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User: Baglioni, Walter

Westchester Dept: of Labs & Research
Date: 02/07/2002 Time: 08:46:51

Sample: AEQD110

Analysis: $BTGCMS - Blank for GCMS Scan

Units: u

g
Started: 2/4/02 08:45 Ended: 2/7/02 08:45

Result source: manual entry
Page: 1
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Data File : C:\MSDCHEM\1\5973N\02FEB04\0204BB.D Vial: 1

Acq On : 4 Feb 2002 10:58 am Operator:

Sample : lab blank 1/4b Inst : Instrumen
Misc : February 4, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Feb 05 08:28:37 2002 Quant Results File: SCAN508.RES

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

Last Update : Fri Jan 11 13:20:07 2002

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 1478126 20.00 ug/L -0.01
10) Naphthalene-ds 13.19 136 6259613. 20.00 ug/L -0.02
17) Acenaphthene-di10 18.34 164 3211325 20.00 ug/L -0.01
29) Phenanthrene-dlo0 22.65 188 5329249 20.00 ug/L -0.02
38) Chrysene-di2 30.50 240 4614583 20.00 ug/L -0.01
44) Perylene-dil2 34.42 264 3248108 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 249810 2.97 ug/L 0.00
Spiked Amount 5.000 Recovery = 59.40%
Target Compounds Qvalue
3) bis(2-Chloroethyl)ether 9.05 93 7984 Below Cal # 9
21) 2,6-Dinitrotoluene 18.34 165 400289 9.68 ug/L # 17
42) Bis(2-ethylhexyl)phthalate 31.11 149 17504 0.62 ug/L 95
(#) = qualifier out of range (m) = manual integration
0204BB.D SCAN508.M Tue Feb 05 08:28:38 2002 Page 1
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riaL L LA L LULE REPUL L {Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02FEB04\0204BB.D Vial: 1
Acqg On : 4 Feb 2002 10:58 am Operator:
Sample : lab blank 1/4b Inst : Instrumen
Misc : February 4, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Feb 5 8:28 2002 Quant Results File: SCAN508.RE
Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title : 508 scan method

Last Update : Fri Jan 11 13:20:07 2002
Response via : Initial Calibration
Abundance TIC: 02048B.D

7500000

7600000

Naphthalene-ds,i
1

enthrene-di0,1

Chrysene-d12l

-2 3
Ph,

1,4-Dichlorobenzene-d4,!

Perylene-d12}1

1500000

2,4-DDD.S

1000000

Bis{2-ethylhexy))phthalate

\,

-_. 3
c Frerrprrrryery LELALIRED LR IR ME 00 B 0 B LER IR B SR SR SR 2LEN B L2 G S0 D B0 205 S0 J0 S0 2 S S0 M 0 4 LARJL L B N S B S B RS ER MRS NE AL LA

Time-> 4.00 600 8.00 1000 12.00 1400 1600 1800 2000 2200 2400 2600 2800 3000 3200 34.00 36.00 38.00
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Data File : C:\MSDCHEM\1\5973N\02FEB04\0204BB.D Vial: 1

Acq On : 4 Feb 2002 10:58 am Operator:

Sample lab blank 1/4b Inst : Instrumen
Misc : February 4, 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: 5

Signal : TIC .
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 3.602 17 20 25 rvB 29133 41252 0.29% 0.055%
2 4.629 107 110 125 rVB5 12421 40007 0.28% 0.053%
3 4,846 125 129 139 rBV3 21495 70573 0.50% 0.094%
4 5.885 217 220 243 rVB 728256 1580647 11.22% 2.094%
5 9.082 493 500 507 rBV3 13511 49205 0.35% 0.065%
6 9.242 511 514 521 rVB4 13838 40888 0.29% 0.054%
7 9.710 551 555 563 rvv 4230368 8456609 60.04% 11.206%
8 10.669 631 639 647 rBV4 9196 36391 0.26% 0.048%
9 13.192 855 860 865 rBV 6187888 12015754 85.32% 15.922%
10 17.862 1267 1269 1278 rBV2 11283 36658 0.26% 0.049%
11 18.341 1305 1311 1315 rBV 6543639 12960012 92.02% 17.173%
12 18.421 1315 1318 1327 rVB 37675 94555 0.67% 0.125%
13 19.997 1451 1456 1463 rVB5 12770 47502 0.34% 0.063%
14 22.280 1653 1656 1661 rBV2 49877 95131 0.68% 0.126%
15 22.645 1681 1688 1693 rBV2 6365284 14083928 100.00% 18.662%
16 22.771 1697 1699 1713 rVB2 76321 256993 1.82% 0.341%
17 27.726 2129 2133 2139 rBV 686205 1216368 8.64% 1.612%
18 30.500 2369 2376 2381 rBV 5445416 13203365 93.75% 17.496%
19 31.105 2423 2429 2439 rBV 16109 42495 0.30% 0.056%
20 34.416 2713 2719 2757 rBV 3930721 11098665 78.80% 14.707%
Sum of corrected areas: 75466998

Tue Feb 05 09:47:45 2002

1204BB.D SCAN508.M Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02FEB04\0204BB.D

Operator :

Acquired : 4 Feb 2002 10:58 am using AcgMethod SCAN508
Instrument : Instrumen

Sample Name: lab blank 1/4b

Misc Info : February 4, 2002

Vial Number: 1

Quant File :SCAN508.RES (RTE Integrator)

Abundance TIC: 0204BB.D
13.19
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Data File : C:\MSDCHEM\1\5973N\02FEB04\0204BB.D Vial: 1

Acg On : 4 Feb 2002 10:58 am Operator:

Sample : lab blank 1/4b Inst : Instrumen
Misc : February 4, 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

dohhhhhdhhhhhhhdhhkhhkkhkhkhhhhhkhhhhkhkhhhhkhhkhhkkdkdkddkdkdkkddddhdhddhhdkiiik
Peak Number 1 Butanoic acid, methyl ester... Concentration Rank 7

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

3.60 0.10 ug/L 41252 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 78
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78

[Abundance Sca4r11320(3.602min):0204887.40(~) m/z 43.10 100.00%
5000
59 87
l h | 3.50 3.60 3.70 3.80 3.90 4.00
o) S 1] s/ SN O A S — m/z 74.00 91.60%
miz—> 10 20 30 40 S50 60 70 80 90 100 110 ?
Abundance #9227 Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74
5000 T
58 3.50 3.60 3.70 3.80 3.90 4.00
87 m/z 71.10 71.97%
lll 1 69 1 [ 102
.clllllllll!llllllllllllrlllllllllll TlIlT‘Il‘!lllllll,
miz—> 10 20 30 40 50 60 70 80 g0 100 110
Abundance #9222: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74
. 3.50 3.60 3.70 3.80 3.90 4.00
5000 m/z 41.10 30.89%
59 87
33 14 1t 102
clllllllll'l[llllll'lllilll!liiiill lllllllllllll:llll
miz—> 10 20 30 40 50 60 70 8 90 100 110
Abundance #9219: Butanoic acid, methyl ester
4 350 3.60 3.70 3.80 3.90 4.00
74 m/z 59.10 26 .55%
5000 27
15
59 87
. 3 38| ] 102
lIlIl‘llllllllllllTTill, l‘lI‘)ll'll'llllllll)'l‘llll' Ill'lll']llllIllllllllllllllllll!l
m/z-—-> 10 20 30 40 50 60 70 80 20 100 110 3.50 3.60 3.70 3.80 3.80 4.
J204BB.D SCAN508.M Tue Feb 05 09:47:45 2002 Page 3
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Data File : C:\MSDCHEM\1\5973N\02FEB04\0204BB.D Vvial: 1
Acg On : 4 Feb 2002 10:58 am Operator:
Sample : lab blank 1/4b Inst : Instrumen
Misc : February 4, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1l...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L

X EEE XX EETEIEEELIZE S S ZEEE AR I EE R A S I EZE R AR EE IR EZZER R LR R RS TR L XL T TR T
Peak Number 2 4-Chloro-3-methylbut-2-en-1-0l Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
4.63 0.09 ug/L 40007 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 4-Chloro-3-methylbut-2-en-1-o0l 120 C5HSC1O 053170-97-1 23
2 3-Penten-2-ol $$ .alpha.,.gamma.... 86 C5H100 001569-50-2 17
3 2-Buten-1-ol, 3-methyl- (CAS) $$... 86 C5H100 000556-82-1 9
4 2-Buten-1-ol, 3-methyl- 86 C5H100 ¢00556-82-1 9
Abundance - Scan 110 (4.629 min): 0204BB.D (-) m/z 71.10 100.00%
41 7h
57 88
5000
207
l ! !‘ 420 440 460 480 500
cr‘rlllllll(l}lf'rr[lr‘rlllll‘[ lll lll I‘ll l lll l}l ill] l lll l‘l [)ll TTTI[ lll m/z 41.10 87'29%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200210 _
Abundance h#18624 4-Chioro-3-methylbut-2-en-1-ol
7
5000 g % 84 -
420 440 460 480 500
27 ‘ m/z 88.00 78.29%
o l W L 102 13
LAY ‘IITI‘ lil (ll ! l(‘lll“l 1ll| l“(fr‘_rr! “‘ ll‘ ’i!“li l TV !XX)‘XI)‘I}
nfz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200210
Abundance #4047: 3-Penten-2-ol $$ .alpha.,.gamma.-Dimethylaliyl alco...
43 7H
420 440 460 480 500
5000 m/z 57.10 70.00%
27 53
L
o, ' l
[ l'llll‘!lf ' ll]llIlII ‘llll ! llllll nn]n‘rrrrl ‘lll lIIlI I llllll!‘l!T
miz-> 20 30 40 50 60 70 80 S0 100110 120130 140 150 160 170 180 190 200 210
Abundance #4072: 2-Buten-1-of, 3-methyl- (CAS) $$ Prenol $$ 2-METHYL.... e R o
n 420 440 460 480 500
m/z 43.10 40.77%
50001 27 39 53
86
o ‘! , ‘ 19
II‘l_lﬁlllT]'I'flllllllll;llll{l lllll'IIIl "l T l'llilll|)'ll 'llll'llllITT lll T'[TIrYT(‘ l TFY T
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 420 440 460 480 500
1204BB.D SCAN508.M Tue Feb 05 09:47:45 2002 Page 4
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Data File C:\MSDCHEM\1\5973N\02FEB04\0204BB.D Vial: 1

. Acg On : 4 Feb 2002 10:58 am Operator:
Sample lab blank 1/4b Inst : Instrumen
Misc : February 4, 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

khkkhkkhhkkhkhhhhkhhhkhhhkhhkhkhhhkhkhkhkhkhkhhkhkhhhhhhkhkhkhhhdhhhhhhhhhhhhhhkhdkhkikk
Peak Number 3 2-Pentenal, (E)- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T
4 .85 0.17 ug/L 70573 1,4-Dichlorobenzene-d4 .71
Hit# of 5 Tentative ID MW MolForm . CAS# Qual
1 2-Pentenal, (E)- 84 C5HS80 001576-87-0 25
2 3,4-Dihydropyran $$ 2H-Pyran, 3,... 84 C5H80 000110-87-2 9
3 4-Pentenal (CAS) $$ 4-Pentenal- 84 CBHS80O 002100-17-6 S
4 4-Pentenal 84 CBKHS80O 002100-17-6 9
Abundance Scan 129 (4.846 min): 0204BB.D (-) m/z 84.00 100.00%
55
41
5000 59
440 450 480 500 520
o] m/z 55.10 69.62%
mfz—>
Abundance
5000 l“ YTXI]III
440 460 480 500 520
m/z 41.10 58. 529&7
0.
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Abundance #3373: 3,4-Dihydropyran $$ 2H-Pyran, 3,4-dihydro- (CAS) $5...
55
27 440 460 480 500 520
5000 84 m/z 39.10 55.20%
26 sl & ll
cllll‘TT7IlllllllIl]llll]llll‘l(lli{'rrl U IIIII'YTIIllllllll]llll]llllillll]ll'l
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 ] A A
Abundarnce #3208: 4-Pentenal (CAS) $$ 4-Pentenal- R T P
41 5 440 460 480 500 520
m/z 83.10 51.55%
5000
83
T
ollI]lllll'llllllllIlllI] tl!l'lll]!lr' IIllll l[lIl!lllll“lllrrtlllllIll]ll[1 T ‘ll‘ll ITII T 7T
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 440 460 480 500 520

1204BB.D SCAN508.M Tue Feb 05 09:47:46 2002 Page 5
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Data File : C:\MSDCHEM\ 1\5973N\02FEB04\0204BB.D
Acg On : 4 Feb 2002 10:58 am
Sample : lab blank 1/4b

Misc : February 4, 2002
MS Integration Params: LSCINT.P

vial: 1
Operator:
Inst : Instrumen
Multiplr: 1.00

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

508 scan method
C:\DATABASE\WILEY7N.L

Title
Library

khkdkkhhkhkhhhhkhkhhhkhkhkhkhkhkhhkhhhkhhkhkkhhkhhhhkhkhhhhkhkhkhkhkhkhkhkhhkhkkhkhkhkhhhkkhhhkhkdihhi
Peak Number 4 3-{CYCLOHEX-~3’-~-EN-YL)PROPAN... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.89 3.74 ug/L 1580650 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm - CAS# Qual

1 3- (CYCLOHEX-3’-EN-YL)PROPANOCL $$... 174 C8H1404
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404
3 Silane, tetramethyl- (CAS) $$ Te... 88 C4H12Si

e o e - - -

015745-87-6 33
000000-00-0 33
000075-76-3 23

4 Silane, tetramethyl- 88 (C4H12S8i 000075-76-3 12
ndance Scan 220 {5.885 min): 0204BB.D (-) m/z 73.10 100.00%
7B
5000
43
560 580 6.00 mm
8
Olerprrrrprrrr e o e m/z 43.10 .75%
niz—> 10 20 30 40 50 60 70 80 90 100 410 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
B
5000 -
560 580 600 620
43 z 45.10 9.74%
bz s | @ g 174
!r]_l'_rlllllllllrllllllI‘[T_rllllllI lillllll T LI l llll TT llllll LRAM ll llll ll
> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
r\bundanoe #78238: Acetic L;-:md, 3-{1,3]dioxolan-2-ylpropyl ester
7
560 580 600 620
5000 m/z 41.10 9.13
43
0 27 AAJJ 55 . 8 113 174
lll T Illll[‘l_l’_lllllllllllllllllll lll l!T‘(l[ T LR R l TI17 l ]lll’lI‘l_l’_rl[Ill)]‘lT‘rlll
> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
IAbundance #4813: Silane, tetramethyl- (CAS) $$ Tetramethyisilane $$ ...
B 560 580 600 620
m/z 71.10 6.35%
5000
45
15 31 | 53 | 88
0llklllilIllIIlllllllIllllﬁﬁillllIlllll‘lllllllllli!]l!lll TTTY TV l TVTIT llll]ll Il!ll IYﬁTrlll]ll!ll(l'lll!ll
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 620

204BB.D SCAN508.M Tue Feb 05 09:47:46 2002
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Data File : C:\MSDCHEM\1\5973N\02FEB04\0204BB.D vial: 1

Acg On : 4 Feb 2002 10:58 am Operator:

Sample lab blank 1/4b Inst : Instrumen
Misc : February 4, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

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

dhkhkhkkhkhhkhkhhkdkkkhhhhhdkhkhhhhhhkhkhkhkhhhhhhkhkhkhkhkhhhkhkhhhhhkkhhhkkkhhkhhhdhhkhkdk

Peak Number 5

3,4-Diamino-1,2,4-triazole

Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T
9.08 0.12 ug/L 49205 1,4-Dichlorobenzene-d4 9.71
Hit# of b5 Tentative ID MW MolForm . CAS# Qual

et e e e e e e . e e e e e b e e et e e e e e m o e e e e e e e o e e e e e e e e o b e e b e e e S e e b ome

1 3,4-Diamino-1,2,4-triazole
2 4,5-Diamino-1,2,4(4H)-triazole

3 n-Heptyl methylphosphonofluoridate

4 n-Octyl methylphosphonofluoridate

99 C2HSNS5
99 C2H5N5

196 C8H18FO2P
210 CSH20FO2P

000000~-00-0 28
000000-00-0 28
162085-82-7 9
000000-00-0 9

Abundance Scan 500 (9.082 min); 0204BB.D (-) . m/z 99.10 100.00%
g
5000
42 71 93 T T T 7T Trre T
NI II' 84 | 850 900 o0 940
4] NSS4 S N ) 1 .. VA SR SS— m/z 71.10 24.86%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
IAbundance #7510: 3,4-Diamino-1,2,4-triazole
43 9P
*
m - llll]ll(l lll1ll T 77
880 900 920 940
m/z 93.00 16.45%
53 57 84
Ot e e e et e e e e e e e et
> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
'f\bundance #7517. 4,5-Diamino-1,2,4(4H)-triazole
43 >]
880 900 9820 940
5000 m/z 42.10 16.14%
53 57
0 L Il | 814
lIllll]llIllllll'l III llllll(l]li! TIT lllllllll] I‘ illlllll](lll]“" ll T Illllll) 1
%.» 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
ndance #108412: n-Heptyl methylphosphonofiucridate A (. AN NN
% 880 000 920 940
m/z 70.00 13.21%
5000
- 55
42 70 81
38 47 ”u 1l .85
clllllllllll l”l'i”lll”' lllll]lllllllilllillll!!i]llllillll!llllllllllllllllll l,l”l'l T T Ill( |Illl llllI] T
kn/z..> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 880 900 920 940
J204BB.D SCAN508.M Tue Feb 05 09:47:46 2002 Page 7
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Data File : C:\MSDCHEM\1\5973N\02FEB04\0204BB.D

. Acg On 4 Feb 2002 10:58 am
Sample lab blank 1/4b
Misc : February 4, 2002

MS Integration Params: LSCINT.P

Quant Method :
Title :
Library :

508 scan method
C:\DATABASE\WILEY7N.L

Vial: 1
Operator:
Inst : Instrumen
Multiplr: 1.00

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

Kk K do do K K Je K K K g Kk de Kk Kk d ko de K Kk ke ok K gk ok dok ok ok ok ok d ok ok ok d ok ke ke ok ok de ke Kk K g gk Kk ok ok ok kg ke KK gk kkhkkk

Peak Number 6 O-CHLOROPHENOL-D4 $$ 3,4,5,...

Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
9.24  0.10 ug/n 40888  1,4-Dichlorobenzene-dd 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
"1 O-CHIOROPHENOL-D4 $§ 3,4,5,6-Tet... 132 C6HDACIO  000000-00-0 80
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HS9ClO 031357-76-3 16

3 Xenon $$ Xe $$ UN 2036 $$ UN 259...

4 4-Chloro-tetradeuteriophenol

132 Xe
132 C6HD4ClO

007440~-63-3 9
000000-00-0 9

Abundance Scan 514 (9.242 min): 0204BB.D () m/z 132.00 100.00%
132
5000 68
40 &3 86 T
ST N BB
T [ i | 880 900 920 940 960
0 XI"!IIl;lllllllll]l’l([illllllll]’!"'llllllll‘ll l!ll‘l m/z 68.10 41.46%
mfz—> 40 50 80 70 8 9 100 110 120 130 140
Abundance #24012: O-CHLOROPHENOL-D4 $$ 3,4,5,6-Tetradeuterio-2-chior...
132
5000 % ]IXIIIIIII]II‘;!]!III]!II
880 900 820 940 9.60
o6 m/z 134.00 34.95%
48 ‘ 76 | 104 1l
c IIIIII‘I]IIIRIIlll]ll%l]lrrilllllll'l"lllllllll} l'lrlxn
nfz> 40 50 60 70 80 S0 100 110 120 130 140
Abundance #27731: (E)-3-Chioro-2-methyl-2-pentenat A
132
}l)lIIrlll[IIlllllll]lll
880 900 920 940 960
5000 67 m/z 93.00 34.03%
53 ¥ 117
79
c 2 l ll ll
ITDllllllIllllllll‘ll”rl!lIllllllllllllll'llll[lllll llllll
miz—> 40 50 60 70 80 80 100 110 120 130 140
ndance #28482: Xenon $$ Xe $3 UN 2036 $$ UN 2591 $$ Xenon, refrig... R L A
132 880 900 920 940 960
m/z 63.00 26.62%
5000
66
cl lF]'IlllIllllllr’TI'!'IllllllII_lIl ll'll ll!llll?zl4l!{ lll,ll T ll llIihlliTl)lllll
miz—-> 40 50 60 70 8 S0 100 110 120 130 140 880 900 920 940 960
J204BB.D SCAN508.M Tue Feb 05 09:47:46 2002 Page 8
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Data File :
Acg On :
Sample :
Misc

MS Integration Params:

Quant Method

Title
Library

Lot QLy OCALLLL LULLPDWULIGU RTVUL L

C:\MSDCHEM\1\5973N\02FEB04\0204BB.D

4 Feb 2002 10:58 am
lab blank 1/4b
February 4, 2002
LSCINT.P

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

vial: 1

Operator:

Inst
Multiplr

: Instrumen
: 1.00

\SCAN508.M (RTE Integrator)

% K Kk Kk Kk ke Kk de de Kk de de ok ke K K ke ok de ok ket kokode KKk ke ok Kk ok F ok hk ok k ok kdk kKK kkkkkkkkdkdkdkk kil

W"(CM

Peak Number 7 Phenol, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.67 0.09 ug/L 36391 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm . CAS#H# Qual
1 Phenol, 3-methyl- 108 C7H80O 000108-39-4 38
2 Phenol, 3-methyl- (CAS) $$ m-Cre... 108 C7HS8O 000108-39-4 38
3 Phenol, 4-methyl- (CAS) $$ p-Cre... 108 C7H80 000106-44-5 38
4 Phenol, 3-methyl- (CAS) $$ m-Cre... 108 C7HS8O 000108-39-4 38
Abundance & Scan 639 (10.669 min): 0204BB.D () m/z 45.10 100.00ﬁ
108
5000
7 % 121
‘IIIIIIII]_I’_IIl[lIIIlIII
,l ’ ‘ 10.40 1060 10.80 11.00
c llll!IY‘l'llIllll l(l!‘iililfil' ,l llllllllllllllll'lV'TlllllllllIlI T l 1] ]l l‘llll‘ T l[lll I T I m/z 108 L] oo 77.24%
miz—> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120125
Abundance #11315; Phenol, 3-methyl-
I A /\n
5000 - T T T T T T ™r
79 10.40 10,60 10.80 11.00
51 ’ m/z 107.00 67.45%
o | e2 Il il
1!1!!1!]! L] llll[llllll'lll[l ll ll‘l l[ Tr ll LE A |I ll[‘I l TT I[ TT l llll llll'llllll!lll'llllll
> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120125
Abundance #11316: Phenol, 3-methyl- (CAS) $$ m-Cresol $$ Cresol(bgs m...
1 |
1040 1060 10.80 11.00
5000 m/z 41.10 41.47%
¢ o | o
c lll TIv [l TT ll lll l”lll'llllll}ll¥l llllllllll ll llllrITI“}[Il lll‘llll‘ll I T TIT TIT ] ﬂ
nfz—-> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120125
Abundance #11329: Phenol, 4-methyl- (CAS) $$ p-Cresol $3$ p-Toluol $$... o R ER —
197 1040 1060 10.80 11.00
m/z 84.00 41.31%
5000 39 7
| l l |
ol -
‘IIlllllllllll llllll l III lll llll I‘l T IIIII l'rlr[l llll lll lll Il'l_'T T ¢ ¥ T 7T 1 TT V7 T T
miz—> 30 35 40 45 55 60 65 70 75 80 85 90 95 100105110115120125 1040 1060 10.80 1100

1204BB.D SCAN508.M

NYC-WTC_000050638
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Data File : C:\MSDCHEM\1\5973N\02FEB04\0204BB.D Vial: 1

Acg On : 4 Feb 2002 10:58 am Operator:

Sample : lab blank 1/4b Inst : Instrumen
Misc : February 4, 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

kkhkhkhkhkhkkkkhhdhhhhhhhkhkhhkhhkhkhhhhkhkhkhhhkhhhhhhkhkhkhkhhkhhhhhkhdhdkhhhhhkdhhkhik
Peak Number 8 Biphenylene (CAS) $$ 1,1’-B... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.86 0.06 ug/L 36658 Acenaphthene-di10 18.34
Hit# of 5 Tentative ID MW MolForm . CAS#H# Qual
1 Biphenylene (CAS) $$ 1,1’-Biphen... 152 C12HS8 ' 000259-79-0 86
2 Biphenylene (CAS) $$ 1,1’-Biphen... 152 C12HS 000259-79-0 83
e (CAS) $$ Acenapht... 152 Cl2HS 000208-96-8 83
4 Acenaphthyle (CAS) $$ Acenapht... 152 C12HS8 000208-96-8 83
Wr”’/ Scan 1268 (17.862 min): 0204BB.D (3 i m/z 152.10 100.00%
D.
5000
49 78 84 Il " 47:60 1780 1800 1820
o"!D!IIJT!lllflll’ll!llilill ll‘llllllllllrll ¥ T I lll’l m/Z 153 10 15 84%
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #50548: Biphenylene (CAS) $$ 1,1-Biphenylene (CAS) $$ Dip... g
152
5000 - llllllll‘l“ - T T 1Tt
17.60 17.80 1800 1820
m/z 151.00 15.77%
T @ = 126 i
ell[’l"]lll)‘llflllbl [ITTT l!{‘llllllll"lll lll T [ ll'1Tr
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #50549: Biphenylene (CAS) $$ 1,1"-Biphenylene (CAS) $$ Dip...
1%52
"17.60 17.80 1800 1820
5000 m/z 150.10 15.48
76
87 o8 126
cll'llllllXllllllTlllll,l!;"ITlll;lllltl‘lI‘[l]lllllllll]l’ll" Tllll
= 40 50 60 70 80 90 100 110 120 130 140 150 180
Abundance #50557: Acenaphthylene (CAS) $$ Acenaphthalene $$ ACENAPHT... ; — T -
152 17.60_17.80 1800 18.20
m/z 76.00 14.78%
5000
76
@ | & 8 126 i
0ll'l‘!Tl)llllf!TlIlr)_lrIFI"r‘lllﬁ\l‘l]lIlTlI!lll T ll‘l"l II‘TV ¥ TFrrr ‘r‘[T'[Tl( Illll
miz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 1760 17.80 1800 1820
1204BB.D SCAN508.M Tue Feb 05 09:47:46 2002 Page 10
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Data File C:\MSDCHEM\1\5973N\0C2FEB04\0204BB.D Vial: 1

Acg On : 4 Feb 2002 10:58 am Operator:

Sample : lab blank 1/4b Inst : Instrumen
Misc : February 4, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method
Library : C:\DATABASE\WILEY7N.L

khkhkhkhkhhhkhkhkhhkhkhhkhkhkhkhhhhkhhkhkhhhhhhkhhhkhkhhkkdhkkiihkkdkdkkkkkkkddikkkkkidkiik
Peak Number 9 1,8-DIHYDRO-AS-INDACENE $$ ... Concentration Rank 4

Quant Method :

o e

EstConc Relative to ISTD

- e 4 e e ot . o o o e e e e T e e e v et v b M s mm e e e At e e b e e e R e e e e G o e e e e b > e > o - —

94555 Acenaphthene-dl0

MW MolForm

e e o e e e e e e e e e s e e o S e e e e e e e e e e R e e e e e e e e s e e e 4 e gy e e > e e o o o -

-INDACENE $$ as-In... 154 Cl12H10 018837-46-2 76
154 C1l2H10 000083-32-9 72
3 Acenaphthylene, 1,2-dihydro- (CA... 154 C12H10 000083-32-9 68
4 Acenaphthene 154 Cl1l2H10 000083-32-9 64
Abundance Scan 1318 (18.421 min): 0204BB.D (-) ?TB m/z 153.10 100.00%
1
5000
76
63 l 84 ] 1800 1820 1840 1860 18.80
c lll!llrfllllill lg IIYYT LER SRR T 7 ill‘ll'lllll’IIr‘lll'l "llll m/z 154 10 98 11%
miz—> 60 70 80 20 100 110 120 130 140 150 160
Abundance #53796: 1,8-DIHYDRO-AS-INDACENE $$ as-indacene, 1,8-dihydr...
184
5000 - et
76 1800 1820 18.40 1860 18.80
63 m/z 152.10 42 .33%
| '| 115 126 il
crnnl;lr-lunnlllxtnlnltlll xlllr]w—t‘}‘Lﬁxrnnllnnl]l LELIS SR an s
miz--> 60 70 80 20 100 110 120 130 140 150 160
Abundance #53778: Acenaphthene
154
1800 18.20 1840 1860 18.80
5000 m/z 76.10 30.95%
76
L 87 e 126
c1'1l'!lllIllll'llllI‘l_rl‘l_riilTlllll‘lllllllllllll'll lll(i
- 60 70 80 €0 100 110 120 130 140 150 160
Abundance #53786: Acenaphthylene, 1,2-dihydro- (CAS) $$ Acenaphthene... S A aam e
154 1800 1820 1840 1860 1880
m/z 151.00 23.70%
5000
76
63
ol L l 113 138 tad |
T‘lllll 1]1 l‘rllllllllll[lllflllll (I!l[lllillllll 'llll llllr 'T(‘l
miz—-> 60 70 80 20 100 110 150 130 1&0 150 160 1800 1820 1840 1860 1880

1204BB.D SCAN508.M

NYC-WTC_000050640
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Data File

Acg On
Sample
Misc

Adaasd Al Y W GL AL LN DSV L

C:\MSDCHEM\1\5973N\02FEB04\0204BB.D

4 Feb 2002 10:58 am

lab blank 1/4b

February 4,

2002

MS Integration Params: LSCINT.P

Quant Method

Title
Library

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

o« se e

Vial:
Operator:
Inst Instrumen
Multiplr: 1.00

1

\SCAN508.M (RTE Integrator)

K K do de K K de de K de K de de de K Fek ke de de Kk kok ok kok ok ok ok ok gk ok ok ok ok ok ok dkded k ok ok dkokhkk ok ok ok ok ok ok kkddkkkkdk gk kk*

Peak Number 10

5, 6-INDOLEDIOL

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.00 0.07 ug/L 47502 Acenaphthene-d10 18.34
Hit# of 5 Tentative ID MW MolForm . CAS# Qual

e e e e e e e e e e e e e e e e e e e b et e et A e s e e > M e e e R e o e e e i St me e 4 e e e e b e o are —

1 5,6-INDOLEDIOL

2 1,2-Benzenedicarboxylic acid, mo..
3 Benzoic acid, 2-{(l-oxopropyl) -

4 Phthalic acid, 2-hexyl ester

149 C8HTNO2
222 C12H1404
178 C10H1003
250 C14H1804

000000-00-0 53 NO
000131-70-4 50
002360-45-4 45
000000-00-0 39

A

Abundance Sn1456(19.997min):02044é38.0 I3 m/z 149.00 100.00%
1
5000
177
44 615 7|6 1‘|’4 | 19.60 19.80 2000 2020 2040
c 'lll!llIIIl]llllllﬁrlljlllllli‘l’]"‘l[l T 1 ¥ l}ll]I[ m/z 177 00 28 23%
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45075: 5,6-INDOLEDIOL
149
5000 103 - TT VT l"l T
1960 19.80 20.00 2020 2040
m/z 65.10 16.18%
50 65 76 92 120
0 27
- LA T T T T T 1 77T l T
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #147072: 1,2-Benzenedicarboxylic acid, monobuty! ester
1
19.60 19.80 20,00 2020 20.40
5000 m/z 150.00 13.90%
56
76 93 105 167
c[flllll[Il[rllll!'[lllllllll1§l2lll T T l"_l_lllllllllll%l
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #832086: Benzoic acid, 2-(1-oxopropyl)- A B e e I LI S
149 1960 19.80 20.00 2020 20.40
m/z 176.10 13.47%
5000
65
27 50 76 93 121
oLt I ] 719 i | 1e0
ﬁllt]rllllllll[!!ll[ll lllll‘[ll(lIll_l—llif7t‘117_rllf77 lIIIl[II!l] l!l
miz-> 20 40 60 8 100 120 140 160 180 200 220 19.60 19.80 2000 2020 2040

1204BB.D SCAN508.M

Tue Feb 05 09:47:47 2002

NYC-WTC_000050641
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Data File : C:\MSDCHEM\1\5973N\02FEB04\0204BB.D
Acg On : 4 Feb 2002 10:58 am

Sample : lab blank 1/4b

Misc : February 4, 2002

MS Integration Params: LSCINT.P

Quant Method :
Title :
Library

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

vial: 1
Operator:
Inst : Ingtrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

khkdkhhhkhkhkhkhkkhkdkhhhhhhkhkhkhkkhkhkhkhhhkhhkhkhkhhhkhkkhkkkhkhhkhhkhhkkhkhhhhhhhkhhhkkhkkhkhkiikik
Concentration Rank 5

Peak Number 11

3-Cyanocarbazole $$ 9H-Carb.

Relative to ISTD

R.T EstConc Area
22.28 0.14 ug/L 95131
Hit# of 5 Tentative ID

1 3-Cyanocarbazole $$ 9H-Carbazole...
2 2,4-Diamino-6- (hydroxymethyl)pte...
3 l-amino-2-methyl-4-isopropyl-thi...

MW MolForm
192 C13H8N2
192 C7H8N60O
192 CS5H13N4PS

Phenanthrene-dlo0

057102-93-9 64
000945-24-4 53
107264-54-0 50

4 fluorene-9-spiro-cyclopropane 192 C15H12 000000-00-0 42
IAbundance Scan 1656 {22.280 min): 0204BB.D (-) - m/z 192.10 100.00%
1
5000
g2 9% 145
44 52 70 l ) J 118 160 i 2200 2220 2240 2260
c‘l[‘l l TT I" l ll l } Il TT l l IT_I m/z 96000 19030%
mfz-> 30405060708090100110120130140150160170180190200
Abundance #103424: 3-Cyanocarbazole $$ SH-Carbazole-3-carbonitrile (CAS
192
m - T T TTYIrYy I T 117
2200 2220 2240 2260
96 164 m/z 146.20 15.35%
138 ” '
cll ll ]T lll lll T ll TI7 !ITTI_II T } T ﬁllll
miz—> 3‘04050607080901001101201301401501601701801 200
Abundance #102010: 2,4-Diamino-6-(hydroxymethyl)pteridine
. 1
163 72 T LELER SRS I T 1T 13
2200 2220 22,40 2260
5000 m/z 82.00 14.38%
66
121 4as 146 175
34
0.
miz--> 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180 200
ndance #101918: 1-amino-2-methyl-4-isopropyl-thiotriazaphospholin... R e R AR e e
189 192 2200 2220 2240 2260
m/z 193.10 12.86%
5000
144 177 A
o. TTruUt LER SRR
miz-> 30 40 50 60 70 80 SO 100 110 120 130 140 150 160 170 180 180 200 2200 2220 2240 2260

)204BB.D SCAN508.M

NYC-WTC_000050642
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Data File C:\MSDCHEM\1\5973N\02FEB04\0204BB.D Vial: 1
. Acg On : 4 Feb 2002 10:58 am Operator:
Sample : lab blank 1/4b Inst : Instrumen
Misc : February 4, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method
Library : C:\DATABASE\WILEY7N.L

[ TZEXETTEEEERIZEIEZEIZ LS EEEIEELEELZEEIEEETEZIIELELEELEELLLIELLEELE RN L EEE XX R IR T TEY
Peak Number 12 Phenanthrene-dlo Concentration Rank 2

Quant Method :

R.T EstConc Area Relative to ISTD R.T
22.717 0.36 ug/L 256993 Phenanthrene-di10 22.65
Hit# of 5 Tentative ID MW MolForm . CAS# Qual
1 Phenanthrene-di1o0 188 C14D10 001517-22-2 87
2 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 83
3 Anthracene-D10 188 C14D10 000000-00-0 64
4 anti-10-hydroxy-5,6,8,9-tetrahyd... 188 Cl2H1202 055139-53-2 50
Abundance Scan 1699 (22.771 min): 0204BB.D () 4e m/z 188.15 100.00%
1
5000 /\‘
sgo % 158 2240 2260 2280 23.00 23.20
66
c ll4=41lll5’4ll]“'.llll,'ll[ TT ill TT v T Illll1?52ll T7T '!l"ll“lllll "{hlllxl m/Z 94 10 17 25%
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84498: Phenanthrene-d10 8
1
s(m - llllll'llll’ ‘:Xll
2240 2260 2280 2300 2320
80 o4 160 m/z 184.10 14.07%
66
180)
c lllll‘llli]llsll]ll’l lll,llillll'l[!l‘l llKll illllllil’]’ l!l T [llll ?‘M‘ITI_V‘I_I—
miz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 4
1
240 2260 2280 2300 23.20
5000 m/z 80.10 10.99%
80 94
66 ] 1518 Lt
o l]llllll‘llllglllll(]llii“flll] lllllll’l[rll lllllIIT k3 TIre LIRS TFT 7T ll} TI117T
miz> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84498: Anthracene-D10 S S W —
188 2240 2260 2280 23.00 23.20
m/z 189.15 10.18%
5000
80 o4
66 160
e l‘ll!]'llil"!‘]![‘ ! TTT K[ LIRS I‘l_rl‘ll lilillllll "!! lilllllll ?‘L;[‘[ll‘] lllllllllf! T Tlll]l
> 40506070809000110120130140150160170180190 22402260228023002320

J204BB.D SCAN508.M

- NYC-WTC_000050643
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dperator ID: Date Acquired: 4 Feb 2002 10:58 am

Jata File: C:\MSDCHEM\1\5973N\02FEB04\0204BB.D

Name: lab blank 1/4b

Misc: February 4, 2002

vMethod: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
ritle: 508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
3kanoic acid,/me... 3.60 0.1 ug/L 41252 1 9.71 8456610 20.0
4.63 0.1 ug/L 40007 1 9.71 8456610 20.0
4,85 0.2 ug/L 70573 1 9.71 8456610 20.0
5.89 3.7 ug/L 1580650 1 9.71 8456610 20.0
9.08 0.1 ug/L 49205 1 9.71 8456610 20.0
9.24 0.1 ug/L 40888 1 9.71 8456610 20.0
10.67 0.1 ug/L 36391 1 9.71 8456610 20.0
17.86 0.1 ug/L 36658 3 18.34 12960000 20.0
18.42 0.1 ug/L 94555 3 18.34 12960000 20.0
20.00 0.1 ug/L 47502 3 18.34 12960000 20.0
22.28 0.1 ug/L 95131 4 22.65 14083900 20.0
22.77 0.4 ug/L 256993 4 22.65 14083900 20.0

J204BB.D SCAN508.M Tue Feb 05 09:47:47 2002 Page 15
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