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Data File : C:\MSDCHEM\1\DATA\020419\08430.D Vial: 17

Acg On : 19 Apr 2002 11:53 pm Operator: Nefliu

Sample : sample Inst : Instrumen
Misc : \ ) Multiplr: 1.00

MS Integration Params: EVENTS.E :

Quant Time: Apr 26 14:59:06 2002 Quant Results File: SCAN020418.RE
Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Iptegrator)
Title : Method 508 GC/MS Scan

Last Update : Mon Apr 22 08:00:39 2002

Response via : Initial Calibration
DataAcqg Meth : 508SCAN1

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorocbenzene-d4 11.38 152 10950953 40.00 ug/1 -0.05
10) Naphthalene-ds 16.54 136 41992394 40.00 ug/1 -0.07
17) Acenaphthene-dl10 24.46 164 22993632 40.00 ug/1 ~-0.06
30) Phenanthrene-dl10 31.72 188 34325980 40.00 ug/1 -0.06
38) Chrysene-dl2 39.94 240 26876355 40.00 ug/1 -0.07
44) Perylene-dl2 43.16 264 19613586 40.00 ug/l -0.04
System Monitoring Compounds
27) TCMX 27.54 207 777113 5.44 ug/1l -0.07
Spiked Amount 10.000 Recovery = 54.40%
Target Compounds ) Qvalue
35) Di-n-butylphthalate 34.81 149 124649 0.10 ug/1 98
43) Bis(2-ethylhexyl)phthalate 40.53 149 215989 0.32 ug/1 93
(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT Reviewed)
Data File C:\MSDCHEM\1\DATA\020419\08430.D vial: 17
Acg On : 19 Apr 2002 11:53 pm Operator: Nefliu
Sample sample Inst : Instrumen
Misc

MS Integration Params: EVENTS.E
Quant Time: Apr 26 15:00 2002

Method

Title

Last Update
Response via

Multiplr: 1.00
Quant Results File: SCAN020418.RES

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

: Method 508 GC/MS Scan

Mon Apr 22 08:00:39 2002
Initial Calibration

Abundance
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-d12,)

Naphthalene-d8,|
Acenaphthene-d10,!
o
ShFysehe:
Perylene-d12,

Phenanthrene-d10,!

1,4-Dichlorobenzene-d4,1

TCMX.s
Di-n-butylphthalate

L “~pis(2-ethylhexyl)phthalate

=

0

L P A

Ime—->

T
400 600 800

T TTT T T T T T LA B B B |

— T T T T T T e T T T T I T T T T
1000 1200 1400 16.00 1800 2000 22.00 2400 2600 28.00 30.00 3200 3400 3600 3800 40.00 4200 4400 46.00

08430.D SCAN020418.M Fri Apr 26 15:00:34 2002 Page 2

wswnao( |eyod alland L1/6 DAN



NYC 9/11 Public Portal Document
LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\020419\08430.D
Operator : Nefliu
Acquired : 19 Apr 2002 11:53 pm using AcgMethod 508SCAN1

Instrument : Instrumen

Sample Name: sample

Misc Info :

Vial Number: 17

Quant File :SCAN020418.RES (Chemstation Integrator)

Abm TIC: 08430.D
3000000 16.54
11.38
2000000

cl
LLJNL L N LB S G SR S N L L L S L L L B L LB B I LI L B N S N LN B LI LA Rt B S L S L B B B

T T
Time--> 400 500 600 700 800 9.00 10.00 1100 12.00 13.00 1400 1500 16.00 17.00

Abundance TIC: 08430.D
3000000 2448 31.72
2000000
1000000

cllllllllllllllllllll lllllll‘ller'IIIT‘ll]r'l_ll llllll]ll]T'Tllllll

Time—> 1800 1900 20.00 21.00 2200 23.00 2400 25.00 26.00 2700 2800 29.00 3000 31.00

Ab TIC: 08430.D
Y0585 994
43.16
3000000
2000000
1000000
'v"'(‘A 3

cl LI} T rrr T T T L) T r 17 LR SN A § T T 1 71 —rTrT T T T rr T rrr T T U7 T T T T T T 7
Time—> 33100 34‘00 35[00 36. 00 37100 3BIOO 39 [00 40I00 41.00 42 00 43[00 44I00 4‘5_F 00 46I00
08430.D SCAN020418.M Mon Apr 29 08:29:42 2002 Page 15

NYC-WTC_000023240




NYC 9/11 Public Portal Document

Data File

HLWEQLY wDTaAlLvlil \,umpuu.uu. RCPULL

Acg On 19 Apr 2002 11:53 pm
Sample sample

* Misc :
MS Integration Params: LSCINT.e

Quant Method
Title
Library

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

: C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation
: Method 508 GC/MS Scan
C:\DATABASE\nist98.1

Operator:
Inst :
Multiplr:

17

Nefliu
Instrumen
1.00

Vial:

Integrator)

Jde g de g ko gk deode Kk kg kK kg e Kk K de K de de ke de ke ke e de ok ok ke de ke de kK ek ke ke doodeokokeoke ke de ke ke g e ke ke ke de ok K ke ke ke ke ke ke Kk ke

Peak Number 1 3-Buten-2-0l, 2-methyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.

5.01 0.89 ug/l 1241360 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Buten-2-0l1, 2-methyl- 86 C5H100 000115-18-4 72
2 3-Buten-2-0l, 2-methyl- 86 CS5SH100 000115-18-4 72
3 Butenol, methyl- 86 C5H100 060766-00-9 72
4 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 50

IAbundance Scan 328 (5.006 min): 08430.D (-322) (- m/z 71.10 100.00%
43 m
5000
55 59
3(9 l 460 480 500 520 540
50 67 8487 . X 5 8 . 5
0 RN LAAREEA RS RARE N RERRA RRRED llxslsrlll'li l Iil|lr'|'|||l|||'|!xlll||]lxll'|]| xlulvl‘v lllllill“lf'lllllll m/z : 43-10 89.51'5
nfz—> 5 10 15 20 25 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #114555: 3-Buten-2-0l, 2-methyl-
7m
43
5000
59 460 480 500 520 540
231 4 m/z 41.05 65.88%
151 53 67
[ ,LII |.ln 50 | 56| LU 86
o"Ill'l[lllTlllll’llll]Tll’TIlllllrf:lllllll'll lllllllll ]llfllll:ll :'T—Illllllllllllllllll ll
mfz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 ¢
Abundance #114556: 3-Buten-2-ol, 2-methyl-
7M
43
460 480 500 520 5.40
5000 s m/z 69.10 52.83%
27 31 20
53
0 lllll II VT_rl lllll'rll!!!!l!'Tfill:l l! }hll%l!l?ﬁ!qlﬁ?l?;?!' ]Ii7l4llllllllll'8l6|’l[lllllll
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #24435: Butenol, methyl- R e e e
43 n 4, 480 500 520 540
m/z 59.10 35.43%
5000
o7 59
I 53
)0 T Il ’l]?lzl_ll_ll?lal[llll4|!l}1ITlllI]3161{li I Iﬁsl'lsioilllﬁllllielsllle'TII I74 ?21!81318I6|ll lll'lll lll m
mfz—> 51012023035404550556065707580859095 4.604l805605.1205l140
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Data File

Acqg On 19 Apr 2002 11:
Sample sample

Misc

AN AL e dd NNSLLMAS L ANA LG AN L

53 pm

MS Integration Paramg: LSCINT.e

Quant Method
Title :
Library

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

Vial: 17
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\SCAN020418.M (Chemstation Integrator)
Method 508 GC/MS Scan
C:\DATABASE\nist98.1

hhkhkhdhkkhkhkhhhhhkkkkhkhkhkhkhkhhhhhkkhhhkhhkhhhkhhhkhhhhhhhhdkdkhkhhhhkhhdhhhhhhkhkkik

Peak Number 2 1,6-Heptadien-4-ol Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T
5.80 0.70 ug/1l 979555 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 1,6-Heptadien-4-o0l 112 C7H120 002883-45-6 64
2 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 56
3 3-Penten-2-o0l 86 C5H100 001569-50-2 45
4 1,6-Heptadien-4-ol 112 C7H120 002883-45-6 40
IAbundance Scan 463 (5.799 min): 08430.D (-456) (-) m/ A 41.15 100.00%
41 71
%@WLQ—Q@
36,|L7 fi o | 84 540 560 580 600 620
11111 B R S m/z 71.10 88.94%
m/z—-> 20 30 40 50 60 70 80 20 100 110 120
Abundance #24354: 1 6-Heptadien-4-ol
43 m
5000
540 560 580 6.00 6.20
27 m/z 43.20 88.39%
53 ]
c'llllll’||ll13:7!ll!’|'illllll’Tlle's;lillgf‘llzaleﬁill94!'llll|'ll |l'l]l
miz—> 20 40 50 60 70 80 90 100 110 120
Abundance #114520: Furan, tetrahydro-2-(methoxymethyl)-
mn
ll'l_l_l'l]lllllllllhlllfl‘\l\l’\l‘\l'
43 540 560 580 600 620
5000 m/z 69.10 53.08%
0 v IIJ 1.7 65 ||, 85 o7 116
ll“‘ll!""‘_\ I‘TIII‘I\Y"I\‘I[II\Ill'll]lIlI,llllIlllllTT
miz—> 20 30 40 50 60 70 80 90 100 110 120
Abundance #114530: 3-Penten-2-ol
7 540 560 580 600 620
43 m/z 39.20 49.89%
5000 53
27 l
0 rrlz‘lnl{)nlll||l3'7! xlfll4|8ilf 1|??‘|6I5:|!Ii!||||81_r'8!6111l|l]‘1r|1|| TTTTT Arl;1—|7| T L
m/z—-> 20 30 40 50 60 70 80 90 100 110 120 5.40 5.160 580 6.00 6.20
08430.D SCANO20418.M Mon Apr 29 08:29:47 2002 Page 17

NYC-WTC_000023242



NYC 9/11 Public Portal Document

sl AL y T QL Add MM MM A LA ANND M

Data File C:\MSDCHEM\1\DATA\020419\08430.D Vial: 17

Acg On 19 Apr 2002 11:53 pm Operator: Nefliu
Sample sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method
Title
Library

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

C:\MSDCHEM\ 1\METHODS\SCAN(020418.M (Chemstation

Integrator)

hkhkkhkhkhkhkhhhkhhhhhhkhhkdhkhhkdhdhhhhhkhhkhkhhkhhkhkhhhhkhkkkhkkhhkhhhkhkhhhhkkhkhhhhkkhkik

Peak Number 3 N-Ethylformamide

Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T
6.12 0.40 ug/1 556071 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 N-Ethylformamide 73 C3H7NO 000627-45-2 5
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 4
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 4
4 1,3-Dioxolane, 2-pentadecyl- 284 C18H3602 004360-57-0 4
Abundance Scan 518 (6.122 min): 08430.D (-512) (9 m/z 73.10 100.00%
768
5000
40
a5 |I 4? 55 69, 580 6.00 620 640 _
o|]1’Y|1Illlf]lifll’llllllll]llllfllll]lll"[[llllli Il}lllllllllllllllllll l]'lf'llllflll'TT}llllllll| m/z 43.10 34.056
m/z—-> 5 10 156 20 25 30 35 40 45 55 60 65 70 75 80 85 90 95
Abundance #857: N-Ethylformamide
30
73
580 6.00 620 6.40
58 \ i . .
44 m/z 40.10 16.88%
1#8 ‘ ag1 54|
c || 17_‘[“" IT( |III l T lll|IIll{II!IIllllllllll]lllllllllllll | T =l‘ lfllilllilllllllllll
m/z—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #114819: Acetamide, N-methyl-
30 43 78
580 600 620 640
5000 58 m/z 41.20 10.72%
0 2 ! 40]),, 5154 ‘
ll’llll'llllllll[l!ll] Ill III l'TT TTTTT]’TTIT]"IIIII[III III‘III 'l']TTTIIII!lIll
m/z—-> 5101520253035404550556065707580859095
Abundance #114850: Silane, tetramethyl-
B 580 600 620 640
m/z 71.10 9.79%
5000
45
L ook L L o
llllllll ll TTTT TT)I TTT IRREE LR L) LARES LR L) TT Illl ]1rlr1—F T T LI 2 | T LERER R T r T
m/z—> 5101520253035404550556065707580859095 5.|806.(l)06.[206.1110 I
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Data File C:\MSDCHEM\1\DATA\020419\08430.D
Acqg On 19 Apr 2002 11:53 pm

Sample sample

Misc :

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\l\METHODS\SCANO20418.M (Chemstation

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

Title
Library

17

Nefliu
Instrumen
1.00

Vial:
Operator:
Inst :
Multiplr:

Integrator)

AEEKKAIAAAAA ATk kAhkhkhkhkhkhkhkhkhkhkhkhkhkkkkkhkhhhhhhhhhkhhhkkkkhkhkkhkhkhkkhkhkhkhkkkkhkhkkkkxk
Concentration Rank 15

Peak Number 4 Pyrimidinetetramine-

R.T EstConc Area Relative to ISTD R.T
16.77 0.23 ug/1 437161 Naphthalene-ds 16.54
Hit# of 5 Tentative ID MW MolForm CAS# Qual

140 C4H8BNS6

1 Pyrimidinetetramine-

2 2,5-Methano-2H-furo[3,2-blpyran, ...
3 2,5-Diamino-6-methyl-4-pyrimidinol
4 4H-Pyran-4-one, 2-ethyl-3-hydroxy-

140 C8H1202
140 C5H8N40

140 C7H803

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

Abundance Scan 2330 (16.769 min): 08430.D (-2315) (-) y m/z 140.10 100.00
140
5000 40
70 o4 e
47 56 | 88 | I 1640 1660 16.80 1700 1720
S n s s L N IAANES N ICHMISS I MMM IS W MMM MM m/z 40.10 51.74%
mfz—> 2030405060708090100110120130140
Abundance #63524: Pyrimidinetetramine-
140
5000 TTTTT T T
1640 1660 1680 1700 1720
8 123 m/z 141.10 13.62%
55 86 96 112
O.ﬁﬁm ; , oy ﬁMLJﬁm4q.h'1% ““,hupfﬂhux
m/fz—> 20 40 50 60 70 80 90 100 110 120 130 140
Abundance #63548: 2,5-Methano-2H-furo]3,2-bjpyran, hexahydro-
41 85 68 140
84
29 16@16&16&17m17m
|} I 77!‘ i
o.,“!thaLhﬁa '62”|I ..lm h°4tl,,!ﬂ.“.ﬁ,.wr
méz--> 20 30 40 70 80 90 100 110 120 130 140
Abundance #63526 2,5-Diamino-6-methyl-4-pyrimidinol R DL SLI SL R o e e w p s B
140 16.40 1660 16.80 17.00 17.20
m/z 94.10 11.45%
5000
2 70 111
0 R B ['!]!nnlr';'rnlxllillllnla1118?!]1?§||| IJ' 112'3 T a1 T T Fab\
rrr[rrrrJyrrrr LRSS LERERE T IIII‘IIID LR S B ¢ T 1rrrr.
m/iz—> 30 50 60 70 80 SO 100 110 120 130 140 1640 16.60 16}80 17.‘00 17.i20

NYC-WTC_000023244
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Data File : C:\MSDCHEM\1\DATA\020419\08430.D Vial: 17

Acg On : 19 Apr 2002 11:53 pm Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

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

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
khkkhkkhkkhhhkhkhkhkkhkkhkkhkhkhhkhhhhhhhhdhhhhhkhhhhkhhhkhhkhkhkkhkhkhhhhkkhkhhhhhhhhkhhhhihk
Peak Number 5 Phenanthrene, 9-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
31.09 0.35 ug/1 750139 Phenanthrene-d10 31.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Phenanthrene, 9-methyl- 192 C1l5H12 000883-20~-5 64
2 Anthracene, 9-methyl- 192 C1l5H12 000779-02-2 59
3 Phenanthrene, l-methyl- 192 C15H12 000832-69-9 45
4 Anthracene, 9-methyl- 192 C15H12 000779 02-2 45
Abundance Scan 4767 (31.088 min): 08430.D (-4758) () m/z 192. 100.00%
192
}A\
82 % 146 160 3080 31.00 3'120 3140
40
cITIrTv]||||||rl4|'19u“lu:x7ioxufl lllll JI” TTTT 111112101 lele I v HIITTFII“I T m/Z 96 lo 16 81%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #81033: Phenanthrene, 9-methyl- -
1
mmawommmm
m/z 191. 16.48%
96 165
o2 39 51 63 74 &3 115 126 139 152 176
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #125848: Anthracene, 9-methyl-
T
3080 31 o'o' '3'1 20 3140
ol27 39 51 63 82 115 126 139 152 1% 176
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #125856: Phenanthrene, 1-methyl- . . N I —
1 30.80 31.00 3120 3140
m/z 146.10 10.39%
5000
96
ol 27 39 51 115 126 139 152 165 178
m/z—-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 3OIBO 3100 3120 3140

08430.D SCANO20418.M Mon Apr 29 08:29:49 2002 Page 20
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Data File

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

Quant Method
Title
Library

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

C:\MSDCHEM\l\METHODS\SCANOZ0418.M (Chemstation

Vial: 17
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

Integrator)

d de g dede ke ke kK ok de g dodedek kg kk ok ok ok ok ok Kk odkdkddk kg kkkdkdkkkk g ohhhkhkdhhhkdkdkdkdkdhkkkkdkkkkkkkk

Peak Number 6 4-Methyl-2-(4-fluorophenyl)...

Concentration Rank 6

R.T EstConc Area Relative to ISTD
31.95 0.43 ug/1l 918405 Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm

188 Cl11H9FN2
188 C11HOFN2

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

076128-67-1 59
076128-66-0 59

3 Phenanthrene-dlo0 188 C14D10 001517-22-2 56
4 Anthracene-dl0- 188 C14D10 001719-06-8 45
Abundance Scan 4915 (31.957 min): 08430.D (-4905) (-) m/z 188.10 100.00%
188
/\
llllllllf‘lTllllll'_'_rlr]_r
40 80 o4 31.60 31.80 32.00 32.20
] 52 616 [ ll 132 1116|0 M [
Ot et e m/z 184.10 15.49%
mfz—> 2030405060708090100110120130140150160170180190
Abundance #79745: 4-Methyl-2-(4-fluorophenyl)pyrimidine 88
1
121
5000 T
31.60 31.80 32.00 32.20
173 m/z 94.10 13.16%
o 39 57 | 75 84 |,102 133 146 161
e P T e e
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #79744: 4-Methyl-2-(3-fluorophenyl)pyrimidine
. 1?8
K‘I_lll”llllllllll[lflllr
31.60 31.80 3200 32.20
5000 121 m/z 80.10 12.77%
0_
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79827: Phenanthrene-d10 AR R IR e
3160 3180 3200 32.20
m/z 189.20 11.73%
5000
ol 102110118 132
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 31.60 31.80 32.[00 32.120' o

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

NYC-WTC_000023246

Page 21



NYC 9/11 Public Portal Document

Livial y ocacLcil LA UL I KCPULL

Data File

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

Quant Method

C:\MSDCHEM\ 1\METHODS\SCAN020418.M (Chemstation

Vial: 17
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

Integrator)

Title Method 508 GC/MS Scan
Library C:\DATABASE\nist98.1
khhkkhkhkhkhhkhhhkkhkhhkhhkhhhhkhkhhhhkhhhhhhkhhkhkihkhhhhhhhhkhkhhhhhkhkkhkhkhhkhhhhkhhhkikk
Peak Number 7 Phosphonic acid, dioctadecy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T
38.54 0.57 ug/l 1129750 Chrysene-dl2 39.94
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phosphonic acid, dioctadecyl ester 587 C36H7503P 019047—85—
2 3-Eicosene, (E)-~ 280 C20H40 074685-33-9~70
3 1-Docosene 308 C22H44 001599-67-3 64
4 2-Propenoic acid, n-tetradecyl e... 268 C17H3202 1000245-63-9 62
Abundance Scan 6036 (38.544 min): 08430.D (-6029) (-) m/z 55.05 100.00%
55
5000 89 83 g7
38.20 3840 3860 38.80
o m/z 43.20 52.66%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13880: Phosphonic acid, dioctadecyt! ester
83
41 97
5000 ‘
11 3820 38.40 38.60 38.80
136 m/z 57.10 51.10%
o
m/iz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #16986: 3-Eicosene, (E)-
43 &
i -
97 38.20 3840 38.60 38.80
5000 m/z 83.10 50.72%
29 111
‘ 125
obrerr ] - 17| 139153167182196210224 252 280
IIIIII T T T T ‘Illflll\ll‘l‘l TVvy T
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #111438: 1-Docosene :
41 5? 3820 3840 3860 38.80
69 m/z 69.10 49.00%
83 97
5000
111
zi 125
I I 139153167181 308
TrT TIrrT LI | IIKII T lll"m] TTrTrYy TTTY TT 17 TIIT LR TIrTT
mfz—> 20 40 60 80 100 120 140 160 180 2(])0 2%0 ZAO 26[0 8[0 360 38.20 3840 38.60 38.80

08430.D SCAN020418.M Mon Apr 29 08:29:50 2002
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Data File : C:\MSDCHEM\1\DATA\020419\08430.D Vial: 17

Acg On : 19 Apr 2002 11:53 pm Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

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

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
khkhkhkhhhkhkhkhhhkhhkhhkhkhkhkhhhhkhhhkhhhhhohhhkkhhkhhhkhkhkhkhhhhhkhhkhkihkdkkhhhkkhhkhk*k
Peak Number 8 p-Terphenyl-dl4 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
39.22 0.20 ug/1l 405810 Chrysene-dl2 39.94
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 p-Terphenyl-dl4 244 (C18D14 001718-51-0 64
2 1-Pyrenecarboxaldehyde hydrazone 244 C17H12N2 076465-53-7 45
3 1,4-Cyclohexadiene, 6-methylene-... 244 Cl9Hl6 018636-59-4 42
4 Triphenylmethane 244 C19H16 000519-73-3 38
Abundance Scan 6152 (39.225 min): 08430.D (-6144) (-) m/z 244.10 100.00%

3380 39.00 39.20 39.40 39.60
m/z 243.10 65.84%

o.
mfz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92199: p-Terphenyl-d14
2
5000 A

3880 3900 3920 39.40 3960I
m/z 122.10 35.00%

122
18 30 42 54 66 80 94108 | 136 1601-,2134 198212226

O T T 7T lll llll lll‘l_l" 7 IR LRI | Illl I‘ITI
T T ) fr I T i T j

miz—> 20406080100120140160180200220240
Abundance #92197: 1-Pyrenecarboxaldehyde hydrazone
244
38.80 39.00 39.20 39.40 39.60
5000 m/z 245.20 26.18%
201 o8
122
100 213
o 49 63 84 1°117 | 135 150 163174 189
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92196: 1,4-Cyclohexadiene, 6-methylene-3,3-diphenyl- A e e B A L
244 38.80 39.00 39.20 39.40 39.60
m/z 121.50 22.93%
5000
167
162 29
51 63 77 91 115 128 141": 202 215 ; A
OIIIIII‘I_I'IIIT[IIIT IIT_'_I_‘llTlfll‘fl LR B SR B o 11—1'41*11
miz--> 20 40 60 80100 120 140 160 180 200 220 240 38803900392039403960
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Data File C:\MSDCHEM\1\DATA\020419\08430.D
Acg On 19 Apr 2002 11:53 pm

Sample sample

Misc

MS Integratlon Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\ SCAN020418 .M
Title Method 508 GC/MS Scan
Library C:\DATABASE\nist9s8.1

hkhkkhkhkhkhkhkhhhhkkkhhhhhhhhkkkkhkhkhkhkhkhkhkhkhkhkhkhkkhkkkkhkddkk
Peak Number 9 Aziridine, 2,2-dimethyl-

Quant Method

[

Vial: 17
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

(Chemstation Integrator)

khkhkkhkhkkhkhkkhkhkkhkkhkkkhkkihk
Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T
40.28 0.20 ug/l 397755 Chrysene-dl2 39.94
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Aziridine, 2,2-dimethyl- 71 C4HSN 002658-24-4 4
2 (Aminomethyl) cyclopropane 71 C4HSN 002516-47-4 4
3 3,3,3-Trifluoro-1, 2-epoxypropane 112 C3H3F30 000359-41-1 4
4 1-Propyne, 1,3,3,3-tetrafluoro- 112 C3F4 020174-11-2 3
Abundance Scan 6332 (40.283 min): 08430.D (-6322) (-) m/z 40.10 100.00%
5000
5 T rrJrrrr LIRS ™
i 7"1 83 11l2 270 40.00 4020 40.40 4060
ollT‘I'lllll‘l lll‘l_ll’ ll‘ll llll'l'l\llflllll"f'_l_"l Tlllllllllll m/i 57 10 17 486
mfz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #688: Aziridine, 2,2-dimethyl-
56
42
5000
71 40.00 4020 40.40 40.60
15 ‘ 51.00 13.57%
0' l! A LU I L UL SR B LIRS LSRN R A LN N R B i
m/iz—> 40 60 8 100 120 140 160 180 200 220 240
Abundance #740: (Aminomethyl)cyclopropane l ‘ n
il e
LY T T
5000 m/z 71.20 13.19%
A
o "l U SRS SN SAULAS SIS UL I SR
m/iz—> 20 40 80 100 120 140 160 180 200 220 240
Abundance #309: 3,3,3-Trifluoro-1,2-epoxypropane
2 4000 4020 40.40 40.60
15 m/z 112.20 13.06%
5000
51 69 112
82
l 93
0' ‘lllll'lI[.Y'lgil’llllf]'l"I'll'llIllI"Tll[lrllIll!l"_lT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 40.00 4020 40.40 40.60
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Data File C:\MSDCHEM\ 1\DATA\020419\08430.D Vial: 17

Acg On 19 Apr 2002 11:53 pm Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

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

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

Title
Library

hkhkkkhkhhhhkhkhkhhhkhhhkhhkkkhkhhhhkhhkhhkkhkhkhhhhkhhhkhkhkhkhhhhhkhkhkhkhhhhhhhrkhhhkkhdkkk

Peak Number 10

1-Methyl-9-chloro-acridine

Relative to ISTD

Concentration Rank 13

R.T EstConc Area
40.44 0.26 ug/1 513037
Hit# of 5 Tentative ID

Chrysene-dil2

MW MolForm

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

3 5-Cyano-8-dimethylamino-6-methox.. .
N-et...

4 1,3,5-Triazine-2,4-diamine,

227 C14H10CIN
227 C13HSNOS
227 Cl13H13N30
227 C9H17N5S

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

Abundance Scan 6359 (40.442 min): 08430.D (-6351) (-) m/z 227. 7[ 100.00%
LI N § l LIRS l
4020 4040 40.60 4080
m/z 113.60 29.51%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89141: 1-Methyl-9-chloro-acridine
7
5000 192
40.20 4040 40.60 40.80
m/z 228.10 19.36%
0 75, 9% 114126139 1521f|§4 7o M.
lllllllllll(l[Tlllll Il'lTlllllll T ll lI'lrI
miz—> 20406080100120140160180200220240
- Abundance #127060: Phenol, 2-(2-benzothiazolyl)-
227
I
40.20 40.40 40.60 40.80
5000 199 m/z 226.10 14.23%
69
39 99 73
0 15 27 51 11l " I 113 127 140 154! "1n 186
- L I ¥ I T I T
m/z—-> 20 40 60 80 100 120 140 160 180200220240 lM
Abundance #89117: 5-Cyano-8-dimethylamino-6-methoxyquincline R o IR A e
212 227 40.20 40.40 40.60 40.80
m/z 225.10 12.75%
5000
198
o ‘I‘,?,, 63 76 88 101114127 141 155 169 184 ,], I I ]
T T T J T T T 7Tt T lllllll T lll]171| T III I‘l_r T T T T [ rvrrrT T T LI
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 4020 40140 40160 40I80
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Data File C:\MSDCHEM\ 1\DATA\020419\08430.D vial: 17
Acg On 19 Apr 2002 11:53 pm Operator: Nefliu
Sample sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.e

Quant Method
Title
Library

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

Method 508 GC/MS Scan
C: \DATABASE\niSt98 .1

khkkkdkhhkkkhkkkhkhkhkkhkhhkkhkhkhkhhkhkhhkkhhhhkhhkhhkhhkhkkhkhkhkhkhkhkhkhhkhkhhkdhkhhhkdhkhkik®
Peak Number 11 Undecanoic acid, 11l-amino-

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T
41.87 0.22 ug/l 372563 Perylene-dl2 43.16
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Undecanoic acid,

1l-amino-

201 C11H23NO2

002432-99-7 1

2 Ethenamine, N-methyl-N-nitroso- 86 C3H6N20O 004549-40-0 1
3 Aminocaproic Acid 131 C6H13NO2 000060-32-2 1
4 1-Nonanamine 143 C9H21N 000112-20-9 1
[Abundance Scan 6602 (41.862 min): 08430.D (-6558) () m/z 40.10 100.00%
5000
o T3 869 149 163 4160 4180 4200 4220
0 lr1|lul|||fr1llvrlu]nrr]rllnn}r 1Tl; TITV T [TTI7T] l 'Hl LARNRRRAN m/z 41-10 7.72%
mfz—-> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #981: Undecanoic acid, 11-amino-
30
5000
142 4160 41.80 42.00 4220
P 73 e m/z 73.10 6.23%
ol 18 100 114 129 156 171 185 200
m/z—> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190 200

Abundance #737: Ethenamine, N-methyl-N-nitroso-
P
5000
57
67 86
0 .qmﬂmﬂ
miz—> 10 20 30 40 50 60 70 80 S0 100110120130 140150 160170 180 180 200

ik i

41.60 41.80 42.00 4220
m/z 149.00 5.57%

r\bundanoe #790: Aminocaproic Acid

30 41.60 41.80 42.00 42.20

m/z 96.00 5.15%
5000
45 72
0o 1l .hu, (T} ).l 84 114 131

ll]lll Il‘l‘l’Tllll' IIIIVTV |ll lllll l[ll ] TTTI IVTTII Ill Ill I

mfz—> 10 20 30 40 50 60 70 80 S0 100110120130140150160170180190200 41.60 41.80 42.00 4220
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.Data File : C:\MSDCHEM\1\DATA\020419\08430.D Vial: 17
Acg On : 19 Apr 2002 11:53 pm Operator: Nefliu

Sample : sample Inst : Instrumen

Misc : Multiplr: 1.00
MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrat
Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nisto98.1

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

R.T. EstConc Area Relative to ISTD R.T.

42.16 0.25 ug/1 432975 Perylene-dl2 43.16

Hit# of 2 Tentative ID MW MolForm CAS#

1 Tris(trifluoromethyl)borane glycine 293 C5H5BFINO2 1000162-80-
2 9-But-3-enyl-17-hydroxy-10-oxa-1... 382 C20H3003S2 1000192-36-

or)

8 1
01

Abundance Scan 6651 (42.157 min): 08430.D (-6613) () m( Z 40.10 100.00%

P
8000
6000
IllllllIT_lT—l'llllllllT"[‘r
4000 41.80 42.00 4220 4240
m/z 276.20 19.11%
2000 o7 276
57 g 13
c.“”.duwmlhqﬁLi“ RRSMNSISN WSS
m/z—-> 20 40 60 80 100120140160180200220240260280300320340360380
Abundance 0 #874: Tris(trifluoromethyl)borane glycine
3 T
4180 4200 4220 42.40
8000 m/z 275.20 12.20%
6000
4000
Illlll]llllllllllllllll
2000 78 124 174 41.80 4200 4220 4240
IIII LI |Il T l lll L Illlllll |1lll|lll lll [TF II]IIII TTT
m/z—> 20 40 60 1001201401601802002202402602803003203403603&
(\bundance . #328 9-But-3-enyl-17-hydroxy-10-oxa-1,5-dithia-spirof5.13...
2
8000
S R e s S
6000 41.80 42.00 42.20 4240
m/z 277.20 9.60%
4000
A IIIIIIIIIII'TIIIIIT
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 41.80 42.l00 42.120 42.140 '
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Data File C:\MSDCHEM\ 1\DATA\020419\08430.D
Acg On 19 Apr 2002 11:53 pm

Sample sample

Misc :

MS Integration Params: LSCINT.e

Quant Method
Title
Library

C:\MSDCHEM\ 1\METHODS\ SCAN020418.M (Chemstation
Method 508 GC/MS Scan
C:\DATABASE\nist98.1

Vial: 17
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

Integrator)

khkkhkkhkkkhkhhhkhhkdkkhkhkhkhhkhkhhhkhkkkhhhhhkhkkhhkhkhkhkkhkkhkhkkhkkkhkhkkhkkhkhkdkdkkkkk

Peak Number 15

Cyclopentanecarboxylic acid...

Relative to ISTD

Concentration Rank 5

R.T EstConc Area
44 .76 0.47 ug/l 818895
Hit# of 5 Tentative ID

Perylene-dl2

MW MolForm

‘1 Cyclopentanecarboxylic acid,
2 3,8-Dioxatricyclo[5.1.0.02,4]oct...

3 3,4-Furandicarboxylic acid

4 2,4,6-Octatrien-1-0l1,

1-(...

3,7-dimeth...

210 C12H1803
138 C8H1002
156 C6H405
152 C10H160

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

m(z 40.10 100.00%

l][llllllll[l'lllllllll

13.14%

13.05%

9.83%

9.22%

Abundance Scan 7094 (44.760 min). 08430.D (-7083) (-)
40D
5000
96 4
47160 282
c1.q1”,H“Up+ﬁwjﬂlwlﬂf??” e | | M/ 2z 57.10
miz—-> 20406080100120140160180200220240260280 |
Abundance #589: Cyclopentanecarboxylic acid, 1-(2-butenyl)-2-oxo-, e...
55 121
5000 79 137 ‘
4440 44.60 44.80 4500
94 m/z 96.10
1 165 4
o ek L1%2m
llll Illll |lll|l|lll lllllf'llll |
mfz—> 20 40 60 80 1m)1za1«)1a)1so 200 220 240 260 280 ‘
Abundance #45: 3,8-Dioxatricyclo[5.1.0.02,4]cctane, 4-ethenyl- J\
79 T
4440 4480 44.80 45.00
5000 55 m/z 41.20
1 109
o 122 138
4 R R EARNERRE T
mfz--> 20406080100120140160180200220240260280
Abundance #437: 3,4-Furandicarboxylic acid ;
45 4MOMm4m0%m
112 m/z 109.10
5000 158
66 o6 139
ol I
0' ll:”l'll l”llllll T LR LIRS ) LS IR S LR L B SE RIS SLAE LI B ML B LN B S (N L
mfz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4440 4460 44.80 45.00
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Operator ID: Nefliu Date Acquired: 19 Apr 2002 11:53 pm

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

Name: sample

Misc:

Method: C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)
Title: Method 508 GC/MS Scan

Library Searched: C:\DATABASE\nist98.1

~--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
\“3._p en-2-0l, 2-m... 5.01 0.9 ug/l 1241360 1 11.38 55597600 40.0
\M ptadien-4-ol 5.80 0.7 ug/1 979555 1 11.38 55597600 40.0
//Nfﬁgﬁelformamide 6.12 0.4 ug/1 556071 1 11.38 55597600 40.0

.gﬁfiﬁ{dinetetramine~ 16.77 0.2 ug/1 437161 2 16.54 76736100 40.0
eénanthrene, 9-m,.. 3%;%§£ 0.3 ug/l 750139 4 31.72 86225600 40.0
Meehynl-—ec—mff-lu%”ﬂwg : 0.4 ug/l 918405 4 31.72 86225600 40.0
¢?§2%§EE§QQET§§§§) ... 38.54 0.6 ug/l 1129750 5 39.94 79231200 40.0
erphenyl-d14 39.22 0.2 ug/l 405810 5 39.94 79231200 40.0
Aziridine, 2,2-di... 40.28 0.2 ug/1l 397755 5 39.94 79231200 40.0
g;;Méfhy1—9—chloro... 40.44 0.3 ug/l 513037 5 39.94 79231200 40.0
ecanoic acid, ... 41.87 0.2 ug/l 372563 6 43.16 69300200 40.0
Trisftrifluoromet... 42.16 0.2 ug/1 432975 6 43.16 69300200 40.0
1-Pyopanamine, 2-... 44.07 0.5 ug/1 929035 6 43.16 69300200 40.0
Oleflamine 44 .52 0.3 ug/1l 551345 6 43.16 69300200 40.0
Cy¢lopentanecarbo... 44.76 0.5 ug/1 818895 6 43.16 69300200 40.0
Cykclododecanol, 1... 45.12 0.3 ug/l 515196 6 43.16 69300200 40.0
Pfopanenitrile, 3... 45.81 0.3 ug/l 548043 6 43.16 69300200 40.0
,3-Dioxane, 5-br... 46.38 0.3 ug/1 510703 6 43.16 69300200 40.0
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