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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 02/04/2002 Time: 13:41:18

Sample: AE0Q0839

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

Started: 1/25/02 17:18 Ended: 1/25/02 17:18 Analyst: DLV
Result source: manual entry

Page: 1

Other unknown compounds .
Surr_2,4-DDD 80 5.0
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.Comments for Sample AE00839 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 02-04-2002 Time: 13:41:52

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

The recoveries for 7 of the 43 compounds in the LCS Standard were above their
acceptance ranges.

NYC-WTC_000052089



NYC 9/11 Public Portal Document

Quantitation Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN31\00839.D Vial:
Acg On : 31 Jan 2002 4:21 pm Operator:
Sample : 508 scan Inst
Misc : January 31, 2002 Multiplr:
MS Integration Params: SPLIT.P
Quant Time: Feb 01 08:46:08 2002 Quant Results File:
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
DataAcqg Meth : SCANS508

3

Instrumen
1.00

SCANS508.RES

Internal Standards R.T. QIon Response Conc Units Dev{(Min)
1) 1,4-Dichlorobenzene-d4 9.71 152 1914156 20.00 ug/L 0.00
10) Naphthalene-ds 13.19 136 8150393 20.00 ug/L -0.02
17) Acenaphthene-dl0 18.34 164 4147464 20.00 ug/L -0.01
29) Phenanthrene-dlo0 22.65 188 6603339 20.00 ug/L -0.02
38) Chrysene-dil2 30.50 240 5555114 20.00 ug/L -0.01
44) Perylene-di2 34.42 264 4098569 20.00 ug/L 0.00

System Monitoring Compounds
37) 2,4-DDD 27.73 235 419065 4,01
Spiked Amount 5.000 Recovery =

Target Compounds

20) Dimethylphthalate 18.34 163 669670 2.44
21) 2,6-Dinitrotoluene 18.34 165 527988 5.88
42) Bis(2-ethylhexyl)phthalate 31.09 149 11803 0.59
(#) = qualifier out of range (m) = manual integration
00839.D SCAN508.M Fri Feb 01 08:46:10 2002
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Document

Quantitation Report (Not Reviewed)

Data File : C:\MSDCHEM\1\5973N\02JAN31\00839.D Vial: 3

Acg On : 31 Jan 2002 4:21 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 31, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Feb 1 8:46 2002 Quant Results File: SCAN508.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

Mbundance TIC: 00839.D

Time--> 400 600 8.00 1000 12.00 14.00 16.00 18.00 20.00 22.00 24.00 26.00 28.00 30.00 32.00 3400 36.00 _38.00

9500000

9000000

8500000

Phenanthrene-d10,!

-d8,i

8000000

4

bihal
NGpRtAene:

7500000

7000000

Chrysene-d12,|

6500000

1,4-Dichlorobenzene-d4,}

6000000

5500000

Perylene-d12,t

5000000

4500000

4000000

3500000

3000000

2500000

2000000

24-DDD,S

1500000

1000000

Bis{2-ethylhexyl)phthalate

500000

A 1
D s T L o B o o T SMUREMESL | SR,

0
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LSC Area Percent Report

Data File C:\MSDCHEM\1\5973N\02JAN31\00839.D Vial: 3

Acg On 31 Jan 2002 4:21 pm Operator:

Sample 508 scan Inst Instrumen
Misc : January 31, 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
peak R.T.
# min
1 3.613
2 5.063
3 5.920
4 6.000
5 9.710
6 11.502
7 11.776
8 12.541
S 12.735
10 13.192
11 13.409
12 15.190
13 18.341
14 18.433
15 22.280
16 22.645
17 22.771
18 27.726
19 30.500
20 34.41s6

TIC
first max
scan scan
17 21
145 148
221 223
229 230
551 555
709 712
731 736
801 803
817 820
855 860
873 879
1031 1035
1305 1311
1315 1319
1651 1656
1681 1688
1695 1699
2129 2133
2369 2376
2713 2719

00839.D SCAN508.M

NYC-WTC_000052092

last
scan
25
161
229
247
561

719
747
811
825
865

885
1043
1315
1329
1661

1693
1717
2137
2381
2755

Sum

PK

TY
rBV
rvB
rBV
rVB
rBV

rVB
rVBeé6
rvv3i
rvv2
rBV

rvv2
rvv
rBV
rVB
rBv2

rBv2
rvVB
rBV
rBV
rBV

97372
333766
5721171

32229
8754
19853
29347
7809398

163180
37336
8105610
31846
77102

7421403

106875
1084074
6357053
45095074

of corrected

47344
152195
221711
904192

11005752

61465
51363
69093
56517
15824276

323201
68565
16724110
1059893
142151

17609420
367718
2053937
16090155
13854242

areas:

Fri Feb 01 09:19:13 2002

100.00%
2.09%
11.66%
91.37%
78.68%

95737300
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File
Operator
Acquired
Instrument
Sample Name
Misc Info

LSC Report - Integrated Chromatogram

: C:\MSDCHEM\1\5973N\02JAN31\00839.D

31 Jan 2002 4:21 pm using AcgMethod SCANS508
: Instrumen
: 508 scan

January 31, 2002

Vial Number: 3

Quant File

:SCAN508.RES (RTE Integrator)

IAbundance TIC: 00839.D
8000000 1319
6000000 9.71 N
r”( X
4000000 )/ W
S K
\ i Jd
x!“ W
2000000 % "k i v
S i \ U N v‘
; & WIS _
/ f/\\
ol38!1 506 5‘.35@9 L 115078 12844 134 15.19
T T I T T T "I T ¥ T T I T T T T I T T T T [ T T T T I T T T T T T T T I T T T T I T T T T I T T T T I T T T T T T
Time-> 4.00 5.00 6.00 7.00 8.00 9.00 1000 1100 1200 1300 1400 1500
A%%ré%ad'goe TIC: 00839.D
1834 2265
6000000
4000000
2000000
J A/ 27.
0 1l¢.43 222877
. & T T e e it . T o e I
Time-> 1600 17.00 1800 1300 2000 2100 2200 2300 2400 2500 2600 27.00
IAbundance TIC: 00839.D
30.50
6000000
34.42
4000000
2000000
. O A——
Time--> 28.00 29.00 3000 3100 3200 3300 3400 3500 3600 3700 3800 39

00839.D SCANS508.M Fri Feb 01 09:19:13 2002 Page 2
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Data File

Acg On
Sample
Misc

Library Search Compound Report

20

4:21 pm

02

MS Integration Params: LSCINT.P

Quant Method

Title
Library

Peak Number

C:\MSDCHEM\1\5973N\02JAN31\00839.D
31 Jan 2002
508 scan

: January 31,

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

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

hhkhkhkhhkhkhhkhhkhkhkhkhhkhkhhkhkhkhkhkhhhkhkhkkhhhkhkkhhhkhkhkhkhkhkkkhhkhkhhkhhkkhkhhhhkhkkhhhhkkhkhkdkhk

Butanoic acid, methyl ester...

Concentration Rank 10

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

3.61 0.09 ug/L 47344 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H 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 78
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78

lAbundance Scan 21 (3.613 min): 00839.D (-) m/z 43.10 100.00%
43 74
5000
| l 49 ’ 3.50 3.60 3.70 3.80 3.90 4.00
%) SN 111 PRSI SN N NSNS U AN S — m/z 74.10 92.78%
m/z—~> 10 20 30 40 50 60 70 80 90 100 110
lAbundance #9228: Butanoic acid, methyl ester (CAS) $§ Methyl butyrat...
43 7
5000
59 87 3.50 3.60 3.70 3.80 3.90 4.00
m/z 71.10 70.00%
Ll | ’ 102
S L L S S N LN N SR G
m/z--> 10 20 30 40 50 60 70 80 90 100 110
IAbundance #9219: Butanoic acid, methyl ester
43
74 3.50 3.60 3.70 3.80 3.90 4.00
5000 27 m/z 41.10 37.10%
15
59 87
33 38 || 102
e A L N L AL LN SN ELLEL N RURAE R WU
miz—> 10 20 40 50 60 70 80 90 110
Abundance #9216: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
48 3.50 3.60 3.70 3.80 3.90 4.00
74 m/z 59.10 29.56%
5000 o7
59 )
87
133 102
Ob e e e e T
miz-> 10 20 40 60 70 80 90 100 110 3.50 3.60 3.70 3.80 3.90 4.00
20839.D SCAN508.M Fri Feb 01 09:19:13 2002 Page 3
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN31\00839.D Vial: 3

Acg On : 31 Jan 2002 4:21 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 31, 2002 Multiplr: 1.00

MS Integratlon Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\SCANS508.M (RTE Integrator)

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L

AhkAkAF AR AAAA A Ak AkA I kA AA A Ak kA khkhkhbhkhdhkhkhkhkhbkhbkhkhkhkhkhkhkhkddhkhkktdhhkhhhhkhkhkhhkhdkdkik
Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

5.06 0.28 ug/L 152195 1,4-Dichlorobenzene-d4 9.71
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Penten-2-one, 4-methyl- (CAS) ... 98 C6H100 000141-79-7 90
3 2(3H)-Furanone, 5-methyl- (CAS) ... 98 C5H602 000591-12-8 90
4 3-Penten-2-one, 4-methyl- (CAS) ... 98 C6H100 000141-79-7 87

Abundance Scan 148 (5.063 min): 00839.D () m/z 83.10 100.00%
55 83
5000 o8
43
¥ ' 4'861\500 520 540 B
51 79 o
O "|l"|["l'||l"|'l:llll!ll :lilllf!‘ll ’ T lllll TTT l' fl II"|71 rl"‘l‘['f"IT""I"'I"’TY‘IT‘KTI m/z 55 10 84 380
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
iAbundance #7020: 3-Penten-2-one, 4-methyl-
55 83
o8
43
5000 A P ey
480 500 520 540
27 m/z 98.10 50.62%
ok 37 | 511, 67 79 .
miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #7023: 3-Penten-2-one, 4-methyl- (CAS) $$ Mesity! oxide $$...
55 83
43 98 - 480”5r06”5'20 '540 -
5000 m/z 43.10 27.64%
0 S| 67 79 .
IR A RO AR R "'I""I”" AN AR REAAE ARARA AL AR RARA RARAR SARAE DA
miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #6784: 2(3H)-Furanone, 5-methyl- (CAS) $$ 5-METHYL-2-OX0-2...
55 480 500 520 540
m/z 39.10 18.81%
98
37 50 I 69
6 Ty ""l""f""l"';!!'!' !'"I""I""Ii""I'"'I""I""l""l""ll"”I""
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 480 500 520 540
30839.D SCANS08.M Fri Feb 01 09:19:13 2002 Page 4
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Library Search Compound Report

Data File

.

C:\MSDCHEM\1\5973N\02JAN31\00839.D

Acg On : 31 Jan 2002 4:21 pm
Sample : 508 scan

Misc : January 31, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library :

508 scan

method

C:\DATABASE\WILEY7N.L

Vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

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

khkhkhkkhkhkhkhkhkhkhkhkhhkkhkhkhkhkhkhkhkhkhkhkhkhhkhhhhkhkhkhhkhhhkhkhkhkhkhkhhdkhkhkhrbhkrhhdrhkhbhbhkhkddhkhhkkhhk

Peak Number 3

3-Pentanol,

2,4-dimethyl-

Concentration Rank 4

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

5.92 0.40 ug/L 221711 1,4-Dichlorobenzene-d4 9:71
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 36
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 36
3 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 28
4 3- (CYCLOHEX-3'-EN-YL)PROPANOL $S$.. 174 C8H1404 015745-87-6 28

Abundance Scan 7223 (5.920 min): 00839.D (-) /z 73.10 100.00%
3
5000 A‘
43 N :
5.60 580 600 620
87 S
Y Y [ PONOT ) .- m/z 43.10 24.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
lAbundance #17065: 3-Pentanol, 2,4-dimethyl-
73
5000 55
560 580 6.00 6.20
43 m/z 45.10 $.18%
0"I""I"'l'll""]""l"sl'l""l'! 8“3"I“"l' M R GREAN BERRE LAAAS RERAS BNAR RRARY |
m/z--> 10 20 30 40 50 60 70 80 90 100.110 120 130 140 150 160 170 180
Abundance #1 706:; 3-Pentanol, 2,4-dimethyi-
7
560 580 600 620
5000 - m/z 41.10 9.03%
43
27
15
O”P“W””P“w”“VJMHHNLW”“P”H““VHWHHVH'”“'HWH”P”W'
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester Ay A L e
B 5.60 580 600 620
m/z 71.10 6.71%
5000
43
27 ,|| 55 N 113 174
L AR RO AN SRS REAAA NS RSARA RARSA REAKS LARAN LA ARSS LA SAMSE LMY SARMI SASAN LI AR SRS AR AR
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 620

00839.D SCAN508.M

NYC-WTC_000052096

Fri Feb 01 09:19:13 2002
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Library Search Compound Report

Vial:

Operator:
Inst
Multiplr:

Data File C:\MSDCHEM\1\5973N\02JAN31\00839.D

Acg On 31 Jan 2002 4:21 pm

Sample 508 scan

Misc : January 31, 2002

MS Integration Params: LSCINT.P

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

Library C:\DATABASE\WILEY7N.L

3

Instrumen
1.00

I A E R SRR EEE S R RS EEF IR EEEEEEEEEEEE S PR LI EEEEEEREEEEEEE LR EREEEEEREEEREE R L E R XL
Concentration Rank 1

Peak Number 4

2-Pentanone,

4-hydroxy-4-me. ..

R.T EstConc Area Relative to ISTD R.T
6.00 1.64 ug/L 904192 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
2 2-Pentanone, 4-hydroxy-4-methyl-... 116 C6H1202 000123-42-2 83
3 2-Pentanone, 4-hydroxy-4-methyl-... 116 C6H1202 000123-42-2 83
4 2-Pentanone, 4-hydroxy-4-methyl-... 116 C6H1202 000123-42-2 78
lAbundance BScan23()(6.000min): 00839.0 (-) m/z 43.10 100.00%
4
5000 59 \\\\“
101 sléél'ééé'{\éjbé"éﬁb"é%r
83 . X x : 40
Ol ot Sl S m/z  59.10 47.35%
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #16600: 2-Pentanone, 4-hydroxy-4-methyi- ’L
43
85000 BN THLINL B (S B L A L
59 560 580 600 620 640
m/z 58.10 17.94%
15 101
31 ~
0 l Jl 1 t 83 ||
LN LA AL AL LI LA LR UL SR LA AL SRS DR AL DR B AL BLAL A
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #16606: 2-Pet;ﬂanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton...
4
560 580 600 620 640
5000 5 m/z 101.10 16.70%
0 . A gs_ ¢! k
III1‘!III|II|I’TI'IIllllllll" IIIlllll'llllllllll’rl']llllllll'l'f'
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #16593: 2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton... — T R e
48 560 580 600 620 6.40
m/z 41.10 6.25%
5000 59 ]JL
3 101
o L4 Ll .1’ 83 . AA AN
IRA RARBARBESAREEARR AR RERAA A RASN AR A N rrprrrryrTry Ty T T TT TrrrTyT YT T T T T T e TT Ty T
miz--> 10 20 30 40 50 60 70 80 9 100 110 120 130 560 580 6.00 620 640
J0838.D SCANS08.M Fri Feb 01 09:19:14 2002 Page 6
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Data File

Acg On
Sample
Misc

MS Integratlon Params:

Quant Method

Title
Library

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN31\00839.D

31 Jan 2002

4:21 pm

508 scan

January

C:\MSDCHEM\1. .

31, 2002

LSCINT.P

508 scan method
C:\DATABASE\WILEY7N.L

hhkhhkkhkhhdhkhkhkkhhkhhkhkhkkhkhkkhkkhhkhkkhkkkhkhkhkhhhhkkhhhkhhkhkhkkhkhkhhhkhkkhkhhhkhhkhkhhkhhhk*®

Vial: 3

Operator:
Inst :
Multiplr:

Instrumen
1.00

.\SCAN508.M (RTE Integrator)

Peak Number 5 Dodecane (CAS) $$ n-Dodecan. Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T
11.50 0.08 ug/L 61465 Naphthalene-d8 13.19
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Dodecane (CAS) $$ n-Dodecane $$ ... 170 C12H26 000112-40-3 59
2 Decane, 2-methyl- (CAS) $$ 2-Met... 156 C11H24 006975-98-0 59
3 Dodecane (CAS) $$ n-Dodecane $$ ... 170 Cl1l2H26 000112-40-3 56
4 Eicosane, 2-methyl- (CAS) $$ 2-M... 296 C21H44 001560-84-5 53

[Abundance Scan 712 (11.502 min): 00838.D (-) m/z 67.10 100.00%
57
43
5000 7
® Y B W T AW
| , | ‘ 98 11,20 11.40 11.60 11.80
) NN ST /IR | SN N S m/z 43.10 62.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
lAbundance #74389: Dodecane (CAS) $$ n-Dodecane $$ Ba 51-090453 $$ Ad...
43 57
5000 71
11.20 11.40 11.60 11.80
27 85 m/z 71.10 46.32%
0 l | o SB 13128 170
I]Trl!'llll]ll T'T! VITI lllllllllll
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36251 Decane, 2-methyl- (CAS) $$ 2-Methyldecane $$ 2-Met. ..
¢ 57
SN I PN
71 11.20 11.40 11.60 11.80
5000 m/z 41.10 35.26%
27 I
oq”l“”wdnpﬂ:”.” N —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #74405: Dodecane (CAS) $$ n-Dodecane $3$ Ba 51-090453 $$ Ad...
B 57 11.20 11.40 11.60 11.80
m/z 85.10 30.71%
5000 7
85
27
ol | L | e8 1z 127 170
R A B R H L B 2.0 T R S ST —
miz-—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.20 1140 11.60 11.80

20839.D SCANS508.M

NYC-WTC_000052098

Fri Feb 01 09:19:14 2002
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Data File

Acg On
Sample
Misc

MS Integratlon Params:

Quant Method

Title

Library
khkhkhkhkhkhkhkhkhkhthkhkhhhkhhkhkhhhhhhkhkhhkhhkhkhhkhkhkhhkkhkhhhkhkkkkhhkhkhhkhdhhkhhhkhkdhkhdkhkdkkk

Peak Number 6

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN31\00839.D Vial:

31 Jan 2002 4:21 pm Operator:

508 scan Inst

January 31, 2002 Multiplr:
LSCINT.P

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

threo-2-(.alpha.Tetrahydrop. .

3

Instrumen
1.00

Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
11.78 0.06 ug/L 51363 Naphthalene-d8 13.19
Hit# of &5 Tentative ID MW MolForm CAS# Qual
_____________________________________________________________________ o
1 threo-2-(.alpha.Tetrahydropyrann. 139 C8H13NO 075394-85-3 25 Q
2 3-Methyl-2-propenamide 85 C4H7NO 000000-00-0 12 é )
3 5-methyloxazole 83 C4HS5SNO 000000-00-0 9 pﬁw10@
4 Methacrylamide 85 C4H7NO 000079-39-0 9
Abundance Scan 736 (11.776 min): 00839.D (-) m/z 83.00 100.00%
&3
41
5000 o7 95 \ M
,l 1140 1160 11.80 12,00 1220
o) S : N R m/z 85.00  74.29%
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #34798: threo-2-(.alpha. Tetrahydropyrannyl)-propionitrite ...
4 85
67 [\ ﬂ
55
5000 llllll 'lYlTTAIIAlIIIIA,AI
11.40 11.60 11.80 12.00 12.20
' { m/z 41.10 57.21%
: | | l
JAUABARAMARAR RERRS RARES AR RARES RN RS NS RN AR IR IR IR B
miz—-> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #3604: 3-Methyl-2-propenamide
4 8
69
11.40 1160 11.80 12.00 1220
5000 m/z 67.00 52.07%
07[”"[""' lll]ll'll""]f 7'] llllllllllllllll !"" llllll |"'|
miz—> 30 35 40 45 50 55 60 65 7o 75 80 8 90 95 100
Abundance #3001: 5-methyloxazole T e e
8 11.40 11.60 11.80 1200 1220
m/z 69.10 51.57%
5000 41 68
, | l
0'1""|"*'!'*'! ”“lI‘“HL"‘I""I""I'"'l""l’ ARRRSA RARAN RSN RALS
m/z—> 30 35 40 45 50 55 60 65 70 75 80 85 %0 95 100 11.40 1160 11.80 12.00 1220

00839.D SCANS508.M

NYC-WTC_000052099

Fri Feb 01 09:19:14 2002

Page 8



NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN31\00839.D
Acqg On 31 Jan 2002 4:21 pm

Sample 508 scan

Misc : January 31, 2002

MS Integration Params: LSCINT.P

Quant Method

C:\MSDCHEM\1.

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

Title 508 scan method
Library C:\DATABASE\WILEY7N.L
hkhkkhkhkhkkhkhkhkhkhkhkhkhdkrdhAhhkhhkhkkhkhkkhkhkhhhkhkhhkhkhkhkhhkhhhkhbhbhkhhkhkhkhkhkhkhkhkhkdhkhkhkhbhhkhkhkhkhhkhhhk
Peak Number 7 Cyclopentasiloxane, decamet... Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T.
12.54 0.09 ug/L 69093 Naphthalene-ds8 13.19
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentasiloxane, decamethyl- 370 C1l0H3005Si5 000541-02-6 83
2 Cyclopentasiloxane, decamethyl- 370 C1OH30058i5 000541-02-6 56
3 Cyclopentasiloxane, decamethyl- ... 370 Cl10H3005S8i5 000541-02-6 53
4 Benzeneacetic acid, .alpha.,4-bi... 326 C15H2604S5i2 055334-40-2 37
lAbundance Scan 803 (12.541 min): 00839.D (-) m/z 73.10 100.00%
73
267 355
5000 57
} 251 1220 12.40 1260 1280
A T N G IS N R o £ Y- T R YT
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #313065: Cyclopentasiloxane, decamethyi-
7B
5000 267 T LIRLISN IS 0 Bt S B Bt e 5 B S o e e |
1220 1240 1260 12.80
5 335 m/z 355.10 53.29%
o L 193 223 2f1 323339 L
m/z--> 48 6[0 8b 100 120 140 160 180 200 220 240 260 280 300 320 3‘;0 360
Abundance #313068: Cyclopentasiloxane, decamethyl-
73
356 1220 1240 1260 1280
5000 267 m/z 57.10 37.769%
191207 251 323339 |
s L A AR B SR A LA LA LR LAY LARRY LAY LRSS EARAN SALAN RN
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #313067: Cyclopentasiloxane, decamethyl- $$ Decamethylcycl...
355 12.20 12.40 1260 12.80
7 067 m/z 41.10 22.76%
5000
ol. 193 223 251 323339
T "‘l'lll TrIrr LALILERS Trorr TrTrTr ’lll Tree rrrt1 llll LA | LAY TTTT TTrTT TT ¥
miz--> 40 GIO 80 1(I)0 1&0 14;0 160 180 200 220 2)10 260 280 360 32IO 350 36’50 12.20 1240 1260 1280

00839.D SCANS08.M

NYC-WTC_000052100

Fri Feb 01 09:19:14 2002
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NYC 9/11 Public Portal Document

Data File C:\MSDCHEM\1\5973N\02JAN31\00839.D
Acg On 31 Jan 2002 4:21 pm

Sample 508 scan

Misc : January 31, 2002

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1...\SCAN508.M

Title 508 scan method

Library C:\DATABASE\WILEY7N.L

Library Search Compound Report

(RTE Integrator)

Vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

khkhkhkhkhkkhkkhkhkhhkhkhkkhhhhkhkhkhkhkhkhkhkhhhkhkhkhkhkhhhkhhhhhhhhhhhhhkhkhkhhkhkhkhkkhhhkhkhkkkhkk

Peak Number 8 Decane, 2,4,6-trimethyl- Concentration Rank 12
R.T EstConc Area Relative to ISTD R.T.
12.74 0.07 ug/L 56517 Naphthalene-ds8 13.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 64
2 Nonadecane $$ n-Nonadecane 268 C19H40 000629-92-5 64
3 Nonadecane 268 C19HA40 000629-92-5 64
4 Dotriacontane 451 C32He66 000544-85-4 64
[Abundance , Scan 820 (12.735 min): 00839.D (-) m/z 57.10 100.00%
43 5 ~
71
5000 85
| | 99 1T7 12.40 1260 12.80 13.00
ol ,] N —— m/z 43.10  95.859%
miz—> 40 60 100 120 140 160 180 200 220 240 260
Abundance #93444: Decane, 2,4,6-trimethyl-
43
57
5000 71 Vﬁf} R R UM I
85 12.40 1260 12.80 13.00
m/z 71.10 69.83%
o Lo ] %4 ¥
MR T AL LA DL DAL DML B L LB EL L B LA AL IR B AL N L
miz—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #211486: Nonadecane $$ n-Nonadecane
s
12.40 1260 12.80 13.00
5000 m/z 85.10 52.31%
99
LS IR SR ILALILS SR SN S DAL SURSN DA DN SR B
miz--> 40 60 80 100 120 140 160 1:'30 200 220 240 260
lAbundance #211482: Nonadecane
43 57 12.40 1260 12.80 13.00
m/z 41.05 36.47%
71
5000 85
99
o Lo Y 4se 196 210 225 268
TT LN B B LI S I ) vt Tr oy T T T TV rr TUrTT T T l"llllll
miz--> 40 6'0 85 160 150 140 1£l50 180 260 22'0 2:50 260 1240 12.60 12.80 13.00

20839.D SCANS08.M

NYC-WTC_000052101

Fri Feb 01 09:19:14 2002
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN31\00839.D
Acg On 31 Jan 2002 4:21 pm

Sample 508 scan

Misc : January 31, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

C:\MSDCHEM\1. .
508 scan method
C:\DATABASE\WILEY7N.L

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

khkhkhkkhkhkhkhkhkkhkhkhkhkhkhkhkhkhkhkhkhkdhkhkhkhhdhhkhkhbhhdhkhhhkhkhhhbhkhkkhkhhhhhrdhbkhkhkhdhdddhhkhdhkddd

Peak Number

9 Dodecane (CAS) $$ n-Dodecan...

Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
13.41 0.41 ug/L 323201 Naphthalene-ds 13.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane (CAS) $$ n-Dodecane $$ ... 170 Cl1l2H26 000112-40-3 90
2 Dodecane (CAS) $$ n-Dodecane $$ ... 170 C12H26 000112-40-3 87
3 Dodecane (CAS) $$ n-Dodecane $$ ... 170 C12H26 000112-40-3 87
4 Dodecane (CAS) $$ n-Dodecane $$ . 170 Cl1l2H26 000112-40-3 87

IAbundance Scan 879 (13.409 min): 00839.D (-) m/z 57.10 100.00%
s7
43
5000 71
85
o8 13.00 1320 13.40 13,60 13.80

ol ,””m”.wﬁh””%”,mhwuﬂm”.ﬂfuf?fuwg.wu”“”ﬁgu, m/z 43.10  70.215%

miz—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

13.00 13.20 13.40 13.60 13.80

Abundance #744065: Dodecane (CAS) $$ n-Dodecane $$ Ba 51-090453 $$ Ad...
I T4
5000 7
85
27
ok . | | 42? 12 127 170
R i B L B L B S R R s e !
m/z--> 20 30 40 80 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #74393: Dodecane (CAS) $$ n-Dodecane $$ Ba 51-090453 $$ Ad...
43 5
5000 71
8!
27 >
99 113 127 170
Ol rrerdrprrer e e e e e e e P e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #74404: Dodecane (CAS) $$ n-Dodecane $$ Ba 51-090453 $3$ Ad...
43 57
71
5000
85
98 113 127 141 170
Ot e e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Tm/z 71.10 50.21%
- WEVAUNE
13.00 1320 1340 1360 13.80
m/z 85.10 33.35%
|:1|/\ At f'\f\lll\ Z
13.00 1320 1340 1360 1380
m/z 41.10 29.30%

13.00 1320 13.40 1360 13.80

00839.D SCANS508.M

NYC-WTC_000052102

Fri Feb 01 09:19:14 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN31\00839.D
Acg On 31 Jan 2002 4:21 pm

Sample 508 scan

Misc : January 31, 2002

MS Integration Params: LSCINT.P

Quant Method

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

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

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
khkhkhkhkhkkhkkhkkhkkhkkhkhkhkhhkhkhkkhkhkkhkhkhkhkkhkhkhkhkhkdhkhkhkhhddhhrbkhkhkhkhkhkhkhkhkhkhkhkhbhkhkhkhkkhhk
Peak Number 10 Hexadecane Concentration Rank 9
R.T EstConc Area Relative to ISTD R.T.
15.19 0.09 ug/L 68565 Naphthalene-ds 13.19
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Hexadecane 226 C1l6H34 000544-76-3 83
2 Tetradecane (CAS) $$ n-Tetradeca... 198 C14H30 000629-59-4 83
3 Tetradecane (CAS) $$ n-Tetradeca... 198 C14H30 000629-59-4 83
4 Tridecane (CAS) $$ n-Tridecane $... 184 C13H28 000629-50-5 83
Abundance Scan 1035 (15.190 min): 00839.D () m/z 57.10 100.00%
5
43
71
5000
85
99 14.80 1500 1520 1540 15.60
o! el e m/z 43.10 66.09%
m/z—-> 20 40 80 100 120 140 160 180 200 220
Abundance #154905: Hexadecane
57
43
5000 7
14.80 1500 1520 1540 15.60
85 m/z 71.10 57.74%
| 99 113 127 26
R LS S W WA SR BU LA SRR SRR ASAS AR
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #113302: Tetradecane (CAS) $$ n-Tetradecane $$ Isotetradecane
43
57 /\""'I""l""l""l"
1480 15.00 1520 1540 1560
5000 71 m/z 85.10 32.06%
85
27
ol . 99 113 127 198
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #113303: Tetradecane (CAS) $$ n-Tetradecane $$ Isotetradecane \#T e B B o S
s X 1480 1500 1520 1540 1560
m/z 41.10 30.78%
71
5000
85
o P13 127 141 45 198
Illlll||ll|"'l TrTrrrrreoryr i r rrrrr 15y [ rrrr L Trrrfprir
miz--> 20 40 60 80 160 12|0 11;0 16|0 18130 260 22|0 14.80 15.00 1520 1540 15.60

20839.D SCANS08.M

NYC-WTC_000052103

Fri Feb 01 09:19:15 2002
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN31\00839.D
Acqg On 31 Jan 2002 4:21 pm

Sample : 508 scan

Misc January 31, 2002

MS Integration Params: LSCINT.P

Quant Method
Title : 5
Library

08 scan method

C:\DATABASE\WILEY7N.L

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

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

*

R e R R R R R E R R R R R R R R R R R R R R R R R E R R X AR E R R R EE R R R E SRR R RS AR E R AR X
Concentration Rank 7

Peak Number 11

Tetradecane (CAS) $$ n-Tetr. ..

R.T EstConc Area Relative to ISTD R.T.
18.43 0.13 ug/L 109893 Acenaphthene-d10 18.34
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane (CAS) $$ n-Tetradeca... 198 C14H30 000629-59-4 83
2 Heptadecane 240 C17H36 000629-78-7 83
3 pentadecane 212 C15H32 000629-62-9 83
4 Heptadecane (CAS) $$ n-Heptadeca... 240 C17H36 000629-78-7 83

[Abundance , Scan 1319 (18.433 min): 00839.D (-) m/z 57.10 100.00%
g
43 71
5000 85
‘ | t o9 18.00 18.20 18.40 18.60 18.80
0—||,..|Tvlw'1|1rv||!r111vllll|v|-’Ivll|rvvr|v||-|lrll|-rrlrﬁr m/z 43.10 62.61%
miz-> 20 40 60 80 100 120 140 160 180 200 220 _ 240
Abundance #113303: Tetradecane (CAS) $$ n-Tetradecane $$ Isotetradecane
s Y
71
5000
85 1800 18.20 18.40 18.60 18.80
m/z 71.10 62.42%
| 99 113 127 141 154 198
0rr|1|Iln|!»[l||r||;lvr']||i':|x'lrv]-v|l||||||||||'||||||»|xv
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #174552: Heptadecane
43 i A .A
71 1800 1820 18.40 1860 1880
5000 m/z 85.20 43.91%
85
o _ 99 113 127 141 240
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 [\
Abundance #134046: pentadecane B R e
448 57 1800 18.20 18.40 1860 18.80
m/z 41.10 31.65%
5000 "
85
27
I A O A - -2 212
I T L L U W L L L AL UL L L W L BN LI
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 18.00 18.20 1840 18.60 18.80

00839.D SCAN508.M

NYC-WTC_000052104

Fri Feb 01 09:19:15 2002
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Library Search Compound Report
Data File : C:\MSDCHEM\1\5973N\02JAN31\00839.D
Acq On 31 Jan 2002 4:21 pm
Sample 508 scan
Misc : January 31, 2002
MS Integratlon Params: LSCINT.P

Qu
Ti

Library

ant Method
tle

C:\MSDCHEM\1.
508 scan method
C:\DATABASE\WILEY7N.L

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator) .

hkhhkhkhkhkhhkhkhkhkhhkhhkhkhhkhkhkhkhkhkkhkhhhkkhkkkhkhkhkkkkkhhkhkhkhkhkkhkhhkkhkhhkhkhhhkkhkkhdhhkhkhkhkdkhhkxk

P

Relative to ISTD

Concentration Rank 6

eak Number 12 4-METHOXY-.BETA.-METHYLCINN...
R.T EstConc Area

22.28 0.16 ug/L 142151

Hit# of 5 Tentative ID

Phenanthrene-d10

MolForm

1 4-METHOXY-.BETA.-METHYLCINNAMIC

2 Phenanthrene,

9-methyl- $¢ 9-Met. ..

3 N-perdeuteriobenzylideneaniline

4 1-amino-2-methyl-4-isopropyl-thi...

C11H1203
C15H12
C13D11N
C5H13N4PS

019169-94-9 64
000883-20-5 59
000538-51-2 53
107264-54-0 50

Abundance Scan 1656 (22.280 min): 00839.D (-) m/z 192.10 100.00%
5000
e O B L (S
2%0&%2%0%%
o} m/z 96.10 19.025%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102588: 4-METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenoi...
192
108 /A
5000 T T e
2200 2220 22.40 22,60
146 175 m/z 191.10 15.99%
O e T e e '.h,....,,'rr ana
mfz-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene )
192 /ﬂ
.  EREE T
2200 2220 2240 2260
5000 m/z 146.10 14.49%
88 | 139 152 10 176
: O e e e e e et e et e
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #88409: N-perdeuteriobenzylideneaniline A A ¢
192 2200 2220 22.40 2260
m/z 193.10 14.25%
5000 62
54 110
30 | 94 160
L L s o o e L L RARARRAR S B nas e e e et IR B e e o
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 2200 2220 2240 2260
20839.D SCANS508.M Fri Feb 01 09:19:15 2002 Page 14
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN31\00839.D Vial: 3

Acqg On : 31 Jan 2002 4:21 pm Operator:

Sample 508 scan Inst : Instrumen
Misc January 31, 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

R R R R R 2 R T R A E T
Peak Number 13 DECADEUTEROPHENANTHRENE $$ Concentration Rank 2

Quant Method

R.T EstConc Area Relative to ISTD R.T.
22.77 0.42 ug/L 367718 Phenanthrene-d10 22.65
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 Cl14Di0 001517-22-2 91
2 Anthracene-D10 188 C14D10 000000-00-0 86
3 Anthracene-dl0- 188 C14D10 001719-06-8 80
4 Phenanthrene-dlo0 188 C14D10 001517-22-2 78

Abundance Scan 1699 (22.771 min): 00839.D (-) m/z 188.20 100.00%
188
5000
80 oy 160 22 40' 2260 2'2 8'0ﬁ;3r010' '2l3l2'0
e e || e 0l | ez sa o 1544
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 4
188
5000 T
2240 2260 2280 2300 23.20
80 m/z 189.20 18.76¢%
c"’l""l""l"sss'l""!' TT !"""I" rryryTTTTYTY ""I"1'?I8"" ,IIII“"
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #84498: Anthracene-D10
188
2‘2l4'0' 22I60 2280 2300 '2320
5000 m/z 80.10 18.07%
80
66 I 160 |
e'”P“W”“V”W””U”WL”P”W”“P”W””P”W“”V”W””PAl””
nfz--> 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10- L SR
148 2240 2260 2280 23.00 2320
m/z 160.10 9.41%
5000
80 94 160
P S N N ,,...,Trr.l....,......e!!,,.”..le‘?!s“ . - e
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 23.00 23.20

J0839.D SCAN508.M Fri Feb 01 09:19:15 2002

NYC-WTC_000052106
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Tentatively Identified Compound (LSC) summary

Operatcr ID: Date Acquired: 31 Jan 2002 4:21 pm

Data File: C:\MSDCHEM\ 1\5973N\02JAN31\00839.D

Name: 508 scan

Misc: January 31, 2002

Method: C:\MSDCHEM\1\METHODS\METHODS\SCANS508.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
Bukanoic acid, m¢. 3.61 0.1 ug/L 47344 1 9.71 11005800 20.0
3-PrRnten-2-one, /4. 5.06 0.3 ug/L 152195 1 9.71 11005800 20.0
3-PeRtanol, 5.92 0.4 ug/L 221711 1 9.71 11005800 20.0
2 -Penkanone, 6.00 1.6 ug/L 204192 1 9.71 11005800 - 20.0
Dodecane (CA 11.50 0.1 ug/L 61465 2 13.19 15824300 20.0
threo-2 11.78 0.1 ug/L 51363 2 13.19 15824300  20.0
Cyclopen 12.54 0.1 ug/L 69093 2 13.19 15824300 20.0
Decane, 12.74 0.1 ug/L 56517 2 13.19 15824300 20.0
Dodecane /( 13.41 0.4 ug/L 323201 2 13.19 15824300 20.0
Hexadec 15.19 0.1 ug/L 68565 2 13.19 15824300 -20.0
Tetrad .. 18.43 0.1 ug/L 109893 3 18.34 16724100 20.0
4 -METHpXY- .BEYA.-... 22.28 0.2 ug/L 142151 4 22.65 17609400 20.0
DECADRUTEROPHENAN... 22.77 0.4 ug/L 367718 4 22.65 17609400 20.0
00839.D SCAN508.M Fri Feb 01 09:19:15 2002 Page 16
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