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Units: ug
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Comments for Sample AE00248 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 01-28-2002 Time: 09:41:09

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

(Not Reviewed)

Data File C:\MSDCHEM\ 1\5973N\02JAN24\00248.D Vial:
Acqg On 24 Jan 2002 5:27 pm Operator:
Sample 508scan Inst :
Misc : January 24, 2002 Multiplr:

MS Integration Params: SPLIT.P

Quant Time: Jan 25 10:22:08 2002

Quant Method
Title

Last Update
Response via

Quant Results File:

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

: Fri Jan 11 13:20:07 2002
Initial Calibration

4

Instrumen
1.00

SCAN508.RES

Conc Units Dev(Min)

DataAcg Meth : SCAN508
Internal Standards R.T. QIon Response
1) 1,4-Dichlorobenzene-d4 9.72 152 1756282. 20.00
10) Naphthalene-ds 13.19% 136 7321746 20.00
17) Acenaphthene-dio 18.34 164 3648129 20.00
29) Phenanthrene-dl0 22.65 188 5818787 20.00
38) Chrysene-dl2 30.50 240 4987106 20.00
44) Perylene-dl2 34.42 264 3660714 20.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 343477 3.73
Spiked Amount 5.000 Recovery =
Target Compounds
20) Dimethylphthalate 18.34 163 577440 2.40
21) 2,6-Dinitrotoluene 18.34 165 461941 9.83
42) Bis(2-ethylhexyl)phthalate 31.11 149 47437 0.74
(#) = qualifier out of range (m) = manual integration
00248.D SCANS508.M Fri Jan 25 10:22:09 2002

NYC-WTC_000050560

ug/L -0.01
ug/L -0.02
ug/L -0.01
ug/L 0.00
ug/L 0.00
74 .60%

Qvalue
ug/L # 57
ug/L # 17
ug/L 76

Page 1
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Data File

Acg On :
Sample :
Misc :

Method

Title

Last Update
Response via

Quantitation Report

(Not Reviewed)

C:\MSDCHEM\1\5973N\02JAN24\00248.D
24 Jan 2002
508scan
January 24, 2002
MS Integration Params: SPLIT.P
Quant Time: Jan 25 10:22 2002

5:27 pm

vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

Quant Results File: SCANS508.RE

C:\MSDCHEM\l\METHODS\METHODS\SCANS08.M (RTE Integrator)
508 scan method
Fri Jan 11 13:20:07 2002
Initial Calibration

Abundance

8500000

8000000

7500000

7000000

1500000

1000000

500000

1,4-Dichlorobenzene-d4,|

Naphthalene-d8,i

TIC: 00248.D

Phenanthrene-d10,!

—BSoBinbtttatet),|

24-DDD,S

d12,)

Chry

Perylene-d12,!

Bis{2-athylhexyl)phthalate

0

TTTY T T

i lIKl,lll [llllll.l 1 l!lll
Mime-> 4.00 6.00 8.00 10.00 12.00 14.00 16.00 18.

'y
TTTTTIYTTY

7T

TTTTTTT

T LN
00 20.00 22.00 24.00 26.00 28.00 30.

.
TT T T rrTT TTTTTTTTT

RBRR!

00248.D SCAN508.M

NYC-WTC_000050561

Fri Jan 25 10:22:09 2002

Page 2
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LSC Area Percent Report

Data‘File C:\MSDCHEM\1\5973N\02JAN24\00248.D Vial: 4

" Acg On 24 Jan 2002 5:27 pm Operator:
Sample 508scan Inst : Instrumen
Misc : January 24, 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 3.614 17 21 ‘ 25 rBV 44460 62064 0.40% 0.072%
2 3.922 45 48 53 rvB2 20829 32465 0.21% 0.038%
3 4,253 73 77 81 rBV 31548 60283 0.39% 0.070%
4 4.630 107 110 123 rVB3 24680 50719 0.33% 0.059%
5 4.847 123 129 141 rVB2 28859 75814 0.49% 0.088%
6 5.018 141 144 149 rBV 81658 144960 0.94% 0.168%
7 5.714 201 205 209 rvB 60592 93791 0.61% 0.109%
8 5.885 217 220 253 rVB 1030717 2115814 13.69% 2.455%
S 9.722 551 556 561 rBV 4997271 9974998 64.56% 11.572%
10 12.542 793 803 807 rBV 28844 47808 0.31% 0.055%
11 13.192 855 860 865 rBV 6808469 14127656 91.44% 16.389%
12 16.549 1149 1154 1159 rvvVv 15919 33277 0.22% 0.039%
13 18.341 1305 1311 1315 rBV 7302809 14825463 95.96% 17.199%
14 22.280 1653 1656 1661 rBV2 63237 121442 0.79% 0.141%
15 22.646 1681 1688 1693 rBV2 6931752 15450271 100.00% 17.924%
16 22.771 1697 1699 1717 xVV 95117 270267 1.75% 0.314%
17 27.726 2127 2133 2139 rBV 947583 1744116 11.29% 2.023%
18 30.500 2369 2376 2381 rBV 6011361 14420720 93.34% 16.729%
19 31.105 2421 2429 2439 rBV4 31975 133934 0.87% 0.155%
20 34.416 2713 2719 2749 rBV 4486985 12414596 80.35% 14.402%
Sum of corrected areas: 86200458

J0248.D SCAN508.M

NYC-WTC_000050562

Fri Jan 25 10:26:09 2002

Page 1
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File
Operator
Acquired
Instrument

LSC Report - Integrated Chromatogram

C:\MSDCHEM\1\5973N\02JAN24\00248.D

24 Jan 2002
Instrumen

Sample Name: 508scan

January 24, 2002
Vial Number: 4
Quant File :SCAN508.RES (RTE Integrator)

Misc Info

5:27 pm using AcgMethod SCAN508

Abundance
7000000

6000000

5000000

1000000

TIC: 00248.D

8.72

13.19

12.54

Time-> 4.00

(o)

LRI S B BN I T T T T T T 7T 7T

T T T ¥

I T 757 l T T T 1 ¥ T T 7
600 700 800 900 1000 1100 1200 1300 1400 1500

Abundance
7000000

1000000

16,55

TIC: 00248.D

1834 2265

27.

|

T
Time—> 16.00

01 'l‘ll

1700

2223%&77

T T LRI |

LANEJMLENE SN S RN S R

1800 1900 2000 2100 200 2300 2400  25.00 2600 2700

Abundance
7000000

6000000

2000000

1000000

TIC: 00248.D

34.42

0

L2 RSN A

Time-> 28 00 29 00

30.00

L3111
lllT‘llll]T‘
3100 3200 3300 3400 3500 3600

T T T [ 7 L B B

3700 3800 39.00

00248.D SCAN508.M

NYC-WTC_000050563

Fri Jan 25 10:26:09 2002

Page 2
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN24\00248.D

" Acg On 24 Jan 2002 5:27 pm
Sample 508scan
Misc January 24, 2002
MS Integratlon Params: LSCINT.P

C:\MSDCHEM\l..
508 scan method
C:\DATABASE\WILEY7N.L

Quant Method
Title
Library

Vial: 4

Operator:
Inst :
Multiplr: 1.

.\SCAN508.M (RTE Integrator)

Instrumen

00

[Z2 XXX XXX EZ SIS LESI SRS A2 S22 22 s X222 2 X Rt i st sty

Peak Number 1 Butanoic acid, methyl ester...

Concentration Rank 7

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

3.61 0.12 ug/L 62064 1,4-Dichlorocbenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm cas# Qual
1 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83

Abundance Sc:gm (3.614min):00248.7D(-) m/z 43.10 100.00%
4
5000
59 87
’| [ 3 50 3.60 3.70 3.80 3.90 4.00
lll'l‘]l'l_l’_[l' lIl"'l‘]‘l"'I'l"ll 'Illf‘llll‘llU_ﬁ‘ll Z 74 00 98 936
miz—> 10 20 30 40 50 60 70 8 90 100 110
Abundance #9224: Butanoic acid, methyl ester (CAS) $$ Methy! butyrat...
4B
74
5000 o7 ) '
3.50 3.60 3.70 3.80 3.90 4.00
% o7 m/z 71.10 72.25%
l‘('ll'll" l!lll33lYT[ll'llllllllllli“;:l'ﬁllﬁllllll??zllll
miz--> 10 30 40 50 60 70 80 S0 100 110
Abundance ﬁzgﬂmmmkmmemwumr
74
3.50 3.60 3.70 3.80 3.0 4.00
5000 m/z 41.10 31.02
15 z 59 87
| ’ . | . | 102
([Illllllll]l“llllll’l]'lllllfTTxrlllll‘l’_r‘l]llll]lllll
m/z—-> 10 20 30 40 50 60 70 80 80 100 110
Abundance #9216: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
4B 3.50 3.60 3.70 3.80 3.90 4.00
74 m/z 59.00  27.68%
5000 o7
59
l 87
Tr"lllrl!£l33lll[l!lT'l[lll'l‘iTI]'llllll,'llll‘l?%'ll l‘lll lllTll ll'l‘l III[ ll
m/z—> 10 20 30 40 50 60 70 80 90 100 110 350360370380390400
00248.D SCAN508.M Fri Jan 25 10:26:09 2002 Page 3
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Data File

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN24\00248.D
" Acqg On : 24 Jan 2002 5:27 pm
Sample : 508scan
Misc : January 24, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library :

Peak Number 2

C:\MSDCHEM\1..

508 scan method

C:\DATABASE\WILEY7N.L
dhkkhkkdhhhhhhkdhhkhhhhdhhhhhhhkhhhhhrhhkhhhhrhhhhhhhhhhhhhhhhhhhhdhhhdddhk

ISCBUTYRALDEHYDE, DIMETHYLA.

Relative to ISTD

Vial: 4

Operator:
Inst :
Multiplr:

Instrumen
1.00

.\SCAN508.M (RTE Integrator)

Concentration Rank 11

- - e o - - e o > = b b e e > s e b s s e = e W b o 4 e s e e b e o e Am T G o e A e s Gt b b e s e e e e e s

R.T EstConc
3.92 0.07 ug/L
Hit# of 5

32465

1,4-Dichlorobenzene-d4

MW MolForm -

-t mm e e e e et o e o b - e e e b e G o amt e o e A G G e T W e e e e T M . e bt o T e bt e e o e

1 ISOBUTYRALDEHYDE, DIMETHYLACETAL.
2 ISOBUTYRALDEHYDE, DIMETHYLACETAL.

3 Propane,

1,1l-dimethoxy-2-methyl-

118 C6H1402
118 C6H1402
118 C6H1402

000000~-00-0 56
000000-00-0 56
041632-89-7 56

4 Formamide, N-methylthio 75 C2HS5NS 000000-00-0 7
Abundance Scan 48 (3.922 min): 00248.D () N m/z 75.00 100.00%
5000
55 87
41 45 49 360 380 400 420
59 71
77T LR R &S l ‘TI llll lr‘lm llll l!!l F‘I [ll[l ll] lllll"lll[ll_l_l‘l'l'litill m/z 87.10 36049%
niz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 76 80 85 90 95
Abundance #17849; ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi...
75
5000 lll/\lll YT T T
87 360 380 400 420
, 55 m/z 55.10 29.33%
4
TY ]lll 1 ll?ﬁ‘:‘!ll IIII4§1IIII!!Illl!ll,lllsﬁlll [ lll‘7!1lll :lIl'lllllllll]llll‘ll
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17848; ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi...
75 {L
Ill‘llll ITTI[ ll!‘[ rll‘l"
360 380 400 420
5000 m/z 49.00 12.15%
- 87
15 27 31 47
59 7,1
TI""PI]'TI! ll[ TT7T [lll ] lll lllllllllllll lll llll l ll ;lllllllllll‘("[tlll[ll
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17846: Propane, 1,1-dimethoxy-2-methyl- — T TR T
75 360 380 400 420
m/z 41.10 10.97%
5000 87
55
n el T
!1!!]1111‘lll)llllllllllll’TYI[llIllll T IIII !!I!I!l’l‘ll’llilllllltl ll(llllllllllllllllil[
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 360 380 400 420
00248.D SCAN508.M Fri Jan 25 10:26:09 2002 Page 4

NYC-WTC_000050565
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN24\00248.D Vial: 4

" Acqg On : 24 Jan 2002 5:27 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 24, 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
R R R R R R EEE R R E R E R A AR XA EE XTSI EEE I EIEEILIIEEIXZESE A2 AL LR LR LN X3
Peak Number 3 THIOPHENE-D1 Concentration Rank 8

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

4.25 0.12 ug/L 60283 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm - CAS# Qual
1 THIOPHENE-D1 85 C4H3DS 000000-00-0 35
2 Carbonic acid, dihexyl ester $$ ... 230 C13H2603 007523-15-1 23
3 2(3H) -Furanone, 5-ethyldihydro- ... 114 C6H1002 000695-06-7 9
4 2-Propenoic acid, 2-methyl-, hex... 170 C10H1802 000142-09-6 9

Abundance Scan77(4.253min):00248é[é(-) m/z 85.10 100.00%
41
5000
55 6o
'l | 47 ] | l 400 420 440 460
Tll’l‘lIlil"!r‘lli'1'1771'11ll'lll{l!T"'lUIl‘llf!lll’l m/z 41010 73.56%
miz—> 20 30 40 S50 80 70 80 90 100 110 120
Abundance #3148; THIOPHENE-D1
85
5000 )
45 58 400 420 440 460
0 [ H wm/Z 43.10 70.40%
"ll lll%lll!lil!"llllllllllr(lllli{}" llll‘lrllll’_l_l'IIl
miz—-> 20 30 40 50 60 70 8 90 100 110 120
Abundance #159657: Carbonic acid, dihexyl ester $$ ta)kishexyl carbonate...
400 420 440 460
5000 41 56 m/z 87.00 51.11%
27 ‘ l . 69
, 1 l l l Tils 103
lllllIlITI'T‘IIIllllllll’Tr‘llIIl'llllllllllll‘Yllllllxrl
miz—> 20 30 40 50 60 70 8 S0 100 110 120
Abundance #14898: 2(3H)-Furanone, 5-ethyldihydro- (CAS) $5 .GAMMA.-N... e " —
85 400 420 440 460
2 m/z 89.00 48.42%
5000
42 %
| R P T
it i | | 114
lll ll T (l‘ll T ll IIIIT IIIX l_ll ll[ll‘l"rl’lllll ']lr')l’i)’llll']lll
miz—-> 20 30 40 50 70 %0 100 110 120 400 420 440 460
J0248.D SCAN508.M Fri Jan 25 10:26:10 2002 Page 5
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Library Search Compound Report

Data File

* Acg On
Sample :
Misc :

Quant Method
Title
Library :

5:27 pm

2002
LSCINT.P

C:\MSDCHEM\1\5973N\02JAN24\00248.D
24 Jan 2002
508sgcan
January 24,
MS Integration Params:

Vial:
Operator:
Inst
Multiplr:

4

Instrumen
1.00

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

de de K Jo de de Fe de do de Kk de K de de de Kk de de de de Kk de K ok Kk de kg g Kk Kk ok ok hdk ok ok kg k kg ok dd dd ok ok ok Kk ok kdkdkkkdkkk Kk

Peak Number 4 Butanoic acid, 2-methyl-,

m. ..

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T
4.63 0.10 ug/L 50719 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm - CAS# Qual
1 Butanoic acid, 2-methyl-, methyl 116 C6H1202 000868-57-5 43
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 37
3 Butanoic acid, 2-methyl-, methyl 116 C6H1202 000868-57-5 37
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 053955-81~-0 37
Abundance Scan 110 (4.630 min): 00248.D () m/z 57.10 100.00%
4 57 71
5000
| 4 '“ | Il 1o 420 440 460 480 500
]"5"1!!1';'ll]]“‘r]"l'l"l!!l!]l'llll llllll’l“l‘[ 'lllllilfillll!l llll“‘ll‘ll"!lillllll m/z 71.10 90.15%’
miz—> 20 256 30 35 40 45 50 55 60 65 70 75 80 85 90 85 100 105 110
Abundance #16438: Butanoic acid, 2-methyl-, methyi ester
57
88
41
5000 )
420 440 460 480 500
74 101 m/z 88.00 88.12%
69
] Ill l lll] llll TlTTI]i 1I|I THF[FPFIT]ITIT !I‘[Illll‘ Illlll I l TTY IT1|II lll 1 T
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #16441: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
57 lllll lA T lllT
420 4.40 460 480 500
5000 » m/z 41.10 82.79%
29 101
l 69
lllllllllIllllrlf'rr]liilll]lllllllll lllllll"llll]'lll[ll(lllll‘l !]lll l lll‘ lllllll‘ll
miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #16439: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
& 8 420 440 460 480 500
m/z 39.10 52.51ﬂ
5000 41
‘ 101
69
'lllllllll[l‘l'l"l([llll[lllll(llll! !lllll'llll!ll?lallll(llllllllg %]]l"'llll]rl"llllll[l
miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 420 440 460 480 500

00248.D SCAN508.M

NYC-WTC_000050567

Fri Jan 25 10:26:10 2002
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Data File :

* Acg On : 24 Jan 2
Sample : 508scan
Misc : January

Library Searcn Lompouna Keport

002 5:27 pm

24, 2002

MS Integration Params: LSCINT.P

Quant Method :
Title
Library :

C:\MSDCHEM\1\5973N\02JAN24\00248.D

vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

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

% e v de ke kK k g v ded kg ok kg ok ok ok ok dk kg ok kkk gk k kg ok ok ok ok kk ok gk ok k khkkk kg ok kdkkkkkdkkkkkkkk

Peak Number

5 Formamide, N- (cyanomethyl) -

Concentration Rank 6

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

4.85 0.15 ug/L 75814 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N-(cyanomethyl) - 84 C3H4N20 005018-27-9 17
2 2-Pentyn-1-ol 84 C5H80O 006261-22-9 16
3 2-Pentyn-1-ol 84 C5H80O 006261-22-9 12
4 (E)-1-Propenylaziridine $$ Aziri... 83 C5HON 080839-91-4 9

Abundance Scan 129 (4.847 min): 00248.D () m/z 83.95 100.00%
84
55
39 59
5000
“ %0 ) 440 450 480 500 520
SN | LY 20 T 1 O SN | M m/z 55.10 70.90%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3103: Formamide, N-{cyanomethyl)-
p.:]
_ 84
5000 55
440 460 480 500 520
40 m/z 59.00 55.24%
ll)llll’lll lllll?ﬁ{l!‘lll?}slllllll}l !:II[lll1161611llllll]lllllllllf!llllllll
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3292: 2-Pentyn-1-ol
39 5
440 460 480 500 520
5000 83 m/z 39.10 55.18%
27 |
51
65
T7Tll!ll‘[7llllll( !"lllll"'!!l!l llLllIlIll!!!ls}g‘[hlllllllllll:]liil[’l’l’
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Abundance #3291: 2-Pentyn-1-of
39 55 440 460 480 500 520
m/z 41.10 48 .25%
83
5000 27
51
44 J 68
Illllll]'ll'lllllll!l llll'l"l4§ T L] |I"IYIIIKII!lIT"[llII'IY'Illll !Illlil"ll
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 440 460 480 500 520

00248.D SCAN508.M

NYC-WTC_000050568

Fri Jan 25 10:26:10 2002
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Data File

" Acq On : 24 Jan 2
Sample : 508scan
Misc : January

002 5:27 pm

24, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 s

can method

C:\DATABASE\WILEY7N.L

Library Search Compound Report

C:\MSDCHEM\1\5973N\020AN24\00248.D

vial: 4

Operator:
: Instrumen
Multiplr: 1.00

Inst

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

dhkhkhkhkhkkhhkhkhkhhhhhhhkdhhhhhhhkdhdhhhhhhhkhhhhhhkhhhkhhhhhhkhkhhhhhhhkhhhdhdkhik

Peak Number 6 3-Buten-2-ol, 2-methyl- Concentration Rank 3

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

5.02 0.29 ug/L 144960 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW. MolForm CAS#H Qual
1 3-Buten-2-0l, 2-methyl- 86 CB5H100 000115-18-4 78
2 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 72
3 Butenol, methyl- 86 C5H100 060766-00-9 64
4 3-Buten-2-0l, 2-methyl- $$ .alph... 86 C5H100 000115-18-4 56
undance Scam144(5.018min):00248.0(-)'H m/z 71.10 100.00%

43 7
5000 59
39 55
67 460 480 500 520 540
Tillil‘llllll[lﬂT]IIII‘lI!lII':‘}'! !fﬁllﬁl!l!l:!’ll'll"i"‘l]‘ l‘llllll‘l'li“‘:l’glll“ll)] m/z 43010 88.53%
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 80 85 90
Abundance #4084: 3-Buten-2-ol, 2-methyl-
7
43
5000 i
59 . 460 480 500 520 540
m/z 41.10 57.32%
27 53 67 86
T'l“{ll]'lll|llllk"g’(l[l!lllIIlllllllll‘le[Tl!l%ll!ll lllllllll 'TI!(II]I!I!I%!'I[IIIII
miz-> 5 10 15 20 25 30 35 40 45 5D 55 60 65 70 75 80 85 90
Abundance #4083: 3-Buten-2-ol, 2-methyl-
7
43
480 480 500 520 540
5000 m/z 59.10 39.34%
59
2731 - ’
' I 3 [ by S
lllllllllllllllllillllll]lllillllliflll‘lllll(llllllll]’lil!lll!l' lllIlKITlllllIllll]'Illl‘
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Abundance #4093: Butenol, methyl-
43 Ut 460 480 500 520 540
m/z 69.10 33.86%
5000
27 o9
15
31 53
N 67, |, 86 A A
llililllllllllllﬁlr‘l'l]llllllll([ll IIIIfIrr{T]’Trllllllllllllll lllllllllllll‘llll[lllll lllllllll “' ll !ll‘lll
miz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 €0 460 480 500 .40
00248.D SCAN508.M Fri Jan 25 10:26:10 2002 Page 8
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NYC 9/11 Public Portal Document

Data File :

Library Search Compound Report

* Acg On 24 Jan 2002 5:27 pm
Sample 508scan
Misc January 24, 2002
MS Integratlon Params: LSCINT.P

Quant Method
Title
Library

C:\MSDCHEM\1\5973N\02JAN24\00248.D

Vial: 4

Operator:
Ingt :
Multiplr:

Instrumen
1.00

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

e Je de do K Je de de de K e de de de de K kK de de K g g K de g de Kk Kk e de K K de g Kk de Kok ok ok ke ke ke kg de kK Kk kdkdkkhkdkkkkkkk

Peak Number 7 3-Penten-2-ol $§$

.alpha., .g...

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T
5.71 0.19 ug/L 93791 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 3-Penten-2-ol $$ .alpha., .gamma.. 86 CS5H100 001569-50-2 64
, 2 3-Penten-2-ol 86 C5H100 001569-50-2 64
3 3-PENTEN-2-0OL, (Z)- 86 CBEH100 024652-50-4 64
4 1,6-Heptadien-4-ol 112 C7H120 002883-45-6 59
Abundance Swn205(5.714min):00248.o(7-) m/z 43.10 100.00%
43 1
5000 3 k
A\,
lllllerTfITtllTlflllll_l'
, ' 53 58 67l 84 540 560 580 6.00
lllllll]Ill ll lllll }l'll"lOlll!llil'll[lllliil‘fli llrﬁ"rl]'!'ll!llllllllr Z 71 10 99 88%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 S0 95
Abundance #4047: 3-Penten-2-0l $$ .alpha.,.gamma.-Dimethylaliy! alco...
43
5000 39 i
27 53 sm 560 580 6.00
67 z 41.10 92.19%
| | | i
I(]Y‘lllllIlllllll‘%llll! Ile??I["lllll!llll"]‘l!l] :llll lllllll[!llllllllI
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4046: 3-Penten-2-of .
7
43
540 560 580 6.00
27 I 5 67
58
llllillll!llll'lll'llllj!ll!lllllll!llll!llll lll’l!l :lll!ll[[llllﬁll[lllll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #4208: 3-PENTEN-2-OL, (Z)- SN Py
540 660 580 600
43 m/z 69.10 41.22%
5000 39
53
58
1 1l | Ilr . 88 A .
lll'ﬁlﬁTTT‘!ll lllllllTl1llllI( lll(lll(ll!llllll llllllll'llllllllT]!‘ll] Illll'l‘llr‘l(ll'l‘ffiq‘
miz—> 20 25 30 40 45 50 60 65 70 80 85 90 95 540 560 580 600
00248.D SCAN508.M Fri Jan 25 10:26:10 2002 Page 9
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File

: C:\MSDCHEM\1\5973N\020AN24\00248.D vVial: 4
" Acg On : 24 Jan 2002 5:27 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Library C:\DATABASE\WILEY7N.L
kkdkhhkhkhhkdhdhhhhhhkhhhhhhkkhhhhrhhhhhhhhhhkhhhhhhhhhhhhhdhdhdhhdhhhhdhhd

Peak Number 8 3-(CYCLOHEX-3’'-EN-YL)PROPAN... Concentration Rank 1

Quant Method

0 o0 o0

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

5.89 4.24 ug/L 2115810 1,4-Dichlorobenzene-d4 9.72

Hit# of 5 Tentative ID MW MolForm - CAS# Qual
1 3-{CYCLOHEX-3’-EN-YL)PROPANOL $$... 174 C8H1404 015745-87-6 33
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 33
3 Silane, tetramethyl- $$ Tetramet... 88 C4H12Si 000075-76-3 28
4 gilane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance Scan 220 (5.885 min): 00248.D () m/z 73.10 100.00%

<

%

560 680 600 620

SN 1 - ) . A L z 43.10 24.99%
mfz—-> 102030405060708090100110120130140150160170180
Abundance #36138: 3-(CYCLOHEX-3“EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
73

:

560 580 600 620

43 z 41.10 9.28%
27 'H 55 87 113 174
ll[l‘llllll?III]IIllIIl['!I!}Ill"[Illlll\llllllll ll‘ll }1IRI II l'll FTT lll ll Ill
m/z—> 102030405060708090100110120130140150160170180
Abundance #78238: Acetic t;-)cld , 3-{1,3]dioxolan-2-yipropyl ester
7l
560 580 600 620
5000 z 45.10 9.26%
43
. 2.7 .“ 55 X 87 113 174
LA} lllll[lllIlllllllllllIll{lﬁlllllllllll'll llll ll l llll llll lllf LS L] l(l‘il
miz—-> 102030405060708090100110120130140150160170180
Abundance #4812: Silane, tetramethyl- $$ Tetramethylsilane $$ (CH3)4...
7 560 580 600 620
m/z 71.10 6.35%
5000
45
lli|1li§lllllIsll?lll'l:’llll%]llll"'llll ;“ill II l‘llll‘ l]!ll'lll T llblll‘llll'lll[ll ]Illlllll‘llll}llll‘lr‘rl
mfz--> 10 20 30 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 620
00248.D SCAN508.M Fri Jan 25 10:26:10 2002 Page 10
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NYC 9/11 Public Portal Document

Data File

" Acqg On
Sample
Misc

MS Integration Params:

Quant Method

Title

Library

s de e de de de e de do do de de de K do Jo de de Fe o Jo de K de Ko Jo do de de K ke de kK g Kk de de K e K g K g K do e de g dede KKk dk ko hkkkkkkkkk

Peak Number 9 Cyclopentasiloxane, decamet...

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN24\00248.D Vial: 4
: 24 Jan 2002 5:27 pm Operator:
: 508scan Inst : Instrumen
: January 24, 2002 Multiplr: 1.00
LSCINT.P
C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

508 gcan method
C:\DATABASE\WILEY7N.L

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.54 0.07 ug/L 47808 Naphthalene-ds8 13.19
Hit# of 5 Tentative ID MW MolForm cas# Qual

1 Cyclopentasiloxane, decamethyl-
2 Cyclopentasiloxane, decamethyl-
3 Heptasiloxane,
4 1,1,3,3,5,5,7,7,9,9,11,11,13,13~...

1,1,3,3,5,5,7,7,9...

370 C1l0H30058i15
370 C1l0H30058i5
504 C14H4406S8i7
504 C14H4406Si7

000541-02-6 64
000541-02-6 50
019095-23-9 33
000000-00-0 33

Abundance Scan 803 (12,542 min): 00248.D (-) m/z 73.10 100.00%
78
5000
267 355
e e
45 L 1220 1240 1260 1280
A breb e rreepereeprrrprereprersperreper g bes e | | W/ % 267.00  35.28%
Infz-> 40 60 80 100120 140 160 180 200 220 240 260 2680 300 320 340 360 380 400 420
Abundance #313068: Cyclopentasiloxane, decamethyl-
7B
. 355
5000 267 T T T T LELRE S o
1220 1240 1260 12.80
m/z 355.10 34.92%
, 207 249 323
> 40 60 80 100150 140 150 150 200 220 540 760 750 300 30 340 30 0 400430 |
Abundance B #313065: Cyclopentasiloxane, decamethyl-
7
1220 1240 1260 12.80
5000 267 m/z 356.10 11.86%
355
45
I 193 223 249 323
|llllllll l TTIY IlIl Illl llll IIHI]!ITI] 7T [ TIT[FITT TVY T TV]?V T TIY I!l‘ll lll ]'
miz—> 40 60 80 1001201401601802002202402&2503603503503&350400420
Abundance #369235: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13e... — T
B 1220 1240 1260 12580
m/z 268.00 11.65%
5000 207
133 281 355
ll 327 429
Illllllll lll lll ITI‘IF]III llll TITT[VIT lIl l l)II!l‘l‘l’]"lTllIl ll‘ l'l']‘(ll, llll llll!l]!! T LB SR RS L EREEIR) T T LERERL L]
mfz—> 60 80 100 120 140 160 180 200 220 240 260 260 300 320 340 360 380 400 420 1220 1240 12,60 12.80
00248.D SCAN508.M Fri Jan 25 10:26:10 2002 Page 11
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File :

" Acqg On
Sample
Misc

C:\MSDCHEM\1\5973N\02JAN24\00248.D

24 Jan 2002 5:27 pm
508scan
January 24, 2002

MS Integratlon Params: LSCINT.P

Quant Method

Title
Library

508 scan method
: C:\DATABASE\WILEY7N.L

vial:
Operator:
Inst : Ingtrumen
Multiplr: 1.00

4

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

khkhkhhkhkhhhhkhhdhhkhhhhhdhdhhhhkhhhkhhhhhhkhhhhhkhhkhkdhdddhdhdddkdhdkhdhdhkkhkkk

Peak Number 10 4-HYDROXY-BICYCLO[2.2.2]0CT...

Relative to ISTD

Concentration Rank 12

o o v e e e e v e - e e b o A e v = o it e e e e b o b e o e e e o e et e e e e e G e et e T o o

R.T. EstConc Area
16.55 0.04 ug/L 33277
Hit# of 5 Tentative ID

e e e e A - e v . o e e e v e e e e e e et b e e e e e e e e e G e e A e v e ot s e n hm e W e e A e e

1 4-HYDROXY-BICYCLO[2.2.2]OCTANONE. .

Acenaphthene-dl0

MW MolForm

140 C8H1202

066348-59-2 9

(%
s

2 Uracil, 5-ethyl- 140 C6H8N202 004212-49-1 7
3 Methylphloroglucinol 140 C7HS803 000000-00-0 5
4 Benzenethiol, 4-methoxy- $$ para... 140 C7H80S 000696-63-9 4
[Abundance Scarn 1154 (16.549 min): 00248.D (-) m/z 140.20 100.00%
1
5000
122 172 T T T TV
56 7 89 [ 1620 1640 1660 1680
SN N SN M e e b | | M/ 2 122,10 30.76%
miz-> 30 40 50 60 70 80 90 100110120130 40 150 160 170
Abundance #35653: 4-HYDROXY-BICYCLO[2.2.2JOCTANONE $3 Bicyclo[2.2.2]...
&5 83 1
70
97 112 - T T llll T Iy
5000 1620 1640 1660 1680
l l m/z 138.10 28.47%
llll(ll]ll!ll‘lf!"l,ll l! I(l T lll|_|_r'[I1X25[' llTrl"ll TT llll]l
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35154: Uraclil, 5-ethyl-
140
125 ‘T‘XI‘lll Il!lll
1620 1640 1860 16.80
55
l_l_r'[l4=4lll!llixllll!’llll‘ll'Y 1197‘llll11l?ll |IIT TITTT lI'_‘l"ll TITI TV Ty lll(]l
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35391: Methylphloroglucinol B R o
1620 1640 1660 1680
m/z 43.10 23.27%
5000
111 123
o s ||
TTY llllllllIlll!l[lllll‘l‘[TlIl!lllIl i’!llllhl'llllll rlilllllll‘(l'ITr'lill,l
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 16.20 1640 1660 16.80

00248.D SCAN508.M

NYC-WTC_000050573

Fri Jan 25 10:26:11 2002
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Library Search Compound Report

. Data File : C:\MSDCHEM\1\5973N\02JAN24\00248.D vial: 4
Acg On : 24 Jan 2002 5:27 pm Operator:
Sample 508scan Inst Instrumen
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

I R E R R E R R R R R R R A R X X A E R E XX IR E XX EEI R T LI TR LRI ISR E R SRR E R X2 XX X2 X'
Peak Number 11 4-METHOXY-.BETA.-METHYLCINN.. Concentration Rank 5

Quant Method

R.T. EstConc Area Relative to ISTD R.T.
22.28 0.16 ug/L 121442 Phenanthrene-d10 22.65
Hit# of &5 Tentative ID MW MolForm CAS#H# Qual

1 4-METHOXY-.BETA.-METHYLCINNAMIC 192 C11H1203 019169-94-9 72
2 N-perdeuteriobenzylideneaniline 192 C13D1l1N 000538-51-2 52
3 N- (2-methylprop-2-enyl)-2-nitrob... 192 C10H12N202 000000-00-0 49
4 1H-2-Indenone,2,4,5,6,7,7a-hexah... 192 Cl3H200 000000-00-0 42

Abundance Scan 1656 (22.280 min): 00248.D (-) i m/z 192.10 100.00%
1
]\ A
2 70 82 gf 18 1’1‘6 160 I 2200 2220 2240 2260
'7111 TY l‘ l] TFy 11 l} ll l!'l '] TTTTFTY I { LR R R] 1 l ‘l llll“[llli T7 T]I l{ ;ll‘ll m/z 96 lo 16 39%‘
iz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
undance #102588: 4 METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenot... o
1
108 -
5000 T T TT T T rooy
| 22000 2220 2240 2260
146 175 m/z 181.10 14.82%
lilllll li ll TrT Il l[ TTT T T ]’I l’lll]lI TV Y71 ‘II'TI TTIT II T IH I l}lll ll‘l
miz-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #88409: N-perdeuteriobenzylideneaniiine
ltlfrr T T T
2200 2220 2240 2260
5000 82 m/z 146.10 14.46%
54 110
%0 o 160
llll]‘lllllllllllllll ll TT TIiT Illllllll'lll!]lllll!!l!lllll ll!' ll LA R R} 1!!]!1
fz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #102494: N-(2-methylprop-2-enyl)-2-nitrobenzenamine T BRI
192 2200 2220 2240 2260
151 m/z 193.10 12.63%
5000
I 119
iz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 2200 2220 2240 2260

00248.D SCAN508.M

Fri Jan 25 10:26:11 2002

NYC-WTC_000050574
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN24\00248.D
" Acq On : 24 Jan 2002 5:27 pm

Sample : 508scan

Misc : January 24, 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)

% d K do g g o d e do Kk Kk de ke K o de Kk ke K dode de kK ke de Kk kK ek k ok ok ke k Kk kd ok ok k ok ok ok kokkddd ok kdedekkdkkkkkkkkkk

Peak Number 12 DECADEUTEROPHENANTHRENE $$ ...

Relative to ISTD

Concentration Rank 2

- e e T - - o o o e T e b o v = b e e e e s e em b e M s e e e e e e G e e b b s be G b e b S me e b b b S e o o e e Gy o —

R.T. EstConc Area
22.77 0.35 ug/L 270267
Hit# of 5 Tentative ID

Phenanthrene-dl10

MW MolForm -

1 DECADEUTEROPHENANTHRENE $§$ Phena..

. 188 C14D10

001517-22-2 90

2 Anthracene-di0- 188 C14D10 001719-06-8 87
3 Anthracene-D10 188 C14D10 000000-00-0 83
4 Phenanthrene-d10 188 C14D10 001517-22-2 78
undance Scan 1699 (22.771 min): 00248.D () s m/z 188.15 100.00%
1
5000
g0 X 160 240 2260 2280 23.00 23.20
. SO SN | 12 148 el | Tm/z 94.10  16.37%
niz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
lAbundance #84500; DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 i
1
m ) lllll T 11 ¢ T ¥
2240 22060 2280 23.00 2320
80 m/z 184.10 13.96%
66 ﬂ 1% Ll
llilll}llllllll Ilmllll TIvT LR TT1T1 T7T l'rl T T l_l’_r l T7T
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
ndance #84502: Anthracene-d10-
188
2240 2260 2280 23.00 23.20
5000 m/z 189.10 12.42%
80 o4 160
TTIT ll l]lf]l(ll!lllll}ill TITV T T TIrTI7T T T Il’! T 1!118l—9_!_!"11|lll
niz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84498: Anthracene-D10 R BRI S ISR
188 240 2260 2280 23.00 23.20
m/z 92.05 10.29%
5000
80 o4
66 ' l 160 |
] | 1 .1”
I LIRS l Illlllll Il'lllﬁrllill T X_IY"SIDII I'l T I lKllll(IllIll'lOl’]—r‘l—l ]'l' lilll llll]lllll'llll
mz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 2240 2260 22.80 23.00 23.20

00248.D SCAN508.M

NYC-WTC_000050575

Fri Jan 25 10:26:11 2002
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Tentatively Identitied Compound (LSC) summary

)perator ID: Date Acquired: 24 Jan 2002 5:27 pm

fata File: C:\MSDCHEM\1\5973N\02JAN24\00248.D

[ame: 508scan

Ilisc: January 24, 2002

lethod: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
'itle: 508 scan method

sdbrary Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
9.72 9975000 20.0
9.72 9975000 20.0
9.72 9975000 20.0
9.72 9975000 20.0
9.72 9975000 20.0
9975000 . 20.0
9.72 9975000 20.0
9.72 99575000 20.0
13.19 141277006 20.0
18.34 14825500 20.0
22.65 15450300 20.0
22.65 15450300 20.0

ug/L 144960
93791
ug/L 2115810
ug/L 47808
ug/L 33277
ug/L 121442
ug/L 270267
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