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Comments for Sample AE10206 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 05-21-2002 Time: 12:07:20

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

The recovery for 1 of the 43 compounds in the LCS Standard was low. This sample:
will be re-extracted because of the low Surrogate Standard recovery.

Re-analysis yielded a Surrogate Standard recovery of 89%.
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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 05/21/2002 Time: 12:06:563

‘Sample: AE10206

Analysis:” $GCMS  GCMS Scan For Unknowns

Units: ug
. Started: 5/10/02 12:07 Ended: 5/10/02 12:07 Analyst: DLV
Result source: manual entry

Page: 1
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Data File : C:\MSDCHEM\1\DATA\051602\10206.D vial: 7
Acg On : 16 May 2002 7:25 pm Operator: Mclean
Sample : 5/10 eh Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 17 09:44:30 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

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.94 152 5572970 40,
10) Napthalene-ds 13.43 136 22171094 40.
17) Acenapthalene-dlo0 18.57 164 120921246 40.
29) Phenanthranene-dl0 22.95 188 17592939 40.
37) Chrysene-dl2 30.81 240 12654887 40.
43) Perylene-dl2 34.70 264 7876864 40.
System Monitoring Compounds
27) TCMX 20.55 209 2611328 35.
Spiked Amount 40.000 Recovery

Target Compounds

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 14w 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 44710 N.D.
30) Nnitrosodiphenylamine 20.54 169 48057 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 25.089 149 21636 N.D.
(#) = qualifier out of range (m) = manual integration
10206.D 050102.M Fri May 17 15:02:18 2002 Page 1
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Data File : C:\MSDCHEM\1\DATA\051602\10206.D vial: 7
Acg On : 16 May 2002 7:25 pm Operator: Mclean
Sample : 5/10 eh Inst ~ : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E .
Quant Time: May 17 09:44:30 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 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 30.80 228 32765 N.D.

41) Bis(2-ethylhexyl)phthalate 31.38 149 100337 0.32 ug/L # 91
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
10206.D 050102.M Fri May 17 15:02:19 2002 Page 2
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Data File
Acg On
Sample
Misc

Quantitation Report

C:\MSDCHEM\1\DATA\051602\10206.D

16 May 2002
5/10 eh

7:25 pm

MS Integration Params: EVENTS.E
Quant Time: May 17 15:02 2002

Method
Title

Last Update
Response via

(QT Reviewed)

Vial:
Operatoer:
Inst :
Multiplr:

Quant Results File:

7

Mclean
Instrumen
1.00

050102 .RES

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

: 508 Mecdified GC/MS scan
: Mon May 13 11:40:29 2002
Initial Calibration

Abundance
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Data File : C:\MSDCHEM\1\DATA\051602\10206.D Vial: 7
Acg On : 16 May 2002 7:25 pm Operator: Mclean
Sample : 5/10 eh Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.e
Method : C:\MSDCHEM\1\METHODS\050102.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 3.109 3 5 14 BV 4 2820 33002 0.07% 0.011%
2 3.308 35 39 44 PV 4 6048 76620 0.15% 0.026%
3 3.361 44 48 74 VV 4 3226 88813 0.18% 0.031%
4 3.526 74 76 80 PV 4 1917 25154 0.05% 0.009%
5 3.596 83 88 94 VV 12985 221266 0.44% 0.076%
6 3.726 101 110 124 VvV 2 7004 276938 0.56% 0.095%
7 4.143 176 181 194 VvV 7 3012 93472 0.19% 0.032%
8 4.243 194 198 203 VV 4 3007 50324 0.10% 0.017%
9 5.030 325 332 337 PV 7 3402 83962 0.17% 0.029%
10 5.077 337 340 350 vv 9 3407 97566 0.20% 0.034%
11 5.341 378 385 390 Vv 7 2157 58045 0.12% 0.020%
12 5.406 390 396 401 VvV 5 4204 107420 0.22% 0.037%
13 5.559 418 422 424 PV 4 1698 21089 0.04% 0.007%
14 5.594 424 428 430 VV 3 2079 35114 0.07% 0.012%
15 5.635 430 435 444 VV 5 3123 83428 0.17% 0.029%
16 5.970 484 492 519 VvV 787791 14350368 28.77% 4.943%
17 6.140 519 521 526 VV 5 3029 477189 0.09% 0.016%
18 7.727 786 791 804 PV 3 8510 211281 0.42% 0.073%
19 8.743 959 964 973 VV 3 3606 77288 0.15% 0.027%
20 8.826 973 978 984 PV 5 1669 30407 0.06% 0.010%
21 9.301 1055 1059 1069 PV 4 1967 41614 0.08% 0.014%
22 9.936 1158 1167 1184 VV 1770479 33579353 67.33% 11.568%
23 10.200 1206 1212 1218 VV 6 2383 36670 0.07% 0.013%
24 10.259 1218 1222 1232 PV 6 2910 62098 0.12% 0.021%
25 10.388 1235 1244 1247 PV 7 1397 25690 0.05% 0.009%
26 12.034 1520 1524 1530 VV 2 2650 46068 0.09% 0.016%
27 12.404 1576 1587 1593 BV 5 2281 38908 0.08% 0.013%
28 12.909 1662 1673 1675 PV 6 2746 73942 0.15% 0.025%
29 13.197 1716 1722 1729 BV 2 4916 89047 0.18% 0.031%
30 13.432 1752 1762 1783 PV 2419711 45224292 90.67% 15.579%
31 13.579 1783 1787 1793 VV 6863 112850 0.23% 0.039%
32 15.700 2140 2148 2155 PV 3 2201 37909 0.08% 0.013%
33 16.746 2321 2326 2332 PV 4 3692 65297 0.13% 0.022%
34 17.151 2382 2395 2402 PV 6 2044 145035 0.29% 0.050%
35 17.657 2472 2481 2486 BV 3 3881 56116 0.11% 0.019%
36 18.567 2625 2636 2654 PV 2558871 49876177 100.00% 17.182%
37 18.967 2695 2704 2709 VV 2 1677 40224 0.08% 0.014%
10206.D 050102.M Fri May 17 15:02:32 2002 Page 1
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39 20.547 2960
40 21.393 3104
41 21.758 3168
42 22.580 3308
43 22.950 3363
44 23.109 3402
45 26.505 3978
46 28.996 4390
47 29.984 4572
48 30.806 4708
49 31.065 4756
50 31.376 4806
51 34.702 5364
52 34.995 5430
53 35.025 5435
10206.D 050102.M
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Fri May 17 15:02:32 2002
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LSC Report - Integrated Chromatogram

C:\MSDCHEM\ 1\DATA\051602\10206.D

Mclean

16 May 2002
Instrumen

5/10 eh

File :
Operator =
Acquired
Instrument
Sample Name:
Misc Info :
Vial Number: 7

Quant File :050102.RES (Chemstation Integrator)

7:25 pm using AcgMethod 508SCAN

iAbundance TIC: 10208.D
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Data File : C:\MSDCHEM\1\DATA\051602\10206.D Vial: 7

Acg On : 16 May 2002 7:25 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\NISTO98.L
dbhkhkhhhkhkhkhkhkhkhkhkhkhkhkrkrEkrAIAIXAAAXATIA A bbbk dkhhkdddhhkdhbkhbkdkhhhdhdkhkdhkkhkhkhkdhhhhhhhki
Peak Number 1 Acetonitrile, dichloro- Concentration Rank 5

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

3.60 0.26 ug/L 221266 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Acetonitrile, dichloro- 109 C2HCI12N
2 Acetonitrile, dichloro- 109 C2HC12N
3 Allyl mercaptan 74 C3H6S
4 Thiirane, methyl- 74 C3H6ES
bundance Scan 88 (3.596 min): 10206.D (-83) (-) mf A

74
82
5000
38 l'r'lllllrtll T 7 llll["r
| l 58 o 320 340 360 380 400
bttty 981188 | [m/z 82.00 52.88%
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #28338: Acetonitrile, dichloro-
M
5000 82 '["A“I""I“Tﬁl"”lYr
47 320 340 360 380 4.00
- m/Z 84.00 42.61%
12 26 |l iy ‘. 108
0Ill|rl-||1||'n]|vrl[llrr[|:-1||r|||v LA I L L BN B I B GO S 0
m/z—-> 10 20 30 40 50 60 70 80 0 100 110
Abundance #115342: Acetonitrile, dichloro-
74
35 SSAEPESLEIE SRS R
320 340 360 380 4.00
5000 82 m/z 76.00 31.07%
0 "I""I""I"'“[""'II'“!""I‘I"l'!"]""l"“_r""l
miz—-> 10 20 30 50 60 70 80 20 100 110
Abundance #28161: Allyl mercaptan B e T
41 7% 320 340 360 380 4.00
m/z 47.05 23.13%
5000
47
2733[] ” 53519 68 |
0 YflllllllTl"l_rl'll lllll‘llll]"‘llllll[llf'l'lllllll'l'—r"lll l[Tlll['rlllllllIlllilll
miz--> 10 20 30 40 50 60 70 80 90 100 110 320 340 360 380 400
10206.D 050102.M Fri May 17 15:02:39 2002 Page 4
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Data File : C:\MSDCHEM\1\DATA\051602\10206.D
Acg On : 16 May 2002 7:25 pm

Sample : 5/10 eh

Misc :

MS Integration Params: LSCINT.e

Quant Method :
Title
Library

Vial: 7
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

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

khkkhkhkkkhkhhkhhkhkhkhhkhkdhhkhkhhhkhhkhhkhhkhhhhhkhkhkhkhkhkhkhkdhdkhhhkddhkhhkhrhkrkhkhbhbhkrhhkhkxhhhhx

Peak Number 2 2-Chloroethanol Concentration Rank 3

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

3.72 0.33 ug/L 276938 1,4-Dichlorcbenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 2-Chloroethanol 80 C2H5CI1O 000107-07-3
2 Ethyl Chloride 64 C2HS5C1 000075-00- S
3 2-Butanone, 3-methyl- 86 CBH5H100 000563-8044 7
4 Acetic acid ethenyl ester 86 C4H602 000108-05-4 7

Abundance Scan 110 (3.726 min): 10206.D (-101) (-) m/z 43.10 7100.00%
43
5000
Trrry v TTT T T T T T O LRI |
a5 39 48 63 8386 340 360 380 400
Obrrrrrprrrrrrrreprrreprrerpertde e bbb b | | W/ Z 49.10  12.37%
m/z—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #108293: 2-Chioroethanol
31
5000 ESASSARS SR SRR VR
340 360 3.80 400
27 m/z 51.05 10.98%
0 35&;43 4953 61 80
Yl_]—rl ’l"l[llll[l'—lTTT ll!ll(llllllllllfrl]llll]lllll!lllllIlllllll]l'llllllllllIll]llllll
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #107943: Ethyl Chloride
28
USSR NSASS VAR RERARS
340 360 380 4.00
5000 64 m/z 39.10 9.52%
. o 49
121 Bl Wl 60|67
OtrrprrrrrrH e A RARR) SaARN NARAS SAAAN LAAAN LN LAAA) RAASIRARAN ALY AARSH SARAS 8
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #109358: 2-Butanone, 3-methyl-
43 340 360 380 400
m/z 86.00 7.95%
5000
T ¥ 55 61 71 &
0"Illll]|'|lIlllllllll]lllf]lllllllllllllllll‘[‘lllllllllllllllll]llll]lllllllill Illllll lT‘llllll!llllTTlllllllll
miz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 360 380 400
10206.D 050102.M Fri May 17 15:02:42 2002 Page 5
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Data File : C:\MSDCHEM\1\DATA\051602\10206.D
Acg On : 16 May 2002 7:25 pm

Sample : 5/10 eh

Misc :

MS Integration Params: LSCINT.e

Quant Method
Title
Library :

Vial: 7
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

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

hkhkkhkkhkhhkkkhkhkkhkhkkhkhkkhkhkhkhkhkhkhkkhkkhkhkhkhkhhhkhkhkhkkhkhkhkhkhkhkhkhkhhkkhkhhkhkhhkhkhkhkhkhhkhkkhkkhkhkddx

Peak Number 3

2-Pentanone,

4-hydroxy-4-me. ..

Relative to ISTD

Concentration Rank 1

R.T. EstConc
5.97 17.09 ug/L
Hit# of 5

4 -hydroxy-4-methyl-
4-hydroxy-4-methyl-
4-hydroxy-4-methyl -

1 2-Pentanone,
2 2-Pentanone,
3 2-Pentanone,

MW MolForm

116 C6H1202
116 C6H1202
116 C6H1202

1,4-Dichlorobenzene-d4 9.

000123-42-2
000123-42-2
000123-42-2 64

4 Acetone 58 C3H60 000067-64-1 32
Abundance Scan 492 (5.970 min); 10206.D (-484) (-) m/ Z 43.10 100.00%
43
5000
59
| 101 560 580 600 620 6.40
83
) A1 RN P | O - RN~/ S kY A = m/z 59.10  34.34%
miz—> 10 30 40 50 60 70 80 90 100 110 120 130
IAbundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 560 580 600 620 6.40
m/z 58.05 20.91%
15 31 ’ 101
e..q.l.“?%ﬂugﬂu“.fgu,”.w“.wgi.w,u,“.w.”.p,”]”.
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1 093756: 2-Pentanone, 4-hydroxy-4-methyl-
4
R e A man o
560 580 600 620 640
5000 59 m/z 101.10 13.49%
ol . 25u$ﬂ 37, 83 g3 't
R B R B I e B o I o LIRS,
m/z—> 102030405060708090100110120130
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl- R I I B e R e e e
4B 560 580 600 620 640
m/z 41.10 5.72%
5000
101
miz—-> 10 20 30 40 70 80 90 100 110 120 130 560 580 600 6.40
10206.D 050102.M Fri May 17 15:02:45 2002 Page 6
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Data File : C:\MSDCHEM\1\DATA\051602\10206.D Vial: 7

Acqg On : 16 May 2002 7:25 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
hkhkkhkRhkrARIkIEIAhkIAhkrkhkhkhkhhkhkhkhhkhkhkdrdhhhdhhkhkdhkkhbhkdhhhkhohkhkhhkhhhohkdkdrkhdkhhhkhrhkhhkdhdik
Peak Number 4 2-Hexanone, 5-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.73 0.25 ug/L 211281 1,4-Dichlorobenzene-d4 9.94
Hit#$ of 5 Tentative ID MW MolForm
1 2-Hexanone, 5-methyl- 114 C7H140
2 2-Hexanone, 5-methyl- 114 C7H140
3 4-Penten-2-one, 4-methyl- 98 C6H100
4 Methyl l1-methylcyclopropyl ketone 98 C6H100
Abundance Scant3791 (7.727 min): 10206.D (-786) (-) m/z 43.10 100.00%
4
5000
58
87 YT T T T T T T T T T T
51 98 740 760 7.80 800
o S 1 PO O Y P PO N m/z 58.10 30.919
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120
IAbundance #5735 2-Hexanone, S5-methyl-
43
5000{ AR AL AL AL |
740 760 7.80 8.00
15 o7 l m/z 87.00 20.86%
0 J g 37l 51 ] 99 114
lll[lllllllIlIITYIIIIIIII llr‘rl!]llllll‘lllllllllllI'lll!T1_17
m/z—> 10 20 30 40 90 100 110 120
Abundance #t; 09705 2-Hexanone 5-methy|—
4
TyYTrrrT v T T T T T T T T
740 760 7.80 8.00
5000 m/z 98.10 11.51%
58
27
1], nll[ T e e 14
0"']‘ll'TlYlT[llllll:’Y]llll]lllllllﬁ‘lj_l"llllllll IIKTI_FYIKIII
m/z--> 10 20 30 40 50 60 70 80 g0 100 110 120
Abundance #110033: 4-Penten-2-one, 4-methyl- e A I |
43 740 760 7.80 800
m/z 57.10 11.04%
5000
83
. 28 55 98 A
0 |I|| T |
RN UL AL SUAMLALS SURILICS SURLELS SURLLALE SULLELE SUELILALS SURMEL WL BN SR ML L R I
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120 740 760 780 8.00
10206.D 050102.M Fri May 17 15:02:48 2002 Page 7
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Data File : C:\MSDCHEM\1\DATA\051602\10206.D vial: 7

Acg On : 16 May 2002 7:25 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
khkhkkhkhkkhkkhkhhkhkkdkdkrkrrkrdrkhkhkhkhkhkhkhdhhbhkhhkhkhdhkhkhkhkhkhkhkdhkhkhhhkhhkhkhhkhhkhkhkhkhkhkhhkhkdhhhkhkih
Peak Number 5 Bitoscanate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.58 0.30 ug/L 357129 Phenanthranene-dl10 22.95
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Bitoscanate 192 C8H4N2S2 004044-65-9 53
2 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 5
3 6,2,5-Ethanylylidene-2H-cyclobut... 192 C11H120S 019086-86-3 /47
4 5H-Dibenzo[a,d] cycloheptene 192 C15H12 000256-81-% 45
lAbundance Scan 3319 (22.580 min): 10206.D (-3308) (-) 4 m/z 192.10 104.00%
192
5000
i 0 82 % g 146 160 2220 2240 2260 22.80 23.00
o! m/z 191.10 20.02%
mjz—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #125828: Bitoscanate
192
5000 MURMABUMAURELSN SURRSUR SURSLSUN B
2220 2240 2260 2280 23.00
% 134 160 m/z 193.10 16.88%
o 40 0 683 75 102 12 148 176
miz—-> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 190 200
Abundance #81033: Phenanthrene, 9-methyi-
e e
5000 m/z 146.10 14.61%
96
ol..20 39 51 63 74 83 115 126 139 152
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #80887: 6,2,5-Ethanylylidene-2H-cyclobuta[cd][2]benzothiop... e o /\, e
80 192 2220 2240 2260 22.80 2300
m/z 160.10 10.81%
5000
oy 113
T Ui T
0 | lsﬂ[ I ll ld’ ”lh.;] 1 | |.
l]Il’lI[l1Tllllll| llllllll 'lll lll(’llll lllllllll]l’lI'YI\'TIl’ll'_’_I'T‘IllITTITrTVVYIIIlII LI Ill
m/z—-> 20 30 80 90 100 110 120 130 140 150 160 170 180 190 200 2220 2240 2260 2280 23.00
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Data File : C:\MSDCHEM\1\DATA\051602\10206.D
Acqg On : 16 May 2002 7:25 pm

Sample : 5/10 eh

Misc :

MS Integration Params: LSCINT.e

Quant Method
Title
Library

AL 1l NSRS AL SV e

vial: 7
Operator: Mclean
Inst Instrumen
Multiplr: 1.00

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

kkkkkhkhkkhkhkhkkkhkkkhkkhkhhhkkhkkhkkdhdhdkhkkhkkhkhhkhkhkhkhkhkkhkhkhkhkkhkhkkrkhkhkhkhkhkhkhkkhkhkhkhkhkhkhkhkkhkk
Concentration Rank 2

Peak Number 6 Anth

R.T. EstConc

0.36 ug/L
Hit# of 5 Tenta
1 Anthracene-dl0-

2 -(4-Tolyl) -3-meth
3 Phenanthrene-d10

racene-dl0-

Area Relative to ISTD R.T.
437602 Phenanthranene-dilo0 22 .95
tive ID MW MolForm CAS#H# Qua%;f)
188 C14D10 001719-06-8 91—
v1l-pyrazol-5-one 188 C11H12N20 035496-19-6 47
188 C14D10 001517-22-2 38 _-

4 2-Quinolinecarbox

aldehyde, 8-hyd.

188 C10H8B8N202

005603-22-5 37

lAbundance Scan 3409 (23.109 min): 102086.D (-3402) (-) o m/z 188.10 100.00%
18
/\
160 T 12’2|8I0I I2I3|0I0I 12I3]2T01—172l3[410| T ']
5 . . . .
108 132 146
Omuwmq””“”.J.!J“J,m!hrnq q”“w”“dmunwwwnﬁwhn. m/z 80.05 19.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190
Abundance #79826: Anthracene-d10-
188
5000 LA L B S L
2280 23.00 23.20 23.40
m/z 94.10 17.79%
66 80 94 60
o 17 30 42 52 108118 132 146 170179
mfz--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190

;:::::::>

Abundance #79716: -(4-Tolyl)-3-methyl-pyrazol-5-one
188
91 ‘lll‘lllllll[l\llllll
105 2280 23.00 23.20 2340
5000 m/z 189.10 15.15%
119
65
411 51 | 7|L8 Wl I[ 1?6
O s s e e L e b S L B RAARSANRNRARRuaTAEILS S L
mfz—> 10 20 30 40 50 60 70 80 901 110120130140150160170180190
Abundance #79827. Phenanthrene-d10 A T e T
188 2280 2300 2320 23.40
m/z 184.10 9.98%
5000
66 80 g4 160
O30, 42 82O N Al 108118 132 146 170179,
TTTYTT[rIT Yy lllllllll[llll'llll'lllll"]‘l IlIIIII[ Ill!lllll ll[lll’fll]lll]ll 'I TTTT llYIlIllllllllllllIlllll
m/z—-> 10 20 30 40 50 60 70 80 20 100 110 120 130 140 150 160 170 180 190 2280 2300 2320 2340
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Data File : C:\MSDCHEM\1\DATA\051602\10206.D vial: 7

Acg On : 16 May 2002 7:25 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
Ahkkkhkkhkkhkdrkdhkhkhhhhhhhhkhkhhkhhkhkhkhkhkhkkhkhdhhkhkkhkhkhkhkkkhkhkkhkkhkhkhkhkhkhkhkhkhhhhhkhkhkhkkhkkdkhkhkkkk
Peak Number 7 2-Propenoic acid, n-pentade... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
29.00 0.22 ug/L 220311 Chrysene-dl2 - 30.81
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenoic acid, n-pentadecyl e... 282 C18H3402 1000245-64-0 5
2 l-Tetracosanol 354 C24H500 000506-51-4 4
3 l-Hexacosanol 382 C26H540 000506-52-5 46
4 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2Z 46
Abundance Scan 4411 (28.996 min): 10206.D (-4390) (-) m/z 55.10 100{00%
55
5000 3
97
127 llllllllll'Ylllllllll
28,60 2880 29.00 29.20 29.40
Olrrrrprrrefhe m/z 43.20 67.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #13489: 2-Propenoic acid, n-pentadecyl ester
56
5000

2860 28.80 29.00 2820 2940
m/z 57.10 59.63%

127

0 153 182 210

miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #5175: 1-Tetracosanol”

2860 28.80 29.00 29.20 2940
m/z 41.10 49.26%

5000

i , : 196
0! Al i ) il f
miz--> 20 40 60 80 100120140160180200220240260280300320340360 A M
Abundance #109608: 1-Hexacosanol e e P
48 2860 28.80 29.00 2920 29.40
m/z 69.10 47 .15%

5000
18
G-mp“huq‘n' 139 168 196 224 252 278 308 336 364
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 28]60 28,80 2QTOO 29I20 29T40
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Operator ID: Mclean Date Acquired: 16 May 2002 7:25 pm
Data File: C:\MSDCHEM\1\DATA\051602\10206.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

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
Acetonitrile, dic... 3.60 0.3 ug/L 221266 1 9.94 33579400 40.0
2-Chloroethanol 3.72 0.3 ug/L 276938 1 9.94 33579400 40.0
2-Pentanone, 4-hy... 5.97 17.1 ug/L 14350400 1 9.94 335759400 40.0
2-Hexanone, 5-met... 7.73 0.3 ug/L 211281 1 9.94 33579400 40.0
Bitoscanate 22.58 0.3 ug/L 357129 4 22.95 48031100 40.0
Anthracene-dl0- 23.11 0.4 ug/L 437602 4 22.95 48031100 40.0
2-Propenoic acid, ... 29.00 0.2 ug/L 220311 5 30.81 39520800 40.0
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