NYC 9/11 Public Portal Document

User: Baglioni, Walter
Westchester Dept. of Labs & Research
Date: 01/10/2002 Time: 11:03:27

Sample: AECQ307

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

Started: 1/10/02 10:53 Ended: 1/10/02 10:53 Analyst: WB
Page: 1

ther unknown compounds
urr_2,4-DDD 102 5.0

NYC-WTC_000051055



NYC 9/11 Public Portal Document

yuantitation Keport {NOT Keviewed)
Data rFile : C3\MSDCHEM\1\5973N\02JAN08\307.D Vial: 6
Acg On : 8 Jan 2002 9:37 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 8, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 09 12:51:24 2002 Quant Results File: SCANS508.RES
Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Wed Jan 09 12:49:14 2002
Response via : Initial Calibration

DataAcg Meth : SCANS508

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.72 152 1166237 20.00 ug/L 0.00
10) Naphthalene-ds8 13.19 136 4837376 20.00 ug/L -0.02
17) Acenaphthene-dl0 18.34 164 2445795 20.00 ug/L -0.01
29) Phenanthrene-di1o0 22.63 188 4043393 20.00 ug/L ~-0.03
38) Chrysene-dl2 30.49 240 3794970 20.00 ug/L -0.02
44) Perylene-dl2 34.42 264 2681370 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 324371 5.08 ug/L 0.00
Spiked Amount 5.000 Recovery. = 101.60%

Qvalue

-

Target Compounds

2) N-nitroso-dimethylamine 3.60 74 11676 0. ug/L # 12
3) bis (2-Chloroethyl) ether 0.00 93 0 N.R.
4) 1,3-Dichlorobenzene 0.00 146 0 N.
5) 1,4-Dichlorobenzene 0.00 146 0 N.
6) 1,2-Dichlorobenzene 0.00 146 0 N.
7) 2,2’ -oxybis (1-Chloropropa 0.00 45 0 N.
8) N-nitroso-di-n-propylamine 0.00 70 0 N.
9) Hexachloroethane 0.00 117 0 N.
11) Nitrobenzene 0.00 77 0 N.
12) Isophorone 0.00 82 0 N.
13) bis (2-Chloroethoxy) metha 0.00 93 0 N.
14) 1,2,4-Trichlorobenzene 0.00 180 0 N,
15) Naphthalene 0.00 128 0 N
16) Hexachlorobutadiene 0.00 225 0 N.
18) Hexachlorocyclopentadiene 0.00 237 0 N.
19) 2-Chloronaphthalene 0.00 162 0 N.
20) Dimethylphthalate 18.34 163 394099 2.4 55
21) 2,6-Dinitrotoluene 18.34 165 314805 9.9 17
22) Acenaphthylene 0.00 152 0 N.
23) Acenaphthene 0.00 153 0 N.
24) 2,4-Dinitrotoluene 0.00 165 0 N.
25) Diethylphthalate 0.00 149 0 N.
26) 4-Chlorophenyl-phenylether 0.00 204 0 N.
27) Fluorene 0.00 166 0 N.
28) Azobenzene 0.00 77 0 N.
30) N-nitrosodiphenylamine 0.00 169 0 N.
31) 4-Bromophenyl-phenylether 0.00 248 0 N.
32) Hexachlorobenzene 0.00 284 0 N.
33) Phenanthrene 0.00 178 0 N.
34) Anthracene 0.00 178 0 N.
(#) = qualifier out of range (m) = manual integration
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guantitation Report (NOt Reviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN08\307.D Vial: 6
Acg On : 8 Jan 2002 9:37 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 8, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 09 12:51:24 2002 Quant Results File: SCAN508.RES
Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Wed Jan 09 12:49:14 2002
Response via : Initial Calibration

DataAcqg Meth : SCAN508

Compound R.T. QIon Response - Conc Unit Qvalue
35) Di-n-butylphthalate 24.85 149 10006 %0.04 ug/L # 76
36) Fluoranthene 0.00 202 0 “N.D.
39) Pyrene 0.00 202 0 N.D.
40) Butylbenzylphthalate 0.00 149 0 N:D.
41) Benzo({a)anthracene 30.50 228 9395 0.04 ug/L # 59
42) Bis (2-ethylhexyl) phthala 31.11 149 14129 0.62%ug/L 83
43) Chrysene 30.50 228 9395 0.04 ug/L # 57
45) Di-n-octylphthalate 0.00 149 0 N.D. *
46) Benzo (b) fluoranthene 0.00 252 0 N.D. 3\
47) Benzo (k) fluoranthene 0.00 252 0 N.D. &
48) Benzo (a) pyrene 34.42 252 9417 0.05 ug/L # 1
49) Indeno (1,2,3-cd) pyrene 0.00 276 0 N.D. ﬁ\
50) Dibenz (a,h) anthracene 0.00 278 0 N.D. \
51) Benzo (g,h,i) perylene 0.00 276 0 N.D.
i
t
(#) = qualifier out of range (m) = manual integration
307.D SCAN508.M Wed Jan 09 12:51:25 2002 Page 2
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Quantitation Report (Not Rreviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN08\307.D Vial: 6
Acg On : 8 Jan 2002 9:37 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 8, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 9 12:51 2002 Quant Results File: SCANS508.RE
Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Wed Jan 09 12:49:14 2002
Response via : Initial Calibration
Abundance TIC: 307.D
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LSC Area Percent Report

Data File

C:\MSDCHEM\1\5973N\02JAN08\307.D Vial: 6
Acg On 8 Jan 2002 9:37 pm Operator:
Sample 508scan Inst Instrumen
Misc January 8, 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:

Signal TIC
peak R.T. first
# min scan

1 3.602 15
2 4.241 71
3 4.618 107
4 4.835 123
5 5.006 139
6 5.703 201
7 5.885 215
8 6.045 233
9 9.710 551
10 S.847 561
11 12.541 799
12 13.192 855
13 18.341 1305
14 22.280 1651
15 22.634 1681
16 22.771 1695
17 27.726 2129
18 30.489 2369
19 31.105 2421
20 34.416 2713

307.D SCAN508.M
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max
scan
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76
109
128
143
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2381
2439
2743
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rvVB
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22806
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19614
791920
21194
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14733

25653
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14493
3657949

of corrected

109767
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36510
1668136
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9118884
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN08\307.D

Operator

Acquired : 8 Jan 2002 9:37 pm using AcgMethod SCANS508
Instrument : Instrumen

Sample Name: 508scan

Misc Info : January 8, 2002

Vial Number: 6
Quant File :SCANS508.RES (RTE Integrator)

Abundance TIC: 307.D
5000000 13,19
4000000
8.71
3000000

iy J ,,
1000000 j ‘( 5.89 / /

360 42468BD1 578.05 JQ.BS 12.54
l T T T T T T T T T T

—

G =T T ] T LA T ! T T T T | T I T T T T T T T T T T T T T T T T T l T T T T I T T T T l T T
Time--> 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00
Abundance TIC: 307.D
5000000 18/34 2263
4000000
3000000
2000000
1000000 // // 07"
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Time--> 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00
IAbundance TIC: 307.D
5000000
30.49
4000
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3000000
2000000
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Time--> 28.00 23.00 30.00 31.00 3200 3300 34.00 35.00 36.00 37.00 38.00 39.00
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Data File

Acq On
Sample
Misc

L1lprary sSearcn compouna Report

: C:\MSDCHEM\1\5973N\02JAN08\307.D

8 Jan 2002

9:37 pm

508scan

January 8,
MS Integration Params:

Quant Method

Title
Library

¢ es e

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

2002
LSCINT.P

vVial: 6
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

kdkkhkkkhkhkhkkhkhkhkhkhkhkhkhkhkkhkkhkhkhkhkhhkhkhhhkhhhkhkhkhbhkhhhkhkhkhkhhkhhikdikhkhkhkhkhhkhhkikkhkdk

Peak Number 1 2-Pyrrolidinone Concentration Rank 6

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

4.24 0.16 ug/L 52429 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9
2 Isothiazole 85 C3H3NS 000288-16-4 9
3 Oxirane, (2-methylpropyl)- $$ Pe... 100 C6H120 023850-78-4 9
4 3-Methyl-2,3-epoxybutanal 100 CS5H802 000000-00-0 9

[Abundance Scan 76 (4.241 min): 307.D () m/z 85.00 100.00%
85
41
5000
60
’ | 4 4 57 380 400 420 440 460
NN 11 N Y ) SN 1 PO m/z 41.10 64.70%
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #3617: 2-Pyrrolidinone
85
5000 30 41
380 400 420 440 460
56 m/z 43.10 477 .65%
414 1| 81 |
A AR B AR D RO aS RAnay REA0S NSRS RAAS) RANSY AARN RANAS ARARA RARR N
m/z--> 20253035404550556065707580859095
iAbundance #3569: Isothiazole
85
380 400 420 440 460
5000 58 m/z 60.00 26.31%
3 B g5 ,L
S A R RS AN RAARS LARS RARAE RARRA AALAS RARRS RALLS SAREN RARRE AR NSRS
mfz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
IAbundance #8521: Oxirane, (2-methylpropyl)- $$ Pentane, 1,2-epoxy-4-... m maan s
85 380 400 420 440 460
4 m/z 39.10 25.25%
55
5000 27
58
31 _
0 el wn |
'll'(‘[ll'|'l|ll' Trryyerrr Trrr LELELIR TT T TTTFI[TIT Ve Trr TY 177 LELELIL rrr TTrTrTrY
miz—> 20 25 30 3|5 4'0 4'5 5'0 515 60 65 70 715 8]0 85 9|0 SIS 380 400 420 440 460
307.D SCAN508.M Wed Jan 09 15:16:56 2002 Page 3
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Llbrary searcn compound Report

Data File : C:\MSDCHEM\1\5973N\020AN08\307.D Vial: 6

Acg On : 8 Jan 2002 9:37 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 8, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\SCANS508.M (RTE Integrator)

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
khkhkhkhkhkhkhkhkkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkdhkhkhkhkthhkhhhkhkhkhhkhhdhhhkhkhkhhhkadhkhkrkrhdhkkhkkhthkhhdhdkhkk
Peak Number 2 2-Buten-1-o0l, 3-methyl- (CA... Concentration Rank 5

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

4 .62 0.17 ug/L 55291 1,4-Dichlorcbenzene-d4 9.72
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 2-Buten-1-0l, 3-methyl- (CAS) $$... 86 CS5H100 000556-82-1 %é;
2 2-Buten-1-0l, 3-methyl- 86 CS5H100 000556-82-1
3 2-Buten-1-o0l, 3-methyl- (CAS) $$... 86 C5H100 000556-82~1 56
4 2-Buten-1-ol, 3-methyl- $$ .gamm... 86 C5H100 000556-82-1 53

Abundance Scan 109 (4.618 min): 307.D () m/z 71.10 100.00%
4 7H
57
88
5000 53
1 A
67 85 . T T
\Illl 49 l l “ H 420 440 460 480 500
Ol'llll l||' ]lll’l" ' Illllllllllpllllqll |xr"‘(lllllllllllllllllllllll m/z 41 10 95.34%
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4075: 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $$ 2-METHYL....
n
41
5000
53 86 420 440 460 480 500
m/z 57.10 68.72%
0 . | III | .31
RLAUNARSA RRRRA RSN RS RAARN RARES LARRS IALES RARAY RARRN RARSE RARES RARAN LARASAARAN RAR
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95
Abundance #4069: 2-Buten-1-ol, 3-methyl-
7h ]\
420 440 460 480 500
5000 27 39 53 m/z  88.10 59.55%
31 ' 68 86
o a9 | s I, .
IR REERA AR R A R IR I [LALRLAL SR FTTpTTTTTrT T T T Y e T Y|
mjz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #4072: 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $$ 2-METHYL.... A e B e T
7 420 440 460 480 500
m/z 43.05 48.28%
31 86
o 49 59 ||| ‘
)llllllllITI[iI!Il'lIIII!l!lIIllll'l![lllllflil]TTll' l'll’ll‘l"lllllll LS ]||l
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 420 440 460 480 500
307.D SCAN508.M Wed Jan 09 15:16:56 2002 Page 4
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L1prary searcn compouna xeport

Data File : C:\MSDCHEM\1\5973N\02JAN08\307.D Vial: 6

Acg On : 8 Jan 2002 9:37 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 8, 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
dkhkkhkkhkkkhkhkhkkkhkhkhkkhkhkhhkhkkhkhkhkhkkhkhkhkhkhhkhkhkhkhkhkhkhkhkhkhhkhbkhkhkhkhkidrtrhrbrhkrdkrbrhkrdrhdhdhhbhkhhkhkikhkihkk
Peak Number 3 2-Butenal, 3-methyl- $$ Cro... Concentration Rank 2

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

4.83 0.33 ug/L 109767 1,4-Dichlorobenzene-d4 9.72
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 2-Butenal, 3-methyl- $$ Crotonal... 84 C5HB80 000107-86-8 80
2 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 C5HS80 000107-86-8 80
3 2-Butenal, 3-methyl- 84 CS5HS80O 000107-86-8 72
4 Furan, 2,3-dihydro-4-methyl- (CA... 84 CG5HS80 034314-83-5 64
bundance Scan 128 (4.835 min): 307.0 () m/z 84.05 100.00%

84
55
5000 41
59
34 ' 69 440 450 480 500 520
ok .,...,,....,,...,..!.}...-..,,..,ILL N Y RN N SIS m/z 655.10 64.69%
mfz-—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
IAbundance #3222: 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- §...
sl
55
5000 33
27 440 460 480 500 520
m/z 41.10 44 .78%
44 51 69
Orrrrrrr et 5"1'5'51"'-” ! !"'I""I"‘!l""l A ARAAARAREY
miz--> 20 25 30 35 40 4550556065 70 75 80859095
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyi-2-butenal $$...
84
55
440 460 480 500 520
5000 39 m/z 83.00 38.17%
27
44 51 69
0 "I""I""l“"l';”l'I'h""“"’l!"'I““I"'!I""l"r'l”' ARARARAARS
m/fz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #3224: 2-Butenal, 3-methyl- R e p s S B T
8 440 460 480 500 520
m/z 39.10 37.17%
5000 41 55
‘ 50 | 66 69 . /\
O"]'17’[11lXlllll]\l'l'llilllllliglll'!lllll‘lllll'!' l'lllll T 'll‘lrl[ |’llllll "1!' T
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 20 95 440 460 480 500 520
307.D SCAN508.M Wed Jan 09 15:16:56 2002 Page 5
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Data
Acg On
Sample
Misc

MS Integration Params:

File

Quant Method

Title

Library

Lliprary searcn compouna xeportc

C:\MSDCHEM\1\5973N\02JAN08\307.D vVial: 6
8 Jan 2002 9:37 pm Operator:
508scan Inst : Instrumen
January 8, 2002 Multiplr: 1.00
LSCINT.P

: C:\MSDCHEM\1...\SCANS508.M (RTE Integrator)
: 508 scan method
: C:\DATABASE\WILEY7N.L

hkhkkhkhkkkhkhkhkhkhkhhkhkhkhkhhkhkhkhkhkhkhkhkhhkhkkhkhkhkhkhhdhkhkkhkhhkhhhkhhkhkhkhkhhhkhkhhrhkhhkhhkhkhhkhidkd

Peak Number 4 Butenol, methyl- Concentration Rank 7

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

5.01 0.16 ug/L 52238 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butenol, methyl- 86 C5H100 060766-00-9(64
2 2-Furanmethanol, tetrahydro- (CA... 102 CSH1002 000097-99-4 59
3 3-hydroxy-4,4-dimethyl .gamma. B... 130 C6H1003 052126-90-6 42
4 3-Buten-2-0l1l, 2-methyl- 86 CS5H100 000115-18-4 39

Abundance Scan 143 (5.006 min): 307.D () m/z 71.10 100.00%
43
5000 55 59 /\ﬁ\\
39 A A T
hl| ” | 86 460 480 500 520 5.0
0 AR ARRR ALY REARE LERRN RAREE RRRAE REARLE AR l ""l"" A SRAA RS ARARA AR RRARI RERER! m/z 43 10 92 276
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4093: Butenol, methyl-
43 7h
5000 27 59
460 480 500 520 540
15 31 53 m/z 41.10 66.96%
| I | | 86
OVTrT‘TTl|1|IT‘III|l’r"Y‘ ITI]TTVT’ L L TTrtt lll'lll'll l’ll"" """l"""'[
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #9384: 2-Furanmethanol, tetrahydro- (CAS) $$ Tetrahydrofur...
7
43 A r,,..,A.J
4.60 480 500 520 540
5000 27 m/z 69.10 51.63%
31
‘ 37 ’ 513157 61 1
07_'”l'”'l""l"''l""I""l'!"l"''I'"’I""l':"l""l“"l“'I"" Ty
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #26149: 3-hydroxy-4,4-dimethyl .gamma. Butanolactone $$ Pa... g A
4 7 460 480 500 520 5.40
m/z 69.10 37.87%
5000
57
31 53 68
O""l""l"“l""l""l""I""I’!'!!""!“!'l!’!'l '"l'!!Wl’}'l"“l""l""l""l
mz—> 5 10 15 20 25 30 35 40 45 50 55 60 0 75 80 85 90 460 480 500 520 5.40
307.D SCANS508.M Wed Jan 09 15:16:56 2002 Page 6
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN0O8\307.D Vial: 6

Acg On : 8 Jan 2002 9:37 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 8, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\SCANS508.M (RTE Integrator)

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
khkhkhkhkhkhkkhkhkkhkhkhkhkkhkhkhkkhkkhkhkhkhkhhkhkhkhkhhkhkhkhhhkhkhkhhhkhhkhkhkhkkhkrthhkdhkrthkhkrthkhkhkhhkhkhkhkhkrkhthtdit
Peak Number 5 3-PENTEN-2-OL, (Z)- Concentration Rank 10

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

5.70 0.11 ug/L 36510 1,4-Dichlorcbenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 3-PENTEN-2-0OL, (Z)- 86 C5H100 024652‘50—4{[59;
2 3-Penten-2-o0l $$ .alpha.,.gamma.... 86 C5H100 001569-50-2\59
3 3-Penten-2-ol 86 CS5H100 001569-50-2 59
4 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 000000-00-0 38

[Abundance Scan 204 (5.703 min): 307.D () m/z 41.10 100.00%
4
71
5000
| ’ 58 86 540 560 580 6.00
) — 1 ,..,,...|., et bbb | [ Wz 43.10 92.62%
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
. Abundance #4208: 3-PENTEN-2-OL, (Z)-7
f
43
5000 39
53 67 540 560 580 600
27 m/z 71.10 69.96%
58 86
O |'|'|l|1'll|'l['}'llll "17TT'T'|O TT&T LI L I I L A M !II LB | '|"‘!"|\' TFTrT
I T I T f T 1 1 T
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.-Dim;thylallyl alco...
43 i
rrTYTyyv T T T TTT VYR Tt T
540 560 580 600
5000 39 m/z 69.00 51.52%
53
27 67
58 86
NI 49 | 'I .
Ot IR AR AR R A A ML DL AL LU FLALALL LU I IR S UL I
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95
Abundance #4046. 3-Penten-2-ol - VAN N
L 540 560 580 600
43 m/z 39.10 41.46%
5000 39
53
7 67
| 58 | 86
O 'l"ll,lll' ll'l'l%ll l!ll|llllllllillllllllllllllll !IllllllllYllill!""_'rll
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 540 560 580 600
307.D SCAN508.M Wed Jan 09 15:16:56 2002 Page 7
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN08\307.D Vial: 6

Acg On : 8 Jan 2002 9:37 pm Operator:

Sample : 508scan Inst : Instrumen
Misc : January 8, 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
kkkkkhhkkkhkhkkhkkhhkkkhkhkhkhkhkhkhkhhkhkhkhkhhhhhhhkhkkhhkhhhkhkkhkhkhkkhkhhkhkhkhkhkhhhkkhhkkkhkhkhikhkhxdk
Peak Number 6 3-(CYCLOHEX-3'-EN-YL)PROPAN... Concentration Rank 1

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

5.89 5.05 ug/L 1668140 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3- (CYCLOHEX-3'-EN-YL)PROPANOL $$... 174 C8H1404 015745-87-6 33
2 Acetic acid, 3-1[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 33
3 Silane, tetramethyl- $$ Tetramet... 88 C4H12Si 000075-76-3 25
4 Silane, tetramethyl- (CAS) $3 Te... 88 C4H12Si 000075-76-3 9

Abundance Scar711220(5‘885min): 307.D () m/z 73.10 100.00%
B
5000 k
43 SN
560 580 6.00  6.20
55 87 103
0"I""l'"’1""II':'I"I"""I""'l"'l'rl"‘l‘l“"l""'I""I""I""l""l""l"”‘l""l‘ m/z 43.10 24.01%
fz--> 10 20 30 40 S50 60 70 80 S0 100 110 120 130 140 150 160 170 180
bundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
783
5000 l'[‘fllllll'lllr
560 580 600 620
43 m/z 45.10 9.45%
27 .“ 55 L 87 113 174
O AR RSN NALAS KRN AESAN RALR SARA) AARANRRARY ) AR DA AR SRS AR
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
y/<]
560 580 600 620
5000 m/z 41.10 8.70%
43
27 ,[l 55 . 87 113 174
C"l "'I'”’I"' YT "‘I""I"“I""I""I""I"T’I”"I”"I""I'”’I”“‘[""l'
njz--> 10_20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #4812 Silane, tetramethyl- $$ Tetramethylsilane $8 (CH3)4... — ...,, AR EEEe
B 560 580 600 620
m/z 71.10 6.61%
5000
45
115 311 nl 55 I 88
A R N RALE RARSH RARAN RAASA ARAAN AN ARAY LARSS LARA) LML LA LML RARAS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 6.00 620
307.D SCAN508.M Wed Jan 09 I5:16:56 2002 Page 8
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN08\307.D Vial: 6

Acg On : 8 Jan 2002 9:37 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 8, 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
Ahhhkhkkhkhkhkhkhkkhkkhkkhkhkkhkhkhkhkkhkhkhhkhhkhkhkkhkhhhkhhhkkhkhhkhhhkhkkkhhkkhkhkhkhkhkhkkhkhkhkhkkhhrkhhkhkkihsisk
Peak Number 7 2-Butanone, 3-methyl- (CAS)... Concentration Rank 4

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

6.05 0.19 ug/L 63467 1,4-Dichlorcbenzene-d4 9.72
Hit# of &5 Tentative ID MW MolForm CAS#H# Qual
1 2-Butanone, 3-methyl- (CAS) $$ 3... 86 C5H100 000563-80-4 9
2 2-Butanone, 3-methyl- 86 CS5H100 000563-80-4 9
3 2-Butanone, 3-methyl- (CAS) $$ 3... 86 C5H100 000563-80-4 9
4 2-Pentanone (CAS) $$ Methyl prop... 86 C5H100 000107-87-9 9

[Abundance Scan 234 (6.045 min): 307.D () m/z 43.10 100.00%
4B
59
5000
101 = T
l 86 | , 560 580 600 620 6.40
0"‘l""l'”'l""l"“ll'l'l 'I""l”"l""f""l""I""I""I"'=I!"'I'"‘I""l""l"”T‘ m/z 59.10 53.71%
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #4009: 2-But§none, 3-methyl- (CAS) $$ 3-Methyl-2-butanone ...
4
5000
560 580 600 6.20 640
m/z 58.00 26.23%
86
0 8 |, 55 A |
l‘f‘]lllll‘lll' 'lll'TlT]rT l]1'!l‘lllIVT“YIITIFTI'ITVTIIIll"llllllll|1"’|”"]‘ll'|'||||||'|||
mfz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #4008: 2-Butanone, 3-methy!-

<] ﬂ

T T T LENL A S B B

560 580 600 620 6.40

5000 m/z 101.10 17.33%
7 A, s9 T T
Ot e e e e e e T e
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #4010: 2-Butanone, 3-methy!- (CAS) $$ 3-Methyl-2-butanone ... e s
8B 560 580 600 620 640

m/z 44.10 13.01¢%

5000
86
0 38 | 59 71 |
IRRE RAANI RERRN SAAAA BARAY RARAS REARN RERRS LEN TITTTyTTesy AR AU R BN SR B
rfz--> 20 25 30 35 40 45 50 55 60 65 7'0 75 80 85 90 95 100 105 560 580 600 620 640
307.D SCANS508.M Wed Jan 09 15:16:57 2002 Page 9

NYC-WTC_000051067



NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN0O8\307. D
Acg On : 8 Jan 2002 9:37 pm

Sample : 508scan

Misc : January 8, 2002

MS Integration Params: LSCINT.P

Quant Method

Title
Library

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

se se se

. .\SCAN508.M

Vial: 6
Operator:
Inst Instrumen
Multiplr: 1.00

(RTE Integrator)

hkhkhkhkhkhkhhkhkkhkhkhhkhkhkhkkkhkhkhhkhkdhhhkhkhkhkhhkhkhkhkkhkhhkhhhkhkkhkhhkkhkhkhhkhkhkhkhkhkhkkhhkhkkhkhkkhhhhkkkk¥

Peak Number

EstConc

8 2-Propanol,

42091

1- (2-methoxypro...

Relative to ISTD

1,4-Dichlorobenzene-d4

MW MolForm

Concentration Rank 9

1 2-Propanol,

1- (2-methoxypropoxy) . ..

148 C7H1603

013429-07-7 74

2 Butanoic acid, 2-hydroxy- $$ But... 104 C4H803 000565-70-8 9
3 Methane, diethoxy- $$ Ethane, 1,... 104 C5H1202 000462-95-3 7
4 2-METHYL-3,3-D2-AZIRIDINE 59 C3H5D2N 030691-55-5 4
Abundance Scan 567 (9.847 min): 307.D () m/z 59.10 100.00%
59
5000
45 73 9.60 9.80 10.00 10.20
| 86 104 :
A 1 S (SN Sy S m/z_ 45.00 14.68%
m/z--> 20 30 40 50 60 70 80 S0 100 110 120 130
iAbundance #43942: 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp... M
59
5000 s T UNBMUNE
960 980 1000 10.20
m/z 43.00 11.91%
31 45 73
0[""""1'7"!]||Il 'll!irlel:ll'[llllllllll?'ol4llllllllltl?alollll
m/z--> 20 30 40 S50 60 70 80 9 100 110 120 130
Abundance #10063: Butanoic acid, 2-hydroxy- $$ Butyric acid, 2-hydro...
AN 2]
960 980 1000 1020
5000 m/z 41.10 10.95%
45 76
o | ] 104
U R AU U A L T L LA AR B B ¥
m/z--> 20 30 40 50 60 70 80 80 100 110 120 130
Abundance #10228: Methane, diethoxy- $$ Ethane, 1,1"-[methylenebis(o...
3 8 960 9.80 10.00 10.20
m/z 73.00 9.75%
5000 103
47 75
0'l‘”I"T"“I'gl'l‘I"'!i""l""l"'8’lgl""l‘:"l""l""!" T T "l""I['\"'/I\""I'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 960 980 10.00 10.20

307.D SCAN508.M
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Data File

Acg On
Sample
Misc

MS Integration Params:

Quant Method

Title

Library

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JANO8\307.D
: 8 Jan 2002 9:37 pm
508scan
January 8, 2002

LSCINT.P

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

Vial: 6
Operator:
Inst Instrumen
Multiplr: 1.00

\SCAN508.M (RTE Integrator)

hkhkkhkkhkhkhkhkhkhkhkhkhkhkhkhkhkhhkhhkhhkhkhkrkhkkhkhkhkhkhhkhhhkhkhhhkhkhkhhkhhkhkhkhhkhhhhhhkhhhkkhkkhkkkk

Peak Number 9 4-METHOXY-.BETA.-METHYLCINN. Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
22.28 0.13 ug/L 71119 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-METHOXY- .BETA.-METHYLCINNAMIC ... 192 C11H1203 019169-94-9 72
2 3-Cyanocarbazole $$ 9H-Carbazole... 192 C13H8N2 057102-93-9 59
3 2,4-Diamino-6- (hydroxymethyl)pte... 192 C7H8N6O 000945-24-4 59
4 2,4-Diamino-6- (hydroxymethyl)pte... 192 C7H8N60O 000945-24-4 53

Abundance Scan 1656 (22.280 min): 307.D (-) m/z 192.10 100.00%
192
5000 }\
% "8 160 | 2200 2220 2240 2260
49 70 118
o.q.”,.q”.,”q.”Jx,JL“”” ”“””_”.J”””“””””V”JL1“. m/z 96.00 17.78%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
IAbundance #102588:; 4-METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenoi...
192
108 /\
5000 IV"I"T"Yllll‘lll
2200 2220 2240 22.60
146 175 m/z 146.10 17.47%
0 "I'"'l‘”'I'"'I"“l""l""l““l""I""I""l""l"“l""I""l‘"'l""lh'“l"
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103424: 3-Cyanocarbazole $$ SH-Carbazole-3-carbonitrile (CAS
192
| 2200 2220 2240 2260
5000 m/z 191.10 13.51%
06 164
138
0_
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102010: 2,4-Diamino-6-(hydroxymethyl)pteridine B e e
192 | 2200 22.20 2240 2260
163 m/z 193.10 12.43%
5000
0‘ LR LA LANLINLAN N S ALAN S AN AN INLRN ML B S L
m/z--> 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 2200 2220 2240 2260

307.D SCANS508.M Wed Jan 09 15:16:57 2002

NYC-WTC_000051069

Page 11



NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\ 1\5973N\02JAN08\307.D
Acg On 8 Jan 2002 9:37 pm

Sample 508scan

Misc January 8, 2002

MS Integration Params: LSCINT.P

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

Quant Method
Title :
Library

Vial: 6
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

khkkhkhkhkhkhkhkhkhkhhkkhkhkhkhkhkhkhkhkhkhkhkkhkhkhkhkhhhhhhhkhhhhhhkkhkhkhhkhkhkhhkkhkhkhkhkhkkhkkdkhkkk

Peak Number 10 DECADEUTEROPHENANTHRENE $$

Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
22.77 0.30 ug/L 157875 Phenanthrene-di0 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 91
2 Phenanthrene-d10 188 C14D10 001517-22-2 72
3 Acridine-D9 188 C13DSN 000000-00-0 64
4 Anthracene-dl0- 188 C14D10 001719-06-8 64

[Abundance Scan 1699 (22.771 min): 307.D (-) ) m/z 188.10 100.00%
188
5000
80 94 TT VI T LASL I BN ENN (N BN B L B
66 158 l 2240 2260 2280 23.00 23.20
Ol b Herrrt e . SSSNNRTY HR—— | - m/z  94.10  19.78%
miz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
188
5000 RRRAUNVUMUVUEV Y
22.40 2260 2280 23.00 23.20
g0 94 m/z 80.00  15.49%
66 | 198 1l
Ol b e AR SRR BRI SN Hoprrrr
miz> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Abundance #84499: Phenanthrene-d10
148
22.40 2260 2280 2300 2320
5000 m/z 189.10 14.20%
80 g4 160
66 | m%J
oo Hee e e e e e e e e
miz-> 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190
Abundance #85254: Acridine-D9 e e
188 2240 2260 2280 23.00 23.20
m/z 184.10 10.90%
5000
93
616 810 |l 1jl'8 l‘ I
o'r---—r—rrtrt—trrreeeeee et e e T T

miz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

22.40 2260 2280 2300 23.20

307.D SCAN508.M Wed Jan 09 15:16:57 2002
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lTentatively ldentiried Compound {(LsSC) summary

Operatcr ID: Date Acquired: 8 Jan 2002 9:37 pm

Data File: C:\MSDCHEM\1\5973N\02JAN08\307.D

Name: 508scan

Misc: January 8, 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
2-Pyrrol1dinone 4.24 0.2 ug/L 52429 1 9.72 6604560 20.0
2-Butéen-1-ol,  3=m. < 4.62 0.2 ug/L 55291 1 9.72 6604560 20.0
2—-ButeEenal, 3-meth. .. 4.83 0.3 ug/L 169767 1 9.72 6604560 20.0
ButermrolmMethyl- 5.01 0.2 ug/L 52238 1 9.72 6604560 20.0
=PENTEN-2-0OL,  ({Z]) - 5.70 0.1 ug/L 36510 1 9.72 6604560 20.0
32~€YCLOHEX-3' -EN 5.89 5.1 ug/L 1668140 1 9.72 6604560 20.0

anone, 3-met... . 6.05 0.2 ug/L 63467 1 9.72 6604560 20.0
2—-Propanocl, 1-(2-..., 9.85 0.1 ug/L 42091 1 9.72 6604560 20.0
4—METHOXY- .BETA.~... 22.28 0.1 ug/L 71119 4 22.63 10658500 20.0
DECADEUT 22.77 0.3 ug/L 157875 4 22.63 10658500 20.0
307.D SCANS508.M Wed Jan 09 15:16:57 2002 Page 13
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Comments for Sample AE00307 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-10-2002 Time: 17:30:38

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

The recoveries for 12 of the 43 compounds in the LCS Standard were above their
acceptance ranges.
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