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Comments for Sample AE00844 - Analysis $GCMS

.Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 02-26-2002 Time: 11:38:21

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 21 of the 43 compounds in the LCS Standard were
above their acceptance ranges.
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00844.D Vial: 7

Acg On : 7 Feb 2002 7:24 pm Operator:

GSample : 508 scan Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Feb 20 15:39:53 2002 Quant Results File: HP020702.RES
Quant Method : C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

Title : 508 scan method

Last Update : Wed Feb 20 11:48:57 2002

Response via : Initial Calibration
DataAcg Meth : SCAN508

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.71 152 1413117 20.00 ug/L 0.00

10) Naphthalene-dsg 13.19 136 5800155 20.00 ug/L -0.01
17) Acenaphthene-dio 18.34 164 2979625 20.00 ug/L 0.00
29} Phenanthrene-dlo 22.63 188 4898337 20.00 ug/L -0.01
38) Chrysene-dl2 30.49 240 4108440 20.00 ug/L ~-0.03
44) Perylene-dl2 34.42 264 2765777 20.00 ug/L -0.03

System Monitoring Compounds

37) 2,4-DDD 27.73 235 425329 5.27 ug/L 0.00
Spiked Amount 5.000 Recovery = 105.40%

Target Compounds Qvalue
20) Dimethylphthalate 18.34 163 476679 2.64 ug/L # 57
21) 2,6-Dinitrotoluene 18.34 165 377250 9.04 ug/L # 27
(#) = qualifier out of range (m) = manual integration

00844 .D HP020702.M Wed Feb 20 15:39:54 2002 Page 1
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00844.D Vial: 7

Acg On : 7 Feb 2002 7:24 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Feb 20 15:39 2002 Quant Results File: HP020702.R

Method : C:\MSDCHEM\1\METHODS\METHODS\HP020702.M (RTE Integrator)

Title : 508 scan method

Last Update : Wed Feb 20 11:48:57 2002

Regponse via : Initial Calibration
Abundance TIC: 00844.D

6500000

6000000

d10,1

5500000

Chrysene-d12)

Naphthalene-€8:i

5000000

4500000

1.4-Dichlorobenzene-d4,|

4000000

Perylene-d12,}

3500000

~ 3000000

2500000

2000000

2,4-DDD,S

1500000
1000000

500000

Ol L A

. !lrl[l"VT—rllllllT"lll l'l‘llll‘r'ﬁ'“rllll’llfr‘ lljﬁ'lll‘(lll }IITI F‘I‘T'll—[ rT_Tlllrl"Tll
Jime--> 400 600 8.00 10.00 12.00 14.00 16.00 18.00 20.00 22.00 24.00 26,00 28.00 30.00 32.00 34.00 36.00 38.00
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Data File C:\MSDCHEM\ 1\5973N\02FEB07\00844.D Vial: 7

Acg On 7 Feb 2002 7:24 pm Operator:

Sample 508 scan Inst : Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Method C:\MSDCHEM\ 1\METHODS\METHODS\HP020702 .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:

Signal TIC
peak R.T. first
# min scan

1 3.499 9
2 3.613 19
3 3.922 43
4 5.920 221
5 6.011 227
6 6.091 235
7 9.562 539
8 9.710 551
9 9.859 565
10 13.192 855
11 13.375 873
12 18.341 1305
13 22.280 1653
14 22.634 1681
15 22.771 1697
16 27.726 2127
17 30.489 2369
18 31.105 2419
19 34.416 2713
20 34.941 2761

5

max
scan
11
21
48
223
231

238

542
555
568
860

876
1311
1656
1687
1699

2133
2375
2429
2719
2765

00844 .D HP020702.M
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last
scan
15
25
51
227
235

249
547
561
581
865

891
1315
1661
1693
1721

2139
2409
2433
2747
2769

Sum

TY
rBV
rBV
rVB
rBV
rvv

rVB
rBv2
rvv
rvv
rBV

rVB2
rBV
Vv
rBVvV2
rVB

rvv
rBV2
rBV4
rBV
rVB2

9397
9866
4137250
17821
5809778

10545
5754906
39694
5625543
97387

1131151
5021090
11187
3261949
11263

30095
152908
113007

27178
26690
7933893
68721
11051978

32083
11801624
83612
12785490
387375

2077589
12138430
36595
9299688
28367

of corrected areas:

Thu Feb 21 09:58:15 2002

3.
16.
94.

0.

72.
0.

68181589
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File : C:\MSDCHEM\1\5973N\02FEB07\00844.D

Operator :

Acquired : 7 Feb 2002 7:24 pm using AcgMethod SCANS508
Instrument : Instrumen

Sample Name: 508 scan

Misc Info : February 7, 2002

Vial Number: 7

Quant File :HP020702.RES (RTE Integrator)

IAbundance TIC: 00844.D
1319
5000000
9.71
4000000
3000000
2000000
1000000
oFE02.92 5820 9.58.86 13,37
T o T s E e e L B e e B LA e
Time--> 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00
IAbundance TIiC: 00844.D
18,34 22,63
5000000
4000000
3000000
2000000
27
1000000
0 22280277
T L L R A o E e B e A A e e e e
Time—-> 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24, 25.00 26.00 27.00
Abundance TIC: 00844.D
5000000 30.49
4000000
34.42 .
3000000 . J*/
AW
\.(U
2000000 Tr
1000000
L31.11 13494
O | Al T T T ' T T T T I T L] T T | T T T ¥ I T T T T ! T T T T ! T T ‘ T l' T T T | T T T T ] T T T A l L T T L ‘ Al T 1 L]
Time—~> 28.00 29.00 30. 31.00 32.00 33.00 34.00 \35«&) 36.00 37.00 38.00 39.00
00844.D HP0O20702.M Thu Feb 21 09:58:16 2002 Page 2
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Data File C:\MSDCHEM\1\5973N\02FEB07\00844.D Vial: 7

Acg On 7 Feb 2002 7:24 pm Operator:

Sample 508 scan Inst Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\l...\HP020702.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

khkhkhkhkhkhkhkhkhkhhkhhhkhkhkhhhkhhhhhkhkhhhhrohdhhhhhhhkhhhkhhhhkhhkhkhhkhhhhkhkhhhkhhkhkd

Quant Method

Peak Number 1 Acetonitrile, dichloro- $$ Concentration Rank 7
R.T EstConc Area Relative to ISTD R.T

" 3.50  0.13 ug/L 50567°  1,4-Dichlorobenzene-d4 .71

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

1 Acetonitrile,

dichloro- $$ Dichl...

109 C2HCI12N

109 C2HCI12N
109 C2HCI12N
109 C2HCI12N

2 Acetonitrile, dichloro-
3 Dichloroacetonitrile $$ Acetonit...
4 Dichloroacetonitrile $$ Acetonit...

003018-12-0 74
003018-12-0 56
003018-12-0 43
003018-12-0 37

IAbundance Scan 11 (3.499 min): 00844.D (-)
74
82
5000
47
38
0 { h i 1! N
e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #11641: Acetonitrile, dichloro- $$ Dichloroacetonitrile $$...
74
47
35 ‘ l
0 I I 1 . 109
-ttt
m/z--> 10 20 30 40 50 60 70 80 20 100 110
Abundance #11644: Acetonitrile, dichloro-
74
35
5000 82
‘ 47
0 .“I i.l 1 l ,
- e e
m/z—-> 10 20 30 40 50 60 70 80 S0 100 110
IAbundance #11642: Dichloroacetonitrile $$ Acetonitrile, dichloro- $$...
74
82
5000
47
35
112 , | ” Jx‘ | 108
O o I T o B
m/z—> 10 20 30 40 50 60 70 80 90 100 110

m/z 74.00 100.00%

2

3.50 360 3.70 3.80 3.90

m/z 81.90 56.23%

8

350 360 3.70 3.80 390

m/z 84.00 39.76%

[

350 3.60 3.70 3.80 3.90

m/z 76.00 34.52%

T T T T
350 360 3.70 3.80 3.90

m/z 47.00 22.63%

[

350 360 3.70 3.80 390

00844.D HPO020702.M Thu Feb 21 09:58:16 2002
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Data File : C:\MSDCHEM\ 1\5973N\02FEB07\00844.D Vial: 7

Acq On : 7 Feb 2002 7:24 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
R R SRR R E R R R R R R AT R EE SRR EEE LR SRS RS SRR SRR EES RS S SR SRR RS SRR RS RS RS R RE KRR RS
Peak Number 2 Butanoic acid, methyl ester Concentration Rank 5

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

3.61 0.14 ug/L 55699 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78

[Abundance Scan 21 (3.613 min): 00844.D (-) . m/z 43.10 100.00%
43 74
5000
59 a7
3.50 3.60 3.70 3.80 3.90 4.00
Obreprrrperrererrepeeebyteber b e | [W/Z 72.10 . 96.56%
m/z--> 20 25 30 40 45 50 55 60 65 70 75 808590 510010510
IAbundance #9217 Butanoic acid, methyl ester
43 74
5000
27 59 3.50 3.60 3.70 3.80 3.90 4.00
87 m/z 71.10 76.38%
o 33 L I 102
m/fz--> 20 25 30 35 4IO 4|5 Sb 5l5 60 6'5 7IO 75 810 8I5 Qb 95 100 105110
Abundance #9227 Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74
3.50 3.60 3.70 3.80 3.90 4.00
5000 m/z 41.10 34.125%
59
87
" 69 | 102
RN AR RAAA LAY RAARS ARAAN RN LARLA AR LARLE SSAAN LA RARSN AL RARSA LAAAS LAARS LRI
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 110
Abundance #9228: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 ™ 3.50 3.60 3.70 3.80 3.90 4.00
m/z 59.10 28.99%
5000
59 87
102
S A A RAAAN LN LARAN LA ALAMS LAMLS RARAA LAY KA SARAN ALY RAASARARANARAR) LAAAS LRSS L
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110 3.50 3.60 3.70 3.80 3.90 4.00
J0844.D HP020702.M Thu Feb 21 09:58:16 2002 Page 4
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Data Fi
Acq On
Sample
Misc

MS Inte

Quant Method

Title

Library

nt

le C:\MSDCHEM\1\5973N\02FEB07\00844.D
7 Feb 2002 7:24 pm
508 scan
February 7, 2002
gration Params: LSCINT.P

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

.\HP020702.M (RTE Integrator)

Vial: 7
Operator:
Inst Instrumen
Multiplr: 1.00

hkhkhkkhkhkhkkhkhkhkhkhhkhkhkhhkkhkhkhhkhkhkhhkhbhkhkhbhkhkhohkhhhhkhkkhkhkhkhkhkhkhhkhkhkhkhbhkhhhhkhhkdhkhbrtrhhhhi

Peak Number 3 Propane, 1,1l-dimethoxy-2-me... Concentration Rank 8

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

3.92 0.08 ug/L 30095 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative 1ID MW MolForm CAS#H Qual
1 Propane, 1,1l-dimethoxy-2-methyl- 118 C6H1402 041632-89-7 83
2 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H1402 000000-00-0 83
3 ISOBUTYRALDEHYDE, DIMETHYLACETAL.. 118 C6H1402 000000-00-0 74
4 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H1402 000000-00-0 9

[Abundance Scan 48 (3.922 min): 00844.D (-) m/z 75.10 100.00%
S5 'A’ﬁ""l""l""l"'l
a1 47 l 7 360 3.80 400 420
S SN I N SNNSRRY NN SN SN m/z 87.10 39.62%
Iniz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
lAbundance #17846: Propane, 1,1-dimethoxy-2-methyl-
75
5000 SSABUSSREE SUEDE SERAR]
87 360 380 400 420
55 m/z 55.10 24 .91%
31 43|J 59 71
OI'V l 17 e !lll Illl'll"l"IIIV_l_lTT
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17848:; ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi... A
75 A
"‘T""I""IA""I"' T
360 380 400 420
5000 m/z 47.10 15.25%
87
55
15 27 31 ' -
0"'1’]11lll lllllllll lll !l!llllll]l‘l ‘! TT 5'9 I llllllirllll'lllllll
miz-—> 5101520253035404550556065707580859095 /\ _
Abundance #17849: ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi... S P RIRCH  EEE L
3 360 380 400 420
m/z 45.10 11.48%
5000 87
47 i
Ofrrrprrrr e %n””””ﬂUJ .......... ?? ...... z1r=ﬁ, ;
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 360 380 400 420
)J0844.D HP020702.M Thu Feb 21 09:58:16 2002 Page 5
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Data File
Acg On
Sample
Misc

MS Integration Params:

Quant Method

Title
Library

: C:\MSDCHEM\1\5973N\02FEB07\00844.D

7 Feb 2002
508 scan
February 7,

7:24 pm

2002
LSCINT.P

C:\MSDCHEM\l...\HP020702.M
508 scan method
C:\DATABASE\WILEY7N.L

Vial: 7

(RTE Integrator)

Operator:
Inst :
Multiplr: 1.

I

nstrumen
00

khkhkkhkhkhkhkhkhkhkhkhkkkkhkhhkhkhkhkhkhkhhkhkhhhhhhhkhkhkhhhhhkhhhkhkhhhhkhhhhhhhhhkhhhkhkdhkhhkhdkik

Peak Number 4

3- (CYCLOHEX-3' -EN-YL) PROPAN. .

Concentration Rank 2

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

5.92 0.39 ug/L 152908 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 3-(CYCLOHEX-3'-EN-YL)PROPANOL $S$... 174 C8H1404 015745-87-6 36
2 Acetic acid, 3-{1,3}dioxolan-2-y... 174 C8H1404 000000-00-0 36
3 Silane, tetramethyl- $$ Tetramet... 88 C4H12Si 000075-76-3 28
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 28

[Abundance Scan7223(5.920min): 00844.D () m/z 73.10 100.00%
3
5000
43 rrYTTTTT T T T T T P T T T
560 580 600 620
55 87
) S | e PMNYY N SN m/z 43.10  25.74%
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX-73' EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
B
5000 IR SURRE SRRSE SRR EARE
560 580 GG) 6.20
43 m/z 45.10 10.05%
27 | 55 ne 87 113 174
S R RS AR RAARS RARES NARAS AL RRASS RAAAN RSN AL SRS AAAN RARRN SARRS SARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
783
MBS VRSP DRSSV ARAR]
560 580 600 620
5000 m/z 41.10 9.96%
43
%7 55 .87 113 174
O s RN RAALH RARN RARSN RANSA RARAS RARAN AALAN LARSS AAMAE LA LAY RARSS RAMAN SR RARA )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #4812: Silane, tetramethyl- $$ Tetramethylsilane $$ (CH3)4... e
B 560 580 600 620
m/z 71.10 6.36%
5000
45
O NARANARALY MMM KAARS RARLS NARAS RAAAS ARRAN ARASS SARAS LARSS SARAN SARAN RARSERARAS LARAS RAASY A SARRE LRI NEESUSUARAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 6.00 620
00844 .D HP020702.M Thu Feb 21 09:58:16 2002 Page 6
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00844.D Vial: 7

Acg On : 7 Feb 2002 7:24 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP020702.M (RTE Integrator)
Title : 508 scan method
Library : C: \DATABASE\WILEY7N.L

khkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhhkhkdrhkhhhkhkhkhkhhkhkhhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhdkhrkhhkrdkhhhhhkkkidkkk
Peak Number 5 2-Propanone, 1,1,1-trichlor... Concentration Rank 3

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

6.01 0.28 ug/L 113007 1,4-Dichlorobenzene-4d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Propanone, 1,1,l-trichloro- $$... 160 C3H3C130 000918-00-3 64
2 2-Propanone, 1,1,1l-trichloro- (C... 160 C3H3Cl30 000918-00-3 43
3 2-Propanone, 1,1,1-trichloro- (C... 160 C3H3Cl30 000918-00-3 40
4 2-Propanone, 1,1,1-trichloro- (C... 160 C3H3Cl30 000918-00-3 40

Abundance Scan 231 (6.011 min): 00844.D (-) m/z 43.10 100.00%
43
5000
o7 125 560 580 600 620 640
Ol 2 8 M | [m/z 125.00  10.15%
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
IAbundance #59081: 2-Propanone, 1,1,1-trichloro- $$ .alpha.,.alpha.,....
43
5000 IDEARYSREPUSARPY SEABE DU
560 580 600 620 6.40
5 m/z  96.90 9.27%
o1 35 49 85 97 117 125
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
IAbundance #59079: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
43
RVSAREVLEDESEEDY VRN
560 580 600 620 6.40
5000 m/z 83.00 5.99%
B | o s 5 m
GI’IIII‘ T TrerT LELELE Trrr Trrvryprrrer LER BB T r1 7 L rllll|l||l TTT
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #59078: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac... e e
4 560 580 600 620 640
m/z 98.90 5.89%
5000
35 g9 81 82 97 117 125
e SIS IR SUR I IS IS IS SIS IR IS I S IR W IR SRR SARDY VRS DN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 560 580 600 620 640
00844 .D HP020702.M Thu Feb 21 09:58:16 2002 Page 7
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Data File C:\MSDCHEM\ 1\5973N\02FEB07\00844.D Vial: 7

Acq On 7 Feb 2002 7:24 pm Operator:

Sample 508 scan Inst Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\l ...\HP020702.M (RTE Integrator)
Title 508 scan method
Library C: \DATABASE\WILEY?N. L

dhkhkhkhkhhhkhkhhkhhkhkhkhkhkhkhhkhkhkhkhhhhkhhhhkhkhhhhkhkhhkhkhkhkhhkhhkhhkhkhkdkhkdkdhkhkhdhrhkhkdrhkddxhkdx

Peak Number 6 CH3C(O)NHC(O)CH3 $$ Diaceta... Concentration Rank 9

Quant Method

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

6.09 0.07 ug/L 27178 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 CH3C(O)NHC(O)CH3 $$ Diacetamide ... 101 C4H7NO2 000625-77-4 9
2 Oxirane, [(1-methylethoxy)methyl]l- 116 C6H1202 004016-14-2 9
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9
4 Oxirane, [(l-methylethoxy)methyl]- 116 C6H1202 004016-14-~-2 9

Abundance Scan 238 (6.091 min): 00844.D (-) m/z 43,10 100.00%
43
59
5000
86 101 NI AL R N AL
| 40 l | 580 600 620 640
c“(l"'l""ll'|'|"1""\ll'lllllllll'rlll||llIT II m/z 59-10 53.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8751: CH3C(O)NHC(O)CH3 $% Diacetamide $$ Bisacetylamine $...
43
5000 59 AL LA LA A S
73 580 6.00 620 640
m/z 86.00 22.65%
101
0 29 Al |
HRIURCEL BRI LA LA UL SLALS SLALALSL SLELELAMS SUNLELELS SARLALELSN SLELELEL UL |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #16649: Oxirane, {(1-methylethoxy)methyi]-
43
59 H
580 6.00 620 640
5000 o7 m/z 58.10 21.35%
101
73
! I‘ i [
S L A S L L NN UL SN S LSS UL WL
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #16600: 2-Pentanone, 4-hydroxy-4-methyl- A B
46 580 600 620 640
m/z 101.10 17.08%
5000 59
15 101
31
0 l 1 l 1 || 83 JJ
L TR L R A R L L ML L DAL S ! f TV T
m/z—> 10 20 30 40 50 60 70 80 90 100 110 580 6.00 620 640

00844.D HP020702.M
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00844.D Vial: 7

Acg On : 7 Feb 2002 7:24 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1l...\HP020702.M (RTE Integrator)
Title : 508 gcan method
Library : C:\DATABASE\WILEY7N.L

hkhkhkkhkkhkhkhhhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkkhhhhkhkhkhkhkhkrhhhhkhhkkhkhkhkkhhkhkhhhhkhkhhkhhhhhkhkkkhkkdixk
Peak Number 7 2-Propanol, 1,1’-oxybis- (C... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.56 0.07 ug/L 26690 1,4-Dichlorobenzene-d4 9.71

Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 2-Propanol, 1,1’-oxybis- (CAS) S... 134 C6H1403 000110-98-5 39
2 2-Propanol, 1,1’-oxybis- (CAS) $... 134 C6H1403 000110-98-5 39
3 2-Butanol, 3,3'-oxybis- 162 C8H1803 054305-61-2 9

4 2,3-Epoxy-3-methyl-6-methoxyheptane 158 C9H1802 088083-53-8 9
Abundance Scan 542 (9.562 min): 00844.D (-) m/z 59.10 100.00%

5

5000 45
73 103
86 S B e
| | 920 940 960 9.80
ottt e m/z 45.10 43.21%
m/z—-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #29204: 2-Propanol, 1,1'-oxybis- (CAS) $3$ Dipropylene glyc...
58
5000 31 45 llllll'llllll'lFA" Al
103 920 940 960 9.80

m/z 41.10 29.16%

0 I lli b
B LA I B e e e e L e B et
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #29205: 2-Propgno|, 1,1-oxybis- (CAS) $$ Dipropylene giyc...
S .
T AR E R e I
31 920 940 960 9.80
103
o1l I |
i LA L o o o L A o
mfz—> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #61826: 2-Butanol, 3,3"-oxybis- . l - ] ™ rr
50 960 980

.10 27.45%

I 4r 103
134 QLH?QG
O‘,..,'.,T..r,;l,..p,.'.;....,..,.,....,....,....,....,....,..m,,

m/z-—-> 20 30 40 50 €60 70 80 90 100 110 120 130 140 960 9.80
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Data File

Acg On
Sample
Misc

MS Integration Params:

Quant Method

Title
Library

C:\MSDCHEM\1\5973N\02FEB07\00844.D
7 Feb 2002 7:24 pm

508 scan

February 7, 2002

LSCINT.P

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

Vial: 7

Operator:
Inst
Multiplr:

Instrumen
1.00

.\HP020702.M (RTE Integrator)

khkkkhhkhkkhkkhkhkhkhkhkhkhkkhkhkhkhkkhkhkhkhkkhkkhkhhkkhkkhkkhkkhkhkhkkkhkkkhkkkhkhkhkkhkkhkhkhkhkhhkhkkkkikk
Peak Number 8 2-Propanol, 1-(2-methoxypro.. Concentration Rank 4

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

9.86 0.17 ug/L 68721 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 2-Propanol, 1-(2-methoxypropoxy). 148 C7H1603 013429-07-7 78
2 PROPYLENE GLYCOL TRIMER 1 174 C9H1803 000000-00-0 9

3 .beta.-Fluoroallyl ethyl ether 104 CS5HSFO 000000-00-0 7
4 Butanoic acid, 2-hydroxy- $$ But... 104 C4H803 000565-70-8 5

[Abundance Scan 568 (9.859 min): 00844.0 (-) m/z 59.10 100.00%
)
45 73 86 104 960 980 1000 1020
) S 1 S Y N i — m/z 45.10 -11.419
miz--> 20 30 40 50 60 70 80 90 100 110 120 130
IAbundance #43942: 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
so /‘\\
5000 .-.r...A.Ar..A....
960 9.80 10.00 10.20
m/z 43.10 10.46%
31 45 73
0 | i i, A ﬁ” 130
e e e e e
miz--> 20 30 40 S0 60 70 80 90 100 110 120 130
Abundance #78532; PROPYLENE GLYCOL TRIMER 1
59
960 980 10.00 10.20
5000 41 m/z 73.10 9.45%
103
| L 7 e ’ 17 130
ottt et e e
miz--> 20 30 40 S0 60 70 80 90 100 110 120 130
Abundance #10165: .beta.-Fluoroailyl ethyl) ether
59 960 9.80 10.00 .10.20
m/z 104.10 6.52%
5000
o7 45 76
33
L b e s
ot e e e e e e e
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00844.D Vial: 7

Acg On 7 Feb 2002 7:24 pm Operator:

Sample 508 scan Inst : Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\HP020702.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

hkkhkkhkkhkkkkhhkhhkhkhhhhhkhkhhhkhkhkhkkhkhhhhhhhkhhhhkhhkhkhhhhhkhkhkhhkhkhkhkhhhhkhhhhhkhkk*k

Quant Method

Peak Number 9 Methane, bromo- Concentration Rank 13
R.T EstConc Area Relative to ISTD R.T.
13.37 0.06 ug/L 32083 Naphthalene-d8 13.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methane, bromo- 94 CH3Br 000074-83-9 4
2 2-Methyl-3-methoxy-4H-pyran-4-one 140 C7H803 000000-00-0 4
3 Cyclohexanepropanol, 2-acetoxy- 200 Cl11H2003 000000-00-0 4
4 n-C5H11C(CH3)=C(CH3)2 $$ 2,3-Dim... 140 Cl0H20 019781-18-1 3
[Abundance Scan 876 (13.375 min): 00844.D (-) m/z 140.10 100.00%
140
5000
68 o, % 13,00 1320 13.40 1360 13.80
Ol SR F U SIS HMU O — m/z 94.10 13.83%
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
lAbundance #5692: Methane, bromo-
15 94
5000
13.00 13.20 1340 13.60 13.80
79 m/z 68.10 11.06%
) SN || EN— ,””Ufa””p”ﬂnﬂ” ull e — -
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance #35380: 2-Methyl-3-methoxy-4H-pyran-4-one
69 140
122 13.00 1320 1340 1360 13.80
5000 m/z 96.10 9.08%
110 ’
G"‘l |llllll’ll| "l]ll’lgllllllllllll TTITLTIYII'!lIVIII||I'1 TTTT |r|r|11rv[|rv
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #115091: Cyclohexanepropanol, 2-acetoxy- ey —
43 13.00 1320 1340 1360 13.80
m/z 70.10 8.65%
5000
on,mm-,m.--.----(----.---’-'l-».i"- ll 10 158 I |
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 1300 13.20 1340 1360 13.80
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Data File C:\MSDCHEM\1\5973N\02FEB07\00844.D Vial: 7

Acqg On 7 Feb 2002 7:24 pm Operator:

Sample 508 scan Inst : Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

khkkhkhkhkhkhhkkhkhkhkkhkhkhkhkhkhkhkhkhkhkhkhkhhkhkhdhhkkhkhkhkhhkhkhhkkhkhkhhkhkhkhkhik
Peak Number 10 N-perdeuteriobenzylideneani..

Quant Method

.\HP020702.M (RTE Integrator)

deok deok ok ok kok ok ok kdkdkkkk

Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
22.28 0.13 ug/L 83612 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 58
2 N-(2-methylprop-2-enyl)-2-nitrob. 192 C10H12N202 000000-00-0 49
3 1,3-Benzodioxole, 4-methoxy-6-(2... 192 C11H1203 000607-91-0 45
4 Phenanthrene, 9-methyl- $$ 9-Met. 192 C15H12 000883-20-5 45

[Abundance Scan 1656 (22.280 min): 00844.D (-) m/z 192.10 100.00%
192
5000
@ % M e | 2200 2220 2240 2250
Y I - S P! I . I ,....-L , m/z 191.10 17.83%
miz-> 20 30 40 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #88409: N-perdeuteriobenzylideneaniline
192
5000 82 VUVGVUVUMLURUUREE
22.00 2220 2240 22.60
54 110 m/z 146.10 15.58%
oL % L L 160 J
miz--> 20 3|0 4|0 5|O 6|0 70 I8|0 90 1I00 116 150130 140 150 160 1';'0 1é0 1$I)O 2(I)O
Abundance #102494: N-(2-methylprop-2-enyl)-2-nitrobenzenamine ,
192
77 151 — R B
% 130 22,00 2220 2240 22.60
5000 104 m/z 193. 14.76%
119
L i
0 AR ARARA R AR LA A AR DN BARAY BARAY RALRE RARAE B}
m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102624: 1,3-Benzodioxole, 4-methoxy-6-(2-propenyl)- (CAS)... R B B R . T
192 2200 2220 22.40 2260
m/z 96.10 12.69%
5000
165
ot 103 119 131 147 , ,
01'1!]"”[""' lrv[wvrr]v ll]" IIIIVIIIVI llllll I L 'Illl lll" llll,' T l"l[lll||ll T l'llll'llll'l
m/iz--> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190 200 2200 2220 22.40 2260
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00844.D Vial: 7

Acg On : 7 Feb 2002 7:24 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
I R R R R R R R R R E R R E R R E R E R E R R R R R R R R R E R E R R R R R R R R E R EE R RS SRR R R RS RS E R R LR R
Peak Number 11 Anthracene-D10 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.77 0.61 ug/L 387375 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Anthracene-D10 188 C14Dl10 000000-00-0 91
2 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 86
3 Anthracene-dl0- 188 C14D10 001719-06-8 80
4 Phenanthrene-dio 188 C14D10 001517-22-2 80
IAbundance Scan 1699 (22.771 min): 00844.D (-) 48 m/z 188.20 100.00%
1
5000
49 64 BIO g|4 132 146 1?8 ] 2240 2260 22.80 2300 23.20
} | 4 — Hytr 1 m/z 184.10 17.48%

G'lll'llllll

1 l
l'l"l'r1r T T lllll lll|llll| '| I||l| T I|ll| ITT'II
m/z—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #84498: Anthracene-D10 8
188

5000 L B i e o
2240 2260 22.80 23.00 23.20
80 g, m/z 189.15 15.73%
150 N
Ol rrrprrr e e e e
m/z--> 40 50 €60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 48
1
2240 2260 2280 2300 2320
5000 m/z 187.15 15.38%
80
m/z--> 40 50 60 70 80 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10- T T T T T T
148 22140 2260 2280 23.00 2320

m/z 80.10 14.81%

/L
80 Q4 160
& 1T ] Al 180] |

o o = T B o N E E I o e o A o 1121l S ;
m/z—> 45 sb 60 7b ab 50 160 140 150 150 130 1%0 1éo 1}0 {55 150 ' 2240 2260 2280 2300 2320
00844.D HP020702.M Thu Feb 21 09:58:17 2002 Page 13
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Data File C:\MSDCHEM\1\5973N\02FEB07\00844.D Vial: 7

Acg On 7 Feb 2002 7:24 pm Operator:

Sample 508 scan Inst : Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

Title 508 scan method

Library C:\DATABASE\WILEY7N.L

khkhkhkhkhkhkhkhkhkhhkhkhkhkhhhhkhkhkhhhhhhkhhhhkhkhkhkhkhkhhhkhkkhkhkhhhhhkhkkhhhkhkkhkkhkhhkhhdkhkkkihdkkkkk

Peak Number 12 1,2-Benzenedicarboxylic aci..

Concentration Rank 12

R.T EstConc Area Relative to ISTD
31.11 0.06 ug/L 36595 Chrysene-dl2
Hit# of 5 Tentative ID MW MolForm

390 C24H3804
390 C24H3804
168 C10H1602
390 C24H3804

1 1,2-Benzenedicarboxylic acid, di...
2 1,2-Benzenedicarboxylic acid, di...
3 (18*,2R*,5R*,7S*)-2,4-Dimethyl-7...
4 1,2-Benzenedicarboxylic acid, bi...

000117-84-0 43
027554-26-3 43
091926-28-2 42
000117-81-7 33

Abundance Scan 2429 (31.105 min): 00844.D (-) m/z 149.10 100.00%
149
5060 167
> 8a 113 207 226
||("l ’ 30.80 31.00 31.20 31.40
VY P N N [ S S m/z 167.00 42.06%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340360380
Abundance #326898: 1,2-Benzenedicarboxylic acid, dioctyl ester (CAS)...
149
5000 LS L o e o o o e
57 167 3080 31.00 31.20 31.40
m/z 57.10 28.34%
0 ” l I 3380
llllll Tl‘llltllll lllll|||||' Illllllllllllllllllll 'Illll'llll] TYT llllllllll!’TTI
mfz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #326922: 1,2-Benzenedicarboxylic acid, diisooctyl ester (C... /\
149
llllllll'l lllllllllllf
30.80_31.00 31.20 31.40
5000 57 m/z 113.10 24 .85%
167
390
Ol frerlt et e e e e e e e e e e T
miz--> 40 60 80 100 120 140 160 180 200220240 260 280 300 320 340 360 380
Abundance #70509: (15*,2R*,5R*,75*)-2,4-Dimethyl-7-ethyl-6,8-dioxabi... R e s o MR
149 30.80 31.00 31.20 31.40
m/z 43.10 23.52%
5000 167
A 113
oupuqnuﬂuw”i“”q.”‘”.””.”””““ ....... e —
m/z-—-> 40 60 80 100 120 140 160 180200220240260280300320 340360380 30.80 31.00 31.20 31.40
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Data File C:\MSDCHEM\1\5973N\02FEB07\00844.D
Acg On 7 Feb 2002 7:24 pm

Sample 508 scan

Misc : February 7, 2002

MS Integration Params: LSCINT.P

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

Quant Method
Title
Library :

Vial: 7

.\HP020702.M (RTE Integrator)

Operator:
Inst
Multiplr:

: Instrumen
1.00

hkhkhkhkhkhkhkhkhkhkkhhhkhhhkhkhhkhkhkhhkhkhhhhhkhkhhkhhhkhhhhkhhkhhkhkhkhhhhhhhhkhhhdhdhdhhdhthkhkhik

Peak Number 13 Tetrapentacontane

Concentration Rank 11

R.T EstConc Area Relative to ISTD
34.94 0.06 ug/L 28367 Perylene-di2
Hit# of 5 Tentative ID MW MolForm

o o e it e e m = e e e v T . - mm o= mm mm m e e e o = em e e a e e m mm mm mm e e e e e o . e e e e wm e e e e

759 C54H110
241 C13H23NO3
158 C10H220
128 C8H160

1 Tetrapentacontane

2 2-t-Butyl-3-ethoxycarbonyl-5,5-d...
3 1-Heptanol, 2-propyl- $$ 2-Propy...
4 4-Octanone

005856-66-6 47
062020-96-6 43
010042-59-8 38
000589-63-9 37

IAbundance Scan 2765 (34.941 min): 00844.D (-) m/z 57.10 100.00%
57
5000
265
B B e B e e B
n 34&)34&)35&)3&%
S R L RSy pa oo S m/z 71.10 96.42%
m/z—> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance . #389371: Tetrapentacontane
5
5000 UMV VLB
34.60 34.80 35.00 35.20
99 m/z 43.10 90.25%
0 “l r]j 379 421 575 617 659 701 758
lllll ]Illllllll |llll|ll Illlllllllllllr’rlT,l1lll llll T llrl"l
m/z—-> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #175049: 2-t-Butyl-3-ethoxycarbonyl-5,5-dimethyl-1-pyrroli...
57 A
A e B IR !
34.60 34.80 35.00 35.20
5000 m/z 85.10 71.89%
9
136
] 241
(I e e T ”.“”JV”.,. A AR R e S RARRA R R A A
m/z—> 50 100 150 200 250 300 350 00 450 500 550 600 650 700 750
IAbundance #58290: 1-Heptanol, 2-propyl- $$ 2-Propylheptanol T e
48 Mmswowmmm
m/z 96.00 35.92%
5000 25
. 'I | 128
LARLES 3 § T’I‘Vrl'lil l'lllll'T l’llrr'll T 'Illl' ¥ T |llll|ll!l TT T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 7 3460 34.80 35.00 35.20

00844.D HP020702.M Thu Feb 21 09:58:18 2002
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Operator ID: Date Acquired: 7 Feb 2002 7:24 pm

Data File: C:\MSDCHEM\1\5973N\02FEB07\00844.D

Name: 508 scan

Misc: February 7, 2002

Method: C:\MSDCHEM\1\METHODS\METHODS\HP020702.M (RTE Integrator)
Title: 508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

RT EstConc Units Response |# RT Resp - Conc
3.50 0.1 ug/L 50567 1 9.71 7533890 20.0
3.61 0.1 ug/L 55699 1 9.71 7933890 20.0
3.92 0.1 ug/L 30095 1 9.71 7933890 20.0
5.92 0.4 ug/L 152%08 1 9.71 7933890 20.0
6.01 0.3 ug/L 113007 1 9.71 7933890 20.0
6.09 0.1 ug/L 27178 1 9.71 7933890 20.0
9.56 0.1 ug/L 26690 1 9.71 7933890 20.0
9.86 0.2 ug/L 68721 1 9.71 7933890 20.0

13.37 0.1 ug/L 32083 2 13.19 11052000 20.0
22.28 0.1 ug/L 83612 4 22.63 12785500 20.0
22.77 0.6 ug/L 387375 4 22.63 12785500 20.0
31.11 0.1 ug/L 36595 5 30.49 12138400 20.0
34.94 0.1 ug/L 28367 6 34.42 9299690 20.0
00844.D HP020702.M Thu Feb 21 09:58:18 2002 Page 16
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