NYC 9/11 Public Portal Document

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 05/30/2002 Time: 09:12:43

Sample: AE11417
Analysis: $GCMS GCMS Scan For Unknowns
Units:

ug
gtarte?: 5/30/02 09:12 Ended: 5/30/02 09:12 Analyst: DLV
age:

2R

Other unknown compounds .
33 Surr_2,4-DDD 88
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Comments for Sample AE11417 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 05-30-2002 Time: 09:14:07

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

Acg On 20 May 2002 6:10 pm
Sample 5/16 eh

Misc

Quantitation Report

MS Integration Params: EVENTS.E
Quant Time: May 23 10:44:44 2002

Quant Method
Title

Last Update
Response via

508 Modified GC/MS scan

DataAcg Meth : 508SCAN

Internal Standards

10)
17)
29)
37)
43)

1,4-Dichlorobenzene-d4
Napthalene-ds8
Acenapthalene-dlo0
Phenanthranene-dl10
Chrysene-dl2
Perylene-dl2

System Monitoring Compounds
27) TCMX
Spiked Amount 40.000

Target Compounds

2)
3)
4)
5)
6)
7)

n-nitros-dimethyl amine
bis(2-Chloroethyl)ether
1,3-Dichlorobenzene
1,4-Dichlorobenzene
1,2-Dichlorobenzene
2,2'oxybis (1-Chloropropane
N-nitroso-di-propylamine
Hexachloroethane
Nitrobenzene

Isophorone
bis(2-Chloroethoxy) methan
1,2,4-Trichlorobenzene
Napthalene
Hexachlorobutadiene
2-Chloronaphthalene
Dimethylphthalate
2,6-Dinitrotoluene
Acenapthylene
Acenapthalene
2,4-Dinitrotoluene
Diethylphthalate
4-Chlorophenyl-phenylether
Fluorene

Azobenzene
Nnitrosodiphenylamine

4 -Bromophenyl -phenylether
Hexachlorobenzene
Phenanthrene

Anthracene
Di-n-butylphthalate

Mon May 13 11:40:29 2002
Initial Calibration

C:\MSDCHEM\1\DATA\052002\11417.D

(QT Reviewed)

Vial:
Operator:

Inst

Multiplr:

Quant Results File:

C:\MSDCHEM\ 1\METHODS\ 050102 .M

R.T. QIon
9.93 152
13.43 136
18.57 164
22.95 188
30.80 240
34.70 264
20.54 209
0.00 74
0.00 93
0.00 146
0.00 146
0.00 146
0.00 45
0.00 70
0.00 117
0.00 77
0.00 82
0.00 93
0.00 180
0.00 128
0.00 225
0.00 162
0.00 163
0.00 165
0.00 152
0.00 153
0.00 165
0.00 149
0.00 204
0.00 166
20.54 77
20.54 169
0.00 248
0.00 284
0.00 178
0.00 178
0.00 14°

7

Mclean
Instrumen
1.00

050102 .RES

(Chemstation Integrator)

5523476
21623956
11756477
17125239
12289111

7557158

2500297
Recovery

el eoNoloNeNoNoNoNoNoNoNoNoNoNoNeoNoNoNoNoNoNeoNe

1=N
(@)
~
0
un

48272

35.

ZSZEﬂZ?5??ZZ?Z??Z?53ZfZZ:ZZEZZEZZ!ZZEZZ:ZZEZZ

ug/L 0.00
ug/L 0.00
ug/L 0.00
ug/L 0.00
ug/L 0.00
ug/L 0.00
ug/L 0.00
87.58%
Qvalue

manual integration

(#)

11417.D 050102.M

qualifier out of range (m)

NYC-WTC_000025373

Thu May 23 10:45:00 2002
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\052002\11417.D Vial: 7
Acg On : 20 May 2002 6:10 pm Operator: Mclean
Sample : 5/16 eh Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 23 10:44:44 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

DataAcq Meth : 508SCAN

Compound R.T. QIon Response Conc Unit Qvalue
36) Fluoroanthene 00 202 0
38) Pyrene 00 202 0
39) Butylbenzylphthalate 00 149 0
40) Benzo (a)anthracene 30.80 228 30714
41) Bis(2-ethylhexyl)phthalate 31.37 149 17444

42) Chrysene

44) Di-n-octylphthalate
45) Benzo (b) fluoranthene
46) Benzo (k) fluoranthene
47) Benzo (a)pyrene

48) Indeno(l,2,3-cd)pyrene
49) Dibenz(a,h)anthracene
50) Benzo(g,h,i)perylene

CO0OO0OOO0OOHOOOO
=
o
|
S
©
2222222222222
sivivivivivivEeoRvAviviviv)

(#) = qualifier out of range (m) = manual integration (+) = signals summed
11417.D 050102.M Thu May 23 10:45:00 2002 Page 2
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6/£520000 OLM-OAN

Data File

Acg On
Sample
Misc

Quantitation Report

C:\MSDCHEM\1\DATA\052002\11417.D

20 May 2002 6:10 pm

5/1

6 eh

MS Integration Params: EVENTS.E

Quant Time:

Method
Title

Last Update

Response via

May 23 10:44 2002

(QT Reviewed)

Vial: 7
Operator: Mclean
Inst : Instrumen

Multiplr: 1.00

Quant Results File: 050102.RES

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

508 Mo

Initia

dified GC/MS scan

Mon May 13 11:40:29 2002

1l Calibration

PARRSS

2800000
2600000
2400000
2200000
2000000
1800000
1600000
1400000
1200000
1000000

800000

600000

400000

200000

\\L\

1,4-Dichlorobenzene-d4,}

TIC:11417.D

aptna! e-a8
Acenapthalene-d10

( W)

TCMX.s

5‘7 é? L‘\“S/ | .

Phenanthranene-d10

Chrysene-di12

Perylene-d12

Time--> @ 3

3

LN B e e e e S
6.00 8.00 10.00 12.00

T

T l T 1 T T l T T T T I T LR | T
1400 1600 1800  20.00

T

22.00

I e e e T M S s o s s B s e
2400 2600 2800 3000 3200 3400 36.00 38.00

11417.D

050102.M

Thu May 23 10:45:01 2002

Page 3
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\DATA\052002\11417.D Vial: 7
Acg On : .20 May 2002 6:10 pm Operator: Mclean
Sample : 5/16 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 3.308 35 39 45 PV 2 10054 154268 0.32% 0.055%
2 3.367 45 49 56 VV 8 4818 83109 0.17% 0.030%
3 3.5%6 83 88 95 PV 18841 313357 0.65% 0.112%
4 3.725 95 110 125 VV 6 8730 522850 1.08% 0.186%
5 3.825 125 127 129 VV 3 4268 64162 0.13% 0.023%
6 3.849 129 131 136 VV 5 4098 84282 0.17% 0.030%
7 4.107 170 175 177 VV 5 2977 47466 0.10% 0.017%
8 4,143 177 181 190 Vv 10 3620 130797 0.27% 0.047%
9 4.242 194 198 201 VV 6 3946 66326 0.14% 0.024%
10 4.325 208 212 217 VvV 3 4253 72882 0.15% 0.026%
11 4.577 249 255 258 VV 6 2318 42189 0.09% 0.015%
12 4,789 289 291 295 PV 4 1757 20409 0.04% 0.007%
13 5.024 328 331 337 VV 5 5028 106259 0.22% 0.038%
14 5.077 337 340 342 VV 4 3939 63008 0.13% 0.022%
15 5.094 342 343 348 VV 5 3923 56628 0.12% 0.020%
16 5.341 373 385 380 VV 8 1986 47907 0.10% 0.017%
17 5.406 390 396 402 Vv 5 3710 84818 0.18% 0.030%
18 5.576 413 425 432 PV 10 1843 64265 0.13% 0.023%
19 5.647 432 437 449 VV 6 2627 71492 0.15% 0.025%
20 5.970 486 492 516 PV 764997 13655324 28.30% 4.865%
21 7.445 740 743 749 PV 5 1712 30757 0.06% 0.011%
22 7.733 780 792 805 PV 3 9123 247293 0.51% 0.088%
23 8.820 970 977 987 VV 5 2701 66070 0.14% 0.024%
24 9.307 1054 1060 1071 VvV 3 2060 55395 0.11% 0.020%
25 9.936 1156 1167 1188 PV 1731897 33121955 68.65% 11.801%
26 11.869 1488 1496 1502 PV 4 2112 40048 0.08% 0.014%
27 12.039 1515 1525 1535 VvV 3 2554 50323 0.10% 0.018%
28 12.404 1579 1587 1596 VV &5 2038 42195 0.09% 0.015%
29 13.432 1744 1762 1782 PV 2379351 44217122 91.64% 15.754%
30 13.579 1782 1787 1801 VvV 8267 172167 0.36% 0.061%
31 15.700 2137 2148 2157 VV 4 2231 55795 0.12% 0.020%
32 16.746 2321 2326 2335 VvV 3 3702 79526 0.16% 0.028%
33 17.151 2384 2395 2402 VV 4 7916 145518 0.30% 0.052%
34 17.662 2471 2482 2487 PV 6 3515 65099 0.13% 0.023%
35 18.567 2625 2636 2657 VV 2471245 48248313 100.00% 17.191%
36 18.967 2698 2704 2708 VV 3 1675 22527 0.05% 0.008%
37 20.541 2960 2972 2985 PV 1305221 24780953 51.36% 8.829%
11417.D 050102.M Thu May 23 10:45:09 2002 Page 1
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38 21.
39 22
40 22.
41 23.
42 29.
43  30.
44 30.
45 31.
46 34
47 34.
11417.D

399 3112
.580 3311
950 3372
109 3401
983 4571
806 4708
976 4747
376 4811
.707 5370
960 5424

050102.M

NYC-WTC_000025377

3118
3319
3382

3409
4579
4719
4748
4816

5383
5426

3125
3331
3401

3431
4586
4747
4765
4823

5424
5445

Sum

PV

33

bpv

g

PV

of

3 10499
2 17668
2 2210932

20043
3 1900
2 1630294
7 4890
4 2987
2 1084861
9 3441
corrected

168033
328835
46575932

512238
46092
37922329
128978
51214

27619016
121473

areas:

Thu May 23 10:45:09 2002

57.24%
0.25%

280666992

.060%
L117%
.595%

.183%
.016%
.512%
.046%
.018%

.840%
.043%

Page 2
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\052002\11417.D

Operator : Mclean

Acquired : 20 May 2002 6:10 pm using AcgMethod 508SCAN
Instrument : Instrumen

Sample Name: 5/16 eh

Misc Info

Vial Number: 7

Quant File :050102.RES (Chemstation Integrator)

A TIC. 11417.0
Bnanss 13.43

2000000
9.93

1500000

1000000
597

500000

am«mm 7.44.73 8. 82 9 31 1 1181]42 40 1 B.58

O T T T L T T T I T T T T I T T T T T I T T T T l T T T T T

T T 1
Time--> 4. 00 5.00 6 OO 7.00 8.00 9. 00 10.00 11.00 12. 00 13 00 14.00 15.00

AE%W 1857 TIC:11417.D

2295

2000000

1500000

20.54

1000000

500000

01870 16767.1517.66 || 18.96 2140 2258811
T T 'I T I T T T T I T T LR A B T T

T B e e s .
Time—> 16.00 17 00 18.00 19 00 20. 00 21 00 22 00 23 00 24 OO 2500 2600 27.00

AE%W TIC: 11417.D

T T TT

2000000

1500000

34.70

1000000

500000

29.99 lsgsm .38 96

OXIIIIIIAII‘T rxvllnnunlllnr]rr'||llnnn AN B R B B B

Time—> 2800 2900  30. 00 31 OO 3200 3300 3400 3500 3600 37. 00 I 38 00 39.00
11417.D 050102.M Thu May 23 10:45:12 2002 Page 3
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\052002\11417.D Vial: 7

Acg On : 20 May 2002 6:10 pm Operator: Mclean
Sample 5/16 eh Inst Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

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

hkhkkhkkhkhkkhkhkhkhkhhkhkhkkhkhkhhhkhkkdhhhhkkhhkkhkhhhkdhhkhkhkhkhkhkhhkhkhkkhkhkhkkhkkhkhdhkhkkkhkkhkhkxk

Quant Method

Peak Number 1 Acetonitrile, dichloro- Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T
3.60  0.38 ug/L 313357 1,4-Dichlorobenzene-d4 9.93

HitH# of 5 Tentative ID MW MolForm CAS#
"1 Acetonitrile, dichloro- 109 C2HCI2N 003018-12-0
2 Acetonitrile, dichloroc- 109 C2HC12N 003018-12-0

3 3,3-Dichloropropyne

108 C3H2Cl2

1000222-23-9 28

4 Allyl mercaptan 74 C3H6S 000870~23-5 25
[Abundance Scan 88 (3.596 min): 11417.D (-83) (-) m/z 74.00 100.00%
7
5000
47
5 L T = I VNEE—
| l ’ ' 320 340 360 380 400
S T N | T — m/z  82.00 49.80%
miz--> 10 20 30 40 50 80 70 90 1 110
Abundance #28338: Acetonitrile, dichloro-
74
5000 82 l]IIN}/I\[XlllllllllllYl_'_fl
47 320 340 360 380 400
25 m/z 76.00 37.02%
ober2 2 L i ez 4l 108
mfz-—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #115342: Acetonitrile, diwchloro-
Y
35 e o .|| B
320 340 360 380 400
5000 82 m/z 84.00 34.87%
clllllllllllllllllh II|] Il'lllllllll|l‘ll Tllllllll[ll Il
miz—-> 10 20 30 50 60 70 1 110
Abundance #283 2; 33—Dichloropropyne LTS o o S MR
I 3.20 3.40 3& 380 4.00
m/z 47.05 25.38%
5000
38
J
L7 |
0 2 | s e I e 108
llllllllIllllIl lllllll‘[llllllllll’f IIIIII Illllllrxllll lllllllllll[l!lllll!'T’*l
miz—> 10 20 30 40 S50 60 70 80 90 100 110 320 340 360 380 400
050102.M Thu May 23 10:45:14 2002 Page 4

11417.D
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\052002\11417.D Vial: 7

Acg On : 20 May 2002 6:10 pm Operator: Mclean
Sample : 5/16 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
khkhkhkhkhkkkkkkkhkhhhhkkhkhkhkhhkhkhkhkhkhkhkhkhkhkhkkhkhkhkhkhkhkhkhhkhhhkhkhkhhkikhkhkhhkhkhkhkdhkhkihhkhhkkk
Peak Number 2 2,7-Octanedione Concentration Rank 2

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

3.73 0.63 ug/L 522850 1,4-Dichlorobenzene-d4 9.93
Hit# of 65 Tentative ID MW MolForm CAS#H Qual
1 2,7-Octanedione ' 142 C8H1402 001626-09-1
2 Ethyl Chloride 64 C2H5CI1 000075-00-3/4
3 4-Penten-2-one 84 C5H80 013891-87
4 Hexane, 1,1’ -oxybis- 186 C12H260 000112-58-3 2

IAbundance Scan 110 (3.725 min): 11417.D (-95) (-) m/z 43.10 100.00%
48
5000
84 R A N S AL
35 1 63 M 340 360 3.80 4.00
e e [ — m/z 49.10 39.09%
m/z—> 10 20 30 40 50 60 70 80 S0 1060 110 120 130 140 150
Abundance #7001: 2,7-Octanedione
43
5000 T T T
340 360 380 400
58 84 m/z 84.00 20.15%
0 s B ,[ , 99 109 124 142
T T T T T T T T TR T T T T T R T T ““T"T‘ LERAR DL L B AL B LA |
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #107943: Ethyl Chloride
28
1TI‘|’TIII[’||I|I'| 'lll[
64 340 360 380 400
5000 m/z 86.00 16.26%
a5 49
15
O.VY,.'!":r.'r,. i.rll', .“LI. sl e e
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4029: 4-Penten-2-one T
4 340 360 3.80 400
m/z 83.00 9.97%
5000
15
0 [ 2 |l s0 69 8
lIlIIIIIIIIIIIII‘ITI’TVYYI'IT lllT7[ll|l]T"'lI l!llllllllll’]lllllTTIl LU
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 1‘110 150 340 360 380 400
11417.D 050102.M Thu May 23 10:45:16 2002 Page 5
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Data File

Acg On :
Sample :
Misc :

5/16

MS Integration Params:

Quant Method :

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\052002\11417.D
20 May 2002

6:10 pm
eh

LSCINT.e

Vial:
Operator:
Inst
Multiplr:

7

Mclean
Instrumen
1.00

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

Title 508 Modified GC/MS scan

Library C:\DATABASE\NIST98.L
khkhkhkhkhhkhkkhkhhkkhhkddkhhhhkhkhhhkdhhkhkhhohkhhhhkhdhhohkhkhhkdhhkdhdhdhkhkhhkdhdhdhhdhohkhhhkdhhdisk
Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.97 16.49 ug/L 13655300 1,4-Dichlorobenzene-d4 9.93
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123—42—2
2 2-Pentanone, 4-hydroxy-4-methyl- 116 Ce6H1202 000123-42-2 72
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): 11417.D (-486) (-) m/z 43.10 100.00%
43
5000
59
10 35 5k 6o sk 60
o.,w,”.“.”]xﬁyn.wﬁ?l, o7 & | mras m/z 59.10  34.11%
-~ 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RS SRS SRS SR
560 580 600 620 640
m/z 58.10 21.31%
15 \ 101
oll']l'l'lrITls“IIlllh=’l'[53 IIIlll[?‘?|lllIlgllllll]YlT1[71I| TV TIrr
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1 0%756: 2-Pentanone, 4-hydroxy-4-methyl-
4
e e
560 580 6.00 620 640
5000 59 m/z 101.10 13.26%
ok 125"'.‘ 37l ‘ 83 93 101 |
rvrryrrrr LB IYI'T T T T l'lllll|llllll| lllllll' lllllllll T T
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5851. 2-Pentanone, 4-hydroxy-4-methyl- e T
43 560 580 6.00 620 640
m/z 41.10 5.65%
5000
59
101
27 a7, 53‘ 67 77 83 91
0lll[lllr]lllI[llllll:‘l]llll[ IllllIITTT1TTI—WIIII|I|||II|Illl’|'ll' Ill||llllll|lllllllllll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 600 620 6.40
11417.D 050102.M Thu May 23 10:45:19 2002 Page 6
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\052002\11417.D
Acg On 20 May 2002 6:10 pm

Sample 5/16 eh

Misc :

MS Integration Params: LSCINT.e

Quant Method

Title

Library

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

Vial: 7
Operator: Mclean
Inst Ingtrumen
Multiplr: 1.00

(Chemstation Integrator)

khkkhkkhkkkhkkkkkhkkhkhhkkhkhhkkhhhkkhkhhkkhhkhkkhkhkdhkhkhhkhhhhhkhkkhkhhkkhkkhhkkkhkhkhkkkhhhkkhhkhkkkkhkihkk

Peak Number 4

3-Pyrrolidinol

Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T
7.73 0.30 ug/L 247293 1,4-Dichlorobenzene-d4 9.93
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Pyrrolidinol 87 C4HSNO 040499-83-g 9
2 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02/£3 9
3 2-Propanone, l-cyclopropyl- 98 C6H100 004160-76-2 9
4 Ethanol, 2- (pentyloxy) -, acetate 174 C9H1803 005312-09-4 9
Abundance Scan 792 (7.733 min): 11417.D (-780) (-) 43.10 “100.00%
P
5000
58 87 _
2l i A 180 180 s
O"I”“I"”I””TI"' l"HI“'I"‘'I“"l"‘'l""I""I"‘!]}'l"l'"'I""I""l"‘ 58 10
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #4163: 3-Pyrrolidinol
43
5000 —
740 760 7.80 800
‘ 57 o 87 m/z 87.10 79
P I 1117 2 1L TN [ - - .- 1
m/z—> 35404550556065707580859095100105
Abundance #110033: 4-Penten-2-one, 4-methyl-
43
'7.26"7'&6"7'86"{;66”"
5000 m/z 55.10 .40%
83
23 39 55 98
0 1R A T | n Mﬂ
IllIlllllllllllllllffllll IIIIYT—[ITrT[rTII"[IrYT—l_TII1]'(1llfllllllllll'll]llll]lll‘l!lll[lll
mfz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #5149: 2-Propanone, 1-cyclopropyl- N R R maa
43 740 7.60 780 8.00
m/z 41.10 12.02%
5000
55
0 ,r[.2’7n'7,33' !,,..ts,o..".,:..,]T...,..(.5.9....,,...,.éls.,,...,....,”9,'8.,..”1...
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 740 760 780 800
11417.D 050102.M Thu May 23 10:45:21 2002 Page 7
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\052002\11417.D Vial: 7

Acg On : 20 May 2002 6:10 pm Operator: Mclean
Sample : 5/16 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
Akhkhkhkhkhkhkhkhkhkdhkhkrkhkhkhkhkhkhkhkhkhkhhkhkhkhkhhhkhkhkhkhkhkhkhhkhkhdhhkhkhkhkhkdkhkhkhkhkhkhkhkkdhkhkhkhhkhkhkhhhhk
Peak Number 5 Anthracene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.58 0.28 ug/L 328835 Phenanthranene-d10 22.95
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 59
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 59
3 Thiolphthalic anhydride, 4,5-dim... 192 C10H802S 057902-33-7 47
4 9H-Fluorene, 9-ethylidene- 192 C15H12 007151-64-6 40
Abundance Scan 3319 (22.580 min): 11417.D (-3311) (-) m/z 192.10 100.00%
192
5000
96 146 AUV UV LY
42 52 82 ‘ 160 2220 2240 2260 22.80 23.00
Olllll'] rl\[uur’u |’]'un‘f"!rn[vlnn'n]uupux T ||1||'1|||"l|! ----- ‘I""i"‘l" m/Z 191.00 24.70%
mfz--> 20 30 40 50 60 70 80 S0 100110120 130140 150 160 170 180 180 200
Abundance #125845: Anthracene, 2-methyl-
192
5000 ARV UL
2220 22.40 2260 22.80 23.00
m/z 146.10 17.86%
96 165
ol 66 75 87 116 126 139 152 176
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #125847: Anthracene, 2-methyl-
192
IIT‘T!IIIII{\IfT‘FIIIIIII
2220 2240 22.60 2280 23.00
5000 m/z 193.10 13.639
ol 28 39 51 63 &2 ?F 115 126 139 152 175 176 HML
o> 20 % 40 50 80 70 80 90 100 110 120 130 140 150 180 170 180 150 200
Abundance #80924: Thiolphthalic anhydride, 4,5-dimethyl- e e e
132 192 2220 2240 2260 22.80 23.00
m/z 96.10 12.56%
104
5000
39
o2 T o l. ot 121 |, 148 19 476
llllllllllllllllllllll'll Illllllllllllll TTTT lll"l‘l’lll]lllllllllllllllll Y]'r'll T T LELBL T I rrrro
mfz—> 20 30 40 50 60 70 90 100 110 120 130 140 150 160 170 180 190 200 2220 2240 2260 2;80 23.100
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Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\052002\11417.D
Acg On : 20 May 2002 6:10 pm

Sample 5/16 eh

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: 7
Operator: Mclean
Inst Instrumen
Multiplr: 1.00

(Chemstation Integrator)

khkkkhkkkhkkhkkhkkhhhhkhhhkkhhkhkhkhhkhkkhkhkhkhkkhkkhkhhhkhkkhkhkkkhkhhhkhkhkhkhkhkhkhkhhkhkhhkkkhkhhkhkhhkkkhkhkhhkhkkhkkhk

Peak Number 6 Phenanthrene-dlo0

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.11 0.44 ug/L 512238 Phenanthranene-d10 22.95
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Phenanthrene-dlo0 188 C14D10 001517-22-2 90
2 Anthracene-dil0- 188 C14D10 001719-06-8 87
3 Pentacyclo[7.3.1.1.(4,12).0(2,7)... 188 C14H20 1000215-61-8 45
4 Pentacyclo[8.4.0.0(3,7).0(4,14).... 188 Cl4H20 1000099-27-2 33

Abundance Scan 3409 (23.109 min): 11417.D (-3401) (-) m/z 188.15 100.00%
188
5000
66 90 o4 158 I | 22580 2300 2320 2340
OIIIllllIYlKIIllI4]01YYT|Illlllllll!llll‘!llll‘!l]Illlllklllllll’lIllll|l'l‘l!ll‘!j[lTY”]YTT‘V]'IJIIIIIIIFI‘V‘I m/z 189.10 19.72%
mfz-—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #79827: Phenanthrene-d10
ﬂp
5000 N U SUSI I SRR BU R |
22.80 23.00 23.20 23.40
m/z 80.05 16.12%
66 80 o4 160 /
0 30 4252 6 1 " 108118 132 146 ] 170179,|,|M
A A A R A AR A A A R B RS SRR RRERS RRARE RRELE RRRRN KRS RRERE EERRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79826: Anthracene-d10-
1EF8
T 1 T TTAII'II’I]T['II']
22.80 23.00 23.20 23.40
5000 m/z 94.05 12.429
80 94 160
ol 17 30 42 52 86 1 | 108118 132 146 |1 170179,
ll|||l[lIlIIIIIIIIIlllllllllllll‘lllllllllllll]lllIlllllllllIIIIXI]IIIllllfllvflT[llllll‘l lllll
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79715: Pentacyclo[7.3.1.1.(4,12).0(2,7).0(6,11)]tetradeca... e e e e
188 22.80 23.00 23.20 23.40
m/z 184.05 11.71%
5000 79 91
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 ”2r2.|8‘0l l2l3..0I0. ‘2I3.12|0‘ ‘2‘5314I(J -
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Tentatively Identified Compound (LSC) summary

Operator ID: Mclean Date Acquired: 20 May 2002 6:10 pm
Data File: C:\MSDCHEM\1\DATA\052002\11417.D

Name: 5/16 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 0.4 ug/L 313357 1 9.93 33122000 40.0
2,7-Octanedione 3.73 0.6 ug/L 522850 1 9.93 33122000 40.0
2-Pentanone, 4-hy... 5.97 16.5 ug/L 13655300 1 9.93 33122000 40.0
3-Pyrrolidinol 7.73 0.3 ug/L 247293 1 9.93 33122000 40.0
Anthracene, 2-met... 22.58 0.3 ug/L 328835 4 22.95 46575900 40.0
Phenanthrene-dl0 23.11 0.4 ug/L 512238 4 22.95 46575900 40.0
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