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‘Comments for Sample AE06339 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-03-2002 Time: 11:47:06

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. This sample was extracted and analyzed twice.
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\050102\6339.D Vial: 15
Acg On : 1 May 2002 9:06 pm Operator: Mclean
Sample : re-ext 4/29 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 02 10:38:45 2002 Quant Results File: 050102.RES
Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Last Update : Thu May 02 10:37:30 2002
Response via : Initial Calibration

DataAcg Meth : 508SCAN

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.94 152 4721947 40.00 ug/L 0.01
10) Napthalene-ds 13.43 136 18872331 40.00 ug/L 0.00
17) Acenapthalene-dlo0 18.57 164 10195383 40.00 ug/L 0.00
29) Phenanthranene-di10 22.96 188 14700017 40.00 ug/L 0.00
37) Chrysene-dl2 30.81 240 11004016 40.00 ug/L 0.00
43) Perylene-dl2 34.71 264 7212334 40.00 ug/L 0.00
System Monitoring Compounds
27) TCMX 20.54 207 624274 7.76 ug/L 0.00
Spiked Amount 10.000 Recovery = 77.60%
Target Compounds Qvalue
41) Bis(2-ethylhexyl)phthalate 31.39 149 526828 1.94 ug/L 95
(#) = qualifier out of range (m) = manual integration (+) = signals summed
6339.D 050102.M Thu May 02 12:24:05 2002 Page 1
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Quantitation Report

Data File : C:\MSDCHEM\1\DATA\050102\6339.D

Acg On : 1 May 2002 9:06 pm
Sample : re-ext 4/29
Misc :

MS Integration Params: EVENTS.E
Quant Time: May

Method

Titl
Last
Resp

2 12:23 2002

: C:\MSDCHEM\1\METHODS\ 050102 .M
e : 508 Modified GC/MS scan

Update : Thu May 02 12:13:40 2002
onse via : Initial Calibration

Vial:
Operator:

Inst

Multiplr:

Quant Results File:

(QT Reviewed)

15

Mclean
Instrumen
1.00

050102 .RES

(Chemstation Integrator)
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\DATA\050102\6339.D Vial: 15
Acqg On : 1 May 2002 9:06 pm Operator: Mclean
Sample : re-ext 4/29 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.e
Method . C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title . 508 Modified GC/MS scan
Signal : TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.138 3 10 20 BV 3 6048 133634 0.32% 0.057%
2 3.373 46 50 54 VV 2 9720 143428 0.34% 0.062%
3 3.420 54 58 70 VV 6 4018 72800 0.17% 0.031%
4 3.555 77 81 92 PV 9 3445 72242 0.17% 0.031%
5 3.649 92 97 107 VvV 2 16127 266116 0.64% 0.114%
6 3.726 107 110 114 VV 4 2375 44719 0.11% 0.019%
7 3.767 114 117 129 VV 7147 123445 0.30% 0.053%
8 4.184 185 188 193 VV 4 2029 24785 0.06% 0.011%
] 4.290 193 206 211 PV 8 2572 42626 0.10% 0.018%
10 4.372 211 220 224 VV 6 2474 41638 0.10% 0.018%
11 4.601 253 259 264 PV 6 2096 39402 0.09% 0.017%
12 5.030 325 332 341 PV 2 14124 297698 0.71% 0.128%
13 5.118 341 347 357 VV 8 6558 146845 0.35% 0.063%
14 5.524 407 416 418 PV 4 2129 47706 0.11% 0.020%
15 5.553 418 421 428 VvV 7 1860 35536 0.09% 0.015%
16 5.676 436 442 448 VB 6 3428 53965 0.13% 0.023%
17 5.870 458 475 478 PV & 2254 66279 0.16% 0.028%
18 5.982 486 494 522 VV 541454 9485158 22.69% 4.070%
19 6.675 601 612 616 VV 6 2423 65906 0.16% 0.028%
20 6.951 652 659 664 PV 4 2269 45406 0.11% 0.019%
21 7.727 786 791 802 VV 3 8676 225703 0.54% 0.097%
22 8.749 962 965 971 VV 4 3452 58231 0.14% 0.025%
23 8.826 971 978 987 VV 5 2689 69233 0.17% 0.030%
24 9.131 1021 1030 1036 VV 5 2180 66848 0.16% 0.029%
25 9.260 1047 1052 1055 PV 3 1654 28539 0.07% 0.012%
26 9.307 1055 1060 1068 VV 5 2176 70686 0.17% 0.030%
27 9.601 1106 1110 1112 VV 3 2532 29650 0.07% 0.013%
28 9.689 1118 1125 1131 VvV 7 3052 83903 0.20% 0.036%
29 9.942 1159 1168 1181 VV 1577135 28698786 68.66% 12.314%
30 10.136 1194 1201 1206 VV 4 2192 49129 0.12% 0.021%
31 10.189 1206 1210 1217 PV 4 1844 43405 0.10% 0.019%
32 10.259 1217 1222 1233 VV 2 15753 337896 0.81% 0.145%
33 10.371 1237 1241 1260 VV 6 3270 58573 0.24% 0.042%
34 10.776 1305 1310 1313 PV 3 1617 26502 0.06% 0.011%
35 11.041 1349 1355 1357 PV 2 1728 22543 0.05% 0.010%
36 11.470 1420 1428 1437 PV 3 1603 . 43056 0.10% 0.018%
37 11.863 1492 1495 1506 VV 3 2296 49650 0.12% 0.021%
6339.D 050102.M Thu May 02 12:24:17 2002 Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\050102\6339.D

Operator : Mclean

Acquired : 1 May 2002 9:06 pm using AcgMethod 508SCAN
Instrument : Instrumen

Sample Name: re-ext 4/29

Misc Info :

Vial Number: 15

Quant File :050102.RES (Chemstation Integrator)

IAbundance TIC: 6339.D
2000000 1343
994
1500000
1000000
500000
ol mmzeoamzs 66395 773 &mamﬂgﬁ@mww ATH264 ABED b.ss
T T T T T 1T ﬁ_VTTTT_TYY]r"‘VICT\'ﬁlT! vl]lrlllu
Time—> 4,00 5.00 6.00 7.00 8.00 9.00 10.00  11.00 1200 13.00 1400 15.00
Abundance TIC: 6339.D
2000000 1857
22.96
1500000
1000000
500000
20.54
0 151mao 16.74 18 2¢Jeawge 20 213976 22&%9120 25 1
T T T I T T T l T T T T ' T T T T I ¥ T T T T T LI | T T | T T T T | T T T
Time--> 1600 1700 1soo 1900 2000 2100 2200 2300 2400 2500 2eoo 27.00
IAbundance TIC: 6339.D
2000000
1500000 30.81
3471
1000000 3
500000
0 29.55 qabg&’sfgs J§4.98 35.69
T T T T T Y!VVT‘FTT“I * ITTTTTrTTTTTf']lYII rr T Illl[ll!llllll
Time--> 2800 29.00  30.00 3100 3200 3300 3400 3500 3600 37.00 3800 39.00
6339.D 050102.M Thu May 02 12:24:20 2002 Page 3
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Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\050102\6339.D Vial: 15

Acg On 1 May 2002 9:06 pm Operator: Mclean
Sample re-ext 4/29 Inst Instrumen
Misc : Multiplr: 1.00

MS Integratlon Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\ 050102 .M
Title 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L

IR R R ER R SRS EEESESE SRS R REE SRS SRR R RS R R SR R R EEREREEEEREEEREESEREEEEREESEEEERESES]

Quant Method (Chemstation Integrator)

Peak Number 1 Acetonitrile, dichloro- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T
365 0.37 ug/L 266116  1,4-Dichlorobenzene-d4 9.94

Hit# of 5 Tentative ID MW MolForm CASH Qual
‘1 Acetonitrile, dichloro- 109 C2HCI2N 003018-12-0(90
2 Acetonitrile, dichloro- 109 C2HC12N 003018-12-0 72

3 3,3-Dichloropropyne

108 C3H2Cl12

1000222-23-9 25

4 Allyl mercaptan 74 C3H6S 000870-23-5 9
Abundance Scan 97 (3.649 min): 6339.D (-92) (-) m/z 74.00 100.00%
74
82
5000
47 T ll'llllll!!
4f } ' ’ 1340 360 380 400
S bt 1S PO 1 N U Jz 82.00 53.52%
m/z--> 10 20 30 40 50 60 70 90 100 110
Abundance #28338: Acetonitrile, dichloro-
74
5000 82 T
47 340 360 380 4.00
- m/z 84.00 34.33%
12 2.6 l il L, 62 1 | 108
I e T L B e I e MLt
mfz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #115342: Acetonitrile, dichloro-
74
35 s e — — .
3.40 360 380 400
5000 82 m/z 76.00 32.30%
“h . \ }
i mana ..,,...,...‘,...,....,.H.I....,....,
m/z--> 10 20 50 60 70 80 90 100 110
Abundance #28312 3,3-Dichloropropyne ——r — N —
1@ 340 360 380 400
m/z 47.00 25.68%
5000
38
' 28 HHL 153 0 H 82 108
S I B e e R e e B e Bay I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 340 360 380 400
6339.D 050102.M Thu May 02 12:24:23 2002 Page 4
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Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\050102\6339.D
Acg On 1 May 2002 9:06 pm

Sample re-ext 4/29

Misc :

MS Integratlon Params: LSCINT.e

Quant Method C:\
Title 508
Library C:\

MSDCHEM\ 1\METHODS\ 050102 .M
Modified GC/MS scan
DATABASE\NIST98.L

Vial: 15
Operator: Mclean
Inst Instrumen
Multiplr: 1.00

(Chemstation Integrator)

IEE R R SRS EEEEE S SRS SRS R SR SR EREEEEERSEREEEEEEREESESERSEREEESEESESESESESSEERESEES]

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T
5.03 0.41 ug/L 297698 1,4-Dichlorobenzene-d4 9.94
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141—79—7
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 78
3 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 64
4 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 50
IAbundance Scan 332 (5.030 min): 6339.D (-325) (-) m/z 83.10 100.00%
55 83
5000 43 o8
% 49 4B 480 8h0 520 sh0
eerrrrrrepreer e B et Mg prrrepreeepreepre e | | M/Z - 55.10  90.08%
m/fz--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #116450: 3-Penten-2-one, 4-methyl-
55 83
43 98
5000 28 AL RN R N n
460 480 500 520 540
m/z 98.10 50.99%
L’> 4'- 50 1 67 ] "
USRS NSRS RRASA RS AN SUARN SAASS SRRRE RSN NARAN RS NAARA LARRS RRARN RARAA NRASA RARA ML AR
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #111648: 3-Penten-2-one, 4-methyl-
56 83
43 | N NSRS R I
460 480 500 520 5.40
5000 29 m/z 43.10 45 .31%
98
,23.'1‘, 4|, - 5l0| b £2 67 72 77 92
NN AR LA A AR AR AR LRI RERRE LRERA RARAY| ""I""""""‘
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #116425: 3-Penten-2-one, 4-methyl- N B —— ,
55 83 460 480 500 520 540
m/z 40.10 32.19%
5000 43
29 o8
l l 34 W, S0l 6267 77 89
'l""l""l""l""l‘ """ LA VTTT T T T Ty [V Py e e ""I"""'”” VY T T T T T T ™17
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 915 160 1(T)5 460 480 5(I)O 5|20 5110
6339.D 050102.M Thu May 02 12:24:25 2002 Page 5
NYC-WTC_000044518 -
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Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\050102\6339.D Vial: 15

Acg On 1 May 2002 9:06 pm Operator: Mclean
Sample re-ext 4/29 Inst Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

C:\MSDCHEM\1\METHODS\ 050102 .M (Chemstation Integrator)
Title 508 Modified GC/MS scan

Library C:\DATABASE\NIST98.L

T EEEEEE RS EEEEEREEEEESE R R R RS R R R R R R R R R E R RS S EEEEEEEREEEESEEEERESEEEEEEES]

Quant Method

Peak Number 3 5-Fluoroimidazole-4-carboxy... Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
5.12 0.20 ug/L 146845 1,4 Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 5-Fluoroimidazole-4-carboxylic a. 129 C4H4FN30 1000129-62-3
2 dl-Isocitric acid lactone 174 C6H606 004702-32-
31,3,5-Triazine-2,4,6(1H,3H,5H) - 129 C3H3N303 000108-89-5 7
4 1,3,5-Triazine-2,4,6(1H,3H,5H) - 129 C3H3N303 000108~80-5 7
Abundance Scan 347 (5.118 min); 6339.D (-341) (-) m/z 128.9¢ 100.00%
129
44 56
5000
72 81 LIRS TR AL AL R AL
J’ | | 480 500 520 5.40
Y||llll||llll'llll|I||I|I|ll|||||'Illl'l|Il]llI‘Illll]|llI|IIITIT"'I m/z 126'90 70'746
m/z--> 10 20 30 40 60 70 80 90 100 110 120 130
Abundance #58224 5 Fluoroimidazole-4-carboxylic amide
129
44
5000 113 : L L LA I
58 480 500 520 540
’ 85 m/z 44.10 61.60%
UUNERRAREARIUNMRN Il”ll'l""il'E?'I SRR R IS SRS SRS LSS RRRRE!
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 Jﬁﬁ}
Abundance #121803: di-Isocitric acid lactone
55 129
101 T T IBRE SRR SRR
84 480 500 520 540
5000 27 45 m/z 56.10 60.69%
39
73
111
l.”p”nﬂmy.“'u,f?hL”1wu”?1..u.”lh.?ﬁ.ugﬁ.,
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #58201: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione . ’ I
129 480 500 520 5.40
m/z 57.10 42 .86%
43
5000
s 70 86
G- TR A -~ I 12 .
LAY ILARELELIY HLEL AL LA LAY L AL FRELER AL LA AL LA NRELELELEN NLALELEES B T T
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 500 520 540
6339.D 050102.M Thu May 02 12:24:27 2002 Page 6
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Data File
Acg On
Sample
Misc

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\050102\6339.D
1 May 2002
re-ext 4/29

9:06 pm

MS Integration Params: LSCINT.e

Quant Method
Title
Library

C:\MSDCHEM\ 1\METHODS\ 050102 .M
508 Modified GC/MS scan
C:\DATABASE\NIST98.L

Vial: 15
Operator: Mclean
Inst Instrumen
Multiplr: 1.00

(Chemstation Integrator)

khkkhkkhkhkkhkkhkkhkhkhkhkkhkkkhkhkhkhkhkhkhhkhhkhkhkhkhkhkdhkhkhkhhkhhhkhhkhkhkhhkhkhkhhkhdhkhdkhkdhdhkhhkhkrdhkhhkhkix

Peak Number 4

2-Pentanone,

4-hydroxy-4-me. ..

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T
5.98  13.22 ug/L 9485160  1,4-Dichlorobenzene-dd 9.94
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
‘1 2-Pentanone, 4-hydroxy-4-methyl- 116 CeH1202 000123-42-2
2-Pentanone, 4-hydroxy-4-methyl- 116 Ce6H1202 000123-42-7 83

1
2
3 2-Pentanone,
4 Acetic acid,

4-hydroxy-4-methyl-
1,1-dimethylethyl e...

116 C6H1202
116 C6H1202

000123-42-2 78
000540-88-5 36

Abundance Sc%n 494 (5.982 min); 6339.D (-486) (-) m/z 43.10 100.00%
4
5
000 59
101 e e
37 53 83 560 580 6.00 620 640
SNSRI Y N NS | NN - SN~ S S <N m/z 59.10  36.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 l‘llv||ll"’|]blll||v|lll|
560 580 6.00 620 6.40
59 m/z 58.10 22.55%
101
2737l 53“’| 67 77 83 91
e e LA B B e N e AN Bamms nus e S
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
43
e R e o e )
560 580 600 620 6.40
5000 59 m/z 101.10 14.57%
15 101
3
5|n |1 371 Ll 53| \ 8.3 i I
TR o e o e A I o B B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methy!- T e T
48 560 580 600 620 640
m/z 41.15 5.89%
5000 59
101
25|ui1 3 L by : l 8.3 93
R B LA o o o o e e B B e B e o e e B A e )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 560 580 6.00 620 6.40
6338.D 050102.M Thu May 02 12:24:29 2002 Page 7
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Data File
Acq On
Sample
Misc

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\050102\6339.D
1 'May 2002
re-ext 4/29

9:06 pm

MS Integration Params: LSCINT.e

Quant Method

Vial: 15
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\050102.M (Chemstation Integrator)

Title 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L
I R R R R R E R R E R R R R E R R R E R R A R A R R R R R R R R R RS EEEEEREEREEEEEEEEEELREEEEREEEREEEEEE]
Peak Number 5 2-Hexanone, 5-methyl- Concentration Rank 7
R.T EstConc Area Relative to ISTD R.T
7.73 0.31 ug/L 225703 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 38
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 25
3 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 16
4 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 9
r«bundance Scaré791 (7.727 min): 6339.D (-786) (-) m/z 43.10 100.00%
4
5000
58
87 MR AL A A
‘ 98 740 760 7.80 8.00
1 T S — m/z 58.05 33.51%
miz--> 10 20 30 40 S0 60 70 80 90 100 110
IAbundance #109705: 2-Hexanone, 5-methyl-
43
5000 (AN LRSS AL L AL R
58 740 760 7.80 8.00
o7 m/z 87.10 21.12%
71
SN S 1 | NUSSOY I S N £
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120
IAbundance #5735 2-Hexanone, 5-methyl-
43
740 760 780 800
5000 m/z 41.20 12.90%
58
1527 71
| Lo 8nll 51 ] es | 8 99 114
L TN LA SUL L FU AL FUR LA SUELRLLS UL SIS S AL WL S
miz--> 10 20 30 40 50 60 70 80 90 100 110 ﬂ ‘
Abundance #110033: 4-Penten-2-one, 4-methyl-
48 740 760 7.80 8.00
m/z 98.10 12.31%
5000
83
28 55 o8
”']”"U'J“!'”h'“’l““rV"W"”[”"W"W"“I'”‘l” L R AL AL
miz--> 10 20 30 40 S50 60 70 80 90 100 110 740 760 7.80 8.00
6339.D 050102.M Thu May 02 12:24:31 2002 Page 8

NYC-WTC_000044521




NYC 9/11 Public Portal Document

Data File : C:\MSDCHEM\1\DATA\050102\6339.D

Acg On : 1 May 2002
Sample : re-ext 4/29
Misc :

Library Search Compound Report

9:06 pm

MS Integration Params: LSCINT.e

Vial: 15

Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan

Library : C:\DATABASE\NISTS98.L

khkhkhkkhkhkkhkhkhkkhhkhkhhkhkhkhkhhkhkhkhkhhkhkdkhkhkkhkdhhkhkkhkkhkhhkhhkhkhkhkhhhkhkhhkhkhkhhkdhhhkkhkhhkhkhrkhhkkkkxk

Peak Number 6 1-Hexanol, 2-ethyl-

Relative to ISTD

Concentration Rank 3

R.T. EstConc Area
10.26 0.47 ug/L 337896
Hit# of 5 Tentative ID

1 1-Hexanol, 2-ethyl-
2 2-Propyl-1l-pentanol
3 1-Hexanol, 2-ethyl-

4 1-Pentanol, 2-ethyl-4-methyl-

000104-76-7 72
058175-57-8 47
000104-76-7 45
000106-67-2 42

Scan 1222 (10.259 min): 6339.D (-1217) (-)
57

|’|4§a” || L

m/z 57.10 100.00%

I A

LN I O LA (LA B Y AL B

10.00_10.20 10.40 10.60

m/z 41.05 40.13%

#112165: 1-Hexanol, 2-ethyl-
5

7

70

10.00 10.20 10.40 10.60

m/z 43.10 31.95%

1
Tt

. 63
e
60 70 80

83
- !’!,

57

2-Propyl-1-pentanol

70
83

— T
10.00 10.20 10.40 10.60

T T T

63.” 77
e

, !‘. ol

60 70 80

| m' n

#1121 46:71 -Hexanol, 2-ethyl-
5

70 g3
&3 Il |,

55.10 29.37%

Z
/\ WREATIT
UNVURRER Y

TTT

10.00 10.20 10.40 10.60

m/z 56.10 25.35%

|

Abundance
5000
S L e s
m/z--> 10 20 30
Abundance
5000
29
sl
m/z--> 10 20 30
Abundance
5000
29
R
m/z--> 10 20 30
Abundance
5000 29
1ll
T
m/z--> 10 20

LA INLINL O L B L LN L

60 70 80

T

A e N EAmae
10.00 10.20 10.40 10.60
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Library Search Compound Report

Data File : C:\MSDCHEM\1l\DATA\050102\6339.D Vial: 15

Acg On : 1 May 2002 9:06 pm Operator: Mclean
Sample : re-ext 4/29 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)

Title i 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
RS R R E SRS ESEESEEEESEEEEEEEREEEREREEREEREEEEEREEESEREEEEREEESEEESEREREEERSEESEEER]
Peak Number 7 3-{(2-Methoxy-5-methylphenyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.58 0.35 ug/L 355081 Phenanthranene-d10 22.96
Hit# of 5 Tentative ID MW MolForm
1 3-(2-Methoxy-5-methylphenyl)acry... 192 C11H1203
2 2-Propenal, 3-(3,4-dimethoxyphen... 192 C11H1203
3 2-Imidazolidinone, l-methoxy-3-p... 192 Cl0H12N202
4 Anthracene, 9-methyl- 192 C15H12
Abundance Scan 3319 (22.580 min): 6339.D (-3310) (-) \ m/z 1 9%10 100.00%
192
5000
40 70 82 96 18 146 460 | 2220 2240 2260 2280 23.00
erertebt e prrrpbrere e e e e bbb | | M7z 191.10 | 18.66%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #80954: 3-(2-Methoxy-5-methylphenylacrylic acid
161 15?2

LRI e R S (L B B B

2220 2240 2260 2280 23.00
m/z 146.10 14.60%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

Abundance #80953: 2-Propenal, 3-(3,4-dimethoxyphenyl)-
192
161 l'llll]"l(\Ill|lll
2220 2240 2260 2280 2300
5000 m/z 96.10 13.59%
149 177
T f 1 ! il
reprrrrprrer ek .-1, 8 PR B SR | A S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #80907: 2-Imidazolidinone, 1-methoxy-3-phenyl- e e
106 192 2220 2240 2260 2280 23.00
m/z 193.10 11.33%
77 162
5000 "o
42 56 |
U N i
et j .i e e s o o S
m/z-> 20 30 40 50 60 70 80 1 0 120130 140 150 160 170 180 190 200 2220 2240 2260 2280 23.00
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\050102\6339.D Vial: 15

Acg On : 1 May 2002 9:06 pm Operator: Mclean
Sample : re-ext 4/29 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NISTS98.L
I E R R R R R R R R E R R R R R AR R EE R R R E R R R R E R REEEEREEEREEEREEEREEEEEEE SRS EREEREEEREE SRR
Peak Number 8 Phenanthrene-dlo0 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.11 0.60 ug/L 609380 Phenanthranene-di1o0 22.96
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Phenanthrene-dl1o0 188 C14D10 001517-22-2 93
2 Anthracene-dl0- 188 C14D10 001719-06-8 87
3 Indolin-2-one, 3,3-di-t-butyl-1-... 259 C17H25NO 1000164-65-6 42
4 2-Quinolinecarboxaldehyde, 8-hyd... 188 C10H8N202 005603-22-5 40
lAbundance Scan 3409 (23.109 min): 6339.D(-3?01)(-) m/z 188.10 100.00%
188
5000 /\
80 94 160 | 2280 2300 2320 2340
43 66 132 68 y S
2O L re2vee BB Tm/z 94.10 14.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79827: Phenanthrene-d10 /\
188
5000 " AR Ty
' 2280 2300 2320 2340
m/z 189.10 13.90%
80 g4 160 l
28 4052 % | | 108120132146 | |
LERIRLS DL SR AL L LAY DL SN BLSLEL A G LR A L LA BRI BLEL AL B T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79826: Anthracene-d10-
188
| 2280 2300 2320 2340
5000 m/z 80.10 12.71%
og 80 9
28 4052 0 | | 106118132 146 w0
Trr I l"ﬁlfll']”YT'I"TIIT"'|||lY'Il lllllll |] LI
miz—> 20 40 60 80 100 120 140 160 180 mo 220 240 260
Abundance #79854: Indolin-2-one, 3,3-di-t-butyl-1-methyl- e e
188 22.80 23.00 2320 23.40
m/z 184 .05 12.61%
5000 203
57
27 4|1 77 91103115128 147160172 4 | 239 259
|1] llll T F ||YIV'|Y|T TITV T i1 YYV "l‘ T T T T T T T 7T T T T T F 1T LI S A 5 T r T
m/z--> 20 40 60 80 1?)0 12rO ?1740 160 1é0 260 22|0 2¢‘|+0 260 22.180 23.100 23.|20 23.140 '
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Tentatively Identified Compound (LSC) summatry

Operator ID: Mclean Date Acquired: 1 May 2002 9:06 pm
Data File: C:\MSDCHEM\1\DATA\050102\6339.D

Name: re-ext 4/29

Misc:

Method: C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title: 508 Modified GC/MS scan

Library Searched: C:\DATABASE\NIST98.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
Acetonitrile, dic... 3.65 0.4 ug/L 266116 1 9.94 28698800 40.0
3-Penten-2-one, 4... 5.03 0.4 ug/L 297698 1 9.94 28698800 40.0
5-Fluoroimidazole. .. 5.12 0.2 ug/L 146845 1 9.94 28698800 40.0
2-Pentanone, 4-hy... 5.98 13.2 ug/L 9485160 1 9.94 28698800 40.0
2-Hexanone, 5-met... 7.73 0.3 ug/L 225703 1 9.94 28698800 40.0
l-Hexanol, 2-ethyl- 10.26 0.5 ug/L 3378%6 1 9.94 28698800 40.0
3-(2-Methoxy-5-me... 22.58 0.4 ug/L 355081 4 22.96 40510500 40.0
Phenanthrene-dl10 23.11 0.6 ug/L 609380 4 22.96 40510500 40.0
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