NYC 9/11 Public Portal Document

User: Vinel, David L
Westchester Dept. of Labs & Research
Date: 02/13/2002 Time: 09:02:55

Sample: AEQO166

Analysis: $GCMS  GCMS Scan For Unknowns

Units: ug )

gtarted; 2113/02 08:02 Ended: 2/13/02 08:02 Analyst: DLV
age: 1

Other unknown compounds .
1\ Surr_2,4-DDD 74 5.0
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Comments for Sample AE00166 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 02-13-2002 Time: 09:03:34

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
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Data File
Acqg Cn :
Sample :
Misc :
MS Integrati
Quant Time:

Quant Method
Title

Last Update
Response via

NYC 9/11 Public Portal Document

Quantitation Report (Not Reviewed)

C:\MSDCHEM\1\5973N\02FEB04\00166.D Vial:
4 Feb 2002 6:27 pm Operator:
508 scan Inst :
February 4, 2002 Multiplr:

on Params: SPLIT.P
Feb 05 08:28:35 2002 Quant Results File:
C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

508 scan method

Fri Jan 11 13:20:07 2002

Initial Calibration

5

Instrumen
1.00

SCAN508.RES

Response Conc Units Dev(Min)

—— - - - — =

DataAcg Meth SCANS508
Internal Standards R.T. QIon
1) 1,4-Dichlorobenzene-d4 9.71 152 2173817 20.00
10) Naphthalene-ds 13.20 136 9159985 20.00
17) Acenaphthene-dio 18.34 164 4737309 20.00
29) Phenanthrene-dlo0 22.65 188 7546744 20.00
38) Chrysene-dl2 30.51 240 6740086 20.00
44) Perylene-dil2 34.43 264 5063567 20.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 441690 3.70
Spiked Amount 5.000 Recovery =
Target Compounds
20) Dimethylphthalate 18.35 163 755241 2.41
21) 2,6-Dinitrotoluene 18.34 165 600803 9.85
42) Bis(2-ethylhexyl)phthalate 31.11 149 63964 0.74
(#) = qualifier out of range (m) = manual integration

00166.D

SCAN508.M

Tue Feb 05 08:28:36 2002

NYC-WTC_000050685

ug/L -0.01
ug/L -0.01
ug/L -0.02
ug/L 0.00
ug/L 0.01
ug/L 0.00
74.00%

Qvalue
ug/L # 55
ug/L # 17
ug/L 100

Page 1
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Data File : C:\MSDCHEM\1\5973N\02FEB04\00166.D Vial: 5

Acg On : 4 Feb 2002 6:27 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 4, 2002 ) Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Feb 5 8:28 2002 Quant Results File: SCANS508.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: 00166.D
1e+07

9500000

:

Phe
Chrysene-d12,

7500000

7000000

1,4-Dichlorobenzene-d4,l
2

L)
Perylene-d12,|

2,4-0DD,;S

1500000

1000000

Bis(2-ethylhexyi)phthalate

500000

l -2
0 L2 B S L L 2N S e L S B B O ¢ S S 2 2 e ' e L3 SRALSLELES SCI SN BN 20 LI N RN SRS TT

Time-> 4.00 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000 32.00 34.00 36.00 3800

00166.D SCAN508.M Tue Feb 05 08:28:37 2002 Page 2
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Data File : C:\MSDCHEM\1\5973N\02FEB04\00166.D Vial: 5

« Acg On : 4 Feb 2002 6:27 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc February 4, 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 3.511 ) 12 17 rVvB 42462 69841 0.35% 0.063%
2 3.625 17 22 25 rBV 41226 62815 0.31% 0.057%
3 4.641 109 111 121 rVB3 22514 51974 0.26% 0.047%
4 4.846 125 129 137 rBV3 31627 76531 0.38% 0.069%
5 5.897 217 221 229 rBV 680013 1367065 6.81% 1.230%
6 6.011 229 231 235 rVB 88541 146256 0.73% 0.132%
7 9.539 535 540 545 rBV 51601 123827 0.62% 0.111%
8 9.630 545 548 551 rvv 51321 117335 0.58% 0.106%
9 9.710 551 555 561 rVV 6363085 12518049 62.37% 11.262%
10 9.836 561 566 579 rVB 58609 173487 0.86% 0.156%
11 13.192 855 860 865 rBV 8275977 17793985 88.65% 16.008%
12 16.549 1149 1154 1157 rVVv 35031, 64916 0.32% 0.058%
13 18.341 1305 1311 1317 rBV 8429999 19148745 95.40% 17.227%
14 22.280 1651 1656 1661 rBV2 90569 172938 0.86% 0.156%
15 22.645 1681 1688 1693 rBV2 8140766 20071604 100.00% 18.057%
16 22.771 1697 1699 1729 rVB 130932 428177 2.13% 0.385%
17 27.726 2127 2133 2139 rBV 1210514 2153744 10.73% 1.938%
18 30.512 2369 2377 2381 rBV 6948673 19264851 95.98% 17.331%
19 31.105 2423 2429 2441 rBV 41370 156133 0.78% 0.140%
20 34.428 2713 2720 2755 rBV 5746605 17194414 85.67% 15.469%
Sum of corrected areas: 111156688

JO166.D SCAN508.M Tue Feb 05 09:47:38 2002 Page 1
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LSC Report - Integrated Chromatogram

File C:\MSDCHEM\ 1\5973N\02FEB04\00166.D

Operator :

Acquired : 4 Feb 2002 6:27 pm using AcgMethod SCAN508
Instrument : Instrumen

Sample Name: 508 scan

Misc Info February 4, 2002

Vial Number: 5

Quant File :SCAN508.RES (RTE Integrator)
Abundance TIC: 00166.D
8000000 1319
971
6000000
4000000
2000000
590
K02 4685 fo1
c T ¥ Trl T I T T T Irl T 1 LI ] lll E) T T ] T ¥ T T I_l T T T ‘ T T ¥ L] l T T T T
Time-> 400 5.00 6.00 7.00 8.00 900 1000 1100 1200 1300 1400 1500
Abundance TIC: 00166.D
8000000 1834 2285
6000000
4000000 B
2000000
27
o 16.55 - 222$€Qﬂ ﬁ
l'l_i—l T T ] ¥ T T I ¥ T T l' T 1 — ¥ ¥ T T T T T ¥ I T L T T ¥ T & ¥ ¥ ¥ 13 T T
Time-> 1600 1700 1800 1900 2000 2100 2200 2300 2400 2500 2600  27.00
Abundance TiC: 00166.D
8000000
30.51
6000000 3443
4000000
2000000
o \ 31.11
v T T T T ﬁl’]]fl T F 7 T T ¥ T T T T T T L] ll
Time—> 2800 2000 3000 3100 3200 3300 3400 3500 3600 3700 3800 3900

)0166.D SCAN508.M

NYC-WTC_000050688

Tue Feb 05 09:47:39 2002
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Data File :

* Acqg On
Sample
Misc

.
-

AL QLY DCALLLIl LulliuLIGg RepoL o

C:\MSDCHEM\1\5973N\02FEB04\00166.D

4 Feb 2002
508 scan
February 4, 2002

6:27 pm

MS Integration Params: LSCINT.P

Quant Method

Vial: 5
Operator:
Inst : Instrumen
Multiplr: 1.00

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

khhkhhkhkkhhkkdhkkhhhkhdhhhhhkhkhkhhkhhkhkhkhkhhkhkhkhhkhkhkhhhhhkkhkhhkhhhhhihkhkdhkhhhkkkhk®k
Concentration Rank 9

Relative to ISTD

Title : 508 scan method
Library C:\DATABASE\WILEY7N.L
Peak Number 1 Acetonitrile, dichloro-
R.T EstConc Area
3.51 0.11 ug/L 69841
Hit# of 5 Tentative ID

1 Acetonitrile,
2 Acetonitrile,
3 Dichloroacetonitrile $$ Acetonit..

4 Dichlorocacetonitrile $$ Acetonit...

dichloro-
dichloro- $$ Dichl.

1,4-Dichlorobenzene-da

MW MolForm .

109 C2HCI2N
109 C2HCI2N
109 C2HCI12N
109 C2HCI12N

003018-12-0 78
003018-12~0 64
003018-12-0 50
003018-12-0 36

[Abundance Scan 12 (3.511 min): 00166.D (- m/z 74.00 100.00%
74
82
5000
47
38 ‘ ; 3.50 3.60 3.70 3.80 3.9
o) AN | NN 1 — T m/z 81.90 52.479%
m/z—-> 10 20 30 40 50 60 70 100 110
Abundance #11644: Acetonitrile, dlchloro-
74
35
5000 82 . Tt IREEAERRERD] TTTT T T rroi o]
3&)3&)3%)3 am
t 47 z 76.00 33.35%
c 1'“ lxl l’ l
l’llll( llfrlllllillll'l[“l’_l’_l]l ll‘ lll’[l
m/z—-> 10 30 40 50 60 70 80 20
Abundance #11641: Acetonitrile, dichlorc- $$ Dichloroacetonitrile $3...
74
3&33&)3ﬂ)3&)390
47
3 L
0 [1] I i 109
lll Illllrlll llllIT Illllrllli[ l[ll ¥ I lll’lll
> 10 20 30 40 50 60 70 80 o 110
Abundance #11642: Dichloroacetonitrile $$ Acetonitrile, dichloro- $5... . RARERSNNEESDSSESR
7 82 350 360 3.0 380 390
m/z 47.00 25.89%
5000
47
35
112 It ” 1] ] 108
of‘l’lll)lllllll'l[ll]"l_‘r Il ll'lerll lllllI lllllr]ﬁll“r ll[ llll‘l!l I’ll lllll’r
miz—-> 10 30 40 50 60 70 80 100 110 50 360 3.70 3.80 380

10166.D SCAN508.M

NYC-WTC_000050689
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Data File : C:\MSDCHEM\1\5973N\02FEB04\00166.D

Acg On : 4 Feb 2002 6:27 pm
Sample 508 scan

Misc : February 4, 2002

MS Integration Params: LSCINT.P

Quant Method
Title :
Library :

Vial: 5

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

Operator:
Inst :
Multiplr:

Instrumen
1.00

khkhkhkhkhkhhkkhhkhkhhkhhkhhhkhhhkhhkhhkhhhdrthkhhhkhkhdhkhkhhhhdhhhkhhhhdhhhbhhhhkhkrdhhhkkk
Peak Number 2 Butanoic acid, methyl ester Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T
3.62 0.10 ug/L 62815 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm . CAS# Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 78
2 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78
3 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78
Abundance Scan 22 (3.625 min): 00166.D {-) m/z 74.10 100.00%
43 74
5000
59 87
I ‘ 3.50 3.60 3.70 3.80 3.90 4.00
c"I“lll'l'lll"'l‘(l']iIl! !l[' 74‘9i YIIl [ll"]fl’ll] TT [ll lllll"[f"[ﬂll'll[ !1“11' T m/z 43010 98011%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
r\bundanoe #9217: Butanoic acid, mettwlester
5000 -
27 59 3.503.603.70 3.803.80 4.00
87 m/z 71.10 74.77%
s . -
c l‘]llllllllllll’l’llll!lr rlﬁlllllll]llir]_mlll!lT,lII ll"lIllll[Illl]l‘l’l'lllllllll"lll‘_l_ll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
r\bundance #9224: Bﬁnom acid, methyl ester (CAS) $$ Methyl butyrat...
74
3.50 3.60 3.70 3.80 3.90 4.00
5000 - m/z 41.10 41.63%
59
l &7
13.3 ll 6.9| n 102
c llllllllllll[!$lllll|xlll l ll llllllllllll]ll(lllll 'lrl"lllllllllllllllll ll]ll' Ill
miz—> 20253035404550556065707580859095100105110
Abundance #9222: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
a8 i 3.50 3.60 3.70 3.80 3.90 4.00
m/z 59.10 36.85%
5000
59 87
0 33 H b 102
lllllll]liﬂT‘*f‘l[llil’II) rmll lIllllTT‘lTlll"lllll l'mlllll}llll[ll]’r IIII L R l'll’ ﬁl‘llllllll(l]llllIT
miz—> 20 256 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100105110 350360370380390400
)0166.D SCAN508.M Tue Feb 05 09:47:3% 2002 Page 4
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Data File

e R T 4

AN tA L wdd NSRS AL LA RN ML

: C:\MSDCHEM\1\5973N\02FEB04\00166.D
Acg On : 4 Feb 2002 6:27 pm
Sample : 508 scan
Misc : February 4, 2002

MS Integration Params:

Quant Method
Title
Library :

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

LSCINT.P

Vial:
Operator:
Inst Instrumen
Multiplr: 1.00

5

\SCAN508.M (RTE Integrator)

% e d de Kk Fe g de Fe e Fe de de Je KK ok Jekekok ok Tededekok g T gk ok ke dek ek ok ok ok dk ko kdd kg h ok dkdkkdk

Peak Number 3 2-Buten-1-0l, 3-methyl- (CA. Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T.

“4.64  0.08 ug/L 51974  1,4-Dichlorobenzene-da 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

(CAS) $8...

1l 2-Buten-l1-0l, 3
2 2-Buten-1l1l-o0l, 3

-methyl-
-methyl-
3 Butanoic acid, 2-methyl-,
4 Butanoic acid, 2-methyl-,

(CAS) $%.

methyl...
methyl...

86 C5H100
.. 86 C5H100
116 C6H1202
116 C6H1202

o — - e e

000556-82-1 43
000556-82-1 28
000868-57-5 22
000868-57-5 12

Abundance Scan 111 (4.641 min): 00166.D () m/z 71.10 100.00
41 7 88
57
5000
101
”I49 I 420 440 460 480 500
Osllrrlllllll[”u[u'-l “‘l‘l‘}l;“’l“"lll'r["'ll"Tl“'lIIY"lll A RE R R EE R EREEDRERL RN m/z 88.10 93.10%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 S0 85 100 105 110
Abundance #4076: 2-Buten-1-0l, 3-methyl- {CAS) $$ Prenci $$ 2-METHYL...
m
41
5000 - AR T e e e e
53 420 440 4680 480 6500
27 I ' , m/z 41.10 90.23%
c....l SNBSS S W S - H'z
T l T l lll lIll Il T I IIIII’_I_I—II [lll llll!] llllllTIl l lll lll'llll]‘l’ Ill ]l
m/z—> 20253035404550556065707580 95 100 105 110
Abundance #4075: 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol$$2-M THYL...
m
41
420 440 460 480 500
5000 5 m/z 57.10 70.42%
j ’ T
c l 1 , l 1
ll[ll‘lll’11ll"‘llllllllllllllllllllllll l(l ] ll ll llllllllllllll[!rr I lll TTT ]'TITT"—
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 S0 95 100 105 110
Abundance #16441: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
57 88 420 440 480 480 500
m/z 53.10 38.82%
41
' 101 A
69
0 l 1 .
ll‘ l_l'l ll TTVv IIIII llll }llllllll'{}llll[llll]llll[rlllllllllllll[ﬁ l]lll!l]ill[lfillllll]’f Illllllfi'{ll'l[llli]'l‘
miz—-> 20 40 45 50 55 60 65 70 75 80 85 S0 95 100 105110 420 440 450 480 500
10166.D SCAN508.M Tue Feb 05 09:47:39 2002 Page 5
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Data File : C:\MSDCHEM\1\5973N\02FEB04\00166.D vial: 5
Acg On 4 Feb 2002 6:27 pm Operator:
Sample : 508 scan Inst Instrumen
Misc : February 4, 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

K ke de Kk de ko de de K de gk ok ko Kk de ok ke ko ok dededededoh ok gk ko kdekdedddkhdedkkkhkkkdkkhhddkkddhkkkkkk

Peak Number 4 2-Butenal, 3-methyl- (CAS) ... Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T.
4.85 0.12 ug/L 76531 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 C5H80 000107-86-8 76
2 2-Butenal, 3-methyl- $$ Crotonal... 84 C5H80 000107-86-8 76
3 2-Butenal, 3-methyl- 84 (C5HS8O 000107-86-8 64
4 Furan, 2,3-dihydro-4-methyl- (CA. 84 C5H80 034314-83-5 53
Abundance Scan 129 (4.846 min): 00166.D () o 84.10 100.00%
55
5000 50
69 440 460 480 500 520
o'l]”l"ll‘l']l 'll lll[ TET lll‘ll'lll’ll'll !YIllIfTTllll'] L ]‘}l'l'llll’l m 55 lo 72 06%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$§4
55
5000 %9 -
o7 440 460 480 500 520
m/z 83.00 45.29%
44 51I I 69
cll’l"'llllllll’ﬁll!ll]l:l!Illll;!“'}llll‘lTl'll'll(l!llllllI‘Tll T1 }ll’l'lllll]
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 80 9
Abundance #3222: 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $... w
55
440 460 480 500 520
5000 39 m/z 41.10  40.92%
27
, 44 51 69
ollllll'l'llll]l"Tl'!'ll'lLlsr"_l"lT{_‘!'!}]!llll lllllll!IIl’_ﬁ—llllll'll ]I'T_l_rlllllll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #3224 2-Butenal, 3-methy}-
s 440 460 480 500 520
m/z 59.10 38.65%
5000 41 55
c ’-. sxoLL 1 6669 | [\ /\
‘ITTIll]lllllll!T]llllIlelllll“ll" llll’]—flfrl lIl]lllllI Illll llllll'lll‘ lll('llllllllll’ll‘lllt"
mfz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 440 460 480 500 520
J0166.D SCAN508.M Tue Feb 05 09:47:39 2002 Page 6
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Data File :

——

Acg On : 4 Feb 2002 6:27 pm
Sample : 508 scan

Misc February 4, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

-
.
-
.

B ettt e e  ? i

C:\MSDCHEM\1\5973N\02FEB04\00166.D

Vial:
Operator:
Inst
Multiplr:

5

Instrumen
1.00

C:\MSDCHEM\l...\SCANSOS.M (RTE Integrator)
508 scan method
C:\DATABASE\WILEY?N.L

d de Kk de de ke Je Kk ke de de de ke de kK de e de e de ke deke dede ke ke ok ok ke ke ok de de koK deode de de ok ok e ke de ke ke ke de ok de e ke deok de ok dekdede ke dkk

Peak Number 5
R.T. EstConc
5.90 2.18 ug/L

3- (CYCLOHEX-3' -EN-YL) PROPAN. . .

Concentration Rank 1

Area " Relative to ISTD R.T
1367070 1,4-Dichlorobenzene-d4 9.71
MW MolForm . CAS#H# Qual

1 3- (CYCLOHEX-3’-EN-YL)PROPANOL $$...

2 Acetic acid, 3-11,3]

dioxolan-2-y...

174 C8H1404
174 C8H1404

015745-87-6 33
000000-00-0 33

3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9
Abundance Scan%‘t (5.897 min): 00166.D () m/z 73.10 100.00%

7
k
¥ 560 580 600 620
87 X ) ] .
Ol prrrrprrerprret iy e e m/z 43.10 23.609%
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: &(CYCLOHEX-Z?B -EN-YL)PROPANOL $$ 2-Cycichexene-1-p... '
7
5000 T L2 N AR o o
‘560 580 600 620
43 m/z 45.10 ©9.56%
o 2 JJ 55 | 8 113 174
lrl—l’_‘rll‘F‘[‘rilIl!Rlll’l’TllIllll‘lllllflli'll Il']T lll Ill)))]lllll TTY l ll]ll(l]l’Tlll
mfz—-> 102030405060708090100110120130140150160170180
Abundance #78238: Acetic ;cid, 3-{1,3]dioxolan-2-ylpropy! ester
7
560 580 600 620
5000 m/z 41.10 8.85%
43
0 27 “L{ 55 , 87 113 174
lxlllllIIll(['lll‘llll]lllilllll[l llllllmll lll LRAE] LRR) lllx}llT LRRR] TT (lllIl’
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #4814: Silane, tetramethyi-
7 560 580 600 620
m/z 71.10 6.24%
5000
45
15 o 88, e A
cllIl!lllll'llll‘lI)lIrr"7'l‘Il’lll;llll'!ll!llIXII'I"‘I‘I llllll X‘ITI; llllll l[ll!llllrlll ¥ ll!lll’lllllill!]l'll
mfz—> 10 20 30 40 50 60 70 80 80 100 110 120 130 140 150 160 170 180 560 580 600 6.20
J0166.D SCAN508.M Tue Feb 05 09:47:39 2002 Page 7
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Data File C:\MSDCHEM\1\5973N\02FEB04\00166.D Vial: 5

Acg On 4 Feb 2002 6:27 pm Operator:

Sample 508 scan Inst Instrumen
Misc February 4, 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

hhkkhkhkhkhkkhkhhkhkkhkkhkhhhkhhhhhkhhhhhkhhhkhkkhhkhkhhkhkhkhkhkhkhkhhhhhkhhkhhhhhhhdhhhddk
Peak Number 6 2-Propanone, 1l,1,l-trichlor... Concentration Rank 4

Quant Method

R.T EstConc Area Relative to ISTD R.T
6.01 0.23 ug/L 146256 1,4-Dichlorobenzene-d4 2.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Propanone, 1,1,l-trichloro- (C... 160 C3H3Cl30 000218-00-3 64
2 2-Propanone, 1,1,l-trichloro- (C... 160 C3H3Cl30 000918-00-3 59
3 2-Propanone, 1,1,l-trichloro- $$... 160 C3H3Cl30 0009218-00~-3 56
4 2-Propanone, 1,1,l-trichloro- (C... 160 C3H3Cl30 000918-00~3 56
Abundance 4BScan231 (6.011 min): 00166.D () m/z 43.10 100.00%
5000
llll T 7T lllll
83 o7 125 5.60 580 600 6.20 640
Ol & L M | [m/z 125.00 9.29%
miz--> 1020 30 40 50 60 70 8 90 100 110 120 130
Abundance #59078: ngopanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
m - ]'I‘V‘[Tlll ‘;llllll
560 580 600 6.20 640
m/z 97.00 8.25%
o | o8 82 9 17 128
> 10 % 30 40 50 60 70 8 % 106 110 130 130
Abundance #59082: legropanone 1,1,1-trichloro- (CAS) $$ Trichloroac...
560 580 600 620 640
5000 m/z 83.00 6.08%
o P& 49 & X, e 1
lllllll'llll])rl’T llllll llIlllllllI‘l’ TIrTT LER IR llllllll
miz—> 10 20 30 40 50 60 70 80 90 100 110 150 130 A
Abundance #59081: 2-Propanone, 1,1,1-trichloro- $$ .alpha.,.alpha.,.. e e B o S
48 560 580 600 620 640
m/z 126.90 5.32%
5000
15
o | B | 49 A 17 12
niz> 10 20 30 40 50 60 70 80 90 160 110 130 150 560 580 600 620 640

J01l66.D SCAN508.M Tue Feb 05 09:47:40 2002
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Data File

C: \MSDCHEM\1\5973N\02FEB04\00166 D Vial: 5
Acg On : 4 Feb 2002 6:27 pm OCperator:
Sample : 508 scan Inst : Instrumen
Misc : February 4, 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

khkhhkhhkhhhhdhhhhhkhkhhhkhhhhhhhkkhhhkhkhhhhhhhkhhhkhhkhhkhhhhhhhkhhhhkhhdhhkkdhhkid
Peak Number 7 2-Propanol, 1-(2-methoxy-1-. Concentration Rank 5

Quant Method

R.T. EstConc Area Relative to ISTD R.T.
9.54 0.20 ug/L 123827 1,4-Dichlorobenzene-d4 9.71
Hit# of &5 Tentative ID MW MolForm CAS#H# Qual

e et s e e et e e ey e s e e e e . e s e e s b G e et b e e e e s b et e e e e e e b e b o e b G g M e e e e e e e o e

1 2-Propanol, 1-(2-methoxy-l-methy. 148 C7H1603 020324-32-7 83
2 1-Propene, 3-[2-(2-methoxyethoxy... 160 C8H1603 013752-97-1 64
3 DIPROPYLENEGLYCOL METHYL ETHER $... 148 C7H1603 020324-32-7 56
4 2-Propanol, 1,1’-oxybis- (CAS) $... 134 C6H1403 000110-98-5 50

Abundance Scan 540 (9.539 min): 00166.D () m/z 59.10 100.00%
sp
5000 45 103
73
34 J 84 ! 920 940 960 9.80
c"ll‘lllfi_lllllIYI{ll'lT‘l_l]'illlgffrﬁ'(' [l!ll[lr lll!ll 'Oll]lli‘ rrl/iZ 45 lo 39 41%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43943: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
)
5000 - T T [\
45 73 103 920 940 960 9.80
31 , m/z 103.10 37.74%
0 , | N ’ I 130
l‘llll!ITl_!lll T lllllllllll lll,’lllll'r‘l_rTlllll llllllllll II‘l_lrl
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #59614: 1-Propene, 3-[2~{2-methoxyethoxy)ethoxyl-
59
920 940 960 980
5000 m/z 73.10 27.22%
45 73
31 89 103
cllllllllll_l'lllllllllll[XIII'III!I lllllll“ll‘—l’llllllrl T T lllr‘[‘l_ﬁ_l
mfz—> 1020 30 40 50 60 70 8 90 100 110 120 130
Abundance #43944; DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propancl, 1-(2... ey S B B
50 920 940 960 9.80
103 m/z 41.10 21.30%
5000
45 73
31
115 Jl I fig t 130 A
c"ll'lrlﬁﬁﬁ'l]ril ]lll(llllllllll[lllllllll]l (Il lilﬁ_l rlllllltl’1 ¥ T LERER S T
miz—-> 10 20 30 50 60 70 8 90 110 120 130 920 940 960
)0166.D SCANS508.M Tue Feb 05 09:47:40 2002 Page 9
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Data File : C:\MSDCHEM\1\5973N\02FEB04\00166.D Vial: 5

Acg Cn : 4 Feb 2002 6:27 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 4, 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

[ XXX TR X EIELEXEZETEE A EEZE RS S IR R SRR EZZTRE XA R LR R TR TR L R X X
Peak Number 8 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 6

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

9.63 0.19 ug/L 117335 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm - CAS#H Qual
1 2-Propanol, 1-(2-methoxy-l-methy... 148 C7H1603 020324-32-7 83
2 DIPROPYLENEGLYCOL METHYL ETHER $... 148 C7H1603 020324-32-7 56
3 E-Dipropylene glycol $$ 2-hydrox... 134 C6H1403 000000-00-0 50
4 1-Propanol, 2-{2-hydroxypropoxy)... 134 C6H1403 000106-62-7 50

Abundance Scan 548 (9.630 min): 00166.D (-) m/z 59.10 100.00%
59
5000
45
7 103
391 51 86 920 940 960 980 1000
o) S 1 LN 1 NN NN | N — m/z 45.10 38.69%
miz—> 1020 30 40 50 60 70 80 90 100 110 120 130
Abundance #43943: 2-Propanol, 1-{2-methoxy-1-methylethoxy)- $$ Dipro...
59
5000 o ISEADENSEPE T T

45 73 103 920 940 960 980 1000
‘ m/z 103,05 34.04%

0 , A, | 130
l]llll'lli]’lllllIIllIIllll]"l'l'lllll"ll'llil[llll TIrT TTrt Trrzy

miz—> 102030405060708090100110120130
Abundance #43944: DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propanol, 1-(2...

59
103
920 S840 960 980 10.00
5000 m/z 73.10 26.62%
45 73
31 ‘
RIS TS R A R
T T T 7T l LR BRIR] l T LAR) ‘ T T ]' T T '[_l T T l LELER BRI TrrT l TVTT T T T v T
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #29239: E—Dipropg)lene glycol $$ 2-hydroxyethyl ether
31 5 920 940 960 9.80 1o.oo

m/z 41.10 .04%

5000 p. )
‘ 103
O WA 1 : ?-5. e l J

llllll T7T Illl l" T
130 9 8.40 9 10

10166.D SCAN508.M Tue Feb 05 09:47:40 2002 Page 10

NYC-WTC_000050696



NYC 9/11 Public Portal Document

LWL GL Y OCALULL LUHIPNOULIG KJEepUL L

Data File C:\MSDCHEM\ 1\5973N\02FEB04\00166.D Vial: 5

Acq On 4 Feb 2002 6:27 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 4, 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

de Je & Je Fe F e e K e o e de Je e e ke K de Je Je K ek Je ke Jo e J kK Kk de e de Je Jo T ke e Je de Kk ke Je Je K ek K e K Kk ke ke kde Kk kg ok ke kk
Peak Number 9 2-Propanol, 1-(2-methoxypro... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
9.84 0.28 ug/L 173487 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm - CAS# Qual

-t e e v e e eyt eme e e ot e e e e s M e e e e A o e et o e e e o S b et e b b b e e e i e s e s e et e e . et o - e e

1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H1603 013429-07-7 83
2 PROPYLENE GLYCOL TRIMER 1 174 COSH1803 000000-00-0 64

3 PROPYLENE GLYCOL TRIMER 3

174 C9H1803

000000-00-0 64

4 3-Hexanol 102 C6H140 000623-37-0 40
Abundance Scan 566 (9.836 min): 00166.D () m/z 59.10 100.00%
50
5000
39 4!5 B o, 104 940 960 9.80 10.00 10.20
ol T ‘l_]_fl L l‘i‘!“:_f_il rr;'!; LER RS I}' !‘II T f LA} Tl} T3V T }Ill‘fl , T T 7 ¥ I L 3R BRER1 I LER2E SR m/z 45010 12029%
niz—> 30 40 50 60 70 80 90 100 110 120 130
Abundance #43942: 2-Pro§gnol, 1-{2-methoxypropoxy)- $$ 1-(2-Methoxyp...
5000 -
940 960 9580 10.00 1020
a5 m/z 73.10 8.71%
31 73
o LER IR ‘ll T T !I!IAI( T l TT l'! i TV VT ! : T § ¥ l ¥ 1rer LER SR ' ?'?4l T * LERER RS ' T 17 ?301 T 1 F
mfz—> 30 40 S50 60 70 80 90 100 110 120 130
Abundance #785392: PROPYLENE GLYCOL TRIMER 1
5
940 060 980 1000 10.20
5000 41 m/z 43.10 8.57%
103
0 N N 4 ‘ 17 130
llll)ll l]lllTl llll"llllll‘ll’jlllll,llll,llrl,llll[Tlll!lil'
miz—> 30 40 50 60 70 80 S0 100 110 120 130
Abundance #78534: PROPYLENE GLYCOL TRIMER 3
59 940 960 980 10.00 1020
m/z 41.10 8.12%
5000 41
103
N L, 3 87 . 117 130 A /\M
cll!lllliT‘ll l! l‘llf]lllllll]llll!l’lll{lllllliri—l—rlllllI‘ﬁl '_—rllll&lll“ll'l*l!ll‘!li
miz—> 30 40 50 60 70 8 90 100 110 120 130 940 960 980 10.00 1020
J0166.D SCAN508.M Tue Feb 05 09:47:40 2002 Page 11
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Data File C:\MSDCHEM\1\5973N\02FEB04\00166.D vVial: 5

Acg On 4 Feb 2002 6:27 pm Operator:

Sample 508 scan Inst : Instrumen
Misc : February 4, 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

khkhhkhhhkdhhhkhkhhhhhhkhhkhhkhhhkhhhkhkhkkhhkkhhhkhhhkhhkhhkhkhhkkhhhhhhdhhhdhhkdkhik
Peak Number 10 1-(4-Chlorophenyl)-1l-propanol Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T
16.55 0.07 ug/L 64916 Acenaphthene-di0 18.34
Hit# of 5 Tentative ID MW MolForm . CAS# Qual

1 1- (4-Chlorophenyl) -1-propanol
2 4-methoxymethyl-2-methylthiopyri..

3 2,5-Cyclohexadiene-1,4-dione,

2,..

170 C9H11ClO
. 170 C7H10N20S

. 140 C6H404

000000-00-0 38
123061-70-1 38
000615-94-1 25

4 2,5-Cyclohexadiene-1,4-dione, 2,... 140 C6H404 035062-70-6 25
Abundance Scan 1154 (16.549 min): 001686.D () m/z 140.20 100.00%
140
5000 56 71
43 89 122 172
r 117 T ¥V 171 llll]ll!l’]!
IL l i‘ ‘ Hl 1620 16.40 16,60 16.80
cTYYT!lllllll”l]lllll!l'li Ii;l‘llllllllll ;llll]lli‘ l I illll}l T" m/z 71 10 37 98%1
miz—-> 30 40 50 60 70 80 S0 100 110 120 130 140 150 1€0 170 180
Abundance #72084: 1-(4-Chloropheny)-1 -propanoldo
1
5000 O T LN
1620 1640 1660 1680
m/z 56.10 35.43%
113 170 /
cllllll llllllllll TITY Illl’l!ll‘ lllll TViT L] llll'llllll'll‘l11]—r"[7
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #72568: 4-methoxymethyl-2-methylthiopyrimidine $$ Pyrimidi...
! A
A e A S S R
1620 16.40 16.60 1680
5000 m/z 85.00 32.86
45
0 1% by 18 M0
lllllllllllll]lllllfllll[llll[llfir lll llll[ll lllli TTTT I]lIITIlrI lillT
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 [\
Abundance #35124: 2,5-Cyclohexadiene-1,4-dione, 2,5-dihydroxy-
140 1620 1640 1660 1680
42 69 m/z 122.10 32.63%
5000
53 84
l ' l o4 112
0 [
Illlllllilsllllllllllllli'l!lillll'lll']llli[llllll'll EITYITYTTIill’lIllIII T ¥ Tfrl‘llllj’[k!{f!l‘]’
miz-> 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 16.20 1640 1660 16.80

J0166.D SCAN508.M

NYC-WTC_000050698

Tue Feb 05 09:47:
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Data File : C:\MSDCHEM\1\5973N\02FEB04\00166.D vial: 5

+ Acg On : 4 Feb 2002 6:27 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 4, 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

khddehkhhkhkhkhkhhhhhhhhhkhhkhhkhhhhhhkhkhhkhhhhkhkhkhkhhkhhhhhhhhkhkhhhhhhhhhkhhkhkhks®
Peak Number 11 N-perdeuteriobenzylideneani... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.28 0.17 ug/L 172939 Phenanthrene-dl10- 22.65
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 64
2 3-Cyanocarbazole $$ 9H-Carbazole... 192 C13H8N2 057102-93-9 64
3 1,3-Benzodioxole, 4-methoxy-6-(2... 192 C11H1203 000607-91-0 53
4 2-CYANOCARBAZOLE $$ 9H-Carbazole... 192 CLl3H8N2 057955-18-7 50

Abundance Scan 1656 (22.280 min): 00166.D (-) m/z 192.10 100.00%
5000
2200 2220 22.40 2260
o m/z 96.10 16.01%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #88409: N-perdeuteriobenzylideneaniline 4
1
5000 82 - e ...q/\”
2200 2220 240 22.60
54 110 , m/z 191.10 15.36%
c' l?l [rrfll !l ll ll TV ll! 9¥4!l TTT LR RS ll1l?ll YI'I TY llllll ]ll
iz-> 20 30 40 50 60 70 80 9O 100 110 120 130 140 150 160 170 180 180 200
Abundance #103424: 3-Cyanocarbazole $$ 9H-Carbazole-3-carbonitrile (CAS
22000 2220 2240 2260
5000 m/z 193.10 14.99%
96 164
138
cl Ill 7T ll l] TTT ll lll TII'[IXY]TYTY]’I"I‘IIXI l l TIFT llll]lllllllll] llllll
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102624: 1,3-Benzedioxole, 4-methoxy-6-(2-propenyl)- (CAS)... L AR I B i S o S
200 2220 2240 2260
m/z 146.10 14.95
5000
91
c T‘I'_lT—fI"TlIIIIYITI ll TIY ll(l[lil’[‘??? 11'11(19ll1311lll l1l?7lll ll | l?llll IILIII(I LR R R T T 11111
miz—-> 20 30 40 50 60 70 80 90 100110120130140150160170180190200 2200 2220 2240 2260
J0166.D SCAN508.M Tue Feb 05 09:47:40 2002 Pége 13
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Data File

LAl QL Y WTQALWLL LAV LI DCOPUL

C:\MSDCHEM\1\5973N\02FEB04\00166.D
- Acg Cn 4 Feb 2002 6:27 pm
Sample 508 scan
Misc February 4, 2002

MS Integration Params: LSCINT.P

Quant Method

Title
Library

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

Vial: 5

Operator:
Inst :
Multiplr: 1.00

Instrumen

.\SCAN508.M (RTE Integrator)

hhkhkhkhkkhkhkhkhhhhddhhkhhhhhkhhhhhkhhhdhhhhhkhhkhhhhkhkhhhhhhhkhhhdhhhhkhhhhhdhhhk®

Peak Number 12 DECADEUTEROPHENANTHRENE $$ ...

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
22.77 0.43 ug/L 428177 Phenanthrene-dl10 22.65
Hit# of 5 Tentative ID MW MolForm . casH# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 91
2 Anthracene-dl0- 188 C14D10 001719-06-8 87
3 Phenanthrene-dio 188 C14D10 001517-22-2 64
4 Acridine-D9 188 C13DSN 000000-00-C 64

;Abundance Scan 1698 (22.771 min): 00166.D (- +da m/z 188.10 100.00%
5000
a0 9
158 2240 2260 2280 23.00 23.20
o282 & | LI,’,‘.’?, 2132 e L. teg] m/z  94.10  21.64%
Iniz~> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE 3$$ Phenanthrene-d10 .
1
5000 - T TRy
2140 2260 2280 23.00 23.20
80 o4 m/z 80.10 15.95%
e 11117 il ll’l?%lll‘lllri‘l'_! lll'l TYT§ TT T T7 Il ll l1=5!18111 TI7T ll llIrIf
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10-
*
22140 2260 22.80 2300 23.20
5000 m/z 189.15  14.75%
80 94 160
o llll' ll T lllllllll! TTUT !! l' ll!llll T ll'l 3137 llll]ll’ l’!l llilll’1l??!llllllll
niz—> 30 40 50 60 70 80 g)1m)no1ZJﬁm1«)ﬂm1&)ﬂo1&)ﬂm
Abundance #84499; Phenanthrene-d10 T
148 2240 2260 2280 2300 2320
m/z 184.10 12.98%
- /\MA
80 160
ollTlIlllllllllll)slGllllll!‘ ll !’Tllllll]llf!’ llllll' llll[Tl’l!lllll lll1l89l‘!]l1'1_r!— £ LSRR L] lllll T
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 2240 2260 2280 2300 23.20

)0166.D SCAN508.M

Tue Feb 05 09:47:41 2002
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Jperator ID: Date Acquired: 4 Feb 2002 6:27 pm

Jata File: C:\MSDCHEM\1\5973N\02FEB04\00166.D

Jame: 508 scan

disc: February 4, 2002

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

aibrary Searched: C: \DATABASE\WILEY7N.L

--Internal Standard---
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc

Acetonitrile, .. 3.51 0.1 ug/L 69841 1 9.71 12518000 20.0
3utanoic adid, me/. .. 3.62 0.1 ug/L 62815 1 9.71 12518000 20.90
2-Buten-1-0}, . 4.64 0.1 ug/L 51974 1 9.71 12518000 20.0
2-Butenal, .. 4.85 0.1 ug/L 76531 1 9.71 12518000 20.0
3- (CYCLOHEX - EN... 5.90 2.2 ug/L 1367070 1 8.71 12518000 20.0
2-Propanone, V,1, . 6.01 0.2 ug/L 146256 1 9.71 12518000 20.0
2-Propanol, . 9.54 0.2 ug/L 123827 1 9.71 12518000 20.0
2-Propanol, . 9.63 0.2 ug/L 117335 1 9.71 12518000 20.0
2-Propanol . 9.84 0.3 ug/L 173487 1 9.71 12518000 20.0
1- (4-Chloyophen . 16.55 0.1 ug/L 64916 3 18.34 19148700 20.0
N-perdeuerioben . 22.28 0.2 ug/L 172939 4 22.65 20071600 20.0
JDECADE . 22.77 0.4 ug/L 428177 4 22.65 20071600 20.0
J0166.D SCAN508.M Tue Feb 05 09:47:41 2002 Page 15
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