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User: Vinci, David L
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Sample: AE09682
Analysis: $GCMS GCMS Scan For Unknowns

Units: ug
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age:
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Cominents for Sample AE09682 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-23-2002 Time: 15:01:18

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
mpounds.
Ere recoveries for 3 of the 43 compounds in the LCS Standard were low. This

mple was extracted twice because of low Surrogate Standard recovery the first
time.

r
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Yuancitactlion Keporco

N

Déta File : C:\MSDCHEM\1\DATA\052102\9682.D

Acg On : 22 May 2002
Sample : re-extract
Misc :

MS Integration Params:
Quant Time: May 22 11:4

3:11 am

EVENTS.E
5:53 2002

(NOT Keviewedq)

Vvial: 18
Operator: Mclean
Inst : Instrumen

Multiplr: 1.00

Quant Results File: 052202.RES‘;}J

Quant Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Last Update : Wed May 22 11:26:33 2002

Response via : Initial Calibration

DataAcqg Meth : 508SCAN

Internal Standards

W
e

et e e e e s s s e e e e o s s % e e e e e e s s s e e e e e s e o mm s s e e e e m et e e e e e e = e e e e e M . — e e o o

1) 1,4-Dichlorobenze
10) Napthalene-ds

17) Acenapthalene-dlo0
29) Phenanthranene-dl
37) Chrysene-dl2
43) Perylene-dl2

ne-d4

0

System Monitoring Compounds

27) TCMX
Spiked Amount 40
N\
Target Compounds
2) n-nitros-dimethyl
3) bis(2-Chloroethyl
4) 1,3-Dichlorobenze
5) 1,4-Dichlorobenze

.000

amine
)ether
ne
ne

6) 1,2-Dichlorobenzene
‘ 7) 2,2'oxybis(l1-Chloropropane
8) N-nitroso-di-propylamine

9) Hexachloroethane
11) Nitrobenzene

13) bis(2-Chloroethoxy) methan
14) 1,2,4-Trichlorobenzene

\ 12) Isophorone
15) Napthalene
16) Hexachlorobutadie
19) Dimethylphthalate

21) Acenapthylene
22) Acenapthalene

24) Diethylphthalate

26) Fluorene

ne

18) 2-Chloronaphthalene

20) 2,6-Dinitrotoluene

23) 2,4-Dinitrotoluene

\ 25) 4-Chlorophenyl-phenylether

28) Azobenzene

30) Nnitrosodiphenylamine

31) 4-Bromophenyl-phe
32) Hexachlorobenzene
33) Phenanthrene

34) Anthracene

35) Di-n-butylphthala

(#) = qualifier out of
9682.D 052202.M

NYC-WTC_000013260

nylether

te

range (m)
Wed May 22

R.T. QIon Response Conc Units Dev(Min)
9.90 152 4726746 40.00 ug/L 0.00
13.39 136 18808987 40.00 ug/L -0.01
18.53 164 10401827 40.00 ug/L 0.00
22.91 188 15880127 40.00 ug/L 0.00
30.76 240 10045062 40.00 ug/L -0.04
34.66 264 5030493 40.00 ug/L -0.02
20.51 209 2051307 42.73 ug/L 0.00
Recovery = 106.82%
Qvalue

0.00 74 0 N.D.

0.00 93 0 N.D.

0.00 146 0 N.D.

0.00 146 0 N.D.

0.00 146 0 N.D.

0.00 45 0 N.D.

0.00 70 0 N.D.

0.00 117 0 N.D.

0.00 77 0 N.D.

0.00 82 0 N.D.

0.00 93 0 N.D.

0.00 180 0 N.D.
-0.00 128 0 N.D.

0.00 225 0 N.D.

0.00 162 4] N.D.

0.00 163 0 N.D.

0.00 165 0 N.D.

0.00 152 0 N.D.

0.00 153 0 N.D.

0.00 165 0 N.D.
20.11 149 39603 N.D.

0.00 204 0 N.D.

0.00 166 0. N.D.
20.50 77 35728 N.D.
20.51 169 41667 0.26 ug/L # 63
0.00 248 0 N.D.

0.00 284 0 N.D.

0.00 178 0 N.D.

0.00 178 0 N.D.
25.05 149 437517 0.92 ug/L 99
= manual integration
11:46:16 2002 Page 1
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yuanticacion keport {(Not Reviewed)
Data File : C:\MSDCHEM\1\DATA\052102\9682.D Vial: 18
Acg On : 22 May 2002 3:11 am Operator: Mclean
Sample : re-extract Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 22 11:45:53 2002 Quant Results File: 052202.RES

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

Last Update : Wed May 22 11:26:33 2002

Response via : Initial Calibration

DataAcg Meth : 508SCAN

Compound R.T. QIon Response Conc Unit Qvalue
36) Fluoroanthene 0.00 202 0 N.D.
38) Pyrene 0.00 202 0 N.D.
39) Butylbenzylphthalate 0.00 149 0 N.D.
40) Benzo(a)anthracene 0.00 228 0 N.D.
41) Bis(2-ethylhexyl)phthalate 0.00 149 0 N.D.
42) Chrysene : 0.00 228 0 N.D.
44) Di-n-octylphthalate 0.00 149 0 N.D.
45) Benzo (b) fluoranthene 0.00 252 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
9682.D 052202.M " Wed May 22 11:46:16 2002 Page 2 -
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Quantitation Report

(Not Reviewed)

Data File C:\MSDCHEM\1\DATA\052102\9682.D vial: 18

Acq On : 22 May 2002 3:11 am Operator: Mclean
Sample : re-extract o Inst : Instrumen
Misc : Multiplr: 1.00

MS Intégration Params: EVENTS.E
Quant Time: May 22 11:45 2002

Method

Title

Last Update

Response via

Quant Resgults File:

C:\MSDCHEM\l\METHODS\052202.M (Chemstation Integrator)

508 Modified GC/MS scan

: Wed May 22 11:26:33 2002

Initial Calibration

052202.RES

Abundance
2600000

2400000

2200000

2000000
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200000

0

{

TIC: 9682.D

Phenanthranene-d10

Napthalene-d8
Acenapthalene-d10

1,4-Dichlorobenzene-d4,!

MERa¥sediphenylamine

———

“ ! | .x‘vz '9.2&

i~ Bin-butylphthalate

124

Chrysene-d12

Perylene-d12

T T

T
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T

T l LINNE SN Sy o l T ] l T rl LIS A d [ ML
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9682.D

052202.M

Wed May 22 11:46:18 2002

Page 3
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LSLC Area rercent Keport

Data File : C:\MSDCHEM\1\DATA\052102\9682.D Vvial: 18

Acg On : 22 May 2002 3:11 am Operator: Mclean
Sample : re-extract Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integrator)
Title 508 Modified GC/MS scan
Signal : TIC
peak R.T. first max last PK peak corr. corr. % of
min scan scan scan TY height area % max. total
1 3.720 95 109 111 PV 3 20791 778673 1.81% 0.330%
2 3.755 111 115 119 VV 6 20167 529047 1.23% 0.224%
3 3.796 119 122 126 VV 4 19543 452999 1.05% 0.192%
4 3.831 126 128 142 VV 8 17775 930160 2.16% 0.394%
5 3.925 142 144 155 VvV 8 17204 707593 1.65% 0.300%
6 4.196 188 190 194 VvV 5 12715 241021 0.56% 0.102%
7 4.278 201 204 216 VV 6 16581 601773 1.40% 0.255%
8 4.654 266 268 272 VV 4 5252 101962 0.24% 0.043%
9 5.371 386 390 395 vwWw 5 4125 82264 0.19% 0.035%
10 5.935 473 486 514 PV 381576 7622626 17.73% 3.233%
11 7.709 770 788 806 PV 6 3642 121313 0.28% 0.051%
12 9.901 1151 1161 1175 PV 1451762 28210300 65.60% 11.964%
13 12.374 1575 1582 1587 VvV 3 2074 33058 0.08% 0.014%
14 13.397 1746 1756 1773 BV 2100393 38221444 88.88% 16.210%
15 13.544 1776 1781 1793 VV 5363 104104 0.24% 0.044%
l6 15.659 2137 2141 2153 PV 6 1879 35134 0.08% 0.015%
17 16.710 2314 2320 2326 VV 2 3417 61135 0.14% 0.026%
18 17.110 2382 2388 2393 VV 4 6037 103776 0.24% 0.044%
19 17.621 2470 2475 2486 PV 3 2853 46166 0.11% 0.020%
20 18.532 2619 2630 2652 PV 2214444 42473108 98.77% 18.013%
21 20.101 2890 2897 2905 PV 3 5339 96199 0.22% 0.041%
22 20.506 2954 2966 298° VV 1092614 20307632 47.22% 8.613%
23 21.358 3104 3111 3123 PV 2 8641 135516 0.32% 0.057%
24 22.539 3302 3312 3328 VvV 2 15928 296480 0.69% 0.126%
25 22.915 3364 3376 3396 PV 2 2048476 43002705 100.00% 18.238%
26 23.068 3396 3402 3414 VvV 2 13833 274635 0.64% 0.116%
27 25.054 3732 3740 3750 PV 41364 733002 1.70% 0.311%
28 30.765 4700 4712 4756 BV 2 1399346 31129662 72.39% 13.202%
29 31.335 4800 48092 4818 VV 6 1855 42282 0.10% 0.018%
30 34.660 5364 5375 5400 PV 2 756571 18180412 42.28% 7.710%
31 34.819 5400 5402 5415 vv 7 5852 135962 0.32% 0.058%
Sum of corrected areas: 235792144
9682.D 052202.M Wed May 22 11:46:34 2002 Page 1
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T LSC Report - Integrated Chromatogram

File C:\MSDCHEM\1\DATA\052102\9682.D

Operator Mclean

Acquired 22 May 2002 3:11 am using AcgMethod 508SCAN
Instrument Instrumen

Sample Name: re-extract
Misc Info
Vial Number: 18

Quant File :052202.RES (Chemstation Integrator)

%0 o0 o0 e e se oo

Abundance TIC: 9682.D
13.39

2000000

1500000 9.90

1000000

500000 5.94

BERNTN65 537 A 7.71 { 12.37

e e o o e e T T S SSVENLL L[ ANEMENE . AN

Time—> 4.00 5.00 6.00 7.00 8.00 9 00 10.00 11 00 12.00 13.00 14.00 15.00
Abundance TIC: 9682.D
1853 2291

2000000

1500000

20.51
1000000

1566 16n7111762 20.10 21.36 22542807 . 25.05

0 - A
T ¥ L T r T T T I T ¥ LRI T 7 L T l T ¥ L T l T ¥ ¥ T l LR T T ¥ T T T T T T ¥ T ¥ L ¥ l T LS

Time-> 1600 1700 18.00 1900 2000 21.00 2200 2300 2400 25.00 2600 27.00
Abundance TIC: 9682.D

2000000

| 1500000 30.76

1000000
34.66

o L3134 82
———

LENNS (N L AN 2t R B T T T T T T LI S S o T LA L B B R B S

Time—> 28.00 28.00 3000 31.00 3200 3300 3400 35.00 3600 3700 3800 39.00
9682.D 052202.M Wed May 22 11:46:37 2002 Page 2
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Library sSearch Compound Report

Data File : C:\MSDCHEM\1\DATA\052102\9682.D
Acg On : 22 May 2002 3:11 am

Sample : re-extract

Misc :

MS Integration Params: LSCINT.e

Quant Method :
Title
Library

Operator:
Inst :
Multiplr:

18

Mclean
Instrumen
1.00

vVial:

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

khkhkhhhkhkhhkhkhhhkhkhkhhhhhhhkkkhhkkkkhhhhhkhkhhkhhhhhkhhkkkhhhhhkhhhhkhhkhhhkhkhkdik

Peak Number 1 Methylene Chloride

Concentration Rank 3

R.T. EgstConc - Area Relative to ISTD R.T.
3.72 1.10 ug/L 778673 1,4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS# Q
1 Methylene Chloride 84 CH2Cl2 000075-09-2/pP1
2 Methylene Chloride 84 CH2Cl12 000075-09-2y91
3 Methylene Chloride 84 CH2Cl2 000075-09-2{90
4 Methylene Chloride 84 CH2Cl2 000075-09-2( 86
Abundance Scan 109 (3.720 min): 9682.D (:95) () m/z 49.10 100.@
49
84
5000
lllllll‘]ll“ll'(“llll[
35 88 340 360 380 4.00
s ||
c lll l[l ll'l"]'l"lllll[ll::lllllllllllll% 'lllslslllllllllllllliYl‘l_rflllllllll'!llllllrl’_l_r m/Z 84.00 62081%
m/z—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #111039; Mzglylene Chloride
84
m T T T T T ’ll T_l_
340 360 380 4.00
L L m/z 86.00 51.32%
dl'llf'lllll IRARENRI 11281[31 ?15138 u43 h I 2”[‘-51-1 T ]67 71 Wl[lrfliusl?x[u +
mfz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #12327: Methylene Chloride
84 340 360 380 400
5000 m/z 51.10 29.40%
Ot~ T ‘1141. 1r8] 241 2813|1 13]51l3|8|41 [l 'LZ s 7ox TYY x‘:'r?‘l‘ix TTT
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 €5 70 75 80 85 90 95
Abundance #111040: Methylene Chloride . : |
48 340 360 380 4.00
84 m/z 47.10 19.82%
5000
14 x| gt || IL 70 o
cl!Ill lll ll[lm[r tll[l!TTT‘["lllllillll]]Ir]fl[ll '_l_l_r]llll"_'—[llll TT I'XIT ¥ r llTlIl 7T T[lil —[
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 360 380 400
9682.D 052202.M Wed May 22 11:46:39 2002 Page 3
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Data File :

Library Search Compound Report

C: \MSDCHEM\l\DATA\052102\9682 D

Acq On 22 May 2002 3:11 am
Sample re-extract

Misc :

MS Integration Params: LSCINT.e

Quant Method :
Title
Library :

Operator:
Inst :
Multiplr:

Vial: 18
Mclean
Instrumen

1.00

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

************‘************************.*********************************

Peak Number 2 2-Butenal, 3-methyl- Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T
3.76 0.75 ug/L 529047 1,4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butenal, 3-methyl- 84 C5H80 000107-86—8 °
2 2-Butenal, 2-methyl- 84 C5HS80 001115-11-3 5
3 L-Glutamic acid 147 C5HONO4 000056-86-0 4
4 Borane, trifluoro- 68 BF3 007637-0742 2
Abundance Scan 115 (3.755 min): 9682.D (-111) (-) .00
4. 84
5000
41
l I{ 340 360 380 400 420
clllli |Illlill'lll}llilllllllIYIIIII !ll’fllllllllIllll]llllllT'l_r m/z 84 oo 91 36%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #33657: 2-Butenal, 3-methyl-
84
55
41
5000 29 l’]lllllll'lll‘ll‘tlillr
340 360 3.80 400 420
, m/z 48.05 34.93%
o ![ lllt” 4?[1[( l:. | |
I]TT'K[I, ll llllllllllll‘lllr]"l Illllfll’llIIl'll]'llllllll
miz—> 20 30 40 50 60 70 80 90. 100 110 120 130
Abundance #116563; 2-Butenal, 2-methyl-
55 84
340 360 380 400 4.0
5000 29 m/z 41.05 33.46%
41 |
1' .H.l 49 ].l 69 i
c'll’ l'[ll’Illll‘lllll‘l]l’ll"lll‘l[' lllllll]'lllll‘lllllllllll
miz-—-> 20 30 40 50 60 70 80 80 100 110 120 130
Abundance #116547: L-Glutamic acid T T
a4 340 360 380 400 420
m/z 36.10 22.24%
5000 41
56
ol[ll¥l”lgli¥f'i=.ll III}Ill'llll$l[?’31!lIl ‘lllllll10'21'(l[llll ll:‘l?llll
miz—> 20 30 4 50 60 70 80 9 100 110 120 130

9682.D 052202.M

NYC-WTC_000013266

Wed May 22 11:46:41 2002
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Liprary searcn compound Keport

C:\MSDCHEM\ 1\DATA\052102\9682.D

Data File :
Acgqg On : 22 May 2002
Sample : re-extract
Misc T

MS Integration Params:

Quant Method
Title
Library :

3:11 am

LSCINT.e

vial:

18

Operator: Mclean

Inst

Instrumen

Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\ 052202 .M (Chemstatlon Integrator)
508 Modified GC/MS scan
C:\DATABASE\NISTS8.L

kdhhhkhkhhhhkhkhkhhhhkhhhkhhdhhdhdhdddddkdddkdhdhddkddkdhdddhdhdhddhddkdddkdhdkddkddddktk

Peak Number 3 Propiolonitrile Concentration Rank 7

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

3.79 0.64 ug/L 452999 1,4-Dichlorobenzene-d4 9.90
Hit#$ of 5 Tentative ID MW MolForm CAS# Qual
1 Propiolonitrile 51 C3HN 001070-71-9
2 Methane, chlorodifluoro- 86 CHCI1F2 000075-45-6/ 2
3 Ethanol, l-ethoxy-2,2,2-trifluoro- 144 C4H7F302 000433-27-

4 2-p-Nitrobenzoyl-1,3,5-tribenzyl. 569 C33H31NOS8 1000129-8%-6 1
Abundance Sca:y122(3.796min):9682.D(-119)(-) m/z 47.10 10[0.00%
84
5000 38
lllllj_rlllllllllll'YTT'_r
'l)} 58 340 360 380 400 420
cl"]lllllllll[lilfllzllll ll!‘l—l—l ITT llll m/z 84.00 92.80%
miz-> 1020 30 40 50 60 70 80 90 100 110 120 130
Abundance “1#12371 Propiolonitrile
smo ‘Illlll'l'llllll]lllllll
340 360 380 400 420
m/z 51.10 78.16%
b 218 T 2P
l[I(llllll"]l’l'l]llr1llllTlllllIlllilllllfl'TT'lllll'll‘l_l'_[[l'i|lllf1
nfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #111064: Methane, chlorodifluoro-
51
T 1 7T 'll‘]_i
340 360 380 400 420
5000 m/z 38.10 48.39%
67
ol 13 24 3 37 43 85
ll‘llll‘llll‘lll “!lll ‘K“ rll! l“‘ l)ll’]lITﬁ_rllYlIIII‘r
miz—~> 10 20 30 40 50 60 70 80 90 100 110 130 130
Abundance #12277: Ethanol, 1-ethoxy-2,2,2-trifluoro- .
: 47 340 360 380 400 420
m/z 81.90 39.70%
5000
‘ 75
Moo
dol 60 | | 82 89 115 127
c"'llll'Il!llll'lllllll'li"'ll(']Tll ll!‘lfl_l'_ﬁl}ll'l IllITll‘l IIITT
mfz—-> 10 20 30 40 S50 60 70 80 90 100 110 120 130 340 360 380 400 420
9682.D 052202.M Wed May 22 11:46:43 2002 Page 5
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Data File :
Acg On :
Sample :
Misc

Liprary s>earcit Colpourla xreporct

C:\MSDCHEM\ 1\DATA\052102\9682.D
22 May 2002
re-extract

3:11 am

MS Integratlon Params: LSCINT.e

Quant Method :
Title
Library

Vial:
Operator:
Inst :
Multiplr:

18

Mclean
Instrumen
1.00

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

o de e de do Jo do o de de ke ok de ke e dede dehhkkk ok kdkdkkd ok ddkdd kg dkkdhdkdd kg w gk dkdkkkkkkkkkkkkkk

Peak Number 4 Ethyl Chloride

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
3.83 1.32 ug/L 930160 1, 4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS# Qual

64 C2H5C1L

1 Ethyl Chloride
2 Borane,

trifluoro-
3 2-Chloroethanol
4 Boron trifluoride etherate

68 BF3
80 C2H5CI1O
142 C4H10BF30

000075-00-3 4
007637~-07-2

000107-07-3/2
000109-63-7 2

Abundance Scan 128 (3.831 mirzé%82.D(—126)(-) m/z 49.10 10¢.00%
5000 43
% LR T T T Ur T
l“ | ’| 85 340 360 380 400 420
cu““uquu“u”uup“w””“”””apnqupnq“““”quuwnq“uL”q”” m/z 43.10 44 ,.05%
miz-=> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 85 90
Abundance #107943: Ethyl Chloride
%3
64
5000 L S B 2 o s B
340 360 380 400 420
- 49 m/z 48.10 20.82%
P N |11 v - N1 /AN
miz—> 0O 5 1015:m:m 30 35 40 45 50 55 60 65 70 75 85 90
Abundance #12321: Borane, trifluoro~
4p
[llll’llll'lllllllll'lll
340 360 380 400 420
5000 m/z 41.05 18.56%
1[1 19 30 38 68
c 'IlllIl!lillll‘llllll LB RARENSERRE EZRRAE} T llll TITTY l” T ALRNRARESEARE
miz-> 0 5 10 15 20 25 30 &540 &55055 &)Eﬁ ﬂ)75 85 90
Abundance #108328: 2-Chloroethanol REa e R T
3 340 360 380 400 420
m/z 50.10 16.29%
5000
44
49
H 3,5384111. .|, 53 576063 76 80
clllllllll’ll’lll[ll"{1 llll l Illlllllll ll ] llll l[l l1lllllllll llllll ‘l’1117ll l]lll(l T l
mfz~> 051015202530354045505560657075808590 340 360 380 400 420
9682.D 052202.M Wed May 22 11:46:45 2002 Page 6
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Data File
Acg On

Library Search compound Keport

C:\MSDCHEM\1\DATA\052102\9682.D

22 May 2002

3:11 am

Sample
‘Misc

-
.
-
.
.

re-extract

MS Integratlon Params: LSCINT.e

Quant Method
Title
Library

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

Vial:
Operator:
Inst :
Multiplr:

18

Mclean
Instrumen
1.00

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

khkkhkhkhhhkhkhkkkhhhkhhkhkhhkhkhkhkhkhkhkhhkhhhkhhhhkhkhkhhkhkhhkhkhhkhkkkhkhkhhhkhhhhkkkkhhkhkhkhkkksk

Peak Number 5 1-Buten-3-yne, l-chloro-, (Z)- Concentration Rank 4

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

3.92 1.00 ug/L 707593 1,4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Buten-3-yne, l-chloro-, (Z)- 86 C4H3Cl 020374-90-7
2 1-Buten-3-yne, l-chloro-, (E)- 86 C4H3C1 020374-91-8\8
3 1,2,3-Butatriene, l-chloro- 86 C4H3Cl 020658-21-3 9
4 1-Buten-3-yne, l-chloro-, (Z)- 86 C4H3Cl 020374-90-7 9

ndance Smn1¢4(&925min):9682.0(-142)(-) m/z 51.10 100.008%

5
86
43
5000 47
35 39
lll—[_l'_Ililllll'l"lllllll
,! ' | l 83 360 380 400 420
o LA U U m/z 86.00 67.16%
miz—-> 30 35 40 45 50 55 60 65 70 75 8 8 90 95
Abundance #111070: 1-Buten-3-yne, 1-chloro-, (Z)-
51 86
5000 T I L BLE o T
360 380 400 420
m/z 43.10 56.54%
60 Il
ollllllllllllllll“l‘[lllIIi ]I71 lllll TIT illj'lllllllllll'
> 30 35 40 45 50 55 60 65 70. 75 80 8 90 95
Abundance #12408: 1-Buten-3-yne, 1-chloro-, (E)-
51 86
360 380 400 420
5000 m/z 47.05 46.73%
: l 60 I .
0 TIImY]lllllllllrlTlil LIRS [lﬁllllll T li lll[llli]j_’T
m/z--> 3035404550556065707580859095
Abundance #12404: 1,2,3-Butatriene, 1-chloro- e T
s 86 360 380 400 420
m/z 39.10 27.45%
5000
o w b
clIl'lll"{ll"llllllill:l ll!lllllilllllllll[‘l’l’ll'"'_l_lillllt‘f ll;l'llll!"l
miz—> 30 35 40 45 50 55 60 65 70 75 80 8 90 95 360 380 400 420
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Liprary searcn compound KReport

Vial:

18

Data File :

C:\MSDCHEM\1\DATA\052102\9682.D

Operator: Mclean

Inst

Instrumen

Acg On 22 May 2002 3:11 am
Sample : re-extract

Misc :

MS Integration Paramg: LSCINT.e

Quant Method
Title
Library

508 Modified GC/MS
C:\DATABASE\NIST98

scan
L

Multiplr; 1.00

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

hkkkhhkhkhhkhkhkhkkhhhkkhhhhhkhhkhhhdkdkdhdhkddddhdkdkkhdkdkddddkdkdhkdkddkikdhkdkdddhik®

Peak Number 6 1H-Tetrazaborole

, 4,5-dihyd...

Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T
4.19 0.34 ug/L 241021 1,4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm cas# Qual
1 1H-Tetrazaborole, 4,5-dihydro-1,... 98 C2H7BN4 006982-51-0 9
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2/9
3 1H-1,2,4-Triazol-3-amine, 5-methyl- 98 C3H6N4 004923-01- 9
4 p-Dioxane, methylene- 100 C5H802 003984-19+
Abundance Scan 190 (4.196 min): 9682.D (-188) (-) m/z 98.10 10 }) OT
84 o8
43
5000
a7 ||| 48 380 400 420 440 460
l [ ” 58 ! 8 o 5 8 5
cl rrlllll’ll I llll]ll'llTTITll T T ll'l[lllll_rl" lllrll mz 84000 8'60196
miz—> 0 10 20 30 40 S50 60 70 80 90 100
undance #42490: 1H-Tetrazaborole, 4,5-dihydro-1,4-dimethyl-
42 ®
5000 L M e
sw 400 420 440 460
, 69 43.10  79.88%
13 ‘ 55 l
0\ ‘K“I:]Xlll‘i’lll ‘ Il I:’;ll)]ll;‘!illllllsslll']'lll 'lliﬁll
iz-> 0 10 20 40 50 60 70 80 90 100
Abundance 3'11093:1‘?3 Propanoic acid, 2-methyl-
'_‘ITT—l_lﬁ'_‘['T'T_l_‘_rl_'—r"l—r—l_r—r‘r_I—l_l‘
380 400 420 440 460
‘5000 m/z 88.00 65.47%
27 73 :
88
0 18, ,',1 il e | l
L LA UL SLAL L T LAY SURIL AL SULILAL SURILALS SUELLELS SEALEL L SRR
miz—> 0 10 20 30 40 S50 60 70 8 90 100
Abundance #42509: 1H-1,2,4-Triazol-3-amine, 5-methyl- T —
9% 380 400 420 440 460
m/z 100.10 62.46%
42 57
5000
(I %
cll’ llllllTTlllll!lTll T T 1 er‘l[TI‘rl]l!lll'll [lllrl
miz—> 0 10 20 30 40 70 80 90 100 380 400 420 440 460
9682.D 052202.M Wed May 22 11:46:49 2002 Page 8
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ﬁata File

LilpLdlry SedrCll Lollpoldlla xeporu

Inst

Multiplr;

Vial:
Operator:

: C:\MSDCHEM\1\DATA\052102\9682.D
Acg On : 22 May 2002 3:11 am
Sample re-extract
Misc :
MS Integration Params: LSCINT.e

Quant Method

18

Mclean
Instrumen
1.00

C:\MSDCHEM\ 1\METHODS\ 052202 .M (Chemstatlon Integrator)

Title
Library

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

hkhkhkhkhkhkkhkhhkhkhkhkhkhkhkhkhhkhkhhhkhhhhhhhhhkhkhhhhhhhhkhkkhhhhhhkhhhhhhhkdhdikkkiki

Peak Number 7 Toluene

Concentration Rank 5

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

4.28 0.85 ug/L 601773 1,4—Dichlorobenzen¢-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Toluene 92 C7HS 000108-88-3 6
2 Toluene 92 C7H8 000108-88-3
3 Toluene 92 C7HS8 000108-88-3 53
4 Toluene S92 C7HS8 000108-88-3/53
undance Scan 204 (4.278 min): 9682.D (-201) (-) m/z 91.05 100 00%

N
50001 . Ak\
39 TTT 1T T T T T T
5 51 o 615 8|4 400 420 440 460
c — 1 T ¥ 1 lellf LER RS l T 1 F T l LIRS ’ ll l lll'l'|llll‘ T T ¥ l lll"l 17’ T 7T l“{ T 1 7 I llll m/z 92 lo 66 09%
miz—> 10 20 30 4 50 60 70 8 90 100
Abundance #117281: Toluene
o
5000 [ LRSI I LE R LR LRSS
400 420 440 460
39 65 m/z 39.10 17.61%
27 4 S ’
1 § 1 1 hys 11 IL 56 ,_l[ 77 86L i
c LR l L T r'_VF T ’ LER BRI l LELERIR] I T § T 7 l TT ] l T I T lll T 5V T I LA SRS l l'
miz—> 0 10 20 30 40 50 70 80 90 100
Abundance #37326: Toluene
of
400 420 440 460
5000 m/z 84.00 13.98%
i 288 0F e,
LERJ T 7 T T T LA T T vt I Frtrr l LELEEER] LERERAR S TV T l T T 1 17 l LIRS S l T
m/z—-> 0. 10 20 30 40 50 60 70 80 90 100
Abundance #117282: Toluene e — —
ot 400 420 440 460
m/z 65.00 13.53%
5000
39
c T T 2.7 :l N .41‘\? 15|1 116l5 77 86|l 1]
T 71 T T LERJ l LERBEER] ] T v T7T l T T7T l T7T l L) l T & T ] LERERERS rl T T 7 T T T T T T T T T 7 T UTr T
miz—> 0 10 20 30 40 50 70 % 100 400 420 440 460
9682.D 052202.M Wed May 22 11:46:51 2002 Page 9
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Liprary searcrn compounda

Data File : C:\MSDCHEM\1\DATA\052102\9682.D
Acg On : 22 May 2002 3:11 am-

Sample : re-extract

Misc

MS Integratlon Params: LSCINT.e

Quant Method
Title
Library

Keport

Vial:

18

Operator: Mclean

Inst

Instrumen

Multiplr: 1.00

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

khkkhkhhhhhhhhkhhkhhkhhkhhhhehhhhhkhhhhkhkhhkhkhhkdhkhhhhhhkhhhkhkhhkhhhhhdhhkhhdhhhdkik

Peak Number 8

2-Pentanone,

4-hydroxy-4-me. ..

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T
5.94 10.81 ug/L 7622630 1,4-Dichlorobenzene-d4 9.90
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 C6H1202 000123-42-2 7
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
4 2-Pentanone, 4-hydroxy-4-methyl-- 116 C6H1202 000123-42-2 40
Abundance Scan4ig(5.935 min): 9682.D (-473) (-) m/z 43.10 100.00%
> ® }k
101 lllllllll llI]’T
580 600
o) S .,.‘..r,1.3§,1,u..,??x;,l’l,..e?l,...,?-".‘.!I,,..-,[” - 59.10 37 35%
m/z--> 10 20 30 40 50 60 70 80 20 100 110
Abundance #109755; %—Pentanone, 4-hydroxy-4-methyl-
4
5000
59 580  6.00
m/z 58.10 21 96%
15 a1 l 101
0 261:[ 3§I| 53 83 ' I
lllllll]lllflﬁlilllill "'lfl'lll erl’llITI—lﬁ' 'll.
miz—> 10 20 30 40 50 60 70 8 90 100 110
Abundance #109756: 4% -Pentanone, 4-hydroxy-4-methyl-
T llll l'lﬁl llllli7l_r'
560 5.80 600 6.20 !
5000 m/z 101. 14 .57%
101
o] 26.:311 38!1 ; ,I 8.3 93 i jk
YfrTﬁllfflll(—rllllYfT—Iﬁl" l‘ll‘] l‘llllflllll'llrllll
miz—> 10 20 30 40 80 90 100 110
Abundance #5851:2-Pentanone 4~hydroxy-4-methyl~ e EE e R ARa
4 560 580 600 620
m/z 41.05 6.38%
5000
59
01
Ol 3238, 48 53, ”_.677,277??ﬁ?1.,9:6. N SR 1 NU————
miz—> 10 20 30 40 50 60 70 8 90 100 110 560 580 600 620
9682.D 052202.M Wed May 22 11:46:53 2002 Page 10
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ﬁata File

Llprary Search Compound Report

C:\MSDCHEM\1\DATA\052102\9682.D

Operator:

Inst

18
Mclean
Instrumen

Vial:

Acg On : 22 May 2002 3:11 am
Sample : re-extract

Misc H

MS Integration Params: LSCINT.e

Quant Method
Title
Library

508 Modified GC/MS scan
C:\DATABASE\NISTS8.L

Multiplr: 1.00

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

***************************************’*****************************‘*
. Concentration Rank 10

Peak Number 9 2-Propenal,

3-(3,4-dimethox. .

R.T EstConc Area Relative to ISTD R.T
22.54 0.28 ug/L 296480 Phenanthranene-d10 22.91
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Propenal,
2 Bitoscanate

3-

192 C11H1203
192 C8H4N2S2

(3,4-dimethoxyphen. ..

3 4-Hydroxy-3,5-dimethylcinnamic acid 192 C11H1203

4 Anthracene,

S-methyl -

192 C15H12

004497-40-9 A2
004044-65-9/40
1000132-15/8 36
000779-02-2 36

Abundance Scan 3312 (22.539 min): 9682.D (-3302) (-) i m/z 192.10 100.00%
. 1 /
> I\
146 160 Ty LRI LERERER] Alll}lll!’
70 82 2220 2240 2260 22.80
2 S “”Jn,”Lp””,ﬂﬁ - UWWﬁ,,JL | [W/z 191.10  18.97%
iz-> 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #80953: 2-Propenal, 3-(3,4-dimethoxyphenyl)- .
1
161
5000
2220 2240 2260 22.80
52 7 149 177 m/z 146.00 15.02%
yr A O Y N o O |
o bt L Tl I |
TTTT I(Tr'] lr(llllllll]ll IIIIITII llllllllllll lllll ]'T_I'Il llllllll rrrl‘l*
niz—> 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #125828: Bitoscanate -
192
T
2220 22.40 2260 2280
5000 m/z 193.10 14.38%
134 160
80
50 63 75
c r4]oxlr‘r1}'ux}f1'llu'lulllx 'u-i]xr!11?-2x'i ud!"‘%uzn uu[1148 lrrnll1;716| ll
mfz—> 30405060708090100110120130140150160170180190200 /'\
Abundance #81030: 4-Hydroxy-3,5-dimethylcinnamic acid . b
1% 2220 2240 2260 2280
m/z 160.10 11.51%
5000
175
63 89
45 g5 2105 117 135 e l ’
c.1,,,'.'.'.,}':'.',,,!;'.'.1,':'!'I "'.,1,..‘n,,':.x,....l.,..[x.I!.--,.u,u..,..z.,...x,] T : e,
miz-> 30 40 50 60 70 80 90 100110120130140150160170180190200 2220 2240 2260 2280

9682.D 052202.M
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Data File
Acqg On
Sample

.
.

»
.

Misc

e

Llprary searcn compound Keport

C:\MSDCHEM\1\DATA\052102\9682.D

22 May 2002
re-extract

3:11 am

Vial:
Operator:

Inst

Multiplr:

18

Mclean
Instrumen
1.00

MS Integration Params.

LSCINT.e

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

Title
Library

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

de de de Jo de do de e e e T d ok ke k ke de ke de e dodode e hok ok ok ke ke kok ok h ok ok ok ok kkkk ok ok dkohkkhkkhkk ok kg gk ok kdkhdddhhkkk

Peak Number 10 Anthracene-dl0-

Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
'23.07  0.26 ug/L 274635  DPhenanthranene-d10 22.91
Hit# of 5 Tentative ID MW MolForm Cas# Qual
‘1 Anthracene-dio- 188 c14p10 001719-06-8 90
2 Phenanthrene-di1o0 188 C14D10 001517-22-2 43.

3. Naphthalene, 1,7-dimethoxy- 188 C12H1202 005309-18-2 40

4 2-Quinolinecarboxaldehyde, 8-hyd. 188 C10H8N202 005603-22-5 38

Abundance Scan 3402 (23.088 min): 9682.D (-3396) (-) m/z 188.10 100.00%
5000

2280 2300 2320 2340

o m/z 184.10 17.14%

mfz-->

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

IAbundance

#79826; Anthracene-d10-

80 94
17 30 42 52 °©8

0!

—>

108 118 132 146
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

LI B M B B

1

22.80 2300 2320 2340

Abundance

#79827: Phenanthrene-d10

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

m/z 94.10 17.09%

T

R R e o e e e AL

m/z 189.20 16.19%

Infz—>
Abundance #79804: Naphthalene, 1,7-dimethoxy- Y N ;

173 188 2280 23.00 2320 2340
m/z 80.00 11.10%

5000
102 115 145
ST N

0llllll]Vllll'TllllI!I{'llllllli'lilllll 'i l'l’ ll[l IT]'V lll ll L Ty ll T7T l“l_l_l T 7 LERLER REREE] T T 7 T T 1

mjz—-> 10 20 30 40 50 60 70 80 901001 0120130140150 10180190 22180 ZSIOO 23120 23140

9682.D 052202.M

NYC-WTC_000013274

Wed May 22 11:46:58 2002

Page 12



NYC 9/11 Public Portal Document
Liprary searcn compouna keport

. Data File : C:\MSDCHEM\1\DATA\052102\9682.D Vial: 18

’ Acg On : 22 May 2002 3:11 am Operator: Mclean
Sample : re-extract Inst : Ingtrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

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

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
khkkhkhkkhkkkhhkkhkhhhkhkhhhkhkhkhhkhhkhkdhhhhkhhhhhhhkhhhhhkhhkdhkhkrdhkhkhhkhhkhhhkdhhhkhddhhk
Peak Number 11 Xenon Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
34.82 0.30 ug/L 135962 Perylene-di2 34.66
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Xenon 132 Xe 007440-63-3 3
2 Aziridine, 1-(1,2,3,4-tetrahydro... 173 C12H15N 023853-53~-4 2Z3
3 2,6-Dimethylbenzaldehyde carbamo... 191 C10H13N30 1000195-95-% 16
4 trans-2,6-Dimethyl-b-methyl-b-ni... 191 C11H13NO2 147102-59-¢ 9
undance Scan 5402 (34.819 min): 9682.D (-5400) (-) m/z 129.40 10Q¢.00%

12

5

3440 3460 3480 3500 35.20
m/z 128.60 85.21%

o, i i
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59698: Xenon
132

F

6 i m/z 132.00 82.75%
0‘ LN REERS KRR AR SIS R ALE SR N ILALA IR AL
mfz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58839: Aziridine, 1-(1,2,3,4-tetrahydro-2-naphthyl)-

3440 3460 34.80 3500 35.0
m/z 130.70 81.69%

n i I Jif ULy ol i ML oulil gt B
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

#583186: 2,6-Dimethylbenzaldehyde carbamoylthydrazone T e
3440 3460 34.80 35.00 35.20
m/z 281.10 71.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3440 3460 34.80 3500 35.20

9682.D 052202.M Wed May 22 11:47:00 2002 Page 13
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lenctacively laenciliriea compouna (use) summary

Operator ID: Mclean Date Acquired: 22 May 2002 3:11 am
Data File: C:\MSDCHEM\1\DATA\052102\9682.D

Name: re-extract

Misc:

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

Library Searched: C:\DATABASE\NISTS98.L

*

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |[# RT Resp Conc
Methylene Chloride 3.72 1.1 ug/L 778673 1 9.90 28210300 40.0
2-Butenal, 3-methyl- 3.76 0.8 ug/L 529047 1 9.90 28210300 40.0
Propiolonitrile 3.79 0.6 ug/L 452999 1 9.90 28210300 40.0
Ethyl Chloride 3.83 1.3 ug/L 930160 1 9.90 28210300 40.0
1-Buten-3-yne, 1-... 3.92 1.0 ug/L 707593 1 9.90 28210300 40.0
1H-Tetrazaborole, ... 4.19 0.3 ug/L 241021 1 9.90 28210300 40.0
Toluene 4.28 0.9 ug/L 601773 1 9.90 28210300 40.0
2-Pentanone, 4-hy... 5.94 10.8 ug/L 7622630 1 9.90 28210300 40.0
2-Propenal, 3-(3,... 22.54 0.3 ug/L 296480 4 22.91 43002700 40.0
Anthracene-d10- 23.07 0.3 ug/L 274635 4 22.91 43002700 40.0
Xenon 34.82 0.3 ug/L 135962 6 34.66 18180400 40.0
9682.D 052202.M Wed May 22 11:47:00 2002 Page 14
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