NYC 9/11 Public Portal Document

.

Data File
Acg On
Sample
Misc

MS Integration Params: lscint.e
Quant Time: May 10 08:27:57 2002 Quant Results File: SCAN020507.R?/

Quant Method
Title

Last Update
Response via

QUAIIlL1TAaTt10Il Keport (W1l Reviewed)
C:\MSDCHEM\1\DATA\020509\10242.D Vial: 20
10 May 2002 5:24 am Operator: Nefliu
sample Inst : Instrumen

Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\SCAN020507.M (RTE Integrator)

Method 508 GC/MS Scan
Thu May 09 09:21:01 2002 /\N P

Initial Calibration {\}

DataAcq Meth 508SCAN1
Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 11.38 152 497052 40.00 ug/1 -0.01
10) Naphthalene-ds8 16.53 136 1890970 40.00 ug/1 -0.04
17) Acenaphthene-dlo0 24 .46 164 1010790 40.00 ug/1 -0.02
30) Phenanthrene-di10 31.72 188 1728301 40.00 ug/l -0.02
38) Chrysene-dl2 39.93 240 1401907 40.00 ug/l -0.05
44) Perylene-dl2 43.15 264 880745 40.00 ug/l -0.03
System Monitoring Compounds
27) TCMX 27.53 207 51677 6.40 ug/1l -0.04
Spiked Amount 10.000 Recovery = 64.00%
Target Compounds Qvalue
43) Bis(2-ethylhexyl)phthalate 40.52 149 3605 0.12 ug/l # 76
(#) = qualifier out of range (m) = manual integration (+) = signals summed
10242.D SCAN020507.M Tue May 14 14:14:46 2002 Page 1

NYC-WTC_000024804



S08¥20000 OLM-OAN

Quantitation Report

(QT Reviewed)

Data File : C:\MSDCHEM\1\DATA\020509\10242.D vial: 20

Acg On 10 May 2002 5:24 am Operator: Nefliu

Sample sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: lscint.e

Quant Time: May 10 8:29 2002 Quant Results File: SCAN020507.RES

Method
Title

Last Update
Response via

C:\MSDCHEM\ 1\METHODS\SCAN020507.M (RTE Integrator)
Method 508 GC/MS Scan
Thu May 09 09:21:01 2002
Initial Calibration
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Data File

Acg On 10 May 2002
Sample sample
Misc

LSC Area Percent Report

C:\MSDCHEM\ 1\DATA\020509\10242.D

5:24 am

MS Integration Params: rteint.e

Method

Title

Smoothing ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs 0

Vial: 20
Operator: Nefliu
Inst : Instrumen
Multiplxr: 1.00

Filtering: 5

Min Area:
Max Peaks:
Peak Location:

0.7
100
TOP

C:\MSDCHEM\ 1\METHODS\ SCAN020507 .M (RTE Integrator)
Method 508 GC/MS Scan

% of largest Peak

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Signal TIC
peak R.T. first max
# min scan scan
1 6.152 516 523
2 11.376 1398 1412
3 16.534 2273 2290
4 24.461 3620 3639
5 24.607 3655 3664
6 27.533 4149 4162
7 31.088 4757 4767
8 31.717 4855 4874
9 31.952 4905 4914
10 39.931 6260 6272
11 43.151 6809 6820

10242.D SCANO020507.M

last PK peak corr.
scan TY height area
553 rBV 515190 1053481
1433 rBV 1336886 3449553
2306 rBV 1633440 4369797
3655 rBV2 1620035 4551402
3673 rvB5 17292 50460
4177 rBV4 196298 546680
4781 rVB4 12722 44568
4900 rBV2 1637358 4882547
4924 rVB4 13830 40987
6291 rBV2 2167093 4255748
6844 rBV2 1513881 3083837
Sum of corrected areas:

NYC-WTC_000024806
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NYC 9/11 Public Portal Document

File
Operator
Acquired
Instrument

Sample Name:

Misc Info

Vial Number:

Quant File

LSC Report - Integrated Chromatogram

C:\MSDCHEM\ 1\DATA\020509\10242.D

Ne

10 May 2002

20

fliu

Instrumen
sample

:SCAN020507.RES (RTE Integrator)

5:24 am using AcgMethod 5088CAN1
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2000000
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020509\10242.D Vial: 20

Acg On : 10 May 2002 5:24 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: rteint.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nisto98.1
khkkkhkhhkhkhkhkkhhkhkhkhkhkhhkhkhkkhkhhdhbhbhkdhbhkkhhkdhkkhdkhdkrohkhkhkkdkhdkRhkhbkhkhhhkhkhhkhhkhdhhkhhkhdhx
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.15 12.22 ug/l 1053480 1,4—Dichlorobenzene—d4 11.38
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 7-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 Z-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 32
lAbunbance Scan 523 (6.152 min): 10242.D (-516) (-) 43.05 100.00%
43
5000 52
101
6.00 620 640
.,..,....Llh-..:z,..,,??...-,l.. ......... S S —— ] m/z 59.10 51.33%
m/iz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance " #109755: 2-Pentanone, 4-hydroxy-4-methyl-
4
5000 B R
59 580 600 620 640
18.
15 " 101 m/z 58.10 50%
[ 3, 3
Illl‘llfll T T T T "'llll‘ll"l‘l IIITTI_FII‘ 'lll‘!‘ff‘ l‘l‘l(‘_|_!_|7
miz—> 20406080100120140160180200220240260280
Abundance 5 #109756: 2-Pentanone, 4-hydroxy-4-methyl-
]580 ‘600”6”2014(‘) -
5000 5o m/z 101.10 16.29%
101
Illl]?n:lrllllhIIJIIIIIIB‘?l‘l]JIIIIIlI_I_l TTTT TTTT T l!lITTﬁI lllllllllT
—> 20 40 60 80 100 120 140 160 180200220240 260 280
Abundance #5851 2-Pentanone, 4-hydroxy-4-methyl- R REEE e
4 580 600 620 6.40
m/z 41.10 7.86%
5000
o7 ” gz 101
IIII'III'IIII lI'iI'l_I'llITllllllllTI lllllll ll—l_rlllllll["lllllﬁl”lIII'T‘!I]IIT
mfz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 580 600 620 640
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Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020509\10242.D
Acg On 10 May 2002 5:24 am

Sample sample

Misc :

MS Integration Params: rteint.e

Quant Method
Title
Library

Met
C:\

hod 508 GC/MS Scan
DATABASE\nist98.1

Vial: 20
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\SCAN020507 .M (RTE Integrator)

khkkhkhkhkkkkhkhkhkhkhkhkkkkhkhkkhkhkkkkkhhkhkhkhkhkkhkhkkhkhkkkhkhkhkhkkkhkhkhkkhkkhkkhhkkkhkkdhkhkkkk

Peak Number 2 2-Chlorocycloheptanone ’ Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T
24.61 0.44 ug/1 50460 Acenaphthene-d10 24.46
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 2-Chlorocyclioheptanone 146 C7H11ClO 1000194-46-7 35
2 Ethyl 2-(1Hftetrazol-5-yl)acetate 156 C5H8N402 1000223-24-3 35
3 1,4-Cycloodtanedione 140 C8H1202 055794-45-1 16
4 2H-Pyran, ,4-dihydro- 84 C5HS8O 000110-87-2 14
Abundance ! Scan 3664 (24.607 min): 10242.D (-3655) (-) m/z 55.05 100.00%
55
5000
84
41 ‘ 100 111 129
24.20 24.40 2460 24.80 25.00
,I,..,,...liu.tu.“ﬁ.l.[..L,..,7|1..-. | ]l....s,‘l....m.,ls»s m/z 83.95 35.64%
miz-—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14653: 2-Chlorocycloheptanone
55
41 84 111
5000
2420 24.40 24.60 24.80 25.00
27 ‘ m/z 56.10 25.46%
93-m2 146
r!‘!llvﬁ—j—llllﬁglvuul Ihl ]"ITIII“II ‘L'r‘ |I1141?111;‘]3:‘11|]1‘r'|||rrr|llll—f
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #457: Ethyl 2-(1H-tetrazol-5-yl)acetate
2
2420 2440 2460 24.80 25.00
5000 55 m/z 41.10 24 .45%
11
43 71 84
Al el st T | 119128 4
USSR SRR RN RRASE RN R S BARBS SRR SRR BARSASRAN SAREE
—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14651: 1,4-Cyclooctanedione
55 2420 2440 2460 2480 25.00
111 WZ 111.00 23.95%
27
83 98
5000 41
67
Ll 1
T I r1—! I'I T l_l'—lrl TTT llfh[ T I’i TT ’ TI‘ |7l4‘ |lhl [’L l9|1 l[‘lllllr 1'[ TLI_' 11|%|2 IIIIII ITTI I'l llllll T
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 24.20 2440 24.60 24.80 25.00
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020509\10242.D Vial: 20

Acg On : 10 May 2002 5:24 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: rteint.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
khkkhkhkhkhkkkhkhkkkhkkhkkhkhkkhkhkhkhkhkhkkkhkkhkhkhkhkhkhkkhkhkhkhkhkhkhkkhkikhkkhhkhhkhkkhkhkhhkhhkhkhhkkhkhkkkh®kik
Peak Number 3 Bitoscanate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
31.09 0.37 ug/1l 44568 Phenanthrene-d10 31.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1l Bitoscanate 192 C8H4N2S2 004044-65-9 50
2 Benzene, l-bromo-2-chloro- 190 C6H4BxrCl 000694-80-4 50
3 2-Propen-1l-one, 1l-(2-hydroxy-3-m... 192 C11H1203 040992-03-8 45
4 6,2,%-Ethanylylidene-2H-cyclobut... 192 C11H120S 019086-86-3 38
Abundance Scan 4767 (31.088 min): 10242.D (-4757) () m/z 192.05 100.00%
15?2
5000
44 70 9 100 1‘|5° 499 3080 _31.00 3120 3140
ll]_li.!'.l"!“'r‘,;lirl;lll[ ('rln—;—ﬁllr'[—r—r T LA I s S L e B e e e m/Z 191 10 16 39%
mfz—> 50 100 150 200 250 300 350 400 450 500
(\bundance #125828: Bitoscanate Ak
1

3080 31,00 3120 3140
134 m/z 160.10 13.94%

90 JA 160
63
l'149{“‘i"{llhll.[ll‘kl_LlilI‘Ll‘l[AI_LIl['il'lIrTlllll!lll“l’ler‘l_llIllllT
miz—> 50 100 150 200 250 300 . 350 400 450 500
IAbundance #125837: Benzene, 1-bromo-2-chloro-
b

30.80 31.00 31.20 31.40
5000 11 m/z 146.20 11.35%
75
50
28 |, Lﬂ, 155
Illlll’lT_rlllllf’l T T T IK[I‘I_TIIIII[T
mfz—-> 50 100 150 200 250 300 350 400 450 500
IAbundance #80998: 2-Propen-1-one, 1-(2-hydroxy-3-methoxy-6-methyliphe... e
192 3080 3100 3120 31.40
m/z 193.00 9.67%
165
5000 131
55 77 103 '
lIIl[llllllll—leljll!rllIIT‘[IIIIlllll"l_rlllll'llll‘l_rlilllll
miz—> 50 100 150 200 250 300 350 400 450 500 3080 3100 3120 31 40
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020509\10242.D
Acg On : 10 May 2002 5:24 am

Sample : sample

Misc :

MS Integration Params: rteint.e

Quant Method
Title
Library

s

Method 508 GC/MS Scan
C:\DATABASE\nist98.1

Ty

Vial: 20
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)

khkkhkdkkhkkkdhkhkdkhkhkhkkhkkkkkhkkhkhkkhkhhkhkkkhkkhhkhkhkhhkhkhkhkhkkkhkkkkhkkhkhkkhkhkkhkkkhkhkkkkk*k

Peak Number 4 Phenanthrene-dlo

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T

31.95 0.34 ug/l 40987 Phenanthrene-d10 31.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Phenanthrene-dio0 188 C14D10 001517-22-2 45
2 4-Metlyl-2- (3-fluorophenyl)pyrim... 188 C11H9FN2 076128-66-0 37
3 2,2,9,9-Tetramethyldec-5-ene-3,7... 188 C1l4H20 102745-35-7 37

4 4-Metfthyl-2-(4-fluorophenyl)pyrim...

188 C11HO9FN2

076128-67-1 37

lAbundance ' Scan 4914 (31.952 min): 10242.D (-4905) (-) m/z 188.15 100.00%
188
5000
8o 94
158
49 64 l 1 146 31.60 31.80 32.00 32.20
e ettt M8 Ml | [W/Z 80.30 23,999
m/z—> 2030405060708090100110120130140150160170180190
Abundance #79827: Phenanthrene-d10
188
5000 SN SIS N AL B R IR SN B (L I
31.60 31.80 32.00 32.20
m/z 189.10 22 .42%
66 04 160
30 42 52 66 108118 132 146 ;| 170179l
Illllllllllllllllllll‘llllllllllllllIIlIIIl"'IIlI]Il’ lll|llll I1II|IIII'ITIII Y II
mfz—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190
Abundance #79744: 4-Methyl-2-(3-fluorophenyl)pyrimidine
ﬁp
— e e
31.60 31.80 32.00 32.20
5000 121 m/z 94.10 14 .73%
67 173
39 s0 | 8 ) 108 || 134 146 161 ,
Illfil‘] IIII)III llll[‘_"IIIIIIIYTTII|"[T'7_|_IVI'T—IT||||’|ll[ll|’ Trrr ‘IIIIIII' TTT III]IT
miz—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180
Abundance #79801: 2,2,9,9-Tetramethyldec-5-ene-3,7-diyne T
188 3160 31 80 3200 32.20
41 131143 173 m/z 158.00 12.26%
91
5000 1
119 o8
Iv'J" hu; | 'l ol “I I I .llll “‘“ l ,1 AL | I
T llT‘llll‘lrll‘lllfT'_rl T] ‘rrrr‘ LI 1R Il ll(‘ l_l_]_l_l'“ 1‘(1‘ T ‘l!‘T III]]II'II!IIII‘
—> 20 30 40 50 60 7 901 10120130140150160170180190 3160 3180 32.00 3220
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NYC 9/11 Public Portal Document
Tentatively ldentiried Compound (LSC)} summary

Operator ID: Nefliu Date Acquired: 10 May 2002 5:24 am
Data File: C:\MSDCHEM\1\DATA\020509\10242.D

Name: sample

Misc:

Method: C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)
Title: Method 508 GC/MS Scan

Library Searched: C:\DATABASE\nist98.1

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
-~ 2-Pentanone, 4-hy... 6.15 12.2 ug/l 1053480 1 11.38 3449550 40.0
2- orocyclohept... 24.61 0.4 ug/l 50460 3 24.46 4551400 40.0
toscanate 31.09 0.4 ug/l 44568 4 31.72 4882550 40.0
Fene-dl10 31.95 0.3 ug/1 40987 4 31.72 4882550 40.0
Aatrkaceu ~E7
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