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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 03/05/2002 Time: 12:16:55

Sample: AE02718
Gnalysis: $GCMS GCMS Scan For Unknowns
nits: ug .
l§tarted: 3/6/02 12:16  Ended: 3/5/02 12:16  Analyst: DLV
age: 1

R
Other unknown compounds .
Surr_2,4-DDD 97 - 5.0
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" Comments for Sample AE02718 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 03-05-2002 Time: 12:17:05

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 14 of the 43 compounds in the LCS Standard were
above their acceptance ranges.
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. Quantitation Report (Not Reviewed)

Data File : C:\MSDCHEM\1\5973N\02FEB28\02718.D Vial: 3

Acg On : 28 Feb 2002 4:20 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 28, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Mar 01l 09:02:57 2002 Quant Results File: HP022102.RES

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

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

Regponse via : Initial Calibration

DataAcg Meth : HP020702

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.72 152 1378279 20.00 ug/L 0.00
10) Naphthalene-d8 13.20 136 5973201 20.00 ug/L 0.00
17) Acenaphthene-dlo0 18.34 164 2971117 20.00 ug/L 0.00
29) Phenanthrene-dl0 22.63 188 5193287 20.00 ug/L -0.01
38) Chrysene-dl2 30.49 240 3868162 20.00 ug/L -0.03
44) Perylene-dil2 34.41 264 2499584 20.00 ug/L -0.04
System Monitoring Compounds
37) 2,4-DDD 27.72 235 335699 4.85 ug/L 0.00
Spiked Amount 5.000 Recovery = 97.00%
Target Compounds Qvalue
20) Dimethylphthalate 18.34 163 475920 2.64 ug/L # 57
21) 2,6-Dinitrotoluene 18.33 165 378401 9.09 ug/L # 27
(#) = qualifier out of range (m) = manual integration
02718.D HP022102.M Fri Mar 01 09:02:58 2002 Page 1
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Quantitation Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02FEB28\02718.D Vial: 3
Acq On : 28 Feb 2002 4:20 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 28, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Mar 1 9:02 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: 02718.D
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LSC Area Percent Report

* Data File : C:\MSDCHEM\1\5973N\02FEB28\02718.D vial: 3
Acqg On : 28 Feb 2002 4:20 pm Operator:
Sample 508 scan Inst : Instrumen
Misc : February 28, 2002 Multiplr: 1.00
MS Integration Paramg: LSCINT.P

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

Smoothing OFF Filtering: 5

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

Stop Thrs : 0 Peak Location: TOP

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

Signal TIC
peak R.T. first max last PK peak corr. corr % of
# min scan scan scan TY height area % max total
1 3.622 19 22 25 rBV 33825 55421 0.43% 0.084%
2 3.927 47 49 55 rBV 21167 31835 0.25% 0.048%
3 4.254 73 78 85 rvvs3 28825 62658 0.49% 0.095%
4 4.378 85 89 99 rVB3 7272 22285 0.17% 0.034%
5 4.638 107 112 119 rBVS 9305 22267 0.17% 0.034%
6 4.875 131 133 143 rBV2 10501 30173 0.24% 0.046%
7 5.022 143 146 155 rVB 13142 25247 0.20% 0.038%
8 5.936 223 227 239 rBV 45655 119908 0.94% 0.181%
S 6.094 239 241 249 rvv2 11357 38674 0.30% 0.058%
10 9.718 557 562 567 rBV 3792184 7695783 60.19% 11.615%
11 13.185 865 870 875 rBV 5812328 11253753 88.01% 16.985%
12 16.548 1161 1167 1171 rBV2 10185 20957 0.16% 0.032%
13 18.332 1319 1325 1331 rBV 5706831 12089075 94.54% 18.246%
14 22.283 1671 1675 1679 rBV 37895 70950 0.55% 0.107%
15 22.633 1701 1706 1711 rBV2 5643704 12786872 100.00% 19.299%
16 22.768 1715 1718 1737 rVB 68134 278511 2.18% 0.420%
17 24.857 1899 1903 1911 rVVv 31351 69414 0.54% 0.105%
18 27.724 2153 2157 2163 rBV 906267 1607803 12.57% 2.427%
19 30.490 2397 2402 2439 rBV 4771958 11416722 89.28% 17.231%
20 34.407 2743 2749 2789 rBV 2971690 8556814 66.92% 12.915%
Sum of corrected areas: 66255122
02718.D HP022102.M Fri Mar 01 10:07:26 2002 Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02FEB28\02718.D

Operator :

Acquired : 28 Feb 2002 4:20 pm using AcgMethod HP020702
Instrument : Instrumen

Sample Name: 508 scan

Misc Info : February 28, 2002

Vial Number: 3

Quant File :HP022102.RES (RTE Integrator)

Abundance TIC: 02718.D
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Library Search Compound Report

" Data File C:\MSDCHEM\1\5973N\02FEB28\02718.D
Acg On 28 Feb 2002 4:20 pm
Sample 508 scan
Misc February 28, 2002

MS Integratlon Par

Quant Method
Title
Library

508

C:\MSDCHEM\1..

ams: LSCINT.P

scan method

C:\DATABASE\WILEY7N.L

vVial: 3

Operator:
Inst :
Multiplr: 1.00

Instrumen

.\HP022102.M (RTE Integrator)

K ke ke ke k ok dok dok ok kg ok koK ok k ok ok ok ok ok ke ok ok ok hod ok ok ok kok ok dhd ok ok ok kk ok ok kkkhhdkkkhkkdkkkkkdkhdkkkkkk

Peak Number

1 Butanoic acid, methyl ester

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T
3.62 0.14 ug/L 55421 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H 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 22 (3.622 min): 02718.D (- m/z 43.10 100.00%
43 '
5000
2 87
| 51 | } | 3.50 3.60 3.70 3.80 3.50 4.00
c l‘l'l(ill"l]l"‘[lllllll ' lll l“ lll]‘TI Clllllll 'lllll!llll lll Xll;tlll‘] m/z 74.00 87.89%’
m/z—> 20253035404550556065707580859095100105110
Abundance #9217. Butanoic acid, methyl ester
74
5000 IREANRERRE RERRES RERS TTTI T[T T
27 59 "3.50 3.60 3.70 3.80 3.90 4.00
87 m/z 71.00 70.18%
l 33 Lt ‘ Hr 102
c lr]_llrl'[lill[llllll) ]ll L RRALRE BEERRE BERAR] ll ] lll TTv I llll ll ' ITTTYI'
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 80 95 100 105 110
Abundance #9227 Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
74
3.50 3.60 3.70 3.80 3.80 4.00
5000 m/z 41.10 33.68%
%9 87
|l| 619 : L 102
cllTl’YIll lll llllllllll llll'llllll]llll]llll]'llll ll lllllll “II l"[ ll llllllll
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Abundance #9222: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
48 3,50 3.60 3.70 3.80 3.90 4.00 .
m/z 59.10 30.10%
5000
59 87
0 33 11 i He 102
L Illlll‘lil LA RN AR RS RRAREERERIREARRE LI 'Il lll lll TTT TYYI IV V1T l T TT¥T LRI LRIRR} TITT ¥ T
> BB B B A BB E e S e 350 3.60 3.70 3.80 390 4.00
02718.D HP022102.M Fri Mar 01 10:07:27 2002 Page 3
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Library Search Compound Report

" Data File : C:\MSDCHEM\1\5973N\02FEB28\02718.D Vial: 3
Acg On : 28 Feb 2002 4:20 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 28, 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

[ ZEZ XTI XL EXEIETEIETE LRI E IR LR ARSI R E R RS EEEERE RS RS E R R AR SRR E R E RS XX X
Peak Number 2 Propane, 1,l-dimethoxy-2-me... Concentration Rank 8

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

3.93 0.08 ug/L 31835 1,4-Dichlorobenzene-~d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Propane, 1,l-dimethoxy-2-methyl- 118 C6H1402 041632-89-7 83
2 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H1402 000000-00-0 74
3 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H1402 000000-00-0 74
4 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H1402 000000-00-0 43
Abundance Scan 49 (3.927 min): 02718.D (-) m/z 75.10 100.00%

75
5000 a7
55
o 7 b ko 4l 4k
84
o l"l]ITIXI"IlI‘Il‘Illl'Illllllllllllll]lllll=:5111illl"’[llllllllll!l" lfT'l"lll'll'lll'!]ll m/z 87 00 38‘50%
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17846: Propane, 1,1-dimethoxy-2-methyl-
7%
5000 87 "/\'**'1""1""1*"'1
360 380 400 420
55 m/z 55.10 25.38%
0 311 413147 59 711 i
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17849: ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi...
7
360 380 400 420
5000 o7 m/z 47.10 14.16%
2 a9 *59 7 J
c-l llll lll IIT' I l,—[fTT"—[lil"l ll Tlfr Illl ]l llll }Ill{lllllll'}TIIlf 1'1
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17848: ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi...
7% 360 380 400 420
m/z 45.00 8.82%
5000
o 87
15 27 31 47 l ’
59
c1"‘1)!1‘1l'lllllll]l!ll[l'lllllllTTl'T!]l"er‘rr'llll‘¥¥lllllllllll!lll !lll[l'lllll%llllll]il lllilll[lllfl lllll'li
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 360 380 400 420
02718.D HP022102.M Fri Mar 01 10:07:27 2002 Page 4
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Library Search Compound Report

" Data File C:\MSDCHEM\ 1\5973N\02FEB28\02718.D
Acg On 28 Feb 2002 4:20 pm
Sample : 508 scan
Misc : February 28, 2002

MS Integration Params: LSCINT.P

Quant Method
Title :
Library

508 scan method
C:\DATABASE\WILEY?N.L

Vial: 3

Operator:
Inst :
Multiplr:

Instrumen
1.00

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

Jede de de de de de de ke ke de do K K de de de Je Jo K K K K K de K de de de de ke Fo K e KKK K de g de ke e deqodk e dek Jedk ok ke k ok kd kK k ok ok ok kk

Peak Number 3 4-0-Methyl-d-arabinose

Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
4.25 0.16 ug/L 62658 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual

e e . s e s e e e e e e e e e e S e i s v e e e e e e e e e e e b b e s e e s e

1 4-0-Methyl-d-arabinose 164 C6H1205

000000-00-0 64

2 N-Hydroxymethylacetamide $$ Acet.. 89 C3H7NO2 000625-51-4 53
3 Methanethioamide, N,N-dimethyl- ... 89 C3H7NS 000758-16-7 47
4 Methanethioamide, N,N-dimethyl- 89 C3HT7NS 000758-16-7 47
Abundance Scan 78 (4.254 min). 02718.D () m/z 87.00 100.00%
43 87
5000 S5
I | o | 103 400 420 440 460
0‘71lll‘l['\‘l'lJlIllll!ll1'l[l!llll!‘1![11‘I‘II‘[Il!lllllll‘ll'K m/z 43 oo 87 10%
mfz—> 30 40 50 60 70 80 90 100 110 120 130
Abundance ﬂ%ﬂ&40MaMH$mew
8
5000
60 400 420 440 480
45 74 m/z 89.00 86.59%
0 L 0 nr 1
¥ I TT 7 I v i F T [ T ¢ v 7 l T T ¥ 7 l T1T 17 l LI I ) l T T ¥T , T 1 1 TF T LER SR 1]
miz—> 30 40 S0 60 70 80 60 100 110 120 130
Abundance #53267 N-Hydroxymethylacetamide $$ Acetamide, N-{hydroxymae...
400 420 440 460
m/z 41.10 65.55%
5000 - 80 /
‘l °o @ ,
olllfllll]ll'llllllril"lllI lll[lll‘[lllll!_Y_l'l llll[llll]KYi
miz-> 30 40 50 60 70 80 90 100 110 120 130
Abundance #5041: Methanethicamide, N N-dlmethyl~ (CAS) $3$ Dimethylth...
400 420 440 460
m/z 85.00 60.26%
5000
42 74 A
c"r]'?sl'llI!I?lTlll$ll }’! ll l!{'ll lll[1 l ' T ITI'I T T lllmrtlll [l\ll
miz—> 30 40 50 60 70 80 90 100 0 120 130 400 420 440 460
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Library Search Compound Report

" Data File : C:\MSDCHEM\1\5973N\02FEB28\02718.D Vial: 3
Acg On : 28 Feb 2002 4:20 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 28, 2002 Multiplr: 1.00

MS Integration Paramg: LSCINT.P

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

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
2222 22 22X R TR EEEEEI RS IR R EZEE R EZZEAZE LI EEZEIEEE TR ERE T TR TR R T T RS
Peak Number 4 1,3,5-Cycloheptatriene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.38 0.06 ug/L 22285 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3,5-Cycloheptatriene 92 C7HS8 000544-25-2 7
2 1,3,5-Cycloheptatriene (CAS) $$ ... 92 C7H8 000544-25-2 4
3 METHYLFULVENE 92 C7HS8 000000-00-0 4
4 1,3,5-Cycloheptatriene $$ Cycloh... 92 C7HS8 000544-25-2 4
[Abundance Scan 89 (4.378 min): 02718.D () m/z 91.00 100.00%
o
5000
43
51 86 400 420 440 460 480
cillllYFIlllllll‘lllll!]l‘ll‘l TTY lr ']"ll]l!'fr"!l!l']llll'lll'll‘l'l"ll ll’ll"ll" m/z 92 lo 58 78%
mfz—-> 20253035404550556065707580859095100
Abundance - #5569 1,3,5-Cycloheptatriene
g
m l]ll llllﬁ‘!ll llll]l
400 420 440 4860 4.80
65 m/z 43.00 33.48
7 3 4.8 e |
clllllll]'llrlllllll!lllllll]lIIl[ll'f]ll]l[llli—lﬁ_'TT]llllIIlllllll |ll l[ lllllill]ll
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #5568: 1,3,5-Cycloheptatriene (CAS) $$ Cycloheptatriene $$... /\
o
A TTrrT 1lllA[l A A/l—\(lll
400 420 440 460 4.80
»® 61, 86 ’
cTY[(ll'lllllllllllllllil lI lllll T l"lllll L3 ll'!l LRI T]'l"]ll'll lll]llllrlT
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #5531 METHYLFULVENE .. L L
o 400 420 440 450 480
m/z 85.90 2.98%
5000
o P s 61, % , ‘
l'[llll[lll Il ll lllll ll[llll]lllllllllllll‘[ ll[lll llllllllll'lll lllrll"T'T T T llllll 7 llll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 400 420 440 460 480
02718.D HP022102.M Fri Mar 01 10:07:27 2002 Page 6
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Library Search Compound Report

" Data File : C:\MSDCHEM\1\5973N\02FEB28\02718.D Vial: 3
Acg On : 28 Feb 2002 4:20 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 28, 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

X E XX XXX XEEEEEEX SRR RS SRAE X AR R RE RS X2 X R 2 XX R 2 2 a2 2t 2 2 R 22 R XXX X2 0 2 X 4
Peak Number 5 Butanoic acid, 2-methyl-, m... Concentration Rank 12

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

4.64 0.06 ug/L 22267 1,4-Dichlorobenzene-d4 9.72
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 40
2 Nonanoic acid, ethyl ester (CAS)... 186 C11H2202 000123-29-5 9
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 9
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 9

Abundance Scan 112 {4.638 min); 02718.D (-) m/z 57.10 100.00%
7
88
5000 4
101
{ 49 { l L 420 440 460 480 500
o) MENNSSS NN  Y  E EE— m/z 88.00 67.82%
nfz—> 20 30 40 S50 €0 70 8 90 100 110 120
Abundance #164386: Butanoic aycid, 2-methyi-, methyl ester (CAS) $3$ Me...
5 88
5000 I'A"rl“"l""l""l"’
420 440 460 480 500
27 101 m/z 41.10 51.33%
0 33 l, 619 e l 116
llllll'lllllli‘lfl‘l’lll‘llll'lllllll‘ ’Illl‘llllllllll'r
miz—> 2 30 40 50 60 70 8 90 100 110 120
Abundance #95568: Nonanoic acid, ethyl ester (CAS) $§8 Ethyl nonanoat...
420 440 460 480 500
5000 29 m/z 85.00 31.75%
43
A
cl]l|xl‘lllllllllll(ll"lr!llllllllll l\l]_[—l"llllllll"l

—> 20 30 40 50 60 70 80 90 100 110 120

ndance #16439: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...

57 88 420 440 450 480 500
m/z 43.00 27.00
5000 41
101
=
cll_‘l’llflllllll'll]lll!llll!lllxllllIWll'lllllllllll!llf]"‘l—

miz—> 20 30 40 50 60 70 80 90 100 110 120 420 440 460 480 5.00
02718.D HP022102.M Fri Mar 01 10:07:28 2002 Page 7
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Library Search Compound Report

" Data File : C:\MSDCHEM\1\5973N\02FEB28\02718.D Vial: 3
Acg On : 28 Feb 2002 4:20 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 28, 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
khkhkhkhkkhhhhhkhhhkhkhkhhhhkhhkkhkhkhkhhhkhhhhhkhkhkhkhhkhkhhhkhkhkhkkhhhkdhhhhhhhkhhhkkk
Peak Number 6 Cyclopentanone Concentration Rank 9

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

4.88 0.08 ug/L 30173 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 7
2 4-methyloxazole 83 C4H5NO 000000-00-0 7
3 2-Butenal, 2-methyl- $$ Crotonal... 84 CS5HS80 001115-11-3 7
4 1-PROPENYL-AZIRIDINE 83 CB5HON 000000-00-0 7

IAbundance Scan 133 (4.875 min): 02718.D () 83.85 100.00%
&4
1 W]\Wm
5000 41
51 460 480 500 520
0 "[“'TTII!!I'Illlllllllllllll!ll%lll LIRIR lll'l‘ IIT'I_I' III’ rTTTf]Tl" m/z 55 lo 68 65%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3263: Cyclopentanone \
g5
m 41 M 'lllll"' Iiﬂl lllll
460 480 500 520
o7 m/z 83.00 64.04%
T al all |
c ‘llll'l’lIll!llll}llll'llllllllllll:l Illlllilll )1rlllllllllilll;lllllll TV
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 ©0
Abundance #3000: 4-methyloxazole -
85
83
460480 500 520
5000 m/z 41.10 _51.75%
39 4 %21
Ot At -rrHH e e
e B R R R eSS e R e | i
Abundance #3217 2-Butenal, 2-methyl- $$ Crotonaidehyde, 2-methyl- $... o
29 o4 460 480 500 520
m/z 51.00 3.91%
5000
0 1 37 44 1511} H 69 1is
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 460 480 500 520
02718.D HP022102.M Fri Mar 01l 10:07:28 2002 Page 8
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Quant Method :
Title H
Library

NYC 9/11 Public Portal Document

Library Search Compound Report

" Data File C:\MSDCHEM\1\5973N\02FEB28\02718.D vVial: 3
Acqg On 28 Feb 2002 4:20 pm Operator:
Sample 508 scan Inst : Instrumen
Misc February 28, 2002 Multiplr: 1.00

Peak Number

MS Integration Params: LSCINT.P

7 Butenol, methyl-

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

dedede dededeok ok ok ok ok ke k ok ok hdkkkkkkdhkhhkkkkkkkdkdkdkkkhkhkhkkkkkhkkkkkkkk ki kdkkkkdkkkkkki

Concentration Rank 10

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

5.02 0.07 ug/L 25247 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Butenol, methyl- 86 CS5H100 060766-00-9 74
2 3-Buten-2-0l, 2-methyl- (CAS) $$... 86 C5H100 000115-18-4 9
3 Di-iso-amyl oxalate 230 C12H2204 000000-00-0 9
4 3-Buten-2-ol, 2-methyl- 86 C5H100 000115-18-4 7

Abundance Scan 146 (5.022 min): 02718.D (-) m/z 43.10 100.00%
48 71
5000
l [ I 84 460 480 500 520 540
c'l![l lr'll"ll]‘Tl’[Pl)lllillllllllll'l]’flllll‘l[ll“]‘ill m/z 71.00 86081%
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4093: Butenol, methyl-
43 7
o Al
59 I LERELERS ]'Tl T ¥ ‘ rrrrryrrrr ] T
27 460 480 500 520 540
15 l m/z  41.10  58.40%
o) l ] :hl il 86
Illlll llllll!llllTTlllll(llllllllllllllllil'lllllllllllll
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4080: 3-Buten-2-ol, 2-methyl- (CAS) $$ 2-Methyl-3-buten-2...
71
460 480 500 520 540
5000 m/z 69.00 | 35.94%
27 59
cllllllllrllllllli}‘[l’lifllllIIIII)I]’TTIIIIllllllll[ll’jlllll!
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #159394: Di-iso-amyl oxalate IR S e ERE
460 480 500 520 540
71 m/z 59.00 35.46%
5000
1 ﬂ
87 115 161 188
O‘ lll'lIIrlll'llllllllerl‘lllll'lll]ll“"[TT'T Illllllllll]l"l"‘l}ll
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520 540
02718.D HP022102.M Fri Mar 01 10:07:28 2002 Page 9
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NYC 9/11 Public Portal Document
Library Search Compound Report

‘ Data File : C:\MSDCHEM\1\5973N\02FEB28\02718.D Vial: 3
Acg On : 28 Feb 2002 4:20 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 28, 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

XX 2SS SR X EZE T EIEEEEIEIEIEIE SRS S AL EEE LSS AR R EEEIEEEIEELIE S EEE LR EE L L & X X3
Peak Number 8 3-{(CYCLOHEX-3’-EN-YL)PROPAN... Concentration Rank 2

R.T. EgtConc Area Relative to ISTD R.T.

5.94 0.31 ug/L 119908 1,4-Dichlorobenzene-d4 9.72
Hit#$ of 5 Tentative ID MW MolForm CASH Qual
1 3-(CYCLOHEX-3’-EN-YL)PROPANOL $$... 174 C8H1404 015745-87-6 33
2 Acetic acid, 3-[1,3ldioxolan-2-y... 174 C8H1404 000000-00-0 33
3 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9
4 Isopropyl 5,11l-dihydroxy-3,7,11-... 314 C1l8H3404 000000-00-0 9

Abundance Scan 227 (5.936 min). 02718.D (9 m/z 73.10 100.00%
73
5000
43
'560 580 600 620
olllll!lli!llllll {ll“'l('llslﬁl'l‘lll'lll' 8[?[‘1 111031l lll( TY¥T ﬁ T lll l‘ m/z 43 05 24 89%
miz-> 10 20 30 40 50 60 08090100110120130140150160170180
Abundance #36138; 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
73
5000
560 580 600 6.20
43 m/z 41.10 11.43%
0 A - T N 4 113 174
7T LR ER] TIT7T LR ER] LRI E] TIT7 IRERDERARI LR TEY ll erll TIFT l l ll']Tl’_I! LIRS
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetn; acid, 3-[1,3]dioxolan-2-ylpropyl ester
3
560 580 600 620
5000 m/z 45.10 8.39%
43
27 1l s8 | & 113 174
cll]IlleTTIKll(llIlllllllIlllfilf‘l'(l;llil[3l‘ll"llllllllllll‘lllTTTlllIl(llllllll(l‘lll
miz—> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180
Abundance #1794: N-Ethylformamide $$ N-Formylethylamine $$ Formamide... . e —
30 560 580 600 620
73 m/z 71.10 7.16%
5000
44 58
15 | A{ t
clll‘lll‘ll!l IIII"I llll!llllli{lglllf Tlllll Rlll LR BRI TT l TITT I‘K"I TTT ll]l'lfTFl)lllllllllll‘
miz-> 10 20 30 40 50 60 80 90 100 110 120 130 140 150 160 170 180 560 580 600 620
02718.D HP022102.M Fri Mar 01 10:07:28 2002 Page 10
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02FEB28\02718.D
Acg On 28 Feb 2002 4:20 pm

Sample 508 gscan

Misc February 28, 2002

MS Integratlon Params: LSCINT.P

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

Quant Method
Title :
Library

vial: 3
Operator:
Inst :
Multiplr:

Instrumen
1.00

.\HP022102.M (RTE Integrator)

khkkhdhkhhdhhkhkhkhhhdhhhhkhkhhhhhhkhkhhdhhhhdhhhkhhhdhhkihdhhdhhhdhdddkhdhdddhdhkkkk

Peak Number

9 Diacetamide $$8 Acetamide, N...

Relative to ISTD

Concentration Rank 7

R.T EstConc Area
6.09 0.10 ug/L 38674
Hit# of 5 Tentative ID

1,4-Dichlorobenzene-d4

MW MolForm

1 Diacetamide $$ Acetamide, N-acet...

2 2-Pentanone, 4-hydroxy-4-methyl-
3 2-Pentanone, 4-hydroxy-4-methyl-
4 2-Pentanone, 4-hydroxy-4-methyl-.

101 C4H7NO2
116 C6H1202
116 C6H1202
116 C6H1202

000625-77-4 9
000123-42-2 9
000123-42-2 9
000123-42-2 9

Abundance Sca:;B 241 {6.094 min): 02718.D () 43.10 100.00%
M
'l 86 101 580 600 620 640
O Y"'l‘ll lllIl’I LEML 2N ll T T l 51 ¥ i IT‘\'! l’lllll ll;lll [(“itlol I m/z 59 10 33 40%
miz—> 10 20 30 40 50 60 70 80 80 100 110
Abundance #8752 Diacetamit;l&% Acetamide, N-acetyl- (CAS) $$ Diacet...
5000 lllilli (Kl‘llll T
580 600 620 640
5 59 73 m/z 58.00 22.59%
0 | o | ; | 86 o
T 1 ' LEREE BR] I LR BRI l T F ¥ 7 I LEREREE I T 1 1 ¥ l T 7 U7 ‘ L2 I I § l LR B 1 LR MRS l LERBR BRI ‘[
miz—-> 10 20 30 40 50 60 70 80 e 100 110
Abundance #1 6609:4%-Pentanone, 4-hydroxy-4-methyl-
T 17T [ T v V7 l T3 , T T I
5.80 600 6.20 640
5000 59 m/z 101.10 9.65%
31 l 101
Ot e SN —
T T ¥ ‘ LR RS l T ¥ 7 I T T I T T 17t ' T ¥ 1 ¥ l T l
mlz—> 10 30 40 50 60 70 80 90 100 110
Abundance #16600: 2-Pentanone, 4-hydroxy-4-methyl- T b
48 580 600 620 640
m/z 47.00 8.87%
| A
15 101
\ |
O’l(¢r|1‘II lrlr[TTll[Jl l :lll T ‘l [118’311 [ II%IJIII'.I lllll I'Ilrll'(ll l T T
m/z—> 10 20 30 40 50 60 70 80 g0 100 110 580 600 620 640
02718.D HP022102.M Fri Mar 01 10:07:28 2002 Page 11
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NYC 9/11 Public Portal Document

Library Search Compound Report

< Data File C:\MSDCHEM\ 1\5973N\02FEB28\02718.D vial: 3
Acg On 28 Feb 2002 4:20 pm Operator:
Sample : 508 scan Inst Instrumen
Misc February 28, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

ke K K K de ke de de de de K ke Je o K do ke ke Je ke ke ok ke ke dode Kk ok ke ke de dede e kok Kk kk Tk ok ok ok ok ok ok ok ok ok ok kdkhkkkkkkkkkkhkdk
Peak Number 10 Pyrimidinetetramine- $$ Pyr. Concentration Rank 13

Quant Method

R.T EstConc Area Relative to ISTD R.T
16.55 0.03 ug/L 20957 Acenaphthene-dl0 18.34
Hit# of 5 Tentative ID MW MolForm CAS#H Qual

1 Pyrimidinetetramine- $$ Pyrimidi...

2 5-Fluoronicotin amide
3 2-Fluoronicotinamide

140 C4H8N6
140 C6H5FN20
140 C6H5FN20

001004-74-6 9
000000-00-0 9
000364-22-7 9

4 2,5-Cyclohexadiene-1,4-dione, 2,... 140 C6H404 000615-94-1 7
Abundance Scan 1167 (16.548 min): 02718.D () m/z 140.10 100.00%
1

5000
172
44 71 122 T T T T T TrrrT T
l l [l 1620 1640 1660 16.80
c T Illll 'l‘lllilllll]l‘lIl lllllllllll‘ll LR SLER S T T LIRS fl"!llllllllll m/z 172 10 31 20%
miz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35040: Pyrimidinetetramine- $$ Pyrimidine, 2,4, %—tetraa
1
m T T T 17 TrvtirrjijrrrrjJlrrrrruyi
1620 1640 1660 16.80
44 71 123 m/z 138.10 24.97%
l 8 96 112
c I “ I Il ]I li —
I!llllllllllllllIl[!lllwxl TT 7 llIIl T llll TV v LER N llll‘llllll
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35137: 5-Fluoronicotin amide
140
%6 1620 1640 16.60 1680
5000 124 m/z 122.00 21.08
44 g9 76
obr i | A
lllﬁl!l]Trl’IllllI]lllllllll[llll]l‘lfTIllIlll lllllll lllllll'l]TlllIlllTT
miz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35138: 2-Fluoronicotinamide e S e A Iy I
124 140 16.20 1640 16.60 16.80
o6 m/z 44.00 21.03%
5000
44
51
01,.J.JL, fﬂ dabNaA SN L
miz-> 40 50 70 g0 120 130 140 150 160 170 16.20 1640 1660 16.80

02718.D HP022102.M
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02FEB28\02718.D Vial: 3

Acg On : 28 Feb 2002 4:20 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 28, 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
Khkkhkhkhhkhkhhhkhhhhhhkhkhkhkkhkhkhkhkhkhkhkhkhhhkhkhhhkhhkhhhhhhhhhkhkhhhhhhhhhhihhkhkhkkik

Peak Number 11 4-METHOXY-.BETA.-METHYLCINN.. Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T
22.28 0.11 ug/L 70950 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm " CAS# Qual

1 4-METHOXY-.BETA.-METHYLCINNAMIC
2 N-perdeuteriobenzylideneaniline

3 Benzo[l,2-¢:3,4-clbis{isothiazol...
4 Thiocyanic acid, 2-benzothiazoly...

192 C11H1203
192 C13D11N
192 C8H4N2S2
192 C8H4N2S2

019169-94-9 72
000538-51-2 64
074960-05-7 53
006011-99-0 50

m/z 192.00 100.00%

TT¥ V[ F T T TP T T 7T

2200 2220 2240 2260

m/z 191.00

19.21%

T TT T T TTITT

2200 2220 22.40 2260
m/z 146.10 14.23%

LALIR SN D RN 2 A O |

2200 2220 2240 2260
m/z 193.00 12.29%

LIRELIRID SRR SEALIR RS

2000 2220 2240 2260

96.10 11.11%

|

m/z

Abundance Scan 1675 (22.283 min): 02718.D(-)
1
5000
146 '
. “ 65 82 96 160
miz—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #102588: 4-METHOXY-.BETA-METHYLCINNAMIC ACID $$ 2~Bu'cen<>i...92
1
108
5000
146 175
cl‘il]l!l[l"lll Il} Ill' le'[ TT 1 (ll’ll l! LARRR) l [ T Il]’T”I)’I lllllll
miz—-> 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #88409: N-perdeutericbenzylideneanitine 4
1
5000 82
54 110
cKll?llli.lIllll!lllrl]’l’]l]Ilrt!l 11954! TI717¢ lll Ill 1§lo ll[ '(lllltlltl
miz-> 20 30 40 50 60 70 80 S0 100110120130140150160170180190200
Abundance #102104: Benzo[1,2-¢:3, 4-c]bis{isothiazole) $$ Benzo[1,2-c... -
1
5000
45 148
57 © g 96 121 165
0_
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

T

2200 2220 240 2260

T

TV

02718.D HP022102.M Fri Mar 01 10:07:29 2002
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NYC 9/11 Public Portal Document

.

Library Search Compound Report

Data File
Acg On
Sample
Misc

508 scan

Quant Method :
Title
Library

: February 28,
MS Integration Params:

C:\MSDCHEM\1\5973N\02FEB28\02718.D
28 Feb 2002

4:20 pm

2002
LSCINT.P

vial: 3

Operator:
Inst :
. Multiplr:

Instrumen
1.00

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

Khkkkhhhkhhhkkhhhhkhhkhkhkhkhkhkhhhhbkrhhbhkhhhhhkhhrrhhhkdhkhhhhhkhhhkhkhkhhrrrdhhkhkhkrdrrhk
Peak Number 12 Phenanthrene-di0 Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
22.77 0.44 ug/L 278511 Phenanthrene-dl10 22.63
Hit# of 5. Tentative ID MW MolForm CAS# Qual
1 Phenanthrene-dlo 188 C14D10 001517-22-2 86
2 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 86
3 Anthracene-d10- 188 C14D10 001719-06-8 78
4 Acridine-D9 188 C1l3DSN 000000-00-0 50

Abundance Scan 1718 (22.768 min): 02718.D (- 188 m/z 188.10 100.00%

m /\¥

LER BRI ¥ 'lll[l
80 132 158 2240 2260 2280 23.00
cl..,‘.‘-“,’,.....ﬁs,l,,zzl..,,;!!,. - S A . bl | (i i 0 48 5e%
miz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #84499: Phenanthrene-d10 g8
1
5m0 l"x"llllllllllllll T
240 2260 22.80 23.00
m/z 184.00 11.95%
s O 94 ‘
cl‘lllll'l lll!ll lllllll,I'ITTl TY7T lll’l[l‘! lll ll 1w!l’[ TT T
niz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
188
2240 2260 2280 2300
5000 m/z  80.00 9.83%
80
cl'(lllllllllﬁlllll!lxlll lllll'fl TT V7 llll[llll T3117% 111;%1111 TIT T l!!l'llll,
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 .
Abundance #84502: Anthracene-d10- R e R Ra
188 2240 2260 2280 23.00
m/z 92.00 9.70%
5000
80 94
cllr‘l[ T ]ll!l]lll']lllfH_!Tl l(l' T ll"Tﬁrrllllll T T 18°|I]I T T TTrry L] llll]l
miz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 23.00

02718.D HP022102.M
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NYC 9/11 Public Portal Document

Data File

Acg On 28 Feb 2002
Sample 508 scan
Misc February 28,

MS Integratlon Params:
Quant Method

Library

2002
LSCINT.P

Library Search Compound Report

C:\MSDCHEM\1\5973N\ 02FEB28\02718.D
4:20 pm

Vial: 3

Operator:
Inst : Instrumen
Multiplr: 1.00

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

hkhkhhhkkhkhhhkhkhkhkhhhkhhhkkhkhhhhkhkhkhkhhkhkhkhhkkhkhhhhhddhhkhhdhdhkhhhhhhhhhhdkhkhhkhhkhk

Peak Number 13 1,2-Benzenedicarboxylic aci...

R.T. EstConc

24 .86 0.11 ug/L

Tentative ID

Concentration Rank 6

Relative to ISTD R.T.

Phenanthrene-dlo0

MW MolForm

1 1,2-Benzenedicarboxylic acid, bi...
2 1,2-Benzenedicarboxylic acid, di...

3 Dibutyl phthalate
4 Dibutyl phthalate

282 Cl14H1806
278 C1l6H2204
278 C16H2204
278 C1l6H2204

000117-82-8 83
000084-74-2 83
000084-74-2 83
000084-74-2 83

Abundance

Scan 1903 (24.‘8:37 min): 02718.D (-
149

205 223

4{1
TTrT I x T l LER T T T T
miz-> 20 40 60 80 100 120 140

1
T
160 180 200 220 240 260 280

l]'llllllllllllll]",

IAbundance #227809: 1,2~Benzenediwrtioxylic acid, bis(2-methoxyethyl)...
149
5000
o8 TE 10 o N

T r
m/z—> 20406080100120140160180200220240260280

Abundance

41 §3 76 104

#223248: 1, 2-Benzenedlcarzoxyhc acid, dibutyl ester (CAS)...
149

205 223

b L, 8 10
TT 1Y ]’I LR IR ] LIRIIR II LELER) l LIRIRSRS x TYrT T l LIR)
-> 20 40 60 80 100 120 140

LI SE RIS B B lllllll

160180200220240260280

llxr]rrxrlllxxllx

Abundance

#223232: Dibutyl phthalate

149
5000
B4 T T 104 121, 295223
L S PN ey
mlz—->20406080100120140160180200220240260280

m/z 149.00 100.00%

T TPy rTY TTv T

2460 2480 2500 2520

m/z 41.10 8.08%

2460 2480 2500 2520

m/z 150.00 7.23%

T LIS SRR SR INLEE SRR AL S BN S S B

2460 2480 25.00 26.20

m/z 223.00 5.24%

T T T LER SRR

2460 2480 2500 2520

m/z 57.10 4.69%

2460 2480 25.00 25.20
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NYC 9/11 Public Portal Document
. Tentatively Identified Compound (LSC) summary

dperatcr ID: Date Acquired: 28 Feb 2002 4:20 pm

Data File: C:\MSDCHEM\1\5973N\02FEB28\02718.D

Name: 508 scan

Misc: February 28, 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 ngme RT EstConc Units Response |# RT Resp Conc

Butanofjc acid/ me... 3.62 0.1 ug/L 55421 1 9.72 7695780 20.0
Propana, 3.93 0.1 ug/L 31835 1 9.72 7695780 20.0
4-0O-Methyl- 4,25 0.2 ug/L 62658 1 9.72 7695780 20.0
1,3,5-Cyl . 4,38 0.1 ug/L 22285 1 9.72 7695780 20.0
Butanoic . 4,64 0.1 ug/L 22267 1 9.72 7695780 20.0
Cyclopent/dnone 4.88 0.1 ug/L 30173 1 9.72 7695780 20.0
Butenol,/ mgthyl - 5.02 0.1 ug/L 25247 1 9.72 7695780 20.0
3- (CYCLQHEX\3' - 5.94 0.3 ug/L 119908 1 8.72 7685780 20.0
Diacetgmi 6.09 0.1 ug/L 38674 1 S.72 7695780 20.0
Pyrimidinetet»ami... 16.55 0.0 ug/L 20957 3 18.34 12089100 20.0
4 ~-METHOXY - . . 22.28 0.1 ug/L 70950 4 22.63 12786900 20.0
Phenarfthrene-di 22.77 0.4 ug/L 278511 4 22.63 12786900 20.0
1,2-B¢nzenedicar 24 .86 0.1 ug/L 69414 4 22.63 12786900 20.0
02718.D HP022102.M Fri Mar 01 10:07:29 2002 Page 16
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