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Quantitation Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN08\00275.D Vial: 1
2zg On : 8 Jan 2002 3:24 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 8, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 09 12:49:41 2002 . Quant Results File: SCANS508.RES
Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Wed Jan 09 12:49:14 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 1077067 20.00 ug/L 0.00
10) Naphthalene-ds8 13.19 136 4575215 20.00 ug/L -0.02
17) Acenaphthene-dl0 18.34 164 2366176 20.00 ug/L -0.01
29) Phenanthrene-d10 22.63 188 3972606 20.00 ug/L -0.03
38) Chrysene-dil2 30.49 240 3729299 20.00 ug/L -0.02
44) Perylene-dl2 34.42 264 2770365 20.00 ug/L 0.00

System Monitoring Compounds
37) 2,4-DDD 27.73 235 338597 5.39

Spiked Amount 5.000 Recovery =

Target Compounds

2) N-nitroso-dimethylamine 3.60 74 11470 d?%g
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-Chloropropa 0.00 45 0 N.D.
8) N-nitroso-di-n-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) metha 0.00 93 0 N.D.
14) 1,2,4-Trichlorobenzene 0.00 180 0 - N.D.
15) Naphthalene 0.00 128 0 N.D.
16) Hexachlorobutadiene 0.00 225 0 NAZ\D.
18) Hexachlorocyclopentadiene 0.00 237 0 N.DB.
19) 2-Chloronaphthalene 0.00 162 0 N.D.
20) Dimethylphthalate 18.34 163 387820 2.48 /L # 55
21) 2,6-Dinitrotoluene 18.34 165 297386 9.76 L # 17
22) Acenaphthylene 0.00 152 0 N.D.
23) Acenaphthene 0.00 153 0 N.D. .
24) 2,4-Dinitrotoluene 0.00 165 0 N.D. b
25) Diethylphthalate 0.00 149 0 N.D.
26) 4-Chlorophenyl-phenylether 0.00 204 0 N.D.
27) Fluorene 0.00 166 0 N.D.
28) Azobenzene 0.00 77 0 N.D.
30) N-nitrosodiphenylamine 0.00 169 0 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.
(#) = qualifier out of range (m) = manual integration
00275.D SCAN508.M Wed Jan 09 12:49:42 2002 Page 1
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Quantitation Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN08\00275.D Vial: 1
Azg On : 8 Jan 2002 3:24 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 8, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 09 12:49:41 2002 Quant Results File: SCANS08.RES
Quant Method : C:\MSDCHEM\1l...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Wed Jan 09 12:49:14 2002
Response via : Initial Calibration

DataAcqg Meth : SCAN508

Compound R.T. QIon Resﬁbgse Conc Unit Qvalue

35) Di-n-butylphthalate 24.85 149 844 0.03 ug/L 94
36) Fluoranthene 0.00 202 0 N.D.

39) Pyrene 0.00 202 0 N.D

40) Butylbenzylphthalate 0.00 149 0

41) Benzo(a)anthracene 30.50 228 9506 64
42) Bis (2-ethylhexyl) phthala 31.11 149 15892 98
43) Chrysene 30.50 228 9506 60
45) Di-n-octylphthalate 0.00 149 0

46) Benzo (b) fluoranthene 0.00 252 0

47) Benzo (k) fluoranthene 0.00 252 0

48) Benzo (a) pyrene 34.42 252 9935 1
49) Indenoc (1,2,3-cd) pyrene 0.00 276 0

50) Dibenz (a,h) anthracene 0.00 278 0

51) Benzo (g,h,1i) perylene 0.00 276 0

(#) = qualifier out of range (m) = manual integration
00275.D SCAN508.M Wed Jan 09 12:49:42 2002 Page 2
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Data File
Acg On
Sample
Misc

Quantitation Report (Not Reviewed)
C:\MSDCHEM\ 1\5973N\02JAN08\00275.D Vial: 1
8 Jan 2002 3:24 pm Operator:
508scan Inst : Instrumen
January 8, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time:

Method

Title

Last Update
Response via

Jan

9 12:49 2002 Quant Results File: SCANS508.RE

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

Wed Jan 09 12:49:14 2002

Initial Calibration

Abundance
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LSC Area Percent Report

Data File C:\MSDCHEM\1\5973N\02JAN08\00275.D Vial: 1

Acg On 8 Jan 2002 3:24 pm Operator:

Sample 508scan Inst : Instrumen
Misc January 8, 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
# min scan scan
1 3.477 7 S
2 3.602 15 20
3 4.630 107 110
4 4.847 123 129
5 5.006 139 143
6 5.509 185 187
7 5.703 199 204
8 5.886 217 220
] 9.710 551 555
10 9.847 561 567
11 12.542 799 803
12 13.192 855 860
13 18.341 1305 1311
14 22.280 1651 1656
15 22.634 1681 1687
16 22.771 1695 1699
17 27.726 2129 2133
18 30.489 2369 2375
19 31.105 2425 2429
20 34.416 2713 2719

}J0275.D SCAN508.M

NYC-WTC_000051028

last
scan
13
25
117
135
149

199
207
233
561
573

807
865
1315
1661
1693

1719
2139
2381
2437
2755

Sum

PK
TY

rBV
rVB
rBV4
rvB

rVB
rBB2
rBV
rvv
rvv

rVB
rBV
rBV
rVB
rBV2

rVB
rvv
rBV2
rVB2
rVB

8803
12675
747911
3317442
11646

32252
4808159
4961664

36147
4799592

57667
887783
4502006
16721
3823810

Ccorr.
area

25772
24216
1773329
6144308
33830

50315
8773216
9623138

66968

10484726

186927
1582427
10950868
47872
9489056

of corrected areas:

Wed Jan 02 15:10:59 2002

100.

86.

594

73096
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Abundance TIC: 00275.D
1319
4000000
9.71
3000000
2000000
Nt
1000000 ‘3’5_89
- v
<3 /
053180 44891 5.517L ﬁ.BS 12.54
T T e e e o B T B L e e e e e B B An o v v o s oy S
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: 00275.D
1834 22,63
4000000
3000000
2000000
1000000 , : 27.
- /
0 2228177
IR e e B A A B B e o B LA A S B L B e e ML B —— T
Time--> 16.00 17.00 18.00 19.00 20.00 21. 22.00 23.00 24.00 25.00 26. 27.00
Abundance TIC: 00275.D
3049
4000000 34.42
3000000
2000000
1000000 /{
0 L3111
[ T T T T | T ¥ T T ¥ 11 T T T T I T ¥ T T T 1 7 T I T T T I T T T T I T T T T T T 7 T | T T 1 T , T L] T
Time--> 28.00 29.00 30.00 31.00 32.00 33.00 34.00 35.00 36.00 37.00 38. 39.00
00275.D SCANS508.M Wed Jan 09 15:10:59 2002 Page 2
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN0O8\00275.D

Operator :

Acquired : 8 Jan 2002 3:24 pm using AcgMethod SCANS508
Instrument : Instrumen

Sample Name: 508scan

Misc Info : January 8, 2002

Vial Number: 1
Quant File :SCANS08.RES (RTE Integrator)
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Data File
Acqg On
Sample
Misc

MS Integration Params:

Quant Method

Title
Library

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN08\00275.D

8 Jan 2002
508scan
January 8,

3:24 pm
2002
LSCINT.P

508 scan method
C:\DATABASE\WILEY7N.L

Vial: 1
Operator:
Inst Instrumen
Multiplr: 1.00

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

khkhkhkhkkkhkhkhkhkhkhkkhkhhhkhkrkhkrthkhkhkhkhbhhkhhkhhkkhhhdkhkhkhkhbhkhbhhdbhkhhhkhbhkhkhhhkhhhkhhhkkkhkdkkhdkk

Peak Number 1 Acetonitrile, dichloro- $$ Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T
3.48 0.12 ug/L 36441 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetonitrile, dichloro- $$ Dichl... 109 C2HCLl2N 003018-12-0 72
2 Dichloroacetonitrile $$ Acetonit... 109 C2HC12N 003018-12-0 53
3 Dichloroacetonitrile $$ Acetonit... 109 C2HCI12N 003018-12-0 50
4 Acetaldehyde, trichloro- (CAS) $.. 146 C2HC130 000075-87-6 35
Abundance Scan 9 (3.477 min): 00275.D (-) m/z 74.00 100.00%
74
5000
4
47 /\\
TTTTTT T Ty T T Tt ey T rT Yy
' 207 350 360 370 3.80 3.90
O' l',l'lllllllllllrlllll]'lllllllllITT‘ITT 1IIIr mz 81090 60.83%
m/fz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #11641: Acetonitrile, dichloro- $$ Dichloroacetonitrile $$...
¥
5000
47 350 360 370 3.80 3.90
m/z 83.90 35.80%
35
Ll h ' 109
LA A SR S S B L UL WAL L L WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11642: Dichloroacetonitrile $$ Acetonitrile, dichloro- $$...
74
350 360 3.70 3.80 3.0
5000 4 m/z 76.00 31.12%
47
35
0 AL AL AL LR LA L ANL I LR (LU R ML L
miz—> 20 40 60 80 100 120 140 160 180 200
Abuindance #11643: Dichloroacetonitrile $$ Acetonitrile, dichloro- $$...
4 350 360 370 380 3.90
m/z 47.00 27.03%
47
5000 4
3
0% "I""Irl' "I"’l!l'I"'1I0'2"'I""l""l""l' T T BN LU UL UL LA I
miz--> 20 40 60 80 100 120 140 160 180 200 350 360 370 3.80 3.90
J0275.D SCAN508.M Wed Jan Oé 15:10:59 2002 Page 3
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN08\00275.D
Acqg On 8 Jan 2002 3:24 pm

Sample 508scan

Misc January 8, 2002

MS Integration Params: LSCINT.P

Quant Method

C:\MSDCHEM\1. .

.\SCAN508.M (RTE Integrator)

Vial: 1
Operator:
Inst : Instrumen
Multiplr: 1.00

Title 508 scan method

Library C:\DATABASE\WILEY7N.L
kkhkkkkhkhkhkhkhdhkhkhkhkhhkrkhkhkhhkhkhthrhrthhkhdhkhhhkhkhhkhhhkhkhkhhkkhkhkhkhhkkhhkhkkhkhhkhkhkhkhhkkkhkkhihhxk
Peak Number 2 2-Pentyn-1-ol Concentration Rank 4

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

4 .85 0.17 ug/L 52649 1,4-Dichlorobenzene-~-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentyn-1-o0l g; : 84 CS5HS8O 006261-22-9 12
2 Cyclobut-1l-enylmethanol 84 CS5H80O 000000-00-0 9
3 5-Hexenal oxime \ yﬁ.113 C6H11NO 057606-82-3 9
4 1-Hexene, 6-bromo- A 162 C6H11Br 002695-47-8 9

Abundance Scan 129 (4.847 min): 00275.D (-) m/z 84.00 100.00%
84
55
5000 39
4ﬁ | 440 460 480 500 520
0 ""l'l"l"]'l'l TTT T II Tr )'ll T Ill('l III Ill III l|l II |l]l TY 'I L |l' Il "lllll[l'll[rl’ m/z 55. 10 73 - 10%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120
Abundance #3292 2-Pentyn-1-ol
39 s's)
5000 8 ISR SEEDE SRS SRR SR
27 440 460 480 500 520
65 m/z 59.10 57.10%
0 . C ]
"l Tl'll'll II Y I L] LARS lllllllllll Il'Y‘l'l III lll Ill III Ill I|Il L 'I llll Tr II lll"l 1I1TTI'T
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120
Abundance #3313: Cyclobut-1-enylmethanol
56
S AT SN N
27 39 83 440 460 480 500 520
5000 m/z 39.10 43.79%
5 66
. .ﬁ’!l I
AR ARASLAGAA AR REAAA RAARE RARM REARA REASA RRAZE RARAI RRARN RARRN LRRRE RAARE LEAAY RAMAS CLARE RLARE LA R
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120
Abundance ' #14234: 5-Hexenal oxime
41 55 440 460 480 500 520
m/z 83.10 42 .33%
5000 27
113
o"l' Y ARR RERRE RARRS RARR) RARES SAAN RARAE REAAE LAASE REEEA MARAN RAR SRAAE RARAS LILAAS ALARE L LR T
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 90 95 100105110115120 440 460 480 5.00 520

20275.D
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN08\00275.D Vial: 1

cgq On : 8 Jan 2002 3:24 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 8, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P
Quant Method : C:\MSDCHEM\1l...\SCAN508.M (RTE Integrator)
Title : 508 scan method gé\s ‘S %\/10‘\15\,(
Library . C:\DATABASE\WILEY7N.L ii \
IR R E SRR R R SRR RS R R R R R SR RERRR SRR R R R R R R R R R SRR A SR IR R R R EE R ERESEEERERES R LS

Peak Number 3 methyl 2-oxo-3-methylbutanoate Concentration Rank 3

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

5.01 0.17 ug/L 53753 1,4-Dichlorocbenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 methyl 2-oxo-3-methylbutanoate 130 C6H1003 000000-00-0 9
2 1-Hexene, 3,3-dimethyl- 112 C8H1s6 003404-77-1 9
3 1-Hexene, 3,3-dimethyl- (CAS) $$... 112 C8H16 003404-77-1 9
4 Pentane, 2,3,4-trimethyl- (CAS) ... 114 C8H18 000565-75-3 9
bundance Scan 143 (5.006 min): 00275.0 (-) m/z 71.10 100.00%

43 7
5000 ﬁ\
59 /\ A
53 SRS VEAPS SRR SRR
. | 460 480 500 520 5.40
O el L LW e er| [ M/Z 43.10  88.99%
mfz--> 20 30 40 50 60 70 80 90 100 110 120 130
IAbundance 5 #26175: methyl 2-oxo-3-methylbutancate
4
5000
71 460 480 500 520 540
59 m/z 41.10 59.11%
ol b L, - 121_130
LB NS LB NLELELELEY SLEL LS LA S LS JLALELELES NLELELASSS WAL AL AL B AL LA DAL AN DL
miz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13806: 1-Hexene, 3,3-dimethyl-
4 _ﬂ
69 460 480 500 520 540
5000 S5 m/z  69.10 55.73%
. ol gl e e an
A U AU S SUMLELS IR SLRUR L LS S AR L S
miz—> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13805: 1-Hexene, 3,3-dimethyl- (CAS) $$ 3,3-Dimethyl-1-hexen B e I
&L 460 480 500 520 540
m/z 59.00 31.70%
69
5000 S5
0""I""6!"'II','!"I"'l!!""I?'a'"l”?zl""11'2"‘l""l""l
m/iz—> 20 30 40 50 60 70 80 90 100 110 120 130 460 480 500 520 540
30275.D SCAN508.M Wed Jan Oé 15:11:00 2002 Page 5
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN08\00275.D Vial: 1

Acg On 8 Jan 2002 3:24 pm Operator:

Sample 508scan Inst Instrumen
Misc January 8, 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 %53"3 N BL A

khkhhkhkhkkhkhkhkhkhkhkhkhhkkhkhkrhkhkkhkhkhkhhkhkhkhkhkhhhkhhkkhkhkhokhhhhkhhhkhhkkhkkhkhkkhkhkhkkhkhkhkhkkhhkkhkkhkhkkk
Peak Number 4 Acetic acid, 3-[1,3]dioxola... Concentration Rank 1

Quant Method

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

5.89 5.77 ug/L 1773330 1,4-Dichlorocbenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 33
2 3-(CYCLOHEX-3'-EN-YL)PROPANOL $$... 174 C8H1404 015745-87-6 33
3 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9
4 Butane, 2-methoxy-2-methyl- $$ E... 102 C6H140 000994-05-8 9

m/z—> 10 20 30 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180

[Abundance Scan7220(5.886min):00275.D(-) m/z 73.10 100.00%
B
5000 k
43 SN W S —
560 580 600 620
Y S | - JUY1 R m/z 43.10 23.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Mbundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
B
5000
560 580 6.00 6.20
43 m/z 45.10 9.30%
ol 27 ‘J 56 | 87 113 174
reprrre ettt e e e e e
m/z-—-> 10 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
Fy<)
e T IRARMA g
560 580 6.00 620
5000 m/z 41.10 8.84%
43 -
27 “ 55 | 8 113 174
Ol rprevrprrsds e e e e e e e

Abundance #1794: N-Ethylformamide $$ N-Formylethylamine $$ Formamide...
30 560 580 600 620
73 m/z 71.10 6.33%
5000
44 58
s L]
A L L L R LR a s B s oo RS R AR A RARSRRRan: L A S i

m/z—> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 6.20
00275.D SCAN508.M Wed Jan 09 15:11:00 2002 Page 6
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN08\00275.D Vial: 1

Acg On : 8 Jan 2002 3:24 pm Operator:

Sample : 508scan Inst : Instrumen
Misc : January 8, 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 ged\) y o B L
*

khkkhkhkkhkkhkkhkhkhkkhhdhkhhkkhhkhkhkhkhkhhkhkhkhkhkhkhkhkhkhhhkhkhhid hkhkkkkkkhkhhhkkhkikkhhkhkhhkkhkhkkkikk

Peak Number 5 Formamide, N-methyl- Concentration Rank 8

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

9.85 0.11 ug/L 33830 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Formamide, N-methyl- 59 C2H5NO 000123-39-7 4
2 Formaldehyde O-methyloxime $$ Fo... 59 C2HSNO 062479-73-6 4
3 Propanoic acid, 2-hydroxy-2-meth... 118 CS5H1003 002110-78-3 4
4 Butane, 2-methoxy- $$ Ether, sec... 88 C5H120 006795-87-5 4

Abundance Scan 567 (9.847 min): 00275.D (-) m/z 59.10 100.00%
59
5000
45 73 960 9.80 10.00 10.20
| | m/z 45.00 13.74%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
IAbundance #633: Formamide, N-methyl-
59
5000
960 980 10.00 10.20
m/z 43.00 9.12%
43 |
C"I""I"“I"‘'I""I""II"T‘1’r"l"‘ RN B S U
miz—-> 10 20 30 40 S50 60 70 80 90 100 110 120
Abundance #642: Formaldehyde O-methyloxime $$ Formaldehyde, O-methyl...
59
’ 960 980 1000 1020
5000 m z 73.10 8.98%
44
Oy lll S I IR A AR T T T T T T T
miz—> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #17618: Propanoic acid, 2-hydroxy-2-methyl-, methyl ester ... —r
59 960 980 1ooo 1020
m/z 42.10 8.13%
5000 31
15 45
o | R e 103 18
HEJURAR FUALEA FURMALE SLEU LS EURL AL LU SURBL ABAELELS R SLELNL LA S LA LR IR It AL N N AL SN ELES ELSLELI S
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 960 Qm 10,00 10.20
30275.D SCAN508.M Wed Jan 09 15:11:00 2002 Page 7
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN08\00275.D
Acg On 8 Jan 2002 3:24 pm

Sample 508scan

Misc January 8, 2002

MS Integration Params: LSCINT.P

Quant Method

Title

C:\MSDCHEM\1..
: 508 scan method

Vial: 1
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

00275.D SCAN508.M

Library C:\DATABASE\WILEY7N.L C@L . B

Ahkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhhkhkhkhkhkhkhhrkhkrkhkhkhkhhkhkhkhkhhhkhkhrdhhkhkhhkhkhkhbhkhkhkhkihkkhkkkk

Peak Number 6 Cyclopentasiloxane, decamet... Concentration Rank 7
R.T EstConc Area Relative to ISTD R.T
12.54 0.11 ug/L 50315 Naphthalene-ds : 13.19
o/ F Cov -8’
Hit# of &5 Tentative ID MW MolForm CAS#H Qual
1 Cyclopentasiloxane, decamethyl- 370 C10H30058i5 000541-02-6 64
2 Cyclopentasiloxane, decamethyl- 370 C10H3005Si5 000541-02-6 42
3 Noradrenaline tetraTMS 457 C20H43NO3Si4 068595-65-3 38
4 Benzeneacetic acid, .alpha.,3,4-... 472 C20H4005S5i4 037148-65-5 25
Abundarce ; Scan 803 (12.542 min). 00275.0 () m/z 73.10 100.00%
3
267
5000 355
191 1220 1240 1260 1l28'0”'II
0 lll'l‘l|l' IT TTT T TTY l[ LB lll lIll lll LS l TrV TTTr[YIes L I| LI l| l'|'l llllrl]l'l'llll m/z 267 00 47 69%
m/z--> 40 60 80 100 120140 160 180 200220 240 260 280 300 320 340360 380400420 440
Abundance . #313068: Cyclopentasiloxane, decamethyl-
5 .
267 3%
5000 AUV AUV ARV B
12.20 1240 1260 12.80
m/z 355.10 36.17%
0 1 1 207 ) 323 b
m/z--> 4' GIO 80 1(‘)01501)101€|301802002202402&02803003203403&03é046042'044|10
Abundance 4 #313065: Cyclopentasiloxane, decamethyl-
3
1220 1240 1260 1280
5000 267 m/Z 356.10 13.12%
355
45
l K 193 223 323
c ||lllll|| 'l"l'l]'Ill'TIlI]ll'jTTYlT LIS |l|ll1'l”lTIllll LBLALE RRRES ,lll'lfIllIllllIllll]l|lllllll'll| 'Ill
nfz—> 40_60_80 100120140160 180200220 240 260 280 300 320 340 360 380 400 420 440
Abundance #357156: Noradrenaline tetraTMS . S R e s
B 1220 1240 1260 12.80
m/z 268.00 8.71%
45
ol | 147 442
LE AN LA T LARA RALEE RARAI LA BRAAE LEAANRLAERE LR LAL Illl l TVITYY VY LB LR l'|[“‘ T rrer Trrr
miz-—-> 4l0 6|0 80 1001%01&]101é01113026022102-‘11026'02%300320340%032]304(5042'0440 1220 1240 1260 1280
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN0O8\00275.D Vial: 1

Acg On 8 Jan 2002 3:24 pm Operator:

Sample 508scan Inst Instrumen
Misc : January 8, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE IntegratqQr)
Title : 508 scan method €E1E?;S \YJ xg v -
Library : C:\DATABASE\WILEY7N.L %

khkkhkhkhkhkhkhkhkhkhhkhkhhkkkhkhkhkhhhkhhkhkhkhkhkhkhhihhhhhkhkhkhkhkhkkkhkkhkhkkhkhkkhkkhkhkhkhkhkkhkhhkkkk

Peak Number 7 Phenanthrene, 9-methyl- $$ Concentration Rank 5
R.T EstConc Area Relative to ISTD R.T.
22.28 0.13 ug/L 66968 Phenanthrene-dl0 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12 000883-20-5 59
2 N-(2-methylprop-2-enyl)-2-nitrob... 192 C10H12N202 000000-00-0 50
3 l-amino-2-methyl-4-isopropyl-thi... 192 C5H13N4PS 107264-54-0 50
4 Thiocyanic acid, 2-benzothiazoly... 192 C8H4N2S2 006011-99-0 45
Abundance Scan 1656 (22.280 min): 00275.D (-) m/z 192.10 100.00%
192
5000 #A
y 82 9f 118 146 160 I | 2200 2220 22.40 2260
0' |"""|l" |TY1II!"I[II‘|| Tllllllllllll T T I!Illl[' r"l"ll’l‘l‘;TT'T_! m/z 191 10 16 36%
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
IAbundance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene
192
5000 r . ....,,...,[\..
2200 2220 2240 2260
m/z 193.10 13.96%
96 165
0 88 139152 1?6 |
TT T T TTTTTT LELELIL T!llll Trrrv AL LI T lVIll LB TFrT T ]l'l‘v_l
miz--> 0 50 60 70 80 90 100 110 120 130 140 150 160 170 150 180 200
Abundance #102494: N-(2-methylprop-2-enyl)-2-nitrobenzenamine
192
77 |ll|ﬁ—r" llll]lllll
9 130 2200 2220 2240 2260
5000 104 m/z 96.00 13.20%
119
‘ | 177
G'll"l"'l'lll"l IllfilllllllllllllTVIVI LELEL TYIT Y flll T Tl l'lIl"l'll!l' l‘lll—ﬁ
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance "#101918: 1-amino-2-methyl-4-isopropyl-thiotriazaphospholin... LI B e e R
159 192 2200 2220 22.40 2260
m/z 146.10 12.72%
5000
144 177
0 I RARAE RRRAR RARES RARRE RARRE LA RRRRE AR LARRE LS ""I""“Wl TTTITTYTTY Fo Ty '/’\" U N
mfz--> 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 2200 2220 22.40 2260

00275.D SCANS508.M

NYC-WTC_000051036
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN08\00275.D Vial: 1

Acg On : 8 Jan 2002 3:24 pm Operator:

Sample : 508scan Inst : Instrumen
Misc : January 8, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method

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

Title : 508 scan method 5?5 I‘S 6\,.

Library : C:\DATABASE\WILEY7N.L <
Ahkhkrhhkhkhkkhkhkhkhhhhhhkhhkhkhhhhkhkhkhhkhkhkhkhkkhkhkhkhkhdkhkhkhkkhkhkhkhkhkhkrkhkhkhhhkhhhhkhkhhdkhkdhdkkdhkk
Peak Number 8 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 2

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

22.77 0.36 ug/L 186927 Phenanthrene-di0 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 90
2 Anthracene-D10 188 C14D10 000000-00-0 90
3 Anthracene-4dlo0- 188 C14D10 001719-06-8 74
4 Phenanthrene-di1o0 188 C14D10 001517-22-2 74
Abundance Scan 1699 (22.771 min): 00275.D (-) m/z 188.10 100.00%

ﬁs

5000
80 94 LA B 0 200 I o
66 | 132 146 156 22.40 2260 2280 2300 2320
oL AN NN IS § SN A T 11| B m/z  94.00 19.089
m/z--> 60 70 80 S0 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
188
5000 [rrrrrrTTTTY o T
2240 2260 22.80 23.00 23.20
80 m/z 80.10 16.91%
66 | Il 1?? |ll
L N e AR R
mfz--> 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84498: Anthracene-D10
188
R e e
2240 2260 2280 2300 23.20
5000 m/z 189.10 14.78%
80 g4
66 ’ | 160 I
0 ] i} x||
O A B e B R B S ANRASE SR a s s wa s s wn s s
m/z--> 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance : #84502: Anthracene-d10- T T T
' 188 22.40 2260 22.80 23.00 23.20
m/z 184.10 10.99%
5000
66 80 94
I I, !” S 4 II..‘. SN A N— —_
m/z--> 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 2300 2320
00275.D SCAN508.M Wed Jan 09 15:11:00 2002 Page 10
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Tentatively Identified Compound

Jperator ID:

Date Acquired:

8 Jan 2002

Data File: C:\MSDCHEM\1\5973N\02JAN08\00275.D

508scan
January 8,

Name:

Misc: 2002

3:24 pm

{LSC) summary

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

Title: 508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

TIC Top Hit name

deetorritrile, dte... 3.48
2—PRentyn-1-0l 4 .85
nethyl Z-oxXU=3—me... 5.01
AeetTtracte—3—fdwm—— 5.89

; 1- 9.85
yetopentasitoxaiea— 12.54
PheTlanthirene, 9-m.~. . 22.28
JECADEUTEROPHENANTTT22. 77

J0275.D SCANS08.M

NYC-WTC_000051038

cooouvnooo
DR EONND R

RT EstConc Units Response

53753
1773330
33830
50315
66968
186927

Wed Jan 09 15:11:00 2002

NN G Qg

--Internal Standard---

#

RT

Resp Conc
6144310 20.0
6144310 20.0
6144310 20.0
6144310 20.0
6144310 20.0
8773220 20.0
10484700 20.0
10484700 20.0
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.Comments for Sample AE00275 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-10-2002 Time: 17:27:37

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.

The recoveries for 12 of the 43 compounds in the LCS Standard were above their
acceptance ranges.

NYC-WTC_000051039



