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viol Result Qualifier MDL

103 5.0

NYC-WTC_000051967

User: Vinci, David L
Westchester Dept, of Labs & Research
Date: 01/29/2002 Time: 11:56:01

”1 ~ Component Name,
1 ‘Othe- unknown compounds

2Surr 2,4-DDD

Sample: AE00739
Analysis: $GCMS GCMS Scan For Unknowns
Units: ug
Started: 1/29/02 11:55 Ended: 1/29/02 11:55 Analyst: DLV
Page: 1
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Comments for Sample AE00739 - Analysis $GCMS

NYC-WTC_000051968

Westchester Dept, of Labs & Research
User: Vinci, David L
Date: 01-29-2002 Time: 11:56:05

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
The recoveries for 15 of the 43 compounds in the LCS Standard were outside of
their acceptance ranges.
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W — W /

: C:\MSDCHEM\1\5973N\02JAN16\00739.D
8:07 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

Internal Standards

235 0.0027.73
Spiked Amount 5.000

Qvalue

Thu Jan 17 08:12:26 2002 Page 1

NYC-WTC_000051969

152
136
164
188
240
264

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

1300604
5588695
2912323
4760249
4024900
2952703

0.21 ug/L #
2.43 ug/L #
9.91 ug/L #
0.03 ug/L
0.04 ug/L #
0.59 ug/L
0.04 ug/L +
0.05 ug/L h

System Monitoring Compounds
37) 2,4-DDD

3.60
18.34
18.34
24.85
30.50
31.10
30.50
34.42

9.71
13.19
18.34
22.65
30.49
34.42

2002
SPLIT.P

15
55
17
95
48
91
46
1

-0.01
-0.02
-0.01
-0.02
-0.02
0.00

: 16 Jan 2002
: 508scan
: January 16,

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

Data File
' Acq Ori

Sample
Mise

11618
467822
371847

9108
9090
8450
9090

10276

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

385930
Recovery

5.13 ug/L
= 102.60%

Quant Time: Jan 17 08:12:25 2002 Quant Results File: SCAN508.RES

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

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

00739.D SCAN508.M

Vial: 7
Operator:

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\00739.D
8:07 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:
Quant Results File: SCAN508.RE

7000000

6500000

6000000

5500000

5000000

2
4500000

Om

4000000

3500000

3000000

2500000

2000000

1500000

500000

UTIT

Page 2Thu Jan 17 08:12:26 2002

NYC-WTC_000051970

2002
SPLIT.P

2
g§

Data File
Acq On
Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

1

X
&€
oo
&

$
©
8(
£

§z

Response via :
Abundance

C
Q

Q
•
N

!
|

s
co
2
8
o
5Q

I
I
Ig

Initial Calibration
TIC: 00739.D

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->
Li

2
1000000 s

00739.D SCAN508.M

Vial: 7
Operator:

11 FTr,, । ‘It

Quant Time: Jan 17 8:12 2002

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

.1| | | | I IIt ’ ' I t i | I I P i | r I I r /‘‘‘‘ I’’
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: C:\MSDCHEM\1\5973N\02JAN16\00739.D
8:07 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

Signal : TIC

860 865 rBV855

12618743 100.00%1681 1688 1693 rW2 5588865

Sum of corrected areas: 72441533

Page 1Thu Jan 17 08:17:51 2002

NYC-WTC_000051971

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

corr.
% max.

84.80%
93.59%
0.32%
0.76%

0.36%
0.46%
0.34%
0.28%
0.40%

0.53%
13.53%
3.49%
1.57%

58.27%

corr.
area

% of
total

0.063%
0.080%
0.059%
0.048%
0.069%

Method
Title

0.092%
2.356%
0.608%
0.274%

10.150%

0.326%
2.562%
16.161%
4.762%
13.708%

25 rVB2
83 rW5

119 rVB2
125 rBV
129 rBV2

27846
22808
20201
23205
31055

236093
1855871

11707624
3449454
9930026

5.006
5.885
7.426
8.225
9.710

1693 1699 1715 rW
2129 2133 2139 rBV
2369 2375 2381 rBV
2625 2631 2679 rBV
2713 2719 2737 rBV

1305 1311 1315 rBV
1569 1573 1577 rW
1653 1656 1661 rVB2

1.87%
14.71%
92.78%
27.34%
78.69%

3.602
4.241
4.618
4.778
4.823

143
220
355
425
555

14.771%
16.303%
0.056%
0.132%

17.419%

13.192
18.341
21.332
22.280
22.645

1
2
3
4
5

147 rVB2
243 rVB
367 rBV
435 rBV
561 rBV

6
7
8
9

10

22.771
27.726
30.488
33.411
34.416

20
76

109
123
127

45388
57922
42724
34771
50048

17
71

107
119
125

11
12
13
14
15

139
217
351
423
551

16
17
18
19
20

2002
LSCINT.P

5590370
5963307

22399
53828

31924
786235
168975
85494

3790843

72195
1018346
4627972
694660

3825997

Data File
- Acq On
Sample
Mise

66918
1707025
440565
198407

7353050

: 16 Jan 2002
: 508scan
: January 16,

10700619
11810093

40506
95686

Vial: 7
Operator:

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

Filtering: 5
Min Area: 100 Area counts

Max Peaks: 20
Peak Location: TOP

)0739.D SCAN508.M

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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Integrated ChromatogramLSC Report

: C:\MSDCHEM\1\5973N\02JAN16\00739.D

8:07 pm using AcqMethod SCAN508

508scan

Abundance TIC: 00739.D
13.19

5000000

4000000 9.71

3000000

2000000

/1000000 5.88

7.00 8.00

1834

5000000

4000000

3000000

2000000

27.
1000000 /

22.282.7721.33

5000000
30.49

4000000

3000000

2000000

/1000000

0

Thu Jan 17 08:17:51 2002)0739.D SCAN508.M

NYC-WTC_000051972

Instrument :
Sample Name:

File
Operator
Acquired : 16 Jan 2002

Instrumen

TIC: 007394/
22.65

33.41

A)

9.00

—T
23.00

Ot
Time->
Abundance

Time-> 28.00

0
Time->
Abundance

743 8 23
AB*

-T—] k I—. । . , i . | I . I I j l

24.00 25.00 26.00 27.00

36.00 37.00 38.00 39.00
Page 2

Mise Info : January 16, 2002
Vial Number: 7
Quant File :SCAN508.RES (RTE Integrator)

31.00 32.00 33.00 >34.00 35.00

V 1 . | i . | . 1 r—T-J—I—r—r-r—I —

19.00 20.00 21.00 22.00
TIC: 00739.D

1 I ' ' I’ । | । । V

29.00 30.00

3.60 4.244.421 N* 11" “ r T’I II"TTT r
4.00 5.00 6.00

\ 34 42

4Q

‘1* T"TT I . , I l'
16.00 17.00 18.00

— | . I I I | I I | i —I r

10.00 11.00 12.00
■ i ■ 1 1 1 । 1 1 1 1 r1
13.00 14.00 15.00
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: C:\MSDCHEM\1\5973N\02JAN16\00739.D
8:07 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.16 ug/L 1,4-Dichlorobenzene-d4 9.71579224.24

CAS# QualTentative ID

2-bromo-4-methyl-

41

5000
60

—l. TTTT

#3758:2-Propenoic acid, 2-methyl- (CAS) $$ Methacrylic ac...
8541

5000

69

sssjele TT■ i '' ' ' i ■1 '' i

43

5000

55

137 164
• < i ‘1 ■ • । ■ ■ ■ ■ । • • • ■ । ■ l * >' • i • • ■ ■ । ■ I ■

■ 1 ■ ■

5000
27 57

Thu Jan 17 08:17:51 2002 Page 3

NYC-WTC_000051973

86 C4H602
164 C6H13Br
86 C4H6O2

164 C6H13Br

Title
Library

2002
LSCINT.P

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

Data File
, Acq Ori

Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

4 Pentane,
Abundance

58
—

Scan 76 (4.241 min): 00739. D (-)
85

#3854: 4-Methylene-1,3-dioxolane $$ 1,3-Dioxolane, 4-methy...
8)5 4.40 4.60

36.22%

• i ■ •
70 80 90 100 110 120 130 140 150 160 170

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

50 60 70 80 90 100 110 120 130 140 150 160 170
#63827: Hexane, 3-bromo-

85

20 30 40 50 60

Pp. ♦
20 30 40

1 2-Propenoic acid, 2-methyl- (CAS...
2 Hexane, 3-bromo-
3 4-Methylene-1,3-dioxolane $$ 1,3...

Vial: 7
Operator:

)
4.40 4.60

88.06%

)0739.D SCAN508.M

-4 ■ ■ ■ —
3.80 4.00 4.20
m/z 41.10

MW MolForm

3.80 4.00 4.20 4.40 4.60
m/z 87.00 42.39%

Hit# of 5

............................
3.80 4.00 4.20 4.40 4.60

27
-

20 30 40

eg,)
50 60

AMMsAN,
3.80 4.00 4.20 4.40 4.60
m/z 43.10 71.54%

01
m/z->
Abundance

0-
n/z->
Abundance

J .
3.80 4.00 4.20
m/Z 89.10

■' i11 ■ ■ i ■ ■ ■ ■ i
20 30 40

0
m/z->
Abundance

0
m/z—>

i1 ■ • ’ i

| 69
. ....................... 1......... ..'I1

*********************************************************************
Peak Number 1 2-Propenoic acid, 2-methyl-... Concentration Rank 7

44

. , | mH

000079-41-4 35
003377-87-5 25
004362-24-7 25
030310-22-6 23

m/z 85.00 100.00%

9... ..... .
70 80 90 100 110 120 130 140 150 160 170

I' ‘‘‘I
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: C:\MSDCHEM\1\5973N\02JAN16\00739.D
8 : 07 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

Concentration Rank 10

Relative to ISTD R.T.AreaEstConcR.T.

0.12 ug/L 1,4-Dichlorobenzene-d4 9.71427244.62

CAS# QualTentative ID

7157
41

88
5000

8553 6844

43

395000
53 6727

T‘

43

395000
53 6727

5000 27 39 53

6831 86

0
m/z->

Thu Jan 17 08:17:51 2002 Page 4

NYC-WTC_000051974

Title
Library-

2002
LSCINT.P

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

Data File
. Acq On

Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

#4069:2-Buten-1-ol, 3-methyl-
7h

-

5.00

‘‘II‘
50

70

II’
95

■ i' ' ■ ■ i' ■
90 95

■ । ■ ■ > ■ ।1 1'11
60 65 70

20 25

■' i1'' ' i '
20 25

1' i'11' i'
20 25

40 45 50 55 60 65 70
#4208: 3-PENTEN-2-OL, (Z)-

7h

55 60 65 70 75 80 85 90

' ' T । 1 1 1 | 1 1 1
30 35

86
।...........+H—TTTPTTTT

30 35

Vial: 7
Operator:

)0739.D SCAN508.M

MW MolForm

—TPPTT
75 80 85 90 95

58I....Ill,

Hit# of 5

11 111'11 ' I
75 80 85

111' ■ ’' i ■ ■ ■11' ■ ■' i ■ ■

20 25 30 35

_A
4.20 4.40 4.60 4.80 5.00
m/z 41.10 79.23%

1

1 '71 1 1 11TT
30 35

-AAAAa
4.20 4.40 4.60 4.80

Peak Number 2 3-Penten-2-ol

AAAM
4.20 4.40 4.60 4.80 5.00
m/z 88.00 61.39%

4.20 4.40 4.60
m/ z 43.10

49
fi rM ' I ITTT
40 45 50

‘It "74I 1 1 1
4.80 5.00

52.70%

ol
m/z->
Abundance

+
40 45 50 55

A.,, I
4.20 4.40 4.60 4.80 5.00
m/z 57.10 86.48%

+
40 45

Ol
m/z->
Abundance

Ol
m/z->
Abundance

59
1111111" 1111
55 60 65

001569-50-2 49
024652-50-4 49
000556-82-1 43
000556-82-1 43

m/z 71.10 100.00%

58.LT. Hi.

1 3-Penten-2-ol 86 C5H10O
2 3-PENTEN-2-OL, (Z) - 86 C5H10O
3 2-Buten-l-ol, 3-methyl- 86 C5H10O
42-Buten-1-ol,3-methyl-(CAS)$$...86C5H100

Abundance Scan 109 (4,618 min): 00739.D (-)

86I
75 80 85 90 95

#4046: 3-Penten-2-ol
7h
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: C:\MSDCHEM\1\5973N\02JAN16\00739.D 7
8:07 pm

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.14 ug/L 1,4-Dichlorobenzene-d4 9.71500484.82

CAS# QualTentative ID

Abundance Scan 127 (4.823 min): 00739.D (-)
59 84

41
5000

53

10

55

395000
27

50 ।-401

55

395000
27

50 ।4 69
0 " i " " r

8455

5000

69

I" " I... T
20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110

Thu Jan 17 08:17:52 2002 Page 5

NYC-WTC_000051975

84 C5H80
84 C5H8O
84 C5H8O

112 C7H120

Title
Library

2002
LSCINT.P

Instrumen
1.00

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

Data File
- Acq On

Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

44
rr+pr

44
piboly

Vial:
Operator:
Inst :
Multiplr:

69
—

103
—

> > r •'
5.20

—A
5.00 5.20

76.13%

/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #3376: 3,4-Dihydropyran $$ 2H-Pyran, 3,4-dihydro- (CAS) $$...

/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$...

84

m/z-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #3222:2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $...

8l4

i" " i

l 2-Butenal, 3-methyl- $$ Crotonal. . .
2 2-Butenal, 3-methyl- (CAS) $$ 3-...
3 3,4-Dihydropyran $$ 2H-Pyran, 3,...
4 2-Cyclobutylprop-2-en-l-ol $$ Cy...

)0739.D SCAN508.M

H

MW MolForm

1111111 ■111 <■'11 > ■ r < | r. 1111.

" i " ' ‘ i" " i " " i ’' " r " ' i" " i'1

TTTPH i" " i

-

4.40 4.60 4.80 5.00 5.20

4 40 4.60 4.80 5.00 5.20
m/z 83.10 59.45%

*********************************************************************
Peak Number 3 2-Butenal, 3-methyl- $$ Cro... Concentration Rank 9

i" ' ■ r ‘" i " ‘' i " 1 ‘ i

4.40 4.60 4.80
m/z 55.10

Hit# of 5

0
•n/z~>

4 40 4.60 4.80 5.00 5.20
m/z 59.10 88.95%

4.40 4.60 4.80 5.00
m/z 41.10 61.72%

A.

u I " '' I' '1111111

000107-86-8 62
000107-86-8 62
000110-87-2 50
116203-80-6 50

m/z 84.05 100.00%

i" " r " ■ r ■

—PPT

11" 111" " r111111" i11
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: C:\MSDCHEM\1\5973N\02JAN16\00739.D 7
8:07 pm

Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

0.18 ug/L 1,4-Dichlorobenzene-d4 9.71669185.01

CAS#Tentative ID Qual

5000 59
5539

‘‘iT

43

5000

58.84%41.10

71

5000 59
15

53
0 ■11" 1' r " ' i1 TTT 1 " i " " r ' TT‘

Abundance

59.10
43

5000
59

53

11' i111' i1 ■1111i'

Thu Jan 17 08:17:52 2002 Page 6

NYC-WTC_000051976

86 C5H10O
86 C5H10O
59 C3H5DO

Title
Library

1 3-hydroxy-4,4-dimethyl
2 Butenol, methyl-

2002
LSCINT.P

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

Data File
. Acq On
Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

#4093: Butenol, methyl-
43

#4081: 3-Buten-2-ol, 2-methyl- (CAS) $$ 2-Methyl-3-buten-2...
7h

3 3-Buten-2-ol,
4 DEUTEROACETONE

Abundance

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

Vial:
Operator:
Inst :

68
HH

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

—4
4.804.60'

m/ z

A
4.60
m/ z

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

■ 111 > • > 11 ■ ■ ■ I • I
67
—

A
4.60
m/ z

.gamma. B... 130 C6H10O3

31
--

5.20 5.40
43.50%

-

5.00 ।

,...... 86....
1 ■ ■ I ■ ■1 ■ I' ■ ■' i1''1111 ■11

-----------------A==t
4.60 4.80 5.00 5.20 5.40

2-methyl- (CAS) $$...

27
31

30739.D SCAN508.M

MW MolForm

—HH7+

27 31

Hit# of 5

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
#26149:3-hydroxy-4,4-dimethyl .gamma. Butanolactone $$ Pa...

7(1

57
53—H

TTPUTITTTTTTTTTTTTTTTTTTT

Of
n/z-> 5

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

—mmmmmmmmmm

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

Peak Number 4 3-hydroxy-4,4-dimethyl .gam... Concentration Rank 6

—Of
m/z-> 5
Abundance

Scan 143 (5.006 min): 00739.D (-)
43 71

0-
n/z-> 5
Abundance

052126-90-6 53
060766-00-9 50
000115-18-4 40
004468-52-4 12

m/z 71.10 100.00%

1111111011116, rr 111

A
4.80 5.00 5.20 5.40

43.05 86.37%

o V W A
4.80 5.00 5.20 5.40

MLr I.... 1. V.n AMA
4 60 4.80 5.00 5.20 5.40
m/z 69.10 45.37%

84
1’s’w’’1’’iy
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tupuliu IS DO.1

: C : \MSDCHEM\1\5973N\02JAN16\00739. D
8:07 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.

4.64 ug/L 1,4-Dichlorobenzene-d45.88 1707030 9.71

Tentative ID CAS# Qual

103 C5H13NO

5000

43
55mL 11TTCTTTTnuit I’

5000

43

550 • i ■ ■ ■ ■ i • • ■ ‘I

5000

43
87 113

5000

87

Thu Jan 17 08:17:52 200210739. D SCAN508.M Page 7

NYC-WTC_000051977

Title
Library

2002
LSCINT.P

: 16 Jan 2002
: 508scan
: January 16,

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

Data File
• Acq On

Sample
Mise

5.60
m/ z

Ppr

4 Pentanol, 5-amino-_______________
Abundance Scan 220 (5.885 min): 00739. D (-)

73

50 60 70 80 90 100 110 120 130 140 150 160 170 180
#9702: Butane, 2-methoxy-2-methyl- $$ Ether, methyl tert-p...

7(3

270---m

27
rpriu i11111'11'

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

P

Vial: 7
Operator:

MW MolForm

174
T" " rr

27
TTTTTTT
20 30 40

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

73

Hit# of 5

5.60 5.80 6.00 6.20
m/z 45.10 8.73%

5.80 6.00 6.20
41.10 8.99%

5.60 5.80 6.00 6.20
m/z 43.10 23.34%

/z-> 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

■ . . , ■ /pil ov PIpo—
5.60 5.80 6.00 6.20

------------------------
5.60 5.80 6.00 6.20

m/z 71.10 6.50%

mTr < i —piry IT

*********************************************************************
Peak Number 5 Acetic acid, 3-[1,3]dioxola... Concentration Rank 2

. 87 113
1 " I 1 11'q 1 " > |1 .. ........... .. I " > I

174
I' ‘ 1 ' I 'o

m/z->
Abundance

, 87 103'111' ■i ■ ■ ■ ■ i'''1 ■ i ■ ■ ■ ■ i ■ ■ ■ ■ i0 I | ■ > . > | ■

lz-> 20 30
Abundance

r ■'11

000000-00-0 36
015745-87-6 36
000994-05-8 33
002508-29-4 9

m/z 73.10 100.00%

i ■ ■ ■ ■ । ■11 ■ ।

p-n-rp-n-rp

55
45

m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
I ■ > i • > ■11" <' i ■ ■ • ■ । ■ i1 ■ ■' । • •«• । " 11 ■ > > I ■ । • 111'1111



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN16\00739.D
8 : 07 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.

1.20 ug/L 1,4-Dichlorobenzene-d4 9.714405657.43

CAS# QualTentative ID

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

5000
45

87

5000 45

87

5000 45
87

5000 45

8727

Page 8Thu Jan 17 08:17:52 2002

NYC-WTC_000051978

2 -butoxy-
2-butoxy- 118 C6H14O2

118 C6H14O2
118 C6H14O2

Title
Library-

2002
LSCINT.P

: 16 Jan 2002
: 508scan
: January 16,

#17828: Ethanol, 2-butoxy-
57

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

Data File
. Acq On
Sample
Mise

51 1
50

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

Abundance

2-butoxy- $$ .beta.-But...
2-butoxy-

Scan 355 (7.426 min): 00739.D (-)
57

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

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

7.807.00
m/ z

7.20

■ 1 i ■ ■ ■

7.80
8.47%

7.00
m/z

' 15 rori
7.60 7.80

। 21.88%

P
50

7.40 7.60

30739.D SCAN508.M

MW MolForm

Vial: 7
Operator:

7.20 7.40
45.10

7.00 7.20

63 ,75,
' i r 1 - i 1 । 1 1 i 1 1
60 70 80

i ’ ■ 1 ' I ' r ■ ■ I ' '

7.00 7.20 7.40
m/z 87.10

*********************************************************************
Peak Number 6 Ethanol, 2-butoxy- (CAS) $$... Concentration Rank 3

0
n/z->

100
-PITI

90 100 110 120

75
। l . . rr
60 70

7.00 7.20 7.40 7.60
m/z 56.10

Hit# of 5

0-
m/z-> 20 30
Abundance

' i ■ 1 1 ' 1'' 1 ■

7.60 7.80
35.18%

,63 71i1111i111
60 70

000111-76-2 86
000111-76-2 83
000111-76-2 72
000111-76-2 72

m/z 57.10 100.00%

39, , , —-r——
30 40

100 -ng
' i ■ '' 1 i ' 1 ■ ' I ' ' ' ‘ 1 1 1 1 1 1 1 1
80 90 100 110 120

0-
m/z->
Abundance

75
........ I—
60 70

0-1
m/z-> 20
Abundance

100
—IPP-I
80 90 100 110 120

41.10 27.73%

-P i ■ .'I
40 50

I"TT-OTTIi ,.,,11
20 30 40

100 ns
■ i ■ ■ ■ 1 । • • > > | • • • < i ■ ■ ■ ■ ] । ■

80 90 100 110 120

' ■ ' 11) ' I "'I
40 50

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

7.40 7.60 7.80

27
i I

'I 1 1 11 1 1
20 30



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN16\00739.D
8:07 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTDArea R.T.R.T. EstConc

0.54 ug/L 1,4-Dichlorobenzene-d48.23 198407 9.71

Tentative ID CAS# Qual

45 57

875000 41

+

#28053: 2-Propanol, 1-butoxy-
45 57

5000
87

—PPP
#28055: 2-Propanol, 1-butoxy- $$ 1-Butoxy-2-propanol $$ 1,...

45 57

5000
87

#28052: 2-Propanol, 1-butoxy- (CAS) $$ 1-N-BUTOXY-2-PROPAN...
45 8.0057

875000

‘‘I

Thu Jan 17 08:17:53 2002 Page 9

NYC-WTC_000051979

Title
Library

2002
LSCINT.P

7.80
m/ z

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

7.80
m/z

Data File
• Acq Gn

Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

1 2-Propanol,
2 2-Propanol,
3 2-Propanol,
4 2 -Propanol,

Abundance

1 " I " " 11 .............

8.00

61+H
60

51.

OCaLtii topOuiU RCDOLL

■ < I'1 ■11'
20 25

45 50 55

30 35 40 45 50 55

65 70 75 80 85 90 95

-A-

+PTTTT
90 95

75
11111111 >111111111

—PP
8.40 8.60

44.76%

+—
90 95

pprrpi , , ,
7.80 8.00 8.20

■11 ■'1' i'1 ■' i

20 25 30
■ J ' ' M "
8.20 8.40 8.60

>0739.D SCAN508.M

Vial: 7
Operator:

MW MolFormHit# of 5

Concentration Rank 4

1 - I '
8.40 8.60

1-butoxy- 132 C7H16O2
1-butoxy- $$ 1-Butox... 132 C7H1602
1-butoxy- (CAS) $$ 1... 132 C7H16O2
1-butoxy- (CAS) $$ 1... 132 C7H16O2

Scan 425 (8.225 min): 00739.D (-)

A M f ! v_[t. t —_ j
7.80 8.00 8.20
m/z 87.10

‘ 1 ■ ■ ' r ■ " i

45 50 55

27 31

35 40

mmPPH
30 35 40

Peak Number 7 2-Propanol, 1-butoxy-

■ ■ ■ ' ' । ■ 1 ' ■ । ■
8.20 8.40 8.60

27 31

01
miz->
Abundance

1
45 50 55

61 73 |
TPIPNIIRTTT
60 65 70 75 80 85

1 ■ i'r' ■ i11 ■ ■ 11 ■'' i'' ■ ■ i'
20 25 30 35 40

0
m/z->
Abundance

0
rr\lz~>

005131-66-8 90
005131-66-8 90
005131-66-8 83
005131-66-8 78

m/z 45.10 100.00%

OPTTTTT
n/z-> 20 25
Abundance

56.10 36.17%

i 1 1 1 1 i 1 1 1 1 I ’1 r "1 1 1 ’ 1 1' ' 1
7.80 8.00 8.20 8.40 8.60
m/z 41.10 39.80%

61 75 .
--------
60 65 70 75 80 85 90 95

61 75
■'i1■'■i1■■11'111111111111111
60 65 70 75 80 85

57.10 94.23%



NYC 9/11 Public Portal Document

: C:\MSDCHEM\1\5973N\02JAN16\00739.D
8:07 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.

0.15 ug/L Phenanthrene-dl022.28 95686 22.65

Tentative ID CAS# Qual

Abundance Scan 1656 (22.280 min): 00739.D (-)
192

5000

'I" 1 ' I ' 1
22.00 22.20 22.40 22.60

m/z 191.10 16.17%r0
50

192

5000

m/z 193.10 14.91%

0

192

m/z 146.105000

119

■' 11'

#103424: 3-Cyanocarbazole $$ 9H-Carbazole-3-carbonitrile (CAS
192 22.00 22.20 22.40 22.60

11.82%

5000

16496

0 1113
■n/z-->

Thu Jan 17 08:17:53 2002 Page 10

NYC-WTC_000051980

Title
Library

2002
LSCINT.P

: 16 Jan 2002
: 508scan
: January 16,

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

Data File
. Acq On

Sample
Mise

TTT+
40n/z->

Abundance

80 90 100 110 120 130 140 150 160 170 180 190 200

p.rigi.—
22.00 22.20 22.40 22.60

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

60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
#102098: Thiocyanic acid, 2-benzothiazolyl ester (CAS) $$ ...

............A■ 1 i » < ' * i * • ■ > i ■

91

1Q

| 138
—mmmmmPImPTT

22.00 22.20 22.40 22.60

165

|
i ■''1

60 70

30739.D SCAN508.M

1 Thiocyanic acid, 2-benzothiazoly... 192 C8H4N2S2
2 1,3-Benzodioxole, 4-methoxy-6-(2... 192 C11H12O3
3 3-Cyanocarbazole $$ 9H-Carbazole... 192 C13H8N2
4 l-amino-2-methyl-4-isopropyl-thi... 192 C5H13N4PS

Vial: 7
Operator:

MW MolForm

006011-99-0 59
000607-91-0 58
057102-93-9 56
107264-54-0 50

m/z 192.10 100.00%

Z

n/z-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102624:1,3-Benzodioxole, 4-methoxy-6-(2-propenyl)- (CAS)...

12.71%

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

Peak Number 8 Thiocyanic acid, 2-benzothi... Concentration Rank 8

22.00 22.20 22.40 22.60

Hit# of 5

-

0—PPTPTT
mfe-> 40 50
Abundance

111'' I

l

82 96 146 160
49 66 । | 120 ||PPPPTPP

“8290 108 122 134 148 160
' ' ‘ I ' “ ' I 1 ‘ ‘ I 1 1 11 । । I । | I . u | . • । । । .. । I | n i i | I i I | | I I i i | i i | I | i I । I | | i'I i । i ! i i । i ! i i ।

131 147
II I

' I • ■ ।' ।' ।'' ।

m/z 96.00



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN16\00739.D
8:07 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.

0.37 ug/L Phenanthrene-dl022.77 236093 22.65

Tentative ID CAS# Qual

Abundance Scan 1699 (22.771 min): 00739.D (-)
188

5000

94
22.40 22.60 22.80 23.00 23.20

16.16%

188

5000

m/z 189.15 12.55%80 94
-HI—0

11.99%5000

188
11.23%

5000

Thu Jan 17 08:17:53 2002 Page 11

NYC-WTC_000051981

Title
Library

2002
LSCINT.P

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

Data File
Acq Gn
Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

Vial: 7
Operator:

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

66-HP

160
-

----------------------------
22.40 22.60 22.80 23.00 23.20

70 80 90 100 110 120 130 140 150 160 170 180 190
#84499: Phenanthrene-d10

66
TIPPPTTTTTT

70 80 90 100 110 120 130 140 150 160 170 180 190
#84502: Anthracene-d10-

— 80
66 I ।-HH

1 Phenanthrene-dlO 188 C14D10
2 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10
3 Anthracene-dlO- 188 C14D10
4 Anthracene-DlO 188 C14D10

0739.D SCAN508.M

MW MolForm

■ I ' ' ' ‘ I

Concentration Rank 5

001517-22-2 86
001517-22-2 83
001719-06-8 56
000000-00-0 50

m/z 188.10 100.00%

m/z 184.10
fl

1PPT ' ' ' ' i ..........

Peak Number 9 Phenanthrene-dlO

80 94

m/z 80.10

rk 80 94

146 160 |
—TTTTTTT

0
n/z->

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

Hit# of 5

0-
n/z->
Abundance

- rr n Pm)
22.40 22.60 22.80 23.00 23.20

01.111 ■ । । ■ 1111 >

niz-> 40 50 60
Abundance

43
111'''1' i1' ‘11'
40 50 60

/z-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-dlO

188

160 , .
Ill..... 189...

I 158
'' " I' " I n 1' r 1'11" " i11 "'I'1111' rl'H ।11111111111'^1

. | 1 . . . । . r . - .
22.40 22,60 22.80 23.00 23.20

m/z 94.05

-

22.40 22.60 22.80 23.00 23.20



NYC 9/11 Public Portal Document

blDIdLy earcn compound Keporc

: C:\MSDCHEM\1\5973N\02JAN16\00739.D
8:07 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.

6.95 ug/L Perylene-dl233.41 3449450 34.42

Tentative ID CAS# Qual

Abundance

575000
112

49.60%0

575000
112

m/ z 36.03%71.1083

" ■ i" ■ TT

33.00 33.20 33.40 33.60 33.80
32.97%5000 112

71

0

33.00 33.20 33.40 33.60 33.80
m/Z 112.10 31.55%

5000
157

40 60 80 100120140160180200220240260280300320340360380400420

)0739.D Thu Jan 17 08:17:53 2002SCAN508.M Page 12

NYC-WTC_000051982

000122-62-3 94
000122-62-3 91
000000-00-0 50
000000-00-0 47

Title
Library

2002
LSCINT.P

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

Data File
’ Acq On

Sample
Mise

: 16 Jan 2002
: 508scan
: January 16,

Scan 2631 (33.411 min): 00739.D (-)
185

40 60 80 100120140160180200220240260280300320340 360380400420
#345443: Decanedioic acid, bis(2-ethylhexy!) ester $$ Seba...

185
i ' ■ ■ 1 i ' 1

408426
' i " '' i" " i" " I" " i '

143 166
-

mlz-> 40 60 80 100120140160180200220240260280300320340360380400420
Abundance #93917:2-cyanomethy lene-3-oxo-1,2,3,4-tetrahydroquinoxaline

185

90.......11131

1 Decanedioic acid, bis(2-ethylhex... 426 C26H50O4
2 Decanedioic acid, bis(2-ethylhex... 426 C26H50O4
3 2-cyanomethylene-3-oxo-1,2,3,4-t... 185 C10H7N3O
4 1-[4-[3-(2-chloro-9H-thioxahthen... 442 C24H27C1N2O2S

143 166
! । il ii

1 l""l""l <... । r..

n/z-> 40 60 80 100120140160180200220240260280300320340360380400420
Abundance #345442: Decanedioic acid, bis(2-ethylhexyl) ester (CAS) $...

185

Vial: 7
Operator:

m/z 185.10 100.00%

...
33.00 33.20 33.40 33.60 33.80

MW MolForm

. 203 297315xAM.... +268, .4.I,.

m/z 57.10

203 2983i6
11126811112111121111211112214128118211118141208111111110011111

+
m/z70.10

********************************************************************  *
Peak Number 10 Decanedioic acid, bis(2-eth... Concentration Rank 1

33.00 33.20 33.40 33.60 33.80

' T' 1 ' ' I " i r । । । । i । i । । । |-i ।
33.00 33.20 33.40 33.60 33.80

Hit# of 5

' ' I ‘ ‘ 1 1 I '

143 166
- 203_______  268 297315

IWIWm]

.

0
m/z->

0-
n/z->
Abundance

I 83a41
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— 1

Date Acquired: 16 Jan 2002Operator ID: 8:07 pm

--Internal Standard--
# RT Resp Cone

Thu Jan 17 08:17:53 200200739.D SCAN508.M Page 13

NYC-WTC_000051983

0.2 ug/L
0.1 ug/L
0.1 ug/L
0.2 ug/L
4.6 ug/L
1.2 ug/L
0.5 ug/L
0.2 ug/L
0.4 ug/L
6.9 ug/L

20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0

20.0

2 -Butenal
3-hydroxy
Acetic ac
Ethanol,/

1
1
1
1
1
1
1
4
4
6

9.71 7353050
9.71 7353050
9.71 7353050
9.71 7353050
9.71 7353050
9.71 7353050
9.71 7353050

22.65 12618700
22.65 12618700
34.42 9930030

4.24
4.62
4.82
5.01
5.88
7.43
8.23

22.28
22.77
33.41

2-Propenoic acid, . . .
3 -Penten\2-oZ

57922
42724
50048
66918

1707030
440565
198407

95686
236093

3449450

y 3-meth. .
,4-dim..
id, 3-[l..
2-butoxy. .

RT EstConc Units Response

Data File: C:\MSDCHEM\1\5973N\02JAN16\00739.D
Name: 508scan
Misc: January 16, 2002
Method: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title: 508 scan method
Library Searched: C:\DATABASE\WILEY7N.L

TIC Top Hit name

2 - Propanol , 1 - but. . .
Thiocyanic acid, . . .
Phenanthrene Vil0
Decanedioic acid,...


