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User: Vinci, David L .
Westchester Dept. of Labs & Research
Date: 02/01/2002 Time: 14:18:17

Sample: AE0Q0656

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

Started: 2/1/02 14:17 Ended: 2/1/02 14:17 Analyst: DLV
Page: 1 )

Other unknown compounds

Surr_2,4-DDD 89
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Comments for Sample AE00556 - Analysis $GCMS
‘Westchester Dept. of Labs & Research

User: Vinci, David L

Date: 02-01-2002 Time: 15:08:10

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.

NYC-WTC_000051550
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Quantitation Report

‘Data File : C:\MSDCHEM\1\5973N\02JAN29\00556.D

Acg On : 29 Jan 2002 12:12 pm
Sample : 508 scan
Misc : January 29, 2002

MS Integration Params: SPLIT.P
Quant Time: Jan 30 08:25:52 2002

(Not Reviewed)

Vial:

Operator:

Inst

Multiplr:

Quant Results File:

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

Title : 508 scan method

Last Update : Fri Jan 11 13:20:07 2002
Response via : Initial Calibration

DataAcg Meth : SCAN508
Internal Standards

1) 1,4-Dichlorobenzene-d4
10) Naphthalene-ds
17) Acenaphthene-dilo0
29) Phenanthrene-d10
38) Chrysene-dil2
44) Perylene-di2

System Monitoring Compounds
37) 2,4-DDD
Spiked Amount 5.000

Target Compounds
20) Dimethylphthalate
21) 2,6-Dinitrotoluene
35) Di-n-butylphthalate
42) Bis(2-ethylhexyl)phthalate

18.
.34

18

24.
31.

34

85
11

163
165
149
149

3

Instrumen
1.00

SCANS508.RES

Response Conc Units Dev(Min)

1490409 20.
6278802 20.
3297213 20.
5579176 20.
4973775 20.
3530177 20.
392628 4.
Recovery
526709 2
418741 9
126580 0
51540 0

.42
.86
.35
.76

= manual integration

(#) = qualifier out of range (m)
00556.D SCANS08.M

NYC-WTC_000051551

Wed Jan 30 08:25:53 2002

ug/L 0.00
ug/L -0.02
ug/L  -0.01
ug/L  -0.03
ug/L -0.02
ug/L 0.00
ug/L 0.00
89.00%

Qvalue
ug/L # 56
ug/L # 17
ug/L 97
ug/L 95
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Data File : C:\MSDCHEM\1\5973N\02JAN29\00556.D Vial: 3

Acg On : 29 Jan 2002 12:12 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: SCANSO08.RE

Method : C:\MSDCHEM\1\METHODS\METHODS\SCANS08.M (RTE Integrator)

Title : 508 scan method

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

Response via : Initial Calibration
Abundance TIC: 00556.D

8000000

7500000

7000000

Naphthalene-d8,i
|
Phenanthrene-d10,1

ne-d12,!

6500000

L]
.
Chry

5500000

5000000

Perylene-di2,|

1.4-Dichlorobenzene-d4,]

4500000

4000000 -

3500000

2500000

24-0DDS

1500000

1000000

Bis(2-ethylhexyl)phthalate

Di-n-butylphthalate

Oldpartorry N B R e e e na s B ‘L l ........ LL L ..........
Time--> 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000 3200 3400 3600 3800

00556.D SCANS508.M Wed Jan 30 08:25:53 2002 Page 2
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Data File C:\MSDCHEM\1\5973N\02JAN29\ 00556 .D Vial: 3

. Acg On 29 Jan 2002 12:12 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
# min scan scan
1 3.602 19 20
2 4.241 71 76
3 4.630 103 110
4 4,847 123 129
5 5.885 217 220
6 9.550 539 541
7 9.710 551 555
8 9.847 561 567
9 11.651 721 725
10 12.542 799 803
11 13.192 855 860
12 18.341 1305 1311
13 22.280 1651 1656
14 22.634 1681 1687
15 22.771 1695 1699
16 24.849 1877 1881
17 27.726 2129 2133
18 30.489 2369 2375
19 31.105 2423 2429
20 34.416 2713 2719

J0556.D SCANS508.M

NYC-WTC_000051553

last
scan
25
79
119
141
247

547
561
577
731
807

865
1315
1661
1693
1713

1887
2137
2381
2439
2747

Sum

TY
rBV
rBV3
rvB4
rBV3
rVB

rBV3
rvv
rVB
rvv
rvv

rBV
rBV
rvv
rBv2
rVB

rBV
rBvV
rBV2
rvva
rBvV

688160

17615
4193021
20975
49767
37291

6324041

6821914_
59920

6447133
81222

113561
1037072
5796383

35688
4476065

1637769

42294
8497226
60070
84542
62869

12044613
13372236
109750
14881799
275019

204092
1891314
14333883
134237
11860239

of corrected areas:

Wed Jan 30 09:01:56 2002

=

0
[oNeNeRNNeo

HOOOO

79724626
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN29\00556.D

Operator :

Acquired : 29 Jan 2002 12:12 pm using AcgMethod SCAN508
Instrument Instrumen

Sample Name: 508 scan

Misc Info : January 29,

Vial Number: 3

2002

Quant File :SCANS08.RES (RTE Integrator)

Abundance
6000000
5000000
4000000
3000000
2000000

1000000
0 360 4244@5

589

TIC: 00556.D

9.71

959, 8

N\, ﬁf‘

N
(1165 1254

13.19

Yy,

rﬁ

Time--> 4 00 5 00

TS
6.00 7.00

— T
8.00 9.00 1000 1100\"1/200

T
1300 14.00 15.00

lAbundance

6000000

5000000

4000000

3000000

2000000

1000000

1834

—

TIC: 005856.D
2263

e

2228077

/

Ve
24.85

o] S
Time-> 1600 17.00

——T T
18.00 19.00

T T

’ T I i T T ' T T
20.00 21 00 22 00 23. 00 24.00

—A T
2500 2600 27.00

IAbundance

6000000

5000000

4000000

3000000

2000000

1000000

30.49

31 11

y

TIC: 00556.D

3442

A

c ‘ T T T 1 ‘ T T
Time-> 28.00 29.00

MU
30.00 31 00

U T
32.00 3300 3400 _ 3500

T
36.00

— T
3700 3800 39.00

)0556.D SCANS08.M

NYC-WTC_000051554

Wed Jan 30 09:01:56 2002
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Data File C:\MSDCHEM\1\5973N\02JAN29\00556.D Vial: 3

Acg On 29 Jan 2002 12:12 pm Operator:

Sample 508 scan Inst : Instrumen
Misc January 29, 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

khkkhkhkhkkhhkhkhkhkhkhhkhkhkhkhkhkhhhhhhkhkhhhhkhkhkhkhkhkhkhkhkkhkhhhhkhhkhkhhhhhkkhkhkkhkhhkhkhkkhkkki*k

Quant Method

Peak Number 1 Butanoic acid, methyl ester... Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T
3.60 0.12 ug/L 50371 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Butanoic acid, methyl ester (CAS... 102 CS5H1002 000623-42-7 78
2 Butanoic acid, methyl ester (CAS... 102 CS5H1002 000623-42-7 78
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 72
4 Butanoic acid, methyl ester 102 CSH1002 000623-42-7 72
Abundance Scan 20 (3.602 min): 00556.D (0) m/z 43.10 100.00%
43
74
5000
59
87
l l | ' ” 3.50 3.60 3.70 3.80 3.90 4.00
SS— 1] -1 I S i AN | N —— m/z 74.10 76.939
m/z—> 10 20 30 40 50 60 70 80 90 100 110
lAbundance #9220: Butanoic acid, methyl ester (CAS) $§$ Methy! butyrat...
4B
74
5000 1° 27 - q
3.50 3.60 3.70 3.80 3.90 4.00
59 87 m/z 71.10 67.74%
'I'T"I""I?s"'l'!"'l“l"ffr"l' "I"'l'l"";‘(')z"'l
m/z—-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9227 Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74
1350 3,60 3.70 3.80 3.90 4.00 _
5000 m/z 41.10 33.98%
59
87
BURMARUN "I""I!P"I""'I"'?gl' "l""l""l1(')2"’l
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9219: Butanoic acid, methyl ester
8 3.50 3.60 3.70 3.80 3.90 4.00
74 m/z 59.00 28.39%
5000 27
15
59 87
33 38 || 102
LELEN SRR FL LN DL LAY UL L UL L UL LA LA N LA AN LA | LR I R A AR AR AL
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 3.50 3.60 3.70 3.80 3.90 4.00

J0556.D SCANS508.M

NYC-WTC_000051555

Wed Jan 30 09:01:56 2002
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Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

‘Data File C:\MSDCHEM\1\5973N\02JAN29\00556.D

Acg On 29 Jan 2002 12:12 pm

Sample 508 scan

Misc January 29, 2002

MS Integration Params: LSCINT.P

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

Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

hhkhkhkhkkhkdhhkhkkhkhhkhhhkhhkhhhkhkhkhkhkhkhkhkhkhkkhkhkhkhkhkhkhkkhkhkhkhkhhkkkhkhkhkhhhkkhkhkkkkhkkkkkkkk

Peak Number 2

Glycine, methyl ester $$ NH...

Relative to ISTD

Concentration Rank 11

1,4-Dichlorobenzene-d4

R.T EstConc Area
4.24 0.09 ug/L 38623
Hit# of 5 Tentative ID

MolForm

1 Glycine, methyl ester $$ NH2CH2C...

2 4-Hydroxy-6-methylheptanal dieth..

3 4-(3-Butenoxy)butanoic acid
4 (2-Methyl-oxetan-2-yl)-methyl-1,

C3H7NO2
Cl2H2603
C8H1403
C9H1603

000616-34-2 9
119702-46-4 9
000000-00-0 9
114872-47-8 9

Abundance Scan 76 (4.241 min): 00556.D (-)
80
43 55
5000
miz-> 30 40 S50 60 70 80 90 100 110 120 130 140 150 160 170

89.10 100.00%

SN S
380 400 420 440 460

m/z 87.10 94 .42%

Abundance #5025: Glycine, methyl ester $$ NH2CH2COOCH3
89 [\
5000 R e e B
380 400 420 440 460
44 m/z 43.10  78.81%
S - I e —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #141158: 4-Hydroxy-6-methylheptanal diethyl acetal $$ 4-He...
69 &7
380 400 420 440 460
5000 m/z 55.00 72.33%
43
57 |
1] | | 172
T T T e e e T T e O e T T e
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 ﬂ
Abundance #57637; 4-(3-Butenoxy)butanoic acid N\ — T
87 380 400 420 440 4.60
m/z 41.10 37.82%
43
5000
H s
miz-> 30 40 S50 60 70 80 90 100 110 120 130 140 150 160 170 380 4.00 420 440 460

J0556.D SCANS508.M

NYC-WTC_000051556

Wed Jan 30 09:01:57 2002
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Data File C:\MSDCHEM\1\5973N\02JAN29\00556.D
Acg On 29 Jan 2002 12:12 pm

Sample 508 scan

Misc January 29, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

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

khkhkhkhkkkhkhkhkhkhkhkhhkhkhkhkhkhkhhkkhkhkhkhkhkhhkhkhkhkhkhkhkhhhkkhkkhhkhkhkhkhkhkhhkkhhhkhkkhkhkkhkkhkhkhkkdkhkkk

Peak Number 3 2-Buten-1-0l, 3-methyl- Concentration Rank 7
R.T EstConc Area Relative to ISTD R.T

463 0.12 ug/L 52549  1,4-Dichlorcbenzene-da 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1 2-Buten-1-o0l,

2 Butanoic acid, 2-methyl-, methyl...
3 Butanoic acid, 2-methyl-, methyl...
4 Butanoic acid, 2-methyl-, methyl...

3-methyl-

86 C5H100
116 C6H1202
116 C6H1202
116 C6H1202

000556-82-1 38
000868-57-5 35
000868-57-5 35
000868-57-5 35

Abundance Scan 110 (4.630 min): 00556.0 () m/z 71.10 100.00%
1 57 mn 88
5000
101
l 51 | II l 420 440 460 480 500
-~ ettt -— m/z 41.10 89.24%
n/z—-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4074: 2-Buten-1-ol, 3-methyi-
i
5000 39 53
420 440 460 480 500
rrl.,. .,!...II»...,rf..',:...,..I.Im..,....,....,..
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #16441: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
88
57
420 440 460 480 500
5000 m/z 57.10 81.53%
41
29 ' 101
69
' ”I ! .
B L i e A A m o e a  T.
mz-> 20 30 40 50 60 70 80 9 100 _ 110 _ 120 M \ n
Abundance #16436: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me... Pl
= 88 420 440 460 480 500
m/z 43.10 60.55%
5000
27 I 101
T |33 T T Ill elg| T Hy T 11e
m/z--> 20 30 40 50 60 70 80 92 100 110 120 420 440 460 480 5.00
10556.D SCANS508.M Wed Jan 30 09:01:57 2002 Page 5

NYC-WTC_000051557
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Data File : C:\MSDCHEM\1\5973N\02JAN29\00556.D Vial: 3

Acg On : 29 Jan 2002 12:12 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

hhkkhkhkhhkhkkhkhkhkhkhkhkhkhkhkkkhkkhkhkhkhkhhkhkhkhkhkkhkhkhkhkhhkhkhkhkhkhhhhkhhkhkkhkhkhkhbhkhkhkhkthkhkhkhkhhkhii

Peak Number 4 1-CYCLOPENTEN-4-0OL $$ 3-Cyc... Concentration Rank 3

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

4.85 0.21 ug/L 91131 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 1-CYCLOPENTEN-4-OL $$ 3-Cyclopen... 84 C5H80 014320-38-8 72
2 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 CS5H80 000107-86-8 72
3 3,4-Dihydropyran $$ 2H-Pyran, 3,... 84 CS5HS8O 000110-87-2 72
4 2-Butenal, 3-methyl- $$ Crotonal... 84 C5HS80 000107-86-8 72

[Abundance Scan 129 (4.847 min): 00556.0 () m/z 84.05 100.00%
84
55
5000 41
59
35‘ o5 b ’ 440 460 480 500 520
S 1 P ', LA S D —— N — m/z 55.10 57.31%
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
iAbundance #3364:; 1-CYCLOPENTEN-4-OL §$ 3-Cyclopenten-1-of (CAS) $% 4...
g

7 /\/\

‘ 440 4.60 480 500 520

“ 66 69 m/z 83.10 44.42%

I )
ANnany SRR R L SRR IREREFREEEERaZRY
n/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95

Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$...
84
55 Illll'llll]l']1"lvll|l|l
440 460 480 500 520
5000 39 m/z 41.10 41.84%
27
SRR ESNE— w A N A | N —
m/z—-> 20253035404550556065707580859095
Abundance #3375: 3,4-Dihydropyran $$ 2H-Pyran, 3,4-dihydro- (CAS) $$...
56 84 440 460 480 500 520
m/z 39.10 34.97%
5000
4
| ‘ 69
aa ST |
R A RRA e .. R A aas RaE s S L L e RARS.

m/z—-> 20253035404550556065707580859095 440 460 480 500 520

J0556.D SCANS08.M Wed Jan 30 09:01:57 2002 Page 6
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Data Fi
Acg On
Sample
Misc

MS Integratlon Params:

Quant Method

Title

Library

Peak Number 5 3-Pentanol, 2,4-dimethyl-

LiptLtary oSearcil compouna Keporc

le : C:\MSDCHEM\1
29 Jan 2002
508 scan
January 29,

C:\MSDCHEM\1. .

\5973N\02JAN29\00556.D
12:12 pm

2002
LSCINT.P

508 scan method
C:\DATABASE\WILEY7N.L

hkhkkkhkhkhhkhkhhkkhhhkhkhkhkhkhkhhkhhkhkhkhhkhhkhkhkhkhkhkhkkhkhhkhkkhkhkhkhhkhkkhhkhkhkhhkkhkhkhkhkhkhkhhkhkhkhkhkkhkk

Vial: 3

.\SCAN508.M (RTE Integrator)

Operator:
Inst
Multiplr: 1.00

Instrumen

Concentration Rank 1

R.T EstConc Area Relative to ISTD
" 5.89  3.85 ug/L 1637770  1,4-Dichlorobenzene-d4  9.72
Hit# of 5 Tentative ID MW MolForm
1 3-Pentanol, 2,4-dimethyl- 116 C7TH160  000600-36-2

2 Butane,

2-methoxy-2-methyl- $$ E... 102 C6H140

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

4 3- (CYCLOHEX-3'

-EN-YL) PROPANOL $$... 174 C8H1404

000600-36-2 36
000994-05-8 33
000000-00-0 33
015745-87-6 33

[Abundance Scan 7250 (5.885 min): 00556.D (-) m/z 73.10 100.00%
5000
43 Illllllv[r l'l’lllllll
560 580 6.00 6.20
S S U LA | | [W/z 43.10 25.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #17063: 3-Pentanol, 2,4-dimethyl-
B
5000 7 ...,--:.,.J...l....,r.
55 6560 580 600 6.20
o B m/z 45.10 9.61%
O Y
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #9702: Butane, 2-r;ethoxy-2-methyl- $3$ Ether, methyl tert-p...
B
T 7T LY l’l'l LN L ) ' T
560 580 6.00 6.20
5000 m/z 41.10 9.02%
55 87
7 % l
T e e T e T R T e T e e e e T e
nfz—> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 150 160 170 180
f«bundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropy! ester
by 560 5.80
m/z 71.10 6.236
5000
43
27 “ 55 o 87 113 174 A
L B o o e e o o A e e RA S E o L RARAREAES L e
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 5.80 00 6.20
0556.D SCAN508.M Wed Jan 30 09:01:57 2002 Page 7
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‘Data File C:\MSDCHEM\1\5973N\02JAN29\00556.D Vial: 3

Acq On 29 Jan 2002 12:12 pm Operator:

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

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1.

Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

.\SCaANS508.M (RTE Integrator)

khkhkhkhkhhkhkhkhkdhkhhhkhkhkhhkhkhkhkhkhkkhkhkhkhhkkhkhkhhkkhkhkhkhkkhkhkkhkhkhkhkhkhhkhkhkhhkkhhkhkhkhkhhkhhkkhkhkhkkk

Peak Number 6 2-Propanol, 1,1’-oxybis- (C... Concentration Rank 10
R.T EstConc Area Relative to ISTD R.T

o.55  0.10 ug/L 42294  1,4-Dichlorobenzene-d4 9.72

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Propanol, 1,1’-oxybis-

2 3-Hexanol

(cas) $...
(CAS) $$ Hexan-3-o0l $S$...
3 3-Pentanol (CAS) $$ Diethyl carb...

134 C6H1403
102 C6H140
88 C5H120

000110-98-5 56
000623-37-0 33
000584-02-1 9

4 Ethane, l-ethoxy-1l-methoxy- 104 C5H1202 010471-14-4 9
Abundance Scan 541 (%SSOmin): 00556.D (-) m/z 59.10 100.00%
5
45
73 —
|| 920 940 960 980
S SN ) S E— . SN R m/z 45.10 52.13%
miz—> 20253035404550556065707580859095100105110
Abundance #29204: 2-Propanol, 1,1'-oxybis- (CAS) $$ Dipropyiene glyc...
5
5000 31 -
45 103 920 940 960 9.80
\ m/z 103.00 37.22%
ST [ I ) N
miz--> 20 25 30 35 40 45 50 55 '60 65 70 75 80 85 %0 95 100105110
Abundance #9591: 3-Hexanol (CAS) $$ Hexan-3-ol $$ C2HSCH(OH)C3H7 $$ ...
59
M
SRR M L
31 920 940 960 9.80
5000 m/z 41.10 25.34%
73
1 «
..,...q....,....,....,.!.;' ........ 1 7 I EE— 84 .......................
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110
Abundance #4874: 3-Pentanol (CAS) $$ Diethyi carbinol $$ 3-Pentyl al... e e
59 920 940 960 980
3 m/z 73.10 24.02%
5000
41
I | l TV !I!H'l""l""!'“ I”"l'"’7Io'"'l""I""I""I""I""l""I""I"' L TTTTT T N I/'\\'/\"II\
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110 920 940 960 980
)0556.D SCANS508.M Wed Jan 30 09:01:57 2002 Page 8
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Data File C:\MSDCHEM\1\5973N\02JAN29\ 00556 .D Vial: 3

Acq On 29 Jan 2002 12:12 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
Library :

. se

C:\DATABASE\WI

508 scan method

LEY7N.L

hkkhkhkhkhkkhkhkhhhhhhkhhhhkhhkhkhhkkhkhkhhkhkhkhkhkkhkhhhkkhkhkhkhkhhkkhkkkhkhkhkkhhkhkhkkhhdhhhkhhkhhhkk

Peak Number 7 2-Propanol,

1- (2-methoxypro...

Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T
9.85 0.14 ug/L 60070 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Propanol,
2 PROPYLENE GLYCOL TRIMER 1
3 TRIPROPYLENE GLYCOL 2
4 TRIPROPYLENE GLYCOL 1

1- (2-methoxypropoxy) ...

148 C7H1603
174 CSH1803
192 C9OH2004
192 C9H2004

013429-07-7 74
000000-00-0 64
000000-00-0 43
000000-00-0 43

Abundance Scan 567 (9.847 min): 00556.D (-) m/z 59.05 100.00%
50
A/\‘k
4 m
45 T T o
73 104 960 980 1000 1020
e : m/z 45.10 18.41%
miz—-> 30405060708090100110120130140150160
lAbundance #43942: 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
1 A/\W
5000 - ,
960 980 1000 1020
m/z 73.10 10.78%
31 45 73
SN R S M S B (I ,
m/z—-> 30405060708090100110120130140150160
IAbundance 5#78532 PROPYLENE GLYCOL TRIMER 1
2]
- i W
960 980 1000 1020
5000 4 m/z 43.10 10.26%
103
SN W | NN S RO 0 " S,
m/z—> 30 40 50 60 70 80 90100110120 130140150160
iAbundance #102327: TRIPROPYLENE GLYCOL 2
5p 960 9.80 1000 10.20
m/z 42.10 9.21%
5000
45 103
8 N A /- 89 e 130 161 Wiy /\
et e L/ ArMML & 4--MMMUMMMMMMALL L M 0 . . S A T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 960 980 1000 1020

)0556.D SCANS508.M

NYC-WTC_000051561

Wed Jan 30 09:01:57 2002

Page 9



NYC 9/11 Public Portal Document
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Data File C:\MSDCHEM\1\5973N\02JAN29\ 00556 .D
Acg On 29 Jan 2002 12:12 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

e mmm e e ey = mrme e e - — -

Vial: 3

Operator:
Inst
Multiplr:

Instrumen
1.00

\SCAN508.M (RTE Integrator)

khkhkhkhkhkkhkhkhkhkhkhkhkhhkhhkhkhkhkhkkhkkhkhkhhkhkkhkkhhkhkhhkkhkkkhkhkhhkkhkhhhkhhkhkkhhhhkhkhkhkkhkhkkkkkkk

Peak Number 8 Nonanal (CAS) $$ n-Nonanal Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T
11.65 0.14 ug/L 84542 Naphthalene-ds 13.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonanal (CAS) $$ n-Nonanal $$ n-... 142 C9H180 000124-19-6 78
2 Nonanal (CAS) $$ n-Nonanal $$ n-... 142 C9H180 000124-19-6 53
3 1-Heptene (CAS) $$ 1-n-Heptene §$... 98 C7H1l4 000592-76-7 49
4 1-Heptene $$ n-Hept-l-ene $$ 1-n... 98 C7H14 000592-76-7 49
Abundance Scan 725 (11.651 min): 00556.D (-) m/z 57.10 100.00%
g
41
5000 70 82
98 "'l"A"l""l""l"'
||| 1 | “l 11.40 11.60 11.80 12.00
S 111 N |4 R |11 SO | TPOFRNN | ESE— m/z 56.10 74.749%
miz--> 20 30 40 50 60 70 80 20 110 120
Abundance #38509: Nonanal (CAS) $$ n-Nonanal $$ n-Nonylaldehyde $$ N...
a 57
5000 27 T T
1140 1160 11.80 12.00
‘ | a2 m/z 41.10 69.56%
98
"l‘"'I'3'4"l"7'1""I"'!I""I|!"'l”[!!I""I:‘1'4"I'
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #38524: Nonanal (CAS) $$ n-Nonanal $$ n-Nonylaldehyde $$ N...
57
AN AA
41 e L L
8000 1140 1160 11.80 1200
6000 m/z 43.10 63.54%
4000 | l
|| 8.2 98
UL SR UL LN SRR S L UL SN WL ML B
m/z—-> 20 30 40 50 60 70 80 90 100 110 120 /J\r\
Abundance #7327: 1-Heptene (CAS) $$ 1-n-Heptene $$ n-Hept-1-ene $$ h... . A , /\ A A —
a1 56 1140 1160 1180 1200
m/z 44.10 57.12%
5000 70
98
T l | 83
m/z—-> 2'0 3'0 4'0 5'0 6'0 7'0 8l0 90 1(|)0 11‘0 150 11.40 1160 11.80 1200

J0556.D SCANS508.M
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Liprary sSearcn Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN29\00556.D Vial: 3
Acg On : 29 Jan 2002 12:12 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

khhkhhkkhkhkkhkhhkhkhkhkhkhkhkhkhkhkhkhkhkkkhkkhkhkhkhkhkhkhkhhkhkhkhkhkhkhkhkhkhkhkhhkhkhkhkhkhkhkhhkhkhkhkhkhkhkhkkkhkhkhkk
Peak Number 9 Cyclopentasiloxane, decamet... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.54 0.10 ug/L 62869 Naphthalene-ds8 13.19
Hit# of 5 Tentative ID MW MolForm - CAS#H Qual
1 Cyclopentasiloxane, decamethyl- 370 C1lOH3005Si5 000541-02-6 64
2 Cyclopentasiloxane, decamethyl- 370 C10H3005S81i5 000541-02-6 64
3 3,4-DIHYDROXYMANDELIC ACID-TETRATMS 472 C20H4005Si4 000000-00-0 37
4 Noradrenaline tetraTMS 457 C20H43NO3s5i4 068595-65-3 37

Abundance Scan 803 (12.542 min): 00556.D (-) m/z 73.10 100.00%
7B
5000 267 355
l l 1220 12.40 1260 1280
o s, Ay | m/z 355.10 36.289
m/z—> 50 100 150 200 250 300 350 400 450
JAbundance #313065: Cyclopentasiloxane, decamethyl-
78
5000 267 ~ BV SV U B
1220 1240 1260 12.80
355 m/z 267.00 36.22%
45
1 193 223 323
Ty LA LML SRR UL S UL ML AL L
m/z--> 50 100 150 200 250 300 350 400 450
IAbundance #313068: Cyclopentasiloxane, decamethyl-
7B
355 12.20 1240 1260 12.80
5000 27 m/z 356.10 13.38%
_ 207 . 323
va L NLEAEN WU SN WL LA BN WAL AL BLRLELEL N
—> 50 100 150 200 250 300 350 400 450
Abundance #361636: 3,4-DIHYDROXYMANDELIC ACID-TETRATMS e
B 1220 1240 1260 12.80
m/z 268.00 12.48%
355
5000
45
| Aj?7 193 267 295 429 457
mz-> 50 100 150 200 250 300 350 400 450 1220 12.40 1260 1280
0556.D SCAN508.M Wed Jan 30 09:01:58 2002 Page 11
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Liprary sSearch Compound Report

Data File

C:\MSDCHEM\1\5973N\02JAN29\ 00556 .D Vial: 3
Acg On 29 Jan 2002 12:12 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

khhkkhhkhhhhkhhkhkhhhkkhhkhkhhkkhhkkhkhkhkhhhhhkhkhkhkhkhkhhhkhkhhhkhhkhhhkhkhhhhkhhhrrthrtrhhhhitk
Peak Number 10 N-perdeuteriobenzylideneani... Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T

22.28 0.15 ug/L 109750 Phenanthrene-dl0 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 64
2 Myristicine 192 C11H1203 000000-00-0 58
3 l-amino-2-methyl-4-isopropyl-thi... 192 CSH13N4PS 107264-54-0 50
4 6-Methoxy-2,4-dihydroxy-1,5-naph... 192 C9H8N203 000000-00-0 50

Abundance m/z 192.10 100.00%

Scan 1656 (22.280 min): 00556.D (-)

2200 2220 2240 2260
m/z 191.10 16.51%

miz--> 20 30 _40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
f\bundance #88409: N-perdeuteriobenzylideneaniline \
192
5000 82 . —...,..r.,..vf,....,/.\..r
2200 2220 22.40 22.60
54 m/z 96.10 16.41%
110
30 | | 94 | 160 I
I RARRIRARES RazanaaLsyaaREs LA aROLEE s Ly naa s L L e AN RRRAE L)
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102653: Myristicine F
18 /\
I e B e B
2200 2220 2240 2260
5000 m/z 193.10 14.10%
91 165
65 77 103 18131 4y
mfz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #101918: 1-amino-2-methyl-4-isopropyl-thiotriazaphospholin...
139 192 2200 2220 2240 2260
m/z 146.10 13.18%
5000
144 177
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 22.00 22.20 2240 22.60

0556.D SCANS508.M Wed Jan 30 09:01:58 2002
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‘Data File C:\MSDCHEM\1\5973N\02JAN29\00556.D
Acqg On 29 Jan 2002 12:12 pm

Sample 508 scan

Misc : January 29, 2002

MS Integration Params: LSCINT.P

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

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

Title
Library

~—

Vial:
Operator:
Inst :
Multiplr:

egrator)

3

Instrumen
1.00

deode ook ok Kk odeod ok oded ok ok ok deok gk ok ok ok ok dek gk ok ok ok ok ok ko ok ok ok ok dkkodkohk ok kokkkkhkhkhkkdhkokdhkdkkkdhkhkkdkdhkkk

Peak Number 11 DECADEUTEROPHENANTHRENE $$ Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T
22.77 0.37 ug/L 275019 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena.. 188 Cl14D10 001517-22-2 90
2 Anthracene-dl10- 188 C14D10 001719-06-8 78
3 Phenanthrene-dlo0 188 C14D10 001517-22-2 64
4 Cycloheptanone, 4-phenyl- 188 C13H160 067688-28-2 47
Abundance Scan 1699 (22.771 min): 00556.D (-) 48 m/z 188.15 100.00%
1
sm /k
0 o4 1& 22140 2260 2280 2300 2320
e 5468 |.%[J| 32 n | m/z 8o.10 — 19.19%
n/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 R
198
5000 —
2240 2260 2280 2300 2320
80 94 m/z 94.10 17.58%
S N A el
miz—> 40 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10-
138
22.40 'z'z'e'o' 2280 2300 23.20
5000 m/z 189.20 15.33%
80 94 160
66 180)
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84499: Phenanthrene-d10 - e
1 2240 2260 2280 23.00 23.20
m/z 184.10 9.82%
N /\¥
80 g4 160
- 180 AR R T LN
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 23.00 23.20

J0556.D SCAN508.M
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dperator ID: Date Acquired: 29 Jan 2002
data File: C:\MSDCHEM\1\5973N\02JAN29\00556.D
Jame: 508 scan

1isc: January 29, 2002

lethod: C:\MSDCHEM\1\METHODS\METHODS\SCANS08.M (RTE Integrator)
Fitle: 508 scan method

sibrary Searched: C:\DATABASE\WILEY7N.L

12:12 pm

--Internal Standard---

TIC Top Hit na RT EstConc Units Response |# RT Resp Conc
3uta 3.60 0.1 ug/L 50371 1 9.72 8497230 20.0
3lyci 4.24 0.1 ug/L 38623 1 9.72 8497230 20.0
2-Buten-1-ol/ 3- 4.63 0.1 ug/L 52549 1 9.72 8497230 20.0
1 -CYCLORENPEN-4 - 4.85 0.2 ug/L 91131 1 9.72 8497230 20.0
3-Pentan 4 5.89 3.9 ug/L 1637770 1 9.72 8497230 20.0
2-Propan 9.55 0.1 ug/L 42294 1 9.72 8497230 20.0
2-Propa 9.85 0.1 ug/L 60070 1 9.72 8497230 20.0
Jonanal/ (CAR) $$ 11.65 0.1 ug/L 84542 2 13.19 12044600 20.0
yclop 12.54 0.1 ug/L 62869 2 13.19 12044600 20.0
V-perdduteri .. 22.28 0.1 ug/L 109750 4 22.63 14881800 20.0
JECADEUTEROPHENAN. .. 22.77 0.4 ug/L 275019 4 22.63 14881800 20.0
J0556.D SCANS508.M Wed Jan 30 09:01:58 2002 Page 14
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