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Comments for Sample AE03248 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 03-15-2002 Time: 17:50:36

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\03248.D Vial:
Acqg On : 1 Mar 2002 5:39 pm Operator:
Sample : 508 scan Inst
Misc : March 1, 2002 Multiplr:
MS Integration Params: SPLIT.P

Quant Time: Mar 04 10:50:52 2002 Quant Results File:
Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
Title : 508 scan method

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

Regponse via : Initial Calibration

DataAcg Meth : HP020702

3

Instrumen
1.00

HP022102.RES

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.71 152 1671651 20.00 ug/L 0.00
10) Naphthalene-ds 13.20 136 7061327 20.00 ug/L 0.00
17) Acenaphthene-dl0 18.33 164 3479527, 20.00 ug/L 0.00
29) Phenanthrene-di10 22.63 188 5578961 20.00 ug/L -0.01
38) Chrysene-dl2 30.49 240 4608069 20.00 ug/L -0.03
44) Perylene-dil2 34.41 264 3312818 20.00 ug/L -0.04
System Monitoring Compounds
37) 2,4-DDD 27.72 235 413642 5.56 ug/L 0.00
Spiked Amount 5.000 Recovery = 111.20%
Target Compounds Qvalue
20) Dimethylphthalate 18.33 163 563148 2.67 ug/L # 58
21) 2,6-Dinitrotoluene 18.33 165 436075 8.95 ug/L # 27
(#) = qualifier out of range (m) = manual integration
03248.D HP022102.M Mon Mar 04 10:50:53 2002 Page 1
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Data File : C:\MSDCHEM\1\5973N\02MAR01\03248.D Vial: 3

Acqg On : 1 Mar 2002 5:39 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: 03248.D
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Data File C:\MSDCHEM\1\5973N\02MAR01\03248.D Vial: 3

Acg On 1 Mar 2002 5:39 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
peak R
# m
1 3.
2 3.
3 4.
4 4.
5 5.
6 5.
7 9.
8 9.
9 12.
10 13.
11 13
12 13
13 16
14 18
15 22
16 22
17 27
18 30
19 31
20 34.

.T.
in

TIC
first max
scan scan
17 21
45 48
103 112
129 132
143 145
221 223
557 561
573 576
807 812
865 870
883 886
901 905
1163 1167
1319 1325
1669 1675
1701 1706
2151 2157
2395 2402
2451 2455
2743 2749

)3248.D HP022102.M
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last
scan
25
53
125
143
151

243
567
583
815
875

891
913
1169
1331
1683

1711
2161
2407
2461
2783

Sum

PK

TY
rBvV
rBV
rVB4
rvv3
rvv

rBV
rBV
rBvV3
rvv
rBV

rVB
rBV3
rvv
rBV
rvv

rBv2
rBV
rBvV
rvv4
rBV

970328
4804810
10268
91867
6732017

13576
10491
15218
6834680
43734

6634735
1047561
5452346

18171
4167562

of corrected

2203377
9275407
28360
166546
13379959

29900
31873
26940
14112581
90534

14484694
1977289
13054859
49941
11228182

areas:

Mon Mar 04 12:33:27 2002

O~JOC OO
=
\\e}
o°

100.00%
13
90.13%

77.52%

80405152
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02MAR01\Q3248.D

Operator

Acquired : 1 Mar 2002 5:39 pm using AcqMethod HP020702
Instrument : Instrumen

Sample Name: 508 scan

Misc Info : March 1, 2002

Vial Number: 3
Quant File :HP022102.RES (RTE Integrator)

Abundance TIC: 03248.D
1320

6000000
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4000000

3000000

2000000
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1 t T ! T T
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IAbundance TIC: 03248.D
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J3248.D HP022102.M Mon Mar 04 12:33:27 2002 Page 2
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Data File C:\MSDCHEM\1\5973N\02MAR01\03248.D
Acg On 1 Mar 2002 5:39 pm

Sample 508 scan

Misc March 1, 2002

MS Integration Params:

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

Title :
Library

LSCINT.P

Vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

kkhkhkhkhkhkhkkkhkhkkhkkhkkhkkhhhkkkkhhkkhkhkhkhhkhhkhhkkhkhkhdhhkkhkhkhkhhhkdhkhkdhkdhdhdhkdhkkhkkkdkkkdkk

Peak Number 1

Butanoic acid, methyl ester...

Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T

3.61 0.12 ug/L 54656 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, methyl ester (CAS 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester 102 CBH1002 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 83

Abundance Scan 21 (3.611 min): 03248.D (-) m/z 43.05 100.00%
€] 78
5000
59 87 ~— a A
M A
ll 51 l 3.50 3.60 3.70 3.80 3.0 4.00
Orv]'rtll[(vln[l [xrlrrl'fnrnlxlxr—I—ﬁlvlrlrv[rr‘rnllllvr m/z 74 OO 97 95°
m/z—> 10 50 60 70 80 20 100 110
Abundance #9228: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74
5000 - ]
59 87 3.50 3.60 3.70 3.80 3.90 4.00
m/z 71.10 65.27%
|| , 102
cﬁrTﬁ*|||[|n||l|r:nlrllxllnrllnirl({*JIIA||||111*T[{III
m/z—-> 10 20 30 40 50 60 70 80 20 100 1 10
Abundance #9218: Butanoic acid, methyl ester
43
74
3.50 3.60 3.70 3.80 3.90 4.00
5000 m/z 41.10 34.14%
27
15 59 87
| |
ottt e e e e e e
mfz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #39216: Butanoic acid, methyl ester (CAS) $$ Methy! butyrat...
43 3.50 3.60 3.70 3.80 3.90 4.00
74 m/z  59.00 28.07%
5000 27
59
87
33 1 . 102 [\
071—'_‘_l||[|lllll1lllIlIlI|I"I'l'lllll|[|I|TTT|||]I|1I IIVI[r'1lII'1I’TllII|] ll]l I
m/iz—> 10 20 30 40 50 60 70 80 90 100 110 3.50 3.60 3.70 3.80 3 00
)3248.D HP022102.M Mon Mar 04 12:33:27 2002 Page 3
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Déta File : C:\MSDCHEM\1\5973N\02MAR01\03248.D

Acg On 1 Mar 2002 5:39 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\WILEY7N.L

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

(RTE Integrator)

khkkkhkhkkkhkkhkhkhkhkkhkhkkkhkhkhkhkkhkkhkhkhkdbhbhhhkhkhkhkhkdhkhhkhkhkhkhkhhhhhkhkhkhkhkkhkhkhbhkhhhkhdkhkhkkhkx

Peak Number 2 Propane, 1,l1-dimethoxy-2-me... Concentration Rank 10
R.T EstConc Area Relative to ISTD R.T
3.92 0.06 ug/L 27944 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Propane, 1,1l-dimethoxy-2-methyl- 118 C6H1402 041632-89-7 64
2 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H1402 000000-00-0 64
3 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H1402 000000-00-0 40
4 Propane, 1,l-dimethoxy-2-methyl-... 118 C6H1402 041632-89-7 40
Abundance Scan 48 (3.916 min): 03248.0 (1) m/z 75.00 100.00%
75
5000
55 i rTrryrrTrTT T T T T T T T T T T T
43 47 51 71 84 3.60 380 400 420
) . S A S — m/z 87.10 33.37%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #17846: Propane, 1,1 -dimethoxy-Z—met;myl—
5
5000 - e e
87 360 380 400 420
55 m/z 55.00 25.66%
3 43 47 59 71
0]\i“flllll]%llf'{ll!Illllillllll[llIIIITIIIII'IIIIIIIIIII 'flll]ll"[llll]llll[ll
mz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17849; ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi...
756
360 380 400 420
5000 o7 m/z 43.10 9.60%
55
29 a1 A7 50 71
c|llll|lll}];lll[lllT]!r!lI|1||I|1||lllllllllllllllllltl {"‘I""]"=‘|""|"
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #17847: ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi...
76 360 380 400 420
m/z 47.00 8.87%
5000
87
31 47 55
43 59 71
oIll’!lllIlll’l‘l’[II‘IIIT}IIII"]IIII'lll:llllll'llllll]l’ =||'|I'Il]’ll||lll||ll
mz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 360 380 400 420
)3248.D HP022102.M Mon Mar 04 12:33:27 2002 Page 4
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Data File : C:\MSDCHEM\1\5973N\02MAR01\03248.D Vial: 3
Acg On : 1 Mar 2002 5:39 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
khkkkhkkkkhkhkkkkhkhkkkhhkkhhkkhkkhkhkhkkhkhkkkhkhkkkhkkhkhkkhkhhhkkhkkhhhkkhkkkhkhkkhhhhkhkkkkkkk

Peak Number 3 Butanoic acid, 2-methyl-, m... Concentration Rank 4

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

4 .64 0.13 ug/L 61329 1,4-Dichlorobenzene-d4 95.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 45
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 45
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 45
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 45

Abundance Scan 112 (4.638 min): 03248, DB() m/z 88.00 100.00%
57
41
5000
71
101 ,’!IITIIIII[IIII]IIII]“T
51 H I | ’ 420 440 460 480 500
0[["f"'ll'l[llllllll“llllfll'll[lll [Ill’l'llll]l"f'lv m/z 57.10 87-81%
miz—> 20 30 40 50 60 70 80 Q0 100 110 120
Abundance #16435: Butanoic acid, 2-methyl-, methyl ester
57 88
5000 - SABASARSSERES L s
420 440 460 480 500
101 m/z 41.10 72.38%
27 69 l
OII|IIIIT33IIIIIIIIIIVIlll’lll’lrlllllllflI[llll]llll[ljjrel'l
mfz—> 20 30 40 50 60 70 80 90 100 110 120
Abundance #16436: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
57 88
ArTIAIIIYIAllillllll‘llllll[
420 440 460 480 500
5000 m/z 85.00 36.54%
27 101
01]111111331151annln:ln]‘nxlnslglnlrnlnnn'l||r|]]|ll:[|n1116|’11
miz—> 20 30 40 50 60 70 80 20 100 110 120
Abundance #16438: Butanoic acid, 2-methyl-, methyl ester b T
57 88 420 4.40 460 480 500
41 m/z 43.10 36.02%
5000
101
o 1
0] T T T 7T T T 7T llll[ T rTrT LRI |l|l| Illll'llll =TT T LRI T T
m/z—-> 2]0 3[0 4[0 5[0 6!0 710 8|0 9]O 1(I)O 1110 12|0 420 440 460 480 5.00
)3248.D HP022102.M Momn Mar 04 12:33:27 2002 Page 5
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Data File
Acqg On
Sample
Misc

o se s s

Quant Method

Title
Library

T4

5:39 pm

2002
LSCINT.P

= mem——-

C:\MSDCHEM\1\5973N\02MAR01\03248.D

1 Mar 2002
508 scan
: March 1,
MS Integration Params:

Vial:
Operator:
Inst
Multiplr:

3

Instrumen
1.00

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

508 scan method
C:\DATABASE\WILEY7N.L

khkhkkkkkkkhkkkhkhkkkhkkhkkkhkkhhhkkkhkkkkhhhhhkhkkhkkkkhhhhkkhkhkikkkkhkhkkhhhkhikkhkkk

Peak Number 4 3,4-Dihydropyran $$ 2H-Pyra... Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T
4.86 0.17 ug/L 77725 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dihydropyran $$ 2H-Pyran, 3,... 84 C5H80 000110-87-2 53
2 3,4-Dihydropyran $$ 2H-Pyran, 3,... 84 C5H80 000110-87-2 43
3 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 C5H80 000107-86-8 43
4 2-Butenal, 3-methyl- $$ Crotonal... 84 C5H80O 000107-86-8 43
lAbundance Scan 132 (4.864 min): 03248.D (-) m/z 83.95 100.00%
84
55
59
5000 41
rT‘rlIlllll'llllll’r]’llll
’,' 460 480 500 520
ol‘llVllll'|llllllllTl] 7T "l‘[!" TTI] Ill’llllllll[l'llll'[’lll[llll m Z 55 10 77.64%
m/z-—-> 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95
Abundance #3376: 3,4-Dihydropyran $$ 2H-Pyran, 3,4-dihydro- (CAS) $$...
55 84
5000 - R SRS SRR AR S
460 480 500 5.20
69 m/z 59.10 61.69%
sl s 81 ]|
0”]llllllllIllVlllllll]llllll‘llllllIlllllllIlll!llllllllllll]lil lllll[ller
miz—-> 20 256 30 35 40 45 50 55 60 65 70 75 80 8 90 85
Abundance #3375: 3,4-Dihydropyran $$ 2H-Pyran, 3,4-dihydro- (CAS) $$...
55
» A
460 480 500 520
5000 m/z 83.10 52.79%
41
69
Lo s !l .
cll]llllllTIllllll]llll[l‘l][l’l‘l]lllIITI[Klll]llll]llTTlllllIlllIlllllllll]
—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
‘Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$... I B
84 460 480 500 520
55 m/z 41.10 48.92%
5000 39
27
4 51 69
Ol'I‘TIIIIllllllll[l!II‘IT{I!IIIlll!ll}l!lll]llilllllllllllIl"lITrl }llll"llll
m/iz—> 20 25 30 35 40 4 50 55 60 65 70 75 8 85 90 95 460 480 500 5.20

J3248.D HP022102.M

NYC-WTC_0
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Data File : C:\MSDCHEM\1\5973N\02MAR01\03248.D Vial: 3

Acg On : 1 Maxr 2002 5:39 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
khkhkkkkkhkhkhkhkhkkhkkkhkhkhhkhhkhkhkhkhhkhkhkhkkhkkhkkhkhhbhhkhkhkhkhhkhkhkdhkhkhkkdkhkhkhkhkhhhkhkkhkhdkhkhhhkkiikiki
Peak Number 5 3-Buten-2-0l, 2-methyl- Concentration Rank 7

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

5.01 0.09 ug/L 43056 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Buten-2-o0l, 2-methyl- 86 CS5H100 000115-18-4 53
2 3-[.beta.-hydroxy-(.beta., .beta.... 86 C5H6D20 005557-87-9 47
3 3-Buten-2-0l, 2-methyl- 86 CS5H100 000115-18-4 42
4 3-Buten-2-0l, 2-methyl- (CAS) $$... 86 C5H100 000115-18-4 42

Abundance S41can145(5.011min):03248.D(-) m/z 43.10 100.00%
3 71
5000 59
55
49 l 84 460 480 500 520 540
0“1"I‘IIWITII| llllll[]lll IIIIIIIIJ'TT Illll ‘l'll]llllll’ll'l'llll m/z 71.10 88.83%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #4085 3-Buten-2-ol, 2-methyl-
71
43
5000 - ¥
59 460 480 500 520 540
27 4, m/z  41.10 49.109
l } 5|31 | o7, 86
0'||||||‘||I‘"|T"I||l'l}‘llg%"ll"rﬁlllllI‘l"'\l!ll‘g “ rt) \%I!‘\llll]
> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #3392: 3-[.beta.-hydroxy-(.beta., beta.-dideuterio)]ethylp...
H
460 480 5.00 520 5.40
5000 m/z 59.10 46.519%
58 85
¢ Tl
o 1 in i i
ll[llllIIITI]—rllIIllfl]Y’I[IIVTTIT—I_VIIIlIIIlTlllllll ITrIllll[llll]llIll!Tl’l"’
miz—> .20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 /\
Abundance #4084: 3-Buten-2-ol, 2-methyl- N WAV .
43 7H 460 480 500 520 540
m/z 69.10 42 .45%
5000
59
27 53 67 86
01']7lllIllll'l!lTIIllI]‘lITI’T'llll!l%ll!lll’llll!!!" 1I'TI]llllllll|i!IIlI TTr ller“
mfz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 460 480 500 520 540
)3248.D HP022102.M Mon Mar 04 12:33:27 2002 Page 7
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Data File : C:\MSDCHEM\1\5973N\02MAR01\03248.D Vial: 3
Acg On : 1 Mar 2002 5:39 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
kkkkhkkhkkkhkkkkhkkhkhkhkkhkhkhkhkhkhkhkhkhkdhkhkhkkkhkhkhkkhbhkhkhkkhkhkkhkhhkhkhkdhkhdhkdhkhkdhhkkdhkhkkkhki
Peak Number 6 Acetic acid, 3-[1,3]dioxola... Concentration Rank 1

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

5.89 4.75 ug/L 2203380 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 33
2 3- (CYCLOHEX-3'-EN-YL) PROPANOL $$... 174 C8H1404 015745-87-6 33
3 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9
4 Butane, 2-methoxy-2-methyl- $$ E... 102 C6H140 000994-05-8 9

Abundance Scan 223 (5.891 min): 03248.D (-) m/z 73.10 100.00%
78
5000 /L
43 T T Illf]ll‘l'llT
560 580 6.00 6.20
55 87 103 S
OTI]'TII'"I_TT‘l]llll|l"lll'|"Ll‘]l'l[[|]|l1 llll[ll‘ll lI ]I"T]’llll[lllll TTT [l I' TT Il’ ']1 m/z 43 05 22-976
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
iAbundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
73
5000 - R R SRS A A
560 580 600 620
43 m/z 45.10 9.24%
27 JJ 55 87 113 174
c|l|||ll|l1|I]lIllllllIII]"I]TIlll]l"llrI']'lll'l'_’T‘Tr'IIIIIII]‘TT TIIII lllll l|ll|
m/z—-> 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 $$ 2-Cyclohexene-1-p...
783
560 580 600 620
5000 m/z 41.10 8.68%
43
27 || 55 n 87 113 174
S A R AN S RRALS AN SRR RS A LA A LRSS LA AARM AN RARSS UAAS RARMI Y
mfz--> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180
Abundance #1794: N-Ethylformamide $$ N-Formylethylamine $$ Formamide... R e R
30 560 580 600 620
73 m/z 71.10 6.08%
5000
44 58
15 . J ‘
c"l"l"l"!“"'][ I!'I""I""I'="I""I"‘I A DAL SRR GREAE BARME RAARE BREM RERRE S T T rrTTTT YT
m/z—-> 10 20 30 40 50 60 80 90 100 110 120 130 140 150 160 170 180 560 580 6.00 6.20
)3248.D HP022102.M Mon Mar 04 12:33:28 2002 Page 8

NYC-WTC_000006157



NYC 9/11 Public Portal Document

At aa S ssbipe s tadaa AN prsa W

Data File

C:\MSDCHEM\1\5973N\02MAR01\03248.D Vial: 3
Acg On 1 Mar 2002 5:39 pm Operator:
Sample 508 scan Inst Instrumen
Misc March 1, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Quant Method
Title
Library

(RTE Integrator)

AKhkhkkkhkhkhkdkkhkkkhkkhkhkhhkhkhkhkhkhkkkkhkhkhkhhhkhkhhhkkkhkkhkhkhkhkhkhkhkhkhkhkkhkkhhkhkhkhkkhkhkhkhkdkkk*

Peak Number 7 Hexanamide $$ n-Caproamide

Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T
9.88 0.06 ug/L 28360 1,4-Dichlorobenzene-d4 .71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Hexanamide $$ n-Caproamide $$ n-. 115 C6H13NO 000628-02-4 9
2 3-Butenoic acid $$ .beta.-Buteno.. 86 C4H602 000625-38-7 7
3 3-Butenoic acid (CAS) $$ Vinylac.. 86 C4H602 000625-38-7 7
4 Formamide, N-methyl- (CAS) $$ N-... 59 C2HLENO 000123-39-7 4
Abundance Scan 576 (9.876 min): 03248.0 () m/z 59.00 100.00%
59
5000
|ll'lllll'f|llll1\lf\l/l\l
45 73 86 960 9.80 10.00 10.20
O | | e m/z_45.00 10.04%
m/z--> 20 30 40 50 60 70 80 80 100 110 120
Abundance #15890: Hexanamide $$ n-Caproamide $$ n-Hexanamide $$ Capr...
59
5000 b
44 960 980 10.00 10.20
72 m/z 43.00 9.97%
27 ’l 86
0 1 Iy | 1, . I L 115
Tjﬁ"‘]'l‘llfl lllllfll]lllll'll|Illlllllll'llllll
mfz—-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #3753: 3-Butenoic acid $$ .beta.-Butenoic acid $$ Acetic a...
38
9.60 9.80 10.00 10.20
5000 m/z 85.80 9.27%
45 58 86
68
0 lt l H 1 II N
II"IIlll(llllllllllllllll'lIIIIITTIIIIIIIIIIllllllllll
miz—-> 20 30 40 50 60 70 80 0 100 110 120
Abundance #3751: 3-Butenoic acid (CAS) $$ Vinylacetic acid $$ .beta....
39 960 980 10.00 10.20
m/z 42.00 9.09%
5000
45 58 86
1
0 ' I 1] L AA —rT
YTT II lIII'll]TTTIIT_rlI|III'II|II[IIllllllllllllll[ YTY—[ITIIITIIIIIIIIII
m/z—-> 20 30 40 50 60 70 80 20 100 110 120 9.60 9.80 10.00 10.20
)3248.D HP022102.M Mon Mar 04 12:33:28 2002 Page 9
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Data File

Acg On
Sample
Misc

MS Integration Params:

Quant Method

Title
Library

- - -

C:\MSDCHEM\1\5973N\02MAR01\03248.D
1 Mar 2002 5:39 pm

508 scan

March 1, 2002

LSCINT.P

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

Vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

kkkkkhkkhkkhkhkhkkhhkhkkhkhhhhkhhkkhkhhkhkkhkkhkhhkhhkhkkhkkhkhhhhkkhkhhkkhkhkhkhhkhkhhhhhhkhkhkhkkkhikk

Peak Number 8 Cyclopentasiloxane, decamet... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
12.54 0.25 ug/L 166546 Naphthalene-ds 13.20
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Cyclopentasiloxane, decamethyl- 370 C10H3005Si5 000541-02-6 86
2 Cyclopentasiloxane, decamethyl- 370 C10H3005S8i5 000541-02-6 59
3 1-(3,4-ditrimethylsiloxyphenyl)-... 355 C17H33NO3Si2  000000-00-0 43
4 Heptasiloxane, 1,1,3,3,5,5,7,7,9. 504 Cl14H4406817 019095-23-9 38
[Abundance Scan 812 (12.541 min): 03248.D (-) m/z 73.00 100.00%
73
5000 267 355
lllll]llll LENE SN S I N
1220 12.40 1260 12.80
45 193 251
o e A BN B ||| fp 355 00 47.92%
miz—-> 40 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #313068: Cyclopentasiloxane, decamethyl-
73
267 35 .
5000 - LELEN BRI A S B LS L LI B TN R R
1220 1240 1260 1280
m/z 266.90 43.77%
O 191207 21 323339 h
o> 40 65 80 100 150 140 160 180 260 230 240 250 280 300 330 340 360
Abundance #313065: Cyclopentasiloxane, decamethyl-
73
1220 1240 1260 1280
5000 267 m/Z 356.00 14.92%
355
45
| 193 203 21 323339
Lnlz ]Tl_rlllll l'llll[l’_'_rlilllllllIl[TI'T‘I—IIIll]llll[llll]llll]llllIlllllllll[llll]lllllll
—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #302285: 1-(3,4-ditrimethylsiloxyphenyl)-2-isopropylaminoe... R B A
8 1220 1240 1260 12.80
355 m/z 267.90 12.04%
5000
116 147 179 322
S R R R B S B SARAS SR SRS SRR AASS BARS SARAS LARAS SARANRARES BN UM ISR SN UL
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 1220 1240 12.60 12.80
)3248.D HP022102.M Mon Mar 04 12:33:28 2002 Page 10
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Data File

B i R A g A A et

: C:\MSDCHEM\1\5973N\02MAR01\03248.D
Acg On : 1 Mar 2002 5:39 pm
Sample : 508 scan
Misc : March 1, 2002
MS Integration Params: LSCINT.P
Quant Method C:\MSDCHEM\1.

508 scan method
C:\DATABASE\WILEY7N.L

Title
Library

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

khkkkkhkkkhkkhkhkhkhkhkhkhkhkhkhkhkkhkkhkhhkhkhkhkhkhkhkhkkhkhkhkkhkkhkkhkhkhkkhkhkhkhkhkkhkhhkhkhkkhkkkhkkhkhkkkk

Peak Number 9

2-Methoxy-3-hydrazinyl -pyra. ..

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T
13.38 0.04 ug/L 29900 Naphthalene-ds 13.20
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methoxy-3-hydrazinyl-pyrazine 140 C5H8N40 000000-00-0 56
2 2,5-Cyclohexadiene-1,4-dione, 2,... 140 C6H404 000615-94-1 56
3 2,5-Cyclohexadiene-1,4-dione, 2,... 140 C6H404 000615-94-1 56
4 Pyrimidinetetramine- $$ Pyrimidi... 140 C4H8N6 001004-74-6 40
[Abundance Scan 886 (13.376 min): 03248.D (-) m/z 140.00 100.00%
140
5000
70 o4 UV UUVMIUN
52 l 1300 1320 1340 13.60 13.80
) S O R N N | N m/z 70.00 17.86%
mjz—> 30 40 50 60 70 80 °0 100 110 120 130 140
r‘\bundance #35089: 2-Methoxy-3-hydrazinyl-pyrazine
140
5000 42 - 'l""l"'/\""'l"ffl'
54 13.00 13.20 1340 13.60 13.80
68 m/z 94.00 13.40%
O T O N A
0 S S| |
lllllr'_llllIlllrllll["!f"lll[‘rll‘ Tl_l_i—[llllllllflllll T 7T 11
m/z—-> 30 40 50 60 70 80 %0 100 110 120 130 140
Abundance #35123: 2,5-Cyclohexadiene-1,4-dione, 2,5-dihydroxy- 0
14
» 1550 1320 1540 1360 1380
5000 50 m/z 96.10 10.20%
84
513 94 112
I e R R e BB L
mz-—> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #35122: 2 5-Cyclohexadiene-1,4-dione, 2,5-dihydroxy- $$ p-... e T AR
140 13.00 1320 13.40 1360 13.80
m/z 141.10 9.58%
5000 42
71
53 84 94 112
‘lTll‘lTlI‘lIIT_"IlI\‘I\Il‘([l"ﬁ[l||\“l_Y‘||\|l1_r“Tll !l‘\] \]llll \“!‘II\I‘\!Tlll
m/z—> 30 40 50 60 70 80 S0 100 110 120 130 140 13.00 13.20 1340 13.60 13.80

NYC-WTC_000006160
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Data File

ment

il alry OoOTalLoll Lulipuuiiud RepuL o

C:\MSDCHEM\1\5973N\02MAR01\03248.D
- Acqg On 1 Mar 2002 5:39 pm
Sample 508 scan
Misc March 1, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

Vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

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

khkhkdkhkhkhkhkkdhkhkhkdkhkhkhkkhkkhkkkkkhkhkhhhkhkhkhkhkhkhkkhkkhkkkhkkhkhkhkhkhkhkkhkkhkhhkhkhkdxdkhhkhkixkik

Peak Number 10

Decanal $$ n-Decaldehyde $$...

Relative to ISTD

Concentration Rank 11

R.T EstConc
13.59 0.05 u
Hit# of 5

31873 Naphthalene-ds

MW MolForm

1 Decanal $$ n-Decaldehyde $$ n-De...
(CAS) $$ n-Decanal $$ De...
(CAS) $$ n-Decanal $S$ De...

2 Decanal
3 Decanal
4 Decanal

156 C10H200
156 C10H200
156 C10H200
156 C10H200

000112-31-2 53
000112-31-2 47
000112-31-2 45
000112-31-2 38

IAbundance Scan 905 (13.590 min): 03248.D (-) m/z 43.10 100.00%
43 57
71 82
5000 136
49 ’ l 13.20 13.40 1360 13.80 14.00
ob— -+t e e e m/z 57.00 94.47%
m/z—> 40 50 60 70 80 90 100 110 120 130 140
IAbundance #55832: Decanal $3% n-Decaldehyde $$ n-Decanal $$ n-Decyl a...
43
57
5000 - e e
0 e 1320 1340 13.60 13.80 14.00
’ H ’ o5 112 m/z 41.10 70.73%
. -
I e o o i ez o o e e o e T
m/z--> 40 50 60 70 80 20 100 110 120 130 140
Abundance #55839: Decanal (CAS) $$ n-Decanal $$ Decyl aldehyde $3 De...
43 5
TITIYI‘[IIII]IITI'IIII[]I
13.20 13.40 1360 13.80 14.00
5000 0 e m/z 44.00 70.13%
ot - ———=
m/z—> 40 50 60 70 80 90 100 110 120 130 140
Abundance #55835: Decanal (CAS) $$ n-Decanal $$ Decyl aldehyde $$ De...
5 13.20 1340 1360 13.80 14.00
m/z 55.10 65.13%
5000 70 82
' |
clillllllll'llll[!l‘l" ll‘llllll!lllllll!’ |l||llllllll llllllllllll||||""'||l
miz—> 40 50 60 7 80 S0 100 110 120 130 140 13.20 1340 13.60 13.80 14.00
)3248.D HP022102.M Mon Mar 04 12:33:28 2002 Page 12
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——mr— m ;e e e = e me— - —— —

C:\MSDCHEM\1\5973N\02MAR01\03248.D
1 Mar 2002 5:39 pm

Sample 508 scan

Misc : March 1,

MS Integration Params:

Data File
Acg On

2002
LSCINT.P

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

Quant Method .\HP022102.M
Title

Library

Vial: 3

Operator:
Inst :
Multiplr: 1

(RTE Integrator)

Instrumen

.00

khkkkhkhkkkhkdkkhkkkhkhkhkhkhkkhkkkhhkhkhhkhkhkhkhhkkhkkhhhkhhkkkhkkkkkhhkhkhhhkhkhkhhkhhhkdkkkdkkrhhk

Peak Number 11 4H-Pyran-4-one, 2-ethyl-3-h...

004940-11-8

Concentration Rank 13

000000-00-0 9
000000-00-0 ©

R.T EstConc Area Relative to ISTD
16.55 0.04 ug/L 26940 Acenaphthene-dio0
Hit# of 5 Tentative ID MW MolForm
1 4H-Pyran-4-one, 2-ethyl-3-hydrox... 140 C7H803
2 .beta.,beta.-Difluorostyrene 140 C8H6EF2
3 Propenamide, N,N,2-triethyl- 155 C9H17NO
4 3-Pyridinecarboxylic acid, 1,2,5... 155 C8H13NO2

000063-75-2 9

Abundance Scan 1167 (16.548 min): 03248.D (-) m/z 140.10 100.00%
140
5000
43 I
56 89 122 172 S I V—
| ! l ’ l 1620 1640 1660 16.80
o R N Y 18 ) N 1 NN m/z 71.00  30.319
m/z—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
IAbundance #35346: 4H-Pyran-4-one, 2-ethyl-3-hydroxy- (CAS) $$ Ethyt ...
140
5000 97 - A L o
71 1620 1640 1660 16.80
125 m/z 43.10 28.21%
53 84 111
O e e e e e e e e
miz—-> 20 30 40 S0 60 70 80 9C 100 110 120 130 140 150 160 170
Abundance #35448: beta. beta.-Difluorostyrene
140
90 16.20 1640 1660 16.80
5000 m/z 122.10 26.00%
01 114
0 7 L1 | 922
RN o B RS R s L L e RARRA R AR L
m/z—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170
Abundance #54338: Propenamide, N,N,2-triethyl- T e
140 1620 1640 16:60 16.80
55 83 m/z 56.10 23.02%
5000
27 155
72 112
| 100 | 126
0 | 1 | 4
TIIITIIIIVlllllllTTllllllI|IYTTIYITI—II_I_I_T‘[VTIIIIlll]llll]llll ll|l|ll T lllI“TTII' T T 71 77 T IIII]ITII]'
miz—-> 20 30 40 S50 60 70 80 SO 100 110 120 130 140 150 160 170 16.20 1640 1660 16.80
03248.D HP022102.M Mon Mar 04 12:33:28 2002 Page 13
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Data File

Acg On
Sample
Misc

MS Integration Params:

Quant Method

Liprdary searcn compound Report

C:\MSDCHEM\1\5973N\02MAR01\03248.D

1 Mar 2002
508 scan
March 1,

5:39 pm

2002
LSCINT.P

C:\MSDCHEM\1...\HP022102.M

Vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

(RTE Integrator)

Title 508 scan method
Library C:\DATABASE\WILEY7N.L
kkhkhkkhkkkhkhkhkhkhkkkhkhkhkhkhkhkkhhkhkhhkhkhhkdhhkkhhkhkhkhkddkhhkhkhkhkhhkhkhkhobhkhkhkhkhdrkhhkdkhhkdkhkhkhkkrkx
Peak Number 12 N-perdeuteriobenzylideneani... Concentration Rank 5
R.T EstConc Area Relative to ISTD R.T.
22.28 0.13 ug/L 90534 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 58
2 Thiocyanic acid, 2-benzothiazoly... 192 C8H4N2S2 006011-99-0 53
3 Benzo[l,2-c:3,4-clbis(isothiazol. 192 C8H4N2S2 074960-05-7 53
4 N- (2-methylprop-2-enyl)-2-nitrob... 192 C10H12N202 000000-00-0 46
IAbundance Scan 1675 (22.283 min): 03248.D (-) ) m/z 192.00 100.00%
192
- /\ I
42 o &2 9’6 146 4g0 Jl 2200 2220 2240 2260
o) I SN N AP S S N | [m/z 191.00 19.40%
m/z—> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190200
Abundance #88409: N-perdeuteriobenzylideneaniline
1?2
5000 82 - e e ..Z\ﬁ.
2200 22.20 2240 2260
54 110 m/z 96.00 17.15%
o 30 94 160
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102098: Thiocyanic acid, 2-benzothiazoly! ester (CAS) $$ ... )
192 “
2200 2220 2240 2260
5000 m/z 193.10 15.11%
69
g2 90 108 122 134 148 160
0,
mz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 /\

2200 2220 2240 2260

Abundance #102104: Benzo[1,2-c:3,4-c]bis(isothiazole) $$ Benzo[1,2-c... 140
5000
45 148
57 69 g 96 121 165
Lnlz (}“'Trrrf'l”"rﬁ'| "ll""lh‘”l"!‘I"”l"“fi‘ e BN
~> 20 30 40 50 60 70 80 90100110120130140150160170180190200

m/z 146.10 15.04%

2200 2220 2240 2260

3248.D HP022102.M
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Data File : C:\MSDCHEM\1\5973N\02MAR01\03248.D Vial: 3

Acg On : 1 Mar 2002 5:39 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
I EE R EEEE R EEEERELEEEEEE S S S LS EE SRS LR R RS EFE S LR R EREEEEEEEEEEE R E L R EEE R XE XS T
Peak Number 13 (1S*,2R*,5R*,7S8*)-2,4-Dimet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
31.09 0.08 ug/L 49941 Chrysene-dl2 30.49
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (1S8*,2R*,5R*,78*)-2,4-Dimethyl-7... 168 C10H1602 091926-28-2 72
2 1,2-Benzenedicarboxylic acid, 3-... 211 C8HS5NO6 000603-11-2 56
3 Phthalic acid, diisococtyl ester ... 390 C24H3804 001330-91-2 56
4 1,2-Benzenedicarboxylic acid, di... 390 C24H3804 027554 26-3 56
Abundance Scan 2455 (31.088 min): 03248.D (-) m/z 149. 100.00%
149
5000 167
57 71
’ |27 S 50 51 S
ok ||| ’ .'.!“,....,..,.[...,,.ﬁ..,2,°.7..]r,..2',.‘9. m/z 167. 40.13%
miz—> 80 100 120 140 160 180 200 220 240
IAbundance #70509 (18*,2R", 5R‘,7S‘)—2,4-DLmethyI-?-ethyI-6,8-dioxabi...
149
5000 167 - T & SRMEE—
/3080 31.00 31.20 31.40
71 m/z 71.00 29.00%
57 n 83 113
01"l"']IIIIII!I|IIIllIlllll]IILII'I!IIITfIIII1'Tl’ll||lll
miz—> 40 60 80 100 120 140 160 180 200 220 240
Abundance #131213:1 ,2-Benzenedicarboxylij acid, 3-nitro- (CAS) $$ 3...
149
30.80 31.00 31.20 31.40
5000 m/z 57.05 26.37%
167
H 83 13 432
0l A e
m/z—-> 40 60 80 100 120 140 160 180 200 220 240
Abundance #326955: Phthalic acid, diisooctyl ester $$ 1,2-Benzenedic...
149 30.80 31.00 31.20 31.40
m/z 70.10 22.54%
5000 57
7 167
113
0"'7'!!IIAIJjIIIISI?Ilgl'TIIIAI!]l[llll[lllllllllllll’]"'ll l[IlT T IIl|IIIll|rTII]I|Ir
miz—> 40 60 80 100 120 140 160 180 200 220 240 30.80 31.00 31.20 31.40
)3248.D HP022102.M Mon Mar 04 12:33:29 2002 Page 15
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Jperator 1ID: Date Acquired: 1 Mar 2002 5:39 pm

data File: C:\MSDCHEM\1\5973N\02MAR01\03248.D

Name: 508 scan

disc: March 1, 2002

Jethod: C:\MSDCHEM\1l\METHODS\METHODS\HP022102.M (RTE Integrator)
Fitle: 508 scan method

sibrary Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit na RT EstConc Units Response |# RT Resp Conc
3.61 0.1 ug/L 54656 1 9.71 9275410 20.0
3.92 0.1 ug/L 27944 1 9.71 9275410 20.0
4.64 0.1 ug/L 61329 1 9.71 9275410 20.0
4.86 0.2 ug/L 77725 1 9.71 9275410 20.0
5.01 0.1 ug/L 43056 1 9.71 9275410 20.0
5.89 4.8 ug/L 2203380 1 9.71 9275410 20.0
9.88 0.1 ug/L 28360 1 9.71 9275410 20.0
12.54 0.2 ug/L 166546 2 13.20 13380000 20.0
13.38 0.0 ug/L 29900 2 13.20 13380000 20.0
13.59 0.0 ug/L 31873 2 13.20 13380000 20.0
16.55 0.0 ug/L 26940 3 18.33 14112600 20.0
22 .28 0.1 ug/L 80534 4 22.63 14484700 20.0
31.09 0.1 ug/L 49941 5 30.49 13054900 20.0
J3248.D HP022102.M Mon Mar 04 12:33:29 2002 Page 16
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