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Comments for Sample AE00701 - Analysis $GCMS

NYC-WTC_000051878

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-29-2002 Time: 09:56:04

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds, except for d-Limonene at an estimated level of 1.7 ug/L and with a
fit of 98 out of 100. The recoveries for 15 of the 43 compounds in the LCS
Standard were outside of their acceptance ranges.
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: C: \MSDCHEM\1\5973N\02JAN16\00701.D 1
3:07 pm

Instrumen
Multiplr: 1.00

MS Integration Params:
Quant Time: Jan 17 08:12:18 2002 Quant Results File: SCAN508.RES

Internal Standards

27.73 235 0.00
Spiked Amount 5.000

Qvalue

Thu Jan 17 08:12:19 2002 Page 1

NYC-WTC_000051879

1093872
4622818
2421298.
4100961
3715484
2786372

74
163
165
149
228
149
228
252

152
136
164
188
240
264

9.71
13.19
18.34
22.63
30.49
34.42

2002
SPLIT.P

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

System Monitoring Compounds
37) 2,4-DDD

17
55
17
97
56
98
53
1

0.18 ug/L #
2.44 ug/L #
9.76 ug/L #
0.15 ug/L
0.04 ug/L #
1.02 ug/L
0.04 ug/L #
0.06 ug/L #

8567
390914
304348
39705
8685

86763
8684

10162

-0.01
-0.02
-0.01
-0.03
-0.02
0.00

3.60
18.34
18.34
24.85
30.50
31.11
30.50
34.42

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

: 16 Jan 2002
: 508scan
: January 16,

Data File
. Acq On
Sample
Mise

Target Compounds
2) n-Nitrosodimethylamine

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

362952
Recovery

Vial:
Operator:
Inst :

5.60 ug/L
= 112.00%

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

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

00701.D SCAN508.M

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Fri Jan 11 13:20:07 2002
Response via : Initial Calibration
DataAcq Meth : SCAN508
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: C:\MSDCHEM\1\5973N\02JAN16\00701.D
: 16 Jan 2002 3:07 pm

Inst : Instrumen
Multiplr: 1.00

Quant Results File: SCAN508.RE

5500000

s5000000

4500000

2

4000000
£

3500000

3000000

2500000

2000000

1500000

1000000

500000

UL
8.00 10.00 12.00 14.00 1600 18.00 20 00 22.00 24.00 26.00 28.00 30.00 32.00 34.00 36.00 38.00

Thu Jan 17 08:12:19 2002 Page 2

NYC-WTC_000051880

: 508scan
: January 16, 2002

Data File
Acq On
Sample
Mise

| I
.»
CD

Response via :
Abundance

Oog
3
C

?
j

|

Initial Calibration
TIC: 00701.D

s
G
®

8
2s
5

: ii
i!

I

|

■ ' | 1 ' ■ ' /‘‘I‘I • t r. I’’ . . । ‘‘‘‘I

f

Ju

MS Integration Params: SPLIT.P
Quant Time: Jan 17 8:12 2002

Vial: 1
Operator:

00701.D SCAN508.M

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

*1*un*T0-
Fime-> 4.00 6.00
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: C:\MSDCHEM\1\5973N\02JAN16\00701.D
3:07 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

Signal : TIC

855 865 rBV860

1681 1687 1693 rBV2 4936151
1693 1699 1703 rVB 53285

Sum of corrected areas: 61109307

Thu Jan 17 08:17:14 2002 Page 1

NYC-WTC_000051881

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

corr.
% max.

corr.
area

35458
956172

0.100%
0.077%
2.037%
0.285%
0.089%

139 rBV6
149 rVB
227 rBV
367 rBV
433 rVB

15552
26257

634380
63807
23150

133163
122446

6179918
215217
516996

1305 1311 1315 rBV
1653 1656 1661 rVB2

129
143
220
356
426

539
547
555
565
589

24.849
27.726
30.489
31.105
34.416

1877 1881 1887 rVB
2127 2133 2139 rVB

0.106%
2.868%
17.940%
0.418%

15.654%

14.472%
16.087%
0.126%

17.791%
0.222%

6
7
8
9

10

9.527
9.619
9.710
9.824

10.098

% of
total

Method
Title

119
139
215
353
423

535
545
551
561
583

0.218%
0.200%

10.113%
0.352%
0.846%

4.846
5.006
5.885
7.438
8.237

545 rBV
551 rW
561 rW
583 rVB
593 rBV

1.21%
1.12%

56.37%
1.96%
4.72%

0.59%
15.99%

11
12
13
14
15

1
2
3
4
5

80.67%
89.67%
0.70%

99.17%
1.24%

13.192
18.341
22.280
22.634
22.771

0.56%
0.43%

11.35%
1.59%
0.49%

16
17
18
19
20

: 16 Jan 2002
: 508scan
: January 16, 2002

LSCINT.P

61092
47352

1244781
174390
54177

4793700
4851962.

40984

64603
1752429

Data File
. Acq On
Sample
Mise

55575
59428

3230375
70769

272002

8843758
9830359

77034
10871735

135502

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

Peak Location: TOP

2369 2375 2381 rBV2 4522259 10962790 100.00%

Vial: 1
Operator:

2425 2429 2441 rW 80393
2713 2719 2751 rBV 3623282

10701.D SCAN508.M

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

255732 2.33%
9565833 87.26%

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

peak R.T. first max last PK peak
# min scan scan scan TY height
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Integrated ChromatogramLSC Report

: C:\MSDCHEM\1\5973N\02JAN16\00701.D

3:07 pm using AcqMethod SCAN508

Abundance TIC: 00701.D
13119

4000000

9.71
3000000

2000000

1000000
5.8:

10.10

9.00 10.00

18134

4000000

3000000

2000000

27.1000000

30.49

4000000
34.42

3000000

2000000

1000000

0

Thu Jan 17 08:17:15 2002SCAN508.M30701.D

NYC-WTC_000051882

File
Operator
Acquired
Instrument

: 16 Jan 2002
: Instrumen

4.8S1
—Tr

5.00 6.00

1 l"T
16.00

01
Time->
Abundance

Time--> 28.00

01
Time->
Abundance

TIC: 00701.D
2263

PT-TT
4.00

24.85

24.00 25.00 26.00 27.00

1 31,11
29.00 30.00 31.00 32.00 36.00 37.00 38.00 39.00

Page 2

95:22MY

33.00 34.00 35.00

22.282.77
-i । । । i । । — i i । i i i i | i । i i । । i i i । P1 | i r

17.00 18.00 19.00 2000 21.00 22.00 23.00
TIC: 00701 .D

11.00 12.00 13.00 14.00 15.00

Sample Name: 508scan
Mise Info : January 16, 2002
Vial Number: 1
Quant File :SCAN508.RES (RTE Integrator)

7 44 8 24

700 8.00
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: C: \MSDCHEM\1\5973N\02JAN16\00701.D 1
3:07 pm

Instrumen
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTDEstConcR.T. Area R.T.

0.20 ug/L 1,4-Dichlorobenzene-d44.85 61092 9.71

Tentative ID CAS# Qual

m/z
84

415000

84

395000
27

1

55

395000
27

41
#3351: Furan, 2,3-dihydro-4-methyl- (CAS) $$ 4-METHYL-2.3-...

56 84

415000

Thu Jan 17 08:17:15 2002 Page 3

NYC-WTC_000051883

84 C5H80
84 C5H80
84 C5H80
84 C5H80

2002
LSCINT.P

Title
Library

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

Data File
. Acq On
Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

44
r 11111

Vial:
Operator:
Inst :

#3305:2-Ethylacrolein $$ 2-Ethacrolein $$ Butanal, 2-meth...
55

■i■ ■ ■■ i
90

90

N l
4.40
m/z

• ■ l • • • • I
90

4.40
m/ z

• • I'»■ • I ■
20 25

+
55

75 80 85 90

70 75 80 85

40 45 50 55

40 45 50 55 60

40 45 50 55 60 65
PPPPTT

30 35

L

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

Lmm

000922-63-4 64
000107-86-8 59
034314-83-5 59
000107-86-8 59
84.00 100.00%

1 2-Ethylacrolein $$ 2-Ethacrolein...
2 2-Butenal, 3-methyl- (CAS) $$ 3-...
3 Furan, 2,3-dihydro-4-methyl- (CA...
4 2-Butenal, 3-methyl- $$ Crotonal...

Abundance Scan 129 (4.846 min): 00701 .D (-)

Hit# Of 5

)0701.D SCAN508.M

MW MolForm

66
1111111111
60 65

44 51
I 'Hr ■ ■ d I'

69vr...........
70 75 80 85

51L

69
- —

60 65 70 75 80 85 4.40 4.60 4.80 5.00 5.20

4.40 4.60 4 80 5.00 5.20
m/z 55.10 63.48%

■ i ■ • ■ • i ■

30 35

• i • • > • i •
65 70

20 25 30 35

• i ■ ■ ■ > i ■

20 25

0
m/z->

■ i ■' ■ ■ i'' ■ ■ i ■ ■' ■ i ■

20 25 30 35

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

Peak Number 1 2-Ethylacrolein $$ 2-Ethacr... Concentration Rank 8

0
m/z-->
Abundance

........ A...
4.60 4.80 5.00 5.20

; 41.10 51.63%

AM
4.60 4.80 5 00 5.20

59.10 50.71%

A
4.40 4.60 4.80 5.00 5.20
m/z 39.10 42.18%

0
n/z->
Abundance

55
59

0
m/z->
Abundance

44 51L
40 45 50
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: C:\MSDCHEM\1\5973N\02JAN16\00701.D 1
3:07 pm

2002
MS Integration Params: LSCINT.P

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

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

Concentration Rank 10

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

0.15 ug/L 1,4-Dichlorobenzene-d45.01 47352 9.71

Tentative ID CAS# Qual

Abundance Scan 143 (5.006 min): 00701 D (-)
43 71

5000

39

82.66%

#4084: 3-Buten-2-ol, 2-methyl-
71

43

5000
59

41.10
27 53

0

#4085: 3-Buten-2-ol, 2-methyl-
71

43 A

5000
59

#4047: 3-Penten-2-ol $$ alpha.,.gamma.-Dimethylallyl alco...
43 71

5000 39
5327 67

— 49

Thu Jan 17 08:17:15 2002 Page 4

NYC-WTC_000051884

86 C5H10O
86 C5H10O
86 C5H10O
86 C5H10O

: 16 Jan 2002
: 508scan
: January 16,

Title
Library

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

4.60
m/z

4.60
m/z

4.60
m/z

Instrumen
1.00

Data File
. Acq On

Sample
Mise

—IIH
40

-A
4.80

Vial:
Operator:
Inst :
Multiplr:

1" i"'111

1" r " 11'

' I *'
65

TIT
45

—A
4.60

TI‘
70

5.40

■ i
30

30

5.00

67 i
1 ■ 111 > 11

4 . N ,

40 45 50 55 60

■ ■ i'''' i'11' P ■ ■' i ■
50 55 60 65 70 75 80

35 40 45 50

45 50 55 60 65 70 75 80

Ma/MNAA

4.80 5.00 5.20

4.80 5.00 5.20 5.40

1 3-Buten-2-ol, 2-methyl-
2 3-Buten-2-ol, 2-methyl-
3 3-Penten-2-ol $$ .alpha.,.gamma...
4 Oxirane, propyl-

/z-> 20 25 30 35
Abundance

4.80 5.00 5.20 5.40

— i 67
-

71.10

50701.D SCAN508.M

MW MolForm

‘31
70

86
1" i11" r 1111

85 90 95

86
।1111111111 >11

85 90 95

86
I

75 80 85 90 95

51ILL

53
-

Hit# of 5

Peak Number 2 3-Buten-2-ol, 2-methyl-

■ । ■ ■ ■ ■ । ■
20 25

■ i ■ ■ ■ ■ i ■
35 40

5.20 5.40
71.80%

0
n/z->

5.20 5.40
36.09%

Of
•n/z-->
Abundance

• । ■ ■ • • । ■
20 25

11 ■ ■ ■ ■ 111 > ■ 11 ■ । । •
20 25 30 35

5955

27 31

Ol
m/z->
Abundance

000115-18-4 64
000115-18-4 39
001569-50-2 38
001003-14-1 38

m/z 43.10 100.00%

4 60 4.80 5.00
m/z 59.00

86
------
75 80 85 90 95

69.10 43.81%

58m
55 60 65
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: C:\MSDCHEM\1\5973N\02JAN16\00701.D 1
3:07 pm

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

4.03 ug/L 1,4-Dichlorobenzene-d4 9.7112447805.89

CAS# QualTentative ID

m/zAbundance

L5000

43

TT
90 100 110 120 130 140 150 160 170 180

5000

43

55

90 100 110 120 130 140 150 160 170 180

‘‘I‘*

5000

43

90 100 110 120 130 140 150 160 170 180

5000

55 87

TT

Thu Jan 17 08:17:15 2002 Page 530701.D SCAN508.M

NYC-WTC_000051885

2002
LSCINT.P

Title
Library-

Ins t rumen
1.00

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

Data File
. Acq On
Sample
Mise

87
r‘

87
MT

: 16 Jan 2002
: 508scan
: January 16,

Vial:
Operator:
Inst :
Multiplr:

Scan 220 (5.885 min): 00701 .D (-)
73

#78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
73

#36138: 3-(CYCLOHEX-3'-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
73

6.20
9.05%

‘‘I’
5.60

m/z

L

80 90 100 110 120 130 140 150 160 170 180

■ i " ■ ■ i ■ ■ ■ ■ i1

50 60 70

#9702: Butane, 2-methoxy-2-methyl- $$ Ether, methyl tert-p...
73

27
11 ■ i'

30

Pm
80

+pr
80

174
r 1' ■ i ■

000000-00-0 33
015745-87-6 33
000994-05-8 33
000627-45-2 9
73.10 100.00%

5.60 5.80 6.00
m/ z 41.10

MW MolFormHit# of 5

Vp—
80

45
|

' I' ''' 11
40 50

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

5.60 5.80 6.00 6.20
m/z 43.10 23.39%0 111 r rr

m/z-> 20 30
Abundance

0-
rn/z-->
Abundance

55 .1TIUnmm
50 60 70

5.60 5.80 6.00 6.20
m/z 45.10 9.41%

1 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H14O4
2 3-(CYCLOHEX-3'-EN-YL)PROPANOL $$... 174 C8H14O4
3 Butane, 2-methoxy-2-methyl- $$ E... 102 C6H140
4 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO

27TPTT4
20 30 40

27
poodaunne i'11'
20 30 40

113
i '-1 ■ ■ i ■ ■ ■ ■ i " • ■ r ■ " i' " ' i

110,1555...,
40 50 60 70

m
60 70

0-T
n/z-> 20

■ ' ’ I ' ‘ ' I ' ' ' ' I ' ' ' ' I ' '
5.60 5.80 6.00 6.20

87 103
P*1*9*mWWTTTT

। ■ i' " 11'' ■ • r ''' i'1 " i ■ " ' r ''' i ■ ■ " i ■ " ' i''' ■ i

0
m/z->
Abundance

113 174
। i-i < > 11 ■ ■ ■ i > । > ■ ।1 > |-,-ni 111111111 •111 ■
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: C:\MSDCHEM\1\5973N\O2JAN16\00701.D
3:07 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.

0.56 ug/L 1,4-Dichlorobenzene-d41743907.44 9.71

Tentative ID CAS# Qual

5000 45
87

5000 45

1 1 1 1 ' 1 1 1
7.60

21.87%5000 45

87

TIn

5000 45

87

Thu Jan 17 08:17:16 2002 Page 6

NYC-WTC_000051886

2-butoxy-
2-butoxy-
2-butoxy-
2-butoxy-

2002
LSCINT.P

: 16 Jan 2002
: 508scan
: January 16,

#17826: Ethanol, 2-butoxy-
57

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

Data File
. Acq On
Sample
Mise

Title
Library

1 Ethanol,
2 Ethanol,
3 Ethanol,
4 Ethanol,

Abundance Scan 356 (7.438 min): 00701 .D (-)
57

118 C6H14O2
$$ .beta.-But... 118 C6H14O2
(CAS) $$ 2-Bu... 118 C6H14O2
(CAS) $$ 2-Bu... 118 C6H14O2

#17833: Ethanol, 2-butoxy- (CAS) $$ 2-Butoxyethanol $$ 2-n...
57

#17827: Ethanol, 2-butoxy- $$ .beta.-Butoxyethanol $$ Buty...
57

7.60 7.80
10.39%

7.80

■ i 1
7.80

39—4
40

-4
50

—
50

+
50

75
। ri 1 1 1 111 1 1 1
60 70 80

30701. D SCAN508.M

27

ll
■ ' I '

30

Vial: 1
Operator:

MW MolForm

—T+4+
40

7.00 7.20 7.40
rn/z 87.10

Concentration Rank 4

Hit# of 5

Peak Number 4 Ethanol, 2-butoxy-

7.00 7.20 7.40
m/z 56.10

7.00 7.20 7.40 7.60

7.00 7.20 7.40 7.60 7.80
m/z 41.10 31.11%

O' i ' 1 1 1 1 1
m/z-> 20 30
Abundance

0—1
m/z-> 20
Abundance

27
133■ • i • • > > i ■ ■

30 40

001
ti/z—> 20
Abundance

87
| 100 118

» > i t ■ ■ ■ • | > i ■ ■ ■ • । 1 1

90 100 110 120

000111-76-2 83
000111-76-2 83
000111-76-2 78
000111-76-2 78

m/z 57.10 100.00%

+7
60 70

।. 1„"7. L.... ,
60 70 80 90 100 110 120

75
... i'I'Ji । । । i'Ji । ।
60 70 80 90

—

40 50
100 118
100 110 120

7.00 7.20 7.40 7.60 7.80
m/z 45.10 37.54%

O'. । .... । .
rn/z-> 20 30

100

80 90 100 110 120
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: C:\MSDCHEM\1\5973N\02JAN16\00701.D
3:07 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.

0.18 ug/L 1,4-Dichlorobenzene-d48.24 54177 9.71

Tentative ID CAS# Qual

Scan 426 (8.237 min): 00701 .D (-)
5745

875000
41

—

57

5000
87

4215

++TT

87

5000

4245 54THlumpmeet

29
87

5000

42

H
10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

Thu Jan 17 08:17:16 2002 Page 7

NYC-WTC_000051887

87 C4H9NO
87 C4H9NO
87 C4H9NO
87 C4H9NO

(CAS) $$ BASF 238 $$ ...
(CAS) $$ BASF 238 $$ ...
(CAS) $$ BASF 238 $$ ...

2002
LSCINT.P

Title
Library

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

Data File
. Acq On
Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

1 Morpholine
2 Morpholine
3 Morpholine
4 Morpholine

Abundance

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#4372: Morpholine (CAS) $$ BASF 238 $$ Diethylene oximide...

29

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#4376: Morpholine (CAS) $$ BASF 238 $$ Diethylene oximide ...

57

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#4375: Morpholine (CAS) $$ BASF 238 $$ Diethylene oximide...

57

*11PPPTTTTTT —Ir

1..........

26

—

MW MolForm

>0701.D SCAN508.M

Vial: 1
Operator:

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

Peak Number 5 Morpholine (CAS) $$ BASF 23... Concentration Rank 9

7.80 8.00 8.20 8.40 8.60

Jl"l"....

...... .....................M...
7.80 8.00 8.20 8.40 8.60
m/z 87.10 47.91%

0b
m/z-> 5
Abundance

7.80 8.00 8.20 8.40 8.60
m/z 56.10 32.66%

A..A,
7.80 8.00 8.20
m/z 45.10

Hit# of 5

0b
m/z-> 5

A

84T’WPI

n
8.40 8.60

84.16%

000110-91-8 25 JO
000110-91-8 9 G90
000110-91-8 9
000110-91-8 9 P

m/z 57.10 100.00%

।" ■11

r ■" i ■ ■'' i " '' I" " i " " i

780 8 00 8.20 8.40 8.60
m/z 41.10 36.81%

r " ' i "1 ■ i

0b
m/z-> 5
Abundance

ob
m/z-> 5
Abundance

i' " 11"' ■ r'" i

i ■ ■'' i'' " i ■ •'' i



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN16\00701.D
3 :07 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.

0.43 ug/L 1,4-Dichlorobenzene-d41331639.53 9.71

Tentative ID CAS# Qual

1-(2-methoxy-1-methy... 148 C7H16O3
3,3' -oxybis-

3 BIS(1-METHYL-2 -HYDROXYETHYL)ETHER
4 DIPROPYLENEGLYCOL METHYL ETHER $... 148 C7H16O3

Abundance

455000
103

73
T

45.100 । 1 1 1 * ।

5000 10345 9.6073 m/z 103.1031

—1
60

73.105000 31 45 103

—+
60

5000 31 45 103

Thu Jan 17 08:17:16 2002 Page 8

NYC-WTC_000051888

162 C8H18O3
134 C6H14O3

1 2-Propanol,
2 2-Butanol,

Title
Library

2002
LSCINT.P

: 16 Jan 2002
: 508scan
: January 16,

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

Data File
. Acq On
Sample
Mise

9.80
25.06%

9.80
45.65%

9.80
36.16%

#61826:2-Butanol, 3,3‘-oxybis-
59

Scan 539 (9.527 min): 00701 .D (-)
59

#43943:2-Propanol, 1-(2-methoxy-1 -methylethoxy)- $$ Dipro...
59

#29208: B)S(1 -METHYL-2-HYDROXYETHYL)ETHER
59

9.20
m/z

9.60

9.20
m/z

9.609.40

TTf
70

9.40

130
120 130 140

Hit# of 5

..
9.20 9.40 9.60 9.80

)0701.D SCAN508.M

MW MolForm

Vial: 1
Operator:

n/z-> 20 30
Abundance

9.20 9.40

120 130 140

*********************************************************************
Peak Number 6 2-Propanol, 1-(2-methoxy-l-. . . Concentration Rank 5

0
m/z- >

9.20 9.40 9.60 9.80
m/z 41.10 . 22.71%

020324-32-7 72
054305-61-2 64
000000-00-0 64
020324-32-7 56

m/z 59.10 100.00%

’T' " ' I '
60 70

1 1 1 1 1 1,1
50 (

. . . 134
80 90 100 110 120 130 140

— । i'i —i । । Ji

20 30 40

. i ri 1 1 I 1 ' 11
20 30 40 50

1341[t00nn—m0tumuuuu—uT1‘
70 80 90 100 110 120 130 140

' I ' ' ' 1 I '' ■ ■ । I Ji . । .
20 30 40 50

--------
80 90 100 110

0
n/z->
Abundance

84 , । , ,
80 90 100 110

0
m/z->
Abundance

39 il-----
40 50 60 70



NYC 9/11 Public Portal Document
—— J

: C:\MSDCHEM\1\5973N\O2JAN16\00701.D
3:07 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.

0.40 ug/L 1,4-Dichlorobenzene-d49.62 122446 9.71

Tentative ID CAS# Qual

5000 10345
73

m/z 103.05

5000 10345 73
45.0531

103

5000
45 73

31

5000 31 45 103

4+

Thu Jan 17 08:17:16 2002 Page 9

NYC-WTC_000051889

1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H16O3
2 DIPROPYLENEGLYCOL METHYL ETHER $... 148 C7H16O3

2002
LSCINT.P

Title
Library

: 16 Jan 2002
: 508scan
: January 16,

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

Data File
. Acq On

Sample
Mise

3 2-Butanol,
4 2-Propanol,

Abundance

#43943:2-Propanol, 1-(2-methoxy-1 -methylethoxy)- $$ Dipro...
59

#61826: 2-Butanol, 3,3‘-oxybis-
59

#43944: DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propanol, 1-(2...
50

*‘I"93—TT

9.409.20
m/z

9.60

9.60

MA
9.60 9 80 10.00

80 90 100 110 120 130 140

130
■ i ' ' ' ' i 1 ■ ■ ■ I ■ ■ ' ■ i '
110 120 130 140

m
50 60

40 50 60

Hit# Of 5

' 111'1'' 1

)0701.D SCAN508.M

> A

9.80 10.00
40.29%

MW MolForm

Vial: 1
Operator:

15
■ । ■1'
10

0-
m/z->
Abundance

0-
m/z->
Abundance

9,80 10.00
41.70%

9.20 9.40

9.20 9.40

_UW
9.20 9.40 9.60 9 80 10.00
m/z 73.10 28.18%

• • i •1 > > i ■ > ■ ■ a ■ ■ 11.111' 11 P| > । > 111

10 20 30 40 50 60 70

3,3'-oxybis- 162 C8H18O3
l,l'-oxybis- (CAS) $... 134 C6H1403

Scan 547 (9.619 min): 00701 .D (-)
50

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

Peak Number 7 2-Propanol, 1-(2-methoxy-l-... Concentration Rank 6

। 130
■ ■ ■ । ■ > ■ ■ । ■ > ■ ■ । ■ i > • • ■ । ■

80 90 100
01

m/z-->
Abundance

. i Bopopo
20 30 40 50 60 70

86
1 I 11’ । । > > । । । ।
70 80 90

9.20 9.40 9.60 9.80 10.00
m/z 41.10 23.89%

......... 134

70 80 90 100 110 120 130 140

00
10 20 30 40

0—TPTP
n/z-> 10 20 30

020324-32-7 83
020324-32-7 72
054305-61-2 50
000110-98-5 50

m/z 59.10 100.00%

100 110 120 130 140



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\O2JAN16\00701.D
3:07 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.

0.70 ug/L 1,4-Dichlorobenzene-d49.82 215217 9.71

Tentative ID CAS# Qual

m/zAbundance Scan 565 (9.824 min): 00701 .D (-)
53

5000

100 110 120 130 140 150 160

5000

5000

45

5000

103

161
' I ■ ■' ■ i1 ■ ■' 11 ‘1 ■ i ■ ■1' i ■ ■ ■ ■ i1 ■' ■ i

)0701 .D Thu Jan 17 08:17:17 2002SCAN508.M Page 10

NYC-WTC_000051890

192 C9H20O4
192 C9H20O4
102 C6H140

Title
Library

2002
LSCINT.P

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

2 TRIPROPYLENE GLYCOL 1
3 TRIPROPYLENE GLYCOL 2
4 3-Hexanol

: 16 Jan 2002
: 508scan
: January 16,

Data File
. Acq On
Sample
Mise

104
—H

9.40
m/z

9.40 9.60

9.40
m/ z

9.40
m/z

31

• ■ l'

30

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

9.80 10.00 10.20

1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H16O3

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

30 40 50 60 70

45

ml
30 40

73
—L

013429-07-7 78
000000-00-0 64
000000-00-0 56
000623-37-0 40
59.05 100.00%

45.. M...1,

117 130

Vial: 1
Operator:

MW MolForm

40 50 60 70 80 90 100 110 120 130 140 150 160
#102326: TRIPROPYLENE GLYCOL 1

59

#102327: TRIPROPYLENE GLYCOL 2
59

73 104 130
1 I 1 1' 11 1 1 1 1 I 1 1' 1 I ''11 i-l 1 1 ।1 I 1 11 । I । 11 1 I 1 1 ।' I' i ’ 1 I । । ' I

MN),
9.60 9.80 10.00 10.20

73.10 8.95%

45
m.,1!1-1.... lans

0-
n/z->
Abundance

84
80 90

01
m/z~>
Abundance

*********************************************************************
Peak Number 8 2-Propanol, 1-(2-methoxypro... Concentration Rank 3

14
9.40 9.60 9.80 10.00 10.20
m/z 41.10 9.11%

Hit# of 5

-H
30 40 50 60

0
n/z->

Ml ,
9.60 9.80 10.00 10.20

45.10 11.65%

■ U _
9.60 9.80 10.00 10.20

43.10 9.35%

103
72 |, 117 130

70 80 90 100 110 120 130 140 150 160

01
n/z->
Abundance

T‛0111

---7-9+



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN16\00701 .D
3:07 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

D-Limonene

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

1.67 ug/L 1,4-Dichlorobenzene-d451699610.10 9.71

Tentative ID CAS# Qual

m/ zAbundance

93

5000
79

53 121 136107 TCr‘ 1 ' 1

0

#31979: D-Limonene
63

935000
10.00 10.20 10.40

67.82%93.107953 136121

935000

7953 136

0 i ■ ■ ■ ' i ' 1 1 ■ i ■ ■ 1 1 I 1 1

Abundance

93
5000

53 79
121

Ti
9.80 10.00 1020 10.40

Thu Jan 17 08:17:17 2002 Page 11

NYC-WTC_000051891

Scan 589 (10.098 min): 00701 D (-)
68

2002
LSCINT.P

Title
Library

: 16 Jan 2002
: 508scan
: January 16,

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

Data File
, Acq On
Sample
Mise

#31985: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (R)- (...
6)3

#31988: Limonene $$ Cyclohexene, 1-methyl-4-(1-methylethen...
68

136
-

140

140

9.80
m/z

140
rv
70

9.80
m/z

140

—I l . f
9.80

m/z

y
T"T

005989-27-5 98
005989-27-5 97
000138-86-3 97
000138-86-3 97
68.10 100.00%

Vial: 1
Operator:

30701.D SCAN508.M

MW MolForm

Concentration Rank 2

Hit# of 5

120 130

Peak Number 9

TB7

1 D-Limonene 136 C10H16
2 Cyclohexene, l-methyl-4-(1-methy... 136 C10H16
3 Limonene $$ Cyclohexene, 1-methy... 136 C10H16
4 di-Limonene $$ Cyclohexene, 1-me... 136 C10H16

+
1 60

41

l

107
-

100 110

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

70 80 90■n/z-> 30 40 50
Abundance

120 130

107
I 

100 110

121

120 130

70 80 90

.... ll..... I
70 80 90

107
I|i..... I,...' I ' 1 1 1 1 1 1 11 I ' '
90 100 110

1,1,115......11 I 1 I 1 1 I ' ' ' I I ' I ' I I I I

100 110 120 130

i ■ ■ ■ • i

10.00 10.20 10.40
67.10 69.35%

< 1 > | 1 > 1 » | 1'■ e • | C ■ r 1 | i -i -r r |
9.80 10.00 10.20 10.40

m/z 94.10 29.06%

/z-> 30 40 50 60

10.00 10.20 10.40
79.10 31.12%

• i ■ • ■ ■ i ■ • • • i ■

40 50 60
0T

n/z-> 30
Abundance

J
i ‘‘ ■ ■ i

0 I ' 1 1 1 1 1 ' 1 1 1 1 1 1 1 1 1
n/z-> 30 40 50 60



: C : \MSDCHEM\1\5973N\02JAN16\00701 . D
3:07 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.

0.14 ug/L Phenanthrene-dl022.28 77034 22.63

Tentative ID CAS# Qual

1 4-METHOXY-.BETA.-METHYLCINNAMIC ... 192 C11H1203
2 N-perdeuteriobenzylideneaniline 192 C13D11N

Abundance Scan 1656 (22,280 min): 00701.D (-)
102

5000

m/z 191.10 15.10%0 TTT

Abundance

108
5000

22.00 22.20 22.40 22.60
m/z 146.10146 175

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

Abundance #88409: N-perdeuteriobenzylideneaniline
192

825000

54

0

Abundance #102624:1,3-Benzodioxole, 4-methoxy-6-(2-propenyl)- (CAS)...
192 22.00 22.20 22.40 22.60

m/z 12.41%96.00

5000

119 131
0 T

22.00 22.20 22.40 22.60

Thu Jan 17 08:17:17 2002 Page 12

NYC-WTC_000051892

2002
LSCINT.P

: 16 Jan 2002
: 508scan
: January 16,

Title
Library

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

Data File
' Acq On

Sample
Misc

30
——

11d‘3I‘T

70
--

82 96
—

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

3 1,3-Benzodioxole, 4-methoxy-6-(2... 192 C11H12O3
4 3-Cyanocarbazole $$ 9H-Carbazole... 192 C13H8N2

146 160...J. .

NYC 9/11 Public Portal Document
Library Search Compound Report

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

Tk

120TPPPTp

Vial: 1
Operator:

0701.D SCAN508.M

MW MolForm

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

44
TTT

................/
■ 1 i > ■ • • I ■ ■ ■ 1 i >

..........

Hit# of 5

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

165

11 177I' ‘‘‘I’’ ' ’ I

019169-94-9 72
000538-51-2 64
000607-91-0 58
057102-93-9 50

m/z 192.10 100.00%

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

Peak Number 10 4-METHOXY-.BETA.-METHYLCINN... Concentration Rank 11

14.56%

।" " ।i1 ■" । 4

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

147
I

i ■" ' i

......................../
22.00 22.20 22.40 22.60LI' "' I " " 11 •

T‘‘‘19"""IF1‘‘TT‘‘"TB‘U‘‘T‘‘TO‘I"TA"T

110
94 160

1111'i' 11. । ।। ।'111 >!!! ।!!!! ।!!!11..... . . . . . . . . ri

L• 1 I

91
..................1193r " ' I1"' i1" 'i1"' i r1 ■ ‘‘‘‘‘‘ I "''I

22.00 22.20 22.40 22.60
m/z 193.00 13.66%

L



: C:\MSDCHEM\1\5973N\02JAN16\00701.D
3:07 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.

0.25 ug/L Phenanthrene-dl022.77 135502 22.63

Tentative ID CAS# Qual

1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10
2 Anthracene-dlO- 188 C14D10

Abundance Scan 1699 (22.771 min): 00701 .D (-)
1(8

5000

94

20.96%

5000 TT3
22.40 22.60 22.80 23.00 23.20
m/z 189.20 19.93%

slaTIT

188

13.50%5000

0 Trrr

115 12.66%

5000 145

T-p-r I ' ' 1 ' I T’T TTTT T
22.40 22.60 22.80 23.00 23.20

Thu Jan 17 08:17:17 2002 Page 13

NYC-WTC_000051893

Title
Library-

2002
LSCINT.P

: 16 Jan 2002
: 508scan
: January 16,

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

Data File
- Acq On
Sample
Mise

3 anti-10-hydroxy-5,6,8,9-tetrahyd... 188 C12H1202
4 2,2,9,9-Tetramethyldec-5-ene-3,7... 188 C14H20

80 90 100 110 120 130 140 150 160 170 180 190

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

80 90 100 110 120 130 140 150 160 170 180 190
#84502: Anthracene-d10-

66
PPP—
50 60 70

22.40 22.60 22.80 23.00 23.20

158
1 1 7 • •

Vial: 1
Operator:

>0701.D SCAN508.M

NYC 9/11 Public Portal Document
JisLaLy ocaitii tpouru KepIt

MW MolForm

001517-22-2 86
001719-06-8 72
055139-53-2 50
102745-35-7 47

m/z 188.10 100.00%

m/z 184.10N

160
sIl....

m/z80-10

■ • ■ ■ i11 ■ ............... ..

0
m/z->

0
m/z~>
Abundance

01
n/z->
Abundance

m/z94.05

*********************************************************************
Peak Number 11 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 7

#84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
188

Hit# Of 5

80
+4

16010

22.40 22.60 22.80 23.00 23.20

80 94

—

■ • l ■ ■ ■ ■ l ' ■ ■ ■ I' ■ ■ ‘ l ■ ■ • ■ I ■ ‘'11 • • • ■ l ■ ■

22.40 22.60 22.80 23.00 23.20

i ■ • > ■ i > ■ ■ ■ l < • • • i

132
Tr

52 66
111111111 • ■1 ■ i'

50 60 70

m/z-> 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #98076: anti-10-hydroxy-5,6,8,9-tetrahydro-5,9-methano-7H-...

128 188



NYC 9/11 Public Portal Document
** 1

operator ID: 3:07 pm

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

2-Propanol,
2- Propano,

Thu Jan 17 08:17:17 2002 Page 14

NYC-WTC_000051894

20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0

0.2 ug/L
0.2 ug/L
4.0 ug/L
0.6 ug/L
0.2 ug/L
0.4 ug/L
0.4 ug/L
0.7 ug/L
1.7 ug/L
0.1 ug/L
0.2 ug/L

9.71 6179920
9.71 6179920
9.71 6179920
9.71 6179920
9.71 6179920
9.71 6179920
9.71 6179920
9.71 6179920
9.71 6179920

22.63 10871700
22.63 10871700

4.85
5.01
5.89
7.44
8.24
9.53
9.62
9.82

10.10
22.28
22.77

1
1
1
1
1
1
1
1
1
4
4

61092
47352

1244780
174390
54177

133163
122446
215217
516996
77034

135502

1=(2-
1- (2-
1-(2-

Date Acquired: 16 Jan 2002
Data File: C:\MSDCHEM\1\5973N\02JAN16\00701.D
Name: 508scan
isc: January 16, 2002
Method: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
ritle: 508 scan method
Library Searched: C:\DATABASE\WILEY7N.L

RT EstConc Units Response

BETA. -
DECADEUTERODIIENAN

2-Ethylagrolein $.
3-Ruten g ol,~ -m.
Acetic acid, 3 - [1.
Ethanol-;—2-butoxy-
Morpholine—(CAS) .

30701.D SCAN508.M

Resp Cone


