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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 03/15/2002 Time: 17:51:27

Sample: AE03249
Analysis: $GCMS GCMS Scan For Unknowns

Units: ug
Started: 3/15/02 17:51 Ended: 3/15/02 17:51

Analyst: DLV
Page: 1
{Other unknown compounds .
+Surr_2,4-DDD 124 5.0
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Comments for Sample AE03249 - Analysis $GCMS

‘Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 03-15-2002 Time: 17:52:15

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 5 of the 43 compounds in the LCS Standard were
outside their acceptance ranges.
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Data File : C:\MSDCHEM\1\5973N\02MAR01\03249.D Vial: 4

Acg On : 1 Mar 2002 6:28 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : March 1, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Mar 04 10:50:54 2002 Quant Results File: HP022102.RES
Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method

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

Response via : Initial Calibration

DataAcqg Meth : HP020702

Internal Standards R.T. QIon Regponse Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.71 152 1722810 20.00 ug/L 0.00
10) Naphthalene-ds 13.20 136 7535915 20.00 ug/L 0.00
17) Acenaphthene-dlo0 18.33 164 3793298 20.00 ug/L 0.00
29) Phenanthrene-dl0 22.63 188 6204823 20.00 ug/L -0.01
38) Chrysene-dl2 30.49 240 5100831 20.00 ug/L -0.03
44) Perylene-dl2 34.41 264 3627776 20.00 ug/L -0.04
System Monitoring Compounds
37) 2,4-DDD 27.72 235 513535 6.21 ug/L 0.00
Spiked Amount 5.000 Recovery = 124.20%
Target Compounds Qvalue
20) Dimethylphthalate 18.34 163 614674 2.67 ug/L # 58
21) 2,6-Dinitrotoluene 18.33 165 481667 9.06 ug/L # 27
(#) = qualifier out of range (m) = manual integration
03245.D HP022102.M Mon Mar 04 10:50:55 2002 Page 1
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Data File : C:\MSDCHEM\1\5973N\02MAR01\03249.D Vial: 4

Acg On : 1 Mar 2002 6:28 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : March 1, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Mar 4 10:50 2002 Quant Results File: HP022102.R

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

Title : 508 scan method

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

Response via : Initial Calibration
Abundance TIC: 03249.D
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03249.D HP022102.M Mon Mar 04 10:50:55 2002 Page 2
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Data File

C:\MSDCHEM\1\5973N\02MAR01\03249.D Vial: 4
Acg On 1 Mar 2002 6:28 pm Operator:
Sample 508 scan Inst Instrumen
Misc March 1, 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
# min scan scan
1 3.622 19 22
2 4.006 53 56
3 4.085 61 63
4 4.254 73 78
5 4.649 107 113
6 4.864 129 132
7 5.891 219 223
8 9.707 557 561
9 12.540 807 812
10 13.195 865 870
11 18.332 1319 1325
12 22.283 1671 1675
13 22.633 1701 1706
14 22.768 1715 1718
15 24.845 1897 1902
16 27.724 2151 2157
17 28.503 2223 2226
18 30.490 2395 2402
19 31.099 2453 2456
20 34.407 2743 2749

13249.D HP022102.M

last
scan
25
61
69
85
125

141
241
567
817
875

1331
1681
1711
1729
1907

2161
2233
2407
2471
2789

Sum

PK

TY
rBV
rBV
rvv2
rvv3
rVB4

rBV2
rBV
rBV
rVB
rBV

rBV
rvv
rBV2
rVB
rBV

rBV
rBV2
rBV2
rvB5
rBvV

25721
992784
5091544
370675
6968694

7326520

59907

7061351
94481
14661

1269980
22940
6099390
15126
4424158

of corrected

104920
55797

86674
1968053
9622642

650645
14302072

15481953
119063
16229751
277685
35736

2470620
66111
14645662
60268
12371637

areas:

Mon Mar 04 12:33:33 2002

95.
0.73%
100.
1.71%
0.22%

0.41%
90.
0.37%
76.

88674099

Page 1
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LSC Report - Integrated Chromatogram

File

Operator
Acquired
Instrument

Sample Name:

Misc Info

Vial Number:

Quant

File

4

1 Mar 2002

Instrumen

508 scan
March 1,

2002

C:\MSDCHEM\1\5973N\02MAR01\03249.D

6:28 pm using AcgMethod HP020702

:HP022102.RES (RTE Integrator)

Abundance
7000000

6000000
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Data File C:\MSDCHEM\1\5973N\02MAR01\03249.D
Acg On 1 Mar 2002 6:28 pm

Sample 508 scan

Misc March 1, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

Vial: 4
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

khkkkkhkkhkkhkhkhkkkhkkkhkkhkhkhkkkkhkhkhkkkhkhhhkhhkhkkhhkkhhkkkhkkhkhkkkkhkhkhkkkhkhkhhkkhkhkkkkkk

Peak Number

1 Butanoic acid, methyl ester.

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T
3.62 0.11 ug/L 50757 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
[Abundance Scan 22 (3.622 min): 03249.D (-) m/z 43.10 100.00%
4? 74
5000
59 87
I ‘ 3.50 3.60 3.70 3.80 3.90 4.00
o) S |18 D R A S m/z 74.00 94.10%
miz—> 10 30 40 50 60 70 80 S0 100 110
Abundance #9228: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 78
5000 - T
59 87 350360370380390400
z 71.10 79.63%
] | l 102
OllllllllllYY'lll’T‘rlllll‘l_l'llll|I|=Illlﬁ*lli‘[‘l_l_l'l]:lll[
m/z—-> 10 20 30 50 60 70 80 80 100 110
Abundance #9218: Butanoic acid, methyl ester
43
74
350360370380390400
5000 z 41.10 33.23%
27
15 59 87
N i
O"]ll|'|llllllflllll'lflllllll|ll'il17_[_|7' T llllfl
m/z-> 10 30 40 50 60 70 80 100 110
Abundance #9217: Butanoic acid, methyl ester
43 74 350360370380390400
z 59.00 27.20%
5000
27 59
87
33 N ) 102
S ) SO FLR S S L S ML SN SIS s S S
miz—> 10 20 30 40 50 60 70 80 S0 100 110 3.50 3.60 3.70 3.80 3.80 4.00
13249.D HP022102.M Mon Mar 04 12:33:34 2002 Page 3

NYC-WTC_000006172



NYC 9/11 Public Portal Document

- - -

Data File : C:\MSDCHEM\1\5973N\02MAR01\03249.D vial: 4

Acg On : 1 Mar 2002 6:28 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : March 1, 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
khkkkkkkkkkkkhkhkhkhkhkkhkhkhkkhkhkhkkkkkkhkhkkkkhkkkkhkkkhkhkhkhkkhkkhkhkkkkhkhkhkhkkhkhkkkhkkkkkk
Peak Number 2 2-Butenal, 2-methyl- (CAS) ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.01 0.08 ug/L 37581 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Butenal, 2-methyl- (CAS) $$ 2-... 84 CbHHBO 001115-11-3 86
2 2-Butenal, 2-methyl-, (E) - 84 C5HS8O 000497-03-0 86
3 2-Butenal, 2-methyl-, (E)- (cas) ... 84 C5HS80 000497-03-0 86
4 2-Butenal, 2-methyl- 84 C5HS80 001115-11-3 86
[Abundance Scan 56 (4.006 min): 03249.D (-) m/z 83.95 100.008%
56 84
5000
44 | | 360 380 400 420 440
ok S i S | I E— m/z 55.10  94.49%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3218: 2-Butenal, 2-methyl- (CAS) $$ 2-FORMYL-2-BUTENE $$ ...
55
84
27
5000 39 - T/\'"‘l"“l""I!\"/‘\l"
360 3.80 400 420 440
m/z 53.10 21.37%
0+ ' 'I"!'l""]"' | !'"I""T""I""l""l"!}""I‘TTTT
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3211: 2-Butenal, 2-methyl-, (E)-
55 8y
360 380 400 420 440
5000 o7 m/z 56.00 17.09%
38 44 51 6
0fl[’lll'llll]"lTrT[l:}lIllI!]T!ﬁ_ll_LII{ !lll] TrTT !%lllllllll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Abundance #3213: 2-Butenal, 2-methyl-, (E)- (CAS) $$ Tiglaldehyde $3... R e B AR s
5 s 360 380 400 420 4.40
m/z 83.00 12.50%
5000 39
50
. i JJ_II]I l 66 1
S R AN ARARS RERN A AAS SRS SRR RARRS AARRNRERRY T T ISRARARERRE [T 1 TTTTTT U
> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 360 380 400 420 44

)3249.D HP022102.M Mon Mar 04 12:33:34 2002 Page 4
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Data File

Acg On 1 Mar 2002 6:28 pm
Sample 508 scan

Misc March 1, 2002

MS Integration Params: LSCINT.P

C:\MSDCHEM\1..
508 scan method

Quant Method
Title
Library

C:\DATABASE\WILEY7N.L

C:\MSDCHEM\1\5973N\02MAR01\03249.D

vial: 4
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

khkkhkhkhkhhkhhkhhhhhkhkhhkhkhkhkhkhkhkhkhkhkhkhkhkkhkhkkhkhkhkkhkhkhkhkhkkhkhkkhkhkkhkkhkkhhkdxhkhhkkhhkdhik

Peak Number 3 Furan, 2,3-dihydro-4-methyl- Concentration Rank 12

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

4.08 0.08 ug/L 36462 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Furan, 2,3-dihydro-4-methyl- 84 C5HBO 034314-83-5 12
2 Furan, 2,3-dihydro-4-methyl- (CA. 84 C5HS80 034314-83-5 12
3 2-Butenal, 2-methyl- 84 C5H8O0 001115-11-3 10
4 2-Butenal, 2-methyl- (CAS) $$ 2-... 84 C5H8O0 001115-11-3 10

Abundance Scan 63 (4.085 min): 03249.D (-) m/z 85.00 100.00%
43 85
55
5000
.y Y \WNAVN
[T Ty T T
| a7 51’ 380 400 420 440
0' T lll(l T Ill'll llllll II_'_I_l'llll lll]]YIl’l’ m/z 43.10 89.81%
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #3350: Furan, 2,3-dihydro-4-methyl-
55 ﬁ4
5000 41 -
27 380 400 420 440
60 m/z 55.10 65.32%
0 I[l’[ll 4] 37 |Il4}4llllli5||1’!] I LIRIRI T TTT '_7_|_|' TTT Il ll TTrY
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3351: Furan, 2,3-dihydro-4-methyl- (CAS) $$ 4-METHYL-2,3-...
56 84
A A A
lll'l] 11_|_TITIIII
380 400 420 440
5000 41 m/z 83.95 62.97%
J 69
. oaiatl | |
|V|I11T"l—[lll [I TIII rl_l [ Tr 7T [l I] IIIIIII I ’T_rl T ]TTT_ITIII
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 85 90
Abundance #3215: 2-Butenal, 2-methyl- S R e R
&3 380 400 420 440
o7 84 m/z 41.10 36.675%
5000 39
51‘
o LHI | l ]L
AR AR SRR AR AR RS RN RN URAEA DA SARAR RERRN IAREE AR RARAE
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 3.80 400 420 440

)13249.D HP022102.M
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Data File : C:\MSDCHEM\1\5973N\02MAR01\03249.D Vial: 4

Acg On : 1 Mar 2002 6:28 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : March 1, 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
hkhkhkkhkkhkhkhkhkhkhhkhkhkhkhhhkkhkhkkkkhkhkhkhkkhkhkdkkkkkhkkhhkhkhkkhhkhkhkhkhkhkkhkhkkhkkhkhhkhkhkhkhhkkhkikikk
Peak Number 4 1Isothiazole Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.25 0.22 ug/L 104920 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isothiazole 85 C3H3NS . 000288-16-4 42
2 3-Methyl-2,3-epoxybutanal 100 C5H802 000000-00-0 36
3 Methacrylamide 85 C4H7NO 000079-39-0 33
4 Methacrylamide $$ 2-Propenamide,... 85 C4H7NO 000079-39-0 33
[Abundance Scan 78 (4.254 min): 03249.D () ] m/z 85.00 100.00%
g
41
5000
60
e /%./-\..-- P
48 55| 400 420 440 460
OIl'"lllfl'lrrlllllllllllI![ll! ] ]IIIT’ ‘!] 'I lll] VTI 'Ill!l [lll[ m z 1 1 5 %
miz-—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
r\bundance ’ #3569: Isothiazole
85
5000 - '
58 400 420 440 460
m/z 43.00 52.02%
38 B s
OTTI”I!'llllI'l'l lllilll%lll ITII"‘I [lll['_l_l"ll ]l] ]IITII'I'T_F
mfz—-> 20253035404550556065707580859095100105
Abundance #7969: 3-Methyl-2,3-epoxybutanal
41 85
400 420 440 460
5000 m/z 60.00 31.87%
60
| w
GllllllllerTTﬂllllllll Ill]llllll ] llllllllllllllllll l’ll] lllllllllllllll T
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 .
Abundance #3601: Methacrylamide T RRma r
41 85 400 420 4.40 460
m/z 42.10 18.48%
5000
69
27 37| 46 ‘ A [\
cl'||'|l[ ITI l]lllll] IIIVIII!I] TTT [[rv—r[ lll 1‘[[]T1T"rlll l’!ll[ T I |Illlll|l |||||
—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 400 420 440 460
)3249.D HP022102.M Mon Mar 04 12:33:34 2002 Page 6
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Data File C:\MSDCHEM\1\5973N\02MAR01\03249.D
Acg On 1 Mar 2002 6:28 pm
Sample 508 scan
Misc March 1, 2002
MS Integration Params: LSCINT.P

Quant Method
Title
Library

C:\MSDCHEM\1...\HP022102.M
508 scan method
C: \DATABASE\WILEY?N L

(RTE Integrator)

vial: 4
Operator:
Inst Instrumen
Multiplr: 1.00

khkhkhkhkhkkkkhkkkkkhkkhkhkhkhkkkhkhkkhkkhkhhhkkkhkhkhkkkhkhkhkkhkhkhkhkhkhkhkkkhkkhkhkhhkhkhhkhkhkkhhkkkkhkkk

Peak Number 5 2-Buten-1-ol, 3-methyl- (CA... Concentration Rank 7
R.T EstConc Area Relative to ISTD R.T
4.65 0.12 ug/L 55797 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Buten-1-0l, 3-methyl- (CAS) $S$... 86 C5H100 000556-82-1 10
2 2-Buten-1-0l, 3-methyl- (CAS) $S... 86 C5H100 000556-82-1 9
3 Butanal, 3-methyl- (CAS) $$ 3-Me... 86 C5H100 000590-86-3 9
4 Imidazole-2,4,5-d3 $$ 1H-Imidazo... 71 C3HD3N2 006745-43-3 9
Abundance Scan 113 (4.649 min): 03249.D (-) m/z 71.10 100.00%
41 57 7 88
49 85
4 53 ..A,r...,....,!\... —
H ) ‘i } 440 460 480 500
O"‘l"”TT"’l“"I""l""l""I!”'I""I'”'I"“I ARE RRARN RARAR BARA UNSRBRA m/z 41.10 81.55%
m/z-—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4076: 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenolﬂ$$ 2-METHYL...
7
41
5000 - '
53 86 440 460 480 5.00
27 ‘ ’ m/z 88.00 81.04%
ofnw,uﬁyw.“w”.””” n],”..“,n‘.Hl TN ;
IRRERA) T T sl
—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4071: 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $$ 2-METHYL...
M
A ,
39 53 67 440 460 480 500
5000 27 m/z 57.10 80.14%
31 42 86
49 59
oll'll"’lr"l 'TI_ITI'] Illlll T l ll!!ll II’IY lllllllll ['T”]T7
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 A ﬁ
lAbundance #3953: Butanal, 3-methyl- (CAS) $3 3-Methylbutanal $$ Isov... 8 SN — L NN | S
27 440 460 480 500
“ m/z 43.00 44.57%
5000
58
| 37 [ | 53 | 71 86
orllllTTYTrllillllll!llllll II’I'I‘I!I%IflTllllllllll[ llllllll TT|||I!IIIIIIII]IT
—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 440 460 480 500

13249.D HP022102.M Mon Mar 04 12:33:34 2002
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Data File : C:\MSDCHEM\1\5973N\02MAR01\03249.D Vial: 4

Acg On : 1 Mar 2002 6:28 pm Operator:

Sample 508 scan Inst Instrumen
Misc : March 1, 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

hkhkkkhkhkkkhkkkhkkkhkkkhkhkhkhkhkkkkkhkhkhkkhkkhkhkhkkkkkhhkhkkhkkkkhkhhkhkkhkkdkhkkhkkkdhkhhkkhkik

Peak Number 6 2-Butenal, 3-methyl- (CAS) ... Concentration Rank 5

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

4.86 0.18 ug/L 86674 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 CHHS8O 000107-86-8 72
2 2-Butenal, 3-methyl- $$ Crotonal... 84 CS5H8O0 000107-86-8 72
3 Furan, 2,3-dihydro-4-methyl- 84 C5HB80O 034314-83-5 64
4 3,4-Dihydropyran $$ 2H-Pyran, 3,... 84 C5H80 000110-87-2 59

Abundance Scan 132 (4.864 min): 03249.D (-) m/z 84.00 100.00%
84
55
5000 41 59
Vlll[‘llllTlll]l’ll]"llll
5|1 | 460 480 500 520
0I’lllllIX"'_'|lllillll'—l—|_r‘!llllllllll‘lJllIllllIlll‘[llllllr\'r]lll]llll]llll m/z 55'00 62.42%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85
IAbundance #3221: 2-Butenal, 3-methyl- (CAS) $3$ 3-Methyl-2-butenal $$...
84
55
5000 39 -
27 460 480 500 520
m/z 83.00 46.10%
44 51| 69
OllllllllI[TTTllllrllllIll]][lrl{IIII|‘Illllllllrl!llllllllllllll}llll[lill

T
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90

Abundance #3222: 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $...
84
55 ITll[llllIY‘!llIl!llrIlll
460 480 500 520
5000 39 m/z 59.00 46.03%
27
44 51
1 [ | l: | |
Ol![lxxl]lrrl—[lillpnnnlnlnllnnlnlxllrAllllllllrl—r—llll|v|]n|||[l|||l||lrl—r—ll
m/z--> 20 25 30 35 40 45 50 55 60 85 70 75 80 8 9
Abundance #3350: Furan, 2,3-dihydro-4-methyl- s L R B B
56 84 460 480 500 520
m/Z 41.10 45 .47%
5000 41
27
69
37| | 44 ?f‘[l 1 |
0 l]l!Illrll_'_rllllllIllllTlITl!llll lllllllll'[_l_l_[llllll]ll[l"l’lllllrlllllll
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 460 480 500 5.20

)32495.D HP022102.M Mon Mar 04 12:33:35 2002 Page 8
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Data File

Acg On 1 Mar 2
Sample 508 scan
Misc : March 1,

MS Integration Params:

Quant Method
Title
Library

002

——— —— -

- R A

C:\MSDCHEM\1\5973N\02MAR01\03249.D

6:28 pm

2002

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

LSCINT.P

.\HP022102.M

Vial: 4
Operator:
Inst Instrumen
Multiplr: 1.00

(RTE Integrator)

hkhkhkhdhdhdhhkkhhhkhkhkkhhhkhkhhhhkhhhkhkhhhhkhkhkhkhkkhhhkkkkhhdhkkkhhhkhhkhhkhkhhkhkhhkkkhkhkhkhkkkk

Peak Number

7 Acetic acid,

3-[1,3]dioxola.

Relative to ISTD

Concentration Rank 1

R.T EstConc
5.89 4.09 ug/L
Hit# of 5

1968050

1l,4-Dichlorobenzene-d4 9.

MW MolForm

1 Acetic acid,
2 3-
3 Silane,

4 N-Ethylformamide $$ N-Formylethy...

3-[1,3]dioxolan-2-y. 174 C8H1404
(CYCLOHEX-3’ -EN-YL) PROPANOL $$... 174 C8H1404
tetramethyl- $$ Tetramet. 88 C4H12Si

73 C3H7NO

000000-00-0 33
015745-87-6 33
000075-76-3 28
000627-45-2 9

Abundance Scan 7223 (5.891 min): 03249.D () m/z 73.10 100.00%
3
5000
43
560 580 6.00 620
o S | - SO S m/z 43.10 23.26%
miz—> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180
(\bundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
73
5000 -
560 580 600 620
43 m/z 45.10 9.53%
27 || 85 . 87 113 174
O e e e e e e e e e e e
miz--> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
78
560 580 6.00 620
5000 m/z 41.10 8.94%
43
27 Al 55 0 87 113 174
GIIIIIIllllllll’lll]lllI[llll[llll‘]lllll’lllIIIlllITI‘IIII|ITIIIllIIllIIllIlll'llIllllITlllIl
mfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #4812: Silane, tetramethyl- $$ Tetramethylsilane $$ (CH3)4... L e e IR
7B 560 580 600 6.20
m/z 71.00 6.61%
5000
15 31 55 88
OITWI|Illllllllll'll_l_l'llll.ll'lllllllll]lll [II!TTI_I_I'IIIIII llllWl]‘TT I!ll![llllllll T 1T llll[llll!llll['lll
m/z—> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 560 580 6.00 620

)3249.D HP022102.M

NYC-WTC_000006178

Mon Mar 04 12:33:35 2002
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i Bt e o b g
Data File : C:\MSDCHEM\1\5973N\02MAR01\03249.D vial: 4

Acqg On : 1 Mar 2002 6:28 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : March 1, 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
khkkkkkkhkkkkhkkhkkhkhkhkkkkhkhkkhkkhkhkhhkkhkkkkkhkhkkkhkhkhkhkhkhkhkhhkhkhkhkikkkhkkhkhkhkhhkhkhhiohhkhkhkkhk*k
Peak Number 8 Cyclopentasiloxane, decamet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.54 0.91 ug/L 650645 Naphthalene-ds 13.20
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Cyclopentasiloxane, decamethyl- 370 C10H3005815 000541-02-6 91
2 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 38
3 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 38
4 Benzeneacetic acid, .alpha.,4-bi... 384 C17H3204Si3 037148-64-4 38
Abundance Scan 812 (12.540 min): 03249.D (-) m/z 73.00 100.00%
73
5000 267 355
lllll’TlIlTTlIllTl]lT'l_l'[
1220 1240 1260 12.80
45 108 133 154 177193 223 25 323339 3
c'l’l'Tﬁjl"r'_r’_ﬁ |’ll Il'l [llI'[llll]Irl [ll!l[l’lllllj"l‘!lIl’I_FIIIIITI_rl[X'l_l_I—I"llllll m/z 266-90 5]-‘226
m/z—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #313068: Cyclopentasiloxane, decamethyl-
78
355
5000 27
12.20 1240 12.60 12.80
m/z 355.00 46.94%
191207 251 323339
0rln:ll'rlll‘rrr—v—rl[nu[nullnnn(runlnT'ﬁll’l|xlx|1|l|1uln l—r‘lxlrrrrll"lrv—l—L\'lunTl—r
Iniz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #227683: Benzoic acid, 2-{(trimethylsilyl)oxy]-, trimethyl...
78 287
1220 1240 1260 1280
5000 ‘ m/z 356.00 14.63%
45 135 193509
ol T L1 238249
Ill1_l_'T|llllllrlllllVT‘llIlIT"l'_l'_l’lllY'Tlllll'l_l_rIllll—l—l_rllll ll[llll]lTllIlr]_lTllll[Tr
mfz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
r\bundance #227687: Benzoic acid, 2-[(trimethyisilyl)oxy]-, trimethyl... A e A A
78 267 1220 1240 1260 12.80
m/z 267.90 11.19%
5000
135
a7 | 1y 175193209 233549 | 0gp
Oll|71_l_r'| l{ﬁ_rl“ll“\"\l“\"]\l\ ‘! ‘\')!l‘]lll|]_‘_rllll Si[l‘l)]lﬁ\]llrl_rlilllﬁ l|lllf|llll]lllllf'TTl
—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 1220 1240 12.60 12.80
13249.D HP022102.M Mon Mar 04 12:33:35 2002 Page 10
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Data File : C
Acg On :

Sample : 5
Misc M

MS Integration Params:

Quant Method

- e me g — = -

-+ i S

: \MSDCHEM\1\5973N\02MAR01\03249.D
1 Mar 2002 6:28 pm

08 scan
arch 1, 2002

LSCINT.P

C:\MSDCHEM\1..

Vial: 4
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

Title 508 scan method
Library C:\DATABASE\WILEY7N.L
khkhkkhkkhkkhkkdkkkhkkhkkhhkkhkkkhhkkkhhkkhhkkkhkhkkhkhkkhkhkhhhhkhkhkhkkhkhkhkhkhkhhkkhkhhhhkkhkhhkkhkikhkhkikk*x
Peak Number 9 N-perdeuteriobenzylideneani... Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T.
22.28 0.15 ug/L 119063 Phenanthrene-di10 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 64
2 Pyrazine, tetraethyl- (CAS) $$ t. 192 C12H20N2 038325-19-8 50
3 1,5-Naphthalenedithiole 192 C10H8S2 000000-00-0 42
4 2,5-Dihydrophosphole, 3-methyl-1... 192 C11H130P 000000-00-0 42
Abundance Scan 1675 (22.283 min): 03249.D (-) m/z 192.10 100.00%
192
5000
2 e 9f 0 146 160 | | 2200 2220 2240 2260
Olrrl‘[—v—r'l[-|u|h: Tt Tl llf[!{—nl!ul[ruln r!l]'—v—wlxy.u.r o lvrl !||Ir m/Z 191.00 20.72%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150160 170 180 190 200
Abundance #88408: N-perdeuteriobenzylideneaniline g
192
5000 82 - T llYllI[Tll]"l_lifllllfl
2200 2220 2240 2260
54 110 z 96.10 15.18%
0 30 94 160
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

Abundance #103348: Pyrazine, tetraethyl- (CAS) $$ tetraethyl pyrazine
192
177
5000
53 ?17 81 149 163
O e e e e e e
m/z—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #102434: 1,5-Naphthalenedithiole
192
5000
115 128 139
33 102 ?7
GTlllITTTIIllllTl_llT[ll!!Tllllllllllllllll!ll11T TTT YTI’_I'(-[I)III'T_IIlllll‘]lll‘llll‘lll‘l
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

%

2200 2220 2240 22.60

m/z 146.10 13.57%

L

2200 2220 2240 2260
m/z 193.00 13.44%

s

22.00 2220 2240 2260

3249.D HP022102.M

Mon Mar 04 12:33:35 2002

Page 11
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-

-

Data File C:\MSDCHEM\1\5973N\02MAR01\03249.D
Acg On : 1 Mar 2002 6:28 pm

Sample 508 scan

Misc : March 1, 2002

MS Integration Params: LSCINT.P

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

Quant Method
Title
Library :

v e s

Vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

khkkhkkhkhkhkhkkhkhkkhkkhkkhkhkkhkhkkhkhkkhkkkhkkhkhkhkhkhkkhkhkhkhkkhkhkhkhkhkkhkhkhkkkhkkhkhkhkkkhhkhhkkhkkkkk

Peak Number 10 DECADEUTEROPHENANTHRENE $$ Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T
22.77 0.34 ug/L 277695 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 DECADEUTEROPHENANTHRENE $S$ Phena.. 188 C14D10 001517-22-2 91
2 Acridine-D9 188 C13DSN 000000-00-0 86
3 Phenanthrene-dl0 188 C14D10 001517-22-2 78
4 1,4-Naphthalenedione, 5-hydroxy-... 188 C11H803 000481-42-5 64
lAbundance Scan 1718 (22.768 min): 03249.D {-) 4s m/z 188.10 100.00%
1
5000 ?
80 94 160 2240 2260 2280 23.00
41 52 66 132 146
0'(1||L|“|lll[l'll'lrlﬁ‘_{_‘lllllllillfl"l"_fil'l'l]l!l' TTYII,lllIIYV" |[llllll[lllllillllll’[lll /Z 189 lo 16 99/
miz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 1890
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 8
188
5000 - ﬁTTﬁ*ZX**FﬁTﬁ*Tfo
2240 2260 2280 23.00
80 m/z 94 .00 16.58%
OYﬁT"llllllllll]IIG{GI]Illl!lllll!!l' ll’lllllll [l!l IlIlltrrr‘l_l1}5118lllllllll|l![lltv1l
m/z--> 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180
Abundance #85254: Acridine-D9
*
2240 2260 2280 2300
5000 m/z 184.10 10.88%
158
01llf‘[l|ll]'llllll6|16llllll8iollllIIIIIIIIYI"IXXIIIIIllllllllllTI'l_l'“!'!lIITIIXIIII!Il ']’rl_l_f
mfz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
\Abundance #84499: Phenanthrene-d10 R AL
188 nmz%onmzwo
m/z 160.10 8.87%
5000
80 g4 160
0‘71’T]’lllll’lll]l16!61|llll]llIl]llll]lll|Illllll11lIlllllllllllll’]T'll]lll1l89!l!lllllll Illllll'7]lllll|lll|l
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 22.60 2280 23.00

}3249.D HP022102.M

NYC-WTC_000006181

Mon Mar 04 12:33:35 2002
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Déta File

Acg On
Sample
Misc

" o = mm———-

———m—— -

C:\MSDCHEM\1\5973N\02MAR01\03249.D
1 Mar 2002 6:28 pm
508 scan

March 1, 2002

MS Integration Params: LSCINT.P

Quant Method

Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

Vial: 4
Operator:
Inst Instrumen
Multiplr: 1.00

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

khkkkhkhkkkhkkhkhkhkhhkhhkkkhkhkhkhkkhkkhkhkkhkhkkhkhkkkhkhkhkhkhkhkkhkkhhkhkkhkhkhkkkhhkkkhkhkhhkkkkkkkk

Peak Number 11

1H-Purin-6-amine, N-methyl-

Relative to ISTD

Concentration Rank 13

R.T EstConc Area
24 .85 0.04 ug/L 35736
Hit# of 5 Tentative ID

Phenanthrene-di10

MW MolForm

1 1H-Purin-é6-amine, N-methyl-

2 3,6-Dimethyl-triazolo(4,3-b) (1,2.

3 3,6-DIMETHYL-TRIAZOLO[4,3-B]-1,2...
4 4-PYRROLIDINOPYRIDAZINE $$ Pyrid...

149 C6HTNS
149 C6H7N5
149 C6HT7NS
149 C8H11N3

000443-72-1 7
000000-00-0 7
061139-71~-7 7
069698-08-4 4

m/z 149.00

100.00%

TTTT

T i
2460 2480 25.00 25.20

m/z 41.10 10.18%

2460 2480 25.00 25.20

Abundance Scan 1902 (24.845 min): 03249.D (-)
149
5000
41 49 57
(o] . - |]”III'I|' r —_ T e . et . [”'
T T [ T T l T | T I T ! T T ! T T [ T I T TT_V T I T T TT [ TTrr I rT
mz—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150
f\bundance #44975; 1H-Purin-6-amine, N-methyl- ,
149
93
5000 120
36 66 t
57
ok 1| L] i (R |
11_I7II|TIIIIIIIIIIII‘]—'IIIIll[llTIllllYlllll]’Ill|Ill|llllll|llrl||l]
miz-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150
Abundance #44984: 3,6-Dimethyl-triazolo(4,3-b)(1,2,4)-triazine
149
5000 81
4 3 121
0 |]“l I‘ Il |
TT IIlVr1_r|l‘[llll[llIl]lllIIVlll]III’IIIIIIIIIIIIIIIIITYTIIIIl[llll]
-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150
Abundance #44967: 3,6-DIMETHYL-TRIAZOLO[4,3-B}-1,2,4-TRIAZINE $$ 1,2... ,
149
5000 81
4 S8 121
0 | I | |
7_l_|| IIIIIIIIIIV_I—I—T f’]lm_lll l] TT I ]T‘TIIIIIIY—'—IVIIIIIYI’T_I_W
miz—> 20 40 50 60 70 80 S0 100 110 120 130 140 150

m/z 150.00 9.67%
lllllll"l—l_[—lflllll1l]lll
2460 2480 2500 25.20
m/z 57.00 7.29%

2460 2480 25.00 25.20

m/z 43.10 7.06%

2460 2480 25.00 25.20

13249.D HP022102.M

Mon Mar 04 12:33:35 2002

NYC-WTC_000006182
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f———— . g — e mm— g =

s

Data File

C:\MSDCHEM\ 1\5973N\02MAR01\03249.D Vial: 4
Acqg On 1 Mar 2002 6:28 pm Operator:
Sample 508 scan Inst : Instrumen
Misc March 1, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

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

khkkkkhkhkkhkhkhkhkhkkhkkhkkkhkdkhhhhkhkhkhkhkhhkhkhkkhkhkkhkkhkkhkhkkhkkhkkhkhkhkkkk

Quant Method

(RTE Integrator)

d ko ok ok ok ok ok ok ok ok kkkkk

Peak Number 12 Tetrapentacontane, 1,54-dib... Concentration Rank 9
R.T EstConc Area Relative to ISTD R.T.
28.50 0.09 ug/L 66111 Chrysene-dl2 30.49
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 000000-00-0 59
2 l-Hentetracontanol (CAS) $$ N-HE... 593 C41H840 040710-42-7 47
3 1l-Hentetracontanol 593 C41H840 040710-42-7 47
4 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 43
Abundance Scan 2226 (28.503 min): 03249.D (-) m/z 57.10 100.00%
57
97 v
5000
207
‘i | 2820 28.40 28.60 28.80
ol S S m/z 55.05 78.27%
m/z—> 50100150200250300350400450500550600650700750800
Abundance #391162: Tetrapentacontane, 1,54-dibromo-
S'rg
5000 S7
28.20 2840 2860 28.80
m/z 71.00 75.88%
“ﬂ. 75 8%
c‘l" T "I"TTWII 'Ill’l’lfmlll]"'l TT T Y|T L T
miz—> 50100150200250300350400450500550600650700750800
IAbundance [7 #381315: 1-Hentetracontanol (CAS) $$ N-HENTETRACONTANOL-1
5
97 28.20 2840 2860 28.80
5000 m/z 97.00 62.89%
0 | 19423 574
mz—> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
IAbundance #381314: 1-Hentetracontanol
87 28.20 28.40 28.60 28.80
m/z 43.10 54 .56%
97
5000
'I 574
Oll lTrﬁll[Tlll ll'llllllll I l'llller‘_TTllllll T 1 LELELEE] LENL S I lll'lll"
m/z—> 50 100 150 200 250300350400 450500550600650 700 750 800 2820 2840 28.60 28.80
)3249.D HP022102.M Mon Mar 04 12:33:36 2002 Page 14
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Data File : C:\MSDCHEM\1\5973N\02MAR01\03249.D Vial: 4

Acg On : 1 Mar 2002 6:28 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : March 1, 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
dhkhkhkkkhkkkhkkhkhkhkdhkkkhkhhkhkhkhhkhhkhkhkhkhhhkhrohkkhkkhkhkkkkhkhkhkhhkhhkkhkhhkhhhhkhhkhkdkdhdddhkkhkkidikikikk
Peak Number 13 1,2-Benzenedicarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
31.10 0.08 ug/L 60268 Chrysene-dl2 30.49
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Benzenedicarboxylic acid, di... 390 C24H3804 . 027554-26-3 47
2 1,2-Benzenedicarboxylic acid, bi... 390 C24H3804 000117-81-7 47
3 Phthalic acid, diisooctyl ester ... 390 C24H3804 001330-91-2 47
4 1,2-Benzenedicarboxylic acid, mo... 278 Cl6H2204 004376-20-9 25
Abundance Scan 2456 (31.099 min): 03249.D (-) m/ Zz 149.00 100.00%
149
167
57 70 83 97 113 206 239 I””””, ””
I ” “ |” | }l 3080 31.00 3120 3140
Okl ..,,,.I.‘..[.,..,?".7,.I.. m/z 167.00 28.55%
m/iz—-> 40 80 100 120 140 160 180 200 220 2
Abundance #326921 1,2- Benzenedicarboxylff acid, diisococtyl ester (C...
149
5000 - ll|[|llllrv AN AN B B o
57 167 30.80 31.00 31.20 31.40
m/z 57.10 25.77%
” ﬂ3
0 | J ‘.. !
|‘lllIIlT lll! Ill|lll|lll"l_|lllrll‘!llliTl"lllll
m/iz--> 40 80 100 120 140 160 180 200 220 240
Abundance #326907: 1,2-Benzenedicarboxyli‘ci: acid, bis(2-ethylhexyl) e...
149
| 30.80 31.00 3120 3140
5000 m/z 83.10 25.69%
57 167
J\ e
0 Illlll r”': l|||vvr1|x:l|3|r||lr T T T T T T T
-—> 40 100 120 140 160 180 200 220 240
IAbundance #326955 Phthalic acid, diisoocty! ester $$ 1,2-Benzenedic...
149 30.80 31.00 31.20 31.40
m/z 70.00 24 .73%
5000 57
71 167
83 113 I
O'ﬁ_ﬁJlelll}lflgll7'!.71|lillr1'l|11'15][%"|1Ill[r']’TllVlllll T l'll!'f‘l’T"I'llll
m/z—> 40 60 80 100 120 140 160 180 200 220 240 3080 31.00 31.20 31.40
J3249.D HP022102.M Mon Mar 04 12:33:36 2002 Page 15
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Operator ID: Date Acquired: 1 Mar 2002 6:28 pm

Data File: C:\MSDCHEM\1\5973N\02MAR01\03249.D

Name: 508 scan

Misc: March 1, 2002

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

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |(# RT Resp Conc
Butanoic 3.62 0.1 ug/L 50757 1 9.71 9622640 20.0
2-Butenal, 4.01 0.1 ug/L 37581 1 9.71 9622640 20.0
Furan, 2,3Adihy 4.08 0.1 ug/L 36462 1 9.71 9622640 20.0
Isothiazole 4,25 0.2 ug/L 104920 1 9.71 9622640 20.0
2-Buten-1-ol -m. 4.65 0.1 ug/L 55797 1 9.71 9622640 20.0
2-Butenal, 3-\yeth.. 4.86 0.2 ug/L 86674 1 9.71 9622640 20.0
Acetic acid, 5.89 4.1 ug/L 1968050 1 9.71 9622640 20.0
CyclopentasiJoxan 12.54 0.9 ug/L 650645 2 13.20 14302100 20.0
N-perdeuteripbeRz 22.28 0.1 ug/L 119063 4 22.63 16229800 20.0
JECADEUTEROFHEN. 22.77 0.3 ug/L 277695 4 22.63 16229800 20.0
lH-Purin-6- . 24 .85 0.0 ug/L 35736 4 22.63 16229800 20.0
Tetrapentadontane.\ 28.50 0.1 ug/L 66111 5 30.49 14645700 20.0
1,2-Benzenddicarb... 31.10 0.1 ug/L 60268 5 30.49 14645700 20.0
)3249.D HP022102.M Mon Mar 04 12:33:36 2002 Page 16
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