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Comments for Sample AE00613 - Analysis $GCMS

NYC-WTC_000051587

Westchester Dept, of Labs & Research
User: Vinci, David L
Date: 02-01-2002 Time: 15:11:19

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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(Not Reviewed)yuaiu 4 La L LOI Keport

: C:\MSDCHEM\1\5973N\02JAN29\00613.D
3:25 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:
Quant Results File: SCAN508.RES

Internal Standards

27.73 235 0.00
Spiked Amount 5.000

Qvalue

00613 .D Wed Jan 30 08:25:56 2002SCAN508 .M Page 1

NYC-WTC_000051588

163
165
149

9.72
13.19
18.34
22.65
30’, 50
34.42

605882
474843

65083

1779352
7477289
3753929'
6363722
6102984
4622208

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

152
136
164
188
240
264

2002
SPLIT.P

System Monitoring Compounds
37) 2,4-DDD

18.34
18.34
31.11

2.44 ug/L #
9.82 ug/L #
0.76 ug/L

57
17
98

: 29 Jan 2002
: 508 scan
: January 29,

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

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

0.00
-0.02
-0.01
-0.02
-0.01
0.00

Data File
• Acg On

Sample
Mise

460627
Recovery

4.58 ug/L
= 91.60%

Quant Time: Jan 30 08:25:55 2002

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

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

Vial: 2
Operator:

Quant Method : C:\MSDCHEM\l..-\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Fri Jan 11 13:20:07 2002
Response via : Initial Calibration
DataAcq Meth : SCANS08
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: C:\MSDCHEM\1\5973N\02JAN29\00613.D
3:25 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:
Quant Results File: SCAN508.RE

8500000

8000000

7500000

7000000

6500000

6000000

5500000

5000000

4500000

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

+**

Page 2Wed Jan 30 08:25:57 2002

NYC-WTC_000051589

2002
SPLIT.P

Data File
Acq On
Sample
Mise

1
§
I
!

o
y2
2

: 29 Jan 2002
: 508 scan
: January 29,

0

di

Response via :
Abundance

9000000

1s
t
&
8

co*

%
89
f
2

o
y
0

0)u
2s

Initial Calibration
TIC:00613.D

5
<)
i:
12i
: i
। >

4.00 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
0

Time->

Vial: 2
Operator:

00613.D SCAN508.M

Quant Time: Jan 30 8:25 2002

1 ' ' ‘ ..—

Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Fri Jan 11 13:20:07 2002

-PP -I r r 11"|
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: C:\MSDCHEM\1\5973N\02JAN29\00613.D
3:25 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

Signal : TIC

860855 865 rBV

1681 1688 1693 rBV2 7488601
1697 1699 1719 rVB 100506

Sum of corrected areas: 95437796

Wed Jan 30 09:02:08 2002 Page 1

NYC-WTC_000051590

0.70%
12.85%

corr.
area

corr.
% max.

0.31%
10.22%
58.45%
0.48%
0.55%

0.057%
1.882%

10.766%
0.088%
0.102%

0.34%
0.50%
0.41%
0.66%
0.41%

% of
total

3.614
4.253
4.630
4.835
5.018

1305 1311 1315 rBV
1651 1656 1661 rBV

123585
2258838

81.92%
86.85%

0.70%
95.99%

1.73%

0.129%
2.367%

18.418%
0.251%

16.305%

205
220
555
567
803

209 rBV
241 rBV
561 rW
577 rW2
807 rW

15.088%
15.995%

0.130%
17.679%

0.319%

Method
Title

25 rBV
85 rVB3

119 rW3
141 rW2
151 rVB

6
7
8
9

10

1
2
3
4
5

59435
87140
72025

115376
71248

0.062%
0.091%
0.075%
0.121%
0.075%

24.849
27.726
30.500
31.105
34.416

21
77

110
128
144

5.714
5.885
9.710
9.847

12.542

1877 1881 1887 rVB
2129 2133 2139 rW

13.192
18.341
22.280
22.645
22.771

17
73

103
123
141

42007
38534
29269
43631
41417

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

11
12
13
14
15

16
17
18
19
20

201
217
551
561
799

2002
LSCINT.P

65386
1279288

Data File
* Acq On
Sample
Mise

33760
843472

5117875
22031
59406

7122527
7589903
65177

14399584
15265608

123610
16872527

304745

: 29 Jan 2002
: 508 scan
: January 29,

54797
1795746

10274472
83995
97365

2369 2376 2381 rBV2 7009227
2421 2429 2457 rVB3 44237
2713 2719 2745 rBV 5324245

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

Vial: 2
Operator:

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

Peak Location: TOP

)0613.D SCAN508.M

17577848 100.00%
239185 1.36%

15560667 88.52%

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\02JAN29\00613.D

3:25 pm using AcqMethod SCAN508

Abundance TIC:00613.D
13.19

7000000

6000000

9.71
5000000

4000000

3000000

2000000

1000000

3.61 4.254.0842

1834
7000000

6000000

5000000

4000000

3000000

2000000
27.

1000000

TIC: 00613.D
30.50

7000000

6000000
34.42

5000000

4000000

3000000

2000000

1000000

10

Wed Jan 30 09:02:08 2002

NYC-WTC_000051591

' File
Operator
Acquired
Instrument

: 29 Jan 2002
: Instrumen

rrtr
5.00 7.00 8.00 9.004.00

5.89

577 
6.00

Time-> 28.00

0+
Time->
Abundance

0
Time—>
Abundance TIC: 00613.D

22165

0613.D SCAN508.M

' "T 1
29.00

iy 3i.li
30.00 31.00 32.00 33.00 34.00 35.00 36.00

22.28! 2.77i i ,1* i «

22.00 23.00

‘ i ' 1 ■ ■ i ' 1 ' ' i ' ' '
37.00 38.00 39.00

Page 2

24.85

24.00 25.00 26.00 27.00

9.85 12.54 
10.00 11.00 12.00 13.00 14.00 15.00

16.00 17.00 18.00 1900 20.00 21.00

Sample Name: 508 scan
Mise Info : January 29, 2002
Vial Number: 2
Quant File :SCAN508.RES (RTE Integrator)
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: C:\MSDCHEM\1\5973N\02JAN29\00613.D
3:25 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.12 ug/L 1,4-Dichlorobenzene-d4 9.72594353.61

CAS# QualTentative ID

74

5000 A59 87 1 A

80.36%

#9227: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
7443

5000
59 72.40%87

—A
3.50 3.60 3.70 3.80 3.90 4.007415 33.73%5000 27

59

#9222: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74 3.50 3.60 3.70 3.80 3.90 4.00

31.49%

5000
8759

"IT
3 50 3.60 3.70 3.80 3.90 4.00m/z—>

Page 3Wed Jan 30 09:02:08 2002

NYC-WTC_000051592

(CAS...
(CAS...
(CAS...
(CAS...

102 C5H10O2
102 C5H10O2
102 C5H10O2
102 C5H10O2

methyl ester
methyl ester
methyl ester
methyl ester

Scan 21 (3.614 min): 00613. D (-)
48

Title
Library

2002
LSCINT.P

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

: 29 Jan 2002
: 508 scan
: January 29,

Data File
■ Acq On
Sample
Mise

1 Butanoic acid,
2 Butanoic acid,
3 Butanoic acid,
4 Butanoic acid,

Abundance

m/z->
Abundance

/z->
Abundance #9220: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...

43

A■1111

69
TTT

70

TTuutuuTtutTgTT.
3 50 3.60 3.70 3.80 3.90 4.00

Vial: 2
Operator:

)0613.D SCAN508.M

MW MolForm

m/z 41-10

m/z 59.10

m/z 71.10

""I"11 r’"'!' F‘‘IF+II

......... 1
30 40

' 1 i ■ ' 1 ' i ' 1
10 20

*********************************************************************
Peak Number 1 Butanoic acid, methyl ester... Concentration Rank 11

33
■ ■ । ' ■ 1 r ।

30 40

I'1 1 I 1 1 1 1 I 1 ' 1 1 1 1
50 60 70

m/ z 74.00

Hit# of 5

87
.... 1.... 102
■ 1 i ' 1 1 ' i ' ■ ■ ■ i ' ' ' ■ i

80 90 100 110

000623-42-7 78
000623-42-7 78
000623-42-7 78
000623-42-7 78

m/z 43.10 100.00%

i'. ■ i ■ ■ ■ .‘i ' .
50 60

33
' ■ i 1 ' ■ ■ i ■ ' 1 ' 1 1 ■ 1 ' I

10 20 30 40

102
1 1 I 1 1 ' 1 i ■ ■ ■ ■ i 1 ■ ' 1 i

80 90 100 110

149 . I..........
1 ■ ■ t ■ ' ' ■ i ■ • ' ■ i

50 60 70
■ ■ । । ■ i

m/z-> 10 20
Abundance ;

i11 ■ t 1 >1 ।' t . ; . . 11
50 60 70

/ V *_______Tt1n‘‘0——0tT—UTTT"TCH‘""II"IIIT
3.50 3.60 3.70 3.80 3.90 4.00

102
‘ 1 I 1 1 1 ' i ■ ' ■ ■ i 1 ' 1 1 I

80 90 100 110

-

10 20 30 40

> i • । । । > r ■ ■ T"T
80 90 100 110

mmPmmPP
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: C:\MSDCHEM\1\5973N\02JAN29\00613.D
3:25 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

Relative to ISTD R.T.AreaEstConcR.T.

0.17 ug/L 1,4-Dichlorobenzene-d4 9.72871404.25

CAS#Tentative ID Qual

Abundance

41

5000

60

TT
100 110 120 130 140 150 160

58

A A ANN ry5000

43

57

5000
27

+

5000 69

1
m/z—>

Wed Jan 30 09:02:08 2002 Page 4

NYC-WTC_000051593

85 C3H3NS
172 C10H20O2
85 C4H7NO
85 C3H3NS

Title
Library

2002
LSCINT.P

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

449—
50

Data File
. Acq On
Sample
Mise

: 29 Jan 2002
: 508 scan
: January 29,

#3577: Thiazole
85

n/z->
Abundance

PI “IPWPTmITT

Scan 77 (4.253 min): 00613.D (-)
85

#3602: Methacrylamide $$ 2-Propenamide, 2-methyl- $$ .alph...
8041

90

AAM

157
■' i1 1 ■' i ‘ '

1 Thiazole
2 Pentanoic acid, 1,1-dimethylprop...
3 Methacrylamide $$ 2-Propenamide,...
4 Isothiazole (CAS) $$ 1,2-THIAZOLE

J
50 60 70 80 90 100 110 120 130 140 150 160

1 i' ' ■ ■ i ''

70 80

—1TTR101PIUTPTTTI
90 100 110 120 130 140 150 160

vial: 2
Operator:

190 100 110 'l2o' 130 'l40 150 160

—
50 ।

30613.D SCAN508.M

MW MolForm

0.
4.40 4.60

68.38%

Concentration Rank 4

53 ।
111 i'11
50 60

4.00 4.20 4.40 4.60
m/z 43.10 67.20%

45
38 ।

■ i • ■ ■ ■ i ■ ■ ■1111 ■

/z-> 20 30 40
Abundance

Hit# of 5

11 ■''' ।' ■ ■ ’ ।

20 30 40

Peak Number 2 Thiazole

’I'111 IUTTTTTr
60 70 80

1 , ml I ■ । । ■ । ri I1 ■ ।
4.00 4.20 4.40 4.60

m/z 39.10 25.68%

nz-> 20 30 40
Abundance

......A
■ 1 ■ ' i ■ '1 1 i 1 1

4.00 4.20
m/z 41.10

4.00 4.20 4.40 4.60

60 70 80

' 1 1 r 11' 1 1, '
20 30 40

AAA/MAAA
4.00 4.20 4.40 4.60

m/z 87.10 30.79%

#76628: Pentanoic acid, 1,1-dimethylpropyl ester
71 80

000288-47-1 38
117421-32-6 28
000079-39-0 23
000288-16-4 9.

m/z 85.00 100.00%

I 1 ' ' ' I ' ■ ' ' I • 1 ‘ ‘ I
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: C:\MSDCHEM\1\5973N\02JAN29\00613.D
3:25 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

Quant Method : C:\MSDCHEM\l-..\SC7\N508.M (RTE Integrator)

Relative to ISTD R.T.AreaEstConcR.T.

0.14 ug/L 1,4-Dichlorobenzene-d4 9.72720254.63

CAS#Tentative ID Qual

41
57 88

5000

4.80
84.65%TT

41

5000
53 4.80

86 68.49%

-" ।" " i11111 ■"1 >1"11

5000
5327 86

TTMTTTTT-rp-rrrp-

865000

53
31

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105Tl/Z-->

Page 5Wed Jan 30 09:02:08 2002

NYC-WTC_000051594

86 C5H10O
86 C5H10O
86 C5H10O
86 C5H10O

Title
Library

2002
LSCINT.P

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

Data File
• Acq On

Sample
Mise

45
T

: 29 Jan 2002
: 508 scan
: January 29,

-p—
5.00

' m II.

Vial: 2
Operator:

Scan 110 (4.630 min): 00613.D (-)
71

59—s8l4

101
H

Pp—T

5.00

" I" " I " " I''" I' ‘ " I"

1 2-Buten-l-ol,
2 2-Buten-l-ol,
3 2-Buten-l-ol,
4 2-Buten-l-ol,

Abundance

mfz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #4067: 2-Buten-1-ol, 3-methyl- $$ .gamma.,.gamma.-Dimethyl .

71

n/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #4062:2-Buten-1-ol, 2-methyl- $$ 2-Methyl-2-buten-1-ol $$...

71

3-methyl- (CAS) $$...
3-methyl- $$ .gamm...
2-methyl- $$ 2-Met...
2-methyl- (CAS) $$...

............. ...

I " " 11 ‘ " I " " I

11 51-

30613.D SCAN508.M

AAAA AA) y
4.20 4.40 4.60 4.80 5.00

MW MolForm

" i" " i" " i1"11

4.20 4.40 4.60
m/ Z 41.10

| > ■! I 11 ■ ■ > | > • > ’ | > l l > | 1 1 ■ < | l ■

4.20 4.40 4.60
m/z 57.10

I „ A K
/) ArAA,

4.20 4.40 4.60 4.80 5.00
m/z 43. 10 48.57%

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

Peak Number 3 2-Buten-l-ol, 3-methyl- (CA... Concentration Rank 8

-rrp-rrrp-

......... .

—

4.20 4.40 4.60 4.80 5.00
m/z 88.10 61.65%

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...

71

Hit# Of 5

I"11111" I

000556-82-1 52
000556-82-1 52
004675-87-0 47
004675-87-0 47

m/z 71.10 100.00%

...............
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: C:\MSDCHEM\1\5973N\02JAN29\00613.D
3:25 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.22 ug/L 1,4-Dichlorobenzene-d4 9.721153764.84

CAS#Tentative ID Qual

84
55

59415000

“4471) 4. I ’'' ' I '

55

395000 4.6027

I 11' 11 " " I ' ■ i ■ ■ ■ • । ■

55

395000
27

#3224:2-Butenal, 3-methyl-
84

555000 41

1
n/z->

Page 6Wed Jan 30 09:02:08 2002

NYC-WTC_000051595

84 C5H8O
84 C5H80
84 C5H8O
84 C5H8O

1 2-Butenal,
2 2-Butenal,
3 2-Butenal,

Title
Library

: 29 Jan 2002
: 508 scan
: January 29, 2002

LSCINT.P

4.40
m/z

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

Data File
• Acq On

Sample
Mise

m/z—>
Abundance

AA4
4.40
m/z

rrTp
45

' I' 1'11
90

■ i ’ ■ ■ ■ i
90

50 .TH

44 51 ।
TWTTTTT

A N
1 1 1 ' ' 1 11

75 80 85

50 55 60 65 70 75 80 85

30 35 40 45 50 55

20 25 30 35 40 45 50 55 60 65

3-methyl- (CAS) $$ 3-...
3-methyl- $$ Crotonal...
3-methyl-

■ I ■ ■ ■ ■ ।1

85 90

4 Furan, 2,3-dihydro-4-methyl- (CA...
Abundance Scan 128 (4.835 min): 00613. D (-)

#3221:2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal
84

#3222: 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $...
84

..... 6659 .........

Vial: 2
Operator:

)0613.D SCAN508.M

MW MolForm

Am
5.00 5.20

50.39%

44 51
-PPT
40 45 50n/z-> 20 25

Abundance

69
• । *11 • >. J i ■1
60 65 70

-

4.40 4.60 4.80
m/ Z 41.10

69
■111111 ■ i P— ।''

70 75 80
38 I■ ■ i ■ ■1 ■ i 11 ■ ‘ i'' ■ ■ i ■'1 I

■ i • ■ ■ > । ■
30 35

Hit# of 5

f-n-j-n-n-p-

m/z-> 20 25
Abundance

*********************************************************************
Peak Number 4 2-Butenal, 3-methyl- (CAS) ... Concentration Rank 3

■ । ■1111111 • । ■ ■ ■ ■ ।11' ■ ।
20 25 30 35 40

4.40 4.60 4.80 5.00 5.20
m/z 55.10 74.73%

4
4.80 5.00 5.20

000107-86-8 81
000107-86-8 81
000107-86-8 68
034314-83-5 64

m/z 84.05 100.00%

69
■ 11 • •. ।■ i ■ ■ ■ 11 ■1 • • । ■ ■ • ■ i >

55 60 65 70 75 80
_ A ! AM

4.60 4.80 5.00 5.20
83.10 45.07%

59.10 53.60%

1 "r-i ■ | -l ■ i i | ■> -r । . . i . । .
4.40 4.60 4.80 5.00 5.20

-TT
85 90
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: C:\MSDCHEM\1\5973N\02JAN29\00613.D
3:25 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.14 ug/L 1,4-Dichlorobenzene-d471248 9.725.02

CAS#Tentative ID Qual

Scan 144 (5,018 min): 00613.D (-)Abundance
7143

AA5000
55 59 \39

AL X-

A nA435000

52.52%

43

5000

ITTIITT

435000

m/z->

Page 7Wed Jan 30 09:02:09 2002

NYC-WTC_000051596

102 C5H10O2
102 C5H10O2
102 C5H10O2
86 C5H10O

Title
Library

2002
LSCINT.P

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

1 2-Furanol, tetrahydro-2-methyl-
2 2 - Furanmethanol, tetrahydro-
3 TETRAHYDRO-2 -METHYL-2 -FURANOL
4 Butenol, methyl-

Data File
. Acq On

Sample
Mise

: 29 Jan 2002
: 508 scan
: January 29,

/z—>
Abundance

m/z->
Abundance

—
70

v
45

#9386:2-Furanol, tetrahydro-2-methyl-
71

#9376: 2-Furanmethanol, tetrahydro-
711

#9405: TETRAHYDRO-2-METHYL-2-FURANOL
7h

4.60
m/ z

4.80

' i11
6550 55 60

49 55 61 .
" । " I" " r 11।" " 11
50 55 60 65 70

20 25 30 35 40 45 50 55 60 65

30 35 40 45 50

,AA, MaAyA,
5.00 5.20 5.40

Vial: 2
Operator:

30613.D SCAN508.M

41.10

MW MolForm

5.20 5.40
94.16%

Hit# of 5

■ । * ■ *' । ■1 • ।11 ■ ■ ।111 I
20 25 30 35 40

4.60 4.80 5.00
m/ z 43.10

. A A A./
4.60 4.80 5.00 5.20 5.40
m/z 69.10 35.07%

27
31

, , । ‘ r , rf-m
5.20 5.40
27.53%

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

Peak Number 5 2-Furanol, tetrahydro-2-met... Concentration Rank 9

-

-A-
4.60 4.80 5.00
m/z 55.10

-AL
20 25 30 35 40 45

miz-> 20 25
Abundance

—
70 75

NTmTTT
75 80 85 90

AA
4.60 4.80 5.00 5.20 5.40

1,. । PPi 184.. mr
75 80 85 90

007326-46-7 45
000097-99-4 45
000000-00-0 45
060766-00-9 42

m/z 71.10 100.00%

1..... 84
75 80 85 90

86
ri'111111 UTTTTTT
80 85 90

53 57 61
''' 111 ■ ■ i ■1 ■ ■ i ■ ■ ■11

55 60 65 70

49 55 61
"I" "I""!1 "'I'



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN29\00613.D
3:25 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTDEstConcR.T. Area R.T.

0.11 ug/L 1,4-Dichlorobenzene-d45.71 54797 9.72

Tentative ID CAS# Qual

Abundance

71

5000

45 84
53 58449—-H ■11" 1 ■ i''

43

5000
5.80

71.00

Abundance #4043: 3-Penten-2-ol (CAS) $$ 2-PENTEN-4-OL $$ Methyl prop...
7143

5000 27

15

-r-r-f-r-r-r-r-p-r
5.60

69.10

5000
85

68

' i'' " I

Wed Jan 30 09:02:09 2002 Page 8

NYC-WTC_000051597

86 C5H10O
86 C5H10O
86 C5H6D2O

198 C8H13F3O2

1 3-Penten-2-ol (CAS) $$ 2-PENTEN-...
2 3-Penten-2-ol (CAS) $$ 2-PENTEN-...
3 3 -[.beta.-hydroxy-(.beta.,.beta....
4 1-Trifluoroacetoxy-2-methylpentane

: 29 Jan 2002
: 508 scan
: January 29, 2002

LSCINT.P

Title
Library

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

Data File
- Acq On
Sample
Mise

6.00
80.78%

67
11 ++

5.40
m/z

— 1111 11111111! 4

Vial: 2
Operator:

■ ' 1 i 1
5.40

m/ z

Scan 205 (5.714 min): 00613.D (-)
4h

A
5.80

II । 6 i ITT"u r i ।

11 T'1 -
6.00
40.14%

31
| 35
i1 ■ " i'

" 111■ ‘ i " " r '" i' TTI । > 111111»111

86
1 " I " " I'1" J " 11111' I

TTrun
5.60

1I011000000’00—’tlt

44
nImPTTTTTTT

86
—mTTTTTT

)0613.D SCAN508.M

MW MolFormHit# of 5

1.....

......... N. .1 ' r । 1 ' 1 ■ । ■ ■ ' 1 r1 1 1 1 । 1 ' 1 ' ।
5.40 5.60 5.80 6.00

m/z 39.10 49.43%

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

Peak Number 6 3-Penten-2-ol (CAS) $$ 2-PE... Concentration Rank 12

---A
5.40 5.60 5 80

m/ z 43.10

m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3392:3-[.beta.-hydroxy-(.beta.,.beta.-dideuterio)lethylp...

71

53
58
-

67 .—

m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

i ■' ■ ■ i

m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

58
53

m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4048: 3-Penten-2-ol (CAS) $$ 2-PENTEN-4-OL $$ Methyl prop...

71

53 58 67
THIHTTH

6.00
86.90%

i11" i111' ..... vr) A i' h ' ' —
5.40 5.60 5.80 6.00

001569-50-2 46
001569-50-2 37
005557-87-9 36
000000-00-0 33

m/z 41.10 100.00%



NYC 9/11 Public Portal Document

AE

: C:\MSDCHEM\1\5973N\02JAN29\00613.D
3:25 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

3.50 ug/L 1,4-Dichlorobenzene-d41795750 9.725.89

CAS#Tentative ID Qual

m/zAbundance

5000

43

J5000

43

55 113 174
r ’ " i " ■' i'

5000

43

TT

73

5000

HprTIF
m/z—>

Page 9Wed Jan 30 09:02:09 2002

NYC-WTC_000051598

174 C8H14O4
174 C8H14O4
73 C3H7NO
74 C3H6S

Title
Library

: 29 Jan 2002
: 508 scan
: January 29, 2002

LSCINT.P

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

Data File
- Acq On

Sample
Mise

m/z~>
Abundance #1794: N-Ethylformamide $$ N-Formylethylamine $$ Formamide...

30

5.60
m/z

Scan 220 (5.885 min): 00613.D (-)
73

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

5.60
m/ z

■ r i. 1 1 1 ' n^'1 1 i' 1

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

27
" l " " I " i'
10 20 30

5.80 6.00 6.20
45.10 10.09%

1 Acetic acid, 3-[1,3]dioxolan-2-y...
2 3-(CYCLOHEX-3'-EN-YL)PROPANOL $$ . ..
3 N-Ethylformamide $$ N-Formylethy...
4 1-Propene-1-thiol

*1100,)
6.20
9.23%

n/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...

73

Ti l' " 11' ’ " I " ' TTT

r i < । i i , |-ri i । । । । । r-
5.80 6.00 6.20

43.05 25.11%

i1 " ■ r " ' i' " ' 1111' i1 " ' r " ' i1' " r ' " i1 " 11

Vial: 2
Operator:

J'1'11

000000-00-0 33
015745-87-6 33
000627-45-2 9
000925-89-3 9
73.10 100.00%

. Mp—.P
5.60 5.80 6.00 6.20

)0613.D SCAN508.M

MW MolForm

5.60 5.80 6.00
m/ z 41.10 ~

m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-[1,3Jdioxolan-2-ylpropyl ester

73

55 .TNITT

- , , | M Ji mmeri | i —
5.60 5.80 6.00 6.20

m/z 71.10 6.73%

113
11"11

174
i ‘' i'

। 87 103**pm)PuuuODTpT

44 58

27
TTTTTTTTT

*********************************************************************
Peak Number 7 Acetic acid, 3 - [1,3]dioxola ... Concentration Rank 1

15—P

Hit# of 5

87Hpn

i ■ ■" i'1' ■ i ■ ‘' i

i''111'11' i " ■ ■ i' " • r1" i11" r 1' ■ i ■ " ' i

87-po

। । 55 .
'"i" ........ ..... .......



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN29\00613.D
3:25 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.16 ug/L 1,4-Dichlorobenzene-d4 9.72839959.85

CAS#Tentative ID Qual

m/ z

5000

9.80
m/z 58.10

—
5000

9.80
m/z 104.10

m/ z31 735000

+
9.80

5000

9.80 10.00 10.20m/z—>

Wed Jan 30 09:02:09 2002 Page 10

NYC-WTC_000051599

Title
Library

Data File
Acq On
Sample
Mise 2002

LSCINT.P

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

: 29 Jan 2002
: 508 scan
: January 29,

10.00 10.20
9.62%

10.00 10.20
9.83%

10.00 10.20
8.95%

9.60

#9592: 3-Hexanol (CAS) $$ Hexan-3-ol
59

9.60

44
9.60

#8170: Allyldimethylsilane $$ Silane, dimethyl-2-propenyl-
59

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

11 I 1 1 1 1 1' 1 17
10.00 10.20

9.46%

5t.

Vial: 2
Operator:

013429-07-7 64
000623-37-0 38
003937-30-2 9
000623-37-0 9
59.10 100.00%

30613.D SCAN508.M

MW MolForm

1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H16O3
2 3-Hexanol (CAS) $$ Hexan-3-ol 102 C6H140
3 Allyldimethylsilane $$ Silane, d... 100 C5H12Si
4 3-Hexanol (CAS) $$ Hexan-3-ol $$... 102 C6H14O

Abundance Scan 567 (9.847 min): 00613.D (-)
59

45
1 ■ i 1 111 ■ i ' ■

40 50

73.10

Hit# of 5

31
.... I
■ i ' '1 ' i ■

m/z-> 20 30
Abundance

9.60

m/ z 43.10

I'l " ITT
60 70

mlz-> 20 30
Abundance

40 50 60

45
-

40 50 60

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

Peak Number 8 2-Propanol, 1-(2-methoxypro... Concentration Rank 5

9.60 9.80

45
> l ■ 1 > 1 C 1 ' • ■ I 1 I11 • I i
20 30 40 50

84....................

80 90 100 110 120 130

72

■ .Jh . . . . I ,
60 70

-A--

85
| 100
-----

80 90 100 110 120 130

73 104.1........1,1......130.
1 i 1 ' ' ■ i 1 ' ' ' i ' 1 ■ ■ i ■ 1 ' 1 i ■ ■ ■ 1 i ■ ■ ' ■ i ‘ 1

70 80 90 100 110 120 130

■i' 1 1 ■ 1' 1

miz-> 20 30
Abundance

73 . 104=L4=====---=-=---===
70 80 90 100 110 120 130



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN29\00613.D
3:25 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

0.14 ug/L Naphthalene-d8 13.199736512.54

CAS#Tentative ID Qual

3 2,6-DIHYDROXYBENZOIC ACID 3TMS $... 370 C16H30O4Si3
2-[(trimethylsilyl... 282 C13H2203Si2

m/zScan 803 (12.542 min): 00613.D (-)
73

5000 267 355
T

12.20 12.40 12.60 12.8045 193154 m/z 267.00L 43.01%‘IT• । ■ ■ ■ ■ । ■ ■ ■ । ■

73

355
267.

5000

m/z 355.10 35.62%

T‘3

73
■ ■ i ■ > ■ ■ । । T
1220 12.40 12.60 12.80

m/z 356.10 14.30%5000 267
355

-

T
12.20 12.40 12.60 12.80

m/z 268.00 10.15%355

5000
45

• ■ । ■ • ■ ■ । ■ i ■ ■ ■ ■ i ' ■
1220 12.40 12.60 12.80

Page 11Wed Jan 30 09:02:09 2002

NYC-WTC_000051600

370 C10H3005Si5
370 C10H3005Si5

1 Cyclopentasiloxane, decamethyl-
2 Cyclopentasiloxane, decamethyl-

Title
Library

: 29 Jan 2002
: 508 scan
: January 29, 2002

LSCINT.P

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

Data File
■ Acq On
Sample
Mise

4 Benzoic acid,
Abundance

80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
#313065: Cyclopentasiloxane, decamethyl-

L‘T

< । I • 1 ..... । ।

339
■' ‘1 ’

323339
' i'1''' r

12.20 12.40 12.60 12.80

■ ' i

■ i ■ ■ ■11 ■ ■ ■ ■ i ■ ■i " ' ■ i ■ ■ ■ ■ i ■ ■ ■' i • ■1 ■ i ■

Vial: 2
Operator:

XU

30613.D SCAN508.M

MW MolForm

1 r1 1 1

m/z-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #313068: Cyclopentasiloxane, decamethyl-

m/z-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #313258: 2,6-DIHYDROXYBENZOIC ACID 3TMS $$ trimethylsilyl ...

73

000541-02-6 83
000541-02-6 64
003782-85-2 38
003789-85-3 38
73.10 100.00%

323339 JTIPBIIenn————n‘i

******************************************************************** *
Peak Number 9 Cyclopentasiloxane, decamet... Concentration Rank 10

45
1 1

Hit# of 5

■ i1 ■ ■ ■ । ■
m/z-> 40 60
Abundance

i •1'11 • ■ ■' i • ■ ■ ■ j
191207

■ * ► i ‘ * ir * •' i

........... ................................ 193 223 251
'■ i " 'i ■ i1 ■ ■' i1'1' i'' " r " ' i " '' i " 1' i ■ " ' i " i " 1'

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

147 267

27249TT‘1‘19‘t-s‘"‘1‘‘1111111"11‘11**1‘11111111111110‘1117‘11TTT‘TTTT"""‘TTG‘T



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN29\00613.D
3:25 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

0.15 ug/L Phenanthrene-dl0123610 22.6522.28

Tentative ID CAS# Qual

1 N-perdeuteriobenzylideneaniline 192 C13D11N

192

5000

m/z 191.10 19.19%

Abundance #88409: N-perdeuteriobenzylideneaniline
192

825000

m/z 146.10 16.07%54 110

" I " '11'' " I

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

15.99%5000

+ TTp

Abundance #102610: 2-Propenal, 3-(3,4-dimethoxyphenyl)- (CAS) $$ 3,4...
192

13.00%m/z 160.10161

5000

77 177

4mm 1’0’1

Wed Jan 30 09:02:09 2002 Page 12

NYC-WTC_000051601

Title
Library

2002
LSCINT.P

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

: 29 Jan 2002
: 508 scan
: January 29,

Data File
• Acq On
Sample
Mise

94
-HP

96
88.1,i' " 11 ■11 ■ i

89
I

22.00 22.20 22.40 22.60

64---P

........ A..../I
22.00 22.20 22.40 22.60

149
138 IM

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

m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 1 70 180 190 200

UsLQLy ocaicu woupount nepui L

Vial: 2
Operator:

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

30
PPT

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

' [rorrtT

)0613.D SCAN508.M

118
................. ■ i ■

000538-51-2 64
000883-20-5 50
004497-40-9 42
004497-40-9 42

m/z 192.10 100.00%

MW MolForm

m/z 193.10

2 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12
3 2-Propenal, 3-(3,4-dimethoxyphen... 192 C11H1203
4 2-Propenal, 3-(3,4-dimethoxyphen... 192 C11H1203

Abundance Scan 1656 (22.280 min): 00613. D (-)

..... II.....A
22.00 22.20 22.40 22.60

160
" I" " I.......... .  ■ ।|..................... .

103 118

22.00 22.20 22.40 22.60

****************************************************************** * * *
Peak Number 10 N-perdeuteriobenzylideneani... Concentration Rank 6

p 1 1' I

TTH

146 160

Hit# of 5

................. ............................

22.00 22.20 22.40 22.6082 96
44 52 70 । |

mPTHTWTTTTT

139 152 165 176
I ■1" i ■1 ■ ■ i1" ' I1111111



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00613 .D
3:25 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

0.36 ug/L Phenanthrene-dl022.77 304745 22.65

Tentative ID CAS# Qual

Abundance Scan 1699 (22.771 min): 00613.D (-)
188

5000

16.83%+—++/z->
Abundance

5000

m/ Z 80.10 15.50%

188

m/ z 14.43%94.055000

80 94

1' " 11

188
12.65%

5000

Wed Jan 30 09:02:10 2002 Page 13

NYC-WTC_000051602

Title
Library

2002
LSCINT.P

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

: 29 Jan 2002
: 508 scan
: J anuary 2 9,

Data File
Acq On
Sample
Mise

66m

Vial: 2
Operator:

42 54WTTTTTT
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

fumn m/z 189.10

22.40 22.60 22.80 23.00 23.20

160
' I " " I ' 1 " I ' " ' I 1 mrpi I I I |-TI I I | I I I V| I I ! I | I

m/z 184.10

22.40 22.60 22.80 23.00 23.20

1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10
2 Anthracene-D10 188 C14D10
3 Anthracene-diO- 188 C14D10
4 Phenanthrene-diO 188 C14D10

80 90 100 110 120 130 140 150 160 170 180 190
#84498: Anthracene-D10

66
-----

3613.D SCAN508.M

MW MolForm

. 158
1 h'1"" | I I I I | I I I I ( I m-1 I ! I I | . I ! I | | I > > | TT I I | I r IT| I

80 94

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

m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10-

80 94

*********************************************************************
Peak Number 11 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 2

.........................66

/z-> 30 40 50 60 70
Abundance

Hit# Of 5

132 146 160 LHPH
22.40 22.60 22.80 23.00 23.20

66 80 94 160
TITTTTTTTTmWTTTTIIWIIPIPPTT

—

#84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
188

i1 ■ ■' i1 ■'' ।

"I r . , 1T* IDIttrI . r I ,
22.40 22,60 22.80 23.00 23.20

180 4—.

001517-22-2 91
000000-00-0 91
001719-06-8 91
001517-22-2 91

m/z 188.10 100.00%

22.40 22.60 22.80 23.00 23.20



NYC 9/11 Public Portal Document

—X

: C:\MSDCHEM\1\5973N\02JAN29\00613.D
3:25 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

0.15 ug/L Phenanthrene-dl024.85 123585 22.65

Tentative ID CAS# Qual

Abundance

5000

TTTT
24.60 24.80 25.00 25.20

m/Z 150.00 9.53%■ । ■ ■ ■1111 ■' i ■' ■ ■ i11'111

5000

7.77%
205 223121 278‘I""-I0-E‘TN‘TT‘I‘‘‘"T‘TVT‘‘‘‘G"ITUTTTTTTTTT‘‘‘‘1‘11177

24.60 24.80 25.00 25.20
5.53%5000

57
167

ir ■ ■' i'

5.12%

5000

205 223 261 279 334‘‘111110110UTU-U-TTT‘TT‘1m1‘1"‘T"‘TOUTT

Wed Jan 30 09:02:10 2002 Page 14

NYC-WTC_000051603

bu... 278 C16H2204
bi ... 278 C16H2204
bu... 334 C20H30O4
bu... 304 C18H2404

1,2-Benzenedicarboxylic acid,
1,2-Benzenedicarboxylic acid,
1,2-Benzenedicarboxylic acid,
1,2-Benzenedicarboxylic acid,

1
2
3
4

Title
Library

2002
LSCINT.P

Scan 1881 (24.849 min): 00613. D (-)
149

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

: 29 Jan 2002
: 508 scan
: January 29,

Data File
• Acq On

Sample
Mise

205 223
' 1 I 1 1 '

278TT‘001u—0‘u——nnd3

57 76 104 121TTTTTPT

vial: 2
Operator:

)0613.D SCAN508.M

MW MolForm

017851-53-5 90
000084-69-5 83
000085-69-8 83
000084-64-0 83

m/z 149.00 100.00%

41 57 76 104
--

24 60 24.80 25.00 25.20

m/z 56.10

m/ z 41.10

m/z57.10

1,76 104 121...... ........• > t I > ' ' r । । r i . . । . . < > । > r. , । r, . , । , i । । r >

41 57 76 93 121
-----

*********************************************************************
Peak Number 12 1,2-Benzenedicarboxylic aci... Concentration Rank 7

--

24,60 24.80 25.00 25.20

m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #284879:1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ...

149

Hit# of 5

Wz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #223251:1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)...

149

/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #223230:1,2-Benzenedicarboxylic acid, butyl 2-methylpropy...

149

I ' ’ ' I '

205 223
TVTIIPaT

24.60 24.80 25.00 25.20
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perator ID:

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

-m. .
3-meth..
t

Wed Jan 30 09:02:10 2002 Page 15

NYC-WTC_000051604

2 -Butenal,
2-Furano 1\
3-Penten-2O
Acetic acid
2-Propanol, A
Zyclopentasi

9.72 10274500
9.72 10274500
9.72 10274500
9.72 10274500
9.72 10274500
9.72 10274500
9.72 10274500
9.72 10274500

13.19 14399600
22.65 16872500
22.65 16872500
22.65 16872500

20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0

0.1 ug/L
0.2 ug/L
0.1 ug/L
0.2 ug/L
0.1 ug/L
0.1 ug/L
3.5 ug/L
0.2 ug/L
0.1 ug/L
0.1 ug/L
0.4 ug/L
0.1 ug/L

1
1
1
1
1
1
1
1
2
4
4
4

3.61
4.25
4.63
4.84
5.02
5.71
5.89
9.85

12.54
22.28
22.77
24.85

59435
87140
72025

115376
71248
54797

1795750
83995
97365

123610
304745
123585

trah. .
(CA. .

3- [1. .
- (2-. .
pxan..

RT EstConc Units Response

Data File: C:\MSDCHEM\1\5973N\02JAN29\00613.D
'Jame: 508 scan
isc: January 29, 2002

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

30613.D SCAN508.M

-perdeuteriobenz . .
DECADEUTEROPHENAN. .
1,2-Benzenedicarb..

Resp Cone

Butanoic acid,
Thiazole
2 -Buten-1-ol ,

Date Acquired: 29 Jan 2002 3:25 pm


