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Comments for Sample AE00466 - Analysis $GCMS

NYC-WTC_000051284

Westchester Dept, of Labs & Research
User: Vinci, David L
Date: 01-18-2002 Time: 12:30:51

The GCMS scan, from 35 to 550 amu, reveals the presence of
1-(epithioethy!)-2-Norbornanone at an estimated level of 4.2 ug/L and with a fit
of 28) out of 100. The recovery for 1 of the 43 compounds in the LCS Standard
was above its acceptance range.



NYC 9/11 Public Portal Document

(Not Reviewed)Quantitation Report

Inst : Instrumen
Multiplr: 1.00: January 10,

MS Integration Params:
Quant Results File: SCAN508.RES

Internal Standards

27.73 235 0.00
Spiked Amount 5.000

Qvalue

Fri Jan 11 10:18:54 2002 Page 1

NYC-WTC_000051285

9.72
13.19
18.34
22.65
30.50
34.42

20.00 ug/L
20.00 ug/L
20.00 ug/L
20.00 ug/L
20.00 ug/L
20.00 ug/L

74
163
165
149
228
149
228
252

1179617
4996144
2601840
4374156
4038958
3047097

2002
SPLIT.P

0.17 ug/L #
2.43 ug/L #
9.85 ug/L #
0.07 ug/L
0.05 ug/L #
0.60 ug/L
0.05 ug/L #
0.05 ug/L #

152
136
164
188
240
264

System Monitoring Compounds
37) 2,4-DDD

3.61
18.34
18.34
24.86
30.50
31.11
30.50
34.42

8701
418340
330066
20395
11652
10417
11652
10648

16
56
17
95
55
92
52
1

Data File
Acq On
Sample
Mise

1) 1,4-Dichlorobenzene-d4
10) Naphthalene-d8
17) Acenaphthene-diO
29) Phenanthrene-diO
38) Chrysene-dl2
44) Perylene-dl2

0.00
-0.02
-0.01
-0.02
-0.01
0.00

Target Compounds
2) n-Nitroso-dimethylamine

20) Dimethylphthalate
21) 2,6-Dinitrotoluene
35) Di-n-butylphthalate
41) Benzo(a)anthracene
42) Bis(2-ethylhexyl)phthalate
43) Chrysene
48) Benzo(a)pyrene

352943
Recovery

5.10 ug/L
= 102.00%

Quant Time: Jan 11 10:18:53 2002

(#) = qualifier out of range (m) = manual integration

R.T. Qlon Response Cone Units Dev(Min)

Vial: 4
Operator:

00466.D SCAN508.M

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Thu Jan 10 11:01:02 2002
Response via : Initial Calibration
DataAcq Meth : SCAN508

: C:\MSDCHEM\1\5973N\02JAN10\00466.D
: 10 Jan 2002 5:18 pm
: 508 scan ext 1/8
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Quantitation Report (Not Reviewed)

: C:\MSDCHEM\1\5973N\02JAN10\00466.D
10 Jan 2002 5:18 pm

: 508 scan ext 1/8 : InstrumenInst
Multiplr: 1.00: January 10,

MS Integration Params:
Quant Results File: SCAN508.RE

9000000

8500000

8000000

7500000

7000000

6500000

6000000

5500000

O

5000000

4500000 &

4000000

3500000

3000000

2500000

2000000

1500000

2
1000000

500000 y

TTIr

00466.D Fri Jan 11 10:18:54 2002SCAN508.M Page 2

NYC-WTC_000051286

2002
SPLIT.P

ri
(

Data File
Acq On
Sample
Mise

8
8E
c
S

!

i
I

Response via :
Abundance

f
J
2

Iw
CO

8
gI
Z

<09
9
o

Vial: 4
Operator:

(
S«
IA
CI
£

1
I

I
!

6 00 8.00 10,00 12.00 14.00 16.00 18.00 20 00 22.00 24.00 26.00 28.00 30.00 32.00 34.00 36.00 38.00

Initial Calibration
TIC: 00466.D

1 I’T. I'1'1Tt——n1—TTTnuT

3
&

Quant Time: Jan 11 10:18 2002

1 1 1 1 ' ' 1 1 1 ‘ f I 1 ' ' ' I ' ' ‘FTT’ I • IOHTTT
Time--> 4.00

Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Thu Jan 10 11:01:02 2002
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LSC Area Percent Report

: C:\MSDCHEM\1\5973N\02JAN10\00466.D
10 Jan 2002 5:18 pm

: 508 scan ext 1/8 Inst : Instrumen
Multiplr: 1.00: January 10,

MS Integration Params:

Signal : TIC

1305 1311 1315 rBV

1681 1688 1693 rW2 5280271
1695 1704 1731 rVB2 421607

58342543 100.00%

Sum of corrected areas: 127166760

0466.D Fri Jan 11 10:08:35 2002SCAN508.M Page 1

NYC-WTC_000051287

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

0.34%
0.30%
0.08%
0.20%

corr.
area

corr.
% max.

% of
total

0.069%
1.410%
0.041%
9.382%
8.222%

220
555
568
860

27.052
27.726
29.667
30.500
34.416

18.729
20.933
22.280
22.645
22.828

1745 1758 1767 rBV3
1769 1783 1789 rBV4
1789 1792 1801 rVB5
1865 1870 1873 rBV3
1977 1996 2001 rVB

1.200%
0.056%
0.084%
9.109%
1.915%

307879
16875
52199

1.030%
5.249%
0.045%
7.556%
8.333%

Method
Title

1339 1345 1371 rBV
1533 1538 1547 rVB6
1651 1656 1661 rBV

1
2
3
4
5

23.445
23.730
23.833
24.723
26.162

217
551
561
855

249 rVB
561 rW
577 rW2
865 rBV

11
12
13
14
15

6
7
8
9

10

0.15%
3.07%
0.09%

20.45%
17.92%

2.62%
0.12%
0.18%

19.86%
4.17%

0.154%
0.138%
0.037%
0.090%

45.879%

2.25%
11.44%
0.10%

16.47%
18.16%

Data File
Acq On
Sample
Mise

5.885
9.710
9.858

13.192
18.341

16
17
18
19
20

196468
175777
47005

114686

30990
24743
8862

43309
7609435

2002
LSCINT.P

1309964
6675235

57059
9608239

10596875

1526223
71353

107450
11583949
2434752

559909
3284420

17333
5121052
5434866

87168
1793640

52278
11930667
10455429

2069 2074 2083 rBV7 34525
2129 2133 2139 rW 1011099
2299 2303 2315 rVB2 14281
2369 2376 2381 rBV 4847484
2713 2719 2747 rBV 4033125

Vial: 4
Operator:

Filtering: 5
Min Area: 100 Area counts
Max Peaks: 20

Peak Location: TOP

Smoothing : OFF
Sampling : 2
Start Thrs: 0.2
Stop Thrs : 0

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

peak R.T. first max last PK peak
# min scan scan scan TY height
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LSC Report - Integrated Chromatogram

: C:\MSDCHEM\1\5973N\02JAN10\00466.D

5:18 pm using AcqMethod SCAN508

Abundance TIC: 00466.D

7000000

6000000

13.19
5000000

4000000
9.71

3000000

2000000

1000000

Or-t

TIC: 00466. D
26 16

7000000

6000000
18.34 22.65

5000000

4000000

3000000

2000000

27.1000000

O—r

7000000

6000000

30.505000000

34.424000000

3000000

2000000

1000000;

L0

NYC-WTC_000051288

File
Operator
Acquired
Instrument

: 10 Jan 2002
: Instrumen

Time->
Abundance

7.004.00 8.005.00 9.00

5.89X
6.00

,9.86
10.00

Time-> 16.00
Abundance

Time-> 28.00

I*
17.00

gjl/

00466.D SCAN508.M

27.05Trmum
26.00 27.00

20.93 22.28
20.00 21.00 22.00

TIC: 00466.D

18.73,A
18.00 19.00

2.83
1 A 232%83, ,2472

23.00 24.00 25.00

11.00 12.00 13.00 14.00 15.00

Sample Name: 508 scan ext 1/8
Mise Info : January 10, 2002
Vial Number: 4
Quant File :SCAN508.RES (RTE Integrator)

29.67
' i ■ ■ ■ ■ i ■ ■

29.00 30.00
' ' ' i ' 1 1 ‘ I ‘ 1 1 1 I ■ ' 1 1 I ' 1 1 i ' ‘ ' ■ i ■ ' ' ' i ' 1 ■ ■ I 1 ■ 1 ' i 1 1 1

31.00 32.00 33.00 34.00 35.00 36.00 37.00 38.00 39.00
Fri Jan 11 10:08:35 2002 Page 2
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN10\00466.D
10 Jan 2002 5:18 pm

: 508 scan ext 1/8 Inst : Instrumen
Multiplr: 1.00: January 10,

MS Integration Params:

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

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

Relative to ISTDR.T. EstConc Area R.T.

3.92 ug/L 1,4-Dichlorobenzene-d45.89 1309960 9.72

Tentative ID CAS# Qual

m/ z

5000

43

55 L0 i " ’ ■ i ‘‘‘‘I

5000

5000

43

55 , i
' i " " r " j 1

5000

43

55 . IT+r 11" " I " 1 'T'

Fri Jan 11- 10:08:36 2002 Page 3

NYC-WTC_000051289

88 C4H12S1
174 C8H14O4
174 C8H14O4
88 C4H12Si

Title
Library

2002
LSCINT.P

Data File
Acq On
Sample
Mise

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

4 Silane,
Abundance

tetramethyl- (CAS) $$ Te...
Scan 220 (5.885 min): 00466.D (-)

70

' TI 1
5.60

15
'11'1" i1" r i ■ ■
10 20 30

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

113
Ifl 1

45
1 53TTHTTT

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
#36138: 3-(CYCLOHEX-3'-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...

70

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
#78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester

70

1 Silane, tetramethyl-
2 Acetic acid, 3-[1,3]dioxolan-2-y...
33-(CYCLOHEX-3'-EN-YL)PROPANOL $$...

27
TTPTTTTTTT

—l

88
" I " 1111 1 11

Vial: 4
Operator:

)0466.D SCAN508.M

nlz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #4814: Silane, tetramethyl-

70

MW MolForm

5.60 5.80 6.00 6.20
m/z 43.10 25.24%

87I 174
I ■ ‘ ITT’

Concentration Rank 3

000075-76-3 37
000000-00-0 33
015745-87-6 33
000075-76-3 9
73.10 100.00%

t ■" ■ i'

27TPumT

174
i1 ■'1 r

Peak Number 1 Silane, tetramethyl-

, 87 103TTITTT—UTTTUTm

87
+11/ 1 d' I' ir‘ l ■ • । < ■ > • । 1 ~ । ‘ ■

5.80 6.00 6.20

xrnnmmmmmrirrrr
5.60 5.80 6.00 6.20

m/z 71.10 6.58%

5.60 5.80 6.00 6.20
m/z 41.10 8.95%

113
। " i" " i" " ।

FI**I‘‘ITT‘ T1 1
5.60 5.80 6.00 6.20

m/z 45.10 9.54%

i" ■' i' " ' i ■ ■ " i'11' i0-
m/z~>
Abundance

Hit# of 5

i ■ " ■ r ■ ■' i ‘ ' i' ■ " 11' " i

0
Tl/Z-->

I T"I‘ ■ ' 1 I

0
n/z-->
Abundance

i ■ ■ ■' i
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN10\00466 .D
10 Jan 2002 5:18 pm

: 508 scan ext 1/8 Inst : Instrumen
Multiplr: 1.00: January 10,

MS Integration Params:

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

Relative to ISTDR.T. EstConc R.T.Area

0.17 ug/L 1,4-Dichlorobenzene-d49.86 57059 9.72

Tentative ID CAS# Qual

m/zAbundance

5000

A
41 RI,.14.51, 33.57%

5000

13.63%
4531

A

69

12.55%5000 41 87

1Pt

11.34%

5000 J

- TT ■ ' i 1 1

0466.D Fri Jan 11 10:08:36 2002SCAN508.M Page 4

NYC-WTC_000051290

2002
LSCINT.P

Title
Library

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

Data File
Acq On
Sample
Mise

-N

#16993: 3-Heptanol (CAS) $$ 3-Hydroxyheptane $$ 1-Ethyl-1-...
59

1 ■ i 1
30

TIit
60

#94047: N-(2-lsopropoxy-2-methyl-1-propylidene)t-butylamin...
59

1 ' i
9.60

#43942: 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
59

Scan 568 (9.858 min): 00466.D (-)
59

9.60 9.80 10.00 10.20

■ I ■ ■ ।

80

1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H16O3
2 3-Heptanol (CAS) $$ 3-Hydroxyhep... 116 C7H160
3 N-(2-lsopropoxy-2-methyl-l-propy... 185 C11H23NO
4 3-Heptanol, 4-methyl- $$ 4-Methy... 130 C8H180

Vial: 4
Operator:

013429-07-7 64
000589-82-2 33
132555-83-0 33
014979-39-6 33
59.10 100.00%

MW MolFormHit# of 5

/LU
9.60 9.80 10.00 10.20

50 60 70
' ■ i ' ' 1 ■ i ' ' ■ i ' 1 ■ ' i 1 ■

960 9.80 10.00 10.20

42 91 ■ i 1 1 ' 1 1' 1 1 1 1 1
30 40 50

----4
30 40 50 60

40 50 60 70

*********************************************************************
Peak Number 2 2-Propanol, 1-(2-methoxypro... Concentration Rank 9

m/z 45.10

0
m/z->
Abundance

0-
m/z->
Abundance

1T-r-p-i-r-r^T

30 40

m/z 41.10

A

9.80 10.00 10.20

98
1 i 1 1 1 1 i ' 1 1 1 i 1 1 ■ ■ i ■ ' ■ ' i ■ ■ ■ 1 i ■ ■

90 100 110 120 130 140

A
9.60 9.80 10.00 10.20

0-
/z->

Abundance

0
m/z->

73
........... I
I ’ ' ' ' I ’ ’

70 84 101 112 127

70 80 90 100 110 120 130 140

m/Z 55.10
.A

73 104
_13' i 1 ■ ■ 1 i ' ■ ' 1 i ' ' ' 1 i ■ 1 ' ' i ' ■ ' ' i ' ' 1 ' i ' 1 ' ' i 1 ‘

70 80 90 100 110 120 130 140

84 104 136
-----
80 90 100 110 120 130 140

m/z 43.10
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN10\00466.D
10 Jan 2002 5:18 pm

: 508 scan ext 1/8 : InstrumenInst
Multiplr: 1.00: January 10,

MS Integration Params:

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

Relative to ISTDR.T. EstConc Area R.T.

2.88 ug/L Acenaphthene-dl018.73 1526220 18.34

Tentative ID CAS# Qua 1

Abundance Scan 1345 (18.729 min): 00466.D (-)
64 192

5000
128

160 180 m/ Z 64.00 90.45%+r
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

192

15911993
5000

18.40 18.60 18.80 19.00
174

■' r ' " r ' T-p-r
90 100 110 120 130 140 150 160 170 180 190 200

#102105: Benzo[1,2-c:4,3-c]bis(isothiazole) $$ Benzo[1,2-c...
192

TT

5000
6945

148

r i " '' i' " 11' " ' i'1 T‘

192
92 m/ Z 95.90 14.63%

132
5000 16210477 176

TIIT ' i1" ' i "rr 1 ' i ' ■
18,40 18.60 18.80 19.00

Fri Jan 11 10:08:36 2002 Page 5

NYC-WTC_000051291

Title
Library

Data File
Acq On
Sample
Mise 2002

LSCINT.P

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

.............Batpovvr

#103601:1,4-Dimethyl-3,5-propanobicyclo[2.2.2]octan-2-one
107

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

119
111 ■'" i ■1 ■ ■ I

132 145

____ L
‘‘ITTi

m/z 127.90 33.86%

_ y
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

#102266: 2,4(1 H,3H)-Quinazolinedione, 3-hydroxy-1-methyl-

18.40 18.60 18.80 19.00

1 1,4-Dimethyl-3,5-propanobicyclo[... 192 C13H20O
2 Benzo[l,2-c:4,3-c]bis(isothiazol... 192 C8H4N2S2
3 2,4 (1H, 3H) -Quinazolinedione , 3-h... 192 C9H8N203
4 Benzo[1,2-c:3,4-c]bis(isothiazol... 192 C8H4N2S2

pot A (ovy
Azou

vial: 4
Operator:

|...-P

30466.D SCAN508.M

MW MolForm

/‘‘‘‘ J 1 1 1 1 I 1 11 1 I

। 148mm

Hit# of 5

■ ।"111 ■ ■ ■11 ■'' ■ । ■111'1" ।1
30 40 50 60 70 80

165

' " I " 1' i " " i " " i 1" i "
96 121

1 ■ i ■ ■ ■ ■ । • > I > 11 ■ ■ > । ■ i ■ • ■. । . i ■.

000000-00-0 37
074960-06-8 9
037833-99-1 9
074960-05-7 9

m/z 191.80 100.00%

96
.1 76 86 | ,
111" " i " 1' i " 1111T1 1111 ■ 11 ■ > ■ > ■

*********************************************************************
Peak Number 3 1,4-Dimethyl-3,5-propanobic... Concentration Rank 4

36 44
V' '1 [ '"I "" I10

m/z->
Abundance

0
m/z->
Abundance

0
n/z->

Of
m/z->
Abundance

18.40 18.60 18.80 19.00
m/z 193.80 25.70%

18.40 18.60 18.80 19,00
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Library Search Compound Report

: C : \MSDCHEM\1\5973N\02JAN10\00466 . D
10 Jan 2002 5:18 pm

: 508 scan ext 1/8 Inst : Instrumen
Multiplr: 1.00: January 10,

MS Integration Params:

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

Concentration Rank 11

Relative to ISTDR.T. EstConc Area R.T.

0.12 ug/L Phenanthrene-dl020.93 71353 22.65

Tentative ID CAS# Qual,

A(c-

m/z 177.10Abundance 100.00%

41 64
221

1921635000 96 233 248

128

m/z 72.35%41.10
180 200

v

192
5000 1I149

41

17751 77 m/z 221.10 61.56%5000 19265

#102861: 3-(2,2,5,5-Tetramethyl-pyrrolid-3-onyl)-acrylonitril
177

192
5000 42

Fri Jan 11 10:08:36 2002 Page 6

NYC-WTC_000051292

Title
Library

Data File
Acq On
Sample
Mise 2002

LSCINT.P

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

#102523: bis(2-furyl)dimethylsilane
177

1 1 i ■ 1
80

Scan 1538 (20.933 min): 00466.D (-)
177

20.'60 20.80 21.00 21.20

20.60 20.80 21.00 21.20
m/z 64.00 72.09%
_/

-
100

1 bis(2-furyl)dimethylsilane 192 C10H12O2Si
2 1-Allyl-3-phenyl-2-thiourea 192 C10H12N2S
3 3-(2,2,5,5-Tetramethyl-pyrrolid-... 192 C11H16N2O
4 1-(2-Propenyl)-la,9b-dihydrophen... 233 C17H15N

Vial: 4
Operator:

00466.D SCAN508.M

20.60 20.80 21.00 21.20
m/z 191.80 53.45%

20.60 20.80 21.00 21.20

MW MolFormHit# of 5

159
-
140 160 180

140 160

200 220 240

200 220 240

Peak Number 4 bis(2-furyl)dimethylsilane

IT

60 80 100 120

43
, II...........
IIIII+IIIIIIT

40 60 80

100 120 220 240

' ' I 1 1 1 1 I 1 1 1 1 1 1 ' ' 1 1 1

0—
m/z-> 40
Abundance

0
/z->

200 220 240

93 109

0-
m/z->
Abundance

95 ,J.... ............ I 
100 120 140 160 180
#102518:1 -Allyl-3-phenyl-2-thiourea

93

118 136

... 17212 .
120 140 160 180

0-
m/z-> 40 60
Abundance

52 66
— .......

40 60 80

0 ' I 1 - 1 ' r |
20.60 20.80 21.00 21.20

000000-00-
000000-00-0
000000-00-0 9
091540-30-6 9

9
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blprary searcn Compound Report

: C:\MSDCHEM\1\5973N\02JAN10\00466.D
10 Jan 2002 5:18 pm

: 508 scan ext 1/8 : InstrumenInst
Multiplr: 1.00: January 10,

MS Integration Params:

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

Relative to ISTDR.T. EstConc R.T.Area

0.19 ug/L Phenanthrene-dl022.28 107450 22.65

Tentative ID CAS# Qual

Abundance Scan 1656 (22.280 min): 00466. D (-)
192

5000

96 r > | > 1 > < | • i' ' I ' 182 22.00 22.20 22.40 22.60
m/z ' 96.00 18.07%—0

Abundance

108
5000-

m/z 191.10 17.89%146 175

0 ThTI'1" I" " I' "11"

Abundance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene
192

m/z 146.105000

0

Abundance #88409: N-perdeuteriobenzylideneaniline
192

m/Z 193.10 13.97%

825000

54 110

0 ■ ■ r ■ " P ■ " i

Fri Jan 11 10:08:36 2002 Page 7

NYC-WTC_000051293

192 C11H1203
192 C15H12
192 C13D11N
192 C10H12N2O2

Title
Library

Data File
Acq On
Sample
Mise 2002

LSCINT.P

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

94
'■I'll.,,,,

Hip...... '

122
■ ।। . 11 ■■

1 ■' I 11
22.00 22.20 22.40 22.60

aaa W
22.00 22.20 22.40 22.60

....  A
22.00 22.20 22.40 22.60

22.00 22.20 22.40 22.60

1 4-METHOXY-.BETA.-METHYLCINNAMIC ...
2 Phenanthrene, 9-methyl- $$ 9-Met...
3 N-perdeuteriobenzylideneaniline
4 N-(2-methylprop-2-enyl)-2-nitrob...

#102588: 4-METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenoi...
192

160
TH—Tmum

111+s*s"‘1‘‘*1w*vssg1e<*(111"g****A****/*

/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

Vial: 4
Operator:

)0466.D SCAN508.M

n/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

30
-

MW MolForm

/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

019169-94-9 64
000883-20-5 59
000538-51-2 58
000000-00-0 49

m/z 192.05 100.00%

n/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

14.53%

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

Peak Number 5 4-METHOXY-.BETA.-METHYLCINN... Concentration Rank 8

Hit# of 5

146 160
no.... I"

96 165
88 J 139 152 1 176

" i " " i " " I " " i " 111" r I " 1111111111'11111' 111' 11111 ''I ।' 111111111‘tt f M" 11 P11,1

49 70 |
01—0000—0221—00111101100111—131/10001011



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN10\00466.D
10 Jan 2002 5 :18 pm

: 508 scan ext 1/8 Inst : Instrumen
Multiplr: 1.00: January 10,

MS Integration Params:

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

Relative to ISTDR.T. EstConc Area R.T.

4.20 ug/L Phenanthrene-dl022.83 2434750 22.65

Tentative ID CAS# Qual

64
160

5000 96 224

192
256 m/z 159.90 74.81%

#156398:2-Norbornanone, 1-(epithioethyl)-7,7-dimethyl-, S...
64 12093

1075000-
53 79 m/ Z 95.90 40.03%

TT

5000
188 234

#3553: Cyclohexane-d12
6446

96
5000

30
78

Fri Jan 11 10:08:36 2002 Page 8

NYC-WTC_000051294

Title
Library

Data File
Acq On
Sample
Mise 2002

LSCINT.P

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

#165203: (1R*,4R*,5S*)-1-CARBETHOXY-4-METHYL-8-METHYLENE-S...
160

1 1 i 1 ■
80

180

1 ■ i ■ ■ ■ ■ 1 1 1 1 1 i ' 1 1 1 I ' ' ■ ■ i '
34
11 1 1

40

| 76
' ■ ■ । >

80

T111r

3 Cyclohexane-dl2
4 Ethane, chloro-

Abundance

22.40 22.60 22.80 23.00 23.20

1 2-Norbornanone, 1-(epithioethyl)... 228 C11H1603S
2 (1R*,4R*,5S*)-1-CARBETHOXY-4-MET... 234 C15H2202

160 180 200 220 240 260
|

' ■ I
60

i ' ' 1 1 i 1 ' 1 ' i ' ' ' ' k1 1 ' i 1 ' 1
22.40 22.60 22.80 23.00 23.20

Vial: 4
Operator:

m/z 223.80 39.87%

00466.D SCAN508.M

TTTT
140

MW MolForm

164
151

40 60 80 100 120 140 160

Hit# of 5

Oh
n/z-> 20

Oh
m/z-> 20
Abundance

128 ।
l..... .1°...... ..
100 120 140 160 180 200 220 240 260

oh
m/z-> 20
Abundance

oh
m/z-> 20
Abundance

36
■ ' i ■ ■ 1 ' t

40 60

Peak Number 6 2-Norbornanone, 1-(epithioe... Concentration Rank 2

200 220 240 260

1■ 'T'
40

44
60

80 100 120

22.40 22.60 22.80 23.00 23.20
m/z 161.90 16.25%

22.40 22.60 22.80 23.00 23.20

91 119
9 105

100 120 140 160 180 200 220 240 260

96 C6D12
(CAS) $$ Chloroe... 64 C2H5C1

Scan 1704 (22.828 min): 00466.D (-)

001782-93-0 28
043219-76-7 9
001735-17-7 7
000075-00-3 5

m/z 64.00 100.00%

22.40 22.60 22.80 23.00 23.20



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN10\00466.D 4
10 Jan 2002 5:18 pm

: 508 scan ext 1/8
: January 10,

MS Integration Params:

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

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

0.34 ug/L Phenanthrene-dl0 22.6519646823.44

Tentative ID CAS# Qual

Abundance Scan 1758 (23.445 min): 00466.D (-)
64

160

5000
96

224192

m/z 159.85 63.35%i"’

5000

28.21%
25616096

#195804: Cyclic octaatomic sulfur
64

5000

192 224

TTum1 ' i
23.20 23.40 23.60 23.80

m/z 223.80 18.79%

5000
256160128 192

Fri Jan 11 10:08:37 2002 Page 9

NYC-WTC_000051295

Title
Library

Data File
Acq On
Sample
Mise 2002

LSCINT.P

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

Instrumen
1.00

#195803: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8 $$ S...
64

#195802: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8 $$ S...
64

Vial:
Operator:
Inst :
Multiplr:

120

100

■ ■ i ■
120 140

’-’”1 ' ' 1 1 I 1 ' 1 1 1 1 ' 1 1 I1 1
23.20 23.40 23.60 23.80

140

W A.............................
23.20 23.40 23.60 23.80

23.20 23.40 23.60 23.80

128
-

120 140

84

160 180 200 220

128
I

23.20 23.40 23.60 23.80
m/z 66.00 19.04%

W Mw~”WWW256
-
240 260

L7—
80

1 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8
2 Cyclic octaatomic sulfur 256 S8
3 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8
4 Sulfur $$ Sulfur, precipitated $... 256 S8

80 100

30466.D SCAN508.M

256
—
240 260

MW MolForm

44
• • t1 • ■ ■ ।

40 60

34
' ' i 1 ' ' 1 1

40 60

44
•m ' ' ' ' I

40 60

m/z 95.90

180 200 220

160 180

Peak Number 7 Sulfur, mol. (S8) (CAS) $$ ... Concentration Rank 5

— 96 128 160I1-?,-. ■ ।...... 1...... .
80 100 120 140 160

200 220

'l 11 1 1 I 1 '
240 260

01
n/z->
Abundance

34
1 ■ i 1 ■ 1 ' i

40 60

0
m/z->
Abundance

Hit# of 5

0-
m/z->
Abundance

0
m/z—>

010544-50-0 80
010544-50-0 80
010544-50-0 72
007704-34-9 59

m/z 63.95 100.00%

192 .। 224
। I । 1 I'1 1 1 1 <> I 1 '

i.......

160 180
1.. ..... .
200 220 240 260

96L
80 100



NYC 9/11 Public Portal Document

Library Search compound Report

: C : \MSDCHEM\1\5973N\02JAN10\00466.D
10 Jan 2002 5:18 pm

: 508 scan ext 1/8 Inst : Instrumen
Multiplr: 1.00: January 10,

MS Integration Params:

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

Relative to ISTD R.T.EstConc AreaR.T.

0.30 ug/L Phenanthrene-dl0 22.6517577723.73

Qual 0Tentative ID CAS#

m/ zAbundance Scan 1783 (23.730 min): 00466.D (-)
64

160

5000
96 224192 TTEnuTI

84

#59933: 3-Methylchromone $$ 4H-1-Benzopyran-4-one, 3-methy...
KO92

64
131

775000

192
5000

79 132

#193372: N-(2-Hydroxyethyl)-N'-[2‘-(-methoxycarbonyl)thiop...
64 256

128 160
5000

19296 221

Fri Jan 11 10:08:37 2002 Page 10

NYC-WTC_000051296

Title
Library

2002
LSCINT.P

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

Data File
Acq On
Sample
Mise

#101902: Methyl 5-Amino-2-chloro-4-thiazolecarboxylate
160

180

140

TUl
60

18060

23.40 23.60 23.80 24.00
m/z 159.90 70.48%

/D/uur

2340 23.60 23.80 24.00

104 120

1 3-Methylchromone $$ 4H-1-Benzopy... 160 C10H8O2
2 Methyl 5-Amino-2-chloro-4-thiazo... 192 C5H5C1N2O2S
3 N-(2-Hydroxyethyl)-N'-[2'-(-meth... 255 C10H13N3O3S
4 (1R,3aS,7aS)-7a-Hydroxyethyl-1,4... 224 C14H2402

23.40 23.60 23.80 24.00
m/z 95.90 34.55%

/"wn"

Vial: 4
Operator:

30466.D SCAN508.M

MW MolForm

260

Hit# of 5

180 200 220 240 260

200 220 240

23.40 23.60 23.80 24.00
m/z 223.85 32.86%
/

M.. ..........
' 1 I ■ ' ‘ 1 I ' ' 1 ’ 1 1 1 11 I ' 1 ' ' I
23.40 23.60 23.80 24.00

m/ z 191.85 27.31%

*********************************************************************
Peak Number 8 3-Methylchromone $$ 4H-1-Be... Concentration Rank 6

1
60 80 100 120

I 1—
200 220

Of
m/z->
Abundance

Of
n/z->
Abundance

80 100 120

128li....T.... I
100 120 140 160

0
/z->

- /P Oros
000085-90-5(50 a
000000-00-0 23 !
000000-00-0 9
128790-34-1 9
63.95 100.00%

। 1 1 1 ‘ । ■ ■ > ■ । ■ ■ ' ■ । '
200 220 240 260

256
.... ..1

240 260
11

80

100 12060 80
01

n/z->
Abundance

140 160

’ I1 । । । । 1 '
160 180

140 160



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN10\00466.D
5:18 pm10 Jan 2002

: 508 scan ext 1/8 : InstrumenInst
Multiplr: 1.00: January 10,

NS Integration Params:

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

Relative to ISTD R.T.EstConc AreaR.T. at
0.20 ug/L Phenanthrene-dlO11468624.72

CAS# Qual AoTentative ID

3 Dodecanoic acid 200 C12H2402
4 Pentadecanoic acid (CAS) $$ Pent... 242 C15H30O2

Abundance Scan 1870 (24.723 min): 00466.D (-)

160

5000
129 194

22498

ll JU 88.15%T‘ FT■ ■ । > ■ । ■ ■ ■ ■ i

183
5000

12998 84.06%15742

100 120 140 160 180 200 220 240 260 280 300

33

92 24.40 24.60 24.80 25.00
168 74.14%5000 21212050

T’t T-J-TT ■ | ■ • ■ ' | ‘ 1 "I

60 73
m/z 73.50%55.10

5000
129 200

11 ■ ’TI
100 120 140 160 180 200 220 240 260 280 300 24.40 24.60 24.80 25.00

Fri Jan 11 10:08:37 2002 Page 11

NYC-WTC_000051297

Title
Library

Data File
Acq On
Sample
Mise 2002

LSCINT.P

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

#132097: Benzoic acid, 2,5-dinitro- $$ 2,5-Dinitrobenzoic aci
75

1 ■ i ■ ■
40

′ 1 i ■ 1
40

' ■ I' ■
40

80 100 120 140 160 180 200 220 240 260 280 300
#115372: Dodecanoic acid

157
14387 101I s

24.40 24.60 24.80 25.00

24.40 24.60 24.80 25.00

171
I

' ' ' ' I

22.65 /A

1 Dodecanoic acid, silver(l+) salt... 307 C12H24AgO2
2 Benzoic acid, 2,5-dinitro- $$ 2,... 212 C7H4N206

60 80 100 120 140 160 180 200 220 240 260 280 300
#257065: Dodecanoic acid, silver(1+) salt (CAS) $$ Silver...

60 73

Vial: 4
Operator:

00466.D SCAN508.M

1tttr8

MW MolForm

---1290

m/z 57.10

Ob
m/z-> 20
Abundance

m/z 73.10

60 80

Oh
m/z-> 20
Abundance

'I” ' 1 1
60 80

Oh
m/z-> 20
Abundance

43 60 73

--

24.40 24.60 24.80 25.00

256' m I -

oh
m/z-> 20

. 148I..  If,

*********************************************************************
Peak Number 9 Dodecanoic acid, silver(1+)... Concentration Rank 7

Hit# of 5

307
1 r 1'111' ■ ■ । ‘1 ■ ■ ।' i * ■ •

TTTr’ r
40 60

i 1 ■ ■ ■ i 1 ■ ■ 1 i

i > ■ ■ • i ■ ■ । ।

-------------------------------------------------
018268-45-6(30 a
000610-28-6 25 —
000143-07-7 14
001002-84-2 14

m/z 43.05 100.00%
__

m/z 60.10



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN10\00466.D 4
10 Jan 2002 5:18 pm

: 508 scan ext 1/8
: January 10,

MS Integration Params:

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

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

Phenanthrene-dl058342500 22.65

Tentative ID CAS# Qual

3 Cyclic octaatomic sulfur 256 S8
4 Cyclic octaatomic sulfur $$ Sulf... 256 S8 m/zAbundance Scan 1996 (26.162 min): 00466. D (-)

64

128 2565000
160

96

m/z 127.90 48.97%

160128
5000

m/z 255.80192 48.80%96

m/z 159.90 34.94%5000
128 256

16096

#195804: Cyclic octaatomic sulfur
64

m/ z 95.90 21.92%

5000

160

Fri Jan 11 10:08:37 2002 Page 12

NYC-WTC_000051298

Title
Library

2002
LSCINT.P

Data File
Acq On
Sample
Mise

Instrumen
1.00

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

#195807: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8 $$ S...
64

Vial:
Operator:
Inst :
Multiplr:

140

1 76
80

25.80 26.00 26.20 26.40

25.80 26.00 26.20 26.40

25.80 26.00 26.20 26.40

192

... .k.
160 180 200

100 120

160 180 200

100 120

100 120

25.80 26.00 26.20 26.40

P—P——
140

260

Thr
260

010544-50-0 97
010544-50-0 97
010544-50-0 91
010544-50-0 90
64.00 100.00%

........................ ............................
25.80 26.00 26.20 26.40

00466.D SCAN508.M

260

i

140

-

160 180

MW MolFormHit# of 5

— 96 1281,76.77.... ' I.....
80 100 120 140

256
224 |,

' ' I ' ' 1 1 1 1 1 1 1 I ' 1
220 240 260

192
, 1,..
160 180 200 220 240

1 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8
2 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8

34 48
' ' 1 1 1 ' 1 1

40 60

26.16 100.73 ug/L

#195806: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8 $$ S...
64 256

-r-p-r-r-TT-r-r
220 240

34
i ' ■ ■ ■ i

40 60

224

1...... I'......
200 220 240

44
■ • i । ■ ■ ■ i i

40 60

34
■ ■ i ■ ■ 1 • i

40 60

Peak Number 10 Sulfur, mol. (S8) (CAS) $$ ... Concentration Rank 1

0
m/z->
Abundance

0
m/z->

01
m/z->
Abundance

0-
m/z->
Abundance

1
80

1.........‘‘‘I‘
80



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN10\00466.D 4
10 Jan 2002 5:18 pm

: 508 scan ext 1/8
: January 10,

MS Integration Params:

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

Relative to ISTD R.T.EstConc AreaR.T.

0.15 ug/L Chrysene-dl2 30.508716827.05

CAS#Tentative ID Qual

m/ zAbundance Scan 2074 (27.052 min): 00466.D (-)
43 57 73

www/ Wow1295000

241185

98.54%T’’ TT

5000
129 26.80 27.00 27.20 27.40

87.72%27 22887

‘II

183 m/z 69.71%60.105000
12998 15742

0
m/z->
Abundance

64.35%
129

5000
18587 228

115

Fri Jan 11 10:08:37 2002 Page 13

NYC-WTC_000051299

Title
Library

Data File
Acq On
Sample
Mise 2002

LSCINT.P

Instrumen
1.00

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

Vial:
Operator:
Inst :
Multiplr:

r

171
_L

185
171 |4

I 1 1 1 r | > '

1 Tetradecanoic acid (CAS) $$ Myri... 228 C14H28O2
2 Dodecanoic acid, silver(l+) salt... 307 C12H24AgO2
3 Tetradecanoic acid (CAS) $$ Myri... 228 C14H2802
4 Tetradecanoic acid (CAS) $$ Myri... 228 C14H2802

AA.A.A MA.AA
26.80 27.00 27.20 27.40

143
I AAMMHIYYYI

26.80 27.00 27.20 27.40

yyrei rr 1'' i11 m i11 vr

98
111

' I ' ' ' ' I 1 1
20 40

307
■ i' 1 ■ ' i ' ' ' • i ' 1 ' ' i ' ' ' ' i 1 ''

60 80 100 120 140 160 180 200 220 240 260 280 300
#257065: Dodecanoic acid, silver(1 +) salt (CAS) $$ Silver ...

60 73

60 80 100 120 140 160 180 200 220 240 260 280 300
#157227: Tetradecanoic acid (CAS) $$ Myristic acid $$ MYRI...

60 73

60 80 100 120 140 160 180 200 220 240 260 280 300

40 60 80 100 120 140 160 180 200 220 240 260 280 300
#157233: Tetradecanoic acid (CAS) $$ Myristic acid $$ MYRI...

60 73

30466.D SCAN508.M

1 1 I 1 1 " I " " T' rr r . >

MW MolForm

000544-63-8 35
018268-45-6 27
000544-63-8 27
000544-63-8 22
43.05 100.00%

11......

... ..... .
' I'''' I'''' I''1' I ''' I'''

m/z 73.00

Peak Number 11 Tetradecanoic acid (CAS) $$... Concentration Rank 10

143
■ । ’ ■ ■ ■ । ■

26.'80 27.00 27.'20 27.40

Hit# Of 5

oV
m/z-> 20
Abundance

O-TT
m/z-> 20 40

1 1 1 1 ■ i' ‘ 1I " 111

1 ■1 ■ ’ 1

26.80 27.00 27.20 27.40

01 [ > । > । > 1

/z-> 20 40
Abundance

m/z 57.10

m/z 55.00



NYC 9/11 Public Portal Document

Tentatively Identified Compound (LSC) summary

5:18 pmoperator ID:

--Internal Standard--
TIC Top Hit name # RT

100.7 ug/L 58342500mol.
0.1 ug/L 87168CaIIOLC

Fri Jan 11 10:08:37 2002 Page 14

NYC-WTC_000051300

3.9 ug/L
0.2 ug/L
2.9 ug/L
0.1 ug/L
0.2 ug/L
4.2 ug/L
0.3 ug/L
0.3 ug/L
0.2 ug/L

Sulfur,
Fetrade

9.72 6675240
9.72 6675240

18.34 10596900
22.65 11583900
22.65 11583900
22.65 11583900
22.65 11583900
22.65 11583900
22.65 11583900
22.65 11583900
30.50 11930700

20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0

5.89
9.86

18.73
20.93
22.28
22.83
23.44
23.73
24.72
26.16
27.05

1
1
3
4
4
4
4
4
4
4
5

1309960
57059

1526220
71353

107450
2434750
196468
175777
114686

(S8) . .
0 1s •

Date Acquired: 10 Jan 2002

RT EstConc Units Response

Data File: C:\MSDCHEM\1\5973N\02JAN10\00466.D
Name: 508 scan ext 1/8
isc: January 10, 2002
Method: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title: 508 scan method
Library Searched: C:\DATABASE\WILEY7N.L

00466.D SCAN508.M

Resp Cone

Sil ane,—tetramethyl -
2-Propanol,—1- (9 - . . .
1,4 D i me L l iy 1 - 3, 5 - . . .
is(2- furyldimot . . .

4 METHOXY .DLTA- . . .
2 Norbornanenc ,—1. . .
Sulfur, mol. (S8) . . .
3 -Mcthylulomunt . . .
Dodocanoie aeid,~ . . .


