NYC 9/11 Public Portal Document
LiluLldly SEdLClil LOlpOUlll Reporu

Data File C:\MSDCHEM\ 1\DATA\060702\12764.D Vial: 4

Acg On : 7 Jun 2002 11:02 am Operator:

Sample : Inst Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integfator)

Title 508 Modified GC/MS scan § o
Library C:\DATABASE\NIST98.L
khkkhkhkhhkhkhhkhkhhhkhhhkhkhkhkhkhhkhrkrkhhrdkdhkhkhhkdhhhorhrhhhdhbhkhhhbhkhbkhkhohdhhhkhkhkhdhrhhhdhk
Peak Number 15 Borane, trifluoro- Concentration Rank 16
R.T EstConc Area Relative to ISTD R.T
5.46 0.40 ug/L 236789 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Borane, trifluoro- 68 BF3 007637-07-2 2/

2 Boron trifluoride

etherate

142 C4H10BF30

000109-63-7

3 Ethyl Chloride 64 C2HS5CI1 000075-00-2 2
4 Formamide, N-{(cyanomethyl) - 84 C3H4N20 005018-27-9 2
Abundance Scan 405 (5.459 min): 12764.D (-403) (-) m/z 84.00 Z00.00%
84
49
5000 .
R e e ——
4|° | 520 540 560 580
0lll|ll::l]xlr—r—rlxrﬁl'llrllxll|lnnnn[|lrlex TT T T[T T T [ TT T[T 7 [T 17 m/Z 49.10 70.23%
miz—> o] 10 20 30 40 50 60 70 80 S0 100 110 120 130
Abundance #12321: Borane, trifluoro-
40
5000 LN L B e L
520 540 560 5.80
m/z 48.05 18.89%
1119 39 38 I 68 v
OTIIIIIIIIIII11_I_FD|I Ill ll lllll[ll’) !lllllllll[lllII(Tlllllll‘lll
mfz~-> 0 10 20 30 40 50 60 70 80 S0 100 0 120 130
IAbundance #1099: Boron trifluoride etherate
3
T —
59 520 540 560 580
5000 45 m/z 40.05 14.41%
74 :
0 5 o 39.1’.1} 88 81 93 127
T Tllllll[llli l-l 1! l'l lllll[lll lllllll Illlll llllllll lll
miz—-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #107943: Ethyi Chioride O R B
8 520 540 560 5.80
m/z 41.05 3.34%
64
5000
49
15 35 l
0 il l 4 [u 1yl 1 s b
l'll[llll]lll ll’l']lllllllll[ll I—I—Fllllllll[lllllli ]rT lll[lll lTl’ll)l ll T l'lll l
miz-> 0 10 20 .30 40 50 60 70 80 90 100 110 120 130 520 540 560 580
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Llulaly SedLCll LONpOUIld KRepOort

vVial:

4

Data File
Acqg On

: C:\MSDCHEM\1\DATA\060702\12764.D

7 Jun 2002

11:02 am

Operator:

Inst

Instrumen

Sample
Misc

MS Integratlon Params:

LSCINT.e

Multiplr; 1.00

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integfator)

Title
Library

: 508 Modified GC/MS scan
: C:\DATABASE\NISTS8.L

khkkkhkhkhkhkhkhhkhkhkhhkhhkhkdhdkhkkkhkkkhkhhhkhhhhhhhkhkhhhhhkhhhhhkhkhhkkhkhhhkhhhkhkhkhkhkhkkkik

Peak Number 16 Acetonitrile, dichloro- Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
" 5.59  0.47 ug/L 278438 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1 Acetonitrile,

dichloro-

109 C2HCI12N

003018-12-0 9

2 Formic acid, ethyl ester 74 C3H602 000109-94-4 3
3 Formic acid, ethyl ester 74 C3H602 000109-94-4
4 Formic acid, ethyl ester 74 C3H602 000109-94-
Abundance Scan 427 (5.588 min): 12764.D (-421) () m/z 73.90 100. 00%
7
47
3% 59
5000
84 I'—lilI T T lllll
?8 | 88 520 540 560 580 6.00
Otrrprrrrperrey UNRAEARRAS SALLN REAAN RALAS SRANN RAEEA REAMA RALAS RERSE RARBAS ! !""1“"|" m/z  47.05 80.11%
mjz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 80 95
Abundance #115342: Acetonitrile, dichloro- 4
r
35
5000 82 lllIllI ]Il_l’_l T
520 5.40 560 580 600
rﬂ 47 m/z 49.10 65. 15%1
ol .I]l |§g : |
ll Tll TT llllllll llll[lllll llllll Tlllllllll_l_lTl_Il l TTT ]1 TTT [T Ill[ll
mfz—> 510152025303540455055606570758085 o5
Abundance #108297: Formic acid, ethyl ester
3
28 llll Illlllll'l
5.20 540 560 580 6.00
5000 m/z 35.10 64.20%
45
l 74
ol 3942 | 4851 5659 6770 |
lllll'l III TF ll ll["llllll’ RERI (II ‘ll TTT il_l_ﬁT ‘ TFI[TTV l‘llll‘ll
miz—> 5101520253035404550556065707580 95
Abundance #1035: Formic acid, ethyl ester :
3 - 520 540 560 580 600
28 m/z 59.10 56.25%
5000
45
15 56 74
Il lll’f'lx"TT,"l_l_llllDlll lll—l—('lllllllllllllllll'lll‘l‘l—rrll‘IDIllll!ITlllllllerl‘l_ﬁ]lllllll T T [l)ll
m/z-—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 95 520540560580600
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LIDLGrY Searcl LOmpouna Keport

Data File C:\MSDCHEM\1\DATA\060702\12764.D Vial: 4

Acqg On 7 Jun 2002 11:02 am Operator:

Sample Inst Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method
Title :
Library

508 Modi

fied GC/MS scan

: C:\DATABASE\NIST98.L

C:\MSDCHEM\ 1\METHODS\060302.M (Chemstation Integfator)

o

K de e kK de ke ko dede deok ok dek ok odeodke ok odk ke ke de e ke kK ke ke Kk de Je e de e de K de ke ok ke ok ke ke de de ke ke ke ke ok oh ok ke de ke kok kok ook ok ok k ok ko

Peak Number 17 Ethanol, 2,2,2-trichloro- Concentration Rank 17
R.T EstConc Area Relative to ISTD R.T

5.93  0.39 ug/L 232376  1,4-dichlorobenzene-d4 9.89

Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

"1 Ethanol, 2,2,2-trichloro- 148 C2H3C130 000115-20-8 9

2 2-Propanone,

1,1,1-trichloro-

160 C3H3C1l30

000918-00-3

3 1H-Azonine, octahydro- 127 C8H17N 005661-71-2/7
4 1H-Azonine, octahydro- 127 C8H17N 005661-71+
undance 4t3Scan485(5.929min):12764.1:)(480)(-) m/z 43.10 100.00%
5000
82 125 Iﬁiwé%”é&nsm T
36 6 97
Obereprrre e e B M e | [m/z 49.10 12.71%
miz--> 10 20 30 40 50 60 70 80 SO 100 110 120 130 140 150 ;
bundance #108333: Ethanel, 2,2,2-trichloro-
31
smo lIIIllI,lll'Illlr]_llI‘l’_r
560 580 600 8620
49 7 i m/z 82.00 8.87%
0 18 | 42 81, n>1,§4 95 14121128135 148
lll[lllllllll[llrll Il T TTT ll T IITTTIIII T IllIl"II
mfz-—-> 10 20 30 40 50 60 70 80 90100110120130140150
Abundance #3877: 2-Propanone, 1,1,1-trichloro-
560 580 6.00 6.20
5000 m/z 125.00 7.76%
15
o | % 36 | 50 63 768 A 110117125
llr[l_l_llllllll‘lll'll'llll [ T Ill TT T ll ll l'
mfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
ﬁbundance #744. 1H-Azonine, octahydro- . e
B 43 56 560 580 600 620
m/z 127.00 6.69%
5000
84 127
- P
’ 1? “ ' [ il 63 l“ “ 77 (lx I‘ 91 [![, 1}2 3
Lnlz O AR RRREN RERR T T T Y e Ty e Y e o P oy T vy
> 10 20 30 40 60 70 80 S0 100 110 120 130 140 150 560 580 6.00 6.20
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Data File
Acg On
Sample
Misc

7 Jun

aprdry SediCll Lotlllipoulla xeporu

C:\MSDCHEM\ 1\DATA\060702\12764.D

2002 11:02 am

MS Integration Params: LSCINT.e

Quant Method
Title :
Library

508

Modified GC/MS scan

C:\DATABASE\NIST98.L

vVial: 4

Operator:
Inst :
Multiplr: 1.00

I

nstrumen

C:\MSDCHEM\ 1\METHODS\060302.M (Chemstation Integfator)

g

kkkhkhkhkhkdhhhkhkhkhhkhhhkhhhkkhkhhkhkhhkxhhhkhhkhkhkkkkkhhhkhdhhhhkhkkhkhkhhkhkhkkhkhkkkhkhkhkhdhk

Peak Number 18 Acetone,

ethyl methyl acetal

Concentration Rank 18

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

5.97 0.30 ug/L 179801 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Acetone, ethyl methyl acetal 118 C6H1402 029328-22-1 9
2 3-Piperidinone, l-ethyl- 127 C7H13NO 043152-93-8 7
3 Cyclohexanamine, N-ethyl- 127 C8H17N 005459-93-8
4 2-Butenal, 3-methyl- 84 C5HS80O 000107-86-8 5

Abundance s§n4n6gmnmymnnop%®0) m/z 43.10 100.00%
4
84
5000 .
49 9
17‘ Hk " ‘fﬂ 127 560 580 600 620 6.40
o) NN 1 18 NN | NSO N NN ENNNSN—— N m/z 84.00 59.25%
miz—> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #6567 Acetone, ethyl methyl acetal
43
73
5000 31 L SR SRR O (e S B M B )
58 560 580 600 620 640
15 ,! 87 m/z 59.00 30.18%
0 } 25’ l3.|”.’1 | [:I ” 10|3 117
l_l_[l ‘rllllrllllll‘[_l T I lllIT‘lll IT_l’—IYll’lll I|I'l l]llIl] Il‘l_l_ll
miz—> 10 20 30 40 50 60 70 8 S0 100 110 120 130
Abundance #33606: 3-Piperidinone, 1-ethyl-
560 580 600 620 6.40
5000 43 m/z 58.10 27.76%
- 127
98
%5 | 112 ‘
01—r—rlll-l||1—-| T l{ll‘lTT 1i'i}r 'Itnllxin[-x-l]l'rurlrll'rij—r-
mz-> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #116550: Cyclohexanamine, N-ethyl- B L N N
84 560 583 600 620 640
m/z 41.10 26.04%
5000
41 71 127
o Wz D e8| 77 | o1 % 106112119 ]
'lrllllllﬁ_ﬁ[1lllllfjlllll_l_l—riIll llll" |‘[lll’1|ll"|’ l‘l'l’l[T l'lll’T[llll—l_l_rlY[lll l
> 10 20 30 40 50 60 70 80 SO 100 110 120 130 560 580 600 620 640
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Llprary searchn tompounda Report

Data File : C:\MSDCHEM\1\DATA\060702\12764.D vial: 4

Acq On ¢ 7 Jun 2002 11:02 am Operator:

Sample : ‘ Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
khkhkhkkkhkhhkhdhhhhkhhhdhhhhhkkhkhkhhkhhkhhhkhhkhkhhkhkhhhhhhhkhkhkkhhhkhhhhhkhhkhkhhhhhkhkkkkx
Peak Number 19 Phenanthrene-di1o0 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
23.06 0.27 ug/L 244987 Phenanthranene-d10 22.90
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual Q-}
1 Phenanthrene-dl19 188 C14D10 001517-22-2 907 '
2 Anthracene-dl0- 188 C14Di1¢C 001719-06-8 80
3 3-Amino-4-methyl-6-methoxyquinoline 188 C11H12N20 1000213-71-3 42
4 Pentacyclo[8.4.0.0(3,7).0(4,14).... 188 Cl4H20 1000099-27-2 36
Abundance Scan 3401 (23.062 min): 12764.D (-3392) (-) m/z 188.10 100.008%

. 188
5000 .

94 T 1
40 St 80 160 m 2280 2300 2320 2340
Obrerrrrrrrrrer b e e rerreerperH e el m/z 94.10 18.84%
miz-> 10 20 30" 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79827: Phenanthrene-d10
148
5000 T T T [T 7P P T T T

80 o4 160
ol 30 42 52 O II 108118 132 145 ) 170179]41
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Abundance #79826: Anthracene-d10-
1 EFB

T T T

2280 2300 2320 2340

5000 m/z 184.10 16.51%
65 80 94
ol 17,30 42 82 & ,| A 108118 132 146 IH 170179]]H
LAY TTY Ty I T I LIRS Ill l T T T_l_ﬂ T l I lﬁﬁ_l'
mfz—-> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190
Abundance #79771: 3-Amino-4-methyl-8-methoxyquinoline s o —
188 22.80 2300 2320 23.40
m/z 80.0 9.52%
5000
0.
m/z-—-> 10 20 30 40 50 60 70 80 S0 100 110120 130 140 150 160 170 180 180 2280 23.00 2320 2340
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Data File
Acg On
Sample
Misc

MS Integratlon Params:

Quant Method

Title
Library

LLiLdLy dDEalCll LOMpOUlld Keport

C:\MSDCHEM\ 1\DATA\060702\12764.D
7 Jun 2002 11:02 am

LSCINT.e

508 Modified GC/MS scan
C:\DATABASE\NIST98.L

vial: 4
Operator:
Inst
Multiplr:

Instrumen
1.00

C:\MSDCHEM\ 1\METHODS\060302.M (Chemstation Integfator)

g o

*********************9{*********.******************************:********

Peak Number 20

R.T.
34.86

Hit# of

Cyclopentanone, 2,5-bis(phe... Concentration Rank 15
EstConc Area Relative to ISTD R.T
"""""""" 0.42 ug/L 138911  Perylene-dl2 ' 34.65
5 Tentative ID MW MolForm CAS# Qual

1 Cyclopentanone, 2,5-bis(phenylme...
2 Cyclopentanone,

260 C19H160

2,5-bis(phenylme... 260 C19H160

000895-80-7 9
600895-80-7

3 Methylene Chloride 84 CH2Cl12 000075-09-2/ 7
4 Methylene Chloride 84 CH2Cl2 000075-09-L2 7
[Abundance Scan 5410 (34.866 min): 12764.D (-5408) (-) m/z 131.50 100.00%

44 131 209 263
117
5000 86
lllljllllllll‘]ll'_!TllTT
34.60 34.80 35.00 35.20
Ot e L e e e m/z 263.00 100.00%
mlz—->20406080100120140160180200220240260
Abundance #127789: Cyclopentanone, 2,5-bis(phenyimethylene)-
259
5000 LELILN S B S E I e I AR SR SR S S L
34.60 34.80 35.00 35.20
115 m/z 44.00 85.38%
51 77 9| 1294y
01. T‘F'l]ﬁll’ll'll[flllllir‘l_l’_flllll{llll LA 2 L B B
miz—> 20 40 60 8 100 120 140 160 180 200 220 240 260
r\bundance #94498: Cyclopentanone, 2,5-bis(phenyimethylene)-
ZF
ik
34&)34&)35&)3&%
5000 m/z 209.00 82.69%
115
9 128
27 39 51 & 77 ,f 103 | ji 141153 169181 202215 231244
01r1—1—-l l]—l—ﬁ Tt l:‘lll'nlx'nvll'ﬁ“f“l‘lurl‘ T "I—l—rlxﬁ—rxl T
> 20 40 60 80 100 120 140 160 um 200 220 2«) xm
Abundance #111041: Methylene Chloride :
m/z 259.00 79.62%
84
5000
29 65 .
0' lllﬁ—rxl'u'l LA SRR SLALAN BLALANL N S SN L I S e S L L L L LA 0 L B
miz—> 20 40 60 80 100 120 140 um 180 200 220 240 260 3460 34.80 35.00 35.20
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i1Ctallively ifugilllileu Lolpoulia (usdy) sullldry

Operator ID: Date Acquired: 7 Jun 2002 11:02 am
Data File: C:\MSDCHEM\1\DATA\060702\12764.D

Name:

Misc:

Method: C:\MSDCHEM\1\METHODS\060302.M (Chemstation
Title: 508 Modified GC/MS scan

Library Searched: C:\DATABASE\NIST98.L

Integrator)

%

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
Methylene Chloride 3.72 8.7 ug/L 5172260 1 9.89 23874100 40.0
Borane, trifluoro- 3.75 3.8 ug/L 2260540 1 9.89 23874100 40.0
Methylene Chloride 3.78 10.0 ug/L 5985130 1 9.89 23874100 40.0
Propiolonitrile 3.87 4.9 ug/L 2904310 1 9.89 23874100 40.0
1-Penten-3-one 3.93 10.3 ug/L. 6170120 1 9.89 23874100 40.0
1-Buten-3-yne, 2-... 4 .04 4.0 ug/L 2409610 1 9.89 23874100 40.0
Methylene Chloride 4.09 7.9 ug/L 4732180 1 9.89 23874100 40.0
Acetic acid, chlo... 4,24 7.9 ug/L 4736040 1 9.89 23874100 40.0
1-Propyne, 1l-(met... 4.49 1.0 ug/L 585816 1 9.89 23874100 40.0
Methylene Chloride 4,52 3.1 ug/L 1878960 1 9.89 23874100 40.0
2-Butenal, 3-methyl- 4,79 1.8 ug/L 1096390 1 9.89 23874100 40.0
Methylene Chloride 4.87 2.2 ug/L 1341470 1 9.89 23874100 40.0
2-Chloro-4-aminop. .. 5.00 1.4 ug/L 835092 1 9.89 23874100 40.0
4H-1,2,4-Triazol-... 5.26 0.3 ug/L 154273 1 9.89 23874100 40.0
Borane, trifluoro- 5.46 0.4 ug/L 236789 1 9.89 23874100 40.0
Acetonitrile, dic... 5.59 0.5 ug/L 278438 1 9.89 23874100 40.0
Ethanol, 2,2,2-tr... 5.93 0.4 ug/L 232376 1 ©.89 23874100 40.0
Acetone, ethyl we... 5.97 0.3 ug/L 179801 1 9.89 23874100 40.0
Phenanthrene-dl10 23.06 0.3 ug/L 244987 4 22.90 36564300 40.0
Cyclopentanone, 2... 34.86 0.4 ug/L 138911 6 34.65 13178400 40.0
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