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Comments for Sample AE12322 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vingci, David L
Date: 06-07-2002 Time: 12:24:57

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.
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. Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\052902\12322.D vVial: 10
Acg On : 29 May 2002 5:25 pm Cperator: McLean
Sample : ge/ms scan 5/24 Inst : Instrumen
Misc : : Multiplr: 1.00
MS Integration Params: EVENTS.E <
Quant Time: Jun 03 10:48:46 2002 Quant Results File: 052202.RES

Quant Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integratot)
Title : 508 Modified GC/MS scan

Last Update : Wed May 29 08:47:01 2002

Response via : Initial Calibration '

DataAcqg Meth : 508SCAN

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.90 152 4337530 40.00 ug/L 0.00
10) Napthalene-ds8 ' 13.39 136 17261904 40.00 ug/L -0.01
17) Acenapthalene-dio 18.53 164 9464950 40.00 ug/L -0.01
29) Phenanthranene-dl0 22.91 188 14156211 40.00 ug/L -0.01
37) Chrysene-dl2 30.76 240 8162032 40.00 ug/L -0.05
43) Perylene-dl2 34.65 264 3955366 40.00 ug/L -0.03
System Monitoring Compounds
27) TCMX 20.50 209 2003872 36.74 ug/L -0.01
Spiked Amount 40.000 Recovery = 91.85%
Target Compounds - Qvalue
2) n-nitros-dimethyl amine 0.00 74 0 N.D. 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 20.50 77 33399 N.D.
30) Nnitrosodiphenylamine 20.50 169 40483 0.28 ug/L # 64
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 25.05 149 23110 N.D.
(#) = qualifier out of range (m) = manual integration
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\052902\12322.D Vial: 10
Acg On : 29 May 2002 5:25 pm Operator: McLean
Sample : gc/ms scan 5/24 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E :
Quant Time: Jun 03 10:48:46 2002 Quant Results File: 052202.RES

Quant Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Int egrat‘dir)
Title : 508 Modified GC/MS scan

Last Update : Wed May 29 08:47:01 2002

Response via : Initial Calibration

DataAcqg 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 0.00 228 0 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 o] 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 0.00 278 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
12322.D 052202.M Mon Jun 03 10:49:18 2002 Page 2
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\l\DATA\,052902\12322.D Vial: 10
Acg On : 29 May 2002 5:25 pm Operator: McLean
Sample : gc/ms scan 5/24 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: Jun 3 10:48 2002 Quant Results File: 052202.RES
Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan

Last Update : Wed May 29 08:47:01 2002
Response via : Initial Calibration

Abundance TIC: 12322.D . v
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LBSLC Area rercent KReport

Data File : C:\MSDCHEM\1\DATA\052902\12322.D Vial: 10

Acg On : 29 May 2002 5:25 pm Operator: McLean
Sample : gc/ms scan 5/24 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.e

Method : C:\MSDCHEM\1\METHODS\052202.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 3.232 22 26 30 PV 5 4440 68220 0.18% 0.031%

2 3.397 53 54 66 PV 3 2565 37282 0.10% 0.017%

3 3.538 74 78 89 VvV 5 9632 178982 0.46% 0.083%

4 3.696 93 105 126 PV 5 37908 3433148 8.83% 1.583%

5 3.826 126 127 140 VV 4 34294 1595879 4.10% 0.736%

6 3.914 140 142 145 VV 2 29844 444061 1.14% 0.205%

7 3.937 145 146 161 VV 6 30162 1523804 3.92% 0.703%

8 4.031 161 162 166 VV 4 25284 493325 1.27% 0.227%

9 4.072 166 1685 181 VV S 24275 1201405 3.09% 0.554%
10 4,742 282 283 285 VvV 2 8552 98705 0.25% 0.046%
11 5.030 326 332 340 VvV 8 6441 256783 0.66% 0.118%

12 5.283 373 375 379 VvV 3 3489 50685 0.13% 0.023%
13 5.600 425 429 442 VV 3 3009 116316 0.30% 0.054%
14 5.935 476 486 526 PV 367895 7863244 20.21% 3.625%
15 7.715 783 789 801 PV 7 3504 109782 0.28% 0.051%
16 8.790 963 972 976 PV 7 1851 46237 0.12% 021%

0
17 9.278 1052 1055 1065 PV 7 1716 31265 0.08% 0
18 9.895 1150 1160 1177 PV 1290945 25856647 66.47% 11.921%
19 10.165 1201 1206 1216 PV 1461 17111 0.04% 0
20 12.004 1514 1519 1525 PV 2861 51816 0.13% 0

w Ul

21 13.391 1744 1755 1774 VV 1924672 35166679 '90.40% 16.214%

22 13.544 1774 1781 1792 VV 5699 123070 0.32% 0.057%
23 13.796 1813 1824 1831 PV 7 1701 41177 0.11% 0.019%
24 14.225 1892 1897 1902 VV 5 2134 36322 0.09% 0.017%
25 15.659 2135 2141 2149 VV 6 1763 36682 0.09% 0.017%
26 16.123 2212 2220 2227 PV 4 1887 36129 0.09% 0.017%
27 16.705 2309 2319 2331 VV 5 3136 69203 0.18% 0.032%
28 17.110 2383 2388 2398 VV 4 6435 103971 0.27% 0.048%
29 17.621 2469 2475 2481 PV 3 2980 45436 0.12% 0.021%
30 18.526 2619 2629 2647 VV 2053882 38902384 100.00% 17.936%

31 18.779 2660 2672 2680 VV 2577 45409 0.12%

w

0
32 20.101 2890 2897 2903 PV 3080 51087 0.13% 0.024%
33 20.500 2951 2965 2981 PV 1075910 19887585 51.12% 9.169%
34 21.352 3100 3110 3118 BV 2 8061 122354 0.31% 0.056%
35 22.533 3300 3311 3322 PV 2 14345 258497 0.66% 0.119%

36 22.909 3350 3375 3396 PV 2 1928240 38355252 98.59% 17.684%
37 23.068 3396 3402 3409 VV 2 13940 268507 0.69% 0.124%
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3135
47710
4751

4809
5227
5373
5418

3750
4749
4760

4813
5233

5417

5420

Sum

pv
pv

BV

PV

of

2 1592 31448
2 1123924 25106472
5 2358 65435
3 1384 17649
3 5548. 91523
612663 14547959
1389 8216
corrected areas:

Mon Jun 03 10:49:27 2002
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\052902\12322.D
Operator : McLean
Acquired : 29 May 2002 5:25 pm using AcgMethod 508SCAN

Instrument : Instrumen

Sample Name: gc/ms scan 5/24

Misc Info : .
vial Number: 10

Quant File :052202.RES (Chemstation Integrator)
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Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\052902\12322.D vial: 10

Acg On 29 May 2002 5:25 pm Operator: McLean
Sample gc/ms gcan 5/24 Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integrator)
Title 508 Modified GC/MS scan -
Library C:\DATABASE\NIST98.L

K de de de K Fe de g d g Kk dodode de otk ok dod ke kokok ok ok ok ok ok ok ok ok ok gk ok ok ok kk ok ok ok ok kkkdkdkdkhdkhkhkhkkkkkdkkkkkk%k

Peak Number 1 Acetonitrile, dichloro- Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T
3.54  0.28 ug/L 178982  1,4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Acetonltrlle, dichloro- 109 C2HCI12N 003018-12-0 43

2 Acetonitrile,

dichloro-

109 C2HCI12N

003018-12-0 3

3 Allyl mercaptan 74 C3H6S 000870-23-579
4 Propanoic acid 74 C3H602 000079-09~4 5
Abundance Scan 78 (3.538 min): 12322.D (-74) {-) m/z  74.00 )./C0.00%

7
82
5000 .
49
35 R e e e
l l43ll 55 l 320 340 360 3.80
Ok el L) [m/z 82.00  60.009
miz—> 10 20 30 40 50 60 70 80 o0 100 110
Abundance #28338: Acetonitrile, di;hloro-
4
5000 82
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% ' m/z 76.00 39.54%
PO N SN I || NN -~ S [ 108
lllllﬁ—llllllll‘rfl'lllll(]ll)l]'l’_l_' ll ll]llll[llll[llfllll!ﬁ_l'
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74
35 |
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’ l 47
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m/z 47.10 27.90%
5000
7
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Library sSearcn Compound Report

Data File : C:\MSDCHEM\1\DATA\052902\12322.D Vial: 10

Acg On : 29 May 2002 5:25 pm Operator: McLean
Sample : gc/ms scan 5/24 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
*****‘****************************************************************
Peak Number 2 Methylene Chloride Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.70 5.31 ug/L 3433150 1,4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS#
1 Methylene Chloride 84 CH2Cl2 000075-09-p
2 Methylene Chloride 84 CH2Cl2 000075-09-
3 Methylene Chloride 84 CH2Cl2 000075-09-23
4 Methylene Chloride 84 CH2Cl2 - 000075-09-2
Abundance Scan 105 (3.696 min): 12322.D (-93) () m/z 49.10 100.00%
84
5000
ol o 88 340 360 380 400
c lll("rl'_l"l'll l[l ! TT llf T]—I l 71T i I I l lll'xlllllllll[llllllll m/z 84.00 65‘28%
miz-—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #12327 Mitgw ene Chloride
84
mo T T 1T 17T LERER] T F
340 360 380 400
1 m/z 86.00 47.87%
c l[ lrlrﬁl4[|181 24 2831 3l5|3l841 I! l l2l TI1{7 |7|0I l[l l_lTl l 18!81 l T
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #111039: thbt\ylene Chloride
84 340 360 380 400
5000 m/z 51.10 29.70%
cll,Y”l"rmlllI‘llll 128513‘1 13[5(3181143 {i ileI[lle( l6l7.171 llllir‘l‘ll‘;lillsgsl(llll‘lll
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 S0 95
r\bundance #111041: Methylene Chioride T . S
419 340 360 380 400
m/z 47.10 15.44%
84
5000
Oty T 1262? T 1['i1; 5% 6|5 1731771 i‘s'si T T
. lllll LR R l‘ll TTTI VI sy gy l LRJ lllllllll IRRRE RASEE ERARSERER IR RA LSRR RS EERA N RS T T 7T T T 7T T 7111 T T T 7 T T 7
niz-> 5 10 15 20 95 35 35 40 45 5 55 60 68 70 75 80 85 % 95 340 360 380 400
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Llprary searcl Loupouna Report

- Data File : C:\MSDCHEM\1\DATA\052902\12322.D Vial:
Acqg On : 29 May 2002 5:25 pm Operator:
Sample : ge/ms scan 5/24 Inst :
Misc : Multiplr:

MS Integration Params:

LSCINT.e

10

McLean
Instrumen
1.00

Quant Method

C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integfator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NISTS98.L
kdhhkhhhkhhdhhhkdhhkkhkhkhkhkhkkkhhkhkhhkkkdkhkkdkdddkikdkkkkkikkdkkkkddkddkdkdikkikikkkikikiik
Peak Number 3 Acetic acid, chloro-, ethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T
3.83 2.47 ug/L 1595980 1,4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS#
1 Acetic acid, chloro-, ethyl ester 122 C4H7C10O2 000105-39-% 2
2 Ethanol, 2,2-dichloro- 114 C2H4Cl20 000598-38£9 2
3 Boron trifluoride etherate 142 C4H10BF30 000109- 7 1
4 2-Chloroethanol 80 C2H5C1O0 000107/407-3 1
Abundance Swn%7(3.826min):12322.0(-126)(—) .l m/z 49.104 100.00%
84
5000
3 [[ 340 360 380 400 420
c‘l“lllll]llTIIlll(?ll[(I llllllilll llll:'llllllillllllllll)lll]"‘T m/z 84000 55056%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance . #108005: Acetic acid, chloro-, ethyl ester
2
5000 NGRS DA SRS S A S EA
77 340 360 380 400 4.20
14 l 42 49 m/z 48.10 44 ,02%
o'l l’l’lll'[‘l l!!"??li!llll l"hll?‘?T%l lll‘ll‘lll818‘ 1914' 107 12!Il‘llf
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130,
Abundance ’1 #1082: Ethanol, 2,2-dichloro-
3 ‘
"[Trll T LA T ITﬁ
340 360 380 400 420
5000 m/z 51.10 16.56%
- 37{1‘?‘,‘,955?,1 70 77,83 - 96103 114
TTI T ¥ LELIR 3R TV T TrrT ‘llllllll rTTrryrrrtrte 'I TT T T T
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1098: Boron triflucride etherate R B I S
3 340 360 3.80 400 420
m/z 39.00 16.13%
59 3
5000
. 45 74
15 39;I.H , 68 | 81 93 127 ﬂ
oll TI‘ﬁ_rll'_rllllll]l!lllllll[lllIIIIIIlllllll‘lll‘llllllllii IIT1711 ll
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 340 360 380 400 420
12322.D 052202.M Mon Jun 03 10:49:37 2002 Page 6
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Data File :

Acg On
Sample
Misc

MS Intégratlon Params:

LLDIAry Searcin Lompouna Report

C:\MSDCHEM\l\DATA\052902\12322.D
29 May 2002
gc/ms scan 5/24

5:25 pm

LSCINT.e

Vial:
Operator
Inst :
Multiplr:

10

: McLean

Instrumen
1.00

Quant Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integrator)
508 Modified GC/MS scan

Title
Library

C:\DATABASE\NIST98.L

%k de Kk kK ode ok ko de ko ek ke kok ok ok ok ok ok ok ok ok ok ok de gk ko de sk ke de ke k ok ok de sk k ok ok k ok ko k ok ko kk kg ok ok ok ok ok kkkkk

Peak Number 4

EstConc

Borane,

trifluoro-

- Relative to ISTD

Concentration Rank 7

Hit# of

1 Borane,

0.

5

69 ug/L

444061

Tentative ID

trifluoro-

2 2-Chloroethanol

3 Acetic acid,

chloro-,

ethyl ester

1,4~Dichlorobenzene~d4 9.

MW MolForm

68 BF3

- 80 C2H5CI1O

122 C4H7Cl02

4 Ethyl Chloride 64 C2H5CL
Abundance Scan 142 (3.914 min): 12322.D (-140) () m/z 49.10 X00.00%
4p : ' -
5000 .
T T Illiiil'_l’_l'[ lll
41 58 82 360 380 400 420
o T L m/z  82.00 9.94%
"miz=> 0 10 20 30 40 50 80 70 80 S0 100 110 130
Abundance 2?912321: Borane, trifluoro-
360 3.80 400 420
m/z 51.10 6.32%
11 19 30 38 l o8
cll))lllIIL‘[DIlllllllillll[lIll]lll'llll»lll‘l Illll lll ).ll)] T'I*l—
> 0 10 20 30 40 50 60 70 80 S0 100 120 130
Abundance #108328: 2-Chloroethanol
S
Illlllllfllllll![lill
360 380 400 420
5000 m/z 41.10 6.03%
44 l‘v:‘l-.“
’ I37 Illtu 115763 810
cunnnlrr‘l—lexrxlxriw—rrllrin(11':'111'11111[-:1: LU B I AL O 20 LI B O
> 0 10 20 30 40 50 60 70 80 S0 100 120 130
Abundance #108005: Acetic acid, chloro-, ethy! ester B A B B o
2 ' 360 3.80 400 420
m/z 36.10 5.41%
50001
77
42 49
14 .
0 );” l I;;as}!lbxll 5?65’ Il 88914 107 122 ¥
TI17v LR N T TTrorT L BRI T 1T 71T7 TIrT TT FT llll'l LR ‘llII‘I_rllllll“— Illl)]l LBREE] T 7T LIRS
miz-> O 10 20 30 40 50 60 70 8 90 1 110 120 130 360 380 4.(])0 4.120 [
12322.D 052202.M Mon Jun 03 10:49:39 2002 Page 7
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Liprary searcn compound Report

Data File : C:\MSDCHEM\1\DATA\052902\12322.D . Vial: 10

Acqg On : 29 May 2002 5:25 pm .Operator: McLean
Sample gc/ms scan 5/24 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integfétor)
Title 508 Modified GC/MS scan A
Library : C:\DATABASE\NIST98.L

kkkkhkhkhhhhhdhhhhkhhhhhhhhhhhhhkhhkhhkhhhkhk kA Rkhhhhhkddkkhhhhhhhdodhkhkhkdhdddkh

Peak Number 5

Z,72-7,11-Hexadecadien-1-ol

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.94 2.36 ug/L 1523800 1, 4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS#

238 CL6H300

1 Z,2-7,11-He
2 Krypton
3 Imidazol,

4._.
4 Acetic acid, dichloro-,

xadecadien-1-ol
84 Kr

fluoro-

. 86 C3H3FN2
ethyl ester 156 C4H6C1202

1000131-01-4
007439-90-9

Abundance Scan 146 (3.937 min): 12322.D (-145) () m/z 84.00 10?.00%
47
. \.k
36
58 ll'lllllllllllllllllll)
[ l 360 380 400 420
ookl | [W/z 47.10 89.74%
miz-> 40 60 80 100 120 140 160 180 200 220 240
Abundance #34888: Z,Z-7,11-Hexadecadien-1-ol
86
5000 w T T [llll l(]’
41 . 360 380 400 420
' 58 ' m/z 49.10 89.38%
0! '[,ILI Ay r“l 98 113124 140 160 172 190 206 223 23]8_rr
T T 71T ¥ llll lllllleT
L’n/z-> 40 60 80 100 120 140 160 180 200 220 240
Abundance #33829: Krypton
84
T T illl lTl(ll
360 380 400 4.20
5000 m/z 86.00 85.35%
42 ”
ottt e
miz--> 40 60 8 100 120 140 160 180 200 220 240
Abundance . #34862: Imidazol, 4-fiucro- R i e A
86 360 3.80 400 420
m/z 84.95 37.73%
5000
59
cllllllll’lllllll'l ¥ llll]lllllllif’ll!llllll‘li.l‘l_rJlll[TT ll’lllllllll’lll'l}‘rll‘ll'
mfz—-> 40 60 80 100 120 140 160. 180 200 220 240 360 380 400 420

12322.D 052202.M
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LIDLary Searclli COmpouna KXeport

Data File : C:\MSDCHEM\1\DATA\052902\12322.D

Acg On 29 May 2002 5:25 pm
Sample : go/ms scan 5/24
Misc :

MS Integration Params: LSCINT.e

Quant Method :
Title :
Library :

Operator:
Inst :
Multiplr:

Vial: 10

McLean

1.00

C:\MSDCHEM\ 1\METHODS\ 052202 .M (Chemstation Integfator)
508 Modified GC/MS scan
C:\DATABASE\NIST98.L

%k de Kk kK Je ok ko ok ok ke k ke dok ok ok ke k ok k ok ok ok ok ok ok ok dok ok kok ok ok k ok ok d ok k ok ok kk kk ok hkkkkhkkhkdkdhhkkkdkkkkk

Instrumen

Peak Number 6 2-Butenoic acid, (E)-- Concentration Rank 6

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

4.03 0.76 ug/L 493325 1,4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS#H# Qua
1 2-Butenoic acid, (E)- 86 C4H602 000107-93-7
2 Isocrotonic acid 86 C4H602 000503-64-0/7
3 2-Butenoic acid, (E) - 86 C4H602 000107-93-7 5
4 Ethenamine, N-methyl-N-nitroso- 86 C3H6N20 004549-40-0 5

[Abundance Scan 162 (4.031 min): 12322.D (-161) (-) : m/z 86.00 10 0%
g
5000 s A1
t ‘ ff ol 360 380 400 420 440
cIlIll]l’TfTIlllIIlllllll_lfllllll‘lllr"r‘l’_lll[lllllllIIrll|llIl'lllllllllll% lllIlr] Illl m/z 86 90 58 39%
miz—> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 S0 95 ‘
Abundance #34651: 2-Butenoic acid, (E)-
86
41
5000 ' .
69 360 3.80 4m 4.20 4w
. 45 m/z 41.10 48.32%
ol Zﬁ!l,;ﬁ’.?ft,!l.!.g;!,..59?.1.,,57.,63,..,6,6.‘,,17.2..1, 982 |89
miz—> 15 25 30 35 40 45 50 55 60 65 75 80 8 90 95
Abundance #346486: Isocrotonic acid
39 86
360 380 400 420 440
5000 63 m/z 36.10 41.95%
45 A
27 2 |71
o) 3.1 3ql ‘ }I'I A .5176.0 . | e
ll'lllllll[lllllllllIrT ll[‘llllll['lr'll'lilllililfl l]lll'[l‘ﬁ—llllll lllllll‘l'lI’
miz-> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #116768: 2-Butencic acid, (E)- T T T
85 360 380 400 420 440
» - m/z 40.00 29.19%
5000
69
i |
O 34; 1 1f h'} 510 15'761063166] 1V275 e —
TTrTITY TTT7T TTT TT17 LERES LR} TV T ml T T HERE] T LR} LRI TTT T T TTT T TTT LIRS llll"l—rllfl'l LR B B 3 ‘.I‘T
mjz--> 1520253035404550556065707580859095 3.603.804.004.'20 «[10
12322.D 052202.M Mon Jun 03 10:49:43 2002 Page S
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Data File

L1iprary SsSearcn compouna xeporc

C:\MSDCHEM\ 1\DATA\052902\12322.D

: Vial: 10
Acg On : 29 May 2002 5:25 pm Operator: McLean
Sample : gc/ms scan 5/24 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params:

Quant Method

Title
Library

LSCINT.e

: C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integrator)
508 Modified GC/MS scan =
C:\DATABASE\NIST98.L

de de ok kg do ek de e de Je de de Jo ok h ok de h ok ok kk ok ok ok ok dk hkhhk ok ok kkdhdhhhkhkhkhkhkhkdkdkkkkkkkkkkhkhdkkhkdkkdhk

Peak Number 7 2-Butenal, 2-methyl- Concentration Rank 5
R.T EstConc Area Relative to ISTD R.T
4.07 1.86 ug/L 1201410 1,4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butenal, 2-methyl- 84 CS5H80O 001115-11-3 7
2 l-Penten-3-one 84 C5H80 001629-58-9
3 Thiophene 84 (C4H4S 000110-02-1/5
4 Thiophene A 84 C4H4S 000110-02-4A 5
Abundance Scan 169 (4.072 min): Lészz.o -166) () W %
5000
41
3? ‘l ’ 5? 7f | 8 380 400 420 4,40
c TT ““I‘l'llllll[ lllI ‘ITII 1“‘11111 n!l’!!l’lll]x!}lll lllllIlllll"(ll'lllll"ll'lllIlll ll'l;llll'llll m/z 84 OO 97 34%
miz—> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #116563; 2-Butenal, 2-methyl-
55 84
5000 29 T TTTY T T Ty T T T T
380 400 420 440
41 m/z 41.05 27 .25%
. ] 37‘1[ 1 ‘1511}11 69 |
c TITTITITT llllllllll])lllllillilllll llllll‘lligl[llfllllll[llll LAR RS I Il-' TIY Il ll TTT ]r l llllllllll
miz~> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 96
Abundance #63: 1-Penten-3-one
y.r
55 380 400 420 440
5000 m/z 51.10 26.84%
39 . 84
c II 31 A-[ ll4|3 mx I]
l(lllll'lllllllllllll llllllll lIl lIlllll]llll'llllIlllllllIllllllllllllll‘l[l"l]'llllllll['lllllllllll
miz--> 0.5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 :
Abundance #33732: Thiophene — T
84 380 400 420 440
m/z 43.10 19.77%
58
45
5000
39
cllllYTII]TL[ lll?lz'lfflll TFV '2!6lilll3{2llll!l|];![:ll:l?{illlllll:illll[l!'elgllllilllll‘l:! }I;l“éllllllll III’]II'lllllllllllIlIT(
mfz--> 0 5 10 15 20 25 30.35 45 50 55 60 65 70 75 80 85 90 95 380 400 420 4.40
12322.D 052202.M Mon Juh 03 10:49:45 2002 Page 10
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Liprary searchn Compound Report

Data File : C:\MSDCHEM\1\DATA\052902\12322.D vial: 10

Acg On : 29 May 2002 5:25 pm Operator: McLean
Sample : gc/ms scan 5/24 , Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integf¥ator)
Title . : 508 Modified GC/MS scan - i

Library : C:\DATABASE\NIST98.L
khhkhhkhhhhhhhkhkdhdhkhdhhkhhhhdhdhbhodhhdhdhhdhkhhhhhhkhkhdhhhdbhkhdhkbhkrhkhdhhhdhhi
Peak Number 8 2-Butenoic acid, (E)-- Concentration Rank 8

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

5.03 0.40 ug/L 256783 1,4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS# Qu
.1 2-Butenoic acid, (E)- 86 C4H602 000107-93-7
2 1-Propyne, 1-{(methylthio)- 86 C4H6S 022174-51-2% 7
3 Phosphonic difluoride 86 F2HOP 014939-34 7
4 Crotonic acid 86 C4H602 003724-6 5
Abundance Scan 332 (5.030 min): 12322.D (-326) () m/z 86.00 },00 .00

8 M

5000 " 129

39 47 58 L llllllrl Ijll
III ] | ‘ 460 480 500 520 540
clllllll[Ylll'|!!Il’,[{ltll}llllllllllll !111'll‘llll'|15111ﬁlifjf m/z 128 90 52 38%
miz—> 20 30 40 50 60 70 80 g0 100 110 120 130
IAbundance #116768: 2-Butenoic acid, (E)-
86
41
5000 T
69 460 480 500 520 540
m/z 47.08 26.60%
cxrllltx 13141[!I£Ix|5 .?.‘.‘?Zl%.HIII?E?.I.;"|‘1... TTFrT [V rTy 1. TT T 7
miz—> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #34894: 1-Propyne, 1-(methylthio)-
86
45 71 ]1rllllll‘lilllllllllm
460 480 500 520 540
5000 m/z 126.85  20.44%
39
?17 33 Illl It 5.1 ?19 ll‘n 1)
c‘lrllll‘llllllilITTllllll’_l‘l'_l"lllllll lIlllllllll["llllllf!lll!
m/z~> 20 30 40 50 60 70 80 g0 100 110 120 130
Abundance #34889: Phosphonic difluoride : A BRan — T
% 460 480 500 520 540
m/z 39.20 20.21%
5000 89 |
47
2 [
OIIT ll[lflll[ lll} T7T IllllT‘l’lllIl! l[“llllllll'lllllllq'llr
miz—> 20 30 40 50 60 70 8 90 100 110 120 130 460 480 500 520 540
12322.D 052202.M Mon Jun 03 10:49:47 2002 Page 11
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Liprary search compound Report

Data File : C:\MSDCHEM\1\DATA\052902\12322.D Vial: 10

Acg On : 29 May 2002 5:25 pm Operator: McLean
Sample : gc/ms scan 5/24 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST®98.L

(22 X2 XA SRR S 2R TR RS R XSS XE S X AR EE AR XS R 2 S22 22 X2 R X R 2 X 2t R X dt R 2t s X R Xo g X K X
Peak Number 9 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.93 12.16 ug/L 7863240 1,4-Dichlorobenzene-da 9.90
Hit# of 5 Tentative ID MW MolForm
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 2-Pentanone, 4-hydroxy-4-methyl- = 116 C6H1202
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
4 Acetone 58 C3H60O 000067-64/41 32
undance Szlan486 (5.935 min): 12322.D (-476) (-) m/z 43.10 /,60 .00%
5000 .
59
101 560 580 600 620
0 TTrY l T 7 ‘ IT_l l7‘l|‘l T 153. lll T 6?1 T7T l' 33— T It l l[l TT r T 117 125 T m/z 59 10 34 Oo%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1049{755 2-Pentanone, 4-hydroxy-4-methyl-
5000
S8 560 580 600 6.20
m/z 58.10 20.26%
15 31 ‘ 101
0 I 25“: l 37! 14l 53.: —~rr 1 N
llil[ﬁ}llll‘lrlll‘ﬁ_‘_llil\‘ll"‘\l“}ll \Y_lfllll!_‘_]"\)\ LRI AIRIR N
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5851 2-Pentanone, 4-hydroxy-4-methyl-
lll lllITTI L lllr]
560 580 600 620
5000 m/z 101.10 12.76%
59
c TF l TIrTrY l T l?l?'r'ﬁ'?zll” ; T f]53 ” 67 77 83 91 l‘g_ig l LERR 1 ITl_l T ] RELIRE
> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl- T I
$ 560 580 600 620 .
m/z- 41.05 5.56%
5000 59
IIIIIITT_IIIIIIIKI ITI lll [ll'_‘lllllllllll‘llll(l’llll llll"l’_U_FIIYT
-> 10 20 30 40 50 eo 70 8 90 100 110 120 130 560 580 600 620

12322.D 052202.M Mon Jun 03 10:49:49 2002 Page 12
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Liprary searcn compound Report

]

Data File : C:\MSDCHEM\1\DATA\052902\12322.D Vial: 10

Acg On 29 May 2002 5:25 pm Operator: McLean
Sample gc/ms scan 5/24 Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Paramsg: LSCINT.e

C:\MSDCHEM\ 1\METHODS\052202.M (Chemstation Integrator)
Title 508 Modified GC/MS scan

Library C:\DATABASE\NIST98.L

khkhhkhkhkhhhhkhhhkhkhhhhkhhhkhhhhhhhkhhhhhhhhhRhhhkhhhkhhhhhhhhkkhkhhhhhhkhhhhhdkddk

Quant Method

Peak Number 10 Phenanthrene, 9-methyl- Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T.
22.54 0.27 ug/L 258497 Phenanthranene-d10 22.91
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 9-methyl- 192 Cl15H12 000883-20-5 53
2 1H-2-Indenone,2,4,5,6,7,7a-hexah. 192 C13H200 1000196-69-5
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 #0
4 Anthracene, 2-methyl- 192 Cl15H12 000613-12-7/40
Abundance Scan 3311 (22.533 min): 12322.D (-3300) () m/z 192.10 10¢/.00%
hi
5000 . j\ /\
82 96 146 160 PN ’ )
70 2220 2240 2260 2280
o} ,42 52 s m/z 193.00 15.88%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

Abundance #81033: Phenanthrene, 9-methyl- 4
: 1
5000
96 165
o203 51 63 748 | 115126139152 L 176
Xil\lllll‘lll ‘ II lil rp)i)l \lll) llllll ]ll))lmll TT “rl"l' l TIT4
> 20 30 40 50 60 70 80 S0 100110120130140150160170180190200
Abundance #80945: 1H-2-Indenone,2,4,5,6,7,7a-hexahydro-3-(1-methylet...
149
5000
0,
miz—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #125848: Anthracene, 9-methyl-
5000
9 165
ol 27 39 51 63 82 115 126 139 152 176

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

m/z 146.10 15.66%
T 7T T /\ 17T lll
2220 2240 2260 2280

m/z 82.00 15.10%

m/z 191.00 14.87%

|

LR LIS R R N S S SR S SN LS R
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. Data File C:\MSDCHEM\ 1\DATA\052902\12322.D Vial: 10
Acg On 29 May 2002 5:25 pm Operator: McLean
Sample gc/ms scan 5/24 Inst : Instrumen
Misc Multiplr: 1.00

MS Integrat ion Params

Quant Method :

Title

LSCINT.e

508 Modified GC/MS scan

C:\MSDCHEM\ 1\METHODS\ 052202 .M (Chemstation Integ‘z"ator)

Library C:\DATABASE\NIST98.L

khkhkhhkrdhkkhkhkhkhhkhkdrxdrhhbhkhkhhhkhkhhhhkhhhhkhkhhhhkhkhdhhhhkhhhhkhkhhhkhdkhhhhhhhhhhhkdkki
Peak Number 11 Anthracene-dl0- Concentration - Rank 9

R.T EstConc Area Relative to ISTD R.T.
23.07 0.28 ug/L 268507 Phenanthranene-d10 22.91
Hit# of 5 Tentative ID MW MolForm CAS# Qual \/

1 Anthracene-d10- 188 C14D10 001719-06-8 78
2 Phenanthrene-dl0 188 C14D10 001517-22-2 72
3 Pentacyclo[7.3.1.1.(4,12).0(2,7)... 188 C14H20 1000215-61-8 45

4 4-Methyl-2-(4-fluorophenyl)pyrim... 188 C11HOFN2 076128-67-1 .38

Abundance Scan 3402 (23.068 min): 12322.D (-3396) () 1#8 m/z 188.10 100.00%
5000
8 160 2280 23.00 2320 23.40
48 66 . 132 : : - -
c,”n[mpuﬁﬁﬁmuympﬁﬂm.l S i ,ﬁﬁ,,,ﬁrUL“. m/z 189.10 19.69%
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
ﬁbundance #79826: Anthracene-d10-
188
moo T rr ]ﬁ_rl T
| 2280 23.00 2320 23.40
m/z 2
o 80 94 50 / 80.00 17.76%
ol17 30 42 52 108 118 132 146 170179
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79827. Phenanthrene-d10
b
LELERER I_I"'_l_r[ T
2280 2300 2320 2340
5000 m/z 184.10 15.34%
66 8o 160
ol % 4252 8§ | [] 108118 132 146 ] 170179) l
lilI{lllll l IIT‘F!( l lrl_rl'l LER S RARES
miz-> 10 20 30 40 50 60 70 80 90100110120130140150160170180190
Abundance #79715: Pentacyclo[7.3.1.1.(4,12).0(2,7).0(6,11)]tetradeca... . e
280 2300 2320 2340
m/z 9S4.10 14.94%

T T T T LRSI AN S a

22.80 2300 2320 23.40

miz-—>

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

12322.D 052202.M Mbn Jun 03 10:49:53 2002 Page 14
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¢ Data File : C:\MSDCHEM\1\DATA\052902\12322.D vial: 10

: Acg On : 29 May 2002 5:25 pm Operator: McLean
Sample : gc/ms scan 5/24 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integ%¥ator)

Title : 508 Modified GC/MS scan o
Library : C:\DATABASE\NISTS98.L
[ ZZEEEEEEELEE X EEEEEEILIEEE IR E S EES S LA ESSESSEAI A RSS2 AR SRR RS X X3
Peak Number 12 4-Octene, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
33.79 0.25 ug/L 91523 Perylene-di2 34.65
Hit# of 5 Tentative ID MW MolForm CAS# Qua
1 4-Octene, (E)- 112 C8H16 014850-23-8
2 4-Octene, (E)- 112 C8H16 014850-23-8 27
3 Decane, 3,4-dimethyl- 170 C1l2H26 017312-45,7 27
4 4-Octene, (E)- 112 C8H16 014850-22-8 22
[Abundance Scan 5227 (33.791 min): 12322.D (5222) (-) 4 m/z 185.10 /Zoo .00%
. 1
57
43 71
5000 83 112
° 207 33.40 3360 33.80 3400 3420
e'llllllllTllll.lllllJ’l[ll r[!lll’ "Tl'"l'!‘rrrl"rw m/z 57020 7300‘1%
/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170 180180200210
Abundance #111302: 4-Octene, (E)-
1 85
som 70 lll'l’T]’llllllllllllll]lT
3340 3360 33.80 34.00 34.20
27 83 112 m/z 55.10 70.24%
oh 18 97
mfz—-> 10 20 30 40 50 60 70 80 90 100110120130140150160170 180190200210
Abundance #13070: 4-Octene, (E)-
5
41 F
l[lllll]rll ll([‘lll_rbl
33.40 3360 33.80 34.00 34.20
5000 70 m/z 71.10 59.76%
83 112
27
ol 15 97
miz~> 10 20 30 40 50 60 70 80 90 100110120130140150160170180180200210
Abundance #16527: Decane, 3,4-dimethyl- B B S
5? 3340 3360 3380 3400 3420
43 m/z 70.10 57.59%
5000
2
0 l]’ I’I I
i]'lTVII [l]l’llll( T 7 Ill(]rlrjj_'l
miz—> 10 20 30 40 50 33403360338034003420
12322.D 052202.M Mon Jun 03 10:49:55 2002 Page 15
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» Operator ID: McLean Date Acquired: 29 May 2002
* Data File: C:\MSDCHEM\1\DATA\052902\12322.D
Name: gc/ms scan 5/24
Misc: » ,
Method: C:\MSDCHEM\1\METHODS\052202.M (Chemstation
Title: 508 Modified GC/MS scan
Library Searched: C:\DATABASE\NIST98.L r

L]

5:25 pm

Integrator)

- --Internal Standard---
RT EstConc Units Response |#

TIC Top Hit name RT Resp Conc
Acetonitrile, dic... 3.54 0.3 ug/L 178882 1 S.90 25856600 40.0
Methylene Chloride 3.70 5.3 ug/L 3433150 1 9.90 25856600 40.0
Acetic acid, chlo... 3.83 2.5 ug/L 1595980 1 9.90 25856600 40.0
Borane, trifluoro- 3.91 0.7 ug/L 444061 1 9.90 25856600 40.0
Z,Z-7,11-Hexadeca. .. 3.94 . 2.4 ug/L 1523800 1 9.90 25856600 40.0
2-Butenoic acid, ... 4,03 0.8 ug/L 493325 1 9.90 25856600 40.0
2-Butenal, 2-methyl- 4.07 1.9 ug/L 1201410 1 9.90 25856600 40.0
2-Butenoic acid, ... 5.03 0.4 ug/L 256783 1 9.90 25856600 40.0
2-Pentanone, 4-hy... 5.83 12.2 ug/L 7863240 1 9.90 25856600 40.0
Phenanthrene, 9-m... 22.54 0.3 ug/L 258497 4 22.91 38355300 40.0
Anthracene-dl10- 23.07 0.3 ug/L 268507 4 22.91 38355300 40.0
4-Octene, (E)- 33.79 0.3 ug/L 91523 6 34.65 14548000 40.0
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