NYC 9/11 Public Portal Document

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 01/28/2002 Time: 15:31:28

Sample: AD31644

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

gtarted: 1/28/02 15:31 Ended: 1/28/02 15:31 Analyst: DLV
age: 1
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Comments for Sample AD31644 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-28-2002 Time: 15:31:32

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

The recoveries for 2 of the 43 compounds in the LCS Standard were above their
acceptance ranges.
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Data: File
Acqg On
Sample
Misc :

NYC 9/11 Public Portal Document
guancictacion kKeport

(NOT ReVl

C:\MSDCHEM\1\5973N\02JAN17\31644.D

17 Jan 2002
508 scan
January 17,

5:19 pm

2002

MS Integration Params: SPLIT.P
Quant Time: Jan 22 08:30:13 2002

Quant Method
Title

Last Update
Response via
DataAcq Meth

Internal St

00 0 e ee e

SCAN508

andards

ewed)

Vial:
Operator:
Inst :
Multiplr:

Quant Results File:

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
508 scan method
Fri Jan 11 13:20:07 2002
Initial Calibration

4

Instrumen
1.00

SCAN508 .RES

Conc Units Dev (Min)

. - o e e o e e e e e e e o b o b e e b e e S b n e e e G e e e S e s e e b G e b e e e e e b e e

Acenap

Chryse
Peryle

hthene-d10

Phenanthrene-dl10

ne-dl2
ne-dl2

1,4-Dichlorobenzene-d4
Naphthalene-d8

System Monitoring Compounds

Spiked Amount

Target Comp

20) Dimethylphthalate
21) 2,6-Dinitrotoluene

37) 2,4-DDD

ounds

5.000

35) Di-n-butylphthalate
42) Bis(2-ethylhexyl)phthalate

18.34
18.34
24.85
31.11

163
165
149
149

Response
1408100 20.00
5932711 20.00
2995197 20.00
4831524 20.00
4314827 20.00
3126965 20.00
348663 4.57
Recovery =
489831 2.48
380407 9.86
108064 0.35
9717 0.59

ug/L  -0.01
ug/L  -0.02
ug/L -0.01
ug/L -0.02

e e e e e e s e e e e e e e e S e G G b B e et ey b et v T e h e e o e e S e e e b 0 e b e e - e .

(#)
31644.D

NYC-WTC_000049992

qualifier out of range (m)
SCAN508.M

Tue Jan 22 08:30:15 2002

= manual integration

ug/L 0.00
ug/L 0.00
91.40%

Qvalue
ug/L # 55
ug/L # 17
ug/L 97
ug/L 926
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Yuanticaclon reporct

(NOTL Reviewed)

Data File : C:\MSDCHEM\1\5973N\02JAN17\31644.D
: 5:19 pm

Acg On 17 Jan 2002
Sample : 508 scan
Misc : January 17, 2002

MS Integration Params: SPLIT.P

Quant Time: Jan 22 8:30 2002

Method

Title : 508 scan method

Last Update

Response via : Initial Calibration

Fri Jan 11 13:20:07 2002

Inst

Vial: 4
Operator:

Instrumen

Multiplr: 1.00

Quant Results File:

SCANS08.RE

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

Abundance

7000000

Naphthalene-d8,i

1,4-Dichlorobenzene-d4,|

1500000

1000000

Oli-paraterrd SR - S

-Btobliiptaieto,|

TIC:

31644.D

Phenanthrene-d10.l

Di-n-butylphthalate

24-DDD,S

Chrysene-d12,!

Perylene-d12,]

“PrTT

Tt

L
nnnnnn

TTTT

xxxxxx

111111

TYrrT?e

Time-> 4.00 600 800 10.00 1200 14.00 1600 18.00 20.00 2200 2400 2600 2800 3000 3200 3400 3600 3800

31644.D SCAN508.M

NYC-WTC_000049993

Tue Jan 22 08:30:15 2002
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LSC Area Percent Report

Data File

: C:\MSDCHEM\1\5973N\02JAN17\31644.D Vial: 4
Acg On : 17 Jan 2002 5:19 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc January 17, 2002 Multiplr: 1.00

MS Integratlon 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 3.602 19 20 25 rBV 3407° 59574 0.46% 0.082%
2 4.241 71 76 83 rvv3 22683 53655 0.42% 0.074%
3 4.629 107 110 125 rvB4 21550 53910 0.42% 0.075%
4 4.824 125 127 141 rBV2 45881 107924 0.84% 0.149%
5 5.885 215 220 241 rBV 925799 1819742 14.10% 2.518%
6 9.539 535 540 545 rBV 32703 73633 0.57% 0.102%
7 9.630 545 548 551 rvv 36809 84006 0.65% 0.116%
8 9.710 551 555 561 rvv 4214615 8072346 62.53% 11.168%
9 9.836 561 566 575 rvv 44391 132973 1.03% 0.184%
10 13.192 855 860 865 rBV 5861888 11433959 88.57% 15.819%
11 18.341 1305 1311 1315 rBV 6129764 12199414 94.50% 16.878%
12 21.332 1569 1573 1577 rBV 39798 66045 0.51% 0.091%
13 22.280 1651 1656 1661 rBV2 51959 99241 0.77% 0.137%
14 22.645 1681 1688 1693 rBV 5858908 12909387 100.00% 17.860%
15 22.771 1695 16%% 1713 rVB 78016 213554 1.65% 0.295%
16 24.849 1877 1881 1887 rBV 93202 165128 1.28% 0.228%
17 27.726 2129 2133 2139 rVV 956092 1680953 13.02% 2.326%
18 30.500 2369 2376 2381 rBV 5162503 12415338 96.17% 17.177%
19 31.117 2419 2430 2437 rBV7 9539 43022 0.33% 0.060%
20 34.416 2713 2719 2749 rBV 4041740 10596026 82.08% 14.660%
Sum of corrected areas: 72279830
31644.D SCAN508.M Tue Jan 22 08:37:17 2002 Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN17\31644.D

Cperator :

Acquired : 17 Jan 2002 5:19 pm using AcgMethod SCAN508
Ingtrument : Instrumen

Sample Name: 508 scan

Misc Info : January 17, 2002

Vial Number: 4

Quant File :SCAN508.RES (RTE Integrator)

Abundance TIC: 31644.D
6000000 13,19

5000000
8.71

1000000 5.89

360 42448&

(=

LENE NN S Suh S SRE SN B LENUII S M Y B SR AR S I S R TTrTTTTTY

l T U 7 T I T T F T l T 1 ¥ 14 I T ¥ T
Time-> 4.00 5.00 6. 00 7.00 8.00 9.00 1000 1100 1200 13.00 14 00 15.00

Abundance TIC: 31644.D
6000000 1834 2265

1000000 27

0 2138 222#@77 2485
R l & T T T l' ¥ T L3 T ¥ T T 71 ¥ ¥ T L4 T ¥ ¥ ¥ ¥ l ¥ LIRS 4

Time-—-> 16.00  17.00 1800 1900 2000 2100 2200 2300 2400 2500 2600 27.00

Abundance TIC: 31644.D

30.50

34.42

1000000

0 L?ﬂ 12

T T T T r ot L33 T T T T T T LZML L S S SR S MR

ime—>. 2800 2900 3000 3100 3200 3300 3400 3500 3600 37.00 3800 39.00

31644.D SCAN508.M Tue Jan 22 08:37:17 2002 Page 2
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Data File
Acg On
‘Sample
Misc

biprary »earcll

17 Jan 2002
508 scan

5:19 pm

January 17, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 scan method

C:\DATABASE\WILEY7N.

Lompouna Keport

C:\MSDCHEM\1\5973N\02JAN17\31644.D

L

Vial:
Operator:
Inst : Instrumen
Multiplr: 1.00

4

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

% de g Jo % de g de e de Je de K Jo K do K Je de Je Jo de Je de Fe de de Je de Je de Je de kK de K do K ek dede Kk ke de kK kb ded ok ok ok kkkdkdkkhkhkkk

Peak Number

1 Butanoic acid, methyl ester

Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T
3.60 0.15 ug/L 59574 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 72
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 64
Abundance sﬁgzo(s.sozmin):msm.o(-) m/z 43.10 100.00%
74
5000
53 87
||l 9 | 3503603703803904“)
c"Tl'llll I'TTTIII Yr‘l"[‘lTI!'llllIllllllllllllllllll ll 74 10 78 54
miz—> 10 20 30 50 60 70 80 S0 100 110
Wmmmmm #gﬂgemmmbmwﬂmmﬂamx
74
5000 27
15 3.50 3.60 3.70 3.80 3.90 4.00
59 a7 m/z 71.10 65.19%
33 38 ||| | . | 102
cIIIIIT}llllllllll‘iTI_[TIll]‘lllll llll(ll]ll Illl l]
miz—-> 10 20 30 40 80 60 70 8 90 110
Abundance #9227: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat.
48
350 3,60 3.70 3.80 3.90 400
5000 m/z 41.10 39.72%
%9 87 .
lll ’ 6.91 1 l 102
c‘l‘l'[(xl|llll'llil]llllll!![]llll'l Xlll!l!lTlll‘Ilel
miz—> 10 30 40 S50 60 70 80 80
Rbundance #9224; Butanoic acid, methyl ester (CAS) $$ Methyl butyrat... — e
L < 3.50 3.60 3.70 3.80 3.90 4.00
74 m/z 59.00 28.11%
5000 o7
59
87
e I 1313 Ill l 6.91 1 l 102
ll]lT ll lfllllllllllllll‘lilllr'l_l‘ll'llltllll lllllll Illlllllll'llll T 1!1[1!1]
miz—> 10 30 40 50 60 70 8 80 100 110 3,50 3.60 3.70 3.80 3.90 4.00

31644 .D SCAN508.M

NYC-WTC_0000499

Tue Jan 22 0

96

8:37:17 2002
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Llprary searcn Lompouna Keport

Data File

: C:\MSDCHEM\1\5973N\02JAN17\31644.D Vial: 4
* Acg On : 17 Jan 2002 5:19 pm Operator:
Sample : 508 scan . Inst : Instrumen
Misc : January 17, 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

% K Je Jo Je K Je Je de Je o de Je Je de de de de do K K o Ko de de K K K Je de K K ke kK ke de K kK de ke gk kK ke k ke g deFe K ke k ok ke ok ke kK kde ek d Kk kK

Peak Number 2 1Isothiazole (CAS) $$ 1,2-TH... Concentration Rank 10

Quant Method

31644.D SCAN508.M

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

4.24 0.13 ug/L 53655 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Isothiazole (CAS) $$ 1,2-THIAZOLE 85 C3H3NS 000288-16-4 37
2 Pentane, 2-bromo-4-methyl- 164 C6H13Br 030310-22-6 33
3 Isothiazole (CAS) $$ 1,2-THIAZOLE 85 C3H3NS 000288-16-4 32

4 N,N’-Diacetylethylenediamine $$ ... 144 C6H12N202

000871-78-3 28

Abundance Scan 76 (4.241 min): 31644.D (-) m/z 85.00 100.00%
85
41
5000
o5 60 ...A./.\,[\I,.,f,\,. A
I' |||| “ 380 400 420 440 460
ot~ A m/z 41.10 76.33%
miz—> 10 20 30 40 50 60 70 80 100 110
Abundance #3568: Isothiazole (CAS) $$ 1,2-THIAZOLE
86
5000 58
380 400 420 440 460
m/z 43.10 55.66%
319 ?15 52 II A
cll}llllllllllll 'l"“‘l*" LA L B S B S LA M S 0 M S L
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #63838: Pentane, 2-bromo-4-methyl-
85 380 400 420 440 460
5000 m/z 39.10 29.86%
27 69
15 57
o 7l 8 |, 107
Tl'll(lll I"ll'flllll]lli Iil’]llll[llll‘llllTTl(l]lll
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3570: isothiazole (CAS) $$ 1,2-THIAZOLE L LI
85 380 400 420 440 460
58 m/z 42.10 24 .60%
5000
7 » 4% . A
crllllll]lltlllllllllll{lllllllllllllll!ll!llllerTll[llll lIlllIller 1IlllTITlll
miz—> 10 20 30 40 50 60 70 80 90 100 110 380 400 420 440 460

NYC-WTC_000049997
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.I.lJ..U.LdJ._y DALl \.umpuuuu ncpu.r. | 99

Data File : C:\MSDCHEM\1\5973N\02JAN17\31644.D Vial: 4

Acg On : 17 Jan 2002 5:19 pm Operator:

‘Sample : 508 scan Inst : Instrumen
Misc : January 17, 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
khkkhkhhhhhhhdhkhhkhhhkhkdhkhkhkhkhhhhhhkhhkkhhkhhhhhkkhkhhkhhhhhhhhhhhkhhhkhkhkhkkkk®
Peak Number 3 Butanoic acid, 2-methyl-, m... Concentration Rank 9

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

4.63 0.13 ug/L 53910 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 38
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 37
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 37
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 37

Abundance Scan 110 {4.629 min): 31644.D (1) m/z 41.10 100.00%
41 71 88
57
5000
' 101
ll 49 ‘ [l | 420 440 460 480 500
c‘l“"[i“'}‘lll]l[llITIYllllllrlIll! lllTrTTlF’illllIll m/z 88.10 95046%
miz—> 20 30 40 50 60 70 80 90 100 110 120
Abundance #16438: Butanolc acid, 2-methyl-, methyl estgr {CAS) $3$ Me...
57 8
m 41 ‘llll[l]’ll,l:l'lllllllll
420 440 460 480 5.00
101 m/z 71.10 84.98%
W=
clllll‘l“lllllll'lll!lllll]l‘llllllllllf!ll]l'll'lllilll
miz—> 20 30 40 50 60 70 80 90 100 110 120
Abundance #16441: Butanoic acid, 2-methyl-, methyl estgr (CAS) $$ Me...
8
57

420 440 460 480 5.00
5000 m/z 57.10 82.84%

41
29 ’ I 101
69
0 l ll I | 1 l
llll|llllll|l'll]llll]lllllllll]lll ‘Illlllllllll'll(l
mfz-> 20 30 40 50 60 70 80 20 100 110 120
Abundance #16436: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
7 88

5 420 440 460 4.80 500
m/z 39.10 37.54%

5000
27 101
RSN [ J P S (S | A
lllll!llllllllli[tlll'llll]llll[Tﬁl llllllll'lTIl'Flllll ‘lllllll(lllllllllllllTi
miz-—> 20 30 40 50 60 70 80 90 100 110 120 420 440 460 480 500
31644.D SCAN508.M Tue Jan 22 08:37:17 2002 Page 5
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I3 L0 d..Ly DAL CLL bUlllpUU.LlU RC‘E)UJ.L

Data File : C:\MSDCHEM\1\5973N\02JAN17\31644.D Vial: 4

Acg On 17 Jan 2002 5:19 pm Operator:

Sample 508 scan Inst : Instrumen
Misc : January 17, 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

ok de e e de Ko Je de T Je ke e kK Je ke de K de ke ek e ke de e ke kK ke ko ko odekeokode K ke ok dede ok de ke ke kK k ke ke dedede kT Tk ok k ok kkkkkkkk

Quant Method

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

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

4.82 0.27 ug/L 107924 1,4-Dichlorcbenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butenal, 3-methyl- $$ Crotonal... 84 C5H8C 000107-86-8 74
2 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 C5H8C 000107-86-8 74
3 Furan, 2,3-dihydro-4-methyl- (CA. 84 C5HS80 034314-83-5 64
4 2-Butenal, 3-methyl- - 84 CBHHS8O 000107-86-8 64

Abundance Scan 127 (4.824 min): 31644.D () m/z 84.05 100.00%
84
55
5000 41
l | | 7 103 440 460 480 600 520
c llll‘l‘] T i l!lllll(lllllilll 'll ll l[l ll]ll [ll LR R lll ";l ] llllii"l'l!l‘ll x’r‘r m/z 55 lo 71 79%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110
Abundance #3222; 2-Butenal, 3-methyl- $$ Crotonaldehyde&s-methyl- $...
55
m w illl!ll\ll' ‘1?‘ LIRS T 71
27 440 460 480 500 520
m/z 59.10 54.11%
44 501 69
c 5‘11 llII(lIlITTl]l!llll¥l¥1l|1(¥ll‘= ll ‘lllllllllllit]lll LK) ]lllll!llillilllllll‘llll{ll
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-82h—butenal $$...
55
440 460 480 500 520
5000 39 m/z 41.10 45.40%
27
!
c ll ll[lllllli!ll’l ]l'[lll(llllll: llll,lllllll'lllllllllr’]' T lllll‘ TIT ll TTT 'll i[
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #3351: Furen, 2,3-dihydro-4-methyl- (CAS) $$ &-METHYL-2,3-...
84 440 480 480 500 520
m/z 83.00 44 .68%
5000 41
69
o) Iy 58 Il ’ i NIt
ll'IrTTl]'l"“lll]lIlllllll‘llllllllilllll 'lll]llll[lll‘r‘l’(l‘lllll llll' lllllllllllllllllllll‘ ll L] T } LER 2R SRS I T v i Ill LRI l T 7
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110 440 460 480 500 520
31644 .D SCANS08.M Tue Jan 22 08:37:18 2002 Page 6
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Lilprary Searcn tompouna Report

Data File

: C:\MSDCHEM\1\5973N\02JAN17\31644.D
Acq On : 17 Jan 2002 5:19 pm
Sample : 508 scan
Misc : January 17, 2002

MS Integration Params: LSCINT.P

Vial: 4

Operator:
Inst : Instrumen
Multiplr: 1.00

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

Title : 508 scan method
Library : C: \DATABASE\WILEY7N-. L

o do g Je ke de de Jo e de de de de e e e de de e de de e de de e ke K e de e K de K ke K gk ke ke ke ke ke de ke ok ek ke ok ke de ke Kk gk ok ke ke khkkkkhkkkk

Peak Number 5 3-{CYCLOHEX-3’-EN-YIL)PROPAN... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.89 4.51 ug/L 1819740 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1 3-(CYCL.OHEX~-3’-EN-YL) PROPANOL $$... 174 C8H1404
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404
3 -Acetamide, N-methyl- $$ Methylac... 73 C3H7NO

4 Silane, tetramethyl- (CAS) $$ Te... 88 C4H12Si

015745-87-6 36
000000-00-0 36
000079-16-3 9
000075-76-3 9

Abundance Scan 72};20 (5.885 min): 31644.D (-)
5000
43
AR 5.5 III 87 103
c II lllll ll lll}llllllil'l'lllilll I ll( II lll[l' II TT ll l T T I
miz—> 0 20 30 40 50 60 08090100110120130140150160170180
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
73
5000
43
b7 e & 174
l![ll‘l!l!liilllll]llll llllrrfllll l T lll TTT T T Illl T T IIIY T T llli lllI T
mfz—-> 102030405‘060708090100110120130140150160170180
Abundance #78238: Aoeﬁ; acid, 3-[1,3]dioxolan-2-ylpropyl ester
3

m/z 73.10 100.00%

L

560 580 600 620

TY T TP 7P P [T T T v ooT

m/z 43.10 23.03%

Trrrr]rrroY

560 580 600 620

m/z 41.10 8.63%

5000
43
0 7 || s | @& 113 174
llllllllllf‘lllllllllll‘llllll!llliilillllllll l TTT ll l llll llll LRE RS Illllll
miz-> 102030405060708090100110120130140150160170180
Abundance #1790: Acetamide, N-methyl- $$ Methylacetamide $$ Monometh... T
43 8 560 580 600 6.20
30 m/z 71.10 6.35%
58
5000
15
0' WWWWW LILAN SRR I D B DL AL A AL
miz—> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 560 580 6.00
31644.D SCAN508.M Tue Jan 22 08:37:18 2002 Page 7
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Lliprary searchn compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN17\31644.D
‘Acqg On : 17 Jan 2002 5:19 pm

Sample : 508 scan

Misc : January 17, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library :

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

vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

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

de do e do Jo Je de de e e K ke de o de de de K ke K ke hok ke Kk otk ok ok ok ok ok koK ok otk ke ok ok k kkkkkhk Rk dk ke kkkkkkkkkdkkkk

Peak Number 6 2-Propanol,

1-(2-methoxy-1-..

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T
9.54 0.18 ug/L 73633 1,4-Dichlorobenzene-d4 - 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual

1 2-Propanol, 1-(2-methoxy-l-methy...
2 DIPROPYLENEGLYCOL METHYL ETHER $...
3 BIS(1-METHYL-2-HYDROXYETHYL) ETHER

148 C7H1603
148 C7H1603
134 C6H1403

020324-32-7 74
020324-32-7 72
000000-00-0 39

4 2-Butanol, 3,3’-oxybis- 162 C8H1803 054305-61-2 39
Abundance Scan 540 (9.539 min): 31644.D (-) m/z 59.10 100.00%
50
5000 45 103
73
llllllllllll]lllllllll 1
‘ o 920 940 960 980
c' I III, lllllll l'] !llll]lllllllllllll'l lgll]llll]l!ll' Illll' """" m/Z 45 10 42 44%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #43943: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
[ [\
sm T l!Il]lll’I‘[
45 73 103 820 940 960 9.80
31 m/z 103.10 40.12%
2 I 1341 l. 130
c lllllll“l lllllllll llillll‘l llllll l}llllllll‘lill‘]]llll !ll]l
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #43944: DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propanol, 1-(2...
50 /\
103 llllll lllll'l’l'lll
920 940 960 980
5000 m/z 73.10 26.86%
45 73
31
1|5 ’n § [11 3 130
c¥llllt1l lllllll llllll] ll'llllllKlllllllllllllli!TIlllIlllIilllll[l
miz—> 10 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #29208: BIS(1-METHYL-2-HYDROXYETHYL)ETHER
50 920 940 960 980
m/z 41.10 22.51%
5000 31
45 103
c 1 oy 1.1¢ 4 134
I!IIIIllll!llllillllll'llll[lllllllllllllllllllTlrITIllllIIlIl[llll'l
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 920 940 960 9.80
31644.D SCANS508.M Tue Jan 22 08:37:18 2002 Page 8
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31644.D SCAN508.M

NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN17\31644.D
Acg On :° 17 Jan 2002 5:19 pm

Sample : 508 scan

Misc : January 17, 2002

MS Integration Params: LSCINT.P

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

Quant Method
Title
Library :

Vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

e e de de K e Kk de de K K Je e de de K e Je de de K e Je Je Ko Je de e de de e K K ke de K K K kK KKk Kk kK Kk k kK dk kk ok ok dk gk kg K kK kg k

Peak Number 7 2-Propanol,

1-(2-methoxy-1-..

Concentration Rank &

R.T EstConc Area Relative to ISTD R.T.
9.63 0.21 ug/L 84006 1,4-Dichlorobenzene-d4 9.71
Hit# of & Tentative ID MW MolForm CaS# Qual

e e s e e e e e e e e e e s S M e M e e e s ke et e b b e e e e e s e o v e o G e e e -

1 2-Propanol, 1-(2-methoxy-l-methy...
2 DIPROPYLENEGLYCOL METHYL ETHER $...
3 TRIPROPYLENE GLYCOL 2

4 1-Propanol, 2-(2-hydroxypropoxy)...

148 C7H1603
148 C7H1603
192 C9H2004
134 C6H1403

020324-32-7 83
020324-32-7 74
000000-00-0 56
000106-62-7 56

Abundance Scan 548 (8.630 min): 31644.D () m/z 59.10 100.00%
59
5000
45 73 103
T ll’lll
ll l 84 920 940 960 980 1000
Obrprrrrprerrrred il e b e ey | | M/ 2 103,10 39.09%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #43943: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
58
5000
45 73 103 920 940 960 980 1000
31 ’ m/z 45.05 38.17%
0 " ] iy 1 130
lll llll l1llllllll KI'IITT_TITIT_I llll lllll lIl’Tll llll Ty lllll 1][((]
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #43944: DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propanol, 1-(2...
59
103 i SRS, | S M S
920 940 960 980 10,00
5000 m/z 73.10  32.80%
45 73
31
1!5 l: l il 130
clllllT)lllllll!!Tl’lllllllll]lll l_r lll(l IIKI]I YTI“{TID (llll llll TI7T lllll
miz—> 10 30405060708090100110120130140150160 [\\
Abundance #102327: TRIPROPYLENE GLYCOL 2 A
59 920 940 060 980 1000
m/z 41.10 21.09%
5000
45 103
0 ] o 7288 L 17 130 161 A I}
llilllllllli lllllllll‘ll!llilfl"lllllllllllll!] llllll Ile' Xllrl 11—[I1TTI T 7 l T 71
miz-—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 920 ‘940 960 980 1000

NYC-WTC_000050002
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN17\31644.D Vial: 4

- Acg On : 17 Jan 2002 5:19 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : January 17, 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

hkhkhhhkhkhkhhkhhhdhdhhhhhhhhkhkhhdhdddhhhhhhhhhhhhdkhdddhrrrhhhkdkhhhhrhhhhhrhhr
Peak Number 8 2-Propanol, 1-(2-methoxypro... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.84 0.33 ug/L 132973 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H1603 013429-07-7 83
2 TRIPROPYLENE GLYCOL 2 192 C9H2004 000000-00-0 43
3 3-Hexanol 102 C6H140 000623-37-0 40
4 Methane, diethoxy- $$ Ethane, 1,... 104 C5H1202 000462-95-3 9
Abundance 59 Scan 566 (9.836 min): 31644.D (-) m/z 59.10 100.00%
5000
45 73 104 940 960 980 1000 10.20
3 SN SN SN SN A A ey || M/Z 45,10 12.21%
mk-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #43942; Zé’ropanol 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
B
5000 R SARIRALEE LSRR LB S NLIE S B
940 960 980 10.00 1020
a1 5 m/z 43.10 8.96
73
olllllllll‘lllll![ll!llll'lllrlIlJlll[llll llll1l$‘l TTTV T 'll!ail.il ll'llllllllllll
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #102327: TRIPROPYLENE GLYCOL 2
59
840 960 9.80 1000 10.20
5000 m/z 73.10 8.95%
45 103
ol | yly 72 89 l 7130 161
T 'lllilllllllll TIT71 l'lllllll'lll!l llllllll llll TT 87T LEREBEEEEREEE BRI T TItT 1
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9599: 3-Hexanol B L S B
59 840 S60 9.80 10.00 10.20

m/z 41.10 8.80%

T

illll[lllllll'llll’f LB RN RN R I RE RS RRRSS ERERS REREN II’IIIII

lllll l
miz—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 940 960 980 1000 10.20

31644.D SCAN508.M Tue Jan 22 08:37:18 2002 Page 10
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31644.D SCAN508.M

NYC 9/11 Public Portal Document

Library Search Compound Report

Data File

: C:\MSDCHEM\1\5973N\02JAN17\31644.D
* Acgq On : 17 Jan 2002 5:19 pm
Sample : 508 scan
‘Misc : January 17, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

Vial:
Operator:
Inst : Instrumen
Multiplr: 1.00

4

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

dkhkkhkhhkhkhdhkhkhhhhkhhhkdkhkhhhhhhhkhhhhhhhhhhddhhhkhkhhhkkhhhhhdhhhhhhhkhhkidik
Concentration Rank 11

Peak Number 9 Eicosane

R.T EstConc Area Relative to ISTD R.T.
21:.33 0.10 ug/L 66045 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Hexadecane (CAS) $$ n- Hexadecane... 226 Cl6H34 000544-76-3 78
3 Hexadecane 226 CléeH34 000544-76-3 78
4 Tetradecane (CAS) $$ n-Tetradeca... 198 C1l4H30 000629-59-4 78

ndance = Scan 1573 (21.332 min): 31644.D () m/z 57.10 100.00%

43 71
5000 8
\4A TT7Tv7T T /\I\l Trrr
89 443 2100 2120 2140 2160
o m/z 43.10 69.35%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #228992: Eicosane
3 5
71
sm T ‘ll T 1 LER SR ¥
85 2100 2120 2140 21.60
m/z 71.10 67.13%
0 B 9.,191,13127141 2
'llllllll T llllll LELIRIR] TITT lllIfIlll T TT1T17T T TTT7¢V TT
niz—> 20 40 60 100 120 140 160 180 200 220 240 260 280
Abundance #154803: Hexadecane (CAS) $$ n-Hexadecane $$ Cetane $$ n-C...
57
71 l']llll[l!lllllllllflil
21.00 21.20 21.40 21.60
5000 85 m/z 85.10 51.05%
99
0 13 141155 160182 226
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #154909:; Hexadecane vt
4f57 21.00 2120 21.40 2160
‘71 m/z 41.10 32.26%
5000
85
27
ol || P 113127141155 26
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 2120 2140 21.60

NYC-WTC_000050004

Tue Jan 22 08:37:18 2002
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NYC 9/11 Public Portal Document
’ Llprary searcn compouna Report

Data File

C:\MSDCHEM\1\5973N\02JAN17\31644.D Vial: 4
Acg On 17 Jan 2002 5:19 pm Operator:
Sample 508 scan Inst : Instrumen
Misc January 17, 2002 Multiplr: 1.00

MS Integratlon Params: LSCINT.P
Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 gcan method

Library : C:\DATABASE\WILEY7N.L

khhhhdhhhkhkhhkhhkhkhkkkkhkhkhhhhhhhkhhkhkkhkkhkkhkhkkkhkkhkhkhkhhkhkhkhkhhhhhhhdhddhhik

Peak Number 10 Phenanthrene, 9-methyl- $$ ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

"22.28  0.15 ug/L 99241  Phenanthrene-dlo 22.65

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12 000883-20-5 59

2 Bitoscanate
3 1,2-Phenylene diisothiocyanate
4 1,2-DI(3-THIENYL)ETHENE

192 C8H4N2S2
192 C8H4N2S2
192 C1lO0H8S2

004044-65-9 59
071105-17-4 53
013640-84-1 53

Abundance Scan 1656 (22.280 min): 31644.D () i m/z 192.10 100.00%
1
A
82 146 1& ¥ 2I®X1ﬁéol lé'iolimb T T
70
c il|l|l4l.4’ I‘K ll l ; l!}l l!!l llll lll1120 ll IX!!]IIII}I! l’hll‘ll m/z 191 lo 15 43%
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 120 200
Abundance #103836: Phenanthrene, S-methyl- $$ 9-Methylphenanthrene -
1
T LER AR BR )
22m)zzz>22«)zum
. m/z 193.10 14.52
96 165
0! 88 138 1562 - 176
miz-> 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #102102: Bitoscanate
192
llll lllllllll} T
2200 2220 22.40 2260
5000 m/z 82.10 12.81%
%0 134 160
c(llllll4l?llI116!4ll'lll7llIlllt'llll1[o!l2l'llrlll]llll K‘llllllllllllllllllll1l?l6‘llll [!ll TY
miz-> 30 40 50 80 70 &)so1a)ﬂo1z>momm1a)um1n)ﬂm1a)zm
Abundance #102107: 1,2-Phenylene diisothiocyanate R R
192 2200 2220 2240 2260
m/z 146.10 12.40%
5000 64
7 80 134
l l 107 160
cll(‘]llll'[llll ll}l]ll!li!llllllllll(l[llll(lll(il I,Klll Tl lllllllll]ll l] 17"" lll]llll )lll‘llll,(l’l
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200 2200 2220 2240 2260

31644.D SCAN508.M

NYC-WTC_000050005

Tue Jan 22 08:37:19 2002
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NYC 9/11 Public Portal Document
Liprary sSearch compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN17\31644.D

Acg On : 17 Jan 2002 5:19 pm
Sample 508 scan
Misc : January 17, 2002

MS Integration Params: LSCINT.P

Quant Method
Title 508 scan method

Vial: 4

Operator:
Inst :
Multiplr: 1.00

Instrumen

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

Library : C:\DATABASE\WILEY7N.L

khhhkhhhhhhhhhhhhhhhhhhhhhhhkhkhhkhhhhhhkhhhhkhhhhhkhhhhhhhhkhhhhdkhhhdkkiihk
Peak Number 11 Anthracene-dl0- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
22.77 0.33 ug/L 213554 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Anthracene-dl0- 188 C14D10 001719-06-8 90
2 DECADEUTEROPHENANTHRENE $$ Phena... 188 (C14D10 001517-22-2 87
3 Phenanthrene-dlo 188 C14D10 001517-22-2 86
4 Anthracene-D10 188 C14D10 000000-00-0 72

Abundance Scan 1698 (22.771 min): 31644.D () i m/z 188.10 100.00%
: 1
5000
o 2240 2260 2280 2300 2320
160
obrt? 88 & 2l bl | m/z 94.05  17. 63%[
miz-> 30 40 50 60 70 90 100 110 120 130 140 150 160 170 180 190
IAbundance #84502: Anthracene-d10-
e
5000 L SR SR LI SRR IR LR
2240 2260 2280 23.00 23.20
m/z 189.20 14.98%
g 80 94
O‘I‘Tilll T Illllllll!lll'lllr"l TV 17T TVv17 I lllll !!]l T L] 1w,[l’llll
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #384500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 m
1
2240 2260 2280 23.00 23.20
5000 m/z 184.10 10.47
80 94
clllllllll[llllll?[l lll Ill 1li1’ll T TT Illlll TITVU 7115!?l T ll T l!p‘ll TTT
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84499: Phenanthrene-d10 R R s i
188 2240 2260 2280 23.00 23.20
m/z 80.05 9.97%
5000
80 o4 160
c lIl‘l]l1r’Tﬁll]1§ll T !!ll(l!lll[(!l"‘ T7T T LR LA T717 I 7‘!'1 71llllll1l?10!l!]lll"rr LI B § LAR SRR T T 'l’lll(ll
miz-> 30 40 50 60 8090100110120130140150160170180190 2240226022.80230023.20

31644.D SCAN508.M

NYC-WTC_000050006

Tue Jan 22 08:37:19 2002
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NYC 9/11 Public Portal Document
lelutdililvely Liuenctirieq \_ompounu [@EI- 10y surmnary

Operator ID: Date Acquired: 17 Jan 2002 5:19 pm

bata File: C:\MSDCHEM\1\5973N\02JAN17\31644.D

Name: 508 scan

Misc: January 17, 2002

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

Library Searched: C:\DATABASE\WILEY7N.L

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

Butwnoic acid/ me... 3.60 0.1 ug/L 59574 1 9.71 8072350 20.0
Isofhiazole sS).. 4,24 0.1 ug/L 53655 1 9.71 8072350 20.0
ButafNoic aci 2-.. 4.63"° 0.1 ug/L 53910 1 9.71 8072350 20.0
2-But¥enal, -meth... 4.82 0.3 ug/L 107924 1 9.71 8072350 20.0
3- (CYQULOHEXK~3' -EN... 5.89 4.5 ug/L 1819740 1 9.71 8072350 20.0
2-Propayofd, 1-(2-... 9.54 0.2 ug/L 73633 1 9.71 8072350 20.0
2-Propangl, 1-(2-... 9.63 0.2 ug/L 84006 1 9.71 8072350 20.0
2-Propayql, 1-(2-... 9.84 0.3 ug/L 132973 1 9.71 8072350 20.0
Eicosa 21.33 0.1 ug/L 66045 4 22.65 12908400 20.0
Phenanfthreke, 9-m... 22.28 0.2 ug/L 99241 4 22.65 12909400 20.0
Anthrgcene-Xi10- 22.77 0.3 ug/L 213554 4 22.65 12909400 20.0
31644.D SCAN508.M Tue Jan 22 08:37:19 2002 Page 14
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