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Comments for Sample AE09575 - Analysis $GCMS

~Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 05-14-2002 Time: 14:53:22

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\050902\9575.D

Acg On : 9 May 2002 11:26 pm
Sample : 5/8 kb
Misc :

MS Integration Params: EVENTS.E
Quant Time: May 13 11:50:30 2002

Vial:
Operator:

Inst

Multiplr;

Quant Results File:

11

Mclean
Instrumen
1.00

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
Regponse via : Initial Calibration
DataAcg Meth : 508SCAN

Internal Standards R.T. QIon
1) 1,4-Dichlorobenzene-d4 9.94 152
10) Napthalene-ds 13.43 136
17) Acenapthalene-di0 18.57 164
29) Phenanthranene-dl0 22.96 188
37) Chrysene-dl2 30.81 240
43) Perylene-dl2 34.71 264

System Monitoring Compounds

27) TCMX 20.55 209
Spiked Amount 40.000

Target Compounds

7405732
29396159
15899255
23180357
17251395
10736019

3252873
Recovery

33.

;;a;;zz;zg:az:z;ag;zg:zz:zz:zz:zz:zz:az:zz:zz

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
84 .25%
Qvalue
Page 1

2) n-nitros-dimethyl amine 0.00 74 0
3) bis(2-Chloroethyl)ether 0.00 93 0
4) 1,3-Dichlorobenzene 0.00 146 0
5) 1,4-Dichlorobenzene 0.00 146 0
6) 1,2-Dichlorobenzene 0.00 146 0
7) 2,2'oxybis(l-Chloropropane 0.00 45 0
8) N-nitroso-di-propylamine 0.00 70 0
9) Hexachloroethane 0.00 117 0
11) Nitrobenzene 0.00 77 0
12) Isophorone 0.00 82 0
13) bis{(2-Chloroethoxy) methan 0.00 93 0
14) 1,2,4-Trichlorobenzene 0.00 180 0
15) Napthalene 0.00 128 0
16) Hexachlorobutadiene 0.00 225 0
18) 2-Chloronaphthalene 0.00 162 0
19) Dimethylphthalate 0.00 163 0
20) 2,6-Dinitrotoluene 0.00 165 0
21) Acenapthylene 0.00 152 0
22) Acenapthalene 0.00 153 0
23) 2,4-Dinitrotoluene 0.00 165 0
24) Diethylphthalate 0.00 149 0
25) 4-Chlorophenyl-phenylether 20.55 204 17676
26) Fluorene 0.00 166 0
28) Azobenzene 20.55 77 55870
30) Nnitrosodiphenylamine 20.55 169 59094
31) 4-Bromophenyl-phenylether 0.00 248 0
32) Hexachlorobenzene 0.00 284 0
33) Phenanthrene 0.00 178 0
34) Anthracene 0.00 178 0
35) Di-n-butylphthalate 0.00 149 0
(#) = qualifier out of range (m) = manual integration
9575.D 050102.M Mon May 13 11:50:45 2002
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«Data File : C:\MSDCHEM\1\DATA\050902\9575.D Vial: 11

Acg On : 9 May 2002 11:26 pm Operator: Mclean
Sample : 5/8 kb Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: EVENTS.E

Quant Time: May 13 11:50:30 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 30.81 228 44407 N.D
41) Bis(2-ethylhexyl)phthalate 31.38 149 46191 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 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(1,2,3-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
9575.D 050102.M Mon May 13 11:50:45 2002 Page 2
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Quantitation Report {QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\050902\9575.D Vvial: 11
Acg On : 9 May 2002 11:26 pm Operator: Mclean
Sample : 5/8 kb Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 13 11:50 2002 Quant Results File: 050102.RES
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

Abundance TIC: 9575.D
}=3
I
3500000 o :
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2 o
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2500000 3
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1000000 /i‘\}

i \ % %f \}3
| DL Dl Nl 3

0 3 G S S R A e a L TTT T T T T T T T T T T T T T T T

T T T T ™ T V) T L N
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9575.D 050102.M Mon May.13 11:50:47 2002 Page 3
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. Data File C:\MSDCHEM\1\DATA\050902\9575.D Vial: 11
Acg On 9 May 2002 11:26 pm Operator: Mclean
Sample 5/8 kb 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 3.138 4 10 15 BV 3 4976 55430 0.08% 0.014%
2 3.555 78 81 87 BV 7 3082 58150 0.09% 0.015%
3 3.702 95 106 110 PV 7 2793 83862 0.13% 0.021%
4 3.749 110 114 118 VV 6 3328 68137 0.10% 0.017%
5 3.784 118 120 125 Vv 5 2863 59787 0.09% 0.015%
6 4.172 183 186 193 VV 6 3411 76756 0.12% 0.019%
7 4.284 201 205 210 VvV 3 5264 77173 0.12% 0.020%
8 4.366 215 219 227 VvV 3 3882 82927 0.13% 0.021%
9 4.595 253 258 266 PV 8 2223 43305 0.07% 0.011%
10 4.965 316 321 326 VV 5 6233 104206 0.16% 0.026%
11 5.036 326 333 345 VvV 3 7124 186215 0.28% 0.047%
12 5.430 394 400 410 VvV 3 4240 96233 0.15% 0.024%
13 5.547 410 420 422 PV 7 3207 91008 0.14% 0.023%
14 5.571 422 424 428 VV 4 2631 42812 0.07% 0.011%
15 5.647 428 437 448 VvV 7 4170 162489 0.25% 0.041%
16 5.853 467 472 478 VV 7 2480 59655 0.09% 0.015%
17 5.982 478 494 522 VV 1138105 19740636 30.16% 5.012%
18 6.569 590 594 602 VV 4 2107 46993 0.07% 0.012%
19 6.675 608 612 620 VV 5 1941 47241 0.07% 0.012%
20 6.957 654 660 663 VV 6 2115 38381 0.06% 0.010%
21 7.721 785 790 816 PV 16526 485131 0.74% 0.123%
22 8.749 857 965 975 PV 7 4520 94911 0.14% 0.024%
23 9.307 1053 1060 1065 PV 5 2922 51060 0.08% 0.013%
24 9.695 1123 1126 1128 PV 4 1525 13658 0.02% 0.003%
25 9.936 1150 1167 1188 BV 2433700 45240964 69.11% 11.487%
26 10.071 1188 1190 1196 VV 6 2513 34734 0.05% 0.009%
27 11.869 1489 1496 1502 VV 6 2596 41960 0.06% 0.011%
28 13.432 1752 1762 1782 PV 3192588 60405246 92.28% 15.338%
29 13.579 1782 1787 1796 VV 11292 211411 0.32% 0.054%
30 13.838 1824 1831 1838 VV 5 1906 33538 0.05% 0.009%
31 15.700 2143 2148 2158 VV 4 3224 64490 0.10% 0.016%
32 16.746 2317 2326 2334 VV 2 5454 111249 0.17% 0.028%
33 17.151 2384 23395 2401 PV 6 11682 197574 0.30% 0.050%
34 17.663 2473 2482 2489 VV 3 5049 80028 0.12% 0.020%
35 18.573 2624 2637 2655 PV 3237240 65462062 100.00% 16.622%
36 18.955 2695 2702 2712 VV 4 2504 52169 0.08% 0.013%
37 20.324 2927 2935 2943 VV 3 3238 56007 0.09% 0.014%
9575.D 050102.M Mon May 13 11:50:58 2002 Page 1
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- e o e

40 21.758 3171
41 22.580 3311
42 22.956 3371
43 23.109 3402
44 25.095 3741
45 25.653 3824
46 26.153 3922
47 26.640 4001
48 26.693 4016
49 26.828 4038
50 27.181 4091
51 27.269 4111
52 27.287 4119
53 27.475 4144
54 27.974 4226
55 28.045 4242
56 28.086 4254
57 29.002 4397
58 29.126 4431
59 29.143 4435
60 29.173 4438
61 29.978 4573
62 30.083 4586
63 30.812 4706
64 31.082 4763
65 31.129 4773
66 31.170 4778
67 31.382 4810
68 31.488 4833
69 31.505 4836
70 32.393 4984
71 33.474 51689
72 33.838 5227
73 33.950 5252
74 33.985 5258
75 34.202 5291
76 34.337 5315
77 34.708 5370
78 34.995 5431
79 35.060 5441
80 35.0839 5447
81 35.248 5473
82 35.571 5528
83 36.159 5628
84 37.569 5865
9575.D 050102.M
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3179

3318
3383
3409
3747
3842

3927
4010
4019
4042
4102

4117
4120
4152
4237
4249

4256
4412
4433
4436
4441

4578
4596
4720
4766
4774

4781
4817
4835
4838
4989

5173
5235
5254
5260
5297

5320
5383
5432
5443
5448

5475
5530
5630
5870

— s

3186

3326
3402
3425
3762
3848

3928
4016
4027
4052
4108

4119
4123
4161
4242
4254

4264
4431
4435
4438
4458

4586
4604
4763
4773
4778

4785
4833
4836
4843
4993

5185
5252
5258
5263
5299

5322
5431
5441
5447
5452

5481
5532
5632
5873
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<
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Sum of
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28640
2913233
36006
2720
1646

1596
15162
7026
4043
2321

3244
2860
4667
4679
5063

4155
62830
7291
5997
6423

6159
4104
2145322
7732
6037

4661
11256
3478
4006
1219

1910
18811
3448
2675
2793

2053
1537792
5177
3541
3384

1741
2200
1550
1530

corrected

LI W Y

128055

538484
63795263
884880
69950
61260

20139
346133
186255
147490

89215

80112
28337
151078
159295
156270

124473
20101460
73284
67882
371730

193577
193722
55152794
203397
86253

90990
503791
33325
75735
22156

39492
572763
59459
40171
47470

22673
40026218
126208
60611
49448

25618
20608
11073
16377

areas:

Mon May 13 11:50:58 2002

S

(@34
N »
o
o0

OOKRrRrJO
O Wi
RN

o° o o° o o°

U1 ©
w w
o o

.28%
.23%
.14%

QO OOO0O

.12%
.04%
.23%
.24%
.24%

leNeoNoNeoNo

.19%
.07%
.11%
.10%
.57%

OO O WOo

0.30%
0.30%
84.25%
0.31%
0.13%

oNoNoNoNe]
(@]
ul
o\

.06%
.87%
.09%
.06%
.07%

OO OO0

0.03%
61.14%
0.19%
0.09%
0.08%

.04%
.03%
.02%
.03%

eNoNeoNe)

383830868

O <

OO0OO0OO0OO0 OO OO0 O OO ONO

OO OO0

1

[eNeoNeNoNo] [« NoNeoNoNel OCOOOO

OO OO

cCoOod oo

PRV AV IS V]

.033%
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.199%
.225%
.018%
.016%

.005%
.088%
.047%
.037%
.023%

.020%
.007%
.038%
.040%
.040%

.032%
.510%
.019%
.017%
.094%

.049%
.049%
.004%
.052%
.022%

.023%
.128%
.008%
.019%
.006%

.010%
.145%
.015%
.010%
.012%

.006%

163%

.032%
.015%
.013%

.007%
.005%
.003%
.004%
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File : C:\MSDCHEM\1\DATA\050902\9575.D

Operator : Mclean

Acquired : 9 May 2002 11:26 pm using AcgMethod 508SCAN
Instrument : Instrumen

Sample Name: 5/8 kb

Misc Info

Vial Number: 11

Quant File :050102.RES (Chemstation Integrator)

Abundance TIC: 9575.D
3000000

1343

2500000 9.94

2000000

1500000

1000000
500000
0 143M6 6#o6  7.72 8.75 93197&)07 11 87 BﬁBS&t
T T T l T T T T T T T T I T T T T T l T

T o lllllllllllll]lll|

Time—> .00 600 9.00 1000 11.00 1200 13.00 1400 15.00
Abundance TiC: 9575.D

1857 2296

2500000
2000000
20.55
1500000
1000000

500000

01570 16767151766 L1896 20.3L 2141176 22542@1 2510256&61mm
. — . - ; e =Ll

Time—> 1600 1700 1800 1900 2000 2100 2200 23.00 24.00 2500 2600 27.00
Abundance TIC: 9575.D

3000000

2500000
30.81

2000000
34.71
1500000
1000000

500000

l@]m 32.39 33 SEBIR04 @M 5736 16_ 37.57

JASHOID
cl T T T T T T ] T T T T T T | SLRLAL A R SN B S |

Time—> 2800 2000 3000 3100 3200 3300 3400 3500 3600  37.00 3800 _ 39.00
9575.D 050102.M Mon May 13 11:50:59 2002 Page 3
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C:\MSDCHEM\ 1\DATA\050902\9575.D

.Data File :
Acqg On :
Sample

Misc :
MS Integration Params:

Quant Method

Title
Library

9 May 2002

5/8 kb

e e e

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

508

11:26 pm

LSCINT.e

Modified GC/MS scan

C:\DATABASE\NIST98.L

khkkhkhkkhkkhhhkhhkhkkhkhkkhkkkhkkhkhkkkhhkkhkhkkhkkkhkkkkhhhkhkhkhkkkhhkkhkhhkkhkhkhkhkhkhkhkhkikkkhkhkhkdk

Vial: 11
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

Peak Number 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.98 17.45 ug/L 19740600 1,4-Dichlorobenzene-d4 9.94
Hit# of Tentative ID MW MolForm CASH Qua
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
4 Acetone 58 C3H60 000067-64-1 32

Abundance Scan 494 (5.982 min): 9575.D (-478) (-) m/z 43.10 100.00%
48
5000
59
o | ne S5 5% 6bo ok ok
o) AN AT1 PO P9 | RN - N £ A~ - NN N m/z  59.10  34.94%
m/z—> 10 20 30 40 50 60 70 80 S0 100 110
Abundance #109755: 23-Pentanone, 4-hydroxy-4-methyl-
4
5000 59 l|"| 'lll[lllll‘ll|]’T‘l
5.60 580 600 620 640
m/z 58.10 . 3
15 l 101 / . 1 23.00%
c...I,H,,l?ﬁq.,ﬁﬁm:.,,??:w..,.,.“.,??,.“..+J,” =
m/z—> 10 40 50 60 70 80 90 100 110
Abundance #1 09756: 2-Pentanone, 4-hydroxy-4-methyi-
48
560 580 600 620 640
5000 59 m/z 101.10 13.60%
31 101
m/z—> 10 20 30 40 50 60 70 80 100 110
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl- R e o T SRR,
43 560 580 600 620 640
m/z 41.10 5.98%
5000
59
Ot T L | |:l|113-21A3§|I!r4|81\153|]=|||||6‘Z|7|2||77n]|’1|1[91||9|6=[I11|r]r LI [N B L et N A B L O
m/z—-> 10 20 30 40 50 60 70 90 100 110 560 580 600 620 640
9575.D 050102.M Mon May 13 11:50:59 2002 Page 4
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+Data File C:\MSDCHEM\ 1\DATA\050902\9575.D
Acg On 9 May 2002 11:26 pm

Sample 5/8 kb

Misc :

MS Integration Params: LSCINT.e

Quant Method
Title
Library

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

Vvial: 11
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

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

hkhkkkhkhkhkhkhkhkkkhkhkhkhkhkhkkhkhkkhkhkhkhkhhhhhhhhhhkhkhkhhkkkkkhkhkkhkhkhkhhkhkhkhhhhkhkhkhkhhdhkhkhkhk

Peak Number 2

3-Oxetanol,

2,2,3-trimethyl-

Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T
7.72 0.43 ug/L 485131 1,4-Dichlorobenzene-d4 9.94
Hit# of &5 Tentative ID MW MolForm CAS#H# Qual
1 3-Oxetanol, 2,2,3-trimethyl- 116 C6H1202 025910-96-7 4
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3
3 3-Pyrrolidinol 87 C4HSNO 040499-83-0/23
4 Butanoic acid, 3-oxo-, methyl ester 116 CSH803 000105-45+
IAbundance Scan 790 (7.721 min): 9575.D (-785) {-) m/z 43.10 100.00%
4B
5000
58
7 e Tk T 7o b
o .,l,“.u.'.,??I.II.L.,.fi?”..l.l;.’;,. B m/z 58.10 34.95%
m/z—> 20 50 60 70 80 90 100 110 120
Abundance #5761: 3-Oxetanol, 2,2,3-trimethyl-
43
5000 RN AL N AL I |
740 760 7.80 8.00
0 } . m/z 87.10 21.04%
o,...,m.,.uf;l...aﬁJ;... l98
m/z—-> 20 30 40 20 100 110 120
Abundance #1 09705: 2 Hexanone 5—methyl-
48
740 760 780 800
5000 m/z 83.10 15.30%
27
CIIHI’I’F%% I
m/z—> 20 30 40 50 80 70 80 90 100 110 120
Abundance #4163: 3-Pyrrolidinol
4F 7.40 7.60 7.80 8.00
m/z 41.20 14.04%
5000
]l 57 68 87
OII1| 'llllll[Ill1Islzl]!l!llffflllifl?zlqzl!Il]llll'll lll Il]l
mfz—> 20 30 40 50 60 70 80 80 100 110 120 740 7860 780 800
9575.D 050102.M Mon May 13 11:51:00 2002 Page 5
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. Data File C:\MSDCHEM\1\DATA\050902\957
Acq On 9 May 2002 11:26 pm
Sample 5/8 kb
Misc :
MS Integration Params: LSCINT.e

Quant Method C:\MSDCHEM\ 1\METHODS\ 0501

5.D

02.M

Vial:
Operator:
Inst
Multiplr:

11

Mclean
Instrumen
1.00

(Chemstation Integrator)

khkhkkkkhkkkhkkkkhkhkkkhkkkhkkhkkkhkhkkhkhkhkhkhkhkkhkkhkkkhkkkhkkhkkhkhkkhkkkkhkhkhkhkhhkkhkkkkkhkkkkdkk
Concentration Rank 7

Relative to ISTD

Title 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L
Peak Number 3 Phenanthrene, 9-methyl-
R.T EstConc Area
22.58 0.34 ug/L 538484
Hit# of 5 Tentative ID

MW MolForm

Phenanthranene-dl0

Qual

1 Phenanthrene, 9-methyl-
2 2,5-Dihydrophosphole, 3-methyl-1...
3 2-Propenal, 3-(3,4-dimethoxyphen...

192 C15H12
192 C11H130P
192 C11H1203

1000196 97 5 45
004497-40-9 42

4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 40 —
Abundance Scan 3319 (22.580 min): 9575.D (-3311) (-) m/z 192.10 100.00%
192
5000
96 146 160 2220 2240 2260 2280 23.00
25 70 % 122 20 _22.
o m/z 191.10 21.70%
m/z-—-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #81033: Phenanthrene, 9-methyl-
1
5000 ,,...‘,....,..,.[../.\,.
o m/z 193.10 15.14%
ol 29 39 51 63 74 §§ d 115 126 139 152 1?5 1?6
B REa R e R e RAARRAREE P T e
m/z—-> 2030405060708090100110120130140150160170180190200
Abundance #80865: 2,5-Dihydrophosphole, 3-methyl-1-oxo-1-phenyl-
192
164
llllll[l lllllfll'[‘li
nmzmonmznomm
5000 m/z 146.10 14.51%
o ,
m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #80953: 2-Propenal, 3-(3,4-dimethoxyphenyl)- SO A -
192 2220 2240 2260 2280 23.00
161 m/z 96.10 11.55%
5000
91 121 149 177
F I N | /\
bbb e eeebere gl plberyes SNSIN I IR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 2220 22.40 2260 2280 23.00

9575.D 050102.M

NYC-WTC_000023140

Mon May 13 11:51:00 2002
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.Data File : C:\MSDCHEM\1\DATA\050902\9575.D Vvial: 11

Acg On : 9 May 2002 11:26 pm Operator: Mclean
Sample : 5/8 kb 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
khkkhkhkkhdkhkhhhkhhhhkkhkhhhkhkkhhkhhhkhkhkhkhkhkkhkkhkhkhkhhhkhkhkhkkhkhkhhkkhhkhkhkhkhkkhhkhkkhkkkxk
Peak Number 4 Anthracene-dl0- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.11 0.55 ug/L 884880 Phenanthranene-dl10 22.96
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene-d10- 188 C14D10 001719-06-8 SZESLO
2 Phenanthrene-dl0 188 C14D10 001517-22-2 6
3 Cycloheptanone, 4-phenyl- 188 C13H160 067688-28-2 53
4 4-Fluoro-6-methyl-2-phenylpyrimi... 188 C11H9FN2 051421-92-2 50
Abundance Scan 3409 (23.109 min): 9575.D (-3402) (-) m/z 188.15 100.00%
up
5000
43 5765 80 9 158 2280 2300 2320 23.40
cl]lllI|llllll'l'|.lllllliI.:] Illl I’! IJ' ]] 132 146 l[lll TTTT ll’ll)lll m/Z 189 15 19 956
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #79826: Anthracene-d10-
198
5000 U T
2280 23.00 23.20 2340
. 0 o4 m/z 184.10 14.47%
ok 17 39 fz ?2 il ! | 10?118 132 146 ,|| 170179h“
TTTTfrrrrT T LIRS lllll1T TTT T rrriprITT Il! Illll]
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79827: Phenanthrene-d10
188
2280 23.00 2320 23.40
5000 m/z 94.00 13.04%
80 o4 160
ol 30 42 52 ©6 108118 132 146 170179
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79739: Cycloheptanone, 4-phenyl- R B B
117 1?8 2280 23.00 2320 23.40
m/z 80.10 12.39%
5000
O' LI N A RO B S N B N N
miz—> 10 20 30 40 50 60 70 80 ©0 100110120 130 140 150 160 170 180 190 2280 2300 23.20 2340
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. Data File C:\MSDCHEM\ 1\DATA\050902\9575.D

Acg On 9 May 2002 11:26 pm
Sample 5/8 kb

Misc :

MS Integration Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\050102.M
508 Modified GC/MS scan
C:\DATABASE\NISTS8.L

Quant Method
Title
Library

Vial: 11
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

kkkkhkhkhkhkhhkhkhkhkhkhkhhkhkhhhkhhkhkhkhhhkhkhhkhkhkhkhkkkkkhhhhhkhhkhkhhkhkhkkhkhhkhhkkkhhkkkkhkk

Peak Number 5 1-Tetracosanol

Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T
26.64 0.22 ug/L 346133 Phenanthranene-d10 22.96
Hit# of 5 Tentative ID MW MolForm CAS# Qual

354 C24H500
382 C26H540
112 C8H16
126 C9H18

1 1-Tetracosanol
2 1-Hexacosanol
3 Cyclopentane,
4 Cyclopentane,

1,1,3-trimethyl-
1,1,3,4-tetramethy.

000506-51-4 58
000506-52-5

004516-69-2 /43
020309-77-7 38

Abundance Scan 4010 (26,640 min): 9575.D (-4001) () m/z 55.10 100.00%
55
83
5000
2640 2660 2680 27.00
(o] TN m[....,....[...., ................ N — m/z 57.10 86.06%
mfz—> 20 40 60 80 100120140160180200220240260280300320340360
Abundance #5175: 1-Tetracosano!
4
5000
26.40 26.60 26.80 27.00
111 m/z 83.10 80.37%
ol i il fi6% 196 238 266 308 336
miz--> 20 40 60 so 100120140160180200220240260280300320340360
Abundance #109608: 1-Hexacosanol
¥lc]
26.40 26.60 26.80 27.00
5000 m/z 69.10 77.30%
18 111
N 139 168 196 224 252 278 308 336 364
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #13648: Cyclopentane, 1,1,3-trimethyl-
55 26.40 26.60 26.80 27.00
m/z 97.10 69.05%
83
5000
27
112 j
0! AL (i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 26.40 26.60 26.80 27.00
9575.D (050102.M Mon May 13 11:51:01 2002 Page 8
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NYC 9/11 Public Portal Document
» Data File :

C:\MSDCHEM\1\DATA\050902\9575.D

Acg On 9 May 2002 11:26 pm
Sample : 5/8 kb

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: 11
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

dedkkdkkdhkkhkkkdohkdkdkdhkkkdkhkkkdkodkkkkdhkhkokdkdkdhdkhhkkkhhkhkhkkkkkodkkkkkkkkokkkkkkkkkk

Peak Number 6

1-Octadecene

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
29.00 1.46 ug/L 2010140 Chrysene-dl2 30.81
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1-Octadecene 252 C18H36 000112-88-9 70
2 1-Nonadecene 266 C19H38 018435-45-5 5
3 l-Heptadecene 238 C17H34 006765-39-5 %8
4 11-Tricosene 322 C23H46 052078-56-5/53
[Abundance Scan 4412 (29.002 min): 9575.D (-4397) (-) m/z 55.10 100.00%
43
T i ML
111127 lllllll'Tl llllll
141 1g7 207 2860 2880 2000 29.20 29.40
ol il 13 | [m/z  43.15  59.74%
mfz—-> 20 40 60 100 120 140 160 180 200 220 240 260
Abundance . #112298: 1-Octadecene
3
69 8 o7
5000 llllIlI‘VrTT‘Tl T
111 28.60 28.80 29.00 2920 2940
125 m/z 57.10 57.05%
0 T 1L 139154168182196210224 252
Tt llll] T ]ll11]lllll T TT Illl Trrr
m/z—-> 2b 40 60 100 120 140 160 180 200 220 2)10 26[0
Abundance #42210: 1-Nonadecene
43 55
69
e e
2860 28.80 29.00 29.20 2940
5000 m/z 83.10 52.11%
29 125
ol1s [ il 129 154 168 182196 210 224 238 266
'_TT]'TTIII T
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #118308: 1-Heptadecene R B e e R R Raa
43 28.60 28.80 29.00 29.20 29.40
m/z 97.10 50.27%
5000
29 125
ol 18 L 139 154 168 182 196210 238 _
IVIIYIIIIIfV TTrTTr T I T T T LI
mfiz—-> 20 40 60 100 120 140 160 180 200 220 240 260 2860 28|80 29|00 2920 29140
9575.D 050102.M Mon May 13 11:51:01 2002 Page 9
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-Data File C:\MSDCHEM\1\DATA\050902\9575.D Vial: 11

Acg On 9 May 2002 11:26 pm Operator: Mclean
Sample 5/8 kb 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\NISTO98.L

khkhkdkkkkhkhkhkhkhkkkhkkkhkhkhkhkhkhkkhkkhdkhkhkhkdkhkhkhkhkhhhkkkhkkhkhkhkhkkhkhkhkhkkhhhkhkdkhkhkkkkdxk
Peak Number 7 8-Azabicyclo[3.2.l1l]loctan-3-... Concentration Rank 8

Quant Method

R.T EstConc Area Relative to ISTD R.T

25.18 0.27 ug/L 371730 Chrysene-dil2 30.81
Hit# of 5 Tentative ID MW MolForm CAS#

1 8-Azabicyclo[3.2.1]loctan-3-0l1, 8.. 141 C8H15NO 000120-29-6 12
2 Benzocyclodecene, tetradecahydro- 194 Cl14H26 061142-06-1

3 1lH-Imidazole, l-ethyl- 96 C5H8N2 007098-07-9

4 2-Cyclopentene-1,4-dione 96 C5H402 000930-60-9 9

Abundance Scan 4441 (29.173 min): 9575.D (-4438) {-)
82 96
42 o 137 149
5000
207
| | \ 111
O||||nlrrrl T[T it e LRRRRARERAL

i T
60 70 80 90 100110120130140150160170180190200210
#116334: 8-Azab|cyclo[3 2.1)octan-3-ol, 8-methyl-, endo-

T TT
nfz-—> 10 20 30 40 50
Abundance

96
5000
113124 140
28 .
ol 15 1 — | . .

mfz—> 10 20 30 40 50 60 70 80 90100110120130140150160170180190200210
Abundance #41792: Benzocyclodecene, tetradecahydro-
%

82
41 &
5000
29
0 124 138 152 468 180 194

m/z—-> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210
Abundance #41767: 1H-Imidazole, 1-ethyl-
96

81
5000 4 68
54
0.

WranmemW
miz—-> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210

96.10 100.00%

28.80 29.00 29.20 29.40 29.60

m/z 82.10 95.67%

28.80 29.00 29.20 29.40 29.60

m/z 77.10 74.80%

T
28.80 29.00 2920 29.40 29.60

m/z 149.00 70.08%

28.80 29.00 29.20 29.40 29.60

m/z 137.20 69.69%

TrT T R R T T T TT T

28.80 29.00 29.20 29.40 29.60

i

9575.D 050102.M Mon May 13 11:51:02 2002
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- Data File : C:\MSDCHEM\1\DATA\050902\9575.D
Acg On : 9 May 2002 11:26 pm
Sample : 5/8 kb
Misc :
MS Integration Params: LSCINT.e

Quant Method

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

Vial: 11
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

khkkkkkkhkkhkhkkhkhkkkhkkkhkhkkhkhkhkhkhkhkhkhkhkhkkhkkkkhkkhkhkhhkhkhkhkkdkkhkkkhkhhhkhkhkhkhkkhkkkhkkkkx

m...

Concentration Rank

Relative to ISTD

6

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
Peak Number 8 Benzoic acid, p-anilino-,
R.T EstConc Area
31.38 0.37 ug/L 503791
Hit# of 5 Tentative ID

Chrysene-dl2

MW MolForm

1 Benzoic acid,

p-anilino-, methyl.

2 1,2-Benzenedicarboxylic acid, mo...
3 1,2-Benzenedicarboxylic acid, mo...

227 Cl4H13NO2
278 Cl6H2204
278 C16H2204

004058-18-8 14
004376-20-9 1
004376-20-9 A4

4 Oxazolidine, 3-phenyl- 149 C9H11NO 020503-92-8/10
Abundance Scan 4817 (31.382 min): 9575.D (-4810) (-) m/z 227.20 100/00%
149
57
5000 113
167
. ; —
I}II } JJ Tl bl 10 310 3140 51 31k
OH ’ R mme ma S T m/z 149.00 896 .32%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89099: Benzoic acid, p-anilino-, methyl ester
227
196
5000 [,r...A..., it
167 3100 31.20 3140 31.60 31.80
%8 57.10 50.13%
51 65 77 1 115 139 180
clllll|llllll1'1’1']'1‘l_l_|—ll¥'l_ :rTlf'lxnllnxn LA TR L L L L B AL L L A I
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67064: 1,2—Benzenedicarbox%lic acid, mono(2-ethylhexyl) este
149
3100 3120 3140 3160 3180
5000 m/z 113.50 41 .44%
70 167
23305 p e ||
ol b 974 | 132 185199213 228242256 278
e el ..ﬁ,,.. ..... T T T T e
m/iz—-> 2040 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123456: 1,2-Benzenedicarboxylic acid, mono(2-ethylhexyl) ... — ,, ., e
149 mmmmamcmmmm
m/z 226. 31.91%
70
167
41 > 83 112
X S PO O S , , —
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3100 3120 3140 3160 3180
9575.D 050102.M Mon May 13 11:51:02 2002 Page 11
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NYC 9/11 Public Portal Document

.Data File C:\MSDCHEM\1\DATA\050902\9575.D
Acg On 9 May 2002 11:26 pm

Sample 5/8 kb

Misc :

MS Integration Params: LSCINT.e

Quant Method
Title
Library

508

Modified GC/MS scan

C:\DATABASE\NIST98.L

Vial: 11
Operator: Mclean
Inst Instrumen
Multiplr: 1.00

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

khkkkkkkhkhkhkhhhkhkhkhhhhkhkkhhhhhhkhkkhkhhkkhkhkhkkkhhkkhkkhkhkkkkhhkkhkhkhhhkhkhhkhkkhkhkkhkhkkkdkk

Peak Number 9 5-Thiazolecarboxylic acid, Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T
33.84 0.57 ug/L 572763 Perylene-dl2 34.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Thiazolecarboxylic acid, 2,4-d... 185 C8H11NO2S 007210-77-7 50
2 dl-2-Ethylhexyl chloroformate 192 C9H17Cl02 024468-13-1 2
3 Benzene, 1l-nitro-2-(octyloxy) - 251 C14H21NO3 037682-29-4 A7
4 Benzene, l-nitro-2-(octyloxy) - 251 C14H21NO3 037682-29-4 17
Abundance Scan 5235 (33.838 min): 9575.D (-5227) (-) m/z 185.10 100.00%
185
57
5000
——r — ¥ A_A A A
l' “ |’M%ng 203 281 33.60 33.80 34.00 34.20
o“,“|HkI”.'UJﬂ.J ......... e e e m/z 57.10 57.14%
miz—> 20 60 100 120 140 160 180 200 220 240 260 280
Abundance #79017 5-Thiazolecarboxylic acid, 2,4-dimethyl-, ethyl ester
140 . 1$5
71
5000 TIT T T [V I T T [T T T[T e[ FT7T
45 116 157 33.60 33.80 34.00 34.20
98 m/z 71.10 44.73%
0 59 8 128 || )
mz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17577: dl-2-Ethylhexyl chloroformate
57 70 112
33.60 33.80 34.00 34.20
5000 m/z 70.10 40.83%
43 83
o | &7 | 129 140 192
llllIlllIllll]"llIllIT] TTT] ll'll'erY"l
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16224: Benzene, 1-nitro-2-(octyloxy)-
46 57 33.60 33.80 34.00 34.20
m/z 43.15 33.81%
71
29 83 112
139
fol it ml l” 1?4 221 2?1
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3360 3380 3400 3420
9575.D 050102.M Mon May 13 11:51:02 2002 Page 12
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Operator ID: Mclean Date Acquired: 9 May 2002 11:26 pm
#Data File: C:\MSDCHEM\1\DATA\050902\9575.D

4+ Name: 5/8 kb
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
2-Pentanone, 4-hy... 5.98 17.5 ug/L 19740600 1 9.94 45241000 40.0
3-Oxetanol, 2,2,3... 7.72 0.4 ug/L 485131 1 9.94 45241000 40.0
Phenanthrene, 9-m... 22.58 0.3 ug/L 538484 4 22.96 63795300 40.0
Anthracene-dl10- 23.11 0.6 ug/L 884880 4 22.96 63795300 40.0
1-Tetracosanol 26.64 0.2 ug/L 346133 4 22.96 63795300 40.0
1-Octadecene 29.00 1.5 ug/L 2010140 5 30.81 55152800 40.0
8-Azabicyclo[3.2.... 29.18 0.3 ug/L 371730 5 30.81 55152800 40.0
Benzoic acid, p-a... 31.38 0.4 ug/L 503791 5 30.81 55152800 40.0
5-Thiazolecarboxy... 33.84 0.6 ug/L 572763 6 34.71 40026200 40.0
9575.D 050102.M Mon May 13 11:51:03 2002 Page 13
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