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User: Vinei, David L
Westchester Dept. of Labs & Ressarch
Date: 01/28/2002 Time: 09:31:32

Sample: AEQD168

Analysis: $GCMS  GCMS Scan For Unknowns

Units: by

gtarte?: 1/28/02 09:31 Ended: 1/28/02 09:31 Analyst: DLV
age:

o Gonr i
1 Other unknown compounds .
2 Surr 2,4-DDD 70 5.0
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Comments for Sample AE00168 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 01-28-2002 Time: 09:31:43

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
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Quantitation Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\0C2JAN24\00168.D Vial: 1
Acqg On : 24 Jan 2002 2:59 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 24, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 25 10:22:03 2002 Quant Results File: SCAN508.RES

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method

Last Update Fri Jan 11 13:20:07 2002

Response via Initial Calibration

s o0 o0 o0

DataAcqg Meth SCAN508

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.72 152 1491818 20.00 ug/L 0.00
10) Naphthalene-ds 13.19 136 6431583; 20.00 ug/L.  -0.02
17) Acenaphthene-dl0 18.34 164 3332964 20.00 ug/L -0.01
29) Phenanthrene-di0 22.65 188 5447319 20.00 ug/L -0.02
38) Chrysene-dl2 30.50 240 4440597 20.00 ug/L -0.01
44) Perylene-dl2 34.42 264 3175060 20.00 ug/L 0.00

System Monitoring Compounds
37) 2,4-DDD 27.73 235 301692 3.50 ug/L 0.00

Spiked Amount 5.000 Recovery = 70.00%

Target Compounds Qvalue
20) Dimethylphthalate 18.34 163 533948 2.43 ug/L # 56
21) 2,6-Dinitrotoluene 18.34 165 416775 9.71 ug/L # 17
42) Bis(2-ethylhexyl)phthalate 31.11 149 10370 0.60 ug/L 81

T e e e e e o e R s s e s M e s e e e b e e e e G e e o e e ma W et e S S e e b e e s B e R e P e A e e e o e T et v

(#) = qualifier out of range (m) = manual integration
00168.D SCAN508.M Fri Jan 25 10:22:04 2002 Page 1
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E R R L I e ARVl o AN ¥ e ¥V

Data File
. Acg On

C:\MSDCHEM\1\5973N\02JAN24\00168.D Vial: 1

24 Jan 2002 2:59 pm Operator:

Sample 508scan Inst : Instrumen
Misc January 24, 2002 Multiplr: 1.00

MS Integratlon Params: SPLIT.P

Quant Time: Jan 25 10:22 2002 Quant Results File: SCAN508.RE

oe e oo

Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)

Title : 508 scan method

Last Update : Fri Jan 11 13:20:07 2002

Regponse via : Initial Calibration
Abundance TIC: 00168.D

8000000

7500000

7000000

Phenanthrene-d10,|

Naphthalene-d8,i
BBokiigfiihetatl, |

Chrysene-di2,l

1,4-Dichlorobenzene-d4,l

4500000

Perylene-d12,

1500000

24-DDD,S

1000000

500000

™ Bis{2-ethyihexy)phthaiate

l
clrITll TTT T TrTY TTrTTTe T T T T Iy LRI SR AR B0 GLEL AL NUNE B B NUL ML B AL LR IR ERIR LIS T T

Time—> 4.00 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000 32.00 34.00 3600 3800

00168.D SCAN508.M Fri Jan 25 10:22:04 2002 Page 2
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LSC Area Percent Report

. Data File : C:\MSDCHEM\1\5973N\02JAN24\00168.D Vial: 1
Acqg O : 24 Jan 2002 2:59 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Method C:\MSDCHEM\ 1\METHODS \METHODS\SCAN508.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 : O 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 3.476 7 9 13 rvB 31653 43334 0.30% 0.057%
2 3.602 15 20 25 rBV 33853 48845 0.34% 0.064%
3 4,241 73 76 85 rvB5 9645 34250 0.24% 0.045%
4 4.618 107 109 115 rBV2 16331 40152 0.28% 0.053%
5 4.846 123 129 141 rBV4 25036 95892 0.66% 0.126%
6 5.006 141 143 149 rVB 23249 45260 0.31% 0.059%
7 5.885 217 220 227 rBV 776524 1597408 11.02% 2.093%
8 9.721 551 556 563 rVv 4093382 8505727 58.70% 11.142%
9 12.541 799 803 809 rvB 13952 23493 0.16% 0.031%
10 13.192 855 860 865 rBV 6121921 12392333 85.52% 16.234%
11 16.549 1149 1154 1159 rVvv2 16362 30979 0.21% 0.041%
12 18.341 1305 1311 1315 rBV 6833629 13563239 93.60% 17.768%
13 19.985 1445 1455 1459 rVB2 7400 31235 0.22% 0.041%
14 22.280 1651 1656 1661 rVB 54823 101559 0.70% 0.133%
15 22.645 1681 1688 1693 rBV2 6485545 14490042 100.00% 18.982%
16 22.771 1697 1699 1719 rVB 83268 234038 1.62% 0.307%
17 27.726 2129 2133 2139 xrVV 835729 1491988 10.30% 1.954%
18 30.500 2369 2376 2381 rBV 5117968 12714680 87.75% 16.656%
18 31.105 2423 2429 2437 rBV4 9075 28980 0.20% 0.038%
20 34.416 2713 2719 2753 rBV 3964662 10822820 74.69% 14.178%
Sum of corrected areas: 76336254

10168.D SCAN508.M

NYC-WTC_000050504

Fri Jan 25 10:25:52 2002
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN24\00168.D

Operator :

Acquired : 24 Jan 2002 2:59 pm using AcgMethod SCANS508
Instrument : Instrumen

Sample Name: 508scan

Misc Info January 24, 2002
Vial Number: 1
Quant File :SCANS508.RES (RTE Integrator)

Abundance . TIC: 00168.D

13.19
6000000

9.72

2000000

1000000 5.89
3380 42446@91 L . 12.54

c LI ERLIN A LA SR S S S S B B B LI S

[ T ™ — T T
Time—> 4 00 5.00 6.00 7.00 8.00 9 00 1000 1100 1200 1300 1 4f00 15.00

Abundance TIC: 00168.D
1834 22.65

LI B S S

6000000

5000000

‘2000000

1000000 21
16,65 L 19.99 22.2#@ ' A

0 T T T T Y T T T T ™7 T T T T T

Time—> 1600 17.00 1800 19.00 2000 21 00 22.00 2300 24.00 2500 2600 2700
Abundance TIC: 00168.D

6000000

5000000
34.42

2000000

1000000

L3111 L
c T IYfT]T T lltlll T T

LI S ¥ LANLINE S SN SR St R LERR IR S B |

Time—> 2800 2900 3000 3100 3200 33.00 3400 3500 3600 3700 3800 3900
10168.D SCAN508.M Fri Jan 25 10:25:52 2002 Page 2
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Liprary search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN24\00168.D Vial: 1

* Acqg On : 24 Jan 2002 2:59 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

de Jo Kk Je Je Je Je Je Je de ke e Je de do g Jo K K de e K Je ke ke d g Kk d ok g gk dede Kk dedededede Kk g d g g g T dododdededede gk kg ok khd kg
Peak Number 1 Acetonitrile, dichloro- $$ ... Concentration Rank 7

Quant Method

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

3.48 0.10 ug/L 43334 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Acetonitrile, dichloro- $$ Dichl... 109 C2HCl2N 003018-12-0 83
2 Dichloroacetonitrile $$ Acetonit... 109 C2HC12N 003018-12-0 83
3 Dichloroacetonitrile $$ Acetonit... 109 C2HCl2N 003018-12-0 53
4 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-0 40

;Abundance Scan 9 (3.476 min): oo1<;3.o 3 m/z 74.00 100.00%

82

g

38 l 350 360 3.70 3.80 3.90
R — L e o e L AR m/z 82.00 55.15%
m/z—-> 10 20 30 40 S0 60 70 80 90 100 110
Abundance #11641: Acetonitrile, dichloro- $$ Dichloroacetonitrile $$...

74

8

47 350 3.60 3.70 380 390
- I ! m/z 76.00 38.36
T l LR ' T l T 5ll!! [ TrT !Il T 7T T l L] l ll 1 T l LI 1 ! l T LER ) I T T ’1.019' T T
mfz--> 10 20 30 40 50 60 70 80 80 100 110
Abundance #11643: Dichloroacetonitrile $$ Acetonitrile, dichloro- $8...
74
47 82 350 3.60 370 380 390
5000 m/z 83.90 34.68
” [ l ’l fiosnety /\A/\/\_/\'A/M\_/
llllllll]!TYTj—flllIITlIllllllll'l_l_ll Illllllll( lll lllllll
mfz--> 10 20 30 40 50 60 70 80 80 100 110
Abundance #11642: Dichloroacetonitrile $$ Acetonitrile, dichloro- $$... SRR A EEes s
L 2 350 3.60 3.70 380 390
m/z 47.00 21.70%

_ &
“:s

-:_—ﬁ“"

L s

m/z—> 10 20 30 40 S50 60 70 8 80 100 110 350 3.60 370 380 390

‘0168.D SCAN508.M Fri Jan 25 10:25:52 2002 Page 3
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Library Search Compound Report

. Data File : C:\MSDCHEM\1\5973N\02JAN24\00168.D Vial: 1
Acg On : 24 Jan 2002 2:59 pm Operator:
Sample : 508gcan Inst : Instrumen
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method
Library : C:\DATABASE\WILEY7N.L

% ok kK gk gk ded g gk Kk g de g gk kK gk g doK dedddededdodhhkk kK k gk ok gk gk kg gk gk dk gk ok kg dkk ki gk hk
Peak Number 2 Butanoic acid, methyl ester... Concentration Rank 5

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

3.60 0.11 ug/L 48845 1,4-Dichlorobenzene-d4 9.72
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 (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 83

[Abundance s@“?zo(s.eozmin):oms&o(-) m/z 43.10 100.00%
74
5000
59 87
i' { 350 3.60 3.70 3.80 3.90 4.00
e o i 1| AMRIMEES U MMM M ESE M m/z 74.10 79.26
miz-> 10 20 30 40 50 60 70 8 80 100 110
Abundance #9228: Butanoic acid, methyl ester (CAS) §,$ Methy! butyrat...
43 4
5000
50 87 3.50 3.60 3.70 3.80 3.0 4.00
m/z 71.10 66.13%
L] | ‘ a 102
llllllllllllllIlllllllf‘l'lllliﬁl 'l'llrl[llll]l'll]
> 10 20 30 40 50 60 70 80 0 100 110
Abundance #9222 Butanoic :é:id, methyl ester (CAS) 3?2 Methyl butyrat...
3.50 3.60 3.70 3.80 3.0 4.00

5000 m/z 41.10 34.06%

59 87
lll e - 102
lllllllller]llllr Illlllll[llllll IIIT_Illllltlll‘Tj_r
miz—-> 10 20 30 40 S0 60 70 80 90 100 110
Abundance #9220: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
4 3.50 3.60 3.70 3.80 3.90 4.00
m/z 59.10 29.15%
74
5000 15 27
59
' 87
llllll‘llfi_fll33117 %llrlll]l‘lllll[llllllllTTIl‘ll192llll
> 10 20 30 40 50 60 70 80 80 100 110 3.50 3.60 3.70 3.80 3.80 4.00
0168.D SCAN508.M Fri Jan 25 10:25:52 2002 Page 4
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Library Search Compound Report

. Data File : C:\MSDCHEM\1\5973N\02JAN24\00168.D Vial: 1
Acg On : 24 Jan 2002 2:59 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

e e de ke kg ke K de Kk ke k ok de ok ok dd ok ok ok ok ok ok ddk ok hdd ok ok hddk ok khk ko k ok ok kdkdkdkoded kkkdkdkkdkkkkdkdkkkhkik

Peak Number 3 Thiophene, 2,3-dihydro- $$ ... Concentration Rank 9

Quant Method

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

4,24 0.08 ug/L 34250 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Thiophene, 2,3-dihydro- $$ 2,3-D... 86 C4H6S 001120-59-8 9
2 Hydrazine, 2-butenyl- $$ Crotylh... 86 C4H10N2 036566-68-4 9
3 Dihydro-5- (1-hydroxyethyl)-2(3H)... 130 C6H1003 000000-00-0 9
4 Ethene, 1,1’-thiobis- (CAS) $8$ D... 86 C4H6S 000627-51-0 9

ndance Scan 76 (4.241 min): 00168.D () m/z 43.10 100.00%

¥.ic] 87
8000
55
6000
39 380 400 420 440 460
4m0 l‘ll]ll!llllll 13"' T l’ ] l llll‘llTTllllll'lll{l[]rl l'llll!ll“‘ m/z 87.10 95.94%
mfiz--> 20253035404550556065707580859095
Abundance #3870: Thiophene, 2,3-dihydro- $$ 2,3-Dihydrothiophene
85
5000 45
380 400 420 440 460
o7 ' m/z 41.10 94.25
53 58
rrTlllllll'alslrﬁ l 'I}fglfl ’l' [l Illllllllllll'llll,l'! llpla TTr1
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #3879: Hydrazine, 2-butenyl- $$ Crotylhydrazine
55
3.80 400 420 440 460 .
86 m/z 89.10 80.99
5000 27 31 39 7 /
l 45
| ll )] 58 l
T_l_rflllll‘llll llllfl]‘llllllll]!!ll llIl‘lll'l]]"l’_‘l’_‘rllllllllllllllll l"]" ]—'T"_l
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #26151: Dihydro-5-(1-hydroxyethyl)-2(3H)-furanone e
86 380 400 420 440 460
m/z 55.10 68.61%
5000 45
57
394
lI‘TllllllII,llIllllrLilﬁ!llllll!lllil!!lll Ilillllllllllllll‘llll 88 T3
miz—-> .20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.80 400 420 440 460
10168.D SCAN508.M Fri Jan 25 10:25:52 2002 Page 5
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Library Search Compound Report

. Data File : C:\MSDCHEM\1\5973N\02JAN24\00168.D
Acg On : 24 Jan 2002 2:59 pm
Sample : 508scan
Misc : January 24, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

Vial: 1
Operator:
Inst :

Multiplr:

Instrumen
1.00

.\SCAN508.M (RTE Integrator)

Shhhhhkhhkhkhkhhkhhhhkhhhhhkhhhkhhhhhkhhhhhhhhhhhkhhhhhhhkhhkhkhhhkhkhkhkkhkhkkkddhkk

Peak Number 4 Methyl 1-Methyl-2-propenyl ...

Concentration Rank 8

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

4.62 0.09 ug/L 40152 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm ) CAS# Qual
1 Methyl 1-Methyl-2-propenyl Ether 86 CS5H100 000000-00-0 9
2 2-Buten-1-o0l, 3-methyl- (CAS) $§.. 86 CB5H100 000556-82-1 9
3 3-Methoxybut-l-ene 86 C5H100 017351-24-5 9
4 2-Butene, l-methoxy-, (E)- (CAS)... 86 CBH100 010034-14-7 9

Abundance Scan 109 (4.618 min): 00168.D0 () m/z 41.10 100.00%
4
57 71 88
5000
53
47 , l [ 8 420 440 450 480 500
l‘lll'lllllll‘lllllllll ll‘l]l!l:lllll]l!llllllll I]I lllltllllrlillllllilfll'l]"r m/z 57.10 77.84%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 80 95
Abundance #4180: Methyt 1-Methyl-2-propeny! Ether
7H
43 % - A
5000 59 REJE AL T S (NS 0 L S
27 86 420 440 460 480 500
' ! m/z  71.00  74.18%
Il’llll‘lllllllll‘ llllllll}ll|l]lll!l!l!l]'lllllllll :llllll llll[llll Ii[
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 95
Abundance #4076: 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $$ 2-METHYL....
7
41 420 440 460 480 500
5000 m/z 88.00  73.94%
53
T l T
ll{llll'llll]lllllllllllllI‘IITITTIlIIII ll Illllll!l’%llllil‘lll‘lllll'llllllll!l
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 85
Abundance #4108: 3-Methoxybut-1-ene e e
Iy 420 440 460 480 500
m/z 39.10 41.02%
55
5000 43 59
27 l 86
lllllllll!lll'lll]llltlY}ll}llllll Il'!l!ll‘l!rl'lllll ;llllllllllll}llllllllllll
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 420 440 480 480 500
)0168.D SCAN508.M FPri Jan 25 10:25:53 2002 Page 6
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Liprary searcn compouna kKepor.

Data File : C:\MSDCHEM\1\5973N\02JAN24\00168.D Vial: 1

" Acq On : 24 Jan 2002 2:59 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\J.. . .\SCAN508.M (RTE Integrator)

Title 508 scan method

Library C: \DATABASE\WI LEY7N.L
khdkhhhhhkkhkhkhkhkhkhkhkhhhkhkhkhhkhhhkhdhhhkhhhhkhhhhhhkhhkhhhhhhbhhhhhhkhkhkhkhhhhhhhhkihdtx

Peak Number 5 3,4-Dihydropyran $$ 2H-Pyra... Concentration Rank 3

Quant Method

ee ee oo

R.T. EstConc Area Relative to ISTD R.T.
4.85 0.23 ug/L 95892 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm - CAS# Qual
1 3,4-Dihydropyran $$ 2H-Pyran, 3,... 84 C5H80 000110-87-2 72
2 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 64
3 2-Ethylacrolein $$ 2-Ethacrolein... 84 C5H80 000922-63-4 64
4 2-Butenal, 2-methyl- 84 C5HS8O 001115-11-3 64
Abundance Scan 129 (4.846 min): 00168.D () & m/z 84.05 100.00%
55
5000 41

69 ‘ 440 460 480 500 520
N m/z 55.10 68.21%

R
8

8

3
a_
o
S
8

8

Abundance #3375: 3,4-Dihydropyran $$ 2H-Pyran, 3,4-dihydro- (CAS) $3...
56
84
0 w b LN

440 460 480 500 520
l m/z 41.10 47.64

69
mlz—> 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95
Abundance #3211: 2-Butenal, 2-methyl-, (E)-
sk 84
440 460 480 500 520
5000 » m/z 59.10 37.75%

1
IR R R RS R AR R R RS REARE REREN RARER R

T T +
miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95

Abundance #3305: 2-Ethylacrolein $$ 2-Ethacrolein $$ Butanal, 2-meth... A i iy A
56 440 450 480 500 520
84 m/z 83.10 34.70%
5000 39
4 51 l
: ' [ M 2

TTT[TT llllllxrlnltrril»nnnilllxllvll

llll) l' TT Il Ill l T l
miz—-> 20253035404550556065707580859095 440 460 480 500 520

00168.D SCAN508.M Fri Jan 25 10:25:53 2002 Page 7
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. Data File :
Acqg Orl : 24 Jan 2
Sample : 508scan
Misc : January

Library Search Compound Report

C:\MSDCHEM\1\5973N\02J0AN24\00168.D

002 2:59 pm

24, 2002

MS Integration Params: LSCINT.P

Quant Method
Title :
Library

Vial:
Operator:
Inst : Instrumen
Multiplr: 1.00

1

C:\MSDCHEM\l...\SCAN508.M (RTE Integrator)
508 scan method
C:\DATABASE\WILEY7N.L

ddkedededeh ek dddkhk dekkhd ok g gk k ok dk ok d ok ok ok ok ok kdekhkkdhkkddkddhdk ke dedd R Tk ddhkkk

Peak Number

6 Butenol, methyl-

Concentration Rank 6

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

5.01 0.11 ug/L 45260 1, 4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm ) CAS# Qual
1 Butenol, methyl- 86 C5H5H100 060766-00-9 72
2 3-Buten-2-ol, 2-methyl- 86 CBH100 000115-18-4 56
3 3-Buten-2-0l, 2-methyl- (CAS) $$... 86 CB5H100 000115-18-4 50
4 3-Buten-2-0l, 2-methyl- (CAS) $$... 86 C5H100 000115-18-4 °

Abundance Smn1434é5.oosmin):oo1es.o(-) m/z 71.10 100.00%
7
5000 59
39 55
49 460 480 500 520 540
lIllllllllllllil‘!‘rr“lrllll!llllllll !‘lll%[%ﬁl’l"l“flllllil!l!ll lllllllll‘l?ﬁ[‘l’l’!l‘ll!l[ m/z 43.10 98035%’
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4093: Butenol, methyl-
43 Kl
5000 59 .
27 460 480 500 520 540
15 3 m/z 41.10 68.76%
{ 53
flll!llllllll'lllll'lllllll‘li]l‘ !lll lll}l|}llllllll6;7l}‘ flll",lilllllllil'lllll
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4083: 3-Buten-2-ol, 2-methyl-
m
43
460 480 500 520 540
5000 m/z 59.10 42 .84%
27 a1 !
37 S M) 5j31 IS
T_T7T‘T1!I1TPIFIIIIIIKIII[l!llll(ll Illlllllli T llll\l lllllllllI lll.llflfl'lllllllll]llll!
miz-> & 10 15 20 25 30 35 45 50 55 60 65 70 75 80 85 90 /\ I
Abundance #4081:3—Buten-2-oi, -methyl- (CAS) $$ 2-Methyl-3-buten-2... ,,1\. — .,,.I.,,,A, —~
n 4.60 480 500 520 . 540
m/z 69.00 37.30%
43
5000
59
1731 53 !’ 67
lllllllll'lllllllllilr‘}']‘ngllllllll!lIllllllll!lillil“lll‘l!;{l }llllllflllll[rfillllill lllll lf‘(}lllll)'ll‘lTr
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 460 480 500 520 540

J0168.D SCAN508.M

NYC-WTC_000050511
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. Data File :

NYC 9/11 Public Portal Document

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN24\00168.D

Acqg Or 24 Jan 2002 2:59 pm
Sample 508scan

Misc January 24, 2002

MS Integratlon Params: LSCINT.P

Quant Method
Title
Library :

508 scan method
C: \DATABASE\WI LEY7N.L

Vial: 1

Operator:
Inst : I
Multiplr: 1.

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

nstrumen
00

dedkdh ek ke kk kg gk dddd gk kg gk ko k ok kk kh ok khk ko kkkkhkhkkdkkkkkddddkkkdkdkkkkkkkkkkk

Peak Number 7 Acetic acid, 3-[1,3]dioxola..

Concentration Rank 1

NYC-WTC_000050512

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

5.89 3.76 ug/L 1597410 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 33
2 3-{(CYCLOHEX-3’-EN-YL)PROPANOL $$... 174 (C8H1404 015745-87-6 33
3 Silane, tetramethyl- (CAS) $$ Te... 88 C4H12Si 000075-76-3 25
4 Silane, tetramethyl- 88 C4H12S8i 000075-76-3 23

Abundance Scan72320(5.885min):00168.0(-) m/z 73.10 100.00%

- W‘L—‘f

560 6580 600 620
| 55 87
ll TT7T ]i ll T ‘!Il Ilil l‘ l”lilllé ]Tr]"f[t! (3031'7][777] TFTY II I' TT7T Ill T m/z 43 .lo 24037%
mfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
73
5000 i S BN oo e
560 580 600 6.20
43 m/z 45.10 10.32%
IRERRSS 2'71 1"“ |551 it ¥ 113 174
TT LR ES TITT LRI TTTYV TITT Trv7 Tt llllll l[ lll[ TITV T l TTTY l
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
[Abundance #36138: &(CYCLOHEX—% .EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
7l
560 580 600 620
5000 m/z 41.10 9.38%
43
27 ,Jl 55 al 87 113 174
lllllllll lllllllllllllllllllllll llllllllllllll Illl TITJITTTY TU7T T T l"[
miz—> 10 20 30 40 50 60 70 80 a)1m)ﬂo1201&)mb1501&)ﬁ0180
Abundance #4813: Silane, tetramethyl- (CAS) $3$ Tetramethylsilane $$ ... e e AEBE
B 560 580 600 620
m/z 71.10 6.65%
5000
45
5 31 |53 88
‘] ll']l"l’l‘ll l llllll‘ll‘l'lllllllllllll'[l’"‘ TITI lllllllll ll’l lllll ll llTlIl(IT"rrIf T l'l‘l'TT‘l[!l"[lllllll T
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 6.20
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NYC 9/11 Public Portal Document

Library Search Compound Report

. Data File : C:\MSDCHEM\1\5973N\02JAN24\0
Acg On : 24 Jan 2002 2:59 pm
Sample : 508scan
Misc : January 24, 2002

MS Integration Params: LSCINT.P

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

Quant Method
Title
Library

0168.D

Vial:

1

Operator:
Inst
Multiplr: 1.00

\SCAN508.M (RTE Integrator)

hkhkhkhhkkhhkhhhhhhhhhhhhhhhhhdhhhdhhhhhhkhhhkhkdhhhhhkhhkhhkhhhhdkdkdkdhhkdkhhkdhkirhk

Instrumen

w((c)\’f

Peak Number 8 1,2-BIS(TRIMETHYLSILYOXY) -4.. Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.54 0.04 ug/L 23493 Naphthalene-d8 13.19
Hit# of 5 Tentative ID MW MolForm Cas# Qual
1 1,2-BIS(TRIMETHYLSILYOXY)-4-TRIM... 356 C16H3203S8i3 000000-00-0 5
2 4-n-Butyl-3-[n-octylsulfonyl]lnit... 355 C18H29NO4S 000000-00-0 4
3 4-benzoylmethyl-2H-1,4-benzoxazi... 267 Cl6H13NO3 105492-43-1 4
4 5-(4-Acetamido-2,3-dimethoxyphen... 355 C20H21NO5 000000-00-0 4
Abundance Scan 803 (12.541 min): 00168.D (-) m/z 73.10 100.00%
78
5000
267 355
49 1220 1240 1260 1280
l‘lillllﬁl ‘['lllll lllllll Ty TV lll‘llll rrriTjTrI[][l T T l!ll[lllll) m/z 266 90 32 61%
Iniz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #302821: 1,2-BIS(TRIMETHYLSILYOXY)-4-TRIMETHYLSILYLOXYMETH...
7
5000 i EAUVEAAPREAR RIS B
179 12.20 1240 1260 12.80
151 200 57 m/z 355.10 29.52%
L A e
cll"'llll llllll[l lllllll ¥ '[llll]ll l] l'i lll[llll TT7T T'_r!_’ll llllllllll
iz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance s #302317: 4-n-Butyl-3-[n-octylsulfonyllnitrobenzene
- - 1220 1240 1260 1280
m/z 356.10 9.95%
5000 71 244 /
137
219 274 307 326
lI T ll T llll!llll 'll}ll'llll l‘[YT_I'_I'TlIl'l[IIIIIY'llI}lll ]l ll]]"ll_‘l"lil
miz—> 406080100120140160180200220240260280300320340360
Abundance #209461: 4-benzoylmethyl-2H-1,4-benzoxazin-3(4H)-one $$ 4-... SMINEENININNS § SN
44 1 1220 1240 1260 12.80
m/z 269.00 8.46%
77
5000 134 267
160 ‘
l‘l‘jqiillll lll'llllllll l' TTI!IY!“IIIT[IIIIIII lll llllllll l'lllll'll'lllllll T U F LER BRI llIYIl
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 1220 1240 1260 12.80
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NYC 9/11 Public Portal Document
Library Search Compound Report

_ Data File : C:\MSDCHEM\1\5973N\02JAN24\00168.D

Acg On 24 Jan 2002 2:59 pm
Sample 508scan
Misc : January 24, 2002

MS Integration Params: LSCINT.P

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

Quant Method
Title
Library

Vial: 1

Operator:
Inst :
Multiplr: 1.00

Instrumen

.\SCAN508.M (RTE Integrator)

g Je de ke g do ok kK K gk g de gk kg de kg ke ke de g ok ke ko kg ok ok ok ok gk dede ok de ok d ok oddededk ok okdede g deded ok k ok kdkkhkkdkkk

Peak Number 9 4-HYDROXY-BICYCLO[2.2.2]0CT...

Concentration Rank 11

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

16.55 0.05 ug/L 30979 Acenaphthene-dilo0 18.34
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-HYDROXY-BICYCLO[2.2.2]OCTANONE... 140 C8H1202 066348-59-2 38
2 1H-cyclobuta[de]lnaphthalene $$ C... 140 C11HS8 024973-91-9 9

3 4,4,5,5-tetramethylcyclopentan-1... 140 C9H160 111689-30-6 9

4 2-Dimethylamino-4,5-dimethyl-oxa... 140 C7H12N20

000000-00-0 9

Abundance Scan1154(16.549min):00168.D(-)40 m/z 140.10 100.00%
1
5000
71 122 172 N SEIRAN I I B B o e e i o
4f 56 89 1620 1640 1660 1680
1" lIlllllilllllll I! Illlllllllll]l"( llllll ‘Y I! Illl‘lll Il'll LIRS ll\ m/z 172 20 27 88%
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35653: 4-HYDROXY-BICYCLO[2.2 2JOCTANONE $$ 4glcyclo[2 22]...
83 1
55
70
o7 12
5000 1620 1640 1660 16.80
m/z 122.10 27.42%
| Ll 125
lll ll]l lll lllllllllllll)lll!llllllllllllllllll RLELE R IR LI lllll TF Il!
nfz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36659: 1H-cyclobuta[delnaphthalene $$ Cyclobuta}ge]naphth
1
N . S I
1620 16.40 1660 16.80
5000 m/z 71.10 26.00%
70 89 113
Il
flllillllllllll II lll‘lr]lllllllllll TTTT TVFT TVvIiT Illilllillllxllllllil
miz-> 40 50 B0 70 80 90 100 110 120 130 140 150 160 170
Abundance #36234: 4,4,5,5-tetramethylcyclopentan-1-cne i L B B B
140 1620 1640 1660 16.80
70 83 m/z 43.10 22.44%
5000 125
55 97
| I l 197 |
1
Il!l‘llll]llllllllllllllillllllllllllllllll‘ ll]’ll!lll‘l’_l_l_l'[llllllllllllllll
mfz—> 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 1620 16.40 16.60 16.80

00168.D SCAN508.M Fri Jan 25 10:25:53 2002

NYC-WTC_000050514
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NYC 9/11 Public Portal Document

Data File :

Library Search Compound Report

Acg On 24 Jan 2002 2:59 pm
Sample : 508scan
Misc : January 24, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library :

c

C:\MSDCHEM\1\5973N\02JAN24\00168.D

Vvial:

Operator:
: Instrumen

Inst

Multiplr:

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
508 scan method
: \DATABASE\WILEY7N.IL:

1

1.00

khhkhkhkhkhkhhhhkhhkhdhhhhhdkdddhdhddkdddddhdkdddhdkddkdkdkkddkdhkddkdhdkdkddkdkdidkhidkkiiht

Peak Number 10

Imidazole-2,4,5-d3 $$ 1H-Im...

Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
19.99 0.05 ug/L 31235 Acenaphthene-dlo0 18.34
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Imidazole-2,4,5-d3 $$ 1H-Imidazo... 71 C3HD3N2 006745-43-3 5 30
2 Imidazole-2,4,5-d3 $$ 1H-Imidazo... 71 C3HD3N2 006745-43-3 4 0%
3 Cyanic acid, ethyl ester $$ Ethy... 71 C3H5NO 000627-48-5 3
4 Cyanic acid, ethyl ester (CAS) $.. 71 C3HS5NO 000627-48-5 3

Abundance Sca;x1455(19.985min):00168.0(-) m/z 71.00 100.00%
1
43
5000
149 186 IIIXIII—I_IA_IIIXIIY7IIIIX
, 19.60 19.80 20.00 20.20 20.40
FIlll'lll ll I’T l] II'T TT TTITV I ll T] ll X Ill m7z 43010 59.51%
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #1086: Imidazole-2,4,5-d3 $$ 1H-Imidazole-2,4,5-d3 (CAS) $...
m
43
5000 19.60 19.80 20.00 20.20 20.40
m/z 149.00 21.20%
miz--> 10 20 30 40 50 80 70 80 80 100 110 120 130 140 150 160 170 180 190
Abundance #1085: lmidazolg’-2,4,5-d3$$ 1H-Imidazole-2,4,5-d3 (CAS) §...
il
"l_rl"llllllllllllill'lll
19.60 12.80 20.00 20.20 20.40
m/z 186.00 22
5000 3 / 6.0 20 ﬁ
16 &)]$ : 1 .
Illl llil( LR R R} IIlll T173 liilll l'llllrl l T7T lll lll T ll | TYTT T IIITI'T
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #1435: Cyanic acid, ethyl ester $$ Ethyl cyanate
2 19.60 19.80 20.00 20.20 20.40
56 m/z 41.10 19.70%
5000 71
43 l
TYTTITTIll!llllli‘llll lllllllll_l"l"lll ]ll TY Il TYIT lIl'llll(lII'l"]'lf’l"
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 19.60 19.80 20.00 20.20 20.40

0168.D SCAN508.M

NYC-WTC_000050515

Fri Jan 25 10:25:54 2002
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NYC 9/11 Public Portal Document
Library Search Compound Report

-

. Data File : C:\MSDCHEM\1\5973N\02JAN24\00168.D vial: 1
Acg On : 24 Jan 2002 2:59 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Title 508 scan method

Library : C:\DATABASE\WILEY7N.L
Kkkhkkkhhhkhkhkhhkkkkkhkkkkkkhhhhhhhhdhhkhkhhkhkhddhhhhhdhkdhdhkdkdhdiiddkdkdkidkdhhhiikdik

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

R.T. EstConc Area Relative to ISTD R.T.
22 .28 0.14 ug/L 101559 Phenanthrene-d4dl10 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-METHOXY-.BETA.-METHYLCINNAMIC ... 192 Cl1l1H1203 019169-94-9 72
2 N-perdeuteriobenzylideneaniline 192 C13D1l1N 000538-51-2 58
3 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12 000883-20-5 53
4 Pyrazine, tetraethyl- (CAS) $$ t... 192 C12H20N2 038325-19-8 50
Abundance Scan 1656 (22.280 min): 60168.D () 142 m/z 192.10 100.00%
o 82 % 146 460 | 2200 2220 2240 2260
m/z 191.10 16.85%

miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102588: 4-METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenoi... -
1

" - A

5000 I'YI] T
2200 2220 2240 2260
146 175 m/z 146.10 16.21%

miz-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180 200
Abundance #88409; N-perdeuteriobenzylideneaniline

TT T 7T T T

| 2200 2220 2240 2260
m/z 193.10 14 .55%

miz-> 20 30 40 50 60 70 80 80 100 110 120 130 140 150 160 170 180 180 200 /\
ndance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene e —
1 2200 2220 2240 2260
m/z 96.10 14.28%

LI B B S TT T T T
1 T

mz-> 20 30 40 50 60 70 80 SO0 100 110 120 130 140 150 160 170 180 190 200 22.00 2220 ﬂ40 2260

00168.D SCAN508.M Fri Jan 25 10:25:54 2002 Page 13
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NYC 9/11 Public Portal Document

.

. Data File

Acg On
Sample
Misc

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN24\00168.D
24 Jan 2002 2:59 pm

508scan

January 24, 2002

MS Integratlon Paramg: LSCINT.P

Quant Method

Title

508 scan method

o oo s

Library :

C:\DATABASE\WILEY7N.L

vial: 1
Operator:
Inst :
Multiplr:

Instrumen
1.00

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

ok ke Je ok ok ok de ok de de de de e K de Kk Kk de de dode e de do g de de Je de e de de do e ke ke KK e de T de e dededeK kK de ke dede kK hhhdk ok dddhkdkh

Peak Number 12 DECADEUTEROPHENANTHRENE $$ ...

Concentration Rank 2

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

22,717 0.32 ug/L 234038 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm . CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 91
2 Phenanthrene-di1o0 188 C14D10 001517-22-2 72
3 Anthracene-dl0- 188 C14D10 001719-06-8 64
4 Acridine-D9 188 C13DSN 000000-00-0 59

Abundance Scan 1698 (22.771 min): 00168.D (-) m/z 188.10 100.00%
T
5000
g S ' 2240 2260 2280 2300 23.20
% 1m o 2 o o o
I‘r“l(‘5=4l‘llll' ]l‘l}!"i' ¥ 132 ‘ T T iTIYXlTl‘llll m/z 94.10 19.17%
mfz—-> 40 50 60 0 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #84500: DECADEUTEROPHENANTHRENE $3$ Phenanthrene-d10 48
1
5000 | BRI B
240 2260 2280 2300 23.20
g0 4 m/z 80.10  15.45%
&6 | 108 Ll
lil]l]'rll TT1 +17 TI1 0 T TY TT T Tr17 TITTV I TT l T |I ,TTT‘
miz—> 40 50 610 l0 Sb Qb 100 110 120 130 140 150 160 170 180 190
Abundance #84499: Phenanthrene-d10
b
5000 m/z 189.15  13.86%
80 04 160
}l‘1'1(‘lllr?‘il[Illl!llll]"illl'xxtr-""lllli'l'llll TI117 ll%glllll‘llllm!‘lll TTT T
ot 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180
Abundance #84502: Anthracene-d10- R RS i e e i
"Tﬁ 2240 2260 2280 23.00 23.20
m/z 184.10 13.28%
5000
80 24
"lll’l"‘ll‘j“!i[ l'lll LB} !! TIT 1T Yl' T T llll] 'lll 1;”""[ T
miz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 2240 2260 2280 23.00 23.20

)0168.D SCAN508.M

NYC-WTC_000050517

Fri Jan 25 10:25:5
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NYC 9/11 Public Portal Document
Tentatively ldentitied Compouna (LSC) summary

Jperator ID: Date Acquired: 24 Jan 2002 2:59 pm

Jata File: C:\MSDCHEM\1\5973N\02JAN24\00168.D

Jame: 508scan

Iisc: January 24, 2002

fethod: C: \MSDCHEM\1\METHODS\METHODS\SCANSOS M (RTE Integrator)
itle: 508 scan method

sibrary Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response [# RT Resp Conc
\cetonitrile, 3.48 0.1 ug/L 43334 1 9.72 8505730 20.0
3utano\.c acid, 3.60 0.1 ug/L 48845 1 9.72 8505730 20.0
“hioph -di. 4,24 0.1 ug/L 34250 1 9.72 8505730 20.0
flethyl INMetlyl-2... 4.62 0.1 ug/L 40152 1 9.72 8505730 20.0
3,4-Dihydyogyran . 4.85 0.2 ug/L 85892 1 9.72 8505730 20.0
3utenol, 5.01 0.1 ug/L 45260 1 9.72 8505730 20.0
\cetic acij 3-[1... 5.89 3.8 ug/L 1597410 1 9.72 8505730 20.0
L,2-BIS(TRIMETHYL. 12.54 0.0 ug/L 23493 2 13.19 12392300 20.0
}-HYDROXY-BIKYCLO... 16.55 0.0 ug/L 30979 3 18.34 13563200 20.0
[midazol . 19.99 0.0 ug/L 31235 3 18.34 13563200 20.0
t -METHO ce. 22.28 0.1 ug/L 101559 4 22.65 14490000 20.0
JECADEUTE OPHENAN 22.717 0.3 ug/L 234038 4 22.65 14490000 20.0
00168.D SCAN508.M Fri Jan 25 10:25:54 2002 Page 15
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