 4-hydroxy-4-me.. Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.

" 6.03  0.82 ug/L 422794  1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual

- e e e e e e G . - s e b b G S St e s e W o s Sm e ot e bt Ame e s b e e M e e e e e e s e e b > b o e e e

1 2-Pentanone,
2 2-Pentanone,
3 2-Pentanone,
4 2-Pentanone,

4-hydroxy-4-methyl-
4 -hydroxy-4-methyl -
4-hydroxy-4-methyl-...
4 -hydroxy-4-methyl-. ..

116 C6H1202
116 C6H1202
116 C6H1202
116 C6H1202

000123-42-2 83
000123-42-2 78
000123-42-2 78
000123-42-2 78

Abundance s«:a;tx3 235 (6.027 min): 03512.D (-) 43.10 100.00%
A M’/
5000 59 )i/ 45
101 560 580 600 620 640
53 &3 l
c T 1 l T 7 1 v I T v 17T l T Fr 17T r“! ll T v l T Klll'l i T Fr 7T 7 l LER BRER S I “I ¥ l LR SRS l’ l LI T I m/z 59 oo 49 92
miz—> 10 20 30 40 50 60 70 80 100 110
Abundance #1 6600482~Pentanone, 4-hydroxy-4-methyl-
m /\ ‘K] TT Yy 7
58 560 580 600 620 ew
m/z 58.00 29.63%
18 a1 !' 101 /
c J 1 J 1y s 8,3 1 l
T T I T F 1 1 I T 5 rr l T T 7 [ T 17T l T § 1T 1 l T 1 77 l LR LR § ] T ¥ v T i T 1 7T 1 l T 7 T ]
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #16609: 2-Pentanone, 4-hydroxy-4-methyl-
48
560 580 6&”éb 640
5000 50 m/z 101. 14.64
31 101
0 1 11l i1 ll §.3 i
T 7 ] T 1T 17T 7 ] T 17T ITI T 1 7 [ T 7 Tl T 1 T 71 I L BRI l T I T 7 l LR l T ¢ T 1 ] T 7T 17 7 }
miz—-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #16610: 2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton... T
4B 560 580 600 620 640
m/z 42.10 5.82%
5000 59
01
31 ' 83 1‘
clu[l lllllllrllrlll‘;:lllllx¥ll l]r'-;l"||x;xr‘r¥]lx T lxl/;\I—l—tx llllll?""l ™
niz—> 10 20 30 40 50 60 70 80 80 100 110 560 580 600 620 640
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Library Search Compound Report

. Data File : C:\MSDCHEM\1\5973N\02MAR08\03é12.D Vial: 2
Acg On 8 Mar 2002 4:25 pm Operator:
Sample 508 scan 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

ek ke K Kk Je K de Kk Kk de o K K de Kk de de o Jo kK de Kk K de e ded Jod d d ded d dedede ke dedede de de de dodede ded g d gk dek ok khkhkk kK kkk
Peak Number 10 2-Propanol, 1-(2-methoxypro... Concentration Rank 11

Quant Method

EstConc Relative to ISTD

e e e G s s G o e o A Gt e o e oy b G b et b b b sm e e b b G st e S R s v e e b e e e G A b e e s S e e o

41620

et e i . e e e . e e e e et e b b G e G e e e amt b e b S b b e e e emb A b b e b e M tm b R A e e M e e e e e e >

1- (2-methoxypropoxy) ...

1 2-Propanol,
2 PROPYLENE GLYCOL TRIMER 1

1,4-Dichlorobenzene-d4 9.

MW MolForm

148 C7H1603
174 CO9H1803

013429-07-7 78 .7

oooooo-oo-g/;z’
000623-37-0-9

3 3-Hexanol (CAS) $$ Hexan-3-ol $$... 102 C6H140
4 3-Hexanol (CAS) $$ Hexan-3-ol 102 C6H140 000623-37-0 9
Abundance s?bnm(g.sesmin):ossu.n(-) m/z 59.00 100.00%
85000
45
73 104 960 9.80 1000 1020
84
Lm c‘]llel11‘l’_|llglllllllllJ‘!llll!l!'l“ll’l!l[lITIll!lllllll,]lllllll m/z 45.10 12.30%
~> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43942: 2-Propa§o!, 1-(2-methoxypropoxy}- $$ 1-(2-Methoxyp...
2]
5000
860 9©80 1000 1020
45 m/z 41.10 11.28%
31 73
G [Inlllln'rl I!lxlrxl'l—l*r'!illlv|isu|[|lr|]xrrll?l??l[vrxlllvx?lau)rnn
mfz--> 20 30 40 50 60 70 80 S0 100 110 120 130
Abundance #78532: PROPYLENE GLYCOL TRIMER 1
¥
860 980 10.00 10.20
5000 41 m]z 43,00 9.93%
103
| R 17 430
c I' "IlirilllllIllll]lllllllllllll‘l[l_l’_rllllllllll‘llllllll’l"l
miz—> 20 30 40 50 60 70 80 80 100 110 120 130
Abundance #9600: 3-Hexanol (CAS) $$ Hexan-3-ol $$ C2HSCH(OH)C3H7 $$ ...
59 960 980 10.00 10.20
m/z 42.10 8.65
31
5000 73
44
c‘l‘ 'xi[ ﬁllllllll %l!;lll‘l'%lll'I'llllirl?%lfllil','lllll'llI 'l_rllA'llll}llll‘l'I("rl‘ll
m/jz—-> 20 30 40 50 60 70 80 g0 100 110 120 130 60 980 10.00 10.20
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. Data File :

Library Search Compound Report

Acg On - 8 Mar 2002 4:25 pm
Sample + 508 scan

Misc : March 8, 2002

MS Integration Params: LSCINT.P

Quant Method :
Title
Library :

508

scan method

C:\MSDCHEM\1\5973N\OZMAROS\OBéﬂZ.D

C:\DATABASE\WILEY7N.L

vial: 2

Operator:
Inst : I
Multiplr: 1.00

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

nstrumen

*********************************************************************

Peak Number 11

Pentane, 2,2,3,4-tetramethyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T
9.94 0.12 ug/L 62427 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW "MolForm CAS# Qual
1 Pentane, 2,2,3,4-tetramethyl- 128 CS9H20 001186-53-4 6 -
2 Pentane, 2,2,3,4-tetramethyl- $$... 128 C9H20 001186-53-443
3 Decane, 2,2,6-trimethyl- 184 C1l3H28 062237-97 9
4 1-HEPTEN-3-0OL-6,6-D2 116 C7H12D20 000000-~00-0 9
Abundance Scan 582 (9.944 min): 03512.0 () m/z 57.05 100.00%
57
5000
41
h fl T 85 9.60 9.80 10.00 10.20
Oll"l‘]"‘lIlil"Il[llll"l}‘lllll'llllIIY‘rll T TVV T !lll]lll"lTlll!Il‘ll m/z 56000 40.22%
miz-> 20 30 40 50 60 70 80 90 100110120130140150160170
Abundance , #25253: Pentane, 2,2,3 4-tetramethyl-
g
43
5000 T T VAR
060 980 1000 1020
l m/z 41.10 31.66%
27 1 g
el[llllfll‘ri}';;lllll[l} 'lll' IIII TVY II‘I llll LR l[ T TIT7T IISIIIIY Tl’!l'lllll
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25252:7Pentane, 2,2,3 4-tetramethyl- $$ 2,2,3,4-Tetrameth...
g
43 960 9.80 10.00 1020
V4 85
olllllllllllll{;ll[l‘lll{ll" ”llll‘ ll| Illllll lllll l TTTT llll[lllill“{ Ill']
miz—> 20 30 40 50 60 70 80 S0 100110120130140150160170
Abundance #93435: Decane, 2,2,6-rimethyl-
57 960 980 10.00 1020
m/z 71.10 13.74%
5000
48 71
AN O R A w | |l
IrlllllllllIlI!]Trl I“I'l llll LIRS III I[I'll LREE] llll!!lxl TIT V7 TIV T TTr T ¥ T T T vV 7T T T § T ¥
miz—> 2030405060708090100110120130140150160170 060 98010001020 Y
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