NYC 9/11 Public Portal Document

User: Vinci, David L
Westchester Dept. of Labs & Research
Date; 01/28/2002  Time: 09:46:54

Sample: AE00250

Analysisy $GCMS GCMS Scan For Unknowns

Units: ug

y&“;’tart@c{: 1/28/02 09:48 Ended: 1/28/02 09:46 Analyst: DLV
age:

Other unknown-compounds .
2 Burr - 2,4-DDD 73 5.0
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Con;ments for Sample AE00250 - Analysis $GCMS
‘Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 01-28-2002 Time: 09:46:58

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
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Yuantitation Report

{Not Reviewed)

Data File : C:\MSDCHEM\1\5973N\02JAN24\00250.D Vial:
Acq On : 24 Jan 2002 7:06 pm Operator:
Sample : 508scan Inst :
Misc : January 24, 2002 Multiplr:

MS Integration Params: SPLIT.P

Quant

Quant
Title

Last Update
Response via
DataAcg Meth

Time: Jan 25 10:22:11 2002

6

Instrumen
1.00

Quant Results File: SCAN508.RES

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

508 scan method

SCAN508

Fri Jan 11 13:20:07 2002
Initial Calibration

Response Conc Units Dev(Min)

Internal Standards R.T. QIon
1) 1,4-Dichlorobenzene-~d4 9.72 152 1702447 20.00
10) Naphthalene-d8 13.19 136 7141153 20.00
17) Acenaphthene-dl0 18.34 164 3544914 20.00
29) Phenanthrene-dlo0 22.65 188 5662361 20.00
38) Chrysene-di2 30.50 240 5019113 20.00
44) Perylene-dl2 34.42 264 3698997 20.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 324924 3.63
Spiked Amount 5.000 Recovery =
Target Compounds
20) Dimethylphthalate 18.34 163 570026 2.43
21) 2,6-Dinitrotoluene 18.34 165 450015 9.86
42) Bis(2-ethylhexyl)phthalate 31.11 149 164121 1.21
(#) = qualifier out of range (m) = manual integration

00250.D SCAN508.M

NYC-WTC_000050598

Fri Jan 25 10:22:12 2002
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00250.D Vial: 6

Acg On : 24 Jan 2002 7:06 pm Operator:

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

MS Integration Params: SPLIT.P

Quant Time: Jan 25 10:22 2002 Quant Results File: SCAN508.RE
Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title : 508 scan method

Last Update Fri Jan 11 13:20:07 2002

Response via Initial Calibration
Abundance TIC: 00250.D
8500000

7500000

Phenanthrene-d10,|
Chrysena-d12,|

1,4-Dichlorobenzene-d4,!

Perylene-di2,}

1500000

2,4-DDD.8

1000000

Bis(2-athylhexyl)phthaiate

500000

clhd l
Py TITYTTY T L B e Tt T TTT T T

Time—> 400 600 800 1000 1200 14.00 1606 1800 2000 2200 2400 2600 2800 3000 3200 3400 36.00 3800

00250.D SCAN508.M Fri Jan 25 10:22:13 2002 Page 2

NYC-WTC_000050599



NYC 9/11 Public Portal Document

——— s ade SN e Nrde W AL NS AN s sl

Data File : C:\MSDCHEM\1\5973N\02JAN24\00250.D Vial: 6

. Acg On : 24 Jan 2002 7:06 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 : 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 3.613 17 21 25 rBV 39549 58909 0.39% 0.069%
2 4.253 73 77 83 rBV4 29061 71592 0.48% 0.084%
3 4,630 103 1i0 115 rBV 30385 74420 0.50% 0.087%
4 4.835 123 128 141 rBV2 45655 116554 0.78% 0.137%
5 5.018 141 144 149 rvv 77632 148217 0.99% 0.174%

6 5.714 201 205 209 rvv 72899 121071 0.81% 0.142%
7 5.885 217 220 241 rBV 1046185 2082891 13.86% 2.440%
8 9.721 551 556 561 rVV 4842533 9722763 64.69% 11.391%
9 9.858 561 568 577 rvv 16242 69119 0.46% 0.081%
10 13.192 855 860 865 rBV 6850670 13759216 91.54% 16.120%

11 18.341 1305 1311 1315 rBV 7122295 14437527 96.05% 16.915%

12 22.280 1653 1656 1661 rVB 56224 111177 0.74% 0.130%
13 22.645 1681 1688 1693 rBV2 6618139 15030523 100.00% 17.609%
14 22.771 1687 1699 1713 rVB 89182 226315 1.51% 0.265%
15 23.810 1785 1790 1797 rVvv 23231 52992 0.35% 0.062%
16 24.849 1877 1881 1889 rVV 22777 49783 0.33% 0.058%

17 27.726 2129 2133 2139 rvv 911759 1657791 11.03% 1.942%
18 30.500 2369 2376 2381 rBV 5997794 14469876 96.27% 16.952%
19 31.105 2425 2429 2457 rVB 102625 487417 3.24% 0.571%
20 34.416 2713 2719 2747 rBV 4600763 12607283 83.88% 14.770%

Sum of corrected areas: 85355436

J0250.D SCAN508.M Fri Jan 25 10:26:22 2002 Page 1
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File

Operator

Acquired
Instrument

Sample

Name:

Misc Info :
Vial Number:
File :SCAN508.RES (RTE Integrator)

Quant

LSC Report - Integrated Chromatogram

C:\MSDCHEM\1\5973N\02JAN24\00250.D

24 Jan 2002
Instrumen
508scan

January 24, 2002

6

7:06 pm using AcgMethod SCAN508

Abundance
7000000

6000000

2000000

1000000

5.89

TIC: 060250.D

8.72

13,19

Time—>

O—

4.00

3.61 42516542 5.7k
L s i

A
LIS SR B Bt A

5.00

6.00

LIRS B R LI 2 Bt T T

e
8.00 9 00 10. 00 11 00 1200 1300 1400 1500

LI S S S LN BN S R

Abundance
7000000

6000000

1000000

18,34

TIC: 00250.D
22.65

222#{"’(:&81 2485

27.

Time—>

L I B ¥

]
16.00 1700

TV v T ¥ Y

1800

T

1900 2000

T T T T T v T

T T T T [ ¥y T F T

21.00 2200 2300 2400 2500 2600 2700

Abundance
7000000

2000000

1000000

-

@&

i3t

\

TIC: 00250.D

34.42

o

T T 7

Time—> 2800 2900 3000

T

T 7

|‘r_rllllrxlllx]lls: T T

T r
3100 3200 3300 3400 3500 3600 3700 3800 3900

J0250.D SCAN508.M
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00250.D Vial: 6

Acqg On : 24 Jan 2002 7:06 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

khkkhhhhhhhkhhdkhhkhkkdhhhkhhhhkhkhhhhkhkhhkhhkhhdhhkhkhhkhkdhkhhhhkkdkhhdhkdkdhddkhik
Peak Number 1 Butanoic acid, methyl ester... Concentration Rank 10

Quant Method

R.T. EstConc Area Relative to ISTD R.T.
3.61 0.12 ug/L 58909 1,4-Dichlorobenzene-d4 9.72
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 (CAS... 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 74
Abundance Scan 21 (3.613 min): 00250.D (-) m/z 43.10 100.00%

74

58

8
5 { i’ 3.50 3.60 3.70 3.80 3.80 4.00
T T '1"”1""}""1” A SAAAS SRAANREASR REAAA RARSE REARY LAZAN LALAN LARAS SN m/z 74.10 77.56%
m/z—-> 202530354045505560657075808590951001 110
Abundance #9227 Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
74

g g
&8 F—— &

5 3.50 3.60 3.70 3.80 3.0 4.00
‘ 87 m/z 71.10 67. 86%[
0, - l 69 ! 102
I]1ITTIIIIIIIIIIIIIII!DI llIlIl!llllllll lTITl Illl ll rnTlll ]l'll l lll LALR]
miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #9228: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74
3.50 3.60 3.70 3.80 3.90 4.00
5000 m/z 41.10 37.70
59 87
Ll ‘ . 162
llllll;llll[l(l LR RI lll Xll'T“r‘ll llil TT lllIrTTl ll[l"l'llll x llll T17T lllllll’
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #9224: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
48 3.50 3.60 3.70 3.80 3.90 4.00
74 m/z 59.10 28.20

102

IRIREAESRERRS ARRRD RRRLE RS

50 55 60 65 70 75 80 85 90 95 100 105 110 3,50 3.60 3.70 3.80 3.90 4.00

g
.
i
1—g
EP
1 q

T T
miz—-> 20 25 30 35 40

)0250.D SCAN508.M Fri Jan 25 10:26:22 2002 Page 3
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Data File C:\MSDCHEM\ 1\5973N\02JAN24\00250.D Vial: 6

Acg On 24 Jan 2002 7:06 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

% de de ke kg g ke ok ke ek g gk ok Tk ok ok hk ke d ok de gk ok ko kkdkkkd kR kg dkhkkdk kk ke hkkdkkkkkkkhkk
Peak Number 2 3-Methyl-2,3-epoxybutanal Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
4.25 0.15 ug/L 71592 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm . CAS#

1 3-Methyl-2,3-epoxybutanal
2 Formic acid, 2-methylpropyl este.

100 C5H802

.. 102 C5H1002

000000-00-~0 42
000542-55-2 22

3 1-Butanamine, 2-methyl- (CAS) $$... 87 CS5H13N 000096-15-1 10.
4 2-Pyrrolidinone 85 C4HTNO 000616-45-5 9
Abundance Scan 77 (4.253 min): 00250.D () m/z 85.00 100.00%

41
5000
60 LEREL [\A T } IAIII
'|47 5f| i 400 420 440 460
l'l"ll]lllllllllllllfl lll I l)ll"l"]llll TYIY l ll TITT [ll l'llllllir‘[ll'lllllllllll m/Z 41 10 82 73%
mfz—-> 20253035404550556065707580859095100105
r\bundance #7969: 3-Methyl-2 3-epoxybutanal
41 85
5000 -
60 400 420 440 460
‘ m/z 43.10 59.97%
| 100
llllll!ll\l’l’]‘l"l l lll! T I[lllll lll[ [ Illl [ ll!l llll Tl"'rllll]lllllllll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #9310: Formic acid, 2-methylpropyl ester (CAS) $$ Isobutyl...
29 48 56
400 420 440 460
5000 m/z 39.10 30.10%
lll'lll[llllil?‘slllll { ll l4l7ll[ Fll'l [ , IIIIIIIW[ ‘ll l] llli lll [ “ll
miz--> 20253035404550556065707580859095100105 A [\
Abundance #4413: 1-Butanamine, 2-methyl- (CAS) $$ 2-Methylbutylamine... e
4 400 420 440 460
m/z 60.00 24 .89%
5000
56 87
IITI'I!"II"II"‘ISIHI ‘ ll!‘llll ll!‘llllll ‘I!!7{° ll‘ li‘ll\ !l‘ “ ] “l LR ] 1 T T v ll T L] ] Ty ]l T
> 20 25 30 35 40 45 50 55 60 65 70 75 90 1001 400 420 440 460
J0250.D SCANS508.M Fri Jan 25 10:26:22 2002 Page 4
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Data File C:\MSDCHEM\ 1\5973N\02JAN24\00250.D Vial: 6

. Acg On : 24 Jan 2002 7:06 pm Operator:
Sample : 508scan Inst Instrumen
Misc January 24, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

~Quant Method
Title
Library

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

hhkhkhhkkhkhhkkkhkhhkhhhkhkhhkkhkhkhhkkhhkhhkkdhhhkhkhkhhkhkhhhhkhkhkhkhkhhkhkkdohhhkhkkhkhhhkhkhkhkkn

Peak Number 3 2-Buten-1-0l, 3-methyl- Concentration Rank 6

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

4.63 0.15 ug/L 74420 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Buten-1-0l, 3-methyl- 86 C5H100 000556-82-1 28
2 2-Buten-1-o0l, 3-methyl- (CAS) $S$... 86 C5H100 000556-82-1 25
3 3-Penten-2-0l $$ .alpha.,.gamma.. 86 C5H100 001569-50-2 23
4 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 22

Abundance Scan 110 (4.630 min): 00250.D () m/z 71.10 100. ooﬂ
7
57
5000 &
53 85 MRS S ."’\/.\\ VMR ¥ S
i 49”” o7, I 420 440 460 480 500
[ll"lllll[ll"l'llll]ll'lll'lllllllllilfllll ll‘!fll_lj Illlllll—llrlllll"[liﬁ—l’lll m/z 41 lo 75 32%
miz—> 20 25 30 35 4D 45 50 55 60 65 70 75 80 8 90 95
Abundance #4074: 2-Buten-1-ol, 3-methyl-
m
39 53 67
5000 420 440 460 480 5.00
27 l 86 m/z 57.10 64.56%
42
||l' lll!l[llllll:lllllirlll‘lllfllrl_rllll'llllllgl :lllIlllllll!ililllllll]lll
m/z--> 20 256 30 35 40 45 50 55 60 65 70 75 8 8 90 85
Abundance #4071: 2-Buten-1-0l, 3-methyl- (CAS) $$ Prenc! $$ 2-METHYL...
m
TrrT T ¥ l‘l!fjll,
39 53 57 420 440 460 480 500
5000 27 m/z 88.10 54.61%
31 42 8
| 9 9 .
[r‘l’llll(rl’(‘lllllllllllqlllllf!llllllllllllllllir llllll(lllll]'lllllllil’lr"l
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #4047: 3-Penten-2-ol $$ .alpha.,.gamma.-Dimethylallyl alco... R R —
43 " 420 440 450 480 500
m/z 39.10 40.84%
5000 39 5
27 ‘ &7
58 86
Tl'lllllllllll[ll'l“%!lll! ‘!l'f?‘"‘ll'ﬂlﬁlrfli!l llll‘lIlll!lll!lll,lllllIT
m/z-—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 85 420 440 460 480 5.00

10250.D SCAN508.M

NYC-WTC_000050604

Fri Jan 25 10:26:22 2002
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Data File :

. Acqg On : 24 Jan 2002 7:06 pm
Sample 508scan
Misc : January 24, 2002

MS Integration Params: LSCINT.P

Quant Method :
Title :
Library :

508 scan method

C:\DATABASE\WILEY7N.L

C:\MSDCHEM\1\5973N\02JAN24\00250.D

Vial: 6

Operator:

Inst

: I

nstrumen

Multiplr: 1.00

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

% % ke kK Kk gk K g ke e de ke kg ke de ke e ke kK ke de ek Tk ok gk ko ok kg ke gk hok kg ke ke e kK k ok de ok ook d ok ko h ok kdhdhkkhk

Peak Number 4 2-Butenal, 3-methyl- $$ Cro...

Concentration Rank &5

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

4.84 0.24 ug/L 116554 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butenal, 3-methyl- $$ Crotonal... 84 (C5BHS80O 000107-86-8 81
2 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 CS5H80 000107-86-8 81
3 2-Butenal, 3-methyl- 84 (C5HS80 000107-86-8 64
4 Furan, 2,3-dihydro-4-methyl- 84 C5H80 .034314-83-5 58

Abundance Scan 128 (4.835 min): 00250.D () 84.05 100.00%
84
55
5000 44 59
;Jl ” ll , 7 l 440 460 480 500 520
"T_TTT llll"l’l l!llll]llllilllll l]l]lflTTl'llllllll‘lllll"l l!'ll‘l""]' /Z 55 10 69 95%‘
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95
Abundance #3222: 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $...
84
55
39 -
5000 - 440 460 480 500 520
m/z 83.10 47.13%
44 1531 [ 619 I
TY]IIIIlll!ll!‘r'l‘rlll‘lrll!l Ill lllll[rllll"l'lllll!lrfl'lll lllllII"I,T
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $5...
84
S5 SRS SRS VERAS SRR SR
440 460 480 500 520
5000 39 m/z 59.00 44.13%
27
l 44 B | 68 .
‘r‘lllll[lll(]llll,llllr‘f—l—‘lllllll L) l]llllllllllllll'llllllll llllllilllT
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #3224: 2-Butenal, 3-methyl-
84 440 460 480 500 520
m/z 41.10 42.20%
l 5.0. 1 || 666|9 L
llr" ll‘l ll[l'rq ll'l IIIIYITll‘lllTllllll“l‘llll[lllllilf[l lliml"lll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 440 460 480 500 5.20
10250.D SCAN508.M Fri Jan 25 10:26:22 2002 Page 6
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00250.D vial: 6

Acg On : 24 Jan 2002 7:06 pm Operator:

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

MS Integration Params: LSCINT.P

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

Title 508 scan method
Library : C:\DATABASE\WILEY7N.L
kkkkhkhkhkhhhhkhhkhkhkhdhhkhkhkhhhkhhhdkhdkhhkrddhhhhhhkhhhkhhhohhkhhbhhkhhdrkdhhhhhhkhkrdthhiih
Peak Number 5 3-Buten-2-ol, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.02 0.30 ug/L 148217 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 890
2 3-Buten-2-0l, 2-methyl- (CAS) $$... 86 CB5H100 000115-18-4 80
3 Butenol, methyl- 86 CB5H100 060766-00~-9 80
4 3-Buten-2-ol, 2-methyl- 86 C5H100 000115-18-4 64
Abundance Scan 144 (5.018 min): 00250.D (-) m/z 71.10 100.0091
43 H
5000 59
39 55
50 I[ 67 o4 460 480 500 520 540
lel‘l‘(ll““\“‘!‘!] “‘ Tt % I !i“‘lll\"lf T XF]_T!LIFD% Xlﬁ‘]_r‘l““‘l;_r'“il‘liffr m/z 43.10 91'95%}
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4083: 3-Buten-2-ol, 2-methyl- 71
{
43
5000 1
59 460 480 500 520 540
27 44 l m/z 41.10 55.95%{
37 |, 513 . Ll 86
Ti7v ITI l TT l LRE RS I'l"l_l'l Tr 'l T TT Tl_l_l'l]'l lllll‘lllll]TTlll ITIrrllll'T'rl’TIlllllIl"lT
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundarnce #4081: 3-Buten-2-ol, 2-methyl- (CAS)$$2—Methyl;3-buten-2...
i
43 460 480 500 520 540
5000 m/z 59.10 39.20%
59
27
31 53 67
LL IU 1 86
llTTrlllllll1T"’lll ll'l_l_rllll'llllllll lllllllllllll("‘ l Xll"['l_l'lil llllllllllllllllll'll l}
mz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
{Abundance #4093: Butenol, methyl-
43 7 460 480 500 520 540
m/z 69.10 34.81%
5000 59
15
l i s
g 674 86 A A
ll_lT‘[llfllYY‘rrlll ll l TT17T llllll]illlllll.ll‘lll(l l] l lllll l‘TI—rrrl‘ll llll '—Illlllll i 1
mz—> &5 10 15 45505560657075808590 460480500520540
0250.D SCANS508.M Pri Jan 25 10:26:23 2002 Page 7
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00250.D Vial: 6

. Acq On : 24 Jan 2002 7:06 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
dkhkhhhhhkhhhhhhhhhhhkhhhhkhhhhhhkhhhhhhkhhhkhhkhhhhhhhhhhkhhhhhhhhdhhhdhkkhkdkikik
Peak Number 6 1,6-Heptadien-4-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.71 0.25 ug/L 121071 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,6-Heptadien-4-o0l 112 C7H120 002883-45-6 53
2 3-[.beta.-hydroxy-(.beta., .beta.... 86 C5H6D20 005557-87-9 53
3 3-Penten-2-ol (CAS) $$ 2-PENTEN-... 86 CS5H100 001569-50-2 50
4 3-Buten-2-o0l, 2-methyl- 86 C5H5H100 000115-18-4 46
Abundance Sean4§05 (6.714 min): 00250%? &) m/z 71.10 100.00%

84 540 560 580 6.00
b beprerrreehterrrerrreee | | M/ Z 43.10  93.73%

:
Ly

g
?
E 4,
)
o
8
R
8
»ﬁs-
=187
e
g R
<8l
P
8
8_
8_
g_
-
x

540 560 580 600
o7 l m/z 41.10 _85.32%

540 560 580 6.00
m/z 69.10 38.57%

5000
58 85
il |
miz—> 5 101520253035404550556065707580859095100105
ndance #4043: 3-Penten-2-ol (CAS) $$ 2-PENTEN-4-OL $$ Methy! prop e
43 7 540 560 580 86.00
m/z 39.10 38.40%
5000 27
15 l 53
= A
l ! 35 ! lll[l il! !lz l 816 T T T

20250.D SCAN508.M Fri Jan 25 10:26:23 2002 Page 8
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Liprary sSearch Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN24\00250.D vial: 6

Acq On : 24 Jan 2002 7:06 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

*********************************************************************

Peak Number 7 3-{(CYCLOHEX-3’-EN-YL)PROPAN... Concentration Rank 1

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

5.89 4.28 ug/L 2082890 1,4-Dichlorobenzene-d4 9.72

Hit# of 5 Tentative ID MW MolForm - CAS# Qual
1 3- (CYCLOHEX-3’'-EN-YL)PROPANOL $$... 174 C8H1404 015745-87-6 33
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 33
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 23
4 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9
Abundance Swn72§0(5.885min):00250.0(-) m/z 73.10 100.00%

43

-

560 580 600 620
z 43.10 24.61%

‘llllll'l‘TlI'Yﬁ‘l";'l_‘l—rlll'l"‘lr'_nlrll "l' Tl ' T L3 l'fl lﬁllr,_rl (ﬁ1llX1Tl
miz—> 10203040506070809010011012013014015016017 180

ndance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
7B

55 87 103 /

P

560 580 600 620

43 m/z 45.10 9.33%
27 J 5 5g 113 nu
l"l]lll(!lllll‘llli_rrll"l_rr!f'rrrri '( LS '[Tl l [II ll TT?V Im ﬂ_l' llll TITTI]Y
miz—> 1020304050607080901001101201301401501601701
Abundance #78238: Acstic acid, 3-{1,3]dioxolan-2-ylpropyl ester
73
560 580 600 620
5000 z 41.10 9.32%
43
27 Jil 55 87 113 174
llll’_!_rlllmlrm]lllfllli‘lTllIT‘l_llii—l_ril llY lle(( l TIT T llllT]llrI‘llYﬂTl'l‘erT
miz—-> 102030405060708090100110120130140150160170180
Abundance #4814: Silane, tetramethyl-
7 560 580 600 620

m/z 71.10 6.74

F

45
15 83 88
l"rl_ﬁlill(illﬁ“‘ll{lrll\irllXi |XT1_‘K_!‘ ll‘r l TFI1 7V ]TTrll l‘l]ltT‘rl(IﬁTlTl_lTil l TT l
> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 620

0250.D SCAN508.M Fri Jan 25 10:26:23 2002 - Page 9
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Liprary searcn tompound Report

Data File : C:\MSDCHEM\1\5973N\020JAN24\00250.D vial: 6

.« Acg On : 24 Jan 2002 7:06 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

de Je ok de Je K de de K e J Fe e de Je e K de K K de Kk de K do ke K de K K kK Kk do ek K dk ok ok dk kK kK dk kK kd gk Kk KKk gk kkkk kR
Peak Number 8 2-Propanol, 1-(2-methoxypro... Concentration Rank 9

EstConc Relative to ISTD R.T.

69119 1,4-Dichlorobenzene-d4

MW MolForm

e e e S S G s G e S e e e et b s e G e et S e e o ot W e o e b e S bt e s b e b e e v S G e S e e v R e e e

1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H1603 013429-07-7 83

2 Hexylene Glycol

3 3-Octanol (CAS) $3% n-Octan-3-ol

118 C6H1402
.. 130 C8H180

000107-41-5 39
000589-98-0 9

4 3-Hexanol 102 C6H140 000623-37-0 9
Abundance Scan 568 (8.858 min). 00250.D () m/z 59.10 100.00%
58
5000
43 860 980 10.00 10.20
73
e B4 || W2 43.10  16.71%
miz-> 20 30 40 50 60 70 80 S0 100 110 120 130 '
Abundance #43942: 2-Propagol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
9
5000 )
980 980 10.00 10.20
m/z 45.00 11.81%
31 45 73
.yl A ] 14 130
ITj_r',lllllﬁlll]_l l'Tl‘7Tl‘m|l'ller'lllll|Illllllll'l'll'
mz—> 20 30 40 50 60 70 80 S0 100 110 120 130
Abundance #17792: Hexylene Glycol
58
43 860 980 10.00 10.20
5000 m/z 41.10 10.84
31 h 85
Sl 1 18
7[fﬁl["_ﬁllllllllill’ lll,—ll'ﬁlllllllrli'l_l—!“[_l—'lll]ll"ltj_ﬁ
> 20 30 40 50 eb 70 8 90 10 110 120 130
Abundance #26850: 3-Octanol (CAS) $% n-Octan-3-0i $ Ethylamylcarbin...
960 980 10.00 10.20
m/z 73.10 10.70%
5000 83
" 101
I 83 . 1
rl'lTﬁlI‘l‘llr‘l_rl",_‘_lifllrlll'_l"'Tll('llll‘l‘l"l’l"“—rlr,_r'lll‘ll
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 960 980 10.00 10.20

0250.D SCAN508.M Fri Jan 25 10:26:23 2002 Page 10
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oLl y SSSdlUil LOLIPOUIaQ Keporct

Data File : C:\MSDCHEM\1\5973N\02JAN24\00250.D
Acg On : 24 Jan 2002 7:06 pm

Sample : 508scan

Misc : January 24, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

vial:
Operator:
Inst : Instrumen
Multiplr: 1.00

6

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

hkhkhkhkhdhhhhkhkhkhkhkdkhhhhhkhhhhkhhkhhkhhhkhkhhhhkhkhhhhhkhdhhdkdhdhhddddhdhdhhdkddhdhdhkdhiik

Peak Number 9 4-METHOXY-

.EstConc

.BETA.-METHYLCINN. .

Conc

Relative to ISTD

entration Rank 7

e .t e . oo o e e s e b e e e e s o b b e e et ke e e e e e v e e e e e s b b e e e e e e - m

22.28 0.15 ug/L 111177

Hit# of 5 Tentative ID

Phenanthrene-di0

MW MolForm

4 -METHOXY - .BETA . -METHYLCINNAMIC

N-(2-methylprop-2-enyl) -2-nitrob.

1,3-Benzodioxole, 4-methoxy-6-(2...
l-amino-2-methyl-4-isopropyl-thi...

192 C11H1203
192 C11H1203
192 CS5H13N4PS

192 C10H12N202

019169-94-9 72
000607-91-0 53
107264-54-0 50
000000—00—0 47

Abundance Scan 1656 (22.280 min): 00250.D (-) iz m/z 192. 100.00%
1
A
82 146 409 y y
70 ' 120 2200 2220 2240 2260
|lll4ﬁl’_‘l—lllrhlll'lll7ll LRER] T!ll TITFY l' il'!l’l’_r TT l LRERS ‘l l TI17T TITY !1 } 'l“[ﬂ m/z 191 17 00
m 405060708090100110120130140150160170180190200
ance #102588: 4-METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenoi... 92
1
108
5000
2200 22.20 22.40 2260
175 m/z 146.10 16 \05%
AR SRR AR AR R AR AR RN R REE RE RAREN RS SRR RN R R RN RARE ;lllnx[ IARERE]
nfz—> 405060708090100110120130140150160170180190200
Abundance #102624: 1,3-Benzodioxole, 4-methoxy-6-(2-propenyl)- (CAS)...
192
22.00 2220 2240 22.60
5000 m/z 96.10 14.79%
o1 165
I I 177
ll‘ll’l’r]ill iIl_I'_‘R_[lll lllll‘!f"ll’lllll ll'lf‘l LA R RS l'll lll llﬁ Klll 1TI1‘[ lllkll
miz—> 405060708090100110120130140150160170180190200
Abundance #101918: 1-amino-2-methyl-4-isopropyl-thictriazaphospholin... SRR —
g 1?2 2200 2220 2240 2260
m/z 193.10 12.23%
5000
144 177
lllIri‘l]l‘ll]l'l_l'_l’_[Ylll]lIIY‘[lllll'll_ljlllllllll[Il’llIl Iﬁl II"II )llﬁ'l lll !"T IITII ‘l_l—llll lll’l LERERJ
miz—> 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 200 2220 2240 2260

0250.D SCAN508.M

NYC-WTC_000050610

Fri Jan 25 10:26:23 2002
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e e e Ll LLAUPUULIL XEDOTT

Data File : C:\MSDCHEM\1\5973N\02JAN24\00250.D Vial: 6

Acg On : 24 Jan 2002 7:06 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
22 X222 2222222 R 22X XZ X E LT IEIILITEIZEIETZIELIE LI ELE R R LR DR ER TR T X TORROR R
Peak Number 10 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.77 0.30 ug/L 226315 Phenanthrene-d10 22,65
Hit# of 5 Tentative ID MW MolForm - CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 91
2 Anthracene-D10 188 C14D10 000000-00-0 86
3 6-Hydroxy-2-naphthalenecarboxyli... 188 C11H803 000000-00-0 47
4 Cycloheptanone, 4-phenyl- 188 C13H160 067688-28-2 47
Abundance Scan 1699 (22.771 min): 00250.D (-) ) m/z 188.10 100.00%
5000
80 94
160 2240 2260 2280 23.00 23.20
44 54 64 132 m/z  94.05  20.869%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
1

-

Abundance #84498: Anthracene-D10

B0 ©4 m/z 184.10 13.68%
66 158
~> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
1

240 2260 2280 2300 2320
m/z 189.10 12.05%

mfz--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 190
Abundance #97789: 6-Hydroxy-2-naphthalenecarboxylic acid $$ 6-Hydrox...

-

240 2260 2280 2300 2320
m/z 80.10 11.27%

171

&

143
15
8089 103 | 431 | 150 |
T k2 lllllrr'llll[[‘llll’ltmll'l'[1"['Tl’ﬂrm'r'_lll""ﬂllll‘lrlrrr‘ l““(r‘lrﬂ TYT L
Infz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 23.00 23.20

250.D SCAN508.M Fri Jan 25 10:26:23 2002 Page 12
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN24\00250.D
Acq On : 24 Jan 2002 7:06 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: 6
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

*********************************************************************

Peak Number 11

1l-Butanamine, 2-ethyl-

Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
23.81 0.07 ug/L 52992 Phenanthrene-dl0 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Butanamine, 2-ethyl- 101 C6H15N 000000-00-0 9 rﬁ)
2 1-METHYL-5-AMINO-D2-1,2,4-TRIAZOLE 100 C3H4D2N4 053778-60-2 9
3 l-Hexanamine $$ Hexylamine $$ n-... 101 C6H15N 000111-26-2 9

4 2,4-Imidazolidinedione (CAS) $$

100 C3H4N202

o o o

000461-72-3 9

Abundance Scan 1790 (23.810 min): 00250.D (-)
1(P
5000
41 55 86 188
SRR SRR SRR AR SR SR SARALSARN SARAI RAR
iz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
]Abundance #9011: 1-Butanamine, 2-ethyl-
3
5000
l TY Vv \rﬁ'f%%’l\lﬁ]lllll?lzlllllaﬁ I Tr '11“91'21 '_l_‘l T ITI[IT_] Tl_l TTTT T"_l ‘I_Wl 3
L'nlz—> 20 30 40 50 60 08090100110120130140150160170180190
Abundance #6725; 1~METHYL-5-&\)MINO«D2—1 2,4-TRIAZOLE
1
5000
45 56
o ||
lerrmllll‘lll)‘l"l‘lmlrmllllll[l!‘ll TrT7V lﬂ' I'l'lllrrl‘lfl’ ‘lrrlirrrl‘ LR Y l(lr
miz—> 2030405060708090100110120130140150160170180190
Abundance #8933: 1-Hexanamine $$ Hexylamine $$ n-Hexylamine $$ Mono-...
30
5000
44
lllTILl l‘lﬁ‘!%l[‘sl’?'lmll?g‘l ] TTT II'T?’0I1I l(llllr IT“II"'_I_" I‘Fl !l‘llll‘l_l l_n_l Tl_l'_‘l
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

m/z 100.10 100.00%

T

TTT T T3 T

2340 2360 23.80 2400 2420
m/z 41.10 6.01%

.

2340 2360 23.80 24.00 24.20
m/z 43.10 5.55%

%

2340 2360 2380 2400 24.20

m/z 55.10 5.01%
23.40 2360 23.80 24.00 24.20
m/z 86.10 4.40%{

E

2340 2360 2380 2400 24.20

J250.D SCAN508.M

NYC-WTC_000050612
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Page 13



NYC 9/11 Public Portal Document

Lt AR TN 4 T Ll \.,uutyuu.u.u DTRVL L

Data File C:\MSDCHEM\1\5973N\02JAN24\00250.D vial: 6

Acg On : 24 Jan 2002 7:06 pm Operator:

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

MS Integration Params: LSCINT.P

Quant Method

Title
Library

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

de Je K g de K de de ke do de K de K de ok de ke de de K gk g de K d de de ke dede ok k de kg ok k ok k ok kk ok gk dkkkhkkdk gk kkk kkkkkdkkk
Peak Number 12 1,2-Benzenedicarboxylic aci... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
24.85 0.07 ug/L 49783 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm . CAS#H# Qual
1 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-18-9 74
2 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 74
3 1,2-Benzenedicarboxylic acid, bu... 304 C18H2404 000084-64-0 74
4 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 64

ndance Scan;lgg1(24.849min):00250.0(-) m/z 149.00 100.00%

5000

2460 24.80 25.00 2520
4‘1'I5n61 TT 93'1!!1]'] 'Ill ‘ll‘r Ill 2wl22.¥311 lrI‘ll’ 'l"lll"‘] m/z 150.00 8.50%
miz—> 4060 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #308007: 1,2-Benzened %o icarboxylic acid, butyl 8-methyinonyl...
1
Sow - LIS S A0 T B S R S L B 0 B
2460 24.80 2500 2520
m/z 56.00 7.22%
223
?'? 85 104 121 167 208
llIlIll T '[ llll LIRS T lll](‘llll ‘l'_‘l'_l'_l LARER BN | !rflll T7 TIT llllll
o> 4080 80 100 1D 135 18 180 30 2o o o Ao 3o B
Abundance #284879: 1,2-Benzenedicarboxylic acid, butyl 2-ethythexyl ...
1
24160 2480 2500 2520
5000 m/z 41.10 6.89%
lllll5':'7[l'l g ll'l1[?l4l1l‘21llfl1 llllllll lll@ﬁ?sill lll?le1‘l'12‘r7‘9lll lll'l‘llll‘
niz-—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #254208: 1,2-Benzenedicarboxylic acid, butyl cycichexyl es... L e B
149 24.60 2480 2500 25.20
m/z 57.10 6.62%
5000
78 104121 167 25 223
'llllll L S LELER T RERERI ¥ TY17T LI IT!]’ T TV T Trr?V LRI T T U v AR 2R B T v 1
miz—> 40 60 80 100 12 0 220 240 260 280 300 320 | 2450 2480 2500 25.20

10250.D SCAN508.M

1001201401601802002202

Fri Jan 25 10:26:24 2002 Page 14
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— - —— e = - z .

Jperator ID: Date Acquired: 24 Jan 2002 7:06 pm

lata File: C:\MSDCHEM\1\5973N\02JAN24\00250.D

Jame: 508scan

1isc: January 24, 2002

flethod: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Yitle: 508 scan method

sibrary Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TI RT EstConc Units Response |# RT Resp Conc
3utanad i . 3.61 0.1 ug/L 58909 1 9.72 9722760 20.0
3-Methxl-2,3-epox... 4.25 0.1 ug/L 71592 1 +9.72 9722760 20.0
2-Buten\1l-o0l, oo 4.63 0.2 ug/L 74420 1 9.72 9722760 20.0
2-Butena\, e 4.84 0.2 ug/L 116554 1 9.72 9722760 20.0
3-Buten- cos 5.02 0.3 ug/L 148217 1 9.72 9722760 20.0
L,6- i 5.71 0.2 ug/L 121071 1 9.72 9722760 20.0
3- (CYCLOHEX-3' ~EN. .. 5.89 4.3 ug/L 2082890 1 9.72 9722760 20.0
2-Propanoly, .. 9.86 0.1 ug/L 69119 1 9.72 9722760 20.0
1 -METHOXY# .BETA.~-... 22.28 0.1 ug/L 111177 4 22.65 15030500 20.0
JECADEUTHROPHENAN... 22.77 0.3 ug/L 226315 4 22.65 15030500 20.0
L-Butanapine, .. 23.81 0.1 ug/L 52992 4 22.65 15030500 20.0
1,2-Benzenedicgrb... 24.85 0.1 ug/L 49783 4 22.65 15030500 20.0
00250.D SCAN508.M Fri Jan 25 10:26:24 2002 Page 15
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