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Comments for Sample AE00562 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 02-01-2002 Time: 15:10:34

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\00562.D Vial: 4
Acg On : 29 Jan 2002 1:02 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : January 29, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P :
Quant Time: Jan 30 08:25:54 2002 Quant Results File: SCANS08.RES
Quant Method : C:\MSDCHEM\1l...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Fri Jan 11 13:20:07 2002
Regponse via : Initial Calibration

DataAcqg Meth : SCANS508

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorocbenzene-d4 9.72 152 1626946 20.00 ug/L 0.00
10) Naphthalene-ds8 13.19 136 6868901 20.00 ug/L -0.02
17) Acenaphthene-dio0 18.34 164 3561916 20.00 ug/L ~-0.01
29) Phenanthrene-dio0 22.65 188 6147382 20.00 ug/L -0.02
38) Chrysene-dl2 30.50 240 5578890 20.00 ug/L -0.01
44) Perylene-dl2 34.42 264 4068163 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 468670 4.82 ug/L 0.00
Spiked Amount 5.000 Recovery = 96.40%
Target Compounds Qvalue
20) Dimethylphthalate 18.34 163 576260 2.45 ug/L # 56
21) 2,6-Dinitrotoluene 18.34 165 465929 10.16 ug/L # 17
42) Bis(2-ethylhexyl)phthalate 31.11 149 44349 0.71 ug/L 95
(#) = qualifier out of range (m) = manual integration
00562.D SCAN508.M Wed Jan 30 08:25:55 2002 Page 1
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Document

Quantitation Report (Not Reviewed)

Data File : C:\MSDCHEM\1\5973N\02JAN29\00562.D Vial: 4

Acg On : 29 Jan 2002 1:02 pm Operator:

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

MS Integration Params: SPLIT.P

Quant Time: Jan 30 8:25 2002 Quant Results File: SCANS08.RE

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

Last Update : Fri Jan 11 13:20:07 2002

Regsponse via : Initial Calibration

Abundance TIC: 00562.D

Fphreterr ey T e
Time-->_ 400 6.00 800 10.00 12.00 14.00 16.00 18.00 20.00 22

8500000

8000000

7500000

Naphthalene-d8,i
ne-a10,1

7000000

Chrysene-d12,1

Oh
1

6500000

6000000

Perylene-di2,|

5500000

1,4-Dichiorobenzene-d4,|

5000000

4500000

4000000

3500000

3000000

2500000

2000000

2,4-D0D,S

1500000

1000000

Bis(2-ethylhexyl)phthalate

500000

s

. Al X

TTT T T Tro T T Tr T T Yy T T

0 ey et
00 24.00 26.00 28.00 30.00 32.00 34.00 36.00 38.00

0

NYC-WTC_000051570

0562.D SCAN508.M Wed Jan 30 08:25:55 2002 Page 2



NYC 9/11 Public Portal Document

LSC Area Percent Report

Data File C:\MSDCHEM\1\5973N\02JAN29\00562.D Vial: 4

Acg On 29 Jan 2002 1:02 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: 5

Signal TIC
peak R.T. first max last PK peak corr corr. % of
# min scan scan scan TY height area % max total
1 3.602 17 20 25 rVB 42771 64745 0.40% 0.073%
2 4.241 73 76 83 rBV4 33504 75582 0.46% 0.085%
3 4.630 103 110 119 rVB4 21663 69459 0.42% 0.078%
4 4.847 123 129 141 rBV4 23299 82875 0.51% 0.093%
5 5.885 217 220 243 rVB 865863 1757586 10.75% 1.982%
6 9.550 539 541 547 rBV4 18619 43945 0.27% 0.050%
7 9.642 547 549 551 rvv 20524 37374 0.23% 0.042%
8 9.722 551 6556 561 rvVv 4570406 9299377 56.89% 10.487%
9 9.847 561 567 577 xrVV 27112 103522 0.63% 0.117%
10 12.542 799 803 807 rvv 42966 67441 0.41% 0.076%
11 13.192 855 860 865 rBV 6734463. 13240912 81.00% 14.932%
12 18.341 1305 1311 1315 rBV 7413829 14636677 89.54% 16.506%
13 22.280 1653 1656 1661 rvv2 64281 123323 0.75% 0.139%
14 22.645 1681 1688 1693 rBV 7417848 16346154 100.00% 18.434%
15 22.771 1695 1699 1723 rVB 99852 371909 2.28% 0.419%
16 24.849 1877 1881 1889 rBV 47014 94439 0.58% 0.107%
17 27.726 2127 2133 2139 rVV 1293152 2315719 14.17% 2.612%
18 30.500 2369 2376 2381 rBV 6382190 16048083 98.18% 18.098%
19 31.105 2423 2429 2455 rVB 34213 180137 1.10% 0.203%
20 34.416 2713 2719 2757 rBV 5073294 13714005 83.90% 15.466%
Sum of corrected areas: 88673264
)0562.D SCAN508.M Wed Jan 30 09:02:02 2002 Page 1
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File
Operator
Acquired

Instrument :
Sample Name:
Misc Info

Vial Number:

LSC Report - Integrated Chromatogram

: C:\MSDCHEM\1\5973N\02JAN29\00562.D

29 Jan 2002

Instrumen
508 scan
January 29,
4

1:02 pm using AcgMethod SCAN508

2002

Quant File :SCAN508.RES (RTE Integrator)

Abundance
7000000

6000000
5000000
4000000
3000000
2000000

1000000
3.60

v

5.89

L.

s/
4244 &85

TIC: 00562.D

13.19

9.72

e

/
12.54

/
5

=

Q

Time-->

4.00

T

5.00

T T

6.00

T T

12.00

T T

T T
9.00 10.00 11.00 13.00

AN S s S B

T
1400 15.00

T T

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

1834

TIC: 00562.D
2265

44')

Y
22280277 2485

0
Time—->

T T
16.00 17.00 18.00

T LI

1
19.00

YT

T
20.00

T To T T T T

T 7 T T T
21.00 22.00 23.00 24.00 25.00

LN B S B S L T

26.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

30.50

/,.
u1 1

TIC: 00562.D

34.42

Lr Ot
ime-> 28.00

LA (L B B RN Ty

29.00 _ 30.00 31.00

=TT

3200  33.00 34.00

T T7

37.00

LBRLJNRLENIL B SRNLENS I S S INRL N SN BN

35.00 36.00

38.00 39.00

T

'0562.D SCAN

NYC-WTC_000051572

508.M

Wed Jan 30 09:02:02 2002

Page 2




NYC 9/11 Public Portal Document

Data File

Acg On 29 Jan 2002 1:02 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

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN29\00562.D

Vial: 4

Operator:
Inst
Multiplr:

Instrumen
1.00

\SCAN508.M (RTE Integrator)

hkhkkkhkhkhkhkkkhkhkhkhkhkhkkhkkhkhkhkhkkhkhkhkhhkhkkhkhkkhkhkkhkhkhhkhkkhkkhkhkkhkkkkhkhkhkhkhkhkkhkkhhkhkhkhkhkkdhkhkkhdkk

Peak Number

1 Butanoic acid, methyl ester...

Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T
3.60 0.14 ug/L 64745 1,4-Dichlorobenzene-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
Abundance Scag20(3.602 min): 00562.D (-) 43.10 100. 00-6
4 78
5000
59 87
”l ’ 3.50 3.60 3.70 3.80 3.90 4.00
SSSSEES———TL | FEV ) S S S ) N B — m/z 74.00  96.93%
mfz--> 10 20 30 40 50 60 70 80 90 100 110 h
lAbundance #9227 Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74
5000 YT T
59 3.50 3.60 3.70 3.80 3.90 4.00
87 -m/z  71.10 66.00%
| 69 102
AT L T A TV Y e L R LN |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9218: Butanoic acid, methyl ester
43
74
W
3.50 3.60 3.70 3.80 3.90 4.00
5000 m/z 41.10 27.86%
15 2 59 87
e "
|i\ll“! II]IIl\"‘ ‘]“'lll\!l]'i ‘IIIIII,1]TI]‘*I11I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9228: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 3.50 3.60 3.70 3.80 3.90 4.00
m/z 59.10 25.54%
5000
59 87
’ l ‘ l 3 1 1012
nfz—> 10 20 30 40 50 60 70 80 90 100 110 3.50 3.60 3.70 3.80 3.0 4.00

‘0562.D SCANS5
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN29\00562.D
Acg On 29 Jan 2002 1:02 pm

Sample 508 scan

Misc January 29, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

Vial: 4

Operator:
Inst :
Multiplr:

Instrumen
1.00

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

hhkhkhkkhArdhkhkrAhAhkAArkhhkhkhkhkhkrdhkhkkhkhkhkhkdhkhkhArdhkhkdhhkhkrhohkhkhkhkhbhkhkhhhkhhkhkkhkkhkhkhkhkdhkhkhhhgkkikk
Concentration Rank &

Peak Number 2 2,2-dimethoxybutane

R.T. EstConc Area Relative to ISTD R.T
4.24 0.16 ug/L 75582 1,4-Dichlorobenzene-d4 9.72
Hit# of b5 Tentative ID MW MolForm . CAS#H Qual

1 2,2-dimethoxybutane
2 2,2-Dimethoxybutane

118 C6H1402
118 C6H1402

003453-99-4 74
003453-99-4 64

3 Thiazole, tetrahydro- 89 C3H7NS 000504-78-9 9
4 THIAZOLIDINE $$ Thiazolidine, hy. 89 C3H7NS 014446-47-0 9
Abundance Scan 76 (4.241 min): 00562.D (- m/z 87.10 100.009

43
55
5000
' J 71 103 380 400 420 440 460
epermerrerrrrepree 48 e bt Mprereprepredeperera | | M/Z 89.10  85. 849
niz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
IAbundance #17889: 2,2-dimethoxybutane
55 87
5000 TrTYT T LI S L B L B
45 380 400 420 440 460
27 m/z 43.10 64.52%
o 103
e e e e e
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #17888: 2,2-Dimethoxybutane
87
55
380 400 420 440 460
5000 m/z 55.10 54.41%
45
27 40
103
33 11,192
L o R B ST a2 3 11 VAL WSS S
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110 [\
Abundance #5045: Thiazole, tetrahydro- A A
89 380 400 420 440 460
m/z 41.10 27.28%
5000
42
30 59
SRS S N -/ S— ML”PHWHHHHWH.“lmqﬂnpm“””m
n/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 380 400 420 440 460

}0562.D SCANS508.M Wed Jan 30 09:02
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN29\00562.D Vial: 4

Acqg On : 29 Jan 2002 1:02 pm Operator:

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

MS Integration Params: LSCINT.P

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

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
kkhkkhkhhhdkhkhkhhkdhhkhkdhkhkdhkhhhhkhkhkhhkhhhkhhkhhkhhhkhhhhkhhhhhhbhhkdrhrohdhhrhhrkkhdkd
Peak Number 3 2-Buten-1-o0l, 3-methyl- (CA... Concentration Rank 7

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

4.63 0.15 ug/L 69459 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm - CAS# Qual
1 2-Buten-1-0l, 3-methyl- (CAS) $$... 86 C5H100 000556-82~1 43
2 2-Buten-1-o0l, 3-methyl- (CAS) $$... 86 CS5H100 000556-82-1 43
3 2-Buten-1-o0l, 3-methyl- (CAS) $$... 86 C5H100 000556-82-1 16
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 12

[Abundance Scan 110 (4.630 min): 00562.0 (-) m/z 71.10 100.00%
41 57 U 88
5000
47 101
' | ll lt 420 440 460 480 500
ll] lllllllllll |rrrl| llllllll l'l""\"[ llllllllllllllll 'lllillll|l||l|'lll’]'lll' m/z 57'10 86.13%
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #4075: 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $$ 2-METHYL...
h
41 _ [\
5000 |'TIII|17IIII!I Il‘r"ll
86 m/z 88.00 85.07%

l 53 420 440 460 4.80 500
I I3

1
AR SRR A R RS AR R R R R R RN Ky RS AR EAS RS RERRE RN

7T
m/z--> 20 25 3035404550556065 70 7580859095100105

Abundance #4076: 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $$ 2-METHYL...
T o)
41 420 4.40 4.60 480 500
5000 m/z 41.10 83.66%
33 86
27
Iilll'lTlllflll’l'llllllll lllllllllllllllll l}!! 5 llllllllllllll Illll‘l lllllll [771]'
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #4070: 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $$ 2-METHYL...
48 420 440 460 480 500
53 m/z 43.10 55.86%
27 86
5000
lll l'lll lll } Il T ' Ill||lT||[lF|{
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 420 440 460 480 500
)0562.D SCANS508.M Wed Jan 30 09:02:02 2002 Page 5
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B R et 4

Data File C:\MSDCHEM\1\5973N\02JAN29\00562.D
- Acqg On 29 Jan 2002 1:02 pm

Sample 508 scan

Misc : January 29, 2002

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1. .

508 scan method
C:\DATABASE\WILEY7N.L

Title
Library

e tad sl \,vnlb/uu.x.tu L\CH\JJ— w

Vial: 4

Operator:
Inst
Multiplr:

Instrumen
1.00

.\SCAN508.M (RTE Integrator)

khkhkkhkhkhkhkhkhkhkhkhkhkhkhhhkhkhkhkhkhkhkhhkhkhkhkhkhhkhkhkhkhkhkhhhkhkhkkhkkkhhhhkhhkhkhhhhkhhkhkhkhhhhhk

Peak Number 4 2-Butenal, 3-methyl- $$ Cro... Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T
4.85 0.18 ug/L 82875 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 2-Butenal, 3-methyl- $$ Crotonal... 84 C5H80 000107-86-8 64
2 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 C5H80 000107-86-8 64
3 Furan, 2,3-dihydro-4-methyl- (CA... 84 CBHHS8O0O 034314-83-5 53
4 Furan, 2,3-dihydro-4-methyl- 84 C5HS8O0 034314-83-5 53
Abundance Scan 129 (4.847 min): 00562.0 () - m/z 84.05 100.00%
55
5000 59
3"I| 49 69 440 460 480 500 520
...... S— SN 7 G M § S —— m/z 55.10 68.00%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #3222: 2-Butenal, 3-methyl- $3$ Crotonaldehyde, 3-methyl- $...
84
55
39 - ..,1N....f”[\”. o
so0 s abo o 5bb 50
m/z 41.10 50.48%
! 44 51| 69 .
TET I"T 'f' ||I| ll1' ‘l‘ll ‘lr'l1'll' T T Illllll YYT
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 ‘80 85 9 95
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$...
84
55
440 460 480 5.00. 520
5000 39 m/z 59.10 48.24%
27
51 69
TP SRS ARRS RAARS SARAN RARRA RARSS NRALS RARAN ARRLN RARAN RARRAS
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 /\
Abundance #3351: Furan, 2,3-dihydro-4-methyl- (CAS) $$ 4-METHYL-2,3-... —r /\ . A b ’r\
56 84 440 460 480 500 520
m/z 83.00 39.20%
5000 41
69
................. RN Ay
miz-—> 20 25 30 35 40 45 50 55 60 65 70 75 ‘80 8 90 95 440 460 480 500 520

00562.D SCANS508.M
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN29\00562.D Vial: 4

Acg On : 29 Jan 2002 1:02 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
khkkhkhkkhhhkkkhkkhkkhkhkhkhkhkkhkkhkhkkhkhkhkhkhkhkkhkhkkhhhkhhkkhkhkkhkhkhkhkkkhkhkhkhkhkhkhkhhhkikhhkihhkdkikxk
Peak Number 5 Acetic acid, 3-[1,3]dioxola... Concentration Rank 1

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

5.89 3.78 ug/L 1757590 1,4-Dichlorobenzene-4d4 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 $$... 174 C8H1404 015745-87-6 33
3 Silane, tetramethyl- $$ Tetramet... 88 C4H12Si 000075-76-3 28
4 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9
bundance Scan 7:zzo (5.885 min): 00562.0 (-) m/z 73.10 100.00%

B
5000
43
560 580 600 620
7
......... e o et e | | W7z 43.10  24.69%
mfz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
lAbundance #78238: Acetic Bacid 31,3]dioxolan-2-ylpropyt ester
7
5000 LI AL AU WAL R A
560 580 6.00 620
43 m/z 45.10 9.16%
27 ll s | 8 113 174
VT_I_VllTTV IIIIIIIIV‘!IT_!_'_T"IlliT fr‘_ﬁlll‘l’ll‘rﬁl—'—lﬁ' lllllll T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
P
560 580 600 620
5000 M/Z 41.10 8.91%
43
%7 ,“ 55 i 87 113 174 _
[‘ITI lllllll lﬁllm l'llll‘r"m lllllllllll l_l_r‘rl
/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #4812: Silane, tetramethyl- $$ Tetramethylsilane $8 (CH3)4... ST } R BA s S aE
7 560 5.80 600 620
m/z 71.10 6.42%
5000
45
15 3 | 85 88
A RRARUARABAARARA RAARA RRARK ARARN RRASH RARSE RSN SARAYN RARN | SRR BARAL SRR SRS SARAA RARAA S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 620
10562.D SCANS508.M Wed Jan 30 09:02:03 2002 Page 7
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Library Search Compound Report

Data File

C:\MSDCHEM\1\5973N\02JAN29\00562.D Vial: 4
Acg On 29 Jan 2002 1:02 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

khkhkhkkhkhkkhkhkkhkhkhhhkhhkhkhkhhkhkhhkkhkhkhkhhkhhkkhkhkhkhhhkhkhkhkhhkhkhhkhkhkkhkhhkkhkhhhkdkdbhkhkdthhkhkkdhik
Peak Number 6 2-Propancl, 1-(2-methoxy-1-... Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T
9.55 0.09 ug/L 43945 1,4-Dichlorocbenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm - CAS#H Qual

e o e e i e e s e e em s e e e fm ke e e e e mm e mm e o e = = e e e = e ke e Tm e e = e — am e e = . = - = . A i

1 2-Propanocl, 1-(2-methoxy-l-methy... 148 C7H1603
2 2-Propanol, 1,1’-oxybis- (CAS) $... 134 C6H1403

020324-32-7 78
000110-98-5 50

3 Methane, diethoxy- 104 CS5H1202 000462-95-3 9
4 Silane, ethyldimethyl- $$ Dimeth... 88 C4H12Si 000758-21-4 9
Abundance Scan 541 (9.550 min): 00562.D (-) m/z 59.10 100.00%

59
5000 45
73 103
| 86 920 940 960 9.80
SRR 111 S .. N — m/z 45.10 42.05%
miz--> 20 30 40 S0 60 70 80 90 100 110 120 130
IAbundance #43943: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
59
5000
45 73 103 920 940 960 9380
31 l ( m/z 103.10  32.18%
- W,L..,!...,..r«-...,,Jﬁ.,....,....,.lﬁﬁ,...,m.T?‘?.‘.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #29204: 2-Propanol, 1,1"-oxybis- (CAS) $$ Dipropylene glyc...
59
L T e ROME S & S
920 940 960 9.80
5000 31 45 m/z 73.10 29.98%
103
.]....',....,'!L..,,.,I- S EE—
fz--> 20 30 40 S50 60 70 80 90 100 110 120 130 P\
bundance #10225: Methane, diethoxy- SN .1 H ,/\’“\ L
g 920 940 960 980
m/z 41.10 18.09%
5000
31 103
47 \ W
41 75
miz—> 20 30 40 SO 60 70 80 90 100 110 120 130 920 940 960 980

}J0562.D SCANS508.M Wed Jan 30 09:02:03 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN29\00562.D Vial: 4

Acg On : 29 Jan 2002 1:02 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
IR R S SRS S SRR RS AR S E RS RS R R R R R SRR R R R R R R R R SRR R EE SRR R EEEEEEE R RS R LR EEEE LTRSS
Peak Number 7 1-Propanol, 2-(2-hydroxypro... Concentration Rank 12

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

9.64 0.08 ug/L 37374 1,4-Dichlorobenzene-d4 9.72
Hit# of &5 Tentative ID MW MolForm - CAS#H# Qual
1 1-Propanol, 2-(2-hydroxypropoxy) ... 134 C6H1403 000106-62-7 39
2 Silane, ethyldimethyl- $$ Dimeth... 88 C4H12Si 000758-21-4 39
3 2-Propanol, 1,1’'-oxybis- (CAS) $... 134 C6H1403 000110-98-5 38
4 S5-TRIDEUTEROMETHYLTETRAZOLE 87 C2HD3N4 026087-52-5 9

Abundance Scan 549 (9.642 min): 00562.D (-) m/z 59.05 100.00%
59
5000
45 73 103 "
4q 59 940 960 930 1000
S | 1) S W) R SN - m/z 45.10 37.51%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
IAbundance #29195: 1-Propanol, 2- S_:)Z hydroxypropoxy)- $$ 2-(2-Hydroxyp...
b
5000 "'ﬁl""l""l[\'\'x'\'l"'
31 940 960 9.80 10.00
45 103 m/z 103.05  35.85%
] S B 1 75 89
TTYTTT LERN Illllll Il'rl LA lll Illl " LN
miz-> 20 25 30 35 40 45 50 55 60 ‘65 70 75 80 85 90 95 100 105 110
IAbundance #4811: Silane, ethyldimethyl- $$ Dimethylethyisilane $$ Et...
5p
940 960 9.80 10.00
5000 m/z  73.10 30.57%
45 ' 73
87
|| | l
ARARE RARSA RRRRA RARRS UNGABUMRRAN SRR AR ASALUIAAS
niz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 P\
IAbundance #29204: 2-Propanol, 1,1"-oxybis- (CAS) $$ Dipropylene glyc... T o /r\rr?\f{‘ T
Sp 940 960 9.80 10.00
m/z 41.10 17.06%
31
5000 45
103
L] |Illl]ll‘l|III¥rrlll'!!!lllllllllll ll llllll ll' l TY lll TY TTT [T T T
fz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 940 960 9.80° 10.00
)0562.D SCAN508.M Wed Jan 30 09:02:03 2002 Page 9
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- Data File
Acqg On
Sample
Misc

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN29\00562.D

29 Jan 2002
508 scan
January 29,

MS Integratlon Params:

Quant Method

Title
Library

Peak Number

C:\MSDCHEM\1. .

1:02 pm

2002
LSCINT.P

508 scan method
C:\DATABASE\WILEY7N.L

hhkhkhkhhkhkhkhkhkhhkhkhkdhkhkhkhkhhhkkdkhkkhkhkhkhkhkhkhkhkhkhkkhkhhkkhkhhkhkhkhkhkhkhkhkhkhkhhkhkhkhkrhkhkhhkhhkhkhkkdkkk
Concentration Rank -3

8

2-Propanol,

EstConc

e e o r e e e s e e . am — mm  e am m Et dm . M e e m e = e e m e e W e e e mm e e e T 4 me m e e m e mm e e .

103522

1- (2-methoxypro.

Relative to ISTD
1,4-Dichlorobenzene-d4 9.

MW MolForm

Vial: 4
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

1 2-Propanol,

1- (2-methoxypropoxy) . .

148 C7H1603

013429-07-7 83

2 3-Pentanol (CAS) $$ Diethyl carb... 88 C5H120 000584-02-1 38
3 Methane, diethoxy- $$ Ethane, 1,... 104 C5H1202 000462-95-3 9
4 3-Hexanol (CAS) $$ Hexan-3-ol 102 Ce6H140 000623-37-0 9
bundance Sc;n 567 (9.847 min): 00562.D (-) m/z 59.10 100.00%
2]
5000
45 73 960 9.80 1000 10.20
ey e m/z 45.10 11.31%
m/z-—-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43942: 2-Propar510|, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
2]
960 980 1000 1020
m/z 43.10 11.13%
31 45 73
S N Y S Y SN e 190
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4869: 3-Pentar510| (CAS) $$ Diethyt carbinol $$ 3-Pentyt al...
0
3 960 980 1000 10.20
5000 m/z 73.10 9.63%
41
11—
prrrTYy T T IR RAAREREEE AR NS R VR VR
mfz—-> 20 30 40 50 60 70 80 90 100 110 120 130
lAbundance #10228: Methane, diethoxy- $$ Ethane, 1,1-[methylenebis(o...
31 59 960 9.80 10.00 1020
m/z 41.10 9.53%
5000 103
47 s [\
rl"!(rl""l'il'l'l"J'i""l""I"_'_rggl""I""_TT"‘IT"'I"_'_f T —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 960 980 1000 1020
00562.D SCANS508.M Wed Jan 30 09:02:03 2002 Page 10
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN29\00562.D
Acg On 29 Jan 2002 1:02 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: 4
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

hkhkkkhkkkhhkkhkkkhkhhkhkkhkhkkhkhkhkkhkkhkhkhkkhkhkhkhkhkhkkhkkkhkhkhkhkkhkkkhkhkkhkhkhkhkhkhkhkkhkkhkhkkhkhkhhhkhkhkhkdkk

Peak Number 9 Cyclopentasiloxane, decamet...

Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T
12.54 0.10 ug/L 67441 Naphthalene-ds 13.19
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentasiloxane, decamethyl- 370 C1l0H3005S8i5 000541-02-6 83
2 Cyclopentasiloxane, decamethyl- 370 ClO0H3005S1i5 000541-02-6 45
3 Pentasiloxane, 1,1,3,3,5,5,7,7,9... 356 C10H3204Si5 000995-83-5 42
4 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 33
[Abundance 7 Scan 803 (12.542 min): 00562.D (-) m/z 73.10 100.00%
B
5000 267
355
1220 1240 1260 12.80
T N L L LI ! m/z 267.00  40.74%
niz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #313068: Cyclopentasiloxane, decamethyl-
73
267- 355
5000 LUV U
12.20 12.40 12.60 12.80
m/z 355.10 32.31%
_ 191207 251 323339 h
"llll TIT'IVI lllllllllllllllllll 'll II llllllll rrrryrrrrrrrri
jniz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #313065: Cyclopentasiloxane, decamethy!-
7B
1220 1240 1260 1280 _
5000 267 m/z 356.10 15.36%
355
45
| 193 23 2 323339
r'l‘l"lll'll LARSLIRZ0 JLULILEE S [ 20 B N (L I N L I B (e 4
m/z--> 0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #302654: Pentasiloxane, 1,1,3,3,5,5,7,7,9 9-decamethyl- — e T
B 2T7 12.20 12.40 1260 12.80
m/z 268.00 11.64%
5000 133
341
l 207 282
251
HUNMMUNBRAR R UL UL LA I B I SARALIARAE AR IRAAN DARAL DARA DARAS SABA ERAUNARAUREARUNVU MUV
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 12.20 12.40 1260 12.80

0562.D SCANS08.M Wed Jan 30 09:02:03 2002

NYC-WTC_000051581

Page 11



NYC 9/11 Public Portal Document

Library Search Compound Report

* Data File C:\MSDCHEM\1\5973N\02JAN29\00562.D Vial: 4
Acg On 29 Jan 2002 1:02 pm Operator:
Sample 508 scan Inst Instrumen
Misc January 29, 2002 Multiplr: 1.00
MS Integratlon Params: LSCINT.P
Quant Method C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

R R R R L R R R E R R R R R R R R R R R R R R E XX R R E R R R TR E R E R R R R R R R R R R LR R R L LR T S %
Peak Number 10 3-Cyanocarbazole $$ 9H-Carb. Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
22.28 0.15 ug/L 123323 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm . CAS#H Qual

1 3-Cyanocarbazole $$ 9H-Carbazole...
2 Phenanthrene, 9-methyl- $$ 9-Met...
3 N-perdeuteriobenzylideneaniline

4 Corlumidine

192 C13H8N2
152 C15H12
192 C13D11N
369 C20H19NO6

057102-93-9 64
000883-20-5 59
000538-51-2 58
000000-00-0 53

m/z 192.10 100.00%

=

2200 2220 2240 2260

m/z 96.00 15.51%

%

2200 2220 2240 2260

m/z 193.10 15.21%

5

2200 2220 2240 2260

r\bundance Scan 1656 (22.280 min): 00562.D (-)
192
5000
146
8
46 84 70 ,,I 118 A 160 JL
l 7T TT' Tr l l ] TTTY ’ LR T r llllllllllll
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103424: 3-Cyanocarbazole $$ 9H-Carbazole-3-carbonitrile (CAS y
192
5000
96 164
138
miz—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene
192
5000
96 65
88 139152 ' 176
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #88409: N-perdeuteriobenzylideneaniline
192
5000 82
54 110
30 94 160
/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

m/z 146.10 15.18%
rlr|Il1v|/rx|‘—[||vlvArvl
m/z 191.10 14.94%

i

LRI B LI B B B SRLAR LN LN SRUBLEN UL B

2200 2220 2240 2260

00562.D SCANS508.M
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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\02JAN29\00562.D

29 Jan 2002 1:02 pm

508 scan

January 29, 2002
LSCINT.P

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

.\SCAN508.M (RTE Integrator)

vVial: 4
Operator:
Inst Instrumen
Multiplr: 1.00

khkhkhkkkhkhkhkhhkhhhkhkhkhkhhhkhhhhhkhkhhhhhkhkhhhkhkhkhkhkhhhkhkhhhkhhkhkhkhkhhhkhkhkhkkhkkhkkdkkkkhkhkk

Peak Number 11

DECADEUTEROPHENANTHRENE $$

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
22.77 0.46 ug/L 371909 Phenanthrene-d10 22.65
Hit# of S Tentative ID MW MolForm - CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 80
2 Anthracene-D10 188 C14D10 000000-00-0 80
3 Phenanthrene-d4d10 188 C14D10 001517-22-2 72
4 1-methyl-5-methoxy-1,4-epoxynaph... 188 C12H1202 000000-00-0 59

lAbundance Scan 1699 (22.771 min): 00562.D (-) m/z 188.15 100.00%
188
5000
o | P 2 R Pt 2o
160 . . . X .
BT S VY NN | RN - L LY | Rz Sato — 22.68%
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 4
188
5000 |Il L AL T
22‘40 2260 2280 2300 2320
80 94 m/z 184.10 17.64%
""I“"I“”l"6=e‘l""ll""l""I""l""l""l“"l""T”1'5Hs'”W""l'hlll”"l
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
bundance #84498: Anthracene-D10
188
2240 2260 2280 23.00 23.20
5000 m/z 189.10 12.97%
80 o4
66 l I 160
llllllllllllll !I IIIIIlYIlI!lll[lllllllllllllllllllll’l’" II:I%IITI Illlll!lllll|||'l
iz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84499: Phenanthrene-d10 T T T T T
188 22.40 2260 22.80 23.00 23.20
m/z 80.10 11.37%
5000
il |
66 .| .;I 180l
AR ASABARRARA NAAEE RARRN SRR NAARS BARAE BARAS BARRS SARSAEBARAS B RS BARSNEAR A MUVUUN UL
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 22.80 23.00 23.20

J0562.D SCANS508.M
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Library Search Compound Report

" Data File : C:\MSDCHEM\1\5973N\02JAN29\00562.D Vial: 4
Acg On : 29 Jan 2002 1:02 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
KA A Ak AKAAEKATEAAKRAKRAARAAXRAA AR A A A A A A AR A A A A AR A A A A A LA A b AT htd
Peak Number 12 Dibutyl phthalate Concentration Rank 9
R.T. EstConc Arxea Relative to ISTD R.T.
24.85 0.12 ug/L 94439 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm . CAS#H Qual
1 Dibutyl phthalate 278 C1l6H2204 000084-74-2 83
2 1,2-Benzenedicarboxylic acid, bu... 278 C16H2204 017851-53-5 83
3 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 78
4 Dibutyl phthalate 278 CleH2204 000084-74-2 78
lAbundance Scan 1881 (24.8:9min): 00562.D (-) m/z 149.00 100.00%
149
5000
41 s | 2460 24.80 2500 2520
S S/ P o - I | 205 2 | [W/Z 150.00 5.72%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
iAbundance #223233: Dibuty! phthalate
149
5000 'lll,_flll,rlll"lll’lTl
2460 24.80 25.00 2520
m/z 41.10 7.48%
223
e T8 1B A A o 7
7-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
bundance #223230: 1,2-Benzenedicarboxylic acid, butyl 2-methylpropy...
qg
24160 2480 2500 2520
5000 m/z 56.10 5.50%
27 41 57 76 104 121 205 223 278
niz—> 20 40 60 80 100 120 140 160 180 260 220 240 260 280
IAbundance #223249: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)... e e T
149 24.60 24.80 25.00 25.20
m/z 57.10 4.48%
5000
57
ol Te v m w5 e e
jz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2460 24.80 25.00 2520
00562.D SCANS508.M Wed Jan 30 09:02:04 2002 Page 14
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Tentatively Identified Compound (LSC) summary

perator ID: Date Acquired: 29 Jan 2002 1:02 pm

ata File: C:\MSDCHEM\1\5973N\02JAN29\00562.D

ame: 508 scan

isc: January 29, 2002

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

ibrary Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
3.60 0.1 ug/L 64745 1 9.72 9299380 20.0
4 .24 0.2 ug/L 75582 1 9.72 9299380 20.0
4.63 0.1 ug/L 69459 1 9.72 9299380 20.0
4 .85 0.2 ug/L 82875 1 9.72 9299380 20.0
5.89 3.8 ug/L 1757590 1 9.72 9299380 20.0
9.55 0.1 ug/L 43945 1 9.72 9299380 20.0
AN 9.64 0.1 ug/L 37374 1 9.72 9299380 20.0
ie 9.85 0.2 ug/L 103522 1 9.72 9299380 20.0
12.54 0.1 ug/L 67441 2 13.19 13240900 20.0
... 22.28 0.2 ug/L 123323 4 22.65 16346200 20.0
DECADEUTEROPHENAN. .., 22.77 0.5 ug/L 371909 4 22.65 16346200 20.0
Diputyl phthalgte 24.85 0.1 ug/L 94439 4 22.65 16346200 20.0
00562.D SCAN508.M Wed Jan 30 09:02:04 2002 Page 15
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