NYC 9/11 Public Portal Document

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 02/01/2002 Time: 14:22:46

Sample: AEQ0614

Analysis: $GCMS  GCMS Scan For Unknowns

Units: ug

Started: 2/1/02 14:22 Ended: 2/1/02 14:22 Analyst: DLV
Page: 1

er unknown compounds .
usr 2,4-DDD 20 5.0

NYC-WTC_000051605



NYC 9/11 Public Portal Document

Comments for Sample AE00614 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 02-01-2002 Time: 15:11:56

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 5 of the 43 compounds in the LCS Standard were
outside of their acceptance ranges.
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Quantitation Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN29\00614.D Vial: 3
Acg On : 29 Jan 2002 4:17 pm Operator:
Sample : 508 scan Inst Instrumen
Misc : January 29, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 30 08:25:57 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 : SCANS508
Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.72 152 1727843 20.00 ug/L 0.00
10) Naphthalene-ds8 13.19 136 7379013 20.00 ug/L -0.02
17) Acenaphthene-dlo0 18.34 164 3782329 20.00 ug/L -0.01
29) Phenanthrene-dl0 22.65 188 6415359 20.00 ug/L -0.02
38) Chrysene-dl2 30.50 240 5733878 20.00 ug/L -0.01
44) Perylene-di2 34.42 264 4150960 20.00 ug/L 0.00

System Monitoring Compounds

37) 2,4-DDD 27.73 235 456685 4.50
Spiked Amount 5.000 Recovery =
Térget Compounds
20) Dimethylphthalate 18.34 163 620733 2.49
21) 2,6-Dinitrotoluene 18.34 165 480762 9.87
42) Bis(2-ethylhexyl)phthalate 31.09 149 26373 0.64
(#) = qualifier out of range (m) = manual integration
00614.D SCAN508.M Wed Jan 30 08:25:58 2002

NYC-WTC_000051607
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Quantitation Report {(Not Reviewed)

Data File : C:\MSDCHEM\1\5973N\02JAN29\00614.D Vial:
Acg On : 29 Jan 2002 4:17 pm Operator:

Sample : 508 scan Inst

Misc : January 29, 2002 Multiplr:

MS Integration Params: SPLIT.P

Quant Time: Jan 30 8:25 2002 Quant Results File:

3

Instrumen
1.00

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 TIC: 00614.D
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Perylene-d12,i
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00614.D SCAN508.M Wed Jan 30 08:25:58 2002
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LSC Area Percent Report

Data File C:\MSDCHEM\1\5973N\02JAN29\00614.D Vial: 3

Acg On 29 Jan 2002 4:17 pm Operator:

Sample 508 scan Inst Instrumen
Misc : January 29, 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:

Signal TIC
peak R.T. first
# min scan

1 4.241 73
2 4.629 103
3 4.835 123
4 5.018 139
5 5.885 217
6 9.721 551
7 12.541 799
8 13.192 855
9 18.341 1305
10 22.280 1653
11 22.645 1681
12 22.771 1697
13 27.726 2127
14 30.500 2369
15 31.105 2423
16 33.263 2609
17 34.119 2687
18 34.416 2713
19 34.941 2759
20 35.740 2827

5

max
scan
76
110
128
144
220

556
803
860
1311
1656

1688
1699
2133
2376
2429

2618
2693
2719
2765
2835

J0614.D SCANS508.M

NYC-WTC_000051609

last
scan
83
119
139
149
243

561
807
865
1315
1661

1693
1717
2139
2381
2437

2625
2701
2759
2771
2843

Sum

TY
rBvV2
rBvV3
rBvV4
rBv
rBV

rBV
rvv
rBV
rBvV
rBV2

rBV2
rVB
rBV
rBV
rBVS5

rBVe
rBV4
rBV2
rBv4
rBvV4

871497

5008858
46826
6988130
7744442
67827

7447702
101581
1277002
6632845
21403

22741
25982
5149436
29005
25173

69995
104221
84825
1922466

9884890
78789
14196738
15426529
127593

16984122
277820
2247254
16495087
73716

86650
92979
14273063
86719
93410

of corrected areas:

Wed Jan 30 09:02:14 2002

100.
1.
13.
97.
0.

0.
0.
84.
0.
0.

92706218

Page 1
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LSC Report - Integrated Chromatogram
File : C:\MSDCHEM\1\5973N\02JAN29\00614.D
Operator :
Acquired : 29 Jan 2002 4:17 pm using AcgMethod SCAN508
Instrument : Instrumen
Sample Name: 508 scan

Misc Info : January 29, 2002

Vial Number: 3

Quant File :SCANS508.RES (RTE Integrator)

Abundance
7000000
6000000
5000000
4000000
3000000

2000000

1000000 5.

TIC: 00614.D
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AJMLASLANEL A N N B M Mt B B A TTTTOT

T T

1200 1300 14.00  15.00

IAbundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: 00614.D
18,34 22,65

2277

oy

T T AT L B B |

T —r—
Time-—-> 16.00 17.00 18 00 19. 00 20 00 21 00 22 OO 23. 00

T T T T

T T
2400 2500 26 00 27.00

IAbundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: 00614.D
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J0614.D SCANS508.M
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Data File : C:

Acg On
Sample
Misc

MS Integratlon Params:

Library Search Compound Report

\MSDCHEM\ 1\5973N\02JAN29\00614.D

29 Jan 2002 4:17 pm

508 scan

January 29, 2002
LSCINT.P

Quant Method

Title

C:\MSDCHEM\1.
508 scan method

Library

C:\DATABASE\WILEY7N.L

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

khkhkkkhkkhkhkkhkhkkhkhkhkhkhkhkhhkhkhhkhkhkhkhkhhhhhkhhkhhhkhkhhkhhkhkhkhhkkkhkkkhhhkhhkkhkhkhkkdhkhkdkkdkdk

Peak Number 1 2,2-Dimethoxybutane Concentration Rank 4

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

4.24 0.20 ug/L 99352 1,4-Dichlorobenzene-d44 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,2-Dimethoxybutane 118 C6H1402 003453-99-4 35
2 2-Butenoic acid, (Z)- (CAS) $$ I... 86 C4H602 000503-64-0 27
3 2-Propenoic acid, 2-methyl- (CAS... 86 C4H602 000079-41-4 27
4 N,N’'-Diacetylethylenediamine 144 C6H12N202 000871-78-3 23

IAbundance Scan 76 (4.241 min): 00614.D (-) m/z 85.00 100.00%
43 8
5000 55
’ 60 Illll I/I\IIAIIII"II'II/I\YI
103 380 400 420 440 460
S 4] |.:,l 4?,l!|,71,, N1 Y m/z 43.10 84.43%
2--> 20 25 30 35 40 45 50 S5 60 65 70 75 80 85 20 95 100 105 110
IAbundance #17888. 2,2-Dimethoxybutane
87
55
5000
45 380 400 420 440 460
7 40 m/z 41.10 77.55%
33 ll ] l912 1?3
miz> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #3731: 2-Butenoic acid, (Z)- (CAS) $$ Isocrotonic acid $$ ...
85
39 380 400 420 440 460
5000 m/z 87.10 66.37%
68
27
B ARARIARAS ‘!I'l’[ﬁll""!""l’sz'l"‘ UL AR LAAMA RARAA LARAA RAARN LAAAX AR MR
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #3758: 2-Propenoic acid, 2-methyl- (CAS) $$ Methacrylic ac... e o A BE RS R
M 85 380 400 420 440 460
m/z 89.10 56.28%
5000
69
”"‘lll‘l"]\‘llll;!l' ‘ll[frTll!lll Isal'"f'lll!ll lll LA LIS lll'lll' l' 1"" FIV I1lll T I"" LER SR
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 3.80 400 420 440 4.60

J0614.D SCANS508.M

NYC-WTC_000051611
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN29\00614.D Vial: 3

Acg On : 29 Jan 2002 4:17 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 29, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
Ahkhkhkhkhhkhkhkhkhhkhkhkhhhkhkhkhkhkhkhkkhkhhhkkhkhkhkhkkhkhkhkkhkhhhhhkhkhkhkhkhkhkhkhkhkkhkkhkhkhkkhkhkhkhhkhbhkhkhkdtkik
Peak Number 2 1-CHLOROHEXA-S5-YNE $$ 1-Hex... Concentration Rank 7

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

4.63 0.14 ug/L 69995 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-CHLOROHEXA-5-YNE $$ l1-Hexyne, ... 116 C6H9C1 010297-06-0 38
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 35
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 25
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 25

[Abundance Scan 110 (4.629 min): 00614.D (-) m/z 71.00 100.00%
7H
41 88
57
5000
o l M | Kln 420 440 460 480 500
SN |11 1T 1 Y S S N m/z 41.10 78.80%
miz--> 20 30 40 50 60 70 80 90 100 110 120
IAbundance #16344: 1-CHLOROHEXA-5-YNE $$ 1-Hexyne, 6-chloro- (CAS) §$...
88
39 81
o -
5000 67 420 440 460 480 500
m/z 88.00 75.30%
T ""'!""4191”'"l"|"'l"'|'l"'IT"'1I0'1"‘I""I"
miz—> 20 30 40 50 60 70 80 90 100 110 120
Abundance #16435: Butanoic acid, 2-methyl-, methyl ester
57 88
420 440 460 480 5.00
5000 m/z 57.10 61.79%
- 101
't"'Ll?g"l”"l"l'Il"'ef""l”!"'l'-"ll""l"ﬂ'sw"
fz--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #16438: Butanoic acid, 2-methyl-, methyl ester R mm e
57 88 420 440 460 480 500
41 m/z 43.10 47 .58%
N N
74 101
'l"“l""l‘_""l"!’I""slgl'!"I""l“l""l""l“"I" ; w-'-('-v-\-r/\:/-\-"ﬂ’ujx’-‘w
miz—> 20 30 40 50 60 70 80 90 100 110 120 420 440 460 480 500
J0614.D SCAN508.M Wed Jan 30 09:02:15 2002 Page 4

NYC-WTC_000051612



NYC 9/11 Public Portal Document

Data File

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN29\00614.D
Acg On 29 Jan 2002 4:17 pm
Sample 508 scan
Misc : January 29, 2002
MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

Vial: 3

Operator:
Inst :
Multiplr:

1.00

.\SCAN508.M (RTE Integrator)

hkhkhhkhkhkhkhkhkhkhkhkhkhkhhhhhkhkhkhhkhkhhkhhhhhkhkhkhkhhhkhkhkkhkhkhhkhkhkhhkhkkhkhhhkhkkhkhkhkkhkkkkkk

Instrumen

Peak Number 3 2-Butenal, 3-methyl- $$ Cro... Concentration Rank 3

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

4.83 0.21 ug/L 104221 1,4-Dichlorobenzene-d4 9.72
Hit# of &5 Tentative ID MW MolForm . CAS# Qual
1 2-Butenal, 3-methyl- $$ Crotonal... 84 CS5H80 000107-86-8 52
2 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 C5HS8O 000107-86-8 52
3 Furan, 2,3-dihydro-4-methyl- (CA... 84 CS5HS8O 034314-83-5 50
4 2-Ethylacrolein $$ 2-Ethacrolein... 84 CS5H80 000922-63-4 47

[Abundance Scan 128 (4.835 min): 00614.D (-) m/z 84.00 100.00%
55 59
41
5000
440 460 480 500 520
— S 1R A v S « I .- m/z 59.10 83.16%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #3222: 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- §...
8y
55
39 ]
5000 27 440 460 480 500 520
m/z 55.10 80.00%
44 1) o
mfz--> 2[0253035 40 455‘0556065 70 75808|59109|5
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$... /\
84
>3 AI""I""I""l""l"'
440 460 480 500 520
5000 39 m/z 41.10 62.19%
27
a4 S 69 .
m/z—> 252530354041555556](2)6157107%808l59|09|5
iAbundance #3351: Furan, 2,3-dihydro-4-methyl- (CAS) $$ 4-METHYL-23-...
56 8n 440 460 480 500 520
m/z 39.10 51.39%
5000 41
69
AARARE ARRAR AN 'l""l'!44 51||! ------ UNSRRE NARAN ARARA AR prrree DRSNS SRR SR R
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 440 460 480 5.00 520

J0614.D SCANS508.M

NYC-WTC_000051613
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN29\00614.D Vial: 3

Acg On 29 Jan 2002 4:17 pm Operator:

Sample 508 scan Inst Instrumen
Misc : January 29, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Library C:\DATABASE\WILEY7N.L
khkhkkhkhkkdhhkhhhkhkhhkhkkkhkhkhhkhkhkhkhkhkkhkhkhhhhkhkkhkhhhhkhkhhhkhkhhkhkhhkhkhhkhkhktdhkkhihhibhhkhkhkdihk

Peak Number 4 3-Buten-2-0l, 2-methyl- (CA... Concentration Rank 5
R.T EstConc Area Relative to ISTD R.T.
5.02 0.17 ug/L 84825 1,4-Dichlorobenzene-d4 9.72
it# of S Tentative ID MW MolForm CAS# Qual
1 3-Buten-2-0l, 2-methyl- (CAS) $$... 86 C5H100 000115-18-4 78
2 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 72
3 3-hydroxy-4,4-dimethyl .gamma. B... 130 C6H1003 052126-90-6 64
4 2-Furanmethanol, tetrahydro- (CA... 102 C5H1002 000097-99-4 59
Abundance Scan 144 (5.018 min): 00614.D () m/z 43.10 100.00%
43 m
5000
59
39 53
51 l 67 " 460 480 500 520 540
g e b e e | | M/Z . 71.10  95.92%
miz-—> 20 25 30 35 40 45 50 S5 60 65 70 75 80 85 90 95
IAbundance #4088 3-Buten-2-ol, 2-methyl- (CAS) $$ 2-Methyl-3-buten-2...
7
5000 '
59 460 480 500 520 540
m/z 41.10 54 .93%
T TTTTTT T TYTPTT T T |i|5!3|i|v T |r6:7|! b 1851 |||||||
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #4084: 3-Buten-2-ol, 2-methyl-
7H
43
460 480 500 520 540
5000 m/z 62.10 36.45%
59
27 53 67 86
TYTTTTTT I YT 1]1‘Tllllll!llll4l T TT |:i! m) |||v|||r|vv[%llvllllr’
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #26149: 3-hydroxy-4,4-dimethyl gamma. Butanolactone $$ Pa... R e e B
43 L 460 480 500 520 540
m/z 59.10 33.89%
5000
57
31 3
‘ll "If'l!l lllill ll‘s!lll Til[{'l' I T 'TGE'T! lllllllllllll 'l'lll A T 7T T T Tl' [\""‘A"’/
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 460 480 500 520 540
J0614.D SCANS508.M Wed Jan 30 09:02:15 2002 Page 6
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN29\00614.D
Acg On 29 Jan 2002 4:17 pm

Sample 508 scan

Misc : January 29, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

Vial: 3

Operator:
Inst :
Multiplr:

Instrumen
1.00

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

Akhkkhkkkhkhkhkkhkkkhkkhkhkkhkhkhkhkhkhkkhkkhkhkhkhkhkhkhkkkhkhkhkhkhkhkhkhkhkikhhkhkhkhkhkhkhkkhkkhhkhkrthkhkhkhkhkrthtkx

Peak Number

5 Acetic acid,

3-[1,3}dioxola...

Concentration Rank 1

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

5.89 3.89 ug/L 1922470 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm . CAS# Qual
1 Acetic acid, 3-[1,3}dioxolan-2-y... 174 C8H1404 000000-00-0 33
2 3- (CYCLOHEX-3’-EN-YL)PROPANOL $$... 174 C8H1404 015745-87-6 33
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 Silane, tetramethyl- (CAS) $$ Te... 88 C4H12Si 000075-76-3 9

[Abundance Scan7220(5.885min): 00614.D (-) m/z 73.10 100.00%
3
5000 ’\\
48 LA IS N A L
' 560 580 6.00 620
e et e O e | | /2 43.10  24.68%
miz--> 10 20 30 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180
IAbundance #78238: Acetic ;cnd 3-{1,3]dioxolan-2-ylpropyl ester
7
5000 ' A A A WAL S
560 580 600 6.20
43 m/z 45.10 9.54%
27 |l s | & 113 174
'll'll’llVT" TY YT IlIlI'l"l‘lll[llj' TrrY LELILE ] TUV v TTTT TTTT LRI LU LELIL | TTV Y TTVTIT
m/z--> 10 20 3|0 4|0 50 60 70 8(0 9'0 1601‘{0150 1%011;:01‘\'301(’3017'018[0
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
78
560 580 600 620
5000 m/z 41.10 9.38%
43
7 || s 87 113 174
AR RRARE AR SR AR AR SRR RSN AR LRSS LARSS SARAS LARA LSS AN LARSA LA :
miz--> 10 20 30 40 50 60 70 80 90 100110150130140150160170180
Abundance #4814: Silane, tetramethyl-
B 560 580 6.00 6.20
m/z 71.10 6.90%
5000
45
1! W 88, || e
UM RRARA RN RRARS RARAN ARREN REARE REASN ARARN AR SARA RAUAN LARAN RALAN RSN RARAS RARAS BN
m/z—-> 10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 620
30614.D SCANS08.M Wed Jan 30 09:02:15 2002 Page 7
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Library Search Compound Report

Data File

C:\MSDCHEM\1\5973N\02JAN29\00614.D Vial: 3
Acg On : 29 Jan 2002 4:17 pm Operator:
Sample : 508 gscan Inst Instrumen
Misc : January 29, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

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

Quant Method
Title
Library

.\SCANS508.M (RTE Integrator)

hkhkkkhkkhkhdhhkhkhkkhkhkhhkkkhkhkhkhkkhkkhkkhkhkkhkhkhkhkkhkhkkhkkkkhkhkkkhkhkkkhhkhkkhkkhkkhkrhkhhkhkhkkkik

Peak Number 6 Cyclopentasiloxane,

EstConc

decamet...

Relative to ISTD

Concentration Rank 12

- e e o e e v et e e e e e e e e e ek e o A = e e e e e e A = e e M e o v mw . e e o e e - . o

Naphthalene-ds8

MW MolForm .

e o o e e e e e o i s e o e e e e e e e e e e e = e e o = e i e e M e mm T e e e e e - = m e W e e e = —

1 Cyclopentasiloxane, decamethyl-
2 Cyclopentasiloxane, decamethyl-
3 Phenethylamine, N-methyl-.beta.,
4 Noradrenaline tetraTMS

370 C1O0H3005Si5
370 C10H30058i5
399 C18H37NO3Si3
457 C20H43NO3Si4

000541-02-6 90
000541-02-6 42
010538-85-9 37
068595-65-3 37

10614.D SCANS508.M

m/z 73.10 100.00%

LERAN BLINLAN B0 S0 RUJNLAN SNLAN LS B AR A SRLEL IR SALON O]

1220 1240 1260 1280

Abundance Scan 803 (12.541 min): 00614.D (-)
<]
267 355
s 194 193 251 323
L NI BRI LI A B LR LA AL B LN RARAS AREE SRS IR EEE RAUREE SULIRE IALILAE B ]
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #313068: Cyclopentasiloxane, decamethyl-
B
267 5
5000
191207 251 323339

LR AN RN SRS RS AR SR IR llll'llIlIlIIT‘I‘IlllII|1[I|II lvrllTw—v

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360

m/z 267.00 37.16%

LI LA e 2 B ML B B e { un

1220 1240 12.60 1280

Abundance #313065: Cyclopentasiloxane, decamethyl-

5000 267

355

45
193 203 251 323339 L

AN RS RARENS RN LRRES R lII'IlIlllllll]'lllerTlll T T T Y T T T T T

/2> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360

m/z 355.10 35.12%

1

ll‘llllrllll"lll'l'l
1220 1240 1260 12.80

bundance #331718: Phenethylamine, N-methyl- beta.,3,4-tris(trimethy ...

5000 355

lﬂ4‘ Les 130 147 193 267 294

L +
L LR L T AR E A RRES AN N YIYTTELY I’lll‘l_!ll" T T ll' LELIERS AL ELE IR AL R

mfz—-> 40 60 80 100 20 140 160 180 200 220 240 260 280 300 320 340 360

m/z 268.00 12.23%

LIBLINE B8 U B ¢ L g T T

T
1220 1240 1260 12.80

m/z 356.10 11.73%

1220 1240 1260 12.80
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN29\00614.D Vial: 3

Acg On 29 Jan 2002 4:17 pm Operator:

Sample 508 scan Inst Instrumen
Misc : January 29, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

.\SCAN508.M (RTE Integrator)

khkkhkhkhkhkhkkhkkkhkkhkhkhkhkhkhkhkhhkhkhkhkhkkhkhkhkhkhkkkhkhkhkhkhkhhkhkkhkhkhkkhkhkkhkhkkhkhkkkhkhhkhkkhkhhthkhdtiki

Peak Number 7 3-Cyanocarbazole $$ 9H-Carb.. Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T
22.28 0.15 ug/L 127593 Phenanthrene-dio 22 .65
Hit# of 5 Tentative ID MW MolForm . CAS# Qual
1 3-Cyanocarbazole $$ 9H-Carbazole... 192 C13H8N2 057102-93-9 64
2 2-CYANOCARBAZOLE $$ 9H-Carbazole. 192 C13H8N2 057955-18-7 64
3 1,4-Dimethyl-3,5-propanobicyclol|. 192 C13H200 000000-00-0 47
4 2- Imldazolldlnone, 1l-methoxy-3-p... 192 C10H12N202 052420-43-6 47
IAbundance Scan 1656 (22.280 min): 00614D(-) 4 m/z 192.10 100.00%
192
5000 /\
" o 82 20 146 160 Il | 22000 2220 2240 2260
............ i — SN S| EN— | T_— m/z 96.00 17.91%
n/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103424: 3-Cyanocarbazole $$ 9H-Carbazole-3-carbonitrile (CAS )
192
5000 Y ™1 TI[\T‘I
| 2200 2220 22.40 2260
% 164 m/z 146.10 17.38%
.................... — el |
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103420: 2-CYANOCARBAZOLE $$ 9H-Carbazole-2-carbonitrile (CAS ¢
192
Illlllllll/'\lllll‘l' Trrorr
22.00 2220 2240 2260
5000 m/z 193. 17.35%
9% 138 164 ,‘
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103601: 1,4-Dimethyl-3,5-propancbicyclo]2.2.2)octan-2-one S TR W .
107 1%2 | 2200 2220 2240 2260
159 m/z 191. 15.63%
o3 119
5000 13
l 145 174
SANUAREARABARRARE ARARARERRA RARA | | SRR SR MARN ""l""%""l'!"'l'”'rl' T " ”r"lrr T
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 | 22,00 2220 2240 2260
J0614.D SCAN508.M Wed Jan 30 09:02:15 2002 Page 9
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN29\00614.D
Acqg On 29 Jan 2002 4:17 pm

Sample 508 scan

Misc : January 29, 2002

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1...

Title

508 scan method

\SCAN508.M (RTE Integrator)

Vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

J0614.D SCAN508.M

Library C:\DATABASE\WILEY7N.L

hhkhkkhhkdhkhkkhhhkhkhkhkhhkhkhhkkhkhkhhhkkkhkhkkhhkhkhkkhkkkhhkhhkhkhkhhhkkhkhhkkhhdhhhhhhhdkkk

Peak Number 8 DECADEUTEROPHENANTHRENE $5 Concentration Rank 2

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

22.77 0.33 ug/L 277820 Phenanthrene-d10 22.65

Hit# of 5 Tentative ID MW MolForm . CAS#H Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 94

2 Phenanthrene-di10 188 C14D10 001517-22-2 87

3 Anthracene-dl10- 188 C14D10 001719-06-8 80

4 Naphthalene, 1,7-dimethoxy- (CAS... 188 C12H1202 005309-18-2 59

Abundance Scan 1699 (22.771 min): 00614.D (-) m/z 188.10 100.00%
iy
5000
94 22.40 2260 2280 2300 2320
158 . g . A .
A 82 66...! et 2 M8 el | Tm/z 80.10 - 14.613
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 4
148
5000 LI B e T T T
2240 2260 2280 23.00 2320
g0 94 m/z 189.15  14.06%
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
(-\bundance #84499: Phenanthrene-d10
188
T .
2240 2260 2280 2300 2320
5000 m/z 94.10  13.92%
80 o4 160 l
66 | wl, 18mM
T llllllIl'lll‘llllllllll!! lllllllll‘ I_I_I’—‘ lll‘lTll lr‘l ‘ !I‘
nfz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10- O e e BLAR AL B
148 22.40 2260 2280 23.00 23.20
m/z 184.10 12.00%
5000
80 94 160
. N B . ST N— 130"“, - S 1 G —
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 23.00 23.20

Wed Jan 30 09:02:16 2002 Page 10
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Library Search Compound Report

Data File

C:\MSDCHEM\1\5973N\02JAN29\00614.D Vial: 3
Acg On 29 Jan 2002 4:17 pm Operator:
Sample 508 scan Inst Instrumen
Misc : January 29, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

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

khkkhkhkhkkhkkkhkhkhkkkhhkkhkkhkhkhkkhkhkhkkhkkhkhkkhkhhkhkhhkkhkhhkhkkhkhkhkhhkhkhkhkkhkhhkkhkkhkhkhhkhkhkhhhhkhkkhkihhkkkkkkk
Peak Number 9 Tetracosane Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
33.26 0.12 ug/L 86650 Perylene-dl2 34.42
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Tetracosane 338 (C24HS50 000646-31-1 53
2 Octacosane $$ n-Octacosane 394 C28H58 000630-02-4 53
3 Hexadecane 226 Cl6H34 000544-76-3 53
4 Octadecane, 2—methyl— 268 C19HAO0 001560-88-9 53

lAbundance Scan 2618 (33.263 min): 00614.D (-) m/z 57.10 100.00%
5000 85
4 125 o7 276 3300 3320 3340 3360
m/z 71.10 76.39%
mfz-—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
IAbundance . #288784: Tetracosane
5
5000 85 '
33.00 33.20 33.40 33.60
m/z 43.05 48.18%
33 g 113 14 197 225 2094 338
rn/z--> 40 60 B0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #329266: Octacosane $$ n-Octacosane
57
' 33.00 3320 3340 3360
5000 85 m/z 85.10 46.12%
113
J d i |1?1 159 19 224 21 350 394
T U N
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #154901: Hexadecane
57 33.00 33.20 33.40 33.60
m/z 99.10 21.10%
5000 85
od A A AT e 28 SN B S | A S
miz—-> 40 60 80 100 120 140 160 160 200 220 240 260 280 300 320 340 360 380 33.00 33.20 33.40 33.60

J0614.D SCAN508.M

NYC-WTC_000051619
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Library Search Compound

Report

Data File C:\MSDCHEM\1\5973N\02JAN29\00614.D
Acqg On 29 Jan 2002 4:17 pm

Sample 508 scan

Misc : January 29, 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)

hkhkhkhkhkhkhkhkhkhkhhkhkhkhhhhkhkhkhhkhkhhkhkhkhhkhkhkhhkhkhkhkhkhkhkhkhhhkhkhkhkhkkhkhkhkhhhhkhhhkhhhkhkhkhkhkkhkkk

Peak Number 10 Hexatriacontane Concentration Rank 9
R.T EstConc Area Relative to ISTD R.T
34.12 0.13 ug/L 92979 Perylene-di2 34 .42
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 56
2 Hexadecane (CAS) S$$ n-Hexadecane... 226 Cl16H34 000544-76-3 53
3 Pentadecane 212 C15H32 000629-62-9 50
4 Hexacosane 366 C26HS54 000630-01-3 45
lAbundance Scan 2693 (34.119 min): 00614.D (-) m/z 57.10 100.00%
87
85
5000
‘t 113 3380 3400 3420 3440
) MJL S m/z 71.10 71.629%
m/z--> 50 100 150 200 250 300 350 400 450 500
IAbundance #369894: Hexatriacontane
57
5000 i
33.80 34.00 34.20 34.40
m/z 85.10 58.02%
113 197 225 379 407 435 463 506
e e —— s T
m/z--> 50 150 200 250 300 350 400 450 500
Abundance #1 54903: Hexadecane (CAS) $$ n-Hexadecane $$ Cetane $$ n-C
87
R U UM A SRRRES
33.80 34.00 34.20 3440
5000 85 m/z 43.05 45.26%
LR 41 160 226
LI 1 llllll LONELELIL N DL LA ) llll"llllllll|
miz-—-> 50 100 150 200 250 360 350 400 4‘.'30 500
Abundance #134018: Pentadecane B e SRR B
5 33.80 34.00 34.20 34.40
m/z 83.10 28.26%
5000 85
(13141 182 212 JNW\
miz—> 5'0 1(')0 150 200 25'0 360 3%0 400 450 5(')0 33’80 34'00 3420 34'40
00614.D SCANS508.M Wed Jan 30 09:02:16 2002 Page 12
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>

Data File
Acg On
Sample
Misc

MS Integratlon Params:

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00614.D

29 Jan 2002 4:17 pm
: 508 scan
: January 29, 2002
LSCINT.P

vVial: 3
Operator:
Inst
Multiplr:

Instrumen
1.00

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

Title
Library

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

hhkhkhkhkkhkhkhkhkhkhkhkhhkhhkhkhkhkhhhhkhkhkhkhhhkhkhhhkkkkhkkhkhkhkhhkhhkhkhhhkkhkkhkkhkhhkkhhkhkkhkdkhkkkhxx

Peak Number 11 Octadecane, 3-ethyl-5-(2-et... Concentration Rank 10
R.T EstConc Area Relative to ISTD R.T.

34.94 0.12 ug/L 86719 Perylene-di2 34.42

Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 64
2 Tetrapentacontane 759 C54H110 005856-66-6 64
3 Hexatriacontane 507 C36H74 000630-06-8 64
4 Tricosane 324 C23H48 000638-67~-5 59

[Abundance Scan 2765 (34.941 min): 00614.D () m/z 67.10 100.00%
57
5000
7
SRR —L
h 1JP? 208 281 3460 3480 3500 3520
B 1 — m/z 71.10  94.49%
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
IAbundance 5 #311146: Octadecane, 3-ethyl-5-(2-ethylbutyl)-
4
5000 85 ’
34.60 34.80 35.00 3520
m/z 85.10 70.34%
27 183 281
miz—> 50100150200250300350400450500550600650700750
Abundance #389371: Tetrapentacontane
57
34.60 34.80 35.00 3520
5000 m/z 43.05 63.12%
99
l r41
lll I]L — 379 421 575 617 659 701 _ 758
|I|l TT TTrri AL TYVvT lllllll!l]lill'lllllllllllll' IlllllllIIII‘TIIIIIV T
miz--> 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #369891: Hexatriacontane e S aes oo
57 3460 3480 3500 35.20
m/z 97.10 35.37%
5000
7
j, J41 196 281 337379 435 506
|II|lll'lIl'\llllllIllil'll'l T T TT T ¥ lllll"TlllllIl'l‘rll!lllIlllllI lIIlllT
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 34.60 34.80 35.00 35.20

00614.D SCAN508.M Wed Jan 30 09:02:16 2002
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Library Search Compound Report

. Data File C:\MSDCHEM\1\5973N\02JAN29\00614 .D
Acg On 29 Jan 2002 4:17 pm
Sample 508 scan
Misc : January 29, 2002
MS Integration Params: LSCINT.P

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

Quant Method
Title
Library

Vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

*********************************************************************

Peak Number 12 Octadecane, 3-ethyl-5-(2-et... Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T
35.74 0.13 ug/L 93410 Perylene-dl2 34.42
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 72
2 Dotriacontane 451 C32H66 000544-85-4 64
3 Octadecane 254 C18H38 000593-45-3 59
4 Heneicosane (CAS) $$ n-Heneicosane 296 C21H44 000629-94-7
Abundance Scan 2835 (35.740 min): 00614.D (-) m/z 57.10 100. 006
57
85
5000 e
J 13 200 281 3540 3560 3580 36.00
Ay e 4y | [W/z 71.10  79.74%
miz—-> 50 100 150 200 250 300 350 400 450
lAbundance #311146: Octadecane, 3-ethyl-5-(2-ethylbutyl)-
43
71
5000
35.40 35.60 3580 36.00
Jgg m/z 85.10 61.51%
127 183
I O S LN - S
mjz--> 50 100 150 200 250 300 350 400 450
Abundance #355040: Dotriacontane
57
35.40 3560 35.80  36.00
5000 85 m/z 43.10 56.54%
(13,141 408 281 422 450
T l T T T T [ T T T L] | T T T T l T T T T ' ¥ T L) T T T LA l T T T T ‘ T TT T ' L
miz—> 50 100 150 200 250 300 350 400 450
Abundance #193178: Octadecane S o
87 3540 3560 35.80 36.00
m/z 99.10 27.05%
5000 85
1241 160 to7 24
T T T T v F 1 LI L T v T 71 L L L r & 17T LN B | T LI TTr T L 2NN Bt B 5 Triy Y'l|||
piz—> 50 100 180 200 2% a00 _ as0 40 430 3540 3560 3580 36,00

00614.D SCAN508.M
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, Tentatively Identified Compound (LSC) summary
Jperator ID: Date Acquired: 29 Jan 2002 4:17 pm

Jata File: C:\MSDCHEM\1\5973N\02JAN29\00614.D

Jame: 508 scan

fisc: January 29, 2002

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

sibrary Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc

2, 2-Dijpethoxybutane 4.24 0.2 ug/L 99352 1 9.72 9884890 20.0
L - CHL.OROHEXA -5 -, 4.63 0.1 ug/L 69995 1 9.72 9884890 20.0
2-Butengyl, 4.83 0.2 ug/L 104221 1 9.72 9884890 -20.0
3-Buten- 5.02 0.2 ug/L 84825 1 9.72 9884890 20.0
Acetic a 5.89 3.9 ug/L 1922470 1 5.72 9884890 20.0
ZyclopentAgiloxan 12.54 0.1 ug/L 78789 2 13.19 14196700 20.0
3-Cyano 22.28 0.2 ug/L 127593 4 22.65 16984100 20.0
SECADEUTERORHENAN 22.77 0.3 ug/L 277820 4 22.65 16984100 20.0
Tetra 33.26 0.1 ug/L 86650 6 34.42 14273100 20.0
dexa 34.12 0.1 ug/L 92979 6 34.42 14273100 20.90
Jct 34.94 0.1 ug/L 86719 6 34.42 14273100 -20.0
JctAdecane, 35.74 0.1 ug/L 93410 6 34.42 14273100  20.0
00614.D SCAN508.M Wed Jan 30 09:02:16 2002 Page 15
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