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Comments for Sample AE10899 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 05-21-2002 Time: 12:02:34

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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"Data File : C:\MSDCHEM\ 1\DATA\051602\10899.D Vial: 12

Acg On : 16 May 2002 11:30 pm Operator: Mclean
Sample : 5/10 eh Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: EVENTS.E )

Quant Time: May 17 09:45:28 2002 Quant Results File: 050102.RES
Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan

Last Update : Mon May 13 11:40:29 2002

Response via : Initial Calibration

DataAcg Meth : 508SCAN

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.94 152 5454033 40.00 ug/L 0.00
10) Napthalene-ds 13.43 136 21674534 40.00 ug/L 0.00
17) Acenapthalene-dlo0 18.57 164 11829117 40.00 ug/L 0.00
'29) Phenanthranene-dio0 22.95 188 17554126 40.00 ug/L 0.00
37) Chrysene-dl2 30.81 240 13879494 40.00 ug/L 0.00
43) Perylene-dl2 34.71 264 9477398 40.00 ug/L 0.00
System Monitoring Compounds
27) TCMX 20.54 208 2557988 35.62 ug/L 0.00
Spiked Amount 40.000 Recovery = 89.05%
Target Compounds Qvalue
2) n-nitros-dimethyl amine 0.00 74 0 N.D
3) bis(2-Chloroethyl)ether 0.00 93 0 N.D
4) 1,3-Dichlorobenzene 0.00 146 0 N.D
5) 1,4-Dichlorobenzene 0.00 146 0 N.D
6) 1,2-Dichlorobenzene 0.00 146 0 N.D
7) 2,2'oxybis(1-Chloropropane 0.00 45 0 N.D
8) N-nitroso-di-propylamine 0.00 70 0 N.D
9) Hexachloroethane 0.00 117 0 N.D
11) Nitrobenzene 0.00 77 0 N.D
12) Isophorone 0.00 82 0 N.D
13) bis(2-Chloroethoxy) methan 0.00 93 0 N.D
14) 1,2,4-Trichlorobenzene 0.00 180 0 N.D
15) Napthalene .0.00 128 0 N.D
16) Hexachlorobutadiene 0.00 225 0 N.D
18) 2-Chloronaphthalene 0.00 162 0 N.D
19) Dimethylphthalate 0.00 163 0 N.D
20) 2,6-Dinitrotoluene 0.00 165 0 N.D
21) Acenapthylene 0.00 152 0 N.D
22) Acenapthalene 0.00 153 0 N.D
23) 2,4-Dinitrotoluene 0.00 165 0 N.D
24) Diethylphthalate 0.00 149 0 N.D
25) 4-Chlorophenyl-phenylether 0.00 204 0 N.D
26) Fluorene 0.00 166 0 N.D
28) Azobenzene 20.54 77 43594 N.D
30) Nnitrosodiphenylamine 20.55 169 49332 N.D
31) 4-Bromophenyl-phenylether 0.00 248 0 N.D
32) Hexachlorobenzene 0.00 284 0 N.D
33) Phenanthrene 0.00 178 0 N.D
34) Anthracene 0.00 178 0 N.D
35) Di-n-butylphthalate 25.09 149 55994 N.D
(#) = qualifier out of range (m) = manual integration
108%99.D 050102.M Fri May 17 15:07:10 2002 Page 1
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"Data File : C:\MSDCHEM\ 1\DATA\051602\10899.D Vial: 12

Acg On : 16 May 2002 11:30 pm Operator: Mclean
Sample : 5/10 eh Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: EVENTS.E .

Quant Time: May 17 09:45:28 2002 Quant Results File: 050102.RES
Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan

Last Update : Mon May 13 11:40:29 2002

Response via : Initial Calibration
DataAcqg Meth : 508SCAN

Compound R.T. QIon Response Conc Unit Qvalue
36) Fluoroanthene 26.54 202 17573 N.D.
38) Pyrene 0.00 202 0 N.D.
39) Butylbenzylphthalate 0.00 149 0 N.D.
40) Benzo (a)anthracene 30.80 228 37080 N.D.
41) Bis(2-ethylhexyl)phthalate 31.38 149 621072 1.81 ug/L # 84
42) Chrysene 0.00 228 0 N.D.
44) Di-n-octylphthalate 0.00 149 0 N.D.
45) Benzo{b)fluoranthene 0.00 252 0 N.D.
46) Benzo (k) fluoranthene 0.00 252 0 N.D.
47) Benzo (a)pyrene 0.00 252 0 N.D.
48) Indeno(l,2,3-cd)pyrene 0.00 276 0 N.D.
49) Dibenz(a,h)anthracene 0.00 278 0 N.D.
50) Benzo(g,h,i)perylene 0.00 276 0 N.D.
(#) = qualifier out of range (m) = manual integration (+) = signals summed
10899.D 050102.M Fri May 17 15:07:10 2002 Page 2
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Data File

Acq

Quantitation Report

C:\MSDCHEM\1\DATA\051602\10899.D

On : 16 May 2002 11:30 pm
Sample : 5/1

Misc :

MS Integration Params: EVENTS.E
Quant Time: May 17 9

Method
Title

Last Update

Response via

0 eh

508 Mo

Initia

:45 2002

dified GC/MS scan

Mon May 13 11:40:29 2002

1l Calibration

(QT Reviewed)

Vial:

Operator:
Inst
Multiplr:

Quant Results File:

12

Mclean
Instrumen
1.00

050102 .RE

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

S
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\051602\10899.D

Operator : Mclean

Acquired : 16 May 2002 11:30 pm using AcgMethod 508SCAN
Instrument : Instrumen

Sample Name: 5/10 eh

Misc Info :

Vial Number: 12

Quant File :050102.RES (Chemstation Integrator)

Abundance TIC: 10899.D
2500000 13.43

2000000
9.94

1500000

1000000
5.97

0113%% 5065.& 773 875 9.31 124112@15 58
T T T T T I‘l LR L I T T T T I T T l T T T T I T T T T I T T I T T T T T I T T T T

Time—> 400 5.00 600 7.00 800 900 10.00 11.00 1200 1300 14.00 1500

IAbundance TIC: 10899.D
2500000 1857
2295

2000000
1500000 2054
1000000

500000

0 16.747.1517.66. g&m 20;3# MM 2441 25.00257501 ZBRHERET

LN S S B S ) B B S llllllll

Lﬁm&-> 1600 1700 1800 1900 2000 21 00 2200 23.00 2400 2500 2600 27.00

Abundance TIC: 10898.D
2500000

2000000 30.81

1500000 34.71

1000000

Time—> 28.00 29 00 30.00 31.00 32.00 33 00 34.00 35.00 36. 00 37.00 38.00 39.00

10899.D 050102.M Fri May 17 15:07:27 2002 Page 5
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"Data File : C:\MSDCHEM\1\DATA\051602\10899.D
Acg On : 16 May 2002 11:30 pm ‘
Sample : 5/10 eh

Misc :

MS Integration Params: LSCINT.e

s s

Quant Method :

Title
Library

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

Vial:
Operator:

Inst

Multiplr:

12

Mclean
Instrumen
1.00

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

dkhkhkhkkhkhkhkhkhkkhkkhkkkhhkhhkkhkhhkkkhkhkhkkhkkhhkhkkhkhkkhkhkhkkkhkhhhkhhkhkkhkhkkhkhkhkkhkkhhkhhhkkddhk*k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T
5.97 16.69 ug/L 13696200 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS# Qua
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123—42—2
2 2-Pentanone, 4-hydroxy-4-methyl- 116 Ce6H1202 000123-42-2
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
4 Acetone 58 C3H60 000067-64-1 32
Abundance Scan 492 (5.970 min): 10899.D (-484) (-) m/z 43.10 100.00%
43
5000
59
| 101 560 580 600 620 6.40
b g 8, 53, 1 e 8 | | [m/z 59.10 33.189%
m/z—> 10 20 30 40 50 60 70 80 20 100 110
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
4
5000 SSEERSASE SRR NEASE R
59 560 580 600 620 6.40
m/z 58.05 22.54%
15 . . 101
0...IHL.I.FEW.Hgﬁ.u.l??h]rIH,..H,gg.w...uL,.wr
mfz—-> 10 20 30 50 60 70 80 100 110
IAbundance #109756 2-Pentanone, 4-hydroxy-4-methyl-
43
ééé"éééréoé 620 640
5000 59 m/z 101. 12.70%
101
Olrlllllll(rzxq"]x|3§|l|[?n:lxﬁrlx||||!|vr:|118'311nllsllnllrlllll
m/z-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl- e T
43 560 580 6.00 620 640
m/z 41.10 5.88%
5000
59
101
O e ,217,|32 391,48 53, H} 677277 8 91 o6,
rr1ir|yrrrrryrryryrrryrrr¢y|p&rr-r1rrjyrrrrrfrrrrrrroroT ’lll]lllll‘lllll L ¥ rrrryrrt T T
miz—> 10 20 30 40 50 60 70 80 20 100 110 I 660 I
10899.D (050102.M Fri May 17 15:07:28 2002 Page 6
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C:\MSDCHEM\ 1\DATA\051602\10899.D
16 May 2002 11:30 pm
5/10 eh

"Data File :
Acg On
Sample
Misc :

MS Integration Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\ 050102 .M
508 Modified GC/MS scan
C:\DATABASE\NIST98.L

Quant Method :
Title
Library

Vial: 12
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

hhhkhkhkhkkhkhkkhkhkhkhkhkhkkkhkkhkhkhkhhkhkhhhkhkkkhkhkkhkhkhkhkhhkhkhkhkhhkhkhkhkhkhkhhkrkhkhdhkhhkhkhkhkhkhkhk

Peak Number 2 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.76 1.59 ug/L 1908170 Phenanthranene-d10 22.95

Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Heptadecane 240 C17H36 000629-78-7/97
2 Heptadecane 240 C17H36 000625-78-7{ 96
3 Hexadecane 226 C1l6H34 000544-76-3| 91
4 Heptadecane 240 C17H36 000629-78-7\ 9

[Abundance . Scan 3179 (21.758 min): 10899.D (-3171) (-)
7
5000
99
o 113 127 141 155 169 183 197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

57.10 100.00%

i%

L L L A Trirryrrrrvrrer
I I I T

2140 2160 21.80 2200

IAbundance #112320: Heptadecane

99

113 127 141 155 169 182 196 210

m/z 43.15 69.83%

ﬂ%

L AR IR T 1T ] T T f

21.40 21.60 2180 2200

m/z 71.10 65.16%

o.
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240
ﬁbundance #16420: Heptadecane"
87
43 71
85 21.40 2160 21.80 22.00
5000 m/z 85.10 41.71%
2 99113
ob—18 - nl 127 141 155 169 183 197 211 240
el L nanay (ST - L LN Al
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #112409: Hexadecane
43 9 4, 21.40 21.60 21.80 22.00
m/z 41.20 32.09%
5000 85
29 113
ol15 ! JI A ]1f7 141 15ﬁ 169 183 197 211 22
T rTrri|rriryrrir llllllll Il'll'l'll
—> 20 40 60 80 100 120 140 160 180 200 220 240 L 2140 21.60 21.80 22.00
10899.D 050102.M Fri May 17 15:07:28 2002 Page 7
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‘Data File : C:\MSDCHEM\1\DATA\051602\10899.D Vial: 12

Acg On 16 May 2002 11:30 pm Operator: Mclean
Sample : 5/10 eh Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e )

Quant Method
Title

Library
khkkkkkkhkkhkhkkhkk*k

C:\MSDCHEM\ 1\METHODS\ 050102 .M (Chemstation Integrator)
508 Modified GC/MS scan
C:\DATABASE\NIST98.L

khkhkkhkkhhkhkhkkhkhkkhkhhkhkhkkhkhhkhhhkhhkhhkhkkhkhkhkkhhkhkhkkkkkhkhhkkhhkkhhkkhkhkdkhk

Peak Number 3 Dodecane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T
23.11 1.17 ug/L 1409330 Phenanthranene-di10 22.95
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 70
2 Eicosane 282 C20H42 000112-95-8 58
3 Octacosane 394 C28H58 000630-02-4 58
4 Pentadecane 212 C1l5H32 000629-62-9 58
Abundance Scan 3410 (23.115 min): 10899.D (-3402) (-) m/z 57.20 100.00%
57 :
188
5000 85
| 113 140150 e a0 a0 oo
01"”:“‘("‘]“1‘”“" lll 77T I|l14|lll llll'llxlll Illllllll]lllllllllllIlllllllll[lllllll[lllllllllll m/Z 71 10 76 470
miz—> 20 40 60 80 100120140160180200220240260280300320340360380
Abundance #112341: Dodecane, 3-methyl-
57
5000 85 lllllll[‘l‘ll]IYTllll
22.80 23.00 23.20 2340
2% 195 m/z 43.20 70.73%
113 184
0.
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #112345: Eicosane -
57
5000 m/z 188.10 68.02%
85
29
oL | A2, 11 169 107 225 53 282
T lllllllll]Yl T TVYEy T IT I T TIT [ TTI v rITrpreTy llll']ll llll IAREERERIEERAERERES TTITYITTTITTET
m/z—> 2|0 40 60 80 1(l)O121015»01é01éO2(])02202402602£303(1)032lO3IO36103£[30 !
Abundance #112312: Octacosane I I A ie B B i
5 2280 23.00 2320 23.40
m/z 85.10 46.35%
5000 85
29
ol '11,1”113141 169 197 225 253 281 309 337 365 394 | |~ ,  /\ X
llllll|111 I'll Il lllllll]llllll—rrl' IIT rrrr Illl[llllllllllllllllllll ll‘lllll[llll]lll‘l]llll]’ I‘]llll T TT T T LN B
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 22.80 23.00 23.20 23.140 l
108%2.D 050102.M Fri May 17 15:07:28 2002 Page 8
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"Data File : C:\MSDCHEM\1\DATA\051602\10899.D
Acg On : 16 May 2002 11:30 pm

Sample : 5/10 eh

Misc :

MS Integration Params: LSCINT.e

Vial: 12
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

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

Title :
Library

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

khkkkhkkhkkkhkhkhkkhkkhkhhhhkhkkhkhkhkhhkhhkhkkhkhkhkhkkhkhkkhkhkhhkhkhkhkhhhkhhkhhkhkhkhkhkhkhkkkhkhkhhhkhhhkhkhhk

Peak Number 4 Phosphonic acid, dioctadecy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
29.00 28.78 ug/L 33864900 Chrysene-dl12 - 30.81
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Phosphonic acid, dioctadecyl ester 587 C36H7503P 019047-85-9
2 1-Octadecanol 270 C18H380 OOO>112—92-5
3 1l0-Heneicosene (c,t) 294 C21H42 095008-11-0 74
4 Cycloeicosane 280 C20H40 000296-56-0 74
[Abundance Scan 4412 (29.002 min): 10899.D (-4402) () m/z 55.10 100.00%
5000
4
" 26150 2680 29,00 20.20 2940
ol 141155169183 197 211225239252 267 281295 m/z  43.15 51.04%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13890: Phosphonic acid, dicctadecyl ester
69 83
4 97
5000 . 'llli1r[llilrllllll‘l’
114 28.60 2880 20.00 2920 2940
136 m/z 57.15  49.03%
O 14 zﬂl 1l l’. 151
ll]'lﬁ_l_'l '[T‘Tlllllll["lllllll[llllllllI]fl_l_rlilll]lllllllf'l—[_r
mfz-> 20 40 B0 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #5273: 1-Octadecanol
4
2860 28.80 20.00 2920 29.40
5000 m/z 83.05 47.19%
125
139453
ol 168182196209 224 252
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13500: 10-Heneicosene (c,t) —— T TR T
4 2860 2880 29.00 2920 29.40
69 8397 m/z 73.10 41 .49%
5000
111
2 125
1 | )| 139153167 294
crll]ltlll Ill'llllll'llll]IIII—I_I_I'IT['III[lllT‘lllll[lllllll’lIT
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 28.60 28.80 29.00 2920 2940
10898.D 050102.M Fri May 17 15:07:29 2002 Page S
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‘Data File : C:\MSDCHEM\1\DATA\051602\10899.D

Acg On : 16 May 2002 11:30 pm
Sample : 5/10 eh
Misc :

MS Integration Params:

LSCINT.e

Vial: 12

Operator: Mclean
Inst
Multiplr: 1.00

Instrumen

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

Library : C:\DATABASE\NIST98.L
I L R R R R R R R R I I T T R T T E L R

Peak Number 8

2H-Azepin-2-one, hexahydro-...

Concentration Rank 18

R.T. EstConc Area Relative to ISTD
30.10  0.90 ug/L 1059660  Chryseme-d12 *  30.81
Hit# of 5 Tentative ID MW MolForm
"1 2H-Azepin-2-one, hexahydro-6-met... 127 C7HL3NO  006142-55-8
2 3-Piperidinone, 1l-methyl- 113 C6H11NO

3 2H-Azepin-2-one, hexahydro-4-met... 127 C7H13NO

4 Hexacosane

366 C26H54

57.10 00.00%

5000
01 ll.x-.'

84

113

||||r] LIRS N B B B B S LA B R B B

Abundance Scan 4598 (30.095 min): 10899.D (-4593) (-) m/z
5000
‘frlllllrllllllllfllllrv
29.80 30.00 30.20 30.40
o} m/z 43.10 39.96%
m/fz—~> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #912: 2H-Azepin-2-one, hexahydro-6-methyl-
3
o8
5000 [ LA S I S B A e
29.80 30.00 30.20 30.40
m/z 69.10 37.91%
0: :
miz-—-> 20 40 60 8 100 120 140 160 180 200 220 240
r\bundance #16218: 3-Piperidinone, 1-methyl-
57

2980 3000 3020 3040

TT T T T TTT T

m/z 125.10 24.56%

m/z—-> 100 120 140 160 180 200 220 240

Abundance #844 2H-Azep|n-2-one hexahydro-4-methyl- ——r

2980 3000 3020 3040
m/z 94.10 22.42%
5000 127
112 |

oL [llvl[rllllrvlrlrxrllnrlu|r:lx|xr|r]rﬁr ! .
100 140 160 180 200 220 240 29.80 30.00 30.20 3040

10899.D 050102.M
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'Data File : C:\MSDCHEM\1\DATA\051602\10899.D Vial: 12

Acg On : 16 May 2002 11:30 pm Operator: Mclean
Sample : 5/10 eh Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

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

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
KEkkhkhkXkhkhkhkhkkhkhkhkhkhbkhkhkhkhkhkhkhhkhbhkkhkhkdhkhkhhkhkhkhkhkhkhhdhhhkhkhhkkhkhkhhkhkhhkhhkhkhkhkhkhkhhkikkhk
Peak Number 10 Hexadecane, 7-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
31.08 2.74 ug/L 3225330 Chrysene-d12 - 30.81
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 53
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 5
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 /50
4 Heptadecane, 7-methyl- 254 C18H38 020959-33-% 50
Abundance Scan 4766 (31.082 min): 10899.D (-4753) (-) m/z 57.15 100°.00%
5000
3080 31.00 31.20 3140
o m/z 71.10 81.62%
mz—> 20 40 60 80 100 120 140 160 180 200 220 240 260
r\bundance . #17103: Hexadecane, 7-methyl-
5
71
43
5000 VUV VA UL
30.80 3100 3120 31.40
m/z 43.20 49 .05%
0 ]..‘.-J i 168 183 196 211 225 240
mfz—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16538: Dodecane, 4,6-dimethyl-
43 57 74
30.80 31.00 3120 31.40
5000 m/z 85.10 38.67%
29 85
l ' ’ g0 113 155
ok, il i N 1,1127 141 19 169 183 198
TV y | rrt T Frrroeprrrrr TTrTT Tflllllllll lllllll|||||l
m/z—> 20 40 60 80 100 120 140. 160 180 200 220 240 260
Abundance #16428: Pentadecane, 2,6,10-trimethyl- . R T
57 3080 31.00 3120 31.40
m/z 70.15 35.90%
43.
5000 "
85
29 99 113
N L [127 1711 155I 169 1183 197 211 225 239 254
Illllllllr' 1 rrrr I')Illll lllll"[llll T I ryfrrrrJrrrr T rrr LR
m/iz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 30.180 31.100 31.|20 31.140
10899.D 050102.M Fri May 17 15:07:32 2002 Page 15
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"Data File : C:\MSDCHEM\1\DATA\051602\10899.D Vial: 12

Acg On : 16 May 2002 11:30 pm Operator: Mclean
Sample : 5/10 eh Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

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

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NISTS98.L
I EEEZ X TSR EEESEELEEESEEEEEEEEEEEEEEE R EE LS EEEEEEEE LS EEEE S EXEE S X EE R E LR XX
Peak Number 13 trans-2,2-Dimethyl-3-hexene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
32.02 0.84 ug/L 989061 Chrysene-dl2 - 30.81
Hit# of 5 Tentative ID MW MolForm CASH#
1 trans-2,2-Dimethyl-3-hexene 112 C8H1lé6 003123-93-1/43
2 3-Hexene, 2,2-dimethyl-, (E)- 112 C8H1le6 000690-93-
3 7-Oxabicyclo[4.1.0]heptane, 1l-me... 112 C7H120 001713-33/£3 43
4 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 35
[Abundance Scan 4925 (32.017 min): 10899.D (-4923) (-) m/z 83.10 100.00%
55 83 o7
5000 112
0 70 4 136147 167 193 240
L L ] ,” ; EdIRRE e
M | O ; ....... A | [m/z 97.10  95.93%
miz—-> 20 40 60 100 120 180 200 220 240
r\bundance #14269: trans-2 2—D|methyl-3-hexene
5
83
5000 41 RIS R A
69 o7 31.60 31.80 32.00 3220 3240
2‘7’ \ 112 m/z 55.10 90.009
c |||ll||llillll]l[llll'llllllllllllll llllllll llllYTlll'll]ll"]ll
mfz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14281: 3-Hexene, 2,2-dimethyl-, (E)-
55 .
83 31.60 31.80 3200 3220 32.40
5000 41 ‘ m/z 112.10 45.19%
27 69
Pl
cﬁ'li||r|1;llrl‘li]'l| Il'lll llY] LI LI N B (L N (L L B L S L B
m/z—-> 20 40 120 140 160 180 200 220 240
Abundance #1 1 1633 7- Oxablcyclo[4 1.0Jheptane, 1-methyl-
41 55 83 3160 31.80 3200 3220 3240
m/z 124.10 40.19%
o7
5000
69 112
% "llll'""["1"(!"1'"'1“"1*'-'1"'*1'“'[“"1" ' ‘
miz—-> 20 40 60 8 100 120 140 160 180 200 220 240 31.60 31.80 3200 3220 3240
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"Data File : C:\MSDCHEM\1\DATA\051602\10899.D Vial: 12

Acg On : 16 May 2002 11:30 pm Operator: Mclean
Sample : 5/10 eh Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

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

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
khkkhhkhkhkhkkhkhkkhkhhkhkkhkhhhkhhhkhkhkhkhkhkkhkkhhkkhkkhkhkkkhkdhhkkkkhkhkkhhkhhkhkhkhkhhkhhhkhkkhkhkkkdhkhkk
Peak Number 15 Decane, 1,1’-oxybis- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
32.39 1.74 ug/L 2050780 * Chrysene-dl2
Hit# of 5 Tentative ID MW MolForm
1 Decane, 1,1’ -oxybis- 298 C20H420
2 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2
3 Heptacosane 380 C27H56
4 1-Heptanol, 2-propyl- 158 C10H220
Abundance . Scan 4989 (32.393 min): 10899.D (-4979) (-) m/z 57.20 400.008%
7
106
5000
175 3200 3220 3240 3260 3280
|
ol 1 m/z 55.10  79.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850
Abundance #5545: Decane, 1,1'-oxybis-
43
83
5000 LINS 20 B L L B s B B A e
3200 3220 3240 3260 32.80
[
140 m/z 43.15 74.21%
ol 182 280
e L L L e S LA RAS B a s waa e S
m/z—-> 0 50 100 150 200 250 300 350 400 450 500-550 600 650 700 750 800 850
Abundance F #17122: Tetrapentacontane, 1,54-dibromo-
g
lll'fl'llllrllllll
: 3200 3220 3240 32.60 3280
5000 97 m/z 71.10 70.41%
ol b hf;‘]]jgigiggsze73093§1 415457 499 544585 628670713755 836
LU orT T Tt Illl]llllllll] TTTrTTrT l lll[llll]lll([lr11‘l—l’_l_rl TTT l Illllllll‘l
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850
Abundance #16471: Heptacosane A AR I S
g 3200 3220 3240 3260 32.80
m/z 106.00 68.51%
5000
oLt F}‘}Lt}:}zzs 281323 380 NET A WL i
)llil‘llll‘Il!lTH!‘lI\IIl\\\“I\1Y]l!lll llllllii]_!\l\])|illllll]|r7l|l ll[ lll]llll[l
mfz—-> C 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 J 32.00 3220 3240 32.60 3280
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Oberator ID: Mclean Date Acquired: 16 May 2002 11:30 pm
Data File: C:\MSDCHEM\1\DATA\051602\10899.D

Name: 5/10 eh

Misc:

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

Title:

508 Modified GC/MS scan

Library Searched: C:\DATABASE\NIST98.L

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
2-Pentanone, 4-hy... 5.97 16.7 ug/L 13696200 1 9.94 32816400 40.0
Heptadecane 21.76 1.6 ug/L 1908170 4 22.95 48134500 40.0
Dodecane, 3-methyl- 23.11 1.2 ug/L 1409330 4 22.95 48134500 40.0
Phosphonic acid, 29.00 28.8 ug/L 33864900 5 30.81 47068000 40.0
2-Ethylprop-l-ene... 29.21 1.1 ug/L 1348620 5 30.81 47068000 40.0
Furo[2,3-c]pyridi... 29.50 1.1 ug/L 1331390 5 30.81 47068000 40.0
1l-Pyrenecarboxald... 29.99 0.9 ug/L 1107010 5 30.81 47068000 40.0
2H-Azepin-2-one, 30.10 0.9 ug/L 1059660 5 30.81 47068000 40.0
1H-Imidazole-4,5-... 30.57 1.3 ug/L 1541440 5 30.81 47068000 40.0
Hexadecane, 7-met... 31.08 2.7 ug/L 3225330 5 30.81 47068000 40.0
3, 6-Methanonaphth... 31.58 0.8 ug/L 891171 5 30.81 47068000 40.0
3-Cyclohexene-1-c... 31.65 1.2 ug/L 1392820 5 30.81 47068000 40.0
trans-2,2-Dimethy... 32.02 0.8 ug/L 989061 5 30.81 47068000 40.0
5-Methylhexane-2,... 32.11 1.1 ug/L 1313630 5 30.81 47068000 40.0
Decane, 1,1’-oxybis- 32.39 1.7 ug/L 2050780 5 30.81 47068000 40.0
3,4,4-Trimethyl-c... 32.62 1.3 ug/L 1495150 5 30.81 47068000 40.0
2 (4H) -Benzofurano... 33.20 0.9 ug/L 838816 6 34.71 36947100 40.0
Butanedioic acid,... 33.32 0.9 ug/L 842963 6 34.71 36947100 40.0
1-(3-n-Propoxyphe... 33.46 1.6 ug/L 1444280 6 34.71 36947100 40.0
Bicyclo[3.1l.1llhep... 33.89 1.0 ug/L 898109 6 34.71 36947100 40.0
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