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Comments for Sample AE12739 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 06-10-2002 Time: 15:30:16

The GCMS scan, 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.
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. Quantitation Report (QT Reviewed)

Data File : C:\MSDCHEM\1\DATA\060702\12739.D Vial: 15

Acg On : 7 Jun 2002 7:58 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: EVENTS.E

Quant Time: Jun 10 11:50:17 2002 Quant Results File: 060302.RES

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan

Last Update : Mon Jun 10 11:43:55 2002

Regponse via : Initial Calibration

DataAcqg Meth : 508SCAN

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-dichlorobenzene-d4 9.90 152 5300130 40.00 ug/L 0.00
10) Napthalene-ds8 13.39 136 21215637 40.00 ug/L 0.00
17) Acenapthalene-dlo0 18.53 164 11805255 40.00 ug/L 0.00
29) Phenanthranene-dlo0 22.91 188 17858662 40.00 ug/L 0.00
37) Chrysene-dl2 30.76 240 10537154 40.00 ug/L 0.00
43) Perylene-dl2 34.65 264 5799123 40.00 ug/L 0.00
System Monitoring Compounds
27) TCMX 20.50 209 2553655 30.15 ug/L 0.00
Spiked Amount 40.000 Recovery = 75.37%
Target Compounds , Qvalue
2) n-nitros-dimethyl amine 0.00 74 0 N.D. d
3) bis(2-Chloroethyl)ether 0.00 93 0 N.D.
4) 1,3-Dichlorobenzene 0.00 1486 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-Chlcoropropane 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 20.50 77 42909 N.D.
30) Nnitrosodiphenylamine 20.50 169 48882 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 25.05 149 755407 Below Cal 98
(#) = qualifier out of range (m) = manual integration
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. ' Quantitation Report (QT Reviewed)

Data File : C:\MSDCHEM\1\DATA\060702\12739.D Vial: 15

Acg On : 7 Jun 2002 7:58 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: EVENTS.E

Quant Time: Jun 10 11:50:17 2002 Quant Results File: 060302.RES

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title 508 Modified GC/MS scan

Last Update Mon Jun 10 11:43:55 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 30.76 228 25629 N.D.

41) Bis(2-ethylhexyl)phthalate 0.00 149 0 N.D. 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
12739.D 060302.M Mon Jun. 10 11:50:42 2002 Page 2
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Data Fi
Acg On
Sample
Misc

Quantitation Report

le : C:\MSDCHEM\1\DATA\060702\12739.D
7 Jun 2002 7:58 pm

MS Integratlon Params: EVENTS.E

Quant Time:

Method
Title

Last Up
Respons

Jun 10 11:50 2002

(QT Reviewed)

Vial:
Operator:
Inst :
Multiplr:

Quant Results File:

15

Instrumen
1.00

060302.RE

: C:\MSDCHEM\ 1\METHODS\060302.M (Chemstation Integrator)
: 508 Modified GC/MS scan

date : Mon Jun 10 11:43:55 2002

e via : Initial Calibration
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. LSC Area Percent Report

Data File : C:\MSDCHEM\1\DATA\060702\12739.D Vial: 15
Acg On : 7 Jun 2002 7:58 pm Operator:
Sample : Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.e
Method - : C:\MSDCHEM\1\METHODS\060302.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 3.214 21 23 30 PV 3 2577 23824 0.05% 0.009%
2 3.479 63 68 78 PV 4 13104 303009 0.63% 0.109%
3 3.549 78 80 83 VvV 3 4448 43207 0.09% 0.015%
4 3.726 92 110 124 PV 4 74081 6125896 12.66% 2.196%
5 3.814 124 125 145 VvV 5 69970 4786588 9.89% 1.716%
6 3.943 145 147 151 VV 4 58941 1318605 2.73% 0.473%
7 3.984 151 154 159 VV.6 57879 1548926 3.20% 0.555%
8 4.025 159 161 166 VV 4 55047 1235676 2.55% 0.443%
9 4,061 166 167 174 VV 5 52185 1414999 2.92% 0.507%
10 4.119 174 177 186 VV 7 53645 2134915 4.41% 0.765%
11 4.249 198 199 206 VV 4 43677 1169712 2.42% 0.419%
12 4,525 244 246 261 VV 8 34868 1783895 3.69% 0.639%
13 4.713 276 278 282 VV 4 22372 426647 0.88% 0.153%
14 5.106 343 345 353 VV 4 13383 361505 0.75% 0.130%
15 5.876 474 476 478 VV 2 2962 21394 0.04% 0.008%
16 5.911 478 482 484 PV 5 2495 33430 0.07% 0.012%
17 5.947 484 488 513 VV 21767 640676 1.32% 0.230%
18 6.769 626 628 632 PV 5 2324 27100 0.06% 0.010%
19 6.804 632 634 640 VV 6 2758 44608 0.09% 0.016%
20 6.863 640 644 649 VV 6 2439 34350 0.07% 0.012%
21 8.702 951 957 970 PV 2 11497 262446 0.54% 0.094%
22 8.990 1002 1006 1013 VV 6 2707 75250 0.16% 0.027%
23 9.213 1037 1044 1055 VV 4 7414 151692 0.31% 0.054%
24 9.885 1146 1160 1178 PV 1617082 31870204 65.87% 11.423%
25 10.007 1178 1179 1189 VV 6 2807 70797 0.15% 0.025%
26 10.08S 1189 1193 1201 VV 8 2568 57351 0.12% 0.021%
27 11.828 1484 1489 1498 PV 7 2195 41744 0.09% 0.015%
28 12.369 1573 1581 1586 PV 2 23261 354766 0.73% 0.127%
29 13.391 1738 1755 1776 PV 2330894 42997222 88.86% 15.411%
30 13.544 1776 1781 1787 VV 3 6511 110461  0.23% 0.040%
31 14.002 1855 1859 1868 VV 3 2384 39818 0.08% 0.014%
32 15.441 2098 2104 2121 VV 12145 202286 0.42% 0.073%
33 15.653 2136 2140 2145 PV 7 2088 39825 0.08% 0.014%
34 16.699 2314 2318 2324 PV 3 3665 58196 0.12% 0.021%
35 17.104 2376 2387 2395 PV 4 8491 145375 0.30% 0.052%
36 17.615 2465 2474 2483 PV 4 4471 77284 0.16% 0.028%
37 18.191 2559 2572 2577 VV 3 4194 77483 0.16% 0.028%
12739.D 060302.M Mon Jun 10 11:50:59 2002 Page 1
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38 18.526 2619
39 19.143 2728
40 20.500 2953
41 20.636 2983
42 21.352 3099
43 21.717 3165
44 22.533 3301
45 22.909 3363
46 23.062 3394
47 25.048 3729
48 30.753 4694
49 31.112 4767
50 31.329 4802
51 34.655 5349
52 34.931 5419
53 36.417 5667
12739.D 060302.M
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5419
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2
2

W N
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63874
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1822
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48243834
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25198325
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26278
345268
48386609
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1331125
32861625
94377
223321

21217450
146700
12144

areas:

Mon Jun 10 11:50:59 2002
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L,SC Report - Integrated Chromatogram

Sample Name
Misc Info
Vial Number: 15

Quant File :060302.RES (Chemstation Integrator)

File : C:\MSDCHEM\1\DATA\060702\12739.D

Operator :

Acquired : 7 Jun 2002 7:58 pm using AcgMethod S508SCAN
Instrument : Instrumen

IAbundance TIC: 12739.D
1339
2000000
9.90
1500000
1000000
500000
0 878921 1Jtmg 11.8312.37 4;5.54400
LA N S S IR B S R I SN R R B SR S B SRR B A R S IR AR A AR L 2 Y AL S B S S B B B N AL S
Time—> 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500
Abundance TIC: 12739.D
1853 2291
2000000
1500000 2050
1000000
500000
cL%e 16.707.1017.6218.1J 19.14 1964 21.38.72 2253806 . 05
T T T ] T T T T —[_T T T T I T T L T T T T T T T l T T T T T T I T T T T | SR I B | l T T T
Time—> 1600 1700 1800 1900 2000 2100 2200 2300 2400 2500 2600  27.00
r’-\bundance TIC: 12739.D
2000000
1500000 30.76
1000000
34.65
500000
ol 1 , L131133 | { 93 36.42
T T T T T T T T T T T T T T T T ¥ T T T T T T T T T T T I T T T T T T T 7 T T T T T T T T
Time—> 2800 2900 3000  31.00 3200 3300 3400 3500 3600 3700 3800  39.00
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. Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\060702\12739.D Vial: 15

Acg On 7 Jun 2002 7:58 pm Operator:

Sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integratlon Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\060302.M (Chemstation Integrator)
Title 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L

I E S E X EE RS EEER S SRS RS R R R RS R R E R RS R R RS R RA R R RS SRR R R R R R R R XL R LR TR R X
Peak Number 1 Butanoic acid, methyl ester Concentration Rank 14

Quant Method

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

3.48 0.38 ug/L 303009 1,4-dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 64
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 50
4 Trifluoroacetic acid, 2-tetrahyd... 198 C7H9F303 1000216-78-A 38

Abundance Scan 68 (3.479 min): 12738.D (-63) (-) m/z 74.10 100/£00%
43 7
5000
51 59 84
320 340 360
c l[17!‘[(lll[ll’31lsir’ll’ll[l[l]’IIJI_II\IIKT‘I_}YI ll[!I[lJl|llllr7lll[l mZ 43 10 91 33%
mfz—> 10 20 30 40 50 60 70 80 S0 100 110
Abundance #109995: Butanoic acid, methyl ester
74
5000 27 T
15 3.40
59 87 m/z 110 76.74%
0 . ” [3.33144[“ 53[ , 69. N L 102
NSNS IR AL SLELELLS FURLL AL LIS ALILAY S LML ELIN SUELELILA BLALELAL B
miz—> 10 20 30 40 50 60 70. 80 S 100 110
r\bundance #108€94: Butanoic acid, methyl ester
43
74 )
Il“rll LR L S
5000 /z 41 05 48 47%
27
15 59 87
.I I,ll |333§ i 53] t 69 |, 102
S L L L T LI B0 S A LIS S L IR B I
mjz—~> 10 20 30 40 50 60 70 80 0 100 110
Abundance #109993: Butanoic acid, methyl ester —— , —T ..r, ——r
4F 74 320 3.80
m/z 59 OO 28.41%
5000
27 59
87
JJ[ 133 3& ll! 53I ‘ 691 I 102
clulllrilﬁ—lllxrfﬁxrll|sxl|l||'i: TV T s[itxl[r
m/z—> 10 20 30 40 50 60 70 80 100 110
12739.D 060302.M Mon Jun 10 11:51:01 2002 Page 4
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12739.D Vial: 15

Acg On : 7 Jun 2002 7:58 pm Operator:

Sample : Inst : Instrumen
Misc : ' Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
hkhkhkhkhhkhkhkkhhkhkhhhhhkkhhkhhkhkkhkhkhkhkkrkhkdhkhkhkrdhhkrdhhkhrdhhkdhhhkhkhhrdhhkhkhkhkhkhhhhhhhhkhikikx
Peak Number 2 Methylene Chloride Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.73 7.69 ug/L 6125900 1,4-dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CASH

1 Methylene Chloride 84 CH2Cl2 000075-09-21 94
2 Methylene Chloride 84 CH2Cl1l2 000075-09-2\ 94
3 Methylene Chloride 84 CH2Cl2 000075-09-2\94
4 Methylene Chloride 84 CH2Cl2 000075-09-2 \34
bundance Swn110(3.726?bin):12739.D(-92)(-) m/z 49.10 100.00%
84
5000
llllll' lll'lll
35 88 340 360 380 400
%41 2 70 l
c ll]1lll[ll(T]TT1T[lllllllllIr [l 44 ]l { Il—r‘l_l_l_l l TT l l I l III [ l llllllll' m/z 84 OO 74 95%
miz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #111041: Methylene Chloride
48
84
5000 : T T
340 360 380 400
46 ‘ m/z 86.00 43.83%
0 2629 41 l||62 50 65 7377 | |68
lllll.llll’Il[lllllllllllllllllllrl_l_l_l"ll‘llllll |lIll]"rl_l_l'[Ill'lllllll'lllll"l’lllll'lllll[llr‘T'_f‘
miz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #111039: Methylene Chloride
84 340 360 380 400
5000 m/z 51.00 26.41%
Oy 128?1353843 II L257 16771 W?‘I‘SISI T
IREBRRERIRARASN RALAS ERALE LR Ill TT TTT LLER] TIT TIIT[ITY
mfz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #12327: Methylene Chioride SN ]
4 340 360 380 4.00
84 m/z 47.05 15.58%
5000
1418 24 2831 353841 II,L 70 188
c llll II ]lllllllTT"lIIIIIIIIIFIIAllll!llll‘lllilll llTTm [‘[—[_l_r'(lll I(TTI [l IIT
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 380 3.80 4.00
12739.D 060302.M Mon Jun 10 11:51:02 2002 Page 5
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Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\060702\12739.D vial: 15

Acg On 7 Jun 2002 7:58 pm Operator:

Sample Inst Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title 508 Modified GC/MS scan
Library C:\DATABASE\NISTS98.L

khkhkkkkhkkhkhhkhhhkhhhkhhhhkhhkhkhkhkhkhhkhdhhhkhhkhhhkhkhhkhkhkhhhhhhhhhkhhhkkhkkhhhkdkkhkkk

Quant Method

Peak Number 3 Thiophene Concentration Rank 2
R.T EgtConc Area Relative to ISTD R.T
3.81 6.01 ug/L 4786590 1,4-dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Thiophene 84 C4HA4S 000110-02-1 4
2 Thiophene 84 C4HAS 000110-02-1 4
3 1-Penten-3-one 84 C5H8O 001629-58-9 3
4 Methylene Chloride 84 CH2Cl2 000075-09-2 2
IAbundance Scan 125 (3.814 min): 12739.D (-124) (-) m/z 84.00 100.00%
49 84
5000
88 Tr U7 rrrrJypyvoTrT rvrrvrjJrr
3741 0 | 340 360 380 400 420
0 "ll'llllll’l]” ] l"l‘lll' ]l1 Y]IIAIIIJIIlllllllll l T ’llllllllll T lllllll ll:l !llll'll l[ m/z 49010 88067%
mfz—> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 80 95
Abundance #33732: Thiophene
&
45 58
5000 T T T T
39 340 360 380 400 420
m/z 88.00 19.50%
1 12 % 32 Hl +h 510 l 619 11,88
c TITETTTT l= 'l IJ]I”TI II[ Tr !l l] l ll Trr ’II':illllllll'll lI T [l%l lllllllll"l]r'—
miz—> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #116584: Thiophene
84
58 LRI B Ay NI S B BRSNS B B
45 340 360 380 400 420
5000 m/z 69.90 16.00%
s ‘
26 32 | 50 - 69
o llllllll[\l ll lll‘l l ll TTT ! l ! l'!llll{l:ll:l}{'lllll:ll!illl)llll!llllll TT ll llll [lI 1]1!
miz--> 05101520253035404550556065707580859095
Abundance #63: 1-Penten-3-one :
g 340 360 380 400 4.20
55 m/z 41.10 15.08%
5000
29 84
c 1 31 tLl_Lﬂ? 50: [[
lllllllllllllllllllillill'YT[rlllll llllllilllllllillll‘f" |‘lllllll|l llll) lllllll LRA Il' ll l(]llllll‘ lllll]’l’TT'llllll[llllI”
mfz—> C 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 360 380 400 420
12739.D 060302.M Mon Jun 10 11:51:02 2002 Page 6

NYC-WTC_000015292



NYC 9/11 Public Portal Document

Data File C:\
Acg On : 7
Sample

Misc :

MS Integration

Quant Method
Title
Library

Library Search Compound Report

MSDCHEM\ 1\DATA\060702\12739.D
Jun 2002 7:58 pm

Params: LSCINT.e

vial: 15

‘Operator:

Instrumen
1.00

Inst :
Multiplr:

C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

*********************************************************************
Concentration Rank 7

Peak Number 4

Ethanamine, N-ethyl-N-[(eth..

R.T EstConc Area Relative to ISTD R.T.
3.94 1.65 ug/L 1318610 1,4-dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CASH Qual

1 Ethanamine,
2 1-Propanol,
3 2-Butenoic
4 Ethenamine,

N-ethyl-N-[(ethylthi...
2-(dimethylamino) -2-..
acid, (E)-
N-methyl-N-nitroso-

147 CT7H17NS
117 C6H15NO
86 C4H602
86 C3H6N20

003492-79-3
007005-47-2
000107-93-7% 7
004549-40-0 5

Abundance Scan 147 (3.943 min): 12739.D (-145) (-) m/z 86.00 100.00%
86
5000
41
49 LA IO R IS S ML R N B S B
35 l lr 70 360 380 400 420
o SESSS 7O | NN || PR AT | A m/z 41.10 30.17%
mfz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #34671. Ethanamine, N-ethyl-N-[(ethyithio)methyl]-
86
5000 e B AL e i
360 380 400 420
42 58 m/z 49.10 17.90%
X
T 7T T T I RN IS T
mfz—> 10 20 30 40 50 60 70°.. 80 100 110
Abundance #34755: 1-Propanol, 2-(dimethylamino)-2-methyl-
86
T v 1 T 71 III‘I
360 380 400 420 ‘
5000 m/z 48.05 12.96%
56 72
15 .111311 319111’..1 III il Ll 102
o"l'"‘_'l""l““l"rTl""'I"“l""l"'w“"l“"f
mfz—> 10 30 40 50 60 70 80 €0 100 110
Abundance #116768: 2-Butenoic acid, {E)- B e o]
360 380 400 420
» m/z 70.00 11.96%
5000
69
N ,..3.@1!1n,|..59..,:"7,i6?,.H,l.?‘o:._.-r., I
miz—> 10 20 30 40 50 60 70 80 90 100 110 360 380 400 420
12739.D 060302.M Mon Jun 10 11:51:02 2002 Page 7

NYC-WTC_000015293



NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12739.D Vial: 15

Acg On : 7 Jun 2002 7:58 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
[ TR XS R EEEEEEE R R R SR E RS S SRR IR EI IR LI TR RS RS IR E R E R Y X e LR X K2
Peak Number 5 1-Propyne, 1-(methylthio)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.99 1.94 ug/L 1548930 1,4-dichlorobenzene-d4 $.90
Hit# of 5 Tentative ID MW MolForm CAS#
1 1-Propyne, 1l-(methylthio) - 86 C4H6S 022174-51-
2 2-Imidazolidinone 86 C3H6N20 000120-93/4 7
3 2-Propanone, methylhydrazone ‘86 C4H10N2 005771-0
- 4 Ethenamine, N-methyl-N-nitroso- 86 C3H6N20 004549-
Abundance Scan 154 (3.984 min): 12739.D (-151) () m/z 86.00 I100.00%
86
49
5000
36 [ 70 llT‘Tlllll[ll
43 360 380 400 420 440
) RSN SN N ] N SN S 1 U m/z _49.10  62.93%
mlz->1520253035404550556065707580859095
Abundance #34894: 1-Propyne, 1-(methylthic)- F
8
45 71
5000 S NARSUSEERS SEENS SRR
360 380 400 420 4.40
a0 m/z 47.00 47.74%
clllillf‘ 12!'7ll3[013lsll3ql!!lllzl;l ﬁ18151 llslsl:slglllll 1%[1}*! TI 7T 81!!1} !!Illll’l’11
miz-> 15 20 25 30 35 40 45 50 655 60 65°70 75 80 8 90 ©5
Abundance #34609: 2-Imidazolidinone
30 86
360 380 400 420 440
5000 m/z  70.10  24.35%
42 ‘
il ., =
0 l 3Q 55 I .l i
Illl[lllf]'lTll lllll l’l ll ]TIT Tl'_rlll TT llll lT'fT Tllll llll 'll—[Tf
mlz—>152025303540455055606570780859095
Abundance #885: 2-Propanone, methylhydrazone {1
3. 86 360 380 400 420 4.40
m/z 36.10 18.97%
, 42
5000 56
71
2 s ‘
0 ljl I III lﬂs l] |( | Bl
ll 'll‘(ll ll] l]ll‘l‘[lll l'_l_lll llllllll lll llllll li '_lmll "[1T I ll T T l ITTl T I 1
mz-> 15 20 256 30 35 40 45 50 55 60 66 70 75 80 8 90 95 360 380 400 420 440
12739.D 060302.M Mon Jun 10 11:51:02 2002 Page 8

NYC-WTC_000015294



NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12739.D Vial: 15

Acg On 7 Jun 2002 7:58 pm Operator:

Sample Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method
Title
Library

C:\MSDCHEM\ 1\METHODS\060302.M (Chemstation Integrator)

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

hkkkkkhkhhhhhddhdhhddhdhdkkhkdkhkhkhkkhhhhhhhhhhkhhhhhhhhdkdkhhkhhhkdhddhhhdkhkhdhkdkkk

Peak Number 6 Methanediamine, N,N,N’,N’-t. Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T.
4.03  1.55 ug/L 1235680  1,4-dichlorcbenzene-d4 5.90
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
"1 Methanediamine, N,N,N’,N’-tetrae... 158 COH22N2 000102-53-4 40

2 2-Imidazolidinone 86 C3H6N20 000120-93+44 9
3 1,3-Dioxol-2-one 86 C3H203 000872-3646 9
4 1-Propyne, 1-{(methylthio) - 86 C4H6S 022174-51/-2 9
undance Scan 161 (4.025 min): 12739.D (-159) {-) m/z 86.00 1¢0.00%
&
42
5000
37
49 T B e R R
” l 70 3.60 380 400 420 4.40
0 ll TT ll TT TI7 l[ll lll llllllllllil[llllllllIlllll(llf)f!l]llllll!lll |lllllIT[lllllll[lIll m/z 42 OO 52 166
> 5101520253035404550556065707580859095100105
Abundance #34670: Methanediamine, N,N,N',N*-tetraethyl-
86
42
58
70 3.60 380 400 420 4.40
’ m/z 41.05 40.09%
. Wosll
_ e e e H e e e e e
miz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 80 95 100105
Abundance #34609; 2-Imidazolidinone
3P 86
l T T rr T 7 U T
3.60 380 400 420 440
5000 m/z 37.10 31.47%
} 42
0 | , ’ 53 %8 I
ﬂl T I LS l] ll_' ll’l l T—I—ll l 'l‘l l'lllllllll IIT ’lllllllllll[ (Tllllllll l’llllll
mjz~> 5101520253035 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #34604: 1,3-Dioxol-2-one I — — .
% 360 380 400 420 440
29 m/z 84.95 17.24%
5000 42
14 ’ 58
o ‘ 24, 36 (4853 | 64 71
Il)ll’lllll'llllllllllllll’llllllllll‘ll'lll!llll“ll]lllllllll][‘( ‘l‘[l"Yllllllllrr‘_rf' [llllll'lllIleIITIl[lll
m/z—> 51015 25 30 35 40 45 50 55 60 65 70 80 85 90 95 100105 360 380 400 420 440
12739.D 060302.M Mon Jun 10 11:51:03 2002 Page 9
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\060702\12739.D
Acgq On 7 Jun 2002 7:58 pm

Sample

Misc :

MS Integration Params: LSCINT.e

Quant Method
Title
Library

: 508

Modified GC/MS scan

C:\DATABASE\NIST98.L

vial: 15

Operator:

Inst
Multiplr:

Instrumen
1.00

: C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

khkkhkhkhkhkkhkhkhkhhkhhkhhkhkkhhkhhhhkhkdhkhhkhdkhkhkhhkhkhhhhhhkhhhhhkhkhhhhhkhhkhkhhhhkikhkkkikk
Concentration Rank 6

Peak Number 7

Pyridine-d5-

R.T. EstConc Area Relative to ISTD R.T
4.06 1.78 ug/L 1415000 l,4—dlchlorobenzene—d4 9.90
Hit# of 5 Tentative ID MW MolForm CASH Qual

1 Pyridine-d5- 84 C5D5N 007291-22-7
2 Krypton 84 Kr 007439-90-9
3 Methanethiol 48 CH4S 000074-93-1/7
4 Methanethiol A 48 CH4S 000074-93-1 7
Abundance Scan 167 (4.061 min): 12739.D (-166) () T‘ m/z 84.00 100/ 00%
47 8
88
50 i
5000
41
Illllllll'lllll(llll(ll 1
36 '4r l Il 380 400 420 440
I
Obrrprerr e e e e e e e e e m/z 47.00 92.46%
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
IAbundance #33686: Pyridine-d5-
56 84
5000 52 L e IR MR e
28 380 400 420 4.40
42 m/z 88.00 72.63%
38
o e o |ls2 LL el e2es 78 ||, |
ll[l I|Illl TTTT Trriry llllllll' 1lII[Ill [ III TIT l ll| IR BERR) llllll(ll L
mfz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #33820: Krypton
84
T T T T
380 400 420 4.40
5000 m/z 48.10 61.85%
42 }
c lll 8[0“
VTIIIIIllllllllllII(”I1llllllllllllllllllll llll) l llllllllllllllllllllr‘l[lll llll l[fllll
> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #111010: Methanethiol R e A A I muan o e
47 380 400 420 4.40
m/z 50.05 61.42%
5000
15
0 127 24 B tlli
TIT I'Tl"_l T'_'_l’_ll TT ] lllllll‘lllr‘l_l_rlll l[lllllllllIllIrlWlllllIIllT[llllllllllllr1[ll T lI)ll'[l lllll l
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 380 400 420 440

12739.D 060302.M

NYC-WTC_000015296

Mon Jun 10 11:51:05 2002

Page 10



NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12739.D Vial: 15

Acq On : 7 Jun 2002 7:58 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library | : C:\DATABASE\NISTS98.L
Xhkhkkhkhhkkhkhkhkhhkdhhhkhhhhkhhkhkhhhhhkhkhdhhkdhbhkhdbhdkhkhbhdhhkhhhhhhhkrhhhkdddhhkddhrkhkddhs
Peak Number 8 2,2-Dimethoxybutane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4,12 2.68 ug/L 2134910 1,4-dichlorocbenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,2-Dimethoxybutane 118 C6H1402 003453-99-4
2 1-Buten-3-yne, l-chloro-, (Z)- 86 C4H3C1l 020374-90-7
3 1,2,3-Butatriene, l1l-chloro- 86 C4H3Cl 020658-21-3/7
4 Chlorine oxide (Cl20) 86 Cl20 007791-21-)Y 5
Abundance Scan 177 {4.119 min): 12739.0 (-174) (-) m/z 43.10 109’.00
4B = 87

1

400 420 440
51.10  98.02%

, .

Ng{

O htw”” MMM, 1§ E——— MRS m

e ; e
mfz—-> 156 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110
Abundance #35304: 2,2-Dimethoxybutane

43 55 8[7

LI S B B B ML B ¢

380 400 420 440
m/z 87.05 91.19

71 103
llll[llllllllllllllilllllll lllllllli‘ll[lllrlTTl_l’"[ll llll'[ ] ] l lll"llllllfl"rl_r‘l‘
mfz—-> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110
Abundance #12408: 1-Buten-3-yne, 1-chloro-, (Z})-
51 86
— T T
380 400 420 440
5000 m/z 89.05 71.43%
26 31 37 43 J. 0 71 .
0]1 IRARRNRERASEREAN LARRD EARE) IRRRES| rllllxrl—[rrnTHu]l||r[rru|uuLillH]lIlllllll[nlllunluu
mfz—-> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 80 95 100105110
Abundance #12404: 1,2 3-Butatriene, 1-chloro- :

S 86 380 400 420 440
m/z 55.10 70.369

:
B

A

60
o un[1:n[nu[uulun[rlvv‘unil } 1!|ln'lu||l|r|r|uu[u|ltuui!nI:unlulllnu‘uuluu BRI AR L AL N ML R B |
miz~> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110 380 400 420 440
12738.D 060302.M Mon Jun 10 11:51:07 2002 Page 11
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\060702\12739.D
Acg On 7 Jun 2002 7:58 pm

Sample

Misc :

MS Integratlon Params: LSCINT.e

Quant Method
Title
Library

Vial: 15

Operator:

Inst
Mult

Instrumen

iplr: 1.00

: C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
: 508 Modified GC/MS scan
C:\DATABASE\NIST98.L

khkkhkhkhkhkhhkhhhdhkhkhhhhhhkhhhkhkhkhdhhhkhdhkhhhhhkhhhdhhkhkhhdbddddhkhdhdhkhkkhdhkkhdkk ik

Peak Number

9 Perdeuterobenzene

Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
4,25 1.47 ug/L 1169710 1,4-dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CASH Qual

1 Perdeuterobenzene 84 Ce6Dé 001076-43-3
2 Krypton 84 Kr 007439-350-9
3 Pyridine-d5- 84 C5D5SN 0072%81-22-7/5
4 Ethyl Chloride 64 C2H5CL 000075-00-3 4
Abundance Scan 199 (4.249 min): 12739.D (-198) (-) m/z 84.00 100/.00%
48
5000 35 41
l 52
MMM
a4 ” - 400 420 440 460
S N | N || ] ,Jl !,[ m/z 86.00 97.41%
miz—> 5 10 15 20 25 30 35 40 45 55 60 65 70 75 80 85 90 95
Abundance #33650: Perdeuterobenzene
84
5000 LI S LB B S N A B NN LA Bt o
400 420 440 4.60
4 9256 m/z 48.05 68.60%
0 12 18 2428 38| 48{’ II 62 6? 7278 80| |, I
‘[rl}lIl|llIlllI|II'TIIIDIlIlIlIllllllllllllTl’T IlllIl Illlll llllllllllll T llllllllll T
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #33829: Krypton
84
T
400 420 440 460
5000 m/z 49.10 64.63%
42 I
c (I 80“
II]Illlllllllll'll’llllllIlllllllll ] ]1 Ill LI IXIIIIII Il Illll[lll’f]"
> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #33686. Pyridine-d5- R o e S B L
56 84 400 420 440 460
m/z 41.00 45.43%
5000 52
28
ag 42
o t4, 2 |le2 T1] 48||], e2e8 78 ||,
llllllllllllllll'[llllllllIlllllllllllrltrll[ll'll!l[ [ Illlll llllllllllll T T T T 7T l’ll[ T l T
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 S0 95 400 420 440 460
12739.D 060302.M Mon Jun 10 11:51:09 2002 Page 12
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\060702\12739.D Vial: 15

Acg On 7 Jun 2002 7:58 pm Operator:

Sample Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Title : : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
dkhhkhkhkhhkkhhkhkhkhkhkhhkhkhhkkhkhkhkhkhhhdkhkhhhkhkhhhhhhhkhhhkhhkhkhhhkhhhkhkhhhkhkhkhkkxhkhkdik
Peak Number 10 Butanoic acid, 2-methyl-, m... Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T
4 .53 2.24 ug/L 1783890 1,4-dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS#H#

1 Butan01c acid, 2- methyl— methyl... 116 C6H1202 000868-57-5
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5

9

3 l—Hydroxy~2—butanone 88 C4H802 005077-67-g 5
4 2-Chloroethanol 80 C2H5C10 000107-07/43 4
Abundance Scan 246 (4.525 min): 12739.D §244) [a) m/z 88.00 1060.00%

. B
5000 41
3 70
82 101 T Lo} T
| J[ ! 420 440 450 480
o e ey m/z 51.00  79.28%
mfz—> 20 30 40 50 60 70 8 90 100 110 120
Abundance #112664: Butanoic acid, 2-methyl-, methyl ester
57 88
41
5000 TTTT T L L B e B
420 440 460 480
74 101 m/z 57.10 74.13%
0 [ N 51 Il ' elg ,_[ LN 116
Illl[llll[lll’lllll" llllrll!lll: [Ili‘flll!l]_l'lllllll
m/z-> 20 30 40 50 60 70 80 .90 100 110 120
Abundance #117026: Butanoic acid, 2-methyl-, methyl ester
57 8s
/20 440 460 4.80
5000 m/z 41.10 50.90%
29 41
101
0 R "2 1 |62 74 83} N 116
T T T T T T F T xrx [ [Frrr [Vt rpvrrtrr o7
mfz--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #108087: 1-Hydroxy-2-butanone — : B BAEE s r
2 57 420 440 4.60 480
m/z 84.00 37.37%
5000
72 s | 73 i
c‘l’_rlllll‘l"lllllTllllll]llllll’lllll'r!lllll[lllITfllllTT‘l rll!l]f[ IITTr'.l'[ll l[
m/z—-> 20 30 40 50 60 70 80 90 100 110 120 420 440 4860 4.80
12739.D 060302.M Mon Jun 10 11:51:12 2002 Page 13
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12739.D
Acq On : 7 Jun 2002 7:58 pm

Sample

Misc :

MS Integration Params: LSCINT.e

vial: 15
Operator:
Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
[ZE X E XS SR EES S SRS S SRR R 22X 2 s XX R XX a Rttt it i st it i s X 2 X RS R XX X 2 XX R XX
Peak Number 11 Xrypton Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.71 0.54 ug/L 426647 1,4-dichlorcbenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Krypton 84 Kr 007439-90-9 5

2 Crotonic acid 86 C4H602 003724-65-0
3 1-Buten-3-yne, l-chloro-, (E)- 86 C4H3Cl 020374-91-8/5
4 1-Buten-3-yne, l-chloro-, (Z)- 86 C4H3Cl 020374-90-7 5
undance Scan 278 (4.713 min): 12739.D (-276) (-) m/z 86.00 100/.00%
51
5000 “ 70 82
lll]‘l_l_l’llllll]ll'l]l‘F‘T
36 48' l ‘ 440 460 480 500
(o} NUNNESSENNISNNNEHIMS SN S SN.._S——SSS—NS__——— S 1 S m/z 84.00 64.54%
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95
Abundance #33829: Krypton
84
5000 R R R AR SRR SRR
4.40 460 480 5.00
2 m/z 51.05 55.46%
0 [HA] BIOH
lll]llrlllli"{llllIl(Il"—[—I—I’flllll(ll"llll"l’TVllllllllllIlllllllfll l Illl’l’ll’]lll
m/z—> 20 256 30 35 40 45 50 55 60 65 70 75 80 8 90 95
IAbundance #116767: Crotonic acid g
]
4 ik % ik 5
5000 m/z 88.00 51.26%
69 .
45
27 58 H
o a0 il S8 T es|| 2 |89
1'Illlllllllll'l"[lll'llllllllIITr lll lll’ ll'llIllll]TTllllllll lll[llllll|'
— 20253035404550556065707580859095
IAbundance #12408: 1-Buten-3-yne, 1-chloro-, (E)- — T
g1 8§ 440 460 4.80 500
m/z 81.90 - 38.32%
‘ ‘
| 60 |
S KA SAAAN AR RALES REASS SAELN RAMLS SARRE RARLS RAR URERRE SRRBAUN AR NEREA RN
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 8 8 9 95 440 460 480 500
12739.D 060302.M Mon Jun 10 11:51:14 2002 Page 14
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\060702\12739.D Vial:
Acg On 7 Jun 2002 7:58 pm Operator:
Sample : Inst :
Misc : Multiplr:
MS Integration Params: LSCINT.e

Quant Method
Title
Library :

15

Instrumen
1.00

C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

C:\DATABASE\NIST98.L

khkkhkhkdhkhkhhkrkhkbhhkhdkrhhkhhkhhhhrhkhrhhkhhrkhkhhhhkdkhkhdhdhdhhdhhhhhhkhrdrhhhdxd

: 508 Modified GC/MS scan

Peak Number 12 Imidazol, 4-fluoro- Concentration Rank 13
R.T EstConc Area Relative to ISTD R.T
5.11 0.45 ug/L 361505 1,4-dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS#H
1 Imidazol, 4-fluoro- 86 C3H3FN2 030086-17-0/2
2 KXrypton 84 Kr 007435-90-

3 1-Propanol, 3-chloro- 94 C3H7C10 000627-30-5 1
4 Borane, trifluoro- 68 BF3 007637-07f£2 1
Abundance Scan 345 (5.106 min): 12739.D (-343) (-) m/z 49.10 170.00%

5000
35 Y(l[ril lll
I [f ll | 480 500 520 540
cllIIlllllllllllllllllll'llrllll: illll]lllllll llllllllll'llllll%f l lll[l‘lllllllllllll m/z 84 OO 88 73%
mfz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Abundance #34862: Imidazol, 4-fluoro-
8b
5000 TT T TT T T T T T T
480 500 520 540
59 m/z 86.00 60.97%
cllllllillllll[l‘lrflllllllllll T ll lll[llJIl l lilllllllllllllll' }l Ill(lllll ‘l l]
mfz—> 20 25 30 35 40 45 50 55 60 65 70-75 80 85 90 95 100
Abundance #33829: Krypton
s
"T480 500 520 540
5000 m/z 51.00 32.06%
42 i
cIlI'l\‘l]l‘lllllllllllll{l!l;lll [ l(l‘lll llllelol[! llll IIIIIAIIE '
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #108340: 1-Propanocl, 3-chloro- A AN LA S
3t 480 500 520 540
m/z 35.10 25.23%
58
5000
2
41
76
0 ITT"'III!{ lllr?ll{li'l'l'lfisllﬁgl‘lsgl1il=l l621l61.7lll7!1lIII!I}'I!!(Y]II( lllggllll ll ll
mfz--> 20 25 30 35 40 45 50 55 65 70 75 80 85 90 95 100 480 500 520 540 [
12739.D 060302.M Mon Jun 10 11:51:15 2002 Page 15
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12739.D vial: 15

Acqg On : 7 Jun 2002 7:58 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L

I EEEEEEXEEEE RS AR RS S A SRR RSS2 AR a2ttt it AR XA R R Xa XA X R R X X K B
Peak Number 13 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.95 0.80 ug/L 640676 l,4—dlchlorobenzene~d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 7
2 2-Pentanone, 4-hydroxy-4-methyl- 116 CeH1202 000123-42-2 72
3 2-Pentanone, 4-hydroxy-4-methyl- 116 Ce6H1202 000123-42-2 /45
4 Acetone 58 C3H6O 000067-64-Y 25

Abundance Scan 488 (5.947 min): 12739.D (-484) (-) m/z 43.10 10 ?f 00%]
4
5000
59
j_l_r T T T T l T 1 7 T l T
101 560 580 600 6.20
38 83
o'll|r1lllllll|lll_!_Lrl}‘41_91'111]] rx|||xnlrllllllﬁLllerx|v m/Z 59 10 28.47%
m/z—-> 10 20 30 40 50 60 70 80 %0 100 110
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl-
5000 MR SR SRS S
560 580 6.00 620
59 m/z 58.10 22.08%
232 38, 4853, H 67 72 77_83 9141 |
llll"[l_l_lflllllll‘lllTTlll T 7T T TIIT
Ln/z-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1 09755:4%—Pentanone, 4-hydroxy-4-methyl-
560 580 600 620
5000 50 m/z 101.00 10.47%
15 101
31
0 [ 26“ I %1 + 53.![ h 8.3 1 [
IIII'IllllllIlllfllIll‘l_r’lllllfllllIIIllllIllf‘ll"Tllr
m/iz—> 10 20 30 40 50 60 70 80 20 100 110
Mndance #109756: 2-Pentanone, 4-hydroxy-4-methyl-
560 6580 600 620
m/z 42.00 4.,97%
5000 59
0 %3 38| ’l 8 g 0
T U U R I 1 USRI | T SRS R SRR SRR
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 560 580 600 6.20
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Data File

Acg On :
Sample :
Misc :

MS Integration Params:

Quant Method
Title
Library

Library Search Compound. Report

7 Jun 2002  7:58 pm

LSCINT.e

C:\MSDCHEM\1\DATA\060702\12739.D

Vial:
Operator:
Inst
Multiplr:

15

Instrumen
1.00

: C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

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

khkkhkkkhkkhhhhhkhhhhhkhhhhhhhhkhhkhkhdhhhhhhhhhhkkkhkhkhhhhddhhhhhdhddhddhdddkkshihk

Peak Number

14 Hexane, 2,2,5-trimethyl-

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T
8.70 0.33 ug/L 262446 1,4—d1chlorobenzene—d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 A7
2 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4/ 45
3 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 45
4 Heptane, 2,2,3,4,6,6-hexamethyl- 184 C1l3H28 062108-32 45
Abundance Scan 957 (8.702 min): 12739.D (-951) (-) m/z 57.20 10/0.00%
g7
5000
43 71 85
37,| 49 [ | 840 860 880 9.00
Ottt b Wl e | [m/z 56.10 40.38%
mfz—> 20 30 40 50 60 70 80 %0 100 110 120 130
Abundance #112488: Hexane, 2,2,5-trimethyl-
g
5000 T llllllllI IlllAlAllll[
840 860 880 9.00
s 41 71 m/z 43.05 23.93%
Il lll 1 [ 113
ol[llIlllll([:lllll'llllllll’l’ll’T_l'll1TTIl’lll[lll!ll.lllllr Ty
mfz—> 20 30 40 50 60 70 80 80 .. 100 110 120 130
Abundance #16368: Pentane, 2,2,3 4-tetramethyl-
57
43 840 860 880 900
5000 m/z 71.10 22.90%
29 , 71
L il st es )l 77 | e 97 113 128
cl["ll['l'll'l'llll L T I[ llllll llllfTTllllllrllllllllll
miz—> 20 30 40 50 60 70 80 80 100 110 120 130 A
Abundance #16861: Heptane, 2,2,4-trimethyl- e o HES SN MM Al {
57 ‘840 860 880 9.00
m/z 41.10 19.77%
5000
43
71
85
I 3]H stll e | 77 T o 127
cl[illlll Illllllll )llllrllllllilill'l l"[llll(llllllllllllr
miz—> 20 30 40 50 60 70 80 ¢ 100 110 120 130
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12739.D Vial: 15

Acg On : 7 Jun 2002 7:58 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L

dkkhkdkhdkhkkkhkhkkkhkkhhkhkhkhkhkhkhhkkhkhhkkhhkhkhkhhkhkkhkhkhhhhkhdhhkhkhhkhhkhkkhkhdhhkdkkik
Peak Number 15 Cyclopentasiloxane, decamet... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.37 0.33 ug/L 354766 Napthalene-d8 13.39
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentasiloxane, decamethyl- 370 C1O0H3005Si5 000541-02-6 91
2 Cyclopentasiloxane, decamethyl- 370 C10H30058i5 000541-02-6 83
3 Tetrasiloxane, 1,1,3,3,5,5,7,7-0... 282 C8H2603S8i4 001000-05-1 28
4 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 25

Abundance Scan 1581 (12.369 min): 12739.D (-1573) (-) m/z 73.10 100.00%
7B
5000 267
T 1200 1220 1240 1260 12.80
45 191 251 L 3 : . S :
Obprreiy et e ot 2 220 N33O ) | m/z 267.00  41.19%
iz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #115273: Cyclopentasiloxane, decamethyl-
B
5000 267 UV A BV SRR AU
1200 1220 1240 1260 12.80
355 m/z 355.00 24.19%
ol 2 L 1 L 98 11513140165 198 223 2?1 307323339 L
llllll'llllllll llllllll T IT lll TTTT LILRS ¥ Tl'rrllll TT lll llllll T
> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance . #115315: Cyclopentasiloxane, decamethyl-
7
. 67 355 1200 1220 1240 1260 12.80
5000 m/z 268.00 11.73%
ol ffﬁl 191207223 251 | 323339
iz-> 20 40 ¢ w@@%mmmﬁ%mm@mmm
Abundance #27274: Tetrasiloxane, 1,1,3,3,5,5,7,7-octamethyl- T
3 168 1200 1220 1240 1260 12.80
m/z 356.00 9.89%
5000
267
0274?| 103 1? 181177 235251 | 283
Illllll'lll 'If l ll Illlllrl' Illll[l"l1l'llllllllifll T T ITT_h_ll nTT
mi—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 1200 1220 1240 1260 12.80
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12739.D Vial: 15

Acqg On : 7 Jun 2002 7:58 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
dhkkhhkkkhhkhhkhhhhhdhhhhhhkhhhhhdkkhkhhhkhkkhkhkhkhhhkhkhkhdhhhhhkhdhhddhdkkdhkkkhdhkdhhdhik
Peak Number 16 Phenanthrene, 9-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.53 0.29 ug/L 345268 Phenanthranene-d10 22.91
Hit# of &5 Tentative ID MW MolForm CAS# Qua]w\
1 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 5374
2 Pyrazine, tetraethyl- 192 C12H20N2 038325-139-8 42 1
3 2-Propenal, 3-(3,4-dimethoxyphen... 192 C11H1203 004497-40-9 42 !
4 Anthracene, 9-methyl- 192 Cl15H12 A 000779-02-2 40
Abundance Scan 3311 (22.533 min): 12738.D (-3301) {-) o m/z 192.00 100.008%
1
5000 /\
g2 96 146 460 2220 2240 2260 2280
Ohrprrrerrrraes Sl ettt Horprrr b A I il [m/z 191.10 22.19%
nfz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #81033: Phenanthrene, 9-methyl-
192
5000 "I""l"”r""l"/'\’l
2220 2240 2260 22.80
m/z 146.10 14.17%
a3 B 165
ol...29 39 51 63 74 115 126 139 152 176
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #80980: Pyrazine, tetraethy!-

AN

T TT | SRR UL |

220 2240 2260 22.80 i
m/z 96.00 13.44% !

81 149

ol 93 107 121 133
m/z~-> 20 30 40 50 60 70 80 SO 100 110 120 130 140 150 160 170 180 180 200
Abundance #80953: 2-Propenal, 3-(3,4-dimethoxyphenyl)- S 0 N I
192 2220 2240 2260 2280
161 m/z 193.00 12.96%

/}

Ot S R
r/z—> 20 30 40 50 60 70 80 SO 100 110 120 130 140 150 160 170 180 190 200 22120 2240 2260 2280 I
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NYC 9/11 Public

Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\060702\12739.D
Acg On 7 Jun 2002 7:58 pm

Sample

Misc :

MS Integration Params: LSCINT.e

Vial: 15

Operator:

Inst Instrumen

Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Title

Library

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

khkdhkkhhkkhhkhkhkhkhkkkhkhkkhkhkhhkhkkhkhhhkhkhkhhkkhkhkhkhhhkhkhkhhhdhkhkhhhkhhkhhhhkkhkhkdhddkhkkhkk

Peak Number 17 Anthracene-dilo0-

Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
23.06  0.38 ug/L 456510  Phenanthranene-dio 22.91
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
‘1 Anthracene-dio- 188 c14p10 001719-06-8 87
2 Phenanthrene-dlo0 188 C14D10 001517-22-2 86

3 -(4

4 Naphthalene,

-Tolyl) -3-methyl-pyrazol-5-one
1,7-dimethoxy-

188 C11H12N20
188 C1l2H1202

035496-159-6 40
005309-18-2 40

Abundance Scan 3401 (23.062 min): 12739.D (-3394) (-) 48 m/z 188.10 100.00%
1
5000
llllllll[llllllllllllll
158 2280 23.00 2320 2340
42 52 66 132
c‘ll'll‘l‘ll‘l”‘Tl"l‘ll:"x"‘l{'lTrl [ ll !!l(‘|[((l‘tll‘!( ll | Il‘\ T il!!{il\'( Ili“{llllil‘ m/z 189D10 18.350
miz—> 10 20 30 40 50 60 70 80 90100110120130140150160170180190
Abundance #79826; Anthracene-d10-
T
5000 L o S B Y N ML e 2 s
22.80 23.00 23.20 2340
m/z 80.10 13.82%
66 80 94
oh A7 30 42 82 3 | 08118 132 146 ,” 17017911H
L T llll[ ]lll’ ] ll lll er l llllll
—> 10 20 30 40 50 60 70 80 90100110120130140150160170180190
undance #79827. Phenanthrene-d10
188
I B e B
2280 23.00 2320 2340
5000 m/z 184.10 13.42
66 160
ol 30 42 52 108118 132 146 170179
miz—> 10 20 30 40 50 60 70 80 S0 100 110120 130 140 150 160 170 180 190
Abundance #79716: -(4-Tolyl)-3-methyl-pyrazol-5-cne o IR
ﬂF 2280 2300 2320 23.40
91 m/z 94.00 12.92%
105 |
119
SN I 146
0 IREAAS EAERSRA] ln|l|rlu[l'|u'lvrulurr']ﬁul“;llur:in TTTTY ||;ullrrr|nu IRRANRARRRRARER] T T T T T 1
mfz—> 10 20 30 50 60 70 80 90 100110 20130140150160170180190 2280 23.00 2320 2340
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12739.D Vial: 15

Acg On 7 Jun 2002 7:58 pm Operator:

Sample Inst Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

: C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L

hkkkkkkhkhkhhkkhkhhkhkhkhkhhkhkhhhkkhhhkhhhhhhhkhkkhhkhkhhkhkhhkhhhhkhkhhkhkhhhkhddkhhkhdhdhhdkdhdhk

Peak Number 18 Dibutyl phthalate Concentration Rank 10

Quant Method

R.T EstConc Area Relative to ISTD R.T
25.05 1.10 ug/L 1331120 Phenanthranene—dlo 22.91
Hit# of 5 Tentative ID MW MolForm CAS#H# Q

1 Dibutyl phthalate
2 Dibutyl phthalate

278 Cl6H2204
278 Cl6H2204
278 Cl6H2204

000084-74-2//91
000084-74-2790
017851-53-5(9%0

3 1,2-Benzenedicarboxylic acid, bu..

4 1,2-Benzenedicarboxylic acid, bu... 304 C18H2404 000084-64-01\90

Abundance Scan 3739 (25.048 mi;):12739.0 (-3729) (-) m/z 149.00 100.08%
149
5000
i e L Ak
41 57 76 104 121 205 223 24.80 25.00 25.20 25.40
) SRR M S U S L1, WL L7 AN | | M/2Z 150,00 9.87%
miz—> 20406080100120140160180200220240260280
Abundance #123485: Dibutyl phthalate
149
5000 T T T
2480 2500 2520 2540
m/z 41.10 8.40%
41 -
0 L8 761 91:,34 121435 | 167 186 205 223 278
e e EARE S REEEE RS S
> 204060801001201401601802002202 260 280
Abundance #123493: Dibuty! phthalate
149
lllAll‘liIIII
2480 2500 2520 25.40
5000 m/z 76.10 4.,42%
ol14 2 41 57, 76 91195121135 | 168182 2?5 223 278
ll] r'll T ITII lllTrll']I lllll II|IITII LILERS T l[!'fl]ll
mfz—> 204060801001201401601802002202 260 280
Abundance #87019: 1,2-Benzenedicarboxylic acid, butyl 2-methylpropyl... B e L RN B
149 24.80 2500 2520 25.40
m/z 223.10 4.24%
5000
c llllll(l TT ll’lT]_fll lllll TTF 1 ‘lllllrr llll[lll 5llIT_l_l’— T lll[‘lll T T T
mfz—> 20406080100120140160180200220240260280 2480250025202540
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12739.D Vial: 15

Acg On : 7 Jun 2002 7:58 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L

khkhkhhkhkhhkhhkhkhkhkhkhhhhhkhkkhkhhkhkhkhkhkkhthkhdhkhhhbkdhhhdkdkhhbhbhkhbhbhkhbhbhhbkhkdhkhddkdhkhkhbhhhkhkhhiih
Peak Number 19 Phthalic acid, diisococtyl e... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
31.33 0.27 ug/L 223321 Chrysene-d12 30.76
Hit# of 5 Tentative ID MW MolForm CAS#

1 Phthalic acid, dllSOOCtYl ester 390 C24H3804 001330-91-
2 1,2-Benzenedicarboxylic acid, mo... 278 C16H2204 004376-20-
3 Tricyclo[3.3.1.13,7]decanone, 4-... 228 C1l0H13BroO 032456-49/8 25
4 1,3-Benzodioxole-5-(5-oxo-pentan... 236 C12H1205 1000146—
Abundance Scan 4808 (31.329 nzin): 12739.D (-4802) {-) m/z 149. 1/0 0.00%
149 :
5000 167
43 57 70 27
)[ h& 1? 240 31.00 3120 3140 3160
cl'lllill[l[lfl'lll'!llll)llT‘Tlllllllrlllll‘lllllll'l !l!]{llllllllll m/z 167 oo 39 81%
miz-> 20 40 60 80 100 120 140 160 180 200 200 240 260 280
Abundance #66787. Phthalic acid, diisooctyl ester
149
5000
57 167 mmmmsuomw
43 71 ) m/z 57.10 31.00%

83 113
c ‘l ’l nl‘[ ll' 9!7 L .ﬂ 132 !
Illlllli)l]llll[llllllilll'llll Il1rll lllll l[llllll[rl lllll TT ]_ll
mfz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67064: 1 ,2-Benzenedlcarbox¥hc acid, mono(2-ethylhexyl) este
149

31.00 31.20 3140 31.60
5000 m/z 70.10 28.89%
167
obrdr Ilu ,JILI,’,! !,L“e?.u 132 || 185199213 228242256 278
mfz—> 20406080100120140160180200220240260280
Abundance #66944: Tricyclo[3.3.1.13,7]decanone, 4-bromo-, (1.alpha.,.. L L
121 149 mmmmmmmw
m/z 227. 27.77%
79
5000
67 93
41 55 ‘ 228
Y I""lll"'[’[[‘l’[“‘ "Iﬁl'“'l "I"“I”"I""Tr"‘I'M """
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3100 3120 3140 31.60
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Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\060702\12739.D Vial: 15

Acqg On 7 Jun 2002 7:58 pm Operator:

Sample Inst Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method

C:\MSDCHEM\ 1\METHODS\060302.M (Chemstation Integrator)

Title 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L
****************************************************‘k****************
Peak Number 20 3-Phenyl-4-(salicylideneami. Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T
34.93 0.28 ug/L 146700 Perylene-dl2 34.65
Hit# of 5 Tentative ID MW MolForm CAS# Quyl

1 3-Phenyl-4-

2 1,3-Cyclopentanedione,

(salicylideneamino) fu..
2-chloro-

265 C15H11N302
132 C5H5C102

1000224-67-5/5
014203-19-1 /4

3 Ethene, 1,1l-dichloro-2,2-difluoro- 132 C2Cl2F2 000079-35-6/ 4
4 4-Methylpyrrolo[l,2-alpyrazine 132 C8HS8N2 064608- 60- 2
Abundance Scan 5421 (34.931 min): 12739.D (-5419) (-) /z .131.90 OO%

132
5000
116 191 /L
T
49 86 ” 281 Mwswowmamo
. clxu-lxnxx[:»lvxlnuuzlu'uul nnnnnn L B R | :nnn[nxxx'[i Illlll Z 116 30 36 44’5
mfz—-> 20406080100120140160180200220240260280
Abundance #50568: 3-Phenyl-4-(salicylideneamino)furazan
132
77
5000 51 TT L T LEn e
104 3460 3480 3500 3520
265 m/z 191.00 29.49%
119
o g 146159172 190 208221235248
miz—> 20 40 60 80 100 120 140 160 180 . 200 220 240 260 280
Abundance #59720: 1,3-Cyclopentanedione, 2-chloro-
132
ll
3460 3480 3500 35.20
5000 m/z 207.00 22 .54%
69
39 89 103
0.
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122100: Ethene, 1,1-dichloro-2,2-difluoro- R L T R
132 3460 3480 3500 3520
m/z 208.00 19.83%
5000 82
47
31 97
bz, b LT L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3460 34.80 35.00 35.20
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Tentatively Identified Compound (LSC) summary
Operator ID: Date Acquired: 7 Jun 2002 7:58 pm
Data File: C:\MSDCHEM\1\DATA\060702\12739.D
Name:
Misc:
Method: C:\MSDCHEM\1\METHODS\060302.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 Regp Conc
Butanoic acid, me... 3.48 0.4 ug/L 303009 1 9.90 31870200 40.0
Methylene Chloride 3.73 7.7 ugf/L 6125900 1 9.90 31870200 40.0
Thiophene 3.81 6.0 ug/L 4786590 1 9.90 31870200 40.0
Ethanamine, N-eth... 3.94 1.7 ug/L 1318610 1 9.90 31870200 40.0
1-Propyne, 1l-(met... 3.99 1.9 ug/L 1548930 1 9.90 31870200 40.0
Methanediamine, N... 4.03 1.6 ug/L 1235680 1 9.90 31870200 40.0
Pyridine-d5- 4.06 1.8 ug/L 1415000 1 9.90 31870200 40.0
2,2-Dimethoxybutane 4.12 2.7 ug/L 2134910 1 9.90 31870200 40.0
Perdeuterobenzene 4.25 1.5 ug/L 1169710 1 9.90 31870200 40.0
Butanoic acid, 2-... 4.53 2.2 ug/L 17838%0 1 9.90 31870200 40.0
Krypton 4.71 0.5 ug/L 426647 1  9.90 31870200 40.0
Imidazol, 4-fluoro- 5.11 0.5 ug/L 361505 1 9.90 31870200 40.0
2-Pentanone, 4-hy... 5.95 0.8 ug/L 640676 1 9.90 31870200 40.0
Hexane, 2,2,5-tri... 8.70 0.3 ug/L 262446 1 9.90 31870200 40.0
Cyclopentasiloxan... 12.37 0.3 ug/L 354766 2 13.39 42997200 40.0
Phenanthrene, 9-m... 22.53 0.3 ug/L 345268 4 22.91 48386600 40.0
Anthracene-d10- 23.06 0.4 ug/L 456510 4 22.91 48386600 40.0
Dibutyl phthalate 25.05 1.1 ug/L 1331120 4 22.91 48386600 40.0
Phthalic acid, di... 31.33 0.3 ug/L 223321 5 30.76 32861600 40.0
3-Phenyl-4-(salic... 34.93 0.3 ug/L 146700 6 34.65 21217400 40.0
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