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Comnients for Sample AE11414 - Analysis $GCMS

Westcheiter Dept. of Labs & Research
User: Vinei, David L
Date: 05-28-2002 Time: 15:20:42

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 3 of the 43 compounds in the LCS Standard were
low.

NYC-WTC_000025305



NYC 9/11 Public Portal Document

WAQILL L Lt Lt .L\Cb/u.l_l. VW L NS vicowcuwy

Data File : C:\MSDCHEM\1\DATA\051702\11414.D Vial: 23
Acqg On : 18 May 2002 7:32 am Operator: Mclean
Sample : 5/15 eh Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 20 09:52:22 2002 Quant Results File: 050102.RES
Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Last Update : Mon May 13 11:40:29 2002
Response via : Initial Calibration
DataAcqg Meth : 508SCAN
Internal Standards R.T. QIon Response Conc Units Dev (Min)
1) 1,4-Dichlorobenzene-d4 9.93 152 5080079 40.00 ug/L 0.00
10) Napthalene-ds8 13.43 136 20037277 40.00 ug/L 0.00
17) Acenapthalene-dilo 18.57 164 10848821 40.00 ug/L 0.00
29) Phenanthranene-dl0 22.95 188 15871199 40.00 ug/L 0.00
37) Chrysene-dl2 30.81 240 11952638 40.00 ug/L 0.00
43) Perylene-dl2 34.71 264 7569089 40.00 ug/L 0.00
System Monitoring Compounds
27) TCMX 20.54 209 2284608 34.69 ug/L 0.00
Spiked Amount 40.000 Recovery = 86.72%
Target Compounds Qvalue
2) n-nitros-dimethyl amine 0.00 74 0 N.D
3) bis(2-Chloroethyl)ether 0.00 93 0 N.D
4) 1,3-Dichlorobenzene 0.00 146 0 N.D
5) 1,4-Dichlorobenzene 0.00 146 0 N.D
6) 1,2-Dichlorobenzene 0.00 146 0 N.D
7) 2,2’oxybis (1-Chloropropane 0.00 45 0 N.D
8) N-nitroso-di-propylamine 0.00 70 0 N.D
9) Hexachloroethane 0.00 117 0 N.D
11) Nitrobenzene 0.00 77 0 N.D
12) Isophorone 0.00 82 0 N.D
13) bis(2-Chloroethoxy) methan 0.00 93 0 N.D
14) 1,2,4-Trichlorobenzene 0.00 180 0 N.D
15) Napthalene -0.00 128 0 N.D
16) Hexachlorobutadiene 0.00 225 0 N.D
18) 2-Chloronaphthalene 0.00 162 0 N.D
19) Dimethylphthalate 0.00 163 0 N.D
20) 2,6-Dinitrotoluene 0.00 165 0 N.D
21) Acenapthylene 0.00 152 0 N.D
22) Acenapthalene 0.00 153 0 N.D
23) 2,4-Dinitrotoluene 0.00 165 0 N.D
24) Diethylphthalate 0.00 149 0 N.D
25) 4-Chlorophenyl-phenylether 0.00 204 0 N.D
26) Fluorene 0.00 166 0 N.D
28) Azobenzene 20.54 77 40547 N.D
30) Nnitrosodiphenylamine 20.54 169 43407 N.D
31) 4-Bromophenyl-phenylether 0.00 248 0 N.D
32) Hexachlorobenzene 0.00 284 0 N.D
33) Phenanthrene 0.00 178 0 N.D
34) Anthracene 0.00 178 0 N.D
35) Di-n-butylphthalate 0.00 149 0 N.D
(#) = qualifier out of range (m) = manual integration
11414.D 050102.M Tue May 21 15:56:50 2002 Page 1
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Data File : C:\MSDCHEM\1\DATA\051702\11414.D Vial: 23
Acg On : 18 May 2002 7:32 am Operator: Mclean
Sample : 5/15 eh Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 20 09:52:22 2002 Quant Results File: 050102.RES
Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Last Update : Mon May 13 11:40:29 2002
Response via : Initial Calibration

DataAcg Meth : 508SCAN

Compound R.T. QIon Response Conc Unit Qvalue
36) Fluoroanthene 0.00 202 0 N.D
38) Pyrene 0.00 202 0 N.D
39) Butylbenzylphthalate 0.00 149 0 N.D
40) Benzo (a)anthracene 30.81 228 28928 N.D
41) Bis(2-ethylhexyl)phthalate 0.00 149 0 N.D
42) Chrysene 0.00 228 0 N.D
44) Di-n-octylphthalate 0.00 149 0 N.D
45) Benzo (b) fluoranthene 0.00 252 0 N.D
46) Benzo (k) fluoranthene 0.00 252 0 N.D
47) Benzo (a)pyrene 0.00 252 0 N.D
48) Indeno(l,2,3-cd)pyrene 0.00 276 0 N.D
49) Dibenz{a,h)anthracene 0.00 278 0 N.D
50) Benzo(g,h,i)perylene 0.00 276 0 N.D
(#) = qualifier out of range (m) = manual integration (+) = signals summed

11414.D 050102.M Tue May 21 15:56:51 2002 Page 2
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Data File
Acg On
Sample

Misc :
MS Integrati
Quant Time:

Method
Title

Last Update
Response via

Quantitation Report (QT Reviewed)

C:\MSDCHEM\ 1\DATA\051702\11414.D Vial: 23
18 May 2002 7:32 am Operator: Mclean
5/15 eh Inst : Instrumen

Multiplr: 1.00
on Params: EVENTS.E

May 20 9:52 2002 Quant Results File: 050102.RES

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

Mon May 13 11:40:29 2002

Initial Calibration

IAbundance TIC: 11414.D o
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Data File

C:\MSDCHEM\ 1\DATA\051702\11414.D Vial: 23
Acg On 18 May 2002 7:32 am Operator: Mclean
Sample 5/15 eh 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 3.537 75 78 90 PV 8 1817 42835 0.10% 0.016%
2 3.673 95 101 102 PV 3 2406 35178 0.08% 0.013%
3 3.696 102 105 110 VvV 8 3420 76220 0.17% 0.029%
4 3.743 110 113 124 VvV 8 3597 153189 0.35% 0.058%
5 4.160 179 184 192 Vv 7 3349 98643 0.22% 0.038%
6 4.248 196 199 211 VvV 7 3122 86661 0.20% 0.033%
7 4.942 304 317 329 PV 16385 293741 0.66% 0.112%
8 5.042 329 334 339 VvV 8 2724 60599 0.14% 0.023%
9 5.412 387 397 409 VvV 5 2967 100052 0.23% 0.038%
10 5.629 428 434 445 VvV 3 12010 241234 0.55% 0.092%
11 5.970 481 492 523 PV 739508 12985415 29.35% 4.957%
12 7.727 788 791 807 PV 4 6333 200563 0.45% 0.077%
13 9.936 1158 1167 1184 PV 1630809 30489563 68.91% 11.638%
14 10.071 1188 1190 1195 VvV 5 2271 34182 0.08% 0.013%
15 12.404 1582 1587 1596 VV 5 2060 38659 0.09% 0.015%
16 13.426 1749 1761 1782 PV 2189461 40892967 92.42% 15.610%
17 13.579 1782 1787 1800 VV 7612 158691 0.36% 0.061%
18 16.746 2320 2326 2332 PV 3 3347 61286 0.14% 0.023%
19 17.151 2389 2395 2403 VV 2 6508 111044 0.25% 0.042%
20 17.662 2476 2482 2488 PV 4 2876 49818 0.11% 0.019%
21 18.567 2626 2636 2655 PV 2316151 44246431 100.00% 16.890%
22 20.541 2959 2972 2984 PV 1177267 22703252 51.31% 8.666%
23 21.393 3110 3117 3126 PV 4 9751 155215 0.35% 0.059%
24 22.580 3308 3319 3330 PV 3 16253 300525 0.68% 0.115%
25 22.950 3364 3382 3401 PV 2 2063854 43316013 97.90% 16.534%
26 23.109 3401 3409 3428 VV 17836 483567 1.09% 0.185%
27 29.983 4573 4579 4591 VV 4 1766 46687 0.11% 0.018%
28 30.806 4706 4719 4774 PV 2 1584005 37062542 83.76% 14.147%
29 31.376 4809 4816 4831 BV 3 2190 54644 0.12% 0.021%
30 34.707 5369 5383 5415 PV 2 1117982 27298487 61.70% 10.420%
31 34.901 5415 5416 5420 VV 4 4230 70615 0.16% 0.027%
32 34.937 5420 5422 5425 VV 4 2532 26172 0.06% 0.010%
Sum of corrected areas: 261974688
11414.D 050102.M Tue May 21 15:56:59 2002 Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\051702\11414.D

Operator : Mclean

Acquired : 18 May 2002 7:32 am using AcgMethod 508SCAN
Instrument : Instrumen

Sample Name: 5/15 eh

Misc Info

Vial Number: 23

Quant File :050102.RES (Chemstation Integrator)

Abundance TIC: 11414.D
1343
2000000
9.93
1500000
1000000
597
500000
0 33%44126 459943 563 7.73 4007 12.41 18.58
T T T T T T T T T T T I T T T T ] T 1T T T [ T T T T T l T T T T ] T T T T ' T T LI I T T T 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: 11414.D
1857
2295
2000000
1500000
20.54
1000000
500000
0 16757151766 L 21.39 2254@_11
T < : — I B e L e . —r— — T
Time--> 16.00 17. 00 18 OO 19.00 20. 00 21.00 22.00 23.00 24 00 25. 00 26100 27.[00
Abundance TIC: 11414.D
2000000
30.81 '
1500000
34.71
1000000
500000
0 29 99 L31 .37
. T T T 7T T lllll!fllllf‘lI1Tr‘l_rl7\'|llllll"r'll|l ll||[TYII‘l
Time-->  28.00 29. OO 30 00 31 00 32.00 33.00 34.00 35.00 36.00 37.00 38. 00 39.00
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Data File

iialy oTcalUll Lolpuuliu Ropor o

C:\MSDCHEM\1\DATA\051702\11414.D
Acg On 18 May 2002 7:32 am
Sample 5/15 eh
Misc :
MS Integratlon Params: LSCINT.e

Quant Method

Vial:
Operator:
Inst
Multiplxr:

23

Mclean

: Instrumen
1.00

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

Title 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L
khkhkkhkhkhkhkhkhkhkhkhkhkhkhkhkhhkkhkkhkkhkhkkhkhhkhkhkkhkkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhbhbkhkhkhbhdkhbhkhkkhkhkhbhkhkhkhkdkdxdkkhi
Peak Number 1 Imidazol, 4-fluoro- Concentration Rank 7
R.T EstConc Area Relative to ISTD R.T
3.75 0.20 ug/L 153189 1,4-Dichlorobenzene-d4 9.93
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Imidazol, 4-fluoro- 86 C3H3FN2 030086-17-0 2
2 Oxetane, 2,2-dimethyl- 86 C5H100 006245-99-4
3 Chloromethyl ethanoate 108 C3H5C102 1000143-34-6 1
4 1-Propanol, 3-chloro- 94 C3H7C1O 000627-30 1
Abundance Scan1?33(3.743min):11414.D(—110) ) m/z 43.10 100.009
4 49
a7 86
5000
o8 rTryT T T T T T T
’ 340 360 3.80 400
0 RS A B R R R R RN RS R T T T T T T T T T m/z 49.10 94-26%
miz—> 15 20 25 30 35 40 45 50 55 60 ‘&5 70 75 80 85 90 95
\Abundance #34862: Imidazol, 4-fluoro-
86
5000 SRR SRS SR A
340 360 380 4.00
59 m/z 86.00 72 .54%
O R R A RS KRS SRS RN AR RARES SARLS RARS) RARNRAARNREARARARAN
m/z—> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4308: Oxetane, 2,2-dimethyl-
®
340 360 380 400
5000 56 m/z 41.10 68.03%
28
39
1 687
ol sl ae 2% L9§.2,65z1 S .
miz--> 16 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4957: Chioromethyi ethanoate
43 340 360 380 4.00
m/z 37.10 65.98%
5000
’ 73
0 i 65
AR AN R A R R R R A A N AR A AR DAL A A RN A B rrprrrTrT
m/z--> 15 20 25 30 35 40 45 60 65 70 75 80 8 90 95 340 360 380 400
11414.D 050102.M Tue May 21 15:57:00 2002 Page 3
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Data File : C:\MSDCHEM\1\DATA\051702\11414.D Vial: 23

Acg On : 18 May 2002 7:32 am Operator: Mclean
Sample : 5/15 eh Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

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

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
IR EE S EXEEEEEESEEEEESESEEESEEE SR EE S SR EREESEEE LR R EEE R EEEEEREREEEEETEE L XL
Peak Number 2 3-Buten-2-o0l, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.94 0.39 ug/L 293741 1,4-Dichlorobenzene-d4 9.93
Hit# of 5 Tentative ID MW MolForm CAS#H#

1 3-Buten-2-ol, 2-methyl- 86 C5H100 000115-18-4
2 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-
3 1-Hexene, 4,5-dimethyl- 112 C8H1le6 016106-59 40
4 Trifluoroacetic acid, 2-tetrahyd... 198 C7H9F303 1000216-78-4 40
Abundance Scan3g7(4.942min):11414.D(—304)(-) m/z 43.05 100.00%
4 71
5000 R
55
'llllll lllI]llll[llr
37 ]49 ]\ ’ 86 460 480 500 520
o 111 S S T S | S o S — m/z 71.10 84.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #114555; 3-Buten-2-ol, 2-methyl-
7H
43
5000 BRI S S
59 460 480 500 520
27 53 m/z 41.05 60.27%
© il Ll 8
O R R e e R e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #114557. 3-Buten-2-ol, 2-methyl-
7t
43
480 480 500 520
5000 m/z 69.10 35.28%
59
27 53
0‘l|]rr1llll|]llllll3‘6|ll,Illllllllr!I|§51|![[£‘ll|[llglerltlvllillllvlllll
m/fz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #109879: 1-Hexene, 4,5-dimethyl- L L Bl
43 460 480 5.00 520
m/z 55.10 29.00%
71
5000
27 55
v 37' , 49,'. 65, I’ 77 84 o1 97 112 I
olll[(lTIIlllllllll[l'llllllll'Tlllll'Tll‘lll[llTTT"'II“IlII IX]IIIIITT‘IYI‘Tllllll“—[_'
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 460 480 500 520
11414.D 050102.M Tue May 21 15:57:01 2002 Page 4
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Data File
Acg On
Sample
Misc

Liprary SDedriCll Lonpoulla reporu

C:\MSDCHEM\ 1\DATA\051702\11414.D

18 May 2002  7:

5/15 eh

32 am

MS Integration Params: LSCINT.e

Quant Method
Title
Library

Vial:
Operator:
Inst :
Multiplr:

23

Mclean
Instrumen
1.00

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

508 Modified

GC/MS scan

C:\DATABASE\NIST98.L

kkhkhkkhkhkhkhkhkhkkhhhhkkhkhhkkhkhhkhkhkkhkhkhkhkhkhkhhkhkhkkhkkhkhhkkhkhkhkhkhhhkkhkhkhkhkhhkhkkhkhhkhhkkhkhhhkhhkhhixk

Peak Number 3 1-Butanol, 2,3-dimethyl- Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T
5.63 0.32 ug/L 241234 1,4-Dichlorobenzene-d4 9.93
Hit# of 5 Tentative ID MW MolForm CAS#H#
1 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2
2 l-Heptene, 4-methyl- 112 C8HI16 013151-05-8/39
3 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-
4 2-Butene, 1l-methoxy-, (E)- 86 CBH5H100 010034-1
;Abundance Scan 434 (5.629 min). 11414.D (-428) (-) m/z 43.10 100.00%
43 71
5000
84
53 | L S AL N
35” H | | ‘ 520 540 560 580 6.00
o) SN /111111 SRS S I 3 AN N m/z 41.10 98.20%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6301: 1-Butanol, 2,3-dimethyl-
4
71
5000
31 84 520 540 560 580 6.00
} 55 m/z 71.10 85.41%
0 115 ’” 'l ' l[ 1 '|||I ’ L \1
LA AR LA LA AL LR UL AL N AR AL LA N N L DA L SRR |
m/fz-—-> 10 20 30 40 50 60 70 80 0 1 110
Abundance #6181: 1-Heptene, 4-methyl-
43
70 l""l""l""l"'ml"'
520 540 560 580 6.00
5000 o m/z 39.10 71.69%
27
15 lll [, ] Ll 63, ll[ : 77 8]4 97 11.2
O"'l'"'[""]""T""l"“l"T'I'"‘I""‘I""l_r"'l"’TT
m/fz--> 10 30 40 50 60 70 80 90 100 110
Abundance #109891: Furan, tetrahydro-2-methyl- o e o A SEMSMESMES ML
43 7 520 540 560 580 6.00
m/z 69.10 62.03%
5000 27
56
15 ’ ‘ ' 86
0 .I Ill 371'[ 5(?'[' I 1[ A
VITIIIII T [YI"‘IIII[I]TIII,IIf'I IITTIIIII'II71I|I| TT Ill'l]|ll!||lll]|lll["l
mfz--> 10 30 40 S50 60 70 8 90 100 110 520 540 560 580 6.00
11414.D 050102.M Tue May 21 15:57:04 2002 Page 5
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Data File

Lipraly oOcadlcil Lulpuudliu jepouL o

C:\MSDCHEM\1\DATA\051702\11414.D
Acg On : 18 May 2002 7:32 am
Sample 5/15 eh
Misc :
MS Integratlon Params: LSCINT.e

Vial:
Operator:
Inst :
Multiplr:

23
Mclean

Instrumen

1.00

Quant Method
Title :
Library :

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

508 Modified GC/MS scan
C:\DATABASE\NIST98.L

hkhhkhkkhkhkkkhhkkkhhhkhkhkkhhkhkkhkhhkhhkhdhhhkdhhhkhhkhkhhkkhkhhkhhhkhkkhkhkhkhdhhkkhkhkhkhkkhkhhhkdkrhhkhhhkhkkhihkx

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T.

5.97 17.04 ug/L 12985400  1,4-Dichlorobenzene-da 9.93
Hit# of 5 Tentative ID MW MolForm CAS#H Qua

1l 2-Pentanone
2 2-Pentanone
3 2-Pentanone

4 Acetic acid,

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

116 C6H1202
116 C6H1202
116 C6H1202
116 C6H1202

000123-42-2( 83
000123-42-2} 83
000123-42-2 M0
000540-88-5 36

Abundance Scan 49‘5 (5.970 min): 11414.D (-487) () m/z 43.10 100.00%
3
5000
| 101 S5 5ho 666 630 6w
83
Ot S8l 89 77 B | | [m/z 59.10  35.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
IAbundance #5851 2-Pentanone, 4-hydroxy-4-methyl-
' 45
5000 LINL I ¢ fll]llll LI
560 580 600 620 640
59 m/z 58.10 22.66%
101
0 27 32 38| 48 53 ” 677277 8 o1 9,
e = el TN A L L) TS B
miz—> 10 20 30 40 50 60 70 8 90 100
IAbundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
8B
L & ST
560 5.80 eoo 620 6.40
5000 5o m/z 101. 14.48%
15 101
0...|.l.[ q'..?ﬁh:..5?.W,,.w...w§?,w...:i...“
miz—> 10 20 30 40 50 60 70 80 100 110
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl- e e
$ 560 580 600 620 640
m/z 41.10 6.22%
5000 59 /k
31 ‘ 101
O|:|l|||v||12§=|[[|1|||llnlr||li|||||||1|v1118‘3lvy]‘r93|r||l:||[l IlJ‘I\‘\Y-[—IIITIIIII
miz—> 10 20 30 40 50 .60 70 80 90 100 110 560 580 600 620 640
11414.D 050102.M Tue May 21 15:57:06 2002 Page 6
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Adassa tia Y R L T S WD B \,unlyuu.x..tu l\cr}\l.l.. -

Data File : C:\MSDCHEM\1\DATA\051702\11414.D Vial: 23

Acg On : 18 May 2002 7:32 am Operator: Mclean
Sample : 5/15 eh Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

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

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
I EEEF TR ETEEREEE SIS RS EESE SRS EEEEESEEEREEEEEEEEEEEEEE X & X E L X SR X R X T ERETEE TR
Peak Number 5 4-Penten-2-one, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.73 0.26 ug/L 200563 1,4-Dichlorobenzene-d4 9.93
Hit# of 5 Tentative ID MW MolForm CASH
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3/35
2 1l-Pentanamine 87 C5H13N 000110-58+
3 2-Pentanone, 3-methylene- 98 C6H100 004359-77
4 Oxirane, trimethyl- 86 C5H100 005076~
Abundance Scan 791 t§7.727 min): 11414.D (-788) (-) m/z 43.10 100.00%
4
5000
58
87 98 Vl_’_[Ill7 'I_’_!l|l1’l“l"‘
l l L [ 740 760 780 8.00
Obprerrprrerprrerprerrrrrrprereprrrb ek perre i preerprreprbe e | | M7z 58.05 34 .38%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #110033: 4-Penten-2-one, 4-methyl-
43
5000 ARA RS NSRAs sanss SRS
83 740 760 780 8.00
m/z 87.10 22.43%
28 - %8 /
0 1A A P TR
LA AR GRAN S AL NEASA LAY RERRY AR ARANS LAASA SR ERAL RLLA] RN SARR) RARSN RAAS) SAAASRARAN LA
m/z—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #108254: 1-Pentanamine.
3p A
LN A R NI LA
740 760 780 8.00
5000 m/z 98.10 17.05%
18 . M 45 56 70 87
Ln/ Orrrer et e R e e e e e e e e
z—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
(\bundance #108507: 2-Pentancne, 3-methylene- U —— T
43 55 740 760 7.80 800
m/z 59.10 15.86%
5000 83
27
15 o8
l M 3l S0, 63 70 77
Olll_rrlllrl_'—l'lil‘rr’_l"lT[llll"ll[l'l_lllll 'rrl’TTTfl If"“( Yll[ﬁl[r‘l_lT‘llT'lTr‘ll:‘llf'[\illl‘rrlllll!l’l'lll’ \l_llll\f]l‘l“illll"]r“ll
mfz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 740 760 780 8.00 ]
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Data File : C:\MSDCHEM\1\DATA\051702\11414.D Vial: 23

Acg On : 18 May 2002 7:32 am Operator: Mclean
Sample : 5/15 eh Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

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

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L :
kkhkhkkhkhkkhkhkhkhkhkkhkrAhkhkhkrRhkhbkhhhbhkhkhhbkhkhkhkhbdhkhkhhkhohkhkhkhkhkdhhkhkhkhhkhkhkhhkrthkdhkhkdhkhkikhhihitkh
Peak Number 6 2-Propenal, 3-(3,4-dimethox... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.58 0.28 ug/L 300525 Phenanthranene-dl0 22.95
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 2-Propenal, 3-(3,4-dimethoxyphen... 192 C1l1H1203 004497-40-9 45
2 2,5-Dihydrophosphole, 3-methyl-1... 192 C11H130P 1000196-97-5 45
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 42
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 42‘7Q»
[Abundance Scan 3319 (22.580 min): 11414.D (-3308) (-) m/z 192.10 100.00%

1

5000 /\

146 . M
40 0 82 9|6 120 | 1<|30 “ 2220 2240 22.60 22.80 23.00
[)
o) S, N S S i A HSA: SSES___ m/z 191.10 21.35%
m/fz—> 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
5000 D B LA b i e o o
2220 2240 2260 2280 23.00
7 g 121 149 177 m/z 146.10 16.05%
“ | L ] |
Y ' A ) N P A N
mfz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #80965: 2,5-Dihydrophosphole, 3-methyl-1-oxc-1-phenyl-

192

164

LN SN e S LN 0 S B NN S INC N S B

2220 2240 2260 2280 23.00

m/z 96.00 12.89%

0.
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #125849: Anthracene, 9-methyl- s ENEREMENE I I
192 2220 2240 22.60 22.80 23.00
m/z 193.00 12.79%
5000
96 165
ob .28 30 51 €3 74 8 | 105115 126 139 152 | 176
III!VIIIIIIIlllllllI|IIIIIIlV‘l]lIII]IlT‘T_l_TIIIlIIl[llllll[llll’llllllll||||]IIIT]T1TI' TI1IIII'TTI]T’III||IIII
miz—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 2220 2240 2260 22.80 23.00
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Data File : C:\MSDCHEM\l\DATA\051702\11414.D Vial: 23

Acg On : 18 May 2002 7:32 am Operator: Mclean
Sample : 5/15 eh . Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

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

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
khkhkkdhkhkkhkkhkkkhkkhhhhkhkhkhhhkkhkhhkkhkkhkhkhkkhkhkhkhkhkhkhkkhkhkkhkhhkhkhkkhkhkrdrhkkhkdhkhhhkkhkrkhkhkhkkhkkhddkx
Peak Number 7 Phenanthrene-di1o0 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.11 0.45 ug/L 483567 Phenanthranene-d4d10 22.95
Hit# of 5 Tentative ID MW MolForm CAS# Qual(sj)
1 Phenanthrene-dl0 188 C14D10 001517-22-2 94t>
2 Anthracene-dl0- 188 C14D10 001719-06-8 91
3 Pentacyclo[7.3.1.l. (4,12).0(2,7)... 188 C14H20 1000215-61-8 53
4 2-Quinolinecarboxaldehyde, 8-hyd... 188 C10H8N202 005603-22-5 40
Abundance Scan 3409 (23.109 min): 11414.D (-3401) (-) j m/ z 188.10 100.00%
188
5000
80 ||llr1—r11||lI‘Flll[r‘l—Fl|
42 54 6]6 | 9]4 146 1I?|8 ,“; 2280 23.00 2320 2340 .
0 IAERRERaENRRSRNRREADN x{[nlw{u“-”]nml[ T T T T T T T T TR T T I‘rrrrv m/Z 189.10 15.13%
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #79827: Phenanthrene-d10

up

5000 T T lIlYl'lll llI'lI|fT
2280 23.00 2320 23.40

m/z 80.10 14.20%

6 80 g4 160
o 30 42 52 108 118 132 146 170179
mjz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79826: Anthracene-d10-
ﬂp
A e S S T
22.80 23.00 2320 23.40
5000 m/z 184.05 12.68%
66 80 94 160
ol 17 30 42 52 108 118 132 146 170179
mfz—-> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 180
Abundance #79715: Pentacyclo[7.3.1.1.(4,12).0(2,7).0(6,11)]tetradeca... I o S SRR RN,
188 2280 23.00 2320 23.40
m/z 94.10 10.80%
5000 79 91
105 1 1
117 145 159
0 “l ‘ ” ””[l i ![h h M | 1?3 ’ ‘
TIIII(['TIIlll‘lll"l—rlllllllll llll'llllrl!l llll'lll]llIllT!IllllYY—rl_l_llllll'I'I_V_r T T IIIITVIIIf‘I IIIYT11
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120130 140 150 160 170 180 190 2280 23.00 2320 2340
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Operator ID: Mclean Date Acquired: 18 May 2002 7:32 am
Data File: C:\MSDCHEM\1\DATA\051702\11414.D

Name: 5/15 eh

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
Imidazol, 4-fluoro- 3.75 0.2 ug/L 153189 1 9.93 30489600 40.0
3-Buten-2-0l, 2-m... 4.94 0.4 ug/L 293741 1 9.93 30489600 40.0
1-Butanocl, 2,3-di... 5.63 0.3 ug/L 241234 1 9.93 30489600 40.0
2-Pentanone, 4-hy... 5.97 17.0 ug/L 12985400 1 9.93 30489600 40.0
4-Penten-2-one, 4.. 7.73 0.3 ug/L 200563 1 9.93 30489600 40.0
2-Propenal, 3-(3,... 22.58 0.3 ug/L 300525 4 22.95 43316000 40.0
Phenanthrene-d10 23.11 0.4 ug/L 483567 4 22.95 43316000 40.0
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