NYC 9/11 Public Portal Document

guantitation kKeport (NOT Reviewed)

Data File : C:\MSDCHEM\1\5973N\02JAN10\00472.D Vial: 7
‘ Acg On : 10 Jan 2002 7:46 pm Operator:

Sample : 508 scan ext 1/8 Inst : Instrumen
Misc : January 10, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 11 10:18:58 2002 Quant Results File: SCAN508.RES
Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator) 2&
Title : 508 scan method v 3/* P
Last Update : Thu Jan 10 11:01:02 2002 /KNJ J -
Response via : Initial Calibration ////

DataAcg Meth : SCAN508

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.71 152 1212224 20.00 ug/L 0.00
10) Naphthalene-ds 13.19 136 5109867 20.00 ug/L -0.02
17) Acenaphthene-dio 18.34 164 2674787 20.00 ug/L -0.01
29) Phenanthrene-di10 22.63 188 4484432 20.00 ug/L -0.03
38) Chrysene-dl2 30.50 240 4108440 20.00 ug/L -0.01
44) Perylene-dl2 34.42 264 3066558 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 228134 3.22 ug/L 0.00
Spiked Amount 5.000 Recovery = 64.40%
Target Compounds Qvalue
2) n-Nitroso-dimethylamine 3.61 74 11236 0.22 ug/L # 11
20) Dimethylphthalate 18.34 163 429748 2.43 ug/L # 56
21} 2,6-Dinjitrotoluene 18.34 165 338826 9.83 ug/L # 17
35) Di-n-butylphthalate 24.85 149 10717 0.04 ug/L # 76
41) Benzo(a)anthracene 30.50 228 9356 0.04 ug/L # 69
42) Bis(2-ethylhexyl)phthalate 31.11 149 8713 0.59 ug/L 91
43) Chrysene 30.50 228 9356 0.04 ug/L # 67
48) Benzo(a)pyrene 34.42 252 10326 0.05 ug/L # 1
(#) = qualifier out of range (m) = manual integration
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yuancitation Keport (NOT Keviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN10\00472.D Vial: 7
Acg On : 10 Jan 2002 7:46 pm Operator:
Sample : 508 scan ext 1/8 Inst : Instrumen
Misc : January 10, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 11 10:18 2002 Quant Results File: SCAN508.RE
Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Thu Jan 10 11:01:02 2002
Response via : Initial Calibration
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LSC Area Percent Report

Data File

C:\MSDCHEM\1\5973N\02JAN10\00472.D Vial: 7
Acg On 10 Jan 2002 7:46 pm Operator:
Sample 508 scan ext 1/8 Inst Instrumen
Misc : January 10, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

Method C:\MSDCHEM\1\METHODS\METHODS\SCANSOS.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 3.613 17 21 25 rBV 27842 48351 0.40% 0.074%
2 3.990 51 54 59 rvvz 16990 32850 0.27% 0.050%
3 4.082 59 62 67 rvv2 17995 35339 0.29% 0.054%
4 4.241 71 76 83 rvvz 67277 148086 1.23% 0.226%
5 4.630 101 110 117 rVvB2 18961 54275 0.45% 0.083%
6 4.835 125 128 141 rVB2 34480 89634 0.75% 0.137%
7 5.885% 217 220 241 rBV 750785 15043695 12.51% 2.296%
8 7.073 321 324 329 rBV 25252 43784 0.36% 0.067%
9 9.710 551 555 561 rBV 3490463 6836155 656.85% 10.433%
10 9.938 573 575 587 rVB3 21372 43523 0.36% 0.066%
11 13.192 855 860 865 rBV 5278749 9846745 81.89% 15.028%
12 18.341 1305 1311 1315 rBV 5582907 10911807 90.74% 16.653%
13 20.933 1533 1538 1543 rVvVv 33456 56499 0.47% 0.086%
14 22.280 1653 1656 1661 rBV2 44980 86530 0.72% 0.132%
15 22.645 1681 1688 1693 rBV2 5226300 11862759 98.65% 18.105%
16 22.771 1695 1699 1709 rVB 66722 168318 1.40% 0.257%
17 27.726 2129 2133 2139 rBV 697596 1260658 10.48% 1.924%
18 30.500 2369 2376 2381 rBV 4894349 12024796 100.00% 18.352%
19 31.105 2425 2429 2443 rVB4 9229 39807 0.33% 0.061%
20 34.416 2713 2719 2745 rBV 3962713 10428372 86.72% 15.916%
Sum of corrected areas: 65522657
J0472.D SCAN508.M Page 1
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}0472.D SCANS508.M

NYC-WTC_000051195

File :
Operator
Acquired
Instrument
Sample Name:
Misc Info :
Vial Number:
Quant File

LSC Report - Integrated Chromatogram

C:\MSDCHEM\ 1\5973N\02JAN10\00472.D,

10 Jan 2002
Instrumen
508 scan ext 1/8

January 10,

7

7:46 pm using AcgMethod SCANS508

2002

:SCAN508.RES (RTE Integrator)
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Data File

Acg On
Sample
Misc

Liprary searcn compounda keport

C:\MSDCHEM\1\5973N\02JAN10\00472.D Vial: 7

10 Jan 2002 7:46 pm Operator:

508 scan ext 1/8 Inst : Instrumen
January 10,. 2002 Multiplr: 1.00

MS Integratlon Params: LSCINT.P

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

Title : 508 scan method

Library C:\DATABASE\WILEY7N.L
khkhkhkKhkhkhhkhkhhkhkhkhkhkhkkhkhkhkkhkhkhkhhkhkhkhkhikhkhkhkkhkhhhkhkhkhkhkhkhkhhkhkhkkhkhkhhkhkhodrxhkhhkhhhkhhriohkhkhkik
Peak Number 1 Hexane, 3-bromo- Concentration Rank 9

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

4.08 0.10 ug/L 35339 1,4-Dichlorobenzene-d4 9.71
Hit# of & Tentative ID MW MolForm CAS# Qual
1 Hexane, 3-bromo- 164 C6H13Br 003377-87-5(39/
2 2-Propencic acid, 2-methyl- (CAS... 86 C4H602 000079-41-4
3 2-Butenoic acid, (Z)- (CAS) $$ I... 86 C4H602 000503-64-0 9
4 Hexane, 2,3,3-trimethyl- $$ 2,3,... 128 CSH20 016747-28-7 9

Abundance Scan 62 (4.082 min): 00472.D (-) m/z 43.10 100.00%
43 85
5000
55
7|1 380 400 420 440
0 ll"ll"'l’l]llII"I‘III'lll"l]ll|l]l!Ill|ll T lllll |l|1r[ll'l| m/z 85.00 82.26%
miz--> 20 30 40 50 60 0 80 90 100 110 120 130 140 150 160 170
lAbundance #63827: Hexane, 3-bromo-
48 85
5000
380 400 420 4.40
55 m/z 65.10 29.81%
27 69
O 1 o L [ 137 164
UNBARAUNARES RRARS RARAS RARRE REARN NAARE RARSS BARSS RARRS RARES BULSE RIAASH BARRS SRR
miz-—-> 20 30 40 50 60 70 8 90 100 110 120 130 140 150 160 170
Abundance #3758: 2-Propenoic acid, 2-methyl- (CAS) $$ Methacrylic ac..
41 8b
380 400 420 440
5000 m/z 71.10 13.86%
69
%
S AR RN RN RSN AL RARRS RS RARSS LRSS SARSS SARSS LA LRSS SRS SARAI
m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #3731: 2-Butenoic acid, (Z)- (CAS) $$ Isocrotonic acid $$ ...
865 380 400 420 440
m/z 39.10 11.73%
39
5000
27
0 I [llllll II"‘“ILIIIII!!'I""III ll'll[ lll[llllll"ll"rll III‘IT [\Tllllllllll\[[l\lll T IAIIIIIA
m/z-—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 380 400 420 - 440
J0472.D SCANS08.M Fri Jan 11 10:08:54 2002 Page 3
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Data Fi
Acg On
Sample
Misc

Library Search Compound Report

MS Integration Params:

le C:\MSDCHEM\1\5973N\02JAN10\00472.D vVial: 7
10 Jan 2002 7:46 pm Operator:
: 508 scan ext 1/8 Inst Instrumen
January 10, 2002 Multiplr: 1.00
LSCINT.P

J0472.D SCANS508.M

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

Library C:\DATABASE\WILEY7N.L

khkhkkhkhkhkhkhkhkhkhhkhkhkhkhkhkhkhkhkhkkhkhkhkhkhkhhkhkhkhkhkhhhkhkhkkhkhkhkhkhkhkhkhkhkhkhkhhkhkhhkhkhhkhkkkkkkhkidkkk

Quant Method

ee v v

Peak Number 2 Methacrylamide Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
4.24 0.43 ug/L 148086 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Methacrylamide 85 C4H7NO 000079-39-0 @/“\:
2 Methacrylamide $$ 2-Propenamide,... 85 C4H7NO 000079-39-0 3Eié&fﬂ)
3 3-Methyl-2,3-epoxybutanal 100 C5H802 000000-00-0 33 ﬁﬁn120
4 Butanal, 3,3-dimethyl-2-oxo-, he... 114 C6H1002 077572-68-0 28
bundance Scan 76 (4.241 min): 00472.D (-) m/z 85.00 100.00%
41
5000
60 “..W.AM\,”.,”..a..
| 55| 89 3.80 400 420 440 460
quwanqnanJ.”uuw”nL”: ........... ””.A!JJ“nq””p”q”” m/z 41.10 69.25%
mfz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #3601: Methacrylamide
4N 85
5000
380 400 420 4.40 460
69 m/z 43.10 52.85%
27 371 || 46
O‘l‘["lll'!"ill"l‘:lll ll|;lfl"flfr[l‘|‘llllllll!llllllllll'l1lll !lllllliT]lT""1llll7'7
n/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #3602: Methacrylamide $$ 2-Propenamide, 2-methyl- $$ .alph...
41 &
380 400 420 440 460
5000 6 m/z 39.10 27.52%
0"'!"']'!!!'!!!\]’3!7!1 Ill?’sllllli3llflll TTTT III l!l1'l'lll !ll( TT lll'lllll
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #7969: 3-Methyl-2,3-epoxybutanal
4 85 380 400 420 440 460
m/z 60.00 26.40%
5000
60
o . 100
1lllll TTTTJVUTT lllll TrT lllllll[ lllllflf1l1rl"l1!l|l'll| Trpryrr LIRS 'l"["‘l||1’| " TT r( T ¥ I'ITTI'1 'lll T T
fz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 9 95 100 105 380 400 420 440 460

Fri Jan 11 10:08:55 2002 Page 4
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Data File

Llbrary search compound Report

: C:\MSDCHEM\1\5973N\02JAN10\00472.D
Acq On : 10 Jan 2002 7:46 pm
Sample : 508 scan ext 1/8
Misc : January 10, 2002
MS Integration Params: LSCINT.P

Quant Method
Title :
Library :

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

.\SCAN508.M (RTE Integrator)

Vial: 7
Operator:
Inst : Instrumen
Multiplr: 1.00

khkhkhkhhkhkhkhkhkhkhhkhkhkhkkhkhkhkhkhkkhkhkkkhkkhhkkhkhkhkkkhkhkhkkhkhkkkhkkhkkhkhkhhkhkhkhkhkhkhkhdhkhhhkhrthkhhhkhkhkhddk

Peak Number 3 2-Buten-1-o0l, 3-methyl- (CA. Concentration Rank 5
R.T EstConc Area Relative to ISTD R.T
4.63 0.16 ug/L 54275 1,4-Dichlorobenzene-d4 9.71
Hit# of 65 Tentative ID MW MolForm CAS# Qual
1 2-Buten-1-0l, 3-methyl- (CAS) $83. 86 CSH100 000556-82-1 52
2 2-Buten-1-0l1, 3-methyl- $$ .gamm... 86 C5H5H100 000556-82-1
3 2-Buten-1-o0l1, 3-methyl- 86 C5H5H100 000556-82-1 47
4 2-Buten-1-0l, 2-methyl- (CAS) $S... 86 C5H100 004675-87-0 40
[Abundance Scan 110 (4.630 min): 00472.D () m/z 71.10 100.00%
41 7i 88
57
5000 53 /\ A
f/\'"'l""l""l""l“'
“ ” I 420 440 460 480 500
Obrrprrrrprrrrprrrr e e — s IS - m/z 41.10 93.97%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #4075: 2-Buten-1-ol, 3-methyl- (CAS) $3$ Prenol $$ 2-METHYL...
mn
41
5000
53 86 420 440 460 480 500
67 m/z 88.00 88.43%
O"l“"l""l"‘l T T 'T"' !""I""I'“! !‘I""I"8=3'l""l""l"
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4067: 2-Buten-1-ol, 3-methy!l- $$ .gamma.,.gamma.-Dimethyi...
nm
420 440 460 480 500
5000 m/z 57.10 72.42%
53
27 86
31 67
| 9 i, o
L A A AR SRR RS RS AR RARES RAARA RAREARALSH SAARY RARSRARAS AR RAN
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 9 95
Abundance #4074 2-Buten-1-ol, 3-methyl- S e e Al B anis era !
. n 420 440 460 480 5.00
m/z 43.10 43 .59%
5000 39 53 67
86
27 42 5(1
0”P“W“”V”WJ”P”W”“L“W“”V”'”JILl“”P”}””V”W”
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 420 440 460 480 5.00
J0472.D SCANS08.M Fri Jan 11 10:08:55 2002 Page 5

NYC-WTC_000051198



NYC 9/11 Public Portal Document

L1lpDrary searcn compouna xkeportc

Data File : C:\MSDCHEM\1\5973N\02JAN10\00472.D vial: 7

Acqg On : 10 Jan 2002 7:46 pm Operator:
Sample : 508 scan ext 1/8 Inst : Instrumen
Misc : January 10, 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

hkhkhkkhkhkhkhkhkhkhkhkhkhkhhkhkhhkhhkhkhkhkhhdrhhhkhhkdhkhkhkkhkhkhkdhhkhhbdhhkhkhhhkhhhkhkhkhkhhkhkhkhhkhhkkhhhkik

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

LTI

R.T. EstConc Area Relative to ISTD R.T. . L,
""""""""""""""""""""""""""""""""""""""""""""""""""""" o/
4.84 0.26 ug/L 89634 1,4-Dichlorobenzene-d4 9.71 // ‘9(
Hit# of & Tentative ID MW MolForm CAS# Qual
1 2-Butenal, 3-methyl- $$ Crotonal... 84 CS5H80O 000107-86-8 81
2 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 C5HS8O 000107-86-8 81
3 Furan, 2,3-dihydro-4-methyl- 84 CSHS8O 034314-83-5 76
4 Furan, 2,3-dihydro-4-methyl- (CA... 84 CSH80 034314-83-5 76
Abundance Scan 128 (4.835 min): 00472.D (-) m/z 84.00 100.00%
55 st
5000 4
AN
T T T T T T T T T T T T T T T
| | ‘ 103 440 460 480 500 520
o) O — L ..H | Y N m/z 55.10 81.62%
mfz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110
Abundance #3222: 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $...
84
55
5000 39 [\""I""l""l""l"'
27 440 460 480 500 520
m/z 83.10 50.61%
44 50 69
Ot I!"'l” AR AAMA AAA AN LA LA AL A LA
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$...
84
55 L AL S AU A
440 4.60 480 500 520
5000 39 m/z 41.10  49.62%
27
44 50| 69
G V'll'll' ||’|’_’_’T l"'!!!ll""!'l; !l"[""]’ll'lllllllll T 'l"ll'l‘ TrT l"‘[‘l"'
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110
Abundance ] #3350: Furan, 2,3-dihydro-4-methyl-
56 8d 440 460 480 500 520
m/z 59.00 41.57%
5000 41
27
| ol o
0 TTTrryrrTy "l'['l"l '|l| II | TYTTTrerY Ill'rr'lllllll T TTT ]TTI']'I_T"I"ITII' l‘[l‘l
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 S5 100 105110 440 460 480 500 520
20472.D SCAN508.M Fri Jan 11 10:08:55 2002 Page 6
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Data Fi
Acg On
Sample
Misc

MS Integration Params:

Quant Method

Title

Llprary search compound Report
ie C:\MSDCHEM\ 1\5973N\02JAN10\00472.D
10 Jan 2002 7:46 pm
508 scan ext 1/8
January 10, 2002
LSCINT.P

C:\MSDCHEM\1.
508 scan method

Vial: 7
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

Library C:\DATABASE\WILEY7N.L

khhkhkkhkhkkhkhkhkhkhkhkkhkhhkkhkhhkhkhkkhkkhkhkkhkkhhkhhkhkkkhkhkkhhhkhkhkkhkhkhkhkkhkhkhkhkhkhkhhkkkhkkikkhkkkik

Peak Number 5 3-(CYCLOHEX-3’-EN-YL)PROPAN.. Concentration Rank 1

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

5.89 4.40 ug/L 1504370 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 3- (CYCLOHEX-3'-EN-YL)PROPANOL $8. 174 C8H1404 015745-87-6 33
2 Acetic acid, 3-[1,3]dioxolan-2-y. 174 C8H1404 000000-00-0 33
3 Silane, tetramethyl- 88 (C4H12Si 000075-76-3 25
4 Silane, tetramethyl- $$ Tetramet.. 88 C4H12Si 000075-76-3 9

Abundance Scan 220 (5.885 min): 00472.D (-) m/z 73.10 100.00%
8
5000 ﬁ\\
43 T rr rT_llll llllllll
560 5.80 6&) 6.20
87
) SN | [ SURY] M. m/z 43.10 24.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
78
5000 ""l""l'J"I""I""
560 580 600 620
43 m/z 41.10 9.30%
o 27 | 55 87 113 174
mfz--> 1020 30 40 50 60 75 80 §0 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
3B
A N
560 580 6.00 6.20
5000 m/z 45.10 9.24%
43
27 1] 55 | 87 113 174
S A A N RS L REAAS ARALS RARAA AR SRS LARAN LM LS AARMS LALAS LARAS EARAS Y
mfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #4814: Silane, tetramethyl- R o I o At e e
B 560 580 600 620
m/z 71.10 6.35%
5000
45
15 S 88
R AR NAREA REALS A RAN RS LA RARAN RARSS LAY LAMAS LALS) AR LA LSS MARSI EAMAS I BSOS EAMISEEBESEARY B
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 6.00
J0472.D SCAN508.M Fri Jan 11 10:08:55 2002 Page 7
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN10\00472.D Vial: 7

Acg On 10 Jan 2002 7:46 pm Operator:

Sample 508 scan ext 1/8 Inst Instrumen
Misc January 10, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Quant Method
Title
Library

.\SCAN508.M (RTE Integrator)

khhkkhkhkhhkhkhkkhkhkhkhkhhhkhhhkhkhhkhhhhhhhkhkkhkhkhkhkhkhhkhhhhhkhkhkhhkhkhkhkhhkhkhhkhkkhkkhkhkkhhhhkk

Peak Number 6 Styrene $$ Benzene, ethenyl.. Concentration Rank 7

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

7.07 0.13 ug/L 43784 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Styrene $$ Benzene, ethenyl- (CA... 104 C8HS8 000100-42-5 91
2 Styrene 104 CB8HS8 000100-42-5 91
3 Styrene 104 C8HS8 000100-42-5 91
4 Styrene $$ Benzene, ethenyl- (CA... 104 C8HS 000100-42-5 91

[Abundance Scan 324 (7.073 min): 00472.D (-) m/z 104.00 100.00%
104
5000 78
51
39 86 - 680 7007I207'40
SR RS | Y NN | NN NN | | 1 S m/z 103.00 48.27%
miz—> 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Abundance #10338: Styrene $$ Benzene, ethenyl- (CAS) $$ Ethenylbenze...
104
5600 . = T
8 680 7.00 7.20 7.40
51 m/z 78.00 42.56%
11 63 741‘ 89 10!
O NSRRI RN 'I""l""l“”l”"l'"’i""l""l""I""I""I'“ prrrryreTy
miz-> 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Abundance #10331: Styrene
104
680 700 720 740
5000 m/z 51.00 33.18%
78
51
1 63 o - 89 i
CIT"'I”"I‘*”I""I""I""l""l""l""l"" A AR RERSA LA SRAN BREAE DAL
miz—> 30 35 40 45 50 60 65 70 75 80 85 90 95 100 105 110
Abundance #10333: Styrene
104 680 700 720 7.40
m/z 77.00 21.30%
5000 8
51
l|| 7|4|| 89 | ‘
O U REARARREE RERRE AR AR MR LR AN SRR LR LAY IR LA L L L ML B IR LR LA
miz-> 30 35 40 45 50 60 65 70 75 80 85 90 95 100 105 110 680 700 720 7.40
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Library Search Compound Report

Data File

C:\MSDCHEM\1\5973N\02JAN10\00472.D
Acq On 10 Jan 2002  7:46 pm
Sample 508 scan ext 1/8
Misc January 10, 2002

MS Integration Params: LSCINT.P

Quant Method :
Title
Library :

508 scan method
C:\DATABASE\WILEY7N.L

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

Vial: 7
Operator:
Inst : Instrumen
Multiplr: 1.00

kkkhkhkhkhkhkhkhhkhkhkhkhkhhkhkhkhkhkhkhkhhhhkhkhkhhhkhkhhkhkhkkhkhhkhkkhkkhkhkhkhhkhkhkhhkhhhhkhkhhkhkhkhkhkhkhkkkk

Peak Number 7 3-Cyclohexene-l-carbonitril...

Concentration Rank 8

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

9.94 0.13 ug/L 43523 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Cyclohexene-1l-carbonitrile $$ 107 C7HSN 000100-45-8 83
2 cis-1,3-Cyclohexanedicarbonitril... 134 C8H1O0N2 010340-01-9 53
3 cis-1,3-Cyclohexanedicarbonitril... 134 C8H10N2 010340-01-9 53
4 Cyclobutane, 1,2-diethenyl- $$ C... 108 C8H12 002422-85-7 47

lAbundance : Scan 575 (9.938 min): 00472.D () m/z 54.10 100.00%
54
5000 20 80 107
67
92 B SEARE SERAUVEAUVAREE I
“ | | I 960 9.80 10.00 10.20
O" X""!l'l"l'l‘l|'lll|"||l|"I'|l_f71|lilllllll|l'l|]ll'l‘| m/z 107.10 52.45%
m/z—-> 20 30 40 S50 60 70 80 S0 100 110 120 130 140
IAbundance #10985:; 3—(’:5yc|ohexene—1 -carbonitrile $$ 3-Cyclohexeny! cya...
4
39
5000 LS R IR SURAUAS SR
27 80 960 9.80 1000 10.20
67 107 m/z 80.00 50.16%
|2 ]
. . [ - I | |
L AL A DA LA IR L LA LA DAL LA LELNLALES SRR LN NLSLELELES B AL AL WAL B
mfz—> 20 30 40 S50 60 70 80 90 100 110 120 130 140
IAbundance #29419: ciss-1 ,3-Cyclohexanedicarbonitrile $$ 1,3-Cyclohexa...
4
LA LA LA NN NULEL L B
960 980 10.00 10.20
5000 81 m/z 39.10 40.55%
4 67 o4 107
L .
S L IS S I UL LRI I TS S B I B
miz—> 20 30 40 50 60 70 80 90 400 110 120 130 140
Abundance #29418: cis-1,3-Cyclohexanedicarbonitrile $$ 1,3-Cyclohexa... e B I o
54 960 9.80 10.00 10.20
m/z 41.10 38.78%
5000 81
ot 67 94 107
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 960 980 10.00 10.20
00472.D SCAN508.M Fri Jan 11 10:08:56 2002 Page 9
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Data File
Acg On
Sample
Misc

MS Integratlon Params:

Quant Method

Title
Library

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN10\00472.D Vial: 7
10 Jan 2002 7:46 pm Operator:
508 scan ext 1/8 Inst : Instrumen
January 10, 2002 Multiplr: 1.00
LSCINT.P
C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

508 scan method
C:\DATABASE\WILEY7N.L

khkhkhkkhkhkhhkkhkkhkhkhkkhkdhkhhkrhhhhkhhhkhkhhkhhhhkhhkkhhkkhhkkhkhhhhkhkhhkhkhkhhkhhhkhhkhkhkkhkkdkkkkkkk

Peak Number 8

4 -METHOXY - .BETA. -METHYLCINN.

Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
22.28 0.15 ug/L 86530 Phenanthrene-d10 22.63
Hit# of &5 Tentative ID MW MolForm CASH Qual
1 4-METHOXY- .BETA.-METHYLCINNAMIC 192 C11H1203 019169-94-9 64
2 3-Cyanocarbazole $$ 9H-Carbazole... 192 C13H8N2 057102-93-9 64
3 1,3-Benzodioxole, 4-methoxy-6-(2. 192 C11H1203 000607-91-0 53
4 l-amino-2-methyl-4-isopropyl-thi... 192 C5H13N4PS 107264-54-0 50

[Abundance Scan 1656 (22.280 min): 00472.D (-) 4 m/z 192.10 100.00%
192
5000
“ o 82 % 18 146 160 | | 2200 2220 2240 2260
L . S P R N SR SN | m/z 96.00 15.81%
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Ibundance #102588: 4-METHOXY-.BETA -METHYLCINNAMIC ACID $$ 2-Butenoi...
192
108
5000 AR VAUV IRV
22.00 2220 2240 2260
175 m/z 193.10 15.54%
s R RAARS ARG ARARS AR T"'I""l“"l""l""l""I""I'”'l""l""lh'"l“
mfz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103424: 3-Cyanocarbazole $$ 9H-Carbazole-3-carbonitrile (CAS A
192
2200 2220 2240 2260
5000 m/z 191.10 14.93%
96 164
138 I
O & S INENUMEDEMUS MNP HNUNNSMBMMNES | NS R
mfz--> 40 50 60 70 80 95 100 110 120 130 140 150 160 1;0 1é0 190 250 /\
IAbundance #102624: 1,3-Benzodioxole, 4-methoxy-6-(2-propenyl)- (CAS)... S T
192 2200 2220 22.40 2260
m/z 146.10 13.73%
5000
165
ot M9 13 g | 177
Y ”l""l""l""I""I""ll;"’l‘l"'l""ll""ll'l"'I"'l'l""ll""l"'l‘l""ilL' '
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 2200 2220 2240 2260

00472.D SCAN508.M

NYC-WTC_000051203
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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\02JAN10\00472.D Vial: 7
10 Jan 2002 7:46 pm Operator:
508 scan ext 1/8 Inst : Instrumen
January 10, 2002 Multiplr: 1.00
LSCINT.P
C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

508 scan method
C:\DATABASE\WILEY7N.L

Ahkhkhkhkhkhkhkhkhkhkhkhkkhkhkhkhkhkhkhhkhbhkdkhkhbhhhkhhkhkhhhhkhkhkhbhkhkhkhkhkhkhkhkhkhkhkhdhkhkkhkhkhhkrhhkhrdthk

Peak Number 9 DECADEUTEROPHENANTHRENE $$ Concentration Rank -3
R.T EstConc Area Relative to ISTD R.T.
22.77 0.28 ug/L 168318 Phenanthrene-dl0 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 91
2 Phenanthrene-d10 188 C14D10 001517-22-2 72
3 Anthracene-d10- 188 C14D10 001719-06-8 64
4 Acridine-D9 188 C13D9N 000000-00-0 50
IAbundance Scan 1699 (22.771 min): 00472.D (-) 3 m/z 188.10 100.00%
148
5000
80 94 S N
160 2240 22.60 2280 23.00 23.20
U AT NPT N . ST Al | w7z sa 1o - 23.25%
mfz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
188
5000
80 94
66 1518 ||I|
o't e e H PR
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

T T

T T
2240 2260 2280 23.00 23.20

m/z 80.00 15.49%

Abundance #84499: Phenanthrene-d10
188
T T llll.l Li
2240 2260 2280 2300 2320
5000 m/z 189.10 15.34%
80 94 160
6I6 | ] 1801LI’|
O R E s o R ARa s e T
mfz--> 40 50 60 0 80 90 100 110 120 130 140 150 160 170 180 190
Abundance . #84502: Anthracene-d10- I B o I B e
148 2240 2260 2280 2300 2320
m/z 184.10 13.27%
5000
80 94 1
66
miz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 22.40 2260 2280 2300 23.20

J0472.D SCANS08.M

NYC-WTC_000051204
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) Tentatively Identified Compound (LSC) summary
Operator ID: Date Acguired: 10 Jan 2002 7:46 pm
Data File: C:\MSDCHEM\1\5973N\02JAN10\00472.D
Name: 508 scan ext 1/8
Misc: January 10, 2002
Method: C:\MSDCHEM\1\METHODS\METHODS\SCANS08.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
Hexdane, 3-Drome- 4.08 0.1 ug/L 35339 1 9.71 6836160 20.0
Methacrytamisge 4.24 0.4 ug/L 148086 1 9.71 6836160 .20.0
2—Buten-1l-cl-—3-m. .. 4.63 0.2 ug/L 54275 1 9.71 6836160 20.0
2-Butenat—3-meth 4 .84 0.3 ug/L 89634 1 9.71 6836160 20.0

T 5.89 4.4 ug/L 1504370 1 9.71 6836160 20.0

Styrene $$ Benzen... 7.07 0.1 ug/L 43784 1 9.71 6836160 20.0
3-Cyclohexene-1-c. 9.94 0.1 ug/L 43523 1 9.71 6836160 -20.0
.= .. 22.28 0.1 ug/L 86530 4 22.63 11862800 20.0
JECABEYTEROPHENAN. . 22.77 0.3 ug/L 168318 4 22.63 11862800 20.0
J0472.D SCAN508.M Fri Jan 11 10:08:56 2002 Page 12
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