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Comments for Sample AE00616 - Analysis $GCMS

NYC-WTC_000051643

Westchester Dept, of Labs & Research
User: Vinci, David L
Date: 02-04-2002 Time: 13:37:31

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)Quantitation Report

: C:\MSDCHEM\1\5973N\02JAN29\00616.D
5:59 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

Internal Standards

0.0023527.73
Spiked Amount 5.000

Qvalue

Wed Jan 30 08:26:01 2002 Page 1

NYC-WTC_000051644

163
165
149
149

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

System Monitoring Compounds
37) 2,4-DDD

1916521
8192320
4274274
7105358
6268445
4683270

9.71
13.19
18.34
22.65
30.50
34.42

2002
SPLIT.P

692664
547706
134165
160771

Data File
Acq On ‘
Sample
Mise

18.34
18.34
24.85
31.11

56
17
98
96

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

: 29 Jan 2002
: 508 scan
: January 29,

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

-0.01
-0.02
-0.01
-0.02
-0.01
0.00

487722
Recovery

2.45 ug/L #
9.95 ug/L #
0.29 ug/L
1.06 ug/L

4.34 ug/L
= 86.80%

Quant Time: Jan 30 08:26:00 2002 Quant Results File: SCAN508.RES

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

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

Vial: 5
Operator:

00616. D SCAN508.M

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 : SCAN508
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(Not Reviewed)Quantitation Report

: C:\MSDCHEM\1\5973N\02JAN29\00616.D
5:59 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:
Quant Results File: SCAN508.RE

9500000

9000000

8500000

8000000

f

7500000

7000000

6500000

6000000

5500000

5000000

4500000

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

ItI
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

Wed Jan 30 08:26:01 2002 Page 2

NYC-WTC_000051645

2002
SPLIT.P

Data File
Acq On

• Sample
Mise

: 29 Jan 2002
: 508 scan
: January 29,

I
2I

o
$12

U
>

j :

L
T*

Response via :
Abundance

1e+07

<0

8
0
4

cm"

1

cm"z
8
c
6

—TTT
4.00

I
I
e
2

$
2o
re
£
§
Z

Initial Calibration
TIC:00616.D

_______ _____
■ 1 i • ‘ । i > । l '0

lime—>
< ■ । i y 11.. ।' —

Vial: 5
Operator:

1111’*’*+***/**’*)’’

00616.D SCAN508.M

6.00

Quant Time: Jan 30 8:26 2002

Method : C:\MSDCHEM\l\METHODS\METHODS\SC7kN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Fri Jan 11 13:20:07 2002

J__
TUIT
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LSC Area Percent Report

: C:\MSDCHEM\1\5973N\02JAN29\00616.D
5:59 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

Signal : TIC

1305 1311 1317 rBV

0.95%1787001651 1656 1661 rW 88075'
18894469 100.00%1681 1688 1693 rBV2 8348115

Sum of corrected areas: 104042931

Wed Jan 30 09:02:25 2002 Page 1

NYC-WTC_000051646

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

corr.
% max.

3.09%
1.20%
0.36%

13.19%
96.60%
3.52%
0.47%

83.79%

0.37%
0.55%
9.55%
0.65%
0.71%

26353
33558

951587
50541
58037

corr.
area

% of
total

555
566
803
860

4.629
4.835
5.885
9.539
9.619

69411
103659

1804939
123474
134496

584272
225811
68905

Method
Title

551
561
799
855

10.553%
0.206%
0.065%

15.137%
16.833%

0.067%
0.100%
1.735%
0.119%
0.129%

1695 1699 1725 rW2
1877 1881 1887 rW
1981 1988 1995 rBV8

2.396%
17.544%
0.639%
0.086%

15.216%

0.172%
18.160%
0.562%
0.217%
0.066%

Data File
Acq On'
Sample
Mise

103
123
215
535
545

110
128
220
540
547

27.726
30.500
31.105
33.400
34.416

9.710
9.836

12.541
13.192
18.341

119 rBV5
141 rBV4
241 rBV
545 rBV
551 rW

1
2
3
4
5

133773
117994
13481

11
12
13
14
15

6
7
8
9

10

561 rW
577 rW
807 rVB
865 rBV

58.11%
1.13%
0.36%

83.35%
92.69%

16
17
18
19
20

22.280
22.645
22.771
24.849
26.070

2002
LSCINT.P

: 29 Jan 2002
: 508 scan
: January 29,

5638436
71127
41728

7707994
8345140

10979879
213817
67485

15748830
17513793

2492716
18252856

664560
89360

15831499

Vial: 5
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

)0616.D SCAN508.M

2129 2133 2139 rBV 1335640
2369 2376 2381 rBV 7205164
2423 2429 2455 rVB 144442
2625 2630 2635 rBV4 27959
2713 2719 2741 rBV 5682590

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\02JAN29\00616.D

5:59 pm using AcqMethod SCAN508

TIC: 00616.D
13.19

6000000 9.71

4000000

/2000000

5.89

0+—

18134

6000000

4000000

2000000

30.50

6000000 34.42

4000000

2000000 /

0

Wed Jan 30 09:02:25 2002

NYC-WTC_000051647

Abundance
8000000

. File
Operator
Acquired
Instrument

Time->
Abundance

8000000

: 29 Jan 2002
: Instrumen

N

\
N
0o

8.00 9.004.00 7.00
"I I '
15.006.00

31,11

31.00

4.033

5.00

0
Time->
Abundance

8000000

Time—> 28.00

TIC: 00616.D
2265

30616.D SCAN508.M

12.54

13.00 14.00

34.00 35.00 36.00 37.00

951284
1P I '' 1 ' । l 1 ' । 1 I 1

10.00 11.00 12.00

' 1 I "I ' ' i—r-r-
38.00 39.00

Page 2

Sample Name: 508 scan
Mise Info : January 29, 2002
Vial Number: 5
Quant File :SCAN508.RES (RTE Integrator)

1
22.282.77

16.00 17.00 18.00 1900 20.00 21.00 22.00 23.00 24.00
TIC: 00616.D

33.40
..... I ' 1 1

32.00 33.00

24.85 26.07
1 f) ' 1 J 1 i ■ ■ ■ ■ i i

25.00 26.00 27.00

29.00 30.00
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Library Search Compound Report

: C: \MSDCHEM\1\5973N\02JAN29\00616.D
5:59 pm

Inst : Instrumen
Multiplr: 1.00

MS Integration Params:

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

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

Relative to ISTDEstConcR.T. Area R.T.

0.13 ug/L 1,4-Dichlorobenzene-d4694114.63 9.71

Tentative ID CAS# Qual

71 8857
41

5000

101

40

57

5000
41

29 86.12%57.10101

#16439: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
57 8)8

415000'

101

#16435: Butanoic acid, 2-methyl-, methyl ester
57 83

5000

101

n/z->

Wed Jan 30 09:02:26 2002 Page 3

NYC-WTC_000051648

116 C6H12O2
116 C6H12O2
116 C6H12O2
116 C6H12O2

Title
Library

: 29 Jan 2002
: 508 scan
: January 29,

Data File
Acq On
Sample
Mise 2002

LSCINT.P

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

2-methyl-, methyl...
2-methyl-, methyl...
2-methyl-, methyl...
2-methyl-, methyl...

Scan 110 (4.629 min): 00616.D (-)

m/z-->
Abundance

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

Abundance

#16441: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
88

' ' i ■ 1

30

47
,1, I I
11 i ' 1

50

4.20 4.40 4.60 4.80 5.00

—
4.20
m/ z

Vial: 5
Operator:

00616.D SCAN508.M

m/z--> 20
Abundance

MW MolForm ’

4.20 4.40 4.60 4.80 5.00
m/z 88.10 89.07%

Concentration Rank 8

■ i ' ■
/z-> 20

Abundance
90 100 110 120

0..... ...4.....
4.20 4.40 4.60 4.80 5.00
m/z 41.10 77.58%

4.40 4.60 4.80 5.00

' 1 i 1 ■ ■ ■ i ■ ■ ■ 1 i ■ '

30 40 50

' i ' ■ ' ■ r ■ ■ ■ ■ i ’ '
60 70 80

Hit# of 5

Peak Number 1 Butanoic acid, 2-methyl-, m..

■ । 1 ■ ' ' । ■ ■ ■ ■ । 1 ■

60 70 80

27
| 33

1—i 1 > > ■ । ■ ■ ■ • । > ■ • < । ■

20 30 40 50

000868-57-5 43
000868-57-5 43
000868-57-5 43
000868-57-5 37

m/z 71.10 100.00%

90 100 110 120

, 116
i ■ ■ ■ ■ i 1 ■ ' ■ i ■ ■ ■ ' i 1 1

90 100 110 120

i-I ' < > i i ■ ■ ■ > । '

20 30 40

/...A
4.20 4.40 4.60 4.80 5.00
m/z 43.10 64.94%

69
4-1..
60 70 80

... 1
1 1 i ■ 1

50 90 100 110 120

69
■ i ■ ■ ' ■ ’ | 1 ’1 ' ' | । 1 ।1

60 70 80
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Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00616.D
5:59 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.

0.19 ug/L 1,4-Dichlorobenzene-d4 9.711036594.83

CAS#Tentative ID Qual

m/ zAbundance Scan 128 (4.835 min): 00616.D (-)
84

415000

<' I'''' I'''' I'''' I''

55

395000
27

■ 1 I ■ 1 ■ ■ i11

55

395000
27

1' i'''11 ■ ■ i'1 ■ ■ i' ■

#3351: Furan, 2,3-dihydro-4-methyl- (CAS) $$ 4-METHYL-2.3-.
55 84

415000

69

m/z—>

Page 4Wed Jan 30 09:02:26 2002

NYC-WTC_000051649

84 C5H80
84 C5H80
84 C5H8O
84 C5H8O

Title
Library

Data File
Acq On
Sample
Mise

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

LSCINT.P

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

69
—

70

m/z->
Abundance

m/z->
Abundance

11 " 111" 11

II’T
90

90

1 rrTI
90

44 51-HPT

#3222:2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $...
8|4

44 51 ।
| ■ " I | ■ . " | 1 ■ I r

1 2-Butenal, 3-methyl- $$ Crotonal. . .
M A 2 2-Butenal, 3-methyl- (CAS) $$ 3-...

C3 Furan, 2,3-dihydro-4-methyl- (CA. . .
(X 4 2-Butenal, 2-methyl-, (E)- (CAS)...7— ---------------------------------------------------------------------

44 51 ।
TTHH

75 80 85

20 25 30 35 40

30 35 40 45 50 55 60 65

' ■ i1 ■' ■ i' '1 ‘ i ■ ■ • ’ i''

20 25 30 35

#3221:2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$...
8l4

40 45 50 55

30 35 40 45 50

51
+H+L
45 50

TTi
85 90

vial: 5
Operator:

00616.D SCAN508.M

MW MolForm .

000107-86-8 72
000107-86-8 72
034314-83-5 64
000497-03-0 50
84.05 100.00%

4.40 4.60 4.80 5.00 5.20 '

m/z 55.10 57.07%

1A 21
4.40 4.60 4.80
m/ z 41.10

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

Peak Number 2 2-Butenal, 3-methyl- $$ Cro... Concentration Rank 7

4.40 4.60 4.80 5.00 5.20
111 ’'' i ■''11 ■' ’' i' ■'' i1' I'
60 65 70 75 80 85

‘‘171′11
20 25

Hit# of 5

m/z-> 20 25
Abundance

55
59

5.00 5.20
44.71%

..... A. A/P-A
4.40 4.60 4.80 5.00 5.20
m/z 83.00 39.41%

55 60

69
—PTIPTTTTT
55 60 65 70 75 80

69-

65 70 75 80 85

—MVAAAMLAA
4 40 4.60 4.80 5.00 5.20
m/z 59.10 43.51%
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Library Search Compound Report

: C: \MSDCHEM\1\5973N\02JAN29\00616.D
5:59 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.

3.29 ug/L 1,4-Dichlorobenzene-d45.89 1804940 9.71

Tentative ID CAS# Qual

m/ zAbundance

5000

43

5000

43

113 174
i ’ " ' i " " i • " ’ i ■ ■ ■ ■ i' " ' r ■ ■ ■ i' " ' i ■ ■ " i1 " ' i'

5000

43

113 174T++

5000

m/z->

Wed Jan 30 09:02:26 2002 Page 5

NYC-WTC_000051650

174 C8H14O4
174 C8H14O4
88 C4H12Si
73 C3H7NO

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,

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
#4814: Silane, tetramethyl-
73

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

Scan 220 (5.885 min): 00616.D (-)
73

27
TT

55.....,,' H । ' 1 | r< ‘‘It

1‘"11111011111111171017111171111111T

| 881‘nuu‘00nn—un‘n————nmumDT—10nu

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

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...

70

55
i" "

27
TIuu—mnuot

Vial: 5
Operator:

0616.D SCAN508.M

......... ....... .
5.60 5.80 6.00 6.20

m/z 43.10 24.00%

MW MolForm

5.60 5.80 6.00 6.20

• ■ • ■ । । • "i > > ■ ■ n i । । । .

5.60 5.80 6.00 6.20
m/z 41.10 9.10%

015745-87-6 33
000000-00-0 33
000075-76-3 25
000627-45-2 9
73.10 100.00%

d—nn—TTmm0—uk33
5.60 5.80 6.00 6.20

m/z 45.10 9.24%

**********************************************************  * * *** k * k * * *

Peak Number 3 3-(CYCLOHEX-3'-EN-YL)PROPAN. .. Concentration Rank 1

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-[1,3]dioxolan-2-ylpropyl ester

70

—
1''i'■' ■ i'''' i ■i'' ■' i' ■'' i' " ' r ''' i ■ " r i■1''i1 ■

87Ir ri’ I

-P r { , ... I_ 1—-
5.60 5.80 6.00 6.20

m/z 71.10 6.50%

Hit# of 5

45
15 | 53

TTTTTITTTTTTTTHTTTTTTTTT

I I 55
IPP

87
■ • i' ■1 ■ i1

m/z-> 10 20
Abundance
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Library Search Compound Report

: C: \MSDCHEM\1\5973N\02JAN29\00616.D
5:59 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.

0.22 ug/L 1,4-Dichlorobenzene-d49.54 123474 9.71

Tentative ID CAS# Qual

Abundance

455000 103
73

1 ■ i ' 1 1 J i 1 '
9.40
45.10I5000 10345 73

m/Z 103.1031

41.105000 31 45 103

9.60
73.10

5000 31 45 103

m/z—>

Wed Jan 30 09:02:26 2002 Page 6

NYC-WTC_000051651

148 C7H1603
134 C6H14O3
162 C8H18O3
148 C7H16O3

Title
Library

: 29 Jan 2002
: 508 scan
: January 29,

Data File
Acq On
Sample
Mise 2002

LSCINT.P

Scan 540 (9.539 min): 00616.D (-)
59

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

#61826: 2-Butanol, 3,3'-oxybis-
59 9.80

26.60%

9.80
38.42%

9.20
m/ z

#43943: 2-Propanol, 1-(2-methoxy-1 -methylethoxy)- $$ Dipro...
50

#29208: BIS(1 -METHYL-2-HYDROXYETHYL)ETH E R
59

9.20m/z

9.40

9.20

9.20

9.20m/ z

| ' ■ ■ ■ i ■ < । » I 1 ■ ■ ■ i ■ ■ ■ ■ i ■

9.60

9.40

9.60
T1 1 1 1 1 1 1
9.80
45.84%

tT
60

1 2-Propanol, 1-(2-methoxy-1-methy...
2 BIS(1-METHYL-2 -HYDROXYETHYL)ETHER
3 2-Butanol, 3,3'-oxybis-
4 DIPROPYLENEGLYCOL METHYL ETHER $...

9.40 9.60

13411
50 6

Vial: 5
Operator:

MW MolForm

)0616.D SCAN508.M

T
60 70

.......1...... 134.
70 80 90 100 110 120 130 140

60 70 80 90 100 110 120 130 140

Hit# of 5

n/z-> 20 30
Abundance

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

Peak Number 4 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 5

020324-32-7 83
000000-00-0 72
054305-61-2 72
020324-32-7 56

m/z 59.10 100.00%

• । ■ ■

/z-> 20
Abundance

!........ 130...
100 110 120 130 140

■> ^-ihM., ................
40 50 60 70

FI’IIIII
80 90

' i r ' ,'1 i 1 1 1 1 I 1l
m/z-> 20 30 40
Abundance

-------
20 30 40 50

\ MM
9.80
26.66%

-----
30 40 50 (

84 |
80 90 100 110 120 130 140
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Library Search Compound Report

: C : \MSDCHEM\1\5973N\02JAN29\00616 . D
5:59 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.

0.24 ug/L 1,4-Dichlorobenzene-d49.62 134496 9.71

Tentative ID CAS# Qual

Abundance

5000 45 103
73

TTrtd । 1
9.40

45.10

UA5000 10345 9.6073 m/z 103.1031

103

5000
45 73

31

— "T"I‘ . ■ ■ I 1 ।

9.60
41.05

5000

45 103

— i 1T" 1 1"' 1
m/z->

Wed Jan 30 09:02:26 2002 Page 7

NYC-WTC_000051652

Title
Library

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

LSCINT.P

Data File
Acq On
Sample
Mise

9.20
m/z

9.20
m/z

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

9.80 10.00
19.07%

/z->
Abundance

#43944: DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propanol, 1-(2...
59

9.60

Scan 547 (9,619 min): 00616.D (-)
59

■ ■ i 1 ■
9.40

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

#102326: TRIPROPYLENE GLYCOL 1
59

130
130

9.80 10.00
34.95%

9.20 9.40 9.60 9.80 10.00

72| ■ ■ ■ ■ | >• • i | . ■ • • | ■ ■ ■ . | ■ l '

l 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H16O3
2 DIPROPYLENEGLYCOL METHYL ETHER $... 148 C7H16O3
3 TRIPROPYLENE GLYCOL 1 192 C9H20O4
4 2-[(Methoxyethoxy)ethoxy)ethyl] ... 280 C13H2806

/z-> 1 o
Abundance

Vial: 5
Operator:

60 70 80 90 100 110 120

10616.D SCAN508.M

9.80 10.00
41.39%

60 70 80 90 100 110 120 130

MW MolForm

9.20 9.40

15 |

n/z-> 10 20 30
Abundance

117 130
■ i ■ ■ i ■ ' ■ 1 i ‘ '

I 1 1 1 ' I 1 1 1 1 I ' 1 ri I 1 1 1 1 1 11 1 1 I ' 1 1 1 1 1
40 50 MWA

Hit# of 5

*********************************************************************
Peak Number 5 2-Propanol, 1-(2-methoxy-l-... Concentration Rank 4

.... M
9.20 9.40 9.60 9.80 10.00
m/z 73.10 27.71%

—
10 20 30 40 50

86
>il ■ i " " । ■ I " । ■ ■ ■■ i ■ ■ " । .

) 90 100 110 120 130
.... 314,51... .
10 20 30 40 50 60 70 80

। 130
100 110 120 130

—IPPT
50 60 70 80 90

.... I'M'll.
20 30 40

020324-32-7 83
020324-32-7 56
000000-00-0 50
000000-00-0 50

m/z 59.10 100.00%
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Library Search Compound Report

: C: \MSDCHEM\1\5973N\02JAN29\00616.D
5:59 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.39 ug/L 1,4-Dichlorobenzene-d4213817 9.719.84

CAS#Tentative ID Qual

Abundance

5000

73

5000

AWA, AT
9.53%5000

31
10345

5000

45 103

+
m/z->

Wed Jan 30 09:02:26 2002 Page 8

NYC-WTC_000051653

3 TRIPROPYLENE GLYCOL 1
4 TRIPROPYLENE GLYCOL 2

192 C9H20O4
192 C9H20O4

Title
Library

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

LSCINT.P

Data File
Acq On
Sample
Mise

9.40
m/z

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

m/z->
Abundance #102326: TRIPROPYLENE GLYCOL 1

59

—T
70

/z->
Abundance

Tl/Z->
Abundance

Scan 566 (9.836 min): 00616. D (-)
59

10.00 10.20
11.29%

#29195:1-Propanol, 2-(2-hydroxypropoxy)- $$ 2-(2-Hydroxyp...
59

9.40
m/ z

9.40
m/z

#43942: 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
50

9.60 9.80 10.00 10.20

1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H16O3
2 1-Propanol, 2-(2-hydroxypropoxy)... 134 C6H14O3

,........72...........................11—#———TTTTT

9.40 9.60 9.80 10.00 10.20
m/z 41.10 9.27%

Vial: 5
Operator:

)0616.D SCAN508.M

MW MolFormHit# of 5

60 70 80 90 100

9.60 9.80
45.10

_____  MA
9.40 9.60 9.80 10.00 10.20

*********************************************************************
Peak Number 6 2-Propanol, 1-(2-methoxypro... Concentration Rank 3

31 45—.m,.
30 40 50 60

117 130
'I.... I ■ 1 1 ■ i ' '
110 120 130

45-

30 40 50 60
86..  194 .. .

1 I ‘ ' "Tu f I I I I I ' I , I > I I I I I ' ' I '

80 90 100 110 120 130 U _
9.60 9.80 10.00 10.20

73.10 11.01%

013429-07-7 83
000106-62-7 64
000000-00-0 40
000000-00-0 40

m/z 59.05 100.00%

• > । । । । i । •
30 40 50

30 40 50 <

73 104
1 1,i 130

'I 1 1 1 1 1 1 1 r' I 1 1 1 1 I 1 1 1 1 1 1 1 1 ' i 1 1 1 1 i ' 1
70 80 90 100 110 120 130

.75 89
60 70 80 90 100 110 120 130



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00616.D
5:59 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.

0.09 ug/L Naphthalene-d8 13.196748512.54

Tentative ID CAS# Qual

m/ zAbundance Scan 803 (12.541 min): 00616.D (-)
73

5000 267 355

45 193

73

355
267

5000

T’’

73

5000 267
355

193
1

'' I '' 1' 111111 ’' 1'I''1'11‘1111'111 111' I' '' ' I

TT
12.20 12.40 12.60 12.80

m/z 268.00 11.98%

5000 355

44

130147 193

m/z—> 12.20 12.40 12.60 12.8080 100 120 140 160 180 200 220 240 260 280 300 320 340 360

Wed Jan 30 09:02:27 2002 Page 9)0616.D SCAN508.M

NYC-WTC_000051654

1 Cyclopentasiloxane, decamethyl-
2 Cyclopentasiloxane, decamethyl-

370 C10H3005Si5
370 C10H3005Si5

3 Phenethylamine, N-methyl-.beta.,... 399 C18H37NO3Si3
4 3,4-DIHYDROXYMANDELIC ACID-TETRATMS 472 C20H4005Si4

Title
Library

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

LSCINT.P

Data File
Acq On
Sample
Mise

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

‘II‘
60

TT

60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
#313065: Cyclopentasiloxane, decamethyl-

1 ■ i ■ ' • t i ‘ ■

- ' i • ■ • ■ i 1 • }*"′ i { r r t i-p

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

267 2941,88

Vial: 5
Operator:

000541-02-6 83
000541-02-6 45
010538-85-9 37
000000-00-0 37
73.10 100.00%

11
■ ■ ।1
40

MW MolForm

211——

■ ■ । ■
n/z-> 40
Abundance

223 251 tnPp

—T’TuupuuuouumuuuumuCUTTTTTOTETTTT’

Hit# of 5

*********************************************************************
Peak Number 7 Cyclopentasiloxane, decamet... Concentration Rank 10

45
| ।

323339
TE—r—r

miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #331718: Phenethylamine, N-methyl-.beta.,3,4-tris(trimethy...

73

i ■. ■ ■ i.. ■ ■ i ■ ■ ■. i

323339 ,
■ i' ■ ■11''111''11111

191207

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

. n 11 I 1

12.20 12.40 12.60 12.80
m/z 267.00 41.22%

12.20 12.40 12.60 12.80
m/z 356.10 13.27%

12.20 12.40 12.60 12.80
m/z 355.10 39.84%



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00616.D
5:59 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.19 ug/L Phenanthrene-dl0 22.6517870022.28

CAS#Tentative ID Qual

Abundance Scan 1656 (22.280 min): 00616.D (-)
192

5000

m/z 191.10 18.72%

192

5000
22.00 22.20 22.40 22.60

m/z 193.10 15.92%

T-T-p-l

Abundance #88409: N-perdeuteriobenzylideneaniline
192

15.10%m/z 146.10825000

54 110

‘‘111" i11 ■ ■ i ■

Abundance #103348: Pyrazine, tetraethyl- (CAS) $$ tetraethyl pyrazine
192

m/ Z 15.00%96.10
177

5000

1 ■ i11
22.00 22.20 22.40 22.60

Page 10Wed Jan 30 09:02:27 2002

NYC-WTC_000051655

Title
Library

: 29 Jan 2002
: 508 scan
: January 29,

Data File
Acq On
Sample
Mise 2002

LSCINT.P

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

96
88 J
' ‘ I H 1 * I

n. a
22.00 22.20 22.40 22.60

+p

AI ' '

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

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

Vial: 5
Operator:

1 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12
2 N-perdeuteriobenzylideneaniline 192 C13D11N
3 Pyrazine, tetraethyl- (CAS) $$ t... 192 C12H20N2
4 1,4-Dimethyl-3,5-propanobicyclo[... 192 C13H20O

30616.D SCAN508.M

MW MolForm

m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene

30
■ " ■ I'" ■ i11" i'

. A .
22.00 22.20 22.40 22.60

. 94TH

4AL

— 82 9642 52 70 ।
n—1*TTTTT

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

1 1 I'1 1 11 ).

I' ” ' I H " I
139 152 165 176

p'" I

m/km
22.00 22.20 22.40 22.60

000883-20-5 53
000538-51-2 53
038325-19-8 50
000000-00-0 47

m/z 192.10 100.00%

Hit# of 5

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

Peak Number 8 Phenanthrene, 9-methyl- $$ ... Concentration Rank 6

118 T 160TIPTTTI

160
TWTTTTTTTTTT

53, 67 81 149 I63TTTHTTATLTTTUTLTITTTLWTPTTITTTTITTUTUTIT

11111917711



NYC 9/11 Public Portal Document

Library Search Compound Report

: C: \MSDCHEM\1\5973N\02JAN29\00616.D
5:59 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.62 ug/L Phenanthrene-dl0 22.6558427222.77

CAS#Tentative ID Qual

Abundance Scan 1699 (22.771 min): 00616.D (-)
188

5000

94
80

111 122 132 24.88%11 < । ■ 11111 TT‘

5000

m/z 189.15 19.63%

— 41 । ■1111

188

m/ z 13.57%80.055000

80 94

r

188
m/z 184.10 12.36%

5000

n/z-->

Wed Jan 30 09:02:27 2002 Page 11

NYC-WTC_000051656

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,

158mH

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

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

#84502: Anthracene-d IQ-

160
p

1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10
2 Anthracene-DlO 188 C14D10
3 Anthracene-dlO- 188 C14D10
4 1,4-Naphthalenedione, 2-hydroxy-... 188 C11H8O3

41 4g 57 66
। I । ........ . I Pl1. | r I I r drrttHi |’ ri | i i i

' I 1 ' 11 1 1 pri ' ' ' ' I ’ ' ' ' 1 1
22.40 22.60 22.80 23.00 23.20

146 160 1801---HP4+

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

Vial: 5
Operator:

---
22.40 22.60 22.80 23.00 23.20

)0616.D SCAN508.M

............ ............ ............................
22.40 22.60 22.80 23.00 23.20

MW MolForm

80 94

22.40 22.60 22.80 23.00 23.20

m/z 94.05

66

miz->______ 40 50 60 70
Abundance

***************************************************************** * * * *
Peak Number 9 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 2

66
mmmmmmmmmmTT

n/z->______ 40 50 60 70
Abundance

Hit# of 5

— 80 94

................... I.... ll.

n/z->40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10

188

i' ■ ■ ■ i

I'1'11 ’''11'''' I

10.4

001517-22-2 83
000000-00-0 74
001719-06-8 64
000483-55-6 50

m/z 188.10 100.00%

——PPPPT
22.40 22.60 22.80 23.00 23.20



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00616.D
5:59 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

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

0.07 ug/L Phenanthrene-dl026.07 68905 22.65

Tentative ID CAS# Qual

3 Nonadecane $$ n-Nonadecane

57
43

5000: 82
99 11969

#78522: (3s)-3,4-isopropylidendioxy-4-methylpentan-1-ol
43

59
5000 ■ ’ i ■

25.80 26.00 26.20 26.40
m/ z159 43.06%82.10

43

71
5000

85

43 40.30%
85

5000
V

268183 197
m/z--> 25.80 26.00 26.20 26.40

Wed Jan 30 09:02:27 2002)0616.D SCAN508.M Page 12

NYC-WTC_000051657

268 C19H40
142 C10H22

Title
Library

Data File
Acq On
Sample
Mise

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

LSCINT.P

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

4 Hexane,
Abundance

2,2,3,3-tetramethyl- $$ ...
Scan 1988 (26.070 min): 00616. D (-)

1n
40

#174554: Heptadecane (CAS) $$ n-Heptadecane $$ Normal-hept...
57

067985-68-6 10
000629-78-7 9
000629-92-5 9
013475-81-5 9

m/ z 57.10 100.00%

AR/Vpww

AMAPU/Vna/

4—
100

1 (3s)-3,4-isopropylidendioxy-4-me... 174 C9H18O3
2 Heptadecane (CAS) $$ n-Heptadeca... 240 C17H36

25.80 26.00 26.20 26.40
m/z 85.05 41.97%

MMWvNy

25.80 26.00 26.20 26.40
m/z 43.10 74.31%

Mw/u"WMyok

' 1 I 1 11 1 I 1 1 1 1 i1 ■ 1 • i 1 ■
25.80 26.00 26.20 26.40

m/z-> 40
Abundance

uf
n/z-> 40
Abundance

Vial: 5
Operator:

MW MolFormHit# of 5

71

60

m/z 79.10

1 113.177
100 120 140 160 180 200 220 240 260

Peak Number 10 (3s)-3,4-isopropylidendioxy... Concentration Rank 11

I,, ,il
m/z-> 40 60
Abundance

116

80 100 120 140 160 180 200 220 240 260

i 1 ■ ' ■ i ■

60 80

85
99

120 140 160 180 200 220 240 260

, ^113 127 ......... 24°

80 100 120 140 160 180 200 220 240 260
#211486: Nonadecane $$ n-Nonadecane

57
71

141 159



NYC 9/11 Public Portal Document

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN29\00616.D
5:59 pm

: InstrumenInst
Multiplr: 1.00

MS Integration Params:

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

Relative to ISTD R.T.AreaEstConcR.T.

0.11 ug/L Perylene-dl2 34.428936033.40

CAS# QualTentative ID

1 Decanedioic acid, bis(2-ethylhex... 426 C26H50O4
2 2-Cyclohexen-l-ol 98 C6H10O

Abundance

70
5000

11243 '' r '
33.00 33.20 33.40 33.60 33.80

53.87%

57

112
5000

70

5000 98
42

1T

18591
28.83%

165
5000

■ i ' '
33.00 33.20 33.40 33.60 33.8040 60 80 100120140160180200220240260280300320340360380400420m/z->

Page 13Wed Jan 30 09:02:27 20020616.D SCAN508 .M

NYC-WTC_000051658

Title
Library

Data File
Acq On
Sample
Mise

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

LSCINT.P

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

Scan 2630 (33.400 min): 00616. D (-)
185

, 119 142-mmT

33.00 33.20 33'40 33.60 33.80

Pg

AAAAnubut
33.00 33.20 33.40 33.60 33.80
m/z 57.10 39.63%

Ww"ana

Vial: 5
Operator:

m/z 112.10
M

MW MolForm

m/z-> 40 60 80 100120140160180200220240260280300320340360380400420
Abundance #345444: Decanedioic acid, bis(2-ethylhexyl) ester (CAS) $...

105

3 2,2-Difluoro-3-hydroxy-l-oxa-3-a... 185 C7H6BF2NO2
4 2-Cyclohexen-l-ol (CAS) $$ 2-Cyc... 98 C6H10O

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

Peak Number 11 Decanedioic acid, bis(2-eth... Concentration Rank 9

Hit# of 5

165I

A

m/z-> 40 60 80 100120140160180200220240260280300320340360380400420
Abundance #7167:2-Cyclohexen-1-ol

m/z-> 40 60 80 100120140160180200220240260280300320340360380400420
Abundance #93653:2,2-Difluoro-3-hydroxy-1 -oxa-3-azonia-2-borata-1,2...

000122-62-3 38
000822-67-3 11
000000-00-0 9
000822-67-3 9

m/z 185.10 100.00%

33.00 33.20 33.40 33.60 33.80
m/z 71.10 37.65%

pur/uoopilT*Unmmunm—nm"mn“"‘pe—mu"uunutu—numn—p——"p———mn‘u"7

426
। > ’ ■ > । ■ ■ > ■, ■ ■ ■ ■ । ■ ■ ■ ■ । ■ ■ ■ ■ ।" i • ■" i" " i *"' 1" " 1■ i ■" j " " 1"1 ‘ 1

m/z 70.10

249
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Tentatively Identified Compound (LSC) summary

Operator ID:

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

Zyclopentasiloxan.
-m.

Wed Jan 30 09:02:27 2002 Page 14
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2-Propano1
2-Propanol,
2-Propanol/

0.1 ug/L
0.2 ug/L
3.3 ug/L
0.2 ug/L
0.2 ug/L
0.4 ug/L
0.1 ug/L
0.2 ug/L
0.6 ug/L
0.1 ug/L
0.1 ug/L

20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0
20.0

- (2- .
- (2- .

9.71 10979900
9.71 10979900
9.71 10979900
9.71 10979900
9.71 10979900
9.71 10979900

13.19 15748800
22.65 18894500
22.65 18894500
22.65 18894500
34.42 15831500

69411
103659
1804940
123474
134496
213817
67485

178700
584272
68905
89360

1
1
1
1
1
1
2
4
4
4
6

4.63
4.83
5.89
9.54
9.62
9.84

12.54
22.28
22.77
26.07
33.40

2 -Butenal ,
3- (CYCLOHE

DECADEUTEROPHENAN .
(3s) -3, 4 -isopropy
Jecanedioic acid, .

RT EstConc Units Response

Data File: C:\MSDCHEM\l\5973N\02JAN29\00616.D
Name: 508 scan
Misc: January 29, 2002
Method: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title: 508 scan method
Library Searched: C:\DATABASE\WILEY7N.L

3 -meth.
X-3‘/EN.

(2-.

)0616.D SCAN508.M

Resp Cone

henanthrene,

Butanoic acid, 2-

Date Acquired: 29 Jan 2002 5:59 pm


