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Inst : Instrumen
Multiplr: 1.00

Internal Standards

27.54 207 -0.07
Spiked Amount 10.000

Fri Apr 26 15:00:34 2002

NYC-WTC_000023238

-0.05
-0.07
-0.06
-0.06
-0.07
-0.04

149
149

124649
215989

34.81
40.53

152 10950953
136 41992394
164 22993632
188 34325980
240 26876355
264 19613586

40.00 ug/1
40.00 ug/1
40.00 ug/1
40.00 ug/1
40.00 ug/1
40.00 ug/1

System Monitoring Compounds
27) TCMX

11.38
16.54
24.46
31.72
39.94
43.16

Target Compounds
35) Di-n-butylphthalate
43) Bis(2-ethylhexyl)phthalate

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

777113
Recovery

= signals summed
Page 1

5.44 ug/1
= 54.40%

MS Integration Params: EVENTS.E
Quant Time: Apr 26 14:59:06 2002 Quant Results File: SCAN020418.RE

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

Vial: 17
Operator: Nefliu

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

08430.D SCAN020418.M

Qvalue
0.10 ug/1 98
0.32 ug/1 93

Data File : C:\MSDCHEM\1\DATA\020419\08430.D
Acq On : 19 Apr 2002 11:53 pm
Sample : sample
Mise :

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)
Title : Method 508 GC/MS Scan AR _
Last Update : Mon Apr 22 08:00:39 2002 Co
Response via : Initial Calibration V —
DataAcq Meth : 508SCAN1 _



Quantitation Report (QT Reviewed)

Data File : C:\MSDCHEM\1\DATA\020419\08430.D

: InstrumenInst
Multipir: 1.00

Quant Results File: SCANO20418.RES

TIC: 08430.D
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Fri Apr 26 15:00:34 2002 Page 2

Acq On
Sample
Mise :
MS Integration Params: EVENTS.E
Quant Time: Apr 26 15:00 2002
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Response via : Initial Calibration
Abundance

s

Vial: 17
Operator: Nefliu

08430.D SCAN020418.M

: 19 Apr 2002 11:53 pm
: sample

Time-> 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

I
/ %t

38.00 40.00 42.00 44.00 46.00

Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)
Title : Method 508 GC/MS Scan
Last Update : Mon Apr 22 08:00:39 2002
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LSC Report - Integrated Chromatogram

17
Quant File :SCAN020418.RES (Chemstation Integrator)

Abdodas TIC: 08430.D

16.543000000

11.38
2000000

1000000

24.463000000 31.72

2000000

1000000

27.54

43.16

3000000

2000000

1000000

ma@sasenmets0784/35852a224830040B1@8
O-

SCAN020418.M Mon Apr 29 08:29:42 2002

NYC-WTC_000023240

File
Operator
Acquired
Instrument :
Sample Name:
Mise Info :
Vial Number:

Instrumen
sample

w
18.00

Time->
08430.D

Of
Time—>

Abzba8

01
Time->
W

44.00 45.00 46.00
Page 15

33.00 34.00 35.00 36.00 37.00 38.00 39.00 40.00 41.00 42.00 43.00

aa
19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 ‘

TIC: 08430.D
39'94

: C:\MSDCHEM\l\DATA\020419\08430.D
: Nefliu
: 19 Apr 2002 11:53 pm using AcqMethod 508SCAN1

  B
4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00

TIC: 08430.D
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Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

Relative to ISTDEstConc AreaR.T. R.T.

0.89 ug/1 1,4-Dichlorobenzene-d45.01 1241360 11.38

Tentative ID CAS# Qual

43 71

5000

39 TIuUf—um
5.00

m/z 43.10

5000
59

53

43
5.20

52.83%5000
59

39 .53

71

5000 59
15 39

Mon Apr 29 08:29:45 2002 Page 16

NYC-WTC_000023241

86 C5H10O
86 C5H10O
86 C5H10O

: Method 508 GC/MS Scan
: C:\DATABASE\nist98.1

Title
Library-

Data File
Acq On
Sample
Mise

#24435: Butenol, methyl-
43

4.60
m/z

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5.40

5

1 1 I 1 1 1 ' I 1 1

I
I

. 50+++

MS Integration Params: LSCINT.e

+594661.63.67+

5.20 5.40
89.51%

4 Furan, tetrahydro-2-(methoxymeth... 116 C6H12O2
Abundance Scan 328 (5.006 min): 08430. D (-322) (-)

1 I ' ' 1 1 1 0 r
4.60 4.80

JJLWLCLy DCaLUi wtpOulC ICPOL L

Vial: 17
Operator: Nefliu

1 3-Buten-2-ol, 2-methyl-
2 3-Buten-2-ol, 2-methyl-
3 Butenol, methyl-

27
31

53
-121.18,241 14..36.41/,46.59,1,561+.63,67474.79,838
10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

55 59

08430.D SCAN020418.M

"I"'.........  ■ ■ 11 " ■'! । 11! '' ■ I'' ll I ll

4.80 5.00
69.10

MW MolForm

,74 86
।111"" i"1111111111111"

27 31

86thmpmhmm+F9LF9——67

-++

Concentration Rank 1

। 8487
J > ' f-r''' |' I f i H 11'' | ■ 111

: C:\MSDCHEM\l\DATA\020419\08430.D
: 19 Apr 2002 11:53 pm
: sample

Hit# of 5

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#114555:3-Buten-2-ol, 2-methyl-

43 71

0
n/z->

1,411+711,67

5 10 15 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#114556:3-Buten-2-ol, 2-methyl-

71

Peak Number 1 3-Buten-2-ol, 2-methyl-

m aPM f I I I I

4.60 4.80 5.00 5.20 5.40

1518
" i ■" ■!' ■■ ■! ■ ■!' i ■■' ■ 11 HI i li ■

000115-18-4 72
000115-18-4 72
060766-00-9 72
019354-27-9 50

m/z 71.10 100.00%

PrT!*x9*1mun—mmTTRP
4.60 4.80 5.00 5.20 5.40
m/z 41.05 65.88%

4111
4.60 4.80 5.00 5.20 5.40
m/z 59.10 35.43%

01
n/z->
Abundance

ol
miz->
Abundance

27 31 39

01
miz->
Abundance
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Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

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

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

0.70 ug/1 1,4-Dichlorobenzene-d4 11.385.80 979555

CAS#Tentative ID Qual

1 1,6-Heptadien-4-ol 112 C7H120

m/zAbundance Scan 463 (5.799 min): 08430.D (-456) (-)
41 71

5000

71.10 88.94%

5000

6.0043
53.08%5000

43

5000
53

27

Mon Apr 29 08:29:47 2002 Page 17

NYC-WTC_000023242

86 C5H10O
112 C7H12O

3 3-Penten-2-ol
4 1,6-Heptadien-4-ol

: Method 508 GC/MS Scan
: C:\DATABASE\nist98.1

Title
Library

Data File
Acq On
Sample
Mise

#114530:3-Penten-2-ol
71

6.20

#114520: Furan, tetrahydro-2-(methoxymethyl)-
71

5.40
m/z

21
' ' I '

20
+59.47

60

MS Integration Params: LSCINT.e

‘1 14 f’ ।
6.00 6.20
49.89%

2 Furan, tetrahydro-2-(methoxymeth... 116 C6H12O2

Vial: 17
Operator: Nefliu

1
70

002883-45-6 64
019354-27-9 56
001569-50-2 45
002883-45-6 40
41.15 100.00%

। AAA A kaa
■ i 1 ■ ■ ■ i 1 ■ ■ ' i 11 1 11 PIt 1

5.40 5.60 5.80 6.00 6.20

08430.D SCAN020418.M

MW MolForm

Concentration Rank 2

! 84 , ____________
1III1+—))1mTTTT
I 80 90 100 110 120

5.60 5.80 6.00 6.20

: C:\MSDCHEM\l\DATA\020419\08430.D
: 19 Apr 2002 11:53 pm
: sample

Peak Number 2 1,6-Heptadien-4-ol

1148,4
1 50

531471 61.1]
50 60 70

141,1,1/1371
30 40

Hit# of 5

I,..........85 97................ 116

70 80 90 100 110 120

5.40 5.60 5.80 6.00 6.20
m/z 43.20 88.39%

36011011/0
20 30 40

5.40 5.60 5.80
m/z 69.10

TIYPIMP

117,84...9..............
। 80 90 100 110 120

+74+654
50 60 70

I , 51 ,58 65
' ' i ' 1 ‘ 1 1 ' 1 1 ' | 1 । 1 ' i i'i'i'l

Z) 30 40 50 60 4
5.40 5.60 5.80 .
m/z 39.20

A

01
m/z->
Abundance #24354:1,6-Heptadien-4-ol

43 71

0-
iz->

Abundance

86
I Pr । । । । । ■ । । । i

1 80 90 100 110 120

27

—+37l
20 30 40

0
n/z->

0-
m/z->
Abundance
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Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

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

0.40 ug/1 556071 1,4-Dichlorobenzene-d4 11.386.12

CAS# QualTentative ID

5000

33
73

5000
5844

27
438

10 15 20 25 3035404550556065 70 75 80859095

73

5000 58

0

73

5000

Mon Apr 29 08:29:49 2002 Page 18

NYC-WTC_000023243

73 C3H7NO
73 C3H7NO
88 C4H12Si

284 C18H36O2

: Method 508 GC/MS Scan
: C:\DATABASE\nist98.1

Data File
Acq On
Sample
Mise

Title
Library

TT

11 > ■1 > i > < > • ।11

04 T
6.40
9.79%

5

“mrgi - ' ■ l

11 ■"11 “ ■1 r ' " i" " i • ■

—P4—f
6.40
34.05%

43
40

MS Integration Params: LSCINT.e

1518
■ ■ i ■ ■" 1 ■ 11 ■ । 111

—mmmmp

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
176.80.84.88.

5.80 6.00 6.20 6.40

Vial: 17
Operator: Nefliu

5255 59 65 70
■ I'' " I " 1 'I ■ " ' I " " I'

45
262932 3943

TTTEIr 1111111111111111111111111111 n 111

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
#857: N-Ethylformamide

1 N-Ethylformamide
2 Acetamide, N-methyl-
3 Silane, tetramethyl-
4 1,3-Dioxolane, 2-pentadecyl-

Abundance Scan 518 (6.122 min): 08430.D (-512) (-)
73

................ ..............35' i ■ " 1 r “ ‘ i ■ ■ ■ ■ i " " r ■ “ i" ■' 11 “'

08430.D SCAN020418.M

”|Hil|i.....SI..

MW MolForm

Concentration Rank 7Peak Number 3 N-Ethylformamide

49 55 691-----

: C:\MSDCHEM\l\DATA\020419\08430.D
: 19 Apr 2002 11:53 pm
: sample

5.80 6.00 6.20

27
TITTTTTTTTTTTH

- —A
5.80 6.00 6.20 6.40

m/z 40.10 16.88%

4+5154.

Hit# of 5

■■■i'■■■।■■■■1rk T i ' 1 ' 1 i
5.80 6.00 6.20 6.40

m/z 41.20 10.72%

5.80 6.00 6.20
m/z 43.10

m/z 71.10

#114819: Acetamide, N-methyl-
30 43

nz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #114850: Silane, tetramethyl-

40TT+

0
n/z->

000627-45-2 5
000079-16-3 4
000075-76-3 4
004360-57-0 4

m/z 73.10 100.00%

0+
miz- >
Abundance

Ol
n/z->
Abundance
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: InstrumenInst
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

*********************************************************************
Concentration Rank 15

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

0.23 ug/1 Naphthalene-d8437161 16.5416.77

Tentative ID CAS# Qual

Abundance Scan 2330 (16.769 min): 08430.D (-2315) (-)
140

405000

51.74%|0 ■ i 1 ■ ■ ■ i ■ 1

#63524: Pyrimidinetetramine-
1-0

435000

m/z 141.10 13.62%|28 55

#63548:2,5-Methano-2H-furo[3,2-b]pyran, hexahydro-
41 55 1-068 84

29 96 11.63%|5000

122

TT

#63526:2,5-Diamino-6-methyl-4-pyrimidinol
1-0

5000

70
111

4— 1IT

Mon Apr 29 08:29:49 2002 Page 19

NYC-WTC_000023244

140 C4H8N6
140 C8H12O2
140 C5H8N4O
140 C7H803

: Method 508 GC/MS Scan
: C:\DATABASE\nist98.1

Title
Library

1449+
50

+62i
60

——
70

16.40 16.60 16.80 17.00 17.20

130

71cTI38
20

11.45%

—l44654

1 Pyrimidinetetramine-
2 2,5-Methano-2H-furo [3,2-b] pyran, . . .
3 2,5-Diamino-6-methyl-4-pyrimidinol
4 4H-Pyran-4-one, 2-ethyl-3-hydroxy-

16.40 16.60 16.80 17.00 17.20

111+1941,

86 95

90 100 110 120 130 140

e 94
-h'll'...........a

Vial: 17
Operator: Nefliu

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

16.40 16,60 16.80 17.00 17.20

16.40 16.60 16.80 17.00 17.20

70 80 90 100 110 120

80 90 100 110

123
1 I ''' 1 ' 11 '
120 130

47 56 70
T'P b'i | I / / i | . I I I | i | | i |-r

40 50 60 70 80m/z-> 20 30
Abundance

30 40 50 60 70

08430.D SCAN020418.M

MW MolForm

130 140

m/z 40.10

001004-74-6 38
029946-84-7 9
1000213-59-1 9
004940-11-8 9

m/z 140.10 100.00%

L
140

Data File : C:\MSDCHEM\l\DATA\020419\08430.D
Acq On : 19 Apr 2002 11:53 pm
Sample : sample
Mise :
MS Integration Params: LSCINT.e

Peak Number 4 Pyrimidinetetramine-

" i ■ " ' i1 1 p ■111

m/z .94.10

m/z 70.00

Hit# of 5

—

20 30 40
''I...... I
140

43

-54
20 30 40 50 60

I....
1 1 1' i

01
niz->
Abundance

0
n/z->

A.....
16.40 16.60 16.80 17.00 17.'20

Ot
m/z—>
Abundance

123
— 86 96 11279+471111951171
80 90 100 110 120

I
IT
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Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

******* *.* ************************************************************

Relative to ISTDEstConc Area R.T.R.T.

0.35 ug/1 Phenanthrene-dl075013931.09 31.72

Tentative ID CAS# Qual

100.00%
192

5000

96 1 ■ i 1 ■
30.80 31.00 31.20 31.40

16.81%0

192

5000 TTB
30.80 31.00 31.20 31.40

16.48%

0- TTITT

19/2

• i ■ •
30.80 31.00 31.20 31.40

m/z 193.10 14.06%5000

0

1912
m/z 146.10 10.39%

5000

0

Mon Apr 29 08:29:49 2002 Page 20

NYC-WTC_000023245

000883-20-5 64
000779-02-2 59
000832-69-9 45
000779-02-2 45

: Method 508 GC/MS Scan
: C:\DATABASE\nist98.1

Title
Library-

Data File
Acq On
Sample
Mise

82
-

A

MS Integration Params: LSCINT.e

4

Vial: 17
Operator: Nefliu

U27 39 51 63
11'' " I " " I'' " I " " I" I'11'

29 39 51 63
11 ■ " ' i ■1" r " 11 " ■11" I

z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #125856: Phenanthrene, 1-methyl-

08430.D SCAN020418.M

miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #125848: Anthracene, 9-methyl-

m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #81033: Phenanthrene, 9-methyl-

MW MolForm

Concentration Rank 8

m/z 191.00

-

Peak Number 5 Phenanthrene, 9-methyl-

: C:\MSDCHEM\1\DATA\020419\08430.D
: 19 Apr 2002 11:53 pm
: sample

96 EE1 115 126 139 152 100 178
11TTTTTTTTTTTTTTTTTTH

30.80 31.00 31.20 31.40

30.80 31.00 31.20 31.40

1 Phenanthrene, 9-methyl- 192 C15H12
2 Anthracene, 9-methyl- 192 C15H12
3 Phenanthrene, 1-methyl- 192 C15H12
4 Anthracene, 9-methyl- 192 C15H12

Abundance Scan 4767 (31.088 min): 08430.D (-4758) (-)

40 49 70 82
mpmmmmpt..120... ............

Hit# of 5

96
27 39 51 63 82 J 115 126 139 152 j 176 „

TIWTTTICWTTWTTTTTTTTTTgmtt

96 IEE i .
74 83 l 115 126 139 152 j 176 ITTTH

m/z 192.10

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

m/z 96.10
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Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

Relative to ISTDEstConc R.T.R.T. Area

0.43 ug/1 Phenanthrene-dl0918405 31.7231.95

Tentative ID CAS# Qual

Abundance Scan 4915 (31.957 min): 08430. D (-4905) (-)
188

5000

m/z 184.10 15.49%

188

121
5000

173 13.16%67 94
0

188

12.77%1215000

0

188
m/z 189.20 11.73%

5000

08430.D SCAN020418.M Mon Apr 29 08:29:49 2002 Page 21

NYC-WTC_000023246

3 Phenanthrene-diO
4 Anthracene-dlO-

188 C14D10
188 C14D10

: Method 508 GC/MS Scan
: C:\DATABASE\nist98.1

Title
Library-

Data File
Acq On
Sample
Mise

Vial: 17
Operator: Nefliu

57 | 75 84 |. 102
I P rl‘ | I l'l I | . I I I | I Pl 1'| 1 , I ! | | I 1 l |'

MS Integration Params: LSCINT.e

1 4-Methyl-2-(4-fluorophenyl)pyrim... 188 C11H9FN2
2 4-Methyl-2-(3-fluorophenyl)pyrim... 188 C11H9FN2

39 !
i" " i11 ri i' 111111

31.60 31.80 32.00 32.20

67 94
39 50 75 h 102■ i " " i ■ ‘111 rl " 11,11,11'11111'" 11'111111 ' । r1111111111

ll.......
111" " i

ll.......
111' ’’’i

/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79827: Phenanthrene-d1 0

miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79745:4-Methyl-2-(4-fluorophenyl)pyrimidine

173
134 146 161 |.

nfe-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79744:4-Methyl-2-(3-fluorophenyl)pyrimidine

MW MolForm

076128-67-1 59
076128-66-0 59
001517-22-2 56
001719-06-8 45

m/z 188.10 100.00%

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

y DC&-wL MUtL —CM—

Hit# of 5

133 146 161
1TI-| 1-1 I I |-| I Pl I I I I i |‘i ri | | |'I n 111

m/z80.10

: C:\MSDCHEM\l\DATA\020419\08430.D
: 19 Apr 2002 11:53 pm
: sample

m/z 94.10

*********************************************************************
Peak Number 6 4-Methyl-2-(4-fluorophenyl)... Concentration Rank 6

31.60 31.80 32.00 32.20

31.60 31.80 32.00 32.20

31.60 31.80 32.00 32.20

04

80 94 160 ,
30 42 52 P I 102110118 132 146 ,1 170 18Q

T I I I I I | ll ll | l ll » { I I I I fl'H I | ll |-| ITT T J I I I I | t 1 It j I I I 1 | 1 1 | I | |-t 1 ITT 1-1 | l t’l’l’l’i Irram Hl I I I I |

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

31.60 31.80 32.00 32.20

0
m/z->
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: InstrumenInst
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

Relative to ISTDEstConc R.T.R.T. Area

0.57 ug/1 Chrysene-dl238.54 1129750 39.94

CAS#Tentative ID Qual

n-tetradecyl e... 268 C17H3202
m/zAbundance Scan 6036 (38.544 min): 08430.D (-6029) (-)

55

69 83 975000
4'

m/z 52.66%

55 69 83
4' 97

5000
111

51.10%|

0

43 57

50.72%|5000
29

0 TTT Ir

5000
111

2‘4+1 Ir

Mon Apr 29 08:29:50 2002 Page 22

NYC-WTC_000023247

3 1-Docosene
4 2-Propenoic acid.

587 C36H7503P
280 C20H40
308 C22H44

: Method 508 GC/MS Scan
: C:\DATABASE\nist98.1

Title
Library

125
| 139153167181Te"‘I’

20

OCCL UI MIpUUILU CCPULU

40 60 80 100 120 140 160 180 200 220 240 260 280 300

Vial: 17
Operator: Nefliu

1 Phosphonic acid, dioctadecyl ester
2 3-Eicosene, (E)-

111
125

l | 139153167182196210224 252
। "14 111 । ""i 111.111111" 11111111111111111 < 111

280—p

MW MolForm

08430.D SCAN020418.M

83
97

38.20 38.40 38.60 38.80

Hit# of 5

136
...ill .ill. I, .1, 151....................................
‘. । , > 1111 ri 111 < । > ■ । > । ^ 11111111111 11' 111 11111111111111111

Data File : C:\MSDCHEM\1\DATA\020419\08430.D
Acq On : 19 Apr 2002 11:53 pm
Sample : sample
Mise :
MS Integration Params: LSCINT.e

mPH
20 40 ।

43.20

MMWMMVWMM
38,20 38,40 38.60 38.80

7 A*CAMAAAG , TYMPMAppatop4
38.20 38.40 38,60 38.80

*********************************************************************
Peak Number 7 Phosphonic acid, dioctadecy... Concentration Rank 3

m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #16986:3-Eicosene, (E)-

111 127
, h , 141_ -ll l_ I ll ll ill ill ifi । ‘I i'। rr 1 i“]*i । f । । । । । i j ।

I bAus,./ "Man72At
38.20 38.40 38.60 38,80

308
111 " 1' 11'111 " 1' I " " 1111'

01
n/z->
Abundance

n/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #111438:1 -Docosene

41 55
69 83 97

207
TWPmmumOTTD

38,20 38,40 38.60 38.80
m/z 69.10 49.00%

0
n/z->

019047-85-9 91.
074685-33-9 70
001599-67-3 64
1000245-63-9 62
55.05 100.00%

m/z 57.10

60 80 100 120 140 160 180 200 220 240 260 280 300
#13890: Phosphonic acid, dioctadecyl ester

m/z 83.10
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Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

Concentration Rank 17

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

0.20 ug/1 Chrysene-dl239.22 405810 39.94

Tentative ID CAS# Qual

Abundance Scan 6152 (39.225 min): 08430. D (-6144) (-) 100.00%
24.4

5000
122

198 212170
1 1 m/z 243.10 65.84%

#92199: p-Terphenyl-d14
244

5000

244

5000
201

Jul0

I 1 1 1 1 I 1 1 ' 1 i ' ' ■ ■ i ■ ■24.4 38.80 39.00 39.20 39.40 39.60
m/z 121.50 22.93%

5000
167

229
202 215

'11 1 1 1 I1
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1 p-Terphenyl-dl4
2 1-Pyrenecarboxaldehyde hydrazone

001718-51-0 64
076465-53-7 45
018636-59-4 42
000519-73-3 38

244 C18D14
244 C17H12N2

: Method 508 GC/MS Scan
: C:\DATABASE\nist98.1

Data File
Acq On
Sample
Mise

Title
Library

PP
220

' ■ i '
20

MS Integration Params: LSCINT.e

49 63
*’I**0/nn.m

3 1,4-Cyclohexadiene, 6-methylene-... 244 C19H16
4 Triphenylmethane 244 C19H16

—ll
240

", 1 f

inn 122
+84111 4135 150 163174 148 —

Vial: 17
Operator: Nefliu

i 1 1 1 i ' 1

140 160 180 200 220

-A---A—PP

44
240

y DCC- —ll ~pUUlIt RCDA

08430.D SCAN020418.M

MW MolForm

51 63 77 91 115 128 141152 ।
1’——ddn/————————BTPTNTTTTT

228
213

20 40 60 80 100 120 140 160 180 200

127
18 30 42 54 66 80 94 106 | 136 160 172 184 198 212 226 , h
1PH-HTH-mhdh
20 40 60 80 100 120 140 160 180 M 220 240

#92197: 1-Pyrenecarboxaldehyde hydrazone

Peak Number 8 p-Terphenyl-dl4

: C:\MSDCHEM\l\DATA\020419\08430.D
: 19 Apr 2002 11:53 pm
: sample

................/V...............
38.80 39.00 39.20 39.40 39.60

m/z 244.10

iz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92196:1,4-Cyclohexadiene, 6-methylene-3,3-diphenyl-

40 108
51 69 84 । J---

40 60 80 100 120

__------
38.80 39,00 39,20 39,40 39.60

Hit# of 5

01
miz->
Abundance

0
n/z->

38.80 39.00 39.20 39.40 39.60
m/z 245.20 26.18%

0+
n/z->
Abundance

__-
38.80 39.00 39.20 39.40 39.60
m/z 122.10 35.00%
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L

: InstrumenInst
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

*********************************************************************
Concentration Rank 18

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

0.20 ug/1 Chrys ene-dl2397755 39.9440.28

Tentative ID CAS# Qual

43

5000

240
17.48%

240
#688: Aziridine, 2,2-dimethyl-

30

5000
71

13.57%15

13.19%|5000

23
m/z 112.20 13.06%15

5000 112
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: Method 508 GC/MS Scan
: C:\DATABASE\nist98.1

Title
Library

54
""4 ।.

I 60

15 |—H
20

• 1 "I 1
20

■ ■ i ■
20

ANaAH“MA\rMk, 4 n , , WsAur
40.00 40.20 40.40 40.60

4
40

h

40.00 40.20 40.40 40.60

Vial: 17
Operator: Nefliu

112

100 120 140 160 180 200 220

80 100 120 140 160 180 200 220 240

71

80 100 120 140 160 180 200 220 240
#309: 3,3,3-Trifluoro-1 ,2-epoxypropane

MW MolForm

08430.D SCAN020418.M

+1
20

Hit# of 5

57 71.17,7.3,
40 60 80

40.00 40.20 40.40 40.60

500 AA
40.00 40.20 40.40 40.60

1
40

51 69

Peak Number 9 Aziridine, 2,2-dimethyl-

m/z 71.20

m/z57.10

Data File : C:\MSDCHEM\l\DATA\020419\08430.D
Acq On : 19 Apr 2002 11:53 pm
Sample : sample
Mise :
MS Integration Params: LSCINT.e

1 Aziridine, 2,2-dimethyl- 71 C4H9N
2 (Aminomethyl)cyclopropane 71 C4H9N
3 3,3,3-Trifluoro-1,2-epoxypropane 112 C3H3F30
4 1-Propyne, 1,3,3,3-tetrafluoro-_____ 112 C3F4

Abundance Scan 6332 (40,283 min): 08430.D (-6322) (-)

m/z 51.00

* (l । ... 1 । Muau { . Y, w ,
40.00 40,20 40,40 40.60

82
93

■i 1 "i r’I’I

002658-24-4 4
002516-47-4 4
000359-41-1 4
020174-11-2 3

m/z 40.10 100.00%|

+4——4
40 60

56
42

60 80 100 120 140 160 180 200 220 240
#740: (Aminomethyl)cyclopropane

0
m/z—>

30
43

0-
miz->
Abundance

01
m/z->
Abundance

0-
m/z->
Abundance
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Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

Concentration Rank 13

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

0.26 ug/1 Chrysene-dl240.44 513037 39.94

Tentative ID CAS# Qual

m/z 227.20Abundance Scan 6359 (40.442 min): 08430. D (-6351) (-) 100.00%
2227

5000
113

m/z 113.60 29.51%

#89141:1-Methyl-9-chloro-acridine
Z!7

M A5000 192
m/z 228.10 19.36%

Z!7

m/z 226.10 14.23%5000 199
69

#89117:5-Cyano-8-dimethylamino-6-methoxyquinoIine

m/z 225.10 12.75%

5000

1
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227 C14H10C1N
227 C13H9NOS

1000147-94-6 40
003411-95-8 33
1000213-20-5 33
000834-12-8 9

Title
Library

: Method 508 GC/MS Scan
: C:\DATABASE\nist98.1

240
-
240

240

I.
240

3 5-Cyano-8-dimethylamino-6-methox... 227 C13H13N3O
4 1,3,5-Triazine-2,4-diamine, N-et... 227 C9H17N5S

1 1-Methyl-9-chloro-acridine
2 Phenol, 2-(2-benzothiazolyl)-

Vial: 17
Operator: Nefliu

39

15,27,1157
20 40

X yha, I I I I I I I I

40.20 40.40 40.60 40.80

--
200 220

40.20 40.40 40.60 40.80

08430.D SCAN020418.M

MW MolForm

75 96 114 126 139 152 164 179 .10)00* "re • "" 1‘* 1 ‘"I 1 i"1"1 i t, 1-
20 40 60 80 100 120 140 160 180

#127060: Phenol, 2-(2-benzothiazolyl)-

Hit# of 5

M.....
40.20 40.40 40.60 40.80

Peak Number 10 l-Methyl-9-chloro-acridine

Data File : C:\MSDCHEM\l\DATA\020419\08430.D
Acq On : 19 Apr 2002 11:53 pm
Sample : sample
Mise :
MS Integration Params: LSCINT.e

40 51 69 86 99
-----
20 40 60 80 100

22.7
212

'1 1 1 । । । 1 1
220 240

198
42 63 76 88 101 114 127 141 155 169 184 |

• • | ■ ■ < ■ | । l 1 ■ ("* । I T'| 1 1 I I | l ■ >| > < I I | I I I I | I I* I I J T I 1 1 1 1"

20 40 60 80 100 120 140 160 180 200

86 99
,4.4113,127 1401547106 —
60 80 100 120 140 160 180 200 220

.1.,.137. 170.,..197.1
120 140 160 180 200 220

’’LY**** **E

-

40.20 40.40 40.60 40.80

0-
miz->
Abundance

0
/z->

0-
n/z->
Abundance

0-
miz->
Abundance

-----

40.20 40.40 40.60 40.80
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Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

Concentration Rank 16

Relative to ISTDEstConcR.T. Area R.T.

0.22 ug/1 Perylene-dl241.87 372563 43.16

Tentative ID CAS# Qual

Abundance Scan 6602 (41.869 min): 08430.D (-6558) (-)
43

5000

73 86 96I 49 ii 41.10 7.72%THHp0 11 "'11111111' 1111

33

5000
41.60 41.80 42.00 42.20142

6.23%45 55

0

41.60 41.80 42.00 42.20
m/z 149.00 5.57%5000

Hr
#790: Aminocaproic Acid TI33 41,60 41.80 42.00 42.20

5.15%|

5000

■ ■ । ■ ' ■ । । >
41,60 41.80 42.00 42.20

Mon Apr 29 08:29:51 2002 Page 26

NYC-WTC_000023251

201 C11H23NO2
86 C3H6N20

131 C6H13N02
143 C9H21N

: Method 508 GC/MS Scan
: C:\DATABASE\nist98.1

Title
Library

Data File
Acq On
Sample
Mise

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

mlz->
Abundance

41.60 41.80 42.00 42.20

45। 55

' I 1 r' ' I 1 ’ ' I

+

MS Integration Params: LSCINT.e

—18.4
33 42

1 Undecanoic acid, 11-amino-
2 Ethenamine, N-methyl-N-nitroso-
3 Aminocaproic Acid
4 1-Nonanamine

Vial: 17
Operator: Nefliu

, 156 171 185 200
■ ■ >'l' ■ >' l ■ • ■ > I >' ■' I ■ l ■ • l ■ ■ ■11''" I

149 163 i।

114 131
72

| 84

iz-> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #737: Ethenamine, N-methyl-N-nitroso-

73 86 100 114 129-mm

08430.D SCAN020418.M

MW MolForm

. । ।, 11. > "y,, /r 111 ri >'| > । m i ... ।. 11, ।, 1111.., ।।।.,,, , 11 ht[ 111111111111111111111111 p 1111

10 20 30 40 50 60 70 80 90 100110120130140150160170180190  200

Peak Number 11 Undecanoic acid, 11-amino-

m/z 96.00

Hit# of 5

: C:\MSDCHEM\l\DATA\020419\08430.D
: 19 Apr 2002 11:53 pm
: sample

n/z-> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #981: Undecanoic acid, 11 -amino-

m/z 73.10

i0 20 30 40 50 60 70 80 90 100110120130140150160170180190200
0....

0
n/z->

002432-99-7 1
004549-40-0 1
000060-32-2 1
000112-20-9 1

m/z 40.10 100.00%l

57
, 67 86
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InstrumenInst
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

Relative to ISTDEstConc Area R.T.R.T.

0.25 ug/1 Perylene-dl2432975 43.1642.16

Tentative ID CAS# Qual

m/ z 40.10 100.00%
"A-AWwNWWWWVw

Abundance Scan 6651 (42.157 min): 08430.D (-6613) (-)
40

8000

6000

4000
m/ Z 276.20 19.11%

2762000
207

30
m/z 275.208000 12.20%

6000

4000

2000 78
274204 224

l-rl" " 11" ' I " " I"

23

8000

6000
m/z 277.20 9.60%

4000

592000 275
233 382307TpT ' 1 1 1 1 1 1 1 1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 41.80 42.00 42.20 42.40
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1000162-80-8 1
1000192-36-0 1

1 Tris(trifluoromethyl)borane glycine 293 C5H5BF9NO2
2 9-But-3-enyl-17-hydroxy-10-oxa-l... 382 C20H30O3S2

: Method 508 GC/MS Scan
: C:\DATABASE\nist98.1

Title
Library

174
—

rn/z—>
Abundance

"i■■ ■■ i"।।।■ |i। ii11111p11'l""I'1" i ' ' ' ‘ i ' ■ ' 1 i ■

,J| i" " i' ■" I" " I" " I" " I"'

11!'1 "I "Tl I ” " I " "I " " 11

41.80 42.00 42.20 42.40

58-H

Vial: 17
Operator: Nefliu

104134 154
-

41.80 42.00 42.20 42.40

.76.110,161, 175203

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
#328:9-But-3-enyl-1 7-hydroxy-10-oxa-1,5-dithia-spiro[5.1 3...

0V

O-pr

08430.D SCAN020418.M

m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #874: Tris(trifluoromethyl)borane glycine

MW MolForm

............. ,......... ,
41.80 42.00 42.20 42.40

A...........

Data File : C:\MSDCHEM\1\DATA\020419\08430.D
Acq On : 19 Apr 2002 11:53 pm
Sample : sample
Mise :
MS Integration Params: LSCINT.e

Hit# of 2

41 80 42.00 42.20 42.40
m/z 49.00 9.77%

MMWMyyWMbyhhl

Peak Number 12 Tris(trifluoromethyl)borane... Concentration Rank 14

ov
/z—>

57 86 Timll
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Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

Relative to ISTDEstConc AreaR.T. R.T.

0.47 ug/1 Perylene-dl244.76 818895 43.16

Tentative ID CAS# Qual

Abundance Scan 7094 (44.760 min): 08430. D (-7083) (-)
43

5000

57
13.14%

#589: Cyclopentanecarboxylic acid, 1-(2-butenyl)-2-oxo-, e...
29

121 A55

1375000 79
44.40 44.60 44.80 45.00

13.05%

r
40

27 41

‘ ‘1 •
44.40 44.60 44.80 45.00

55 m/ z 41.20 9.83%5000

J uLLi A

112 m/z 109.10 9.22%

5000 139 1569666

4■' i'' 11' ' ' I ‘ ‘' I 1 1 ' ' I ' ‘ ‘11 '1 ‘' I 1 1 1 11 1 1 ’II
44.40 44.60 44.80 45.00

Mon Apr 29 08:29:51 2002 Page 3 0
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: Method 508 GC/MS Scan
: C:\DATABASE\nist98.1

Data File
Acq On
Sample
Mise

Title
Library

81
—

80

pluzihua

TTp-

20

112825-89-5 4
053966-43-1 4
003387-26-6 4
089155-85-1 4

m/z 40.10 100.00%
WWWAWRWWA

1 ‘ 1 1 1
20

MS Integration Params: LSCINT.e

14
—
20

44.40 44.60 44.80 45.00

60 80 100 120 140 160 180 200 220 240 260 280
#45:3,8-Dioxatricyclo[5.1.0.02,4]octane, 4-ethenyl-

79

' 109
122138

Vial: 17
Operator: Nefliu

20 40 60 80 100 120 140 160 180 200 220 240 260 280

96 109 133147160 282
l| Hll j I , IA .......................... .............. ........ ,
100 120 140 160 180 200 220 240 260 280

Hit# of 5 MW MolForm

08430.D SCAN020418.M

—T
40 60

। 165 182--—192

40 60 80 100 120 140 160 180 200 220 240 260 280
#437:3,4-Furandicarboxylic acid

94 j

+llHh Hl

8344

1 Cyclopentanecarboxylic acid, 1- (... 210 C12H1803
2 3,8-Dioxatricyclo[5.1.0.02,4]oct... 138 C8H10O2
3 3,4-Furandicarboxylic acid 156 C6H405
4 2,4,6-Octatrien-l-ol, 3,7-dimeth... 152 C10H16O

m/ z 96.10

: C:\MSDCHEM\l\DATA\020419\08430.D
: 19 Apr 2002 11:53 pm
: sample

Peak Number 15 Cyclopentanecarboxylic acid... Concentration Rank 5

01
miz->
Abundance

0
•n/z->

23 —45

Ot
nfz—>
Abundance

O+
m/z—>
Abundance

m/z57.10
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Operator ID: Nefliu

--Internal Standard--
TIC Top Hit name # RT
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0.9 ug/1
0.7 ug/1
0.4 ug/1
0.2 ug/1
0.3 ug/1
0.4 ug/1
0.6 ug/1
0.2 ug/1
0.2 ug/1
0.3 ug/1
0.2 ug/1
0.2 ug/1
0.5 ug/1
0.3 ug/1
0.5 ug/1
0.3 ug/1
0.3 ug/1
0.3 ug/1

11.38 55597600
11.38 55597600
11.38 55597600
16.54 76736100
31.72 86225600
31.72 86225600
39.94 79231200
39.94 79231200
39.94 79231200
39.94 79231200
43.16 69300200
43.16 69300200
43.16 69300200
43.16 69300200
43.16 69300200
43.16 69300200
43.16 69300200
43.16 69300200

40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0
40.0

1241360
979555
556071
437161
750139
918405

1129750
405810
397755
513037
372563
432975
929035
551345
818895
515196
548043
510703

38.54
39.22
40.28
40.44
41.87
42.16
44.07
44.52
44.76
45.12
45.81
46.38

5.01
5.80
6.12

16.77

1
1
1
2
4
4
5
5
5
5
6
6
6
6
6
6
6
6

Data File: C:\MSDCHEM\l\DATA\020419\08430.D
Name: sample
Mise:
Method: C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)
Title: Method 508 GC/MS Scan
Library Searched: C:\DATABASE\nist98.1

RT EstConc Units Response

Phenanthrene, 9-m.. . 31.09.4-Methyl2—(+=flufel/3* .s •

~UIpOuiI \UOM/ DUILCLY

08430.D SCAN020418.M

Resp Cone

hosphonic acid, .
Terpheny1-d14

Aziridine, 2,2-di.
1-Methyl - 9 - chloro.
Undecanoic acid, .
Tris/trifluoromet.
1 - Propanamine , 2 - .
Oleylamine
Cyclopentanecarbo.
Cyclododecanol, 1.
Propanenitrile, 3.
1, 3-Dioxane, 5-br.

Date Acquired: 19 Apr 2002 11:53 pm

en-2-ol, 2-m...
eptadien-4 -ol

-Ethylformamide
yrimi di ne t e t rami ne -

3-B

P


