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. Comments for Sample AD31637 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-28-2002 Time: 15:27:31

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

The recoveries for 2 of the 43 compounds in the LCS Standard were above their
acceptance ranges.
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guantitation Report {(NOt Reviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN17\31637.D vial: 4
+ Acg On : 17 Jan 2002 12:42 pm Operator:
‘Sample : 508 scan Inst : Instrumen
Misc : January 17, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 22 08:30:07 2002 Quant Results File: SCAN508.RES

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method

Last Update Fri Jan 11 13:20:07 2002

Response via Initial Calibration

DataAcg Meth : SCANS0S8

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.71 152 1136488 20.00 ug/L 0.00
10) Naphthalene-ds . 13.19 136 4841346 20.00 ug/L -0.02
17) Acenaphthene-d10 18.34 164 2592565 20.00 ug/L -0.01
29) Phenanthrene-dl0 22.65 188 4414342 20.00 ug/L -0.02
38) Chrysene-dl2 30.49 240 3732285 20.00 ug/L -0.02
44) Perylene-dil2 34.42 264 2655386 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 335076 4.80 ug/L 0.00
Spiked Amount 5.000 Recovery = 96.00%
Target Compounds Qvalue
2) n-Nitrosodimethylamine 3.60 74 13454 0.28 ug/L # 16
20) Dimethylphthalate 18.34 163 415866 2.43 ug/L # 56
21) 2,6-Dinitrotoluene 18.34 165 331353 9.92 ug/L # 17
35) Di-n-butylphthalate 24.85 149 86170 0.30 ug/L 96
42) Bis(2-ethylhexyl)phthalate 31.11 149 9092 0.60 ug/L 87

(#) = qualifier out of range (m) = manual integration
31637.D SCAN508.M Tue Jan 22 08:30:08 2002 : Page 1
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uantictation reporc

Data File : C:\MSDCHEM\1\5973N\02JAN17\31637.D

Acg On : 17 Jan 2002 12:42 pm
Sample : 508 scan '
Misc : January 17, 2002

MS Integration Params: SPLIT.P

Quant Time: Jan 22 8:30 2002

(NOT Rreviewed)

Vvial: 4

Operator:

Inst

: Instrumen

Multiplr: 1.00

Quant Results File: SCANS508.RE

Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Fri Jan 11 13:20:07 2002
Response via : Initial Calibration

Abundance

Naphthatene-d8,i

1,4-Dichiorobenzene-d4,!

1000000

Tethylamine

:

N

TIC: 31637.D

-BiSaiihitidhetetO,

Phenanthrene-d10,!

24-D0D,8

Di-n-butylphthalate

Chrysene-d12,|

Bis(2-sthylhoxyl)pnthalate

Perylene-d12,!

0 T L LA AR 2 I I BB L) ™rrrrYyT T T

l
TI T ]IV LT T

LERJLEN ML 0 0D SL AR BN S84

TT T Y

TTrprrsr

Time-> 400 600 800 1000 12.00 1400 1600 1800 2000 2200 2400 2600 2800 3000 3200 3400 36.00 38.00

LI BRI SR

31637.D SCAN508.M Tue Jan 22 08:30:08 2002
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LSC Area rercent reporc

Data File

: C:\MSDCHEM\1\5973N\02JAN17\31637.D Vial: 4
* Acqg -On : 17 Jan 2002 12:42 pm Operator:
‘Sample : 508 scan Inst : Instrumen
Misc : January 17, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Method C:\MSDCHEM\ 1\METHODS \METHODS\SCAN508.M (RTE Integrator)
Title 508 scan method

Smoothing OFF Filtering: 5

Sampling : 2 Min Area: 100 Area counts
Start Thrs: 0.2 Max Peaks: 20

Stop Thrs : 0 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5
Signal : TIC
peak R.T. first max last PK peak corr corr. % of
# min scan scan scan TY height area % max total
1 3.476 7 9 15 rVB 30241 477823 0.41% 0.077%
2 3.602 15 20 25 rBV 38086 70084 0.60% 0.113%
3 4.241 71 76 83 rvB4 13531 38262 0.33% 0.062%
4 4.367 83 87 91 rBV2 20405 32854 0.28% 0.053%
5 4.618 107 109 125 rVB4 21717 53303 0.46% 0.086%
6 4.835 125 128 135 rBV3 26037 66044 0.57% 0.107%
7 5.006 141 143 149 rVB5 17787 28474 0.24% 0.046%
8 5.885 215 220 245 rBV 763765 1648276 14.15% 2.668%
9 9.710 551 555 561 rBV 3240413 6473013 55.55% 10.478%
10 13.192 855 860 865 rBV 4887233 9315889 79.95% 15.080%
11 18.341 1305 1311 1315 rBV 5377441 10534368 90.40% 17.052%
12 19.985 1443 1455 1459 xrBVS 5460 27883 0.24% 0.045%
13 22.280 1651 1656 1661 rVB 43853 81654 0.70% 0.132%
14 22.645 1681 1688 1693 rBV2 5066036 11652699 100.00% 18.863%
15 22.771 1695 1699 1705 rVB 60375 135752 1.16% 0.220%
16 24.849 1877 1881 1891 rVVv 75112 137508 1.18% 0.223%
17 27.726 2129 2133 2139 rBV 924707 1632792 14.01% 2.643%
18 30.489 2369 2375 2381 rBV 4359276 10801980 92.70% 17.485%
19 31.094 2425 2428 2437 rVVvs 11390 34569 0.30% 0.056%
20 34.416 2713 2719 2753 rBV 3453901 8963748 76.92% 14.510%
Sum of corrected areas: 61776975

31637.D SCAN508.M

NYC-WTC_000049933
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LSC Report - Integrated Chromatogram

File
Operator :
Acquired
Instrument

Misc Info
Vial Number: 4

: 17 Jan 2002
: Instrumen
Sample Name: 508 scan
¢ January 17, 2002

C:\MSDCHEM\ 1\5973N\02JAN17\31637.D

Quant File :SCAN508.RES (RTE Integrator)

12:42 pm using AcgMethod SCAN508

Abundance
5000000

4000000

TIC: 31637.D

9.71

13.19

T L S LR AN SN S A N

LIS S B S S

900 1000 1100 1200 1300 1400 1500

1000000

19.99

TIC:31637.D
2265

R.77

24.85

c T L} T T T

T v T 7 RANRLINE R S S

T
Time--> 16.00 1700 1800 1900 20.00

T T Tt vrroT

2100 2200 2300 2400 2500 2600  27.00

Tt T

Abundance
5000000

4000000

-1000000

30.49

I\ s100

TIC: 31637.D

34.42

c 14 ¥ ¥ ¥
Time-> 2800 2900 3000

T
3100 32.00

3300 3400 3500  36.00

™7 T 7

3700 3800 3900

T T T
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L1prary searcn compound Keport

Data File

Acg On : 17 Jan 2002
Sample : 508 scan
Misc :

12:42 pm

January 17, 2002

MS Integration Params: LSCINT.P

Quant Method :
Title :
Library :

C:\MSDCHEM\1..
508 scan method
C:\DATABASE\WILEY?N.L

C:\MSDCHEM\1\5973N\02JAN17\31637.D

Vial: 4
Operator:

Inst

Multiplr:

.\8CAN508.M (RTE Integrator)

: Instrumen
1.00

g K de Je de K g Jo de K e g e de g de K K do g g de gk g de de Kk ko ke d ok Rk ko kd ok k ok ok hhk dded sk kkkdkkdkdkkkkkkkhk

Concentration Rank 5

Peak Number 1 Acetonitrile, dichloro-

R.T. EstConc Area Relative to ISTD
" 3.48 © 0.15 ug/L 47823  1,4-Dichlorcbenzene-da  9.71
Hit# of 5 Tentative ID MW MolForm

1 Acetonitrile,
2 Acetonitrile,

dichloro-
dichloro- $$ Dichl...
3 Dichlorocacetonitrile $$ Acetonit...
.. 109 C2HC12N

4 Dichloroacetonitrile $$ Acetonit..

109 C2HC12N
109 C2HC12N
109 C2HCI12N

003018-12-0 78
003018-12-0 74
003018-12-0 40
003018-12-0 33

Abundance Scan 9 (3.476 min): 31637.D {-) m/z 74.00 - 100.00%
74
82
5000
47
38 350 360 370 380 390
) A P I FPRNENENNN O———— m/z 81.90 59.139
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #ﬂ&MMmmmmadgmm~
4
35
A Y
5000 82 LB SR S B R L SR
350 360 370 3.80 3.0
~‘ 47 m/z 83.90 32.72%
0 xhl !.I II 4
l!ITf‘TTrfIIlIl"rTIrllll]ll'llllllll l!lllll‘lllllllll]ll
miz—> 10 20 30 40 S50 60 70 8 90 100 110
Abundance #11641: Acetonitrile, dichloro- $$ Dichloroacetonitrile $$...
74
R B A EEARA AR R AR
350 360 3.70 380 390
5000 82 m/z 76.00 31.12%
47
i nl
0 Ly i il | 109
T T [llll T lll[ll llllll l'l!l'l’]l ll1llll’lllll]llll[llll
m/z--> 10 20 30 40 50 60 70 80 e 0 100 110
Abundance #11642: Dichloroacetonitrile $$ Acetonitrile, dichloro- $3... e
82 350 360 3.70 380 3.90
m/z 47.00 21.77%
5000
47
35
112 )| ” ]I’ | gs
clIllllll]l)ilI'TIIlI.Illl‘lIlllll lll llIllll[llll[lllllTI
miz—-> 10 20 30 40 S50 60 70 80 S0 100 110 350 360 370 380 390
31637.D SCAN508.M Tue Jan 22 08:36:58 2002 Page 3

NYC-WTC_000049935



NYC 9/11 Public Portal Document

Llprary searcn LCOmpouna Keport

Data File

: C:\MSDCHEM\1\5973N\02JAN17\31637.D
Acgq On : 17 Jan 2002 12:42 pm
Sample : 508 scan
Misc January 17, 2002

MS Integration Params: LSCINT.P

Quant Method

Vvial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
khhhhkhkhhhhhhhhhdeddhddhhhhhhkhhkhkkhkhkhkhkhhkhhdohhdhhkkhhhddhkdhhhhhhkkihhdkhkkk
Peak Number 2 Ethyl 2-hydroxybutyrate Concentration Rank 7
R.T EstConc Area Relative to ISTD R.T
4.24 0.12 ug/L 38262 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Ethyl 2-hydroxybutyrate 132 C6H1203 000000-00-0 16
2 1l-Butanamine, 2-methyl- (CAS) $$... 87 C5H13N 000096-15-1 10
3 N-Hydroxymethylacetamide $$ Acet... 89 C3H7NO2 000625-51-4 9

4 1l-Butanamine, 3-methyl-

(CAs) $$..

. 87 C5H13N

000107-85-7 9

Abundance Scan 76 (4.241 min). 31637.D () m/z 85.10 100.00%
85
41
I \
% 60 I T 157 1 Al LEE IR l
ll 47 l l l[H 380 400 420 440 460
Ot e e e th,]'..”‘..,[, m/z 41.10 73.64%
mfz—-> 20 30 40 50 60 70 80 100 110 120
Abundance #27979: Ethyl 2-hydroxybutyrate
5000
380 400 420 440 460
2z 0 7 87 m/z 43.10  72.03%
) T PO N
l]llYlllelllllTIlT‘llTT‘ll]lll Ill‘llllllllllllllllll
miz—> 20 30 40 50 60 70 80 100 110 120
Abundance #4413: 1-Butanamine, 2-methyt- (CAS) $$ 2-Methylbutylamine...
|
T T T
380 400 420 440 460
50001 m/z 39.10 33.20%
56 87
70 l
0 1[ Il l ll It 1{
.“,..P.,,V.,, H———t——r—t———r
miz—-> 20 30 40 60 70 - 80 90 100 110 120
Abundance #5027 N- HydroxymethylaoetamldessAcetamlde N-(hydroxyme... e i B A b
45 380 400 420 440 460
m/z 42.10 24.16%
71 89
cr'lllIllll‘ITll"rlIf"Yllf‘I'Illlllllll"l‘l llllllll lll' lllll T V¥ llrlll
miz—> 20 30 40 50 60 70 80 80 100 110 120 380 400 420 440 460

31637.D SCAN508.M
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN17\31637.D vial: 4

Acg On : 17 Jan 2002 12:42 pm Operator:

Sample : 508 scan Inst Instrumen
Misc January 17, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
508 scan method
C: \DATABASE\WILEY7N L

Quant Method
Title
Library

khkdkhhhdhdhdhdhdhhhhhhkdhdhkdhhhhkhhkhkhkhkkhhhhhhhhhkhhkhhdhhhhhhhhkhkdhhhdhkhkhkhkhkhkkkkkk *

Peak Number 3 1,3,5-Cycloheptatriene (CAS...

Concentration Rank 8

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

4.37 0.10 ug/L 32854 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 1,3,5-Cycloheptatriene (CAS) $$ ... 92 C7HS8 000544-25-2 80
2 Benzene, methyl- (CAS) $$ Toluen... 92 C7HS8 000108-88-3 72
3 Benzene, methyl- (CAS) $$ Toluen... 92 C7HS8 000108-88-3 72
4 Toluene 92 C7HS8 000108-88-3 72

Abundance Scan 87 (4.367 min): 31637.D () m/z 91.10 100.00%
o
5000
0 43 4 51 65 85 400 420 440 460 4580
cl "llll'll'l!i!l!l]l{l‘l!"lll 'l!lllllll ‘lll,l Illll!! |X] l!'rlﬁj—lil m/z 92 oo 67 956
miz—> 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Abundance #5573: 1,3,5-Cycloheptatriene (CAS) $$ Cycloheptatriene $3...
o
A Y
5000 T T llllllll
400 420 440 4.60 480
&5 m/z 65.00 12.71%
46 S N 78
cllxlllllll 'lll XT":I!!II:IDI lll;lll;l(ll‘lllil:!llllllllllzl l!']lllllll
miz—> 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Abundance #5544: Benzense, methyl- (CAS) $$ Toluene $$ CP 25 $$ Methy...
A
400 420 440 450 480
5000 m/z 39.10 8.38
65
0 35 4:61.5[1 xfl 815 1. 11t
¥ lllll ll lll(llllill llllll,l]’lﬁl‘lll[l'l ]llllllllll’ IK'!KT!I—[TT
m/z—>253035404550556065707580859095100 [\A /\[\ [\
Abundance #5530: Benzene, methyl- (CAS) $$ Toluene $$ CP 25 $$ Methy... R L
400 420 440 460 480
m/z 51.00 7.59%
5000
45 51 61
cl‘ llllll"']‘ll’T‘l"i_:lll]lllllllll[(}l’[ll_l_rllllllllllll("l’ll;l l'}'l"l’lllll Illl l TYIII)III lll’
mz—> 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100 400 420 440 460 480
31637.D SCAN508.M Tue Jan 22 08:36:58 2002 Page 5
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Library Search Compound Report

Data File

Acqg On : 17 Jan 2002
Sample : 508 scan
Misc : January 17, 2002

C:\MSDCHEM\1\5973N\02JAN17\31637.D
12:42 pm

MS Integration Params: LSCINT.P

Quant Method
Title
Library

Vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
: 508 scan method
: C:\DATABASE\WILEY7N.L

khkkhkhhkhhhhkhkhkhhhkhkhhhkhhkhhkhhkhkhhkhkhkhkhkhkhhhkhhhhhhkhkdhdhhdhhddkdedhddhddhhhkdhhdhhkik

Peak Number 4 2-Buten-1-o0l, 3-methyl- (CA... Concentration Rank 4

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

4.62 0.16 ug/L 53303 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Buten-1-0l, 3-methyl- (CAS) $$... 86 C5H100 000556-82-1" 22
2 2-Buten-1-0l, 3-methyl- 86 C5H100 000556-82-1 22
3 3-Penten-2-0l 86 C5H100 001569-50-2 22
4 3-PENTEN-2-0L, (Z)- 86 CB5H100 024652-50-4 22

Abundance Scan 109 (4.618 min): 31637.D (-) m/z 88.00 1oo.ooﬂ
41 5 71 8s
5000
53 85
"
l | |ll[l 420 440 460 480 500
c‘Ill"li7‘lIIllllllllllllll‘!lli"ll ll]lllll‘llllllllllil Il! lill'll m/z 57‘10 91017%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4072: 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $$ 2-METHYL...
¥it
> A A
5000 T T 17T LSRR BRI 1
27 39 420 440 460 4.80 5w
31 ’ 68 o6 m/z 41.05 84.68%
o | o | s ] |
Illlll lllllllllllllllllllllll!l[lll‘[lllllTlllllllll lll‘lllllillllllllllllllll
miz—> 20 30 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #4069: 2-Buten-1-ol, 3-methyl- .
7
420 440 480 480 5.00
5000 27 ag 53 m/z 71.00 83.94%
31 l ' 68 86
. l 9 | s ], i
1'[!1! [llllilllllllll‘lllll‘llllllllllll‘ll‘llilllll llll‘llll(lI’Illllllilllll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 f\ﬂ
Abundam #4046:3—Pemen-2-01 T T Ill![ll‘rl] 3
H 420 4@ 460 480 5%
43 m/z 43.10 47.14
5000 39
53
i ' I I
58 86
’ c ]lllIlllllITrllll%llll!ll!llllllllllll!ll ll]ll!!l !!I]ll‘l]lllli!llllllll[ll
miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 420 440 460 480 500

31637.D SCAN508.M
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Laprary Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN1

Acg On : 17 Jan 2002 12:42 pm
‘Sample : 508 scan
Misc : January 17, 2002

MS Integration Params: LSCINT.P

Quant Method :
Title s
Library :

508 scan method
C:\DATABASE\WILEY7N.L

7\31637.D

Vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

de e Je K K Jo g de Je ke ko ke ok de de de de ke ke de K de ke ke koh kK ok de K ke ke ek ok ko de gk gk ok ok odeok ok k ok ok ok g dedek ok hokdd dekkddk

Peak Number 5 2-Butenal, 3-methyl-

EstConc

88 Cro...

Relative to ISTD

Concentration Rank 3

s e e o A s et - o e e e G b St e ek T e e b e G o e v e b e s G o G mn mae e e G . e ey e e o ——

0.20 ug/L 66044

Hit# of 5 Tentative ID

1,4-Dichlorobenzene-d4

MW MolForm

1 2-Butenal,
2 2-Butenal, 3-methyl-

3 Furan, 2,3-dihydro-4-methyl- (CA.

4 3,4-Dihydropyran $$ 2H-Pyran, 3,..

3-methyl- $$ Crotonal..
(CAS) $$ 3-..

. 84 C5HS8O0O
. 84 (C5H80
.. 84 C5HS80O
. 84 C5H80O

000107-86-8 72
000107-86-8 72
034314-83-5 59
000110-87-2 49

Abundance Scan 128 (4.835 min): 31637.D () m/z 84.00 100.00%
55 84
5000 41
m llll]_l_rl
[ l | 440 460 480 500 520
c"llll'] llX)'ll!lll I!l l l]ll ¥ [‘I Illlltlllll TV I:lll[l!lll m/z 55 10 82 84%
miz—-> 20 25 30 35 40 80 55 65 70 75 80 85 90 95
Abundance #3222:2-Butenal, 3-methyl- $$ Crot onaldehyde, :*)-methyl-ssi4
55
5000 39 llllllllll]f'l_rA]Aflllllll
27 440 480 480 500 520
m/z 83.10 48.76%
44 51l 69
0 i 11 [FR i
IIIICIIII(I Il ll[llll]lllllllllllllll!lll]l} lllllllllllli ll T ¥ lllllll‘r‘l_rr
> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$...
g4
55 ]Tlllll'l
440 460 480 500 520
5000 32 m/z 41.10 47.17
27
51 69
0 l 1 J4l4 11 l| | { i
l!lllllllllllllll’(ﬁ_l_l]llllll ll’llll ll!llll T'llllllllq l]‘lllllllll]
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #3351: Furan, 2,3-dihydro-4-methyl- (CAS) $$ 4 METHYL-2,3-...
’ 56 84 440 460 480 500 520
m/z 39.10 45.98% -
5000 41
69
. ‘ g sl 1 A
llllllITﬁll]lillllllIlllllllllT_ITlll Ill‘(rrﬁlllllllllll'llll[lll lllllll!‘ll
miz-—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 440 460 480 500 520

31637.D SCAN508.M
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Data File
Acqg 'On
‘Sample
Misc :

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN17\31637.D
17 Jan 2002
508 scan

January 17, 2002

12:42 pm

MS Integration Params: LSCINT.P

Quant Method
Title
Library

vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

: C:\MSDCHEM\l...\SCAN508.M (RTE Integrator)
: 508 scan method

: C:

\DATABASE\WILEY7N.L

de de de de K g de ke de de Kk de ke ke do de de de K e Kk de de K de de K ok dedede e de gk gk Kk dedeode de ko de gk ke dedededek ke k otk gk dkdk gk kdkkk

Peak Number 6 Silane, tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T

5.89  5.09 ug/L 1648280  1,4-Dichlorobenzene-d4 .71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

— e o En e o e e e T e e e o e e e e e e e e G b T e e e e e b G b G G Gt o e e e s S o o b b - —

1 silane, tetramethyl-
2 Butane, 2-methoxy-2-methyl- $$ E...
3 3-(CYCLOHEX-3’-EN-YL) PROPANOL $$...

88 C4H12Si
102 C6H140
174 C8H1404

4 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404

000075-76-3 37
000994-05-8 36
015745-87-6 33
000000-00-0 33

Abundance Scan 220 (5.885 min): 31637.D () m/z 73.10 100.00%
B
/L
43 - T
560 580 600 620
c'llllllIT"ll'l‘ll]ll’llilllﬁfllllll'llll] 'l8l7lil' ‘1§ﬁ TT7T l LR RS ]W l TITY 1 I LR RS m/z 43 10 3059%
mfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #ﬁ?4smNemmmwmw
7]
5000 Trl(T lillrlil llllllt!l
560 580 600 620
m/z 41.10 9.23
45
ob 1° J. 83, b
miz—> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180
Abundance ﬁﬂm&&me2w§MmyZmamm$$Bmxnwmwmmp
7
560 580 600
5000 m/z 45.10 9 23%
55 87
z %
cIlllll!]lllllIlITlll(lIllll'l'[ll‘Yl]*lll!,llrlI ll lllll(‘ll T TI17 LB AR lllll lll‘
Infz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p... SN N S
7B 560 580 600 620
m/z 71.10 6.52%
5000
43
b7 s | & 174 R
lllllll[ll!f'lllllllll]llll]llllll l'r‘llll l]!ll llT llll Illl lll T ]lll lll)ll]l l(]lllll T
miz—> 10 20 30 40 50 60 70 80 9O 100 110 120 130 140 150 160 170 180 560 580 6.00
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File

: C:\MSDCHEM\1\5973N\02J0AN17\31637.D
Acqg On : 17 Jan 2002 12:42 pm
‘Sample : 508 scan
Misc : January 17, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

Vial: 4

Operator:

Inst Instrumen

Multiplr: 1.00

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

de de e ke ke o Je de de Je o de K Fe d kK de Ko e K de Fe ke e g gk T ke ke o g T Tk ok ok k ok ok ok ok ok ok Kk kT ddk ke k ok ok k ok kdddkdkddkdkk

Peak Number

Relative to ISTD

7 N-perdeuteriobenzylideneani...

Concentration Rank 6

- - o - - e e b At - t b s b e e e b b e s e e b s b i et e b o b b e b b e b e b b s o mm b e -

R.T. EstConc Area
22.28 0.14 ug/L 81654
Hit# of 5 Tentative ID

Phenanthrene-dil0

MW MolForm

1 N-perdeuteriobenzylideneaniline

192 C13D11N

000538-51-2 64

2 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 53
3 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12 000883-20-5 53
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 53
Abundance Scan 1656 (22.280 min). 31637.D (-) m/z 192.10 100.00%
1
A
0 2% 120 148160 200 2220 2240 2260
0! : m/z 191.10 16.37%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #88409: N-perdeuteriobenzylideneaniline .
192
.
m & lllllll' T T 7 T
2200 2220 2240 2260
5. 110 m/z 193.10 15.33
obe? L% 160 o
miz—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #103924: Phenanthrene, 1-methyl- -
1
2200 2220 2240 260
5000 m/z 96.10 13.51%
96
l 152 185 178
c lllll L] ll ll] nx]rrr‘rrlrr‘r]’r‘n ll 1T ll l[lllllllll I l LERRS lllll lllll lll}lllll llllll
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene —r e
: 192 2200 2220 2240 2260
m/z 82.10 12.43%
5000
96
& | 130 182 'O 176
cl'll’l'lllllllllilfill II!!IITII ll LR ll l llII'llll}lllK llll’;r]lll Fl]ll lllll l[I[lYl

l]””l””

90 100 110 120 130 140 150 160 170 180 180 200

LERBEAN LA RE) T

31637.D SCAN508.M
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NYC 9/11 Public Portal Document
Lilprary search Compouna Report

Data File : C:\MSDCHEM\1\5973N\02JAN17\31637.D Vial: 4

Acq On : 17 Jan 2002 12:42 pm : Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 17, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1l...\SCAN508.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
hkkhkhkdkhkhhkhhhkhkkhhhkdhhkhhkhhhhhhhhhhhhkhhkhhhhhhkhhhhhhhhhhdhkhkhkhhhhkhhkkkkhk
Peak Number 8 Anthracene-dlo0- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.77 0.23 ug/L 135752 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene-di10- 188 Cl14D10 001719-06-8 91
2 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 91
3 Anthracene-D10 188 C14D10 000000-00-0 91
4 Phenanthrene-dio0 188 C14D10 001517-22-2 91
[Abundance Scan 1699 (22.771 min): 31637.D (- d8 m/z 188.10 100.00%
1
5000
2 68 8|° 9|4 160 1l 22.40 2260 22.80 2300 2320
VS, SN SO U N —  MS—' | m/z 189.10  16.94%
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #84502: Anthracene-d10- 4
1
A
5000 T T I T
2240 2260 2280 23.00 23.20
m/z 94.10 15.96
ollll'l {III]IIIFITIIVI l!Ll TITT TT7T T T lllllllzlg"rﬁ[fl'!“illIlllll
niz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrane-<d10 4
1
2240 2260 2280 23.00 23.20
5000 m/z 80.10 14.73%
80 94
e l.l!I!llllIlIllI?[llll!llllll!llll LRJ T TT 17 IIllllIIIIIIT&gllKrIYIXIIUI!'llllll
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84488: Anthracene-D10 LR e
188 2240 2260 2280 2300 23.20
m/z 184.10 14.48%
5000
80 -
i Il i |
o TITT LR TTE 7T TITT TYrr liil llll TIr{?Vv TVSTITT ¥ TVI7V llll llll LRI T l‘l TT37 T 117 7 T L T T 1 L]
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 2240 2260 2280 23.00 2320
31637.D SCAN508.M Tue Jan 22 08:36:59 2002 Page 10
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NYC 9/11 Public Portal Document
rencacively lgentlillea compouna (uLsl; summary

Operator ID: Date Acquired: 17 Jan 2002 12:42 pm

Pata File: C:\MSDCHEM\1\5973N\02JAN17\31637.D

Name: 508 scan

Misc: January 17, 2002

Method: C:\MSDCHEM\1l\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title: 508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
Acetondtril dic.. 3.48 0.1 ug/L 47823 1 9.71 6473010 20.0
Ethyl -Hydroxy. . 4.24 0.1 ug/L 38262 1 9.71 6473010 20.0
1,3,5-CydJ)oheptat... 4.37 0.1 ug/L 32854 1 9.71 6473010 20.0
2-Buten- 3-m... 4.62 0.2 ug/L 53303 1 9.71 6473010 20.0
2-Butendl, 3-meth... 4.84 0.2 ug/L 66044 1 9.71 6473010 20.0
Silane/ tetramethyl- 5.89 5.1 ug/L 1648280 1 9.71 6473010 20.0
N-pergeuteridbenz. . 22.28 0.1 ug/L 81654 4 22.65 11652700 20.0
Anthyacene-dl 22.717 0.2 ug/L 135752 4 22.65 11652700 20.0
31637.D SCAN508.M Tue Jan 22 08:36:59 2002 Page 11
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