NYC 9/11 Public Portal Document

User: Baglioni, Waiter
Westchester Dept. of Labs & Research
Date: 02/07/2002 Time: 11:23:561

Sample: AE0Q0027

Analysis: $B1GCMS  Blank for GCMS Scan

Units: ug

Started: 1/25/02 11:23 Ended: 2/7/02 11:23 Analyst: WB
Result source: manual entry

Page: 1
-Nitrosodimethylamine < MDL 2.0
is(Z-ChloroethY!}ether < MDL 2.0
1 1,3-Dichlorobenzene < MDL 2.0
1,4»Dichlorobenzene < MDL 2.0
1,2 Dichlorobenzene < MDL 2.0
2,2'~oxybis{1—Chloropropane) < MDL 2.0
n~N%trosodi»wpropylamine < MDL 2.0
exachloroethane < MDL 2.0
INitrabenzene < MDL 2.0
{Isophorone B < MDL 2.0
is{2-Chloroethoxy)methane < MDL 2.0
,2,4-Trichlorobenzene < MDL 2.0
aphithalene < MDL 2.G
exachlorobutadiene < MDL 2.0
-Chioronaphthalene < MDL 2.0
imethylphthalate < MDL 2.0
12,6-Dinitrotoluene < MDL 2.0
| Acenaphthylene < MDL 2.0
| Acenaphthene < MDL 2.0
12,4-Dinitrotoluene < MDL 2.0
|Diethylphthalate < MDL 2.0
4-Chlorophenylphenylether < MDL 2.0
luorene < MDL 2.0
1 Azobenzene/1,2-Diphenylhydra < MDL 2.0
~Nitrosodiphenyiamine < MDL 2.0
-Bromophenylphenyiether < MDL 2.0
Hexachlorobenzene < MDL 2.0
Phenanthrene < MDL 2.0
nthracene < MDL 2.0
K% Di-n-butylphthalate < MDL 2.0
| Fluoranthene < MDL 2.0
Pyrene < MDL 2.0
utylbenzylphthalate < MDL 2.0
Benzo{alanthracene < MDL 2.0
is(2-Ethythexyliphthalate < MDL 2.0
Chrysene < MDL 2.0
i-n-octylphthalate < MDL 2.0
Benzo{bifluoranthene < MDL 2.0
Benzo{kjfluoranthene < MDL 2.0
Benzofajpyrene < MDL 2.0
indeno(1,2,3-cd)pyrene < MDL 2.0
2| Dibenz{a, hjanthracene < MDL 2.0
Benzo{g,h,ilperylene < MDL 2.0
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Data File C:\MSDCHEM\1\5973N\02JAN25\0104BA.D Vial:
Acq On : 25 Jan 2002 10:12 am Operator:
Sample lab blank 1/4 a Inst
Misc : January 25, 2002 Multiplr:
MS Integration Params: SPLIT.P

Quant Time: Jan 28 09:00:06 2002 Quant Results File:
Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title : 508 scan method

Last Update
Response via

DataAc

g Meth : SCAN508

Internal Standards

1)
10)
17)
29)
38)
44)

1,4-Dichlorobenzene-d4
Naphthalene-ds
Acenaphthene-dio0
Phenanthrene-d4d10
Chrysene-dl2
Perylene-dl2

System Monitoring Compounds

37)
Spi

2,4-DDD
ked Amount 5.000

Target Compounds

20)
21)
42)

Dimethylphthalate
2,6-Dinitrotoluene
Bis (2-ethylhexyl)phthalate

Fri Jan 11 13:20:07 2002
Initial Calibration

R.T. QIon
9.72 152
13.19 136
18.34 164
22.65 188
30.50 240
34.42 264
27.73 235
18.34 163
18.34 165
31.09 149

1

Instrumen
1.00

SCAN508 .RES

Regponse Conc Units Dev (Min)

1379390 20.
5941057 20.
3163275 20.
5306176 20.
4506953 20.
3198579 20.
276921 3.
Recovery
495226 2.
402536 9.
5433 0

37
88

.57

R G e e e em e e wm  m e R e o W e e e M e e Em o mm e e m Ak v m M . o e e Y e = v — Sh T e e o . w . - -

manual integration

(#) = qualifier out of range (m)
0104BA.D .SCAN508.M

NYC-WTC_000050717

Mon Jan 28 09:00:07 2002
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Data File
Acg On
Sample
Misc

O e R A BNl e AN Ve VRN S

C:\MSDCHEM\1\5973N\02JAN25\0104BA.D Vial: 1

25 Jan 2002 10:12 am Operator:

lab blank 1/4 a Inst : Instrumen
January 25, 2002 Multiplr: 1.00

MS Integratlon Params: SPLIT.P

Quant Time:

Method
Title
Last Update

Jan 28 9:00 2002 Quant Results File: SCAN508.RE

C:\MSDCHEM\ 1\METHODS\METHODS\ SCAN508 .M (RTE Integrator)
: 508 scan method
: Pri Jan 11 13:20:07 2002

Response via : Initial Calibration

Time-->

Abundance

7500000

7000000

6500000

2500000

1500000

1000000

C|lv|||

TIC: 0104BA.D

Phenanthrene-d10,i

Naphthalene-d8,i

Chrysene-di2,}

Perylene-d12,!

1,4-Dichiorobenzene-d4,1

24-DDDS

Bis(2-ethyihexyl)phthalate

A .

Lot e e | L2 I A B LA S LI IO LAY L ANLENL L A L I (LN L N S T T T T Y

4.00 600 800 1000 1200 1400 1600 1800 20.00 22.00 24.00 26.00 2800 3000 3200 3400 3600 38!)0

0104BA.D SCAN508.M Mon Jan 28 09:00:07 2002 Page 2
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Data File C:\MSDCHEM\1\5973N\02JAN25\0104BA.D Vial: 1

Acg On : 25 Jan 2002 10:12 am Operator: .
Sample : 'lab blank 1/4 a Inst Instrumen
Misc : January 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P :

Method C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title 508 scan method .
Smoothing OFF Filtering: 5 L
Sampling 2 Min Area: 100 Area counts
Start Thrs: 0.2 Max Peaks: 20 :
Stop Thrs : 0 Peak Location: TOP.

If leading or trailing edge < 100 prefer < Baseline drop else tangeﬁf~>
Peak separation: 5

Signal
peak R.T.
# min
1 3.613
2 3.990
3 4.253
4 4.630
5 4.835
6 5.520
7 5.885
8 9.710
9 12.541
10 13.192
11 16.549
12 18.341
13 21.332
14 22.280
15 22.645
16 22.771
17 27.726
18 29.690
19 30.500
20 34.416

: TIC

first
scan

max
scan
21
54
77
110
128

188
220
555
803
860

1154
1311
1573
1656
1688

1699
2133
2305
2376
2719

9104BA..D SCAN508.M

NYC-WTC_000050719

last
scan
25
59
83
119
141

193
235
561
809
865

1159
1315
1577
1661
1693

1717
2139
2317
2381
2753

Sum

PK

TY
rvv
rvv
rvv3
rvv
rvv2

rBV
rBvV
rBV
rVB
rBvV

rVB
rBV
rvv
rBV2
rBV2

rVB
rBV
rvv2
rBV
rBV

8462
810270
3937926
38525
5880851

13010
6615300
15393
57332
6248307

80521
775813
. 7433
5352641
3953405

23019
1603264
7884655

62071

11443877

23931
12837970
22418
104829
14125611

220067
1361273
22682
12987569
10841989

of corrected areas:

Mon Jan 28 05:50:05 2002

0.16%
11.35%

- 55.82%

0.44%
81.02%

0.17%
90.88%
0.16%
0.74%
100.00%

1.56%
9.64%
0.16%
91.94%
76.75%

73795779

0.057%
0.120%

0.031%. - .

'2.173%
'10.684%

0.084% -

15.507%

0.032% . .~

17.397%

70.030% -

0.142%

19.141%

0.298%

1.845%

0.031% .

17.599%
14.692%

Page .1
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LSC Report - Integrated Chromatogram

File :* C:\MSDCHEM\1\5973N\02JAN25\0104BA.D

Operator : :

Acquired : 25 Jan 2002 10:12 am using AcgMethod SCAN508
Instrument : Instrumen

Sample Name: lab blank 1/4 a

Misc Info : January 25, 2002

Vial Number: 1

Quant File :SCAN508.RES (RTE Integrator)

IAbundance TIC: 0104BA.D

6000000 ' 1319

5000000

9.71

2000000

1000000 5.89

36139824884 552 k 12.54
T L I T T T T LI ) T T T T L ' T J J L} I LI e ) T ¥ ¥ T T Ll T ' T

R e e o o o
1200 13.00 1400 1500

c l I T | L T T ‘ T 1 T 1 ‘
Time-—> 4.00 5.00 6.00 7.00 8.00 9.00 1000 11.00

Abundance TIC: 0104BA.D
1834 22.65

6000000

5000000

1000000 oy
N3 228RTT i ](

II T T I T T ¥ T l ¥ ¥ L LS ‘ ¥ Ls T T I T L T L l LS L) ¥ L | ¥ ¥ T L) ' T T T L I T ¥ T T I T T Ll L I v T T T l L T

Time-> 1600 1700 1800 1900 2000 21.00 2200 2300 2400 2500 2600 _ 27.00

16.55

Ls

Abundance . TIC: 0104BA.D

30.50

34.42

2000000

1000000

Time-> 28.00 29.00 30.00 31.00 32.00 33.00 34.00 35.00 36.00 37.00 38.00 39.00

0104BA.D SCAN508.M Mon Jan 28 09:50:05 2002 Page 2

NYC-WTC_000050720
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Data File
Acg On
Sample
Misc :

e e N LI NS M S o N e S

C: \MSDCHEM\l\S973N\02JAN25\0104BA D

25 Jan 2002

10:12 am

lab blank 1/4 a

January 25,

MS Integration Params:

Quant Method
Title
Library

Peak Number

C:\MSDCHEM\1...

2002
LSCINT.P

508 scan method
C:\DATABASE\WILEY7N.L

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

1 Butanoic acid, methyl ester...

Operator:
Inst
Multiplr: 1.00

vial: 1

Instrumen

\SCAN508.M (RTE Integrator)

Concentration Rank . 5

R.T EstConc Area Relative to ISTD R.T
3.61 0.12 ug/L 47308 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, methyl ester (CAS 102 CS5H1002 000623~ 42 7 83
2 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 78
Abundance Scan 21 (3.613 min): 0104BAD () m/z 43.10 100.00%
4 74
5000
59 87 Un g L) !\ |'v|'.l|rr]
. | ‘ 350360370380390400
V‘_T'lll""“l""ll"llill l{llIllllll!l”l‘l\lflllll' L l'! IIII T !‘ IOI lll‘l ¥ m/z 74 OO 82 02
m/iz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #38228: Butanoic acid, methyl ester (CAS) $3 Methyl butyrat...
43 74
5m0 L) LR LS I I L l..lllllll'll
59 a7 3m3m3m3w3w4m
m/z 71.10 68.48%
Tl'llIlllll(ll‘lll'lllll! ll"l|||"|!ll|!'!l' 'lllll l Illlllllllllll I T ll T 102
m/z—-> 20253035404550556065707580859095100105110
Abundance #9222: th;noic acid, methy! ester (CAS) $$ Methyl butyrat...
3.50 3.60 3.70 3.80 3.90-4.00
5000 m/Z 41.10 33.49%
59 87
33 I wz
iz> 20 98 30 3 40 45 55 55 60 65 70 75 80 85 %o 95 100 105 110
Abundance #9216: Butanoic acid, methy! ester (CAS) $$ Methyl butyrat... A
a8 3.50 3.60 3.70 3.80 3.90 4.00
74 m/z 59.00 29.09%
59
l 87
T )'331 T REAMIARARE AARS T |1021 T
Tryveryy Ty LALBLALY TTrY TrrryrrrTy TIVrey LAAAEARARS LELEE] llllllllllllll( £ LIRS LA T T
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 3.50 3.60 3.70 3.80 3.90 4.00
3104BA.D SCAN508.M Mon Jan 28 09:50:05 2002 Page ‘3

NYC-WTC_000050721
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AAAIL QL Y WTGL LML LUV n.cyu;.b

Data File C:\MSDCHEM\1\5973N\02JAN25\0104BA.D

Acg On : 25 Jan 2002 10:12 am

Sample : lab blank 1/4 a

Misc January 25, 2002

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method

Library C:\DATABASE\WILEY7N.L

Vial: 1
Operator:
Inst
Multiplr:

Instiumen
1.00

*********************************************************************
Concentration Rank. 9

Peak Number 2 2-Pentyn-1l-ol

R.T EstConc Area Relative to ISTD R.T.
3.99 0.06 ug/L 23659 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# ‘Qual
1 2-Pentyn-1-o0l 84 C5HS80O 006261-22-9 12
2 2-Pentyn-1-o0l 84 C5HS80 006261-22-9 10
3 6-Oxabicyclo[3.1.0lhexane $$ Cyc. 84 CS5H80 000285-67-6 10
4 Formamide, N- (cyanomethyl) - 84 C3H4N20 005018-27-9 9
Abundance Scan 54 (3.990 min): 0104BA.D (-) m/z 83.95 100.00%
55 84
5000
39 I,\ |l|l IlIIII'll"l]I'
51 360 380 400 420 440
SRS [ S L m/z 55.10 86.21%
m/z-—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3291: 2-Pentyn-1-ol
39 55
83 .
5000 27 ~ ¢
360 380 400 420. 440
a4 51 | m/z 39.10 33.01%
} 66
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3292: 2-Pentyn-1-ol
> I\
360 380 400 420 440
5000 83 m/z 41.10 30.71%
27 ‘
65 , N :
— 'IIH |, T S N -
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 85 90 A A' A
Abundance #3380: 6-Oxabicyclo[3.1.0Jhexane $$ Cyclopentane oxide $3 ... TP e
41 56 360 380 400 4.20. 440
m/z 83.10 20.05%
27
5000
} &
69
’lllfll’]ll(I""’lll!lllillll|’4lg'll!| |!Il|ll |616l'!ll"l 'Il 'llll‘ll'(‘l "\’ I Illl!ll II ’I T
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 60 380 400 420 440

J104BA.D SCANS508.M

NYC-WTC_000050722

Mon Jan 28 09:50:05 2002
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Data File

. Acqg On
Sample
Misc

-

*

C:\MSDCHEM\1\5973N\02JAN25\0104BA. D

25 Jan 2002

10:12 am

lab blank 1/4 a

: January 25,
MS Integration Params:

Quant Method

Title
Library

a0

e 3o

C:\MSDCHEM\1..
508 scan method
C:\DATABASE\WILEY7N.L

2002
LSCINT.P

Vial:
Operator:
Inst
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

1

: Instrumen

*********************************************************************
Concentration Rank 8

Peak Number 3 Monomethylnitrosamine

EstConc Area Relative to ISTD R.T
0.07 ug/L 29171 1,4-Dichlorobenzene-d4 9.72
5 Tentative 1D MW MolForm CAS# Qual

- - — . W R Wm M e e W e e e e e A e W M G R e W W S G e e e S e . e R e e e e e G W e W e e e e e e e e e e e

1 Monomethylnitrosamine
(2-methylpropyl) - $$ Pe.

2 Oxirane,

3 3-Methyl-2,3-epoxybutanal
4 Formic acid, 2-methylpropyl ester

60 CH4NZ20
100 C6H120
100 C5H802
102 C5H1002

064768-29-2 9
023850-78-4 9
000000-00-0 9
000542-55-2 9

NYC-WTC_000050723

Abundance Scan 77 (4.253 min): 0104BA.D () m/z 85.10 100.00%
85
5000 A A ; ;A
39 60 l"TTlIll‘A.“. llll
lH 9 400 420 440 460
l""Illll“’“l"l'llll" l Il II Il! llll I' lll ||’||’|‘ lll'l.l""l m/z 43 10 72 41%
miz--> 20253035404550556065707580859095100105
Abundance B #694: Monomethylnitrosamine
8000
30 -]
6000 400 420 440 460
l 60 m/z 41.10 66.06%
4w)I(Il‘lll’l’:,l||||'||ll|' l'\llll'lll""! llllll 'l"l' lllll""lllll l lll;'
m/z—> 2025303540455055606570 7580859095100105
Abundance #8521: Oxirane, (2-methylpropyl)- $$ Pentane, 1,2-epoxy-4~
41 N
55 400 420 440 460
- ® .
L T lllllll ||||| oy T LB ) Ty T TIYrrrJerT LR} TUrEY ¥
niz> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #7969: 3-Methyl-2,3-epoxybutanal .
41 8 400 420 440 460
m/z 60.00 27.20%
5000
60
T ‘Illl'll”l’l"'lll’l l.l'lllllll!l'llll‘l‘l IIIII l"‘lllll’l’l llllllll ‘l‘l‘lll“! ll'lll ' L) llVl‘ ll
2> 20 25 30 35 40 45 50 55 60 70 75 80 85 90 95 100 105 400 420 440 460
0104BA.D SCAN508.M Mon Jan 28 09:50:06 2002 Pagé.S
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. - - ovo—A indiatiantndih bt S
Data File : C:\MSDCHEM\1\5973N\02JAN25\0104BA.D Vial: 1
Acg On : 25 Jan 2002 10:12 am Operator: e
Sample : lab blank 1/4 a Inst : Instruméen
Misc : January 25, 2002 Multiplr: 1.00 .

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1.. \SCAN508 M (RTE Integrator)
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L

*********************************************************************
Peak Number 4 2-Buten-1-o0l, 3-methyl- (CA... Concentration Rank .7

R.T. EstConc Area Relative to ISTD R.T..
4.63 0.11 ug/L 42201 1,4-Dichlorocbenzene-d4 . 9.72
Hit# of 5 Tentative ID MW MolForm CAS# jf;“Qual
1 2-Buten-1-0l, 3-methyl- (CAS) $$ 86 CBH100 000556-82-1 53
2 (8)-2-Hexen-4-ol 100 C6H120 000000-00-0 36
3 2-Buten-1-0l, 3-methyl- - 86 CBH100 000556-82<1 33
4 2-Buten-1-o0l, 3-methyl- (CAS) $$... 86 C5H100 000556-82<1 33
Abundance Scan 110 (4.630 min): 0104BA.D () m/z 71.10 100.00%
41 M
57 . 88 S
51 101 L iA.i'."';
| | | ' 420 440 460 480 500
SN N N N B8 R S L | [ M/Z 41.10  93.399

m/z-—-> 2025303540455055656"5707580859095100105
Abundance #4075: 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $$ 2-METHYL...
M

41

88 m/z 57.10 63.88%

LN RERRNEER LS W T || TITTTTTTTYY e ey TTTT

PP AT ARRAANS
m/iz—> 2025303540455056065707580859095100105

l 53 420 440 460 4.80: 500
l ) |

Abundance #8644: (8)-2-Hexen-4-ol
43 m .
420 440 460 480 500 _
5000 m/z 88.10 62.13%
85
' I ' 100
lllllIl'll!l‘!ll('lllllll lxllll|Illl|[Il1l‘llIl|'!l!| llllllll]lllllllllllllIlllIY‘Il!Illlll!l
mfz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 :
Abundance #4069: 2-Buten-1-ol, 3-methyl- e
L 420 440 460 480 500
m/z 43.10 50.72%
5000 27 39 53
86
Illlt!lllll\,! llllll !Illlll'lIlllllllllll"llll |I I Illl'll’!lllllllll ll!‘l
m/z-> 2025303540455055606570 7580859095100105 420 440 460 480 500
0104BA.D SCAN508.M Mon Jan 28 09:50:06 2002 . Page 6

NYC-WTC_000050724
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Data File C:\MSDCHEM\ 1\5973N\02JAN25\0104BA.D Vial: 1

Acg On 25 Jan 2002 10:12 am Operator: .
Sample lab blank 1/4 a Inst Instrumen
Misc : January 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

*e se e

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

Peak Number 5 2-Butenal, 3-methyl- $$ Cro... Concentration Rank .3
R.T EstConc Area Relative to ISTD R.T

" 4.84  0.22 ug/L 88215  1,4-Dichlorobenzene-da 5.72

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

- - - - - - -~ —— " - - . . . G% WA G e WA e e e s e ek ME Gm Me G W Wh e W Am v W R e e e e W e W e e e e e e G e

1 2-Butenal,
2 2-Butenal,
3 2-Butenal,

4 2H-Pyran,

3-methyl- $$ Crotomnal...

3-methyl- (CAS) $$ 3-.

3-methyl-
tetrahydro-2-methoxy-

84 C5HS80O
84 C5HS80O
84 CS5HS8O
116 C6H1202

000107-86-8 74
000107-86-8 74
000107-86-8 64
006581-66-4 59

Abundance Scan 128 (4.835 min): 0104BA.D () m/z 84.05 100.00%
84
55
5000 39 59
lll llll T L ll'lllll
’43 51 I 69 l 440 460 480 500 520
SN Y I Y N I ' SN NNS——— | F—— N £ -0 N o BT Y T
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3222: 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $...
' 84 »
55 L
m 39 ;llllllllllllll{\"lfll T
27 440 460 480 500 520
l m/z 83.10 44 .02%
l"'lllliltl II ||I44| III=5!1I!II! lllllll 'llleﬁll Ill illlll‘i"‘
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$...
84
55 ‘||||||lllll!l'l|l:..I"|lll
440 460 480 500 520
5000 39 m/Z 39.10 41.27%
27
44 51’ 69
Il'llll]lll'l Ill l'll IIIlIlI'!)llI!IIIIIIII'I!I:'III ‘llll!il' I’OII\II!I]
miz-—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
IAbundance #3224: 2-Butenal, 3-methyl- R e e e
84 440 460 480 500 520
m/z 59.10 38.17%
5000 41 55
ll]l'lI"Ylllll'lllll"lllllflllsio;l!II:I'IIIIII'%!G;SIIIII' Ill!ll :!lll'li'l‘ !llllllIll'llll‘ll\.l.:.lﬁllil
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 440 460 480 500 520
0104BA.D SCAN508.M° Mon Jan 28 09:50:06 2002 Pagé 7
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Data File C:\MSDCHEM\1\5973N\02JAN25\0104BA.D
Acg On 25 Jan 2002 10:12 am

Sample lab blank 1/4 a

Misc January 25, 2002

MS Integration Params: LSCINT.P

Quant Method :

Title

Library

C:\MSDCHEM\1. .
: 508 scan method
C:\DATABASE\WILEY7N.L

Operator:
Inst :
Multiplr:

Vial: 1

Instrumen
1.00

.\SCAN508.M (RTE Integrator)

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

Peak Number 6 Butanoic acid, 3-oxo-, 1,1-... Concentration Rank 10

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

5.52 0.06 ug/L 23019 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Butanoic acid, 3-oxo-, 1, 1 dimet. 158 C8H1403 001694-31- 1 9
2 Acetamide 59 C2H5NO 000060-35-5 4~
3 Acetamide (CAS) $$ Ethanamide $$... 59 C2HSNO 000060-35-5 4
4 Acetamide (CAS) $$ Ethanamide $$... 59 C2HSNO 000060-35-5 4

Abundance Scan 188 (5.520 min): 0104BA.D (-) m/z 59.10 100.00%
50
207
5000
84 520 540 560 580
'll|lll|l)\l“(ll'llllllll 71\ I ! I TTTT I LI TYTY ! L ' T m/z 207.10 69.31%
miz—> 10 20 30 40 50 60 70 80 %0 100110120130140150160170180190200210 .
Abundance #574715 Butanoic acid, 3-oxo-, 1,1-dimethylethyl ester (CA... .
<] -
520 540 560 580
m/z 43.10 38.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210 -
Abundance #638: Acetamide
5D
44 l|1vll|lrtl]l':;rivrli|
520 540 560 580
5000 m/z 84.00 25, 06%
15
31
USRS A A LAARE AR LA LAY LU ) L) LARAS LA ALY LA ML AL
miz—> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210
jAbundance #634: Acetamide (CAS) $$ Ethanamide $$ Acetic acid amide $... T A Hiaans e o U
59 520 540 560 5.80
44 m/z 41.00 20.64%
5000 ,}5a
5 'ff
31 ]
ML AR LR LR Ry AR AR AR LA LA A A AN LA AR MRS LR AR A T (it o T e e 2 e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180120200210 5.:|20 5.:10 5.I60 5..|80 I
0104BA.D SCAN508.M Mon Jan 28 09:50:06 2002 Paéé»B
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Data File

Acqg On
Sample
Misc

P AR Y m m e -

o egm = memem el m g e e e

C:\MSDCHEM\1\5973N\02JAN25\0104BA.D
25 Jan 2002 10:12 am

lab blank 1/4 a

January 25, 2002

MS Integratlon Params: LSCINT.P

Quant Method : C:\MSDCHEM\1..

Title

Library
*********************************************************************

508 scan method
C: \DATABASE\WILEY?N L

Vial: 1

Operator:
Inst
Multiplr:

.\SCAN508.M (RTE Integrator)

: Ihstfﬁmen
1.00

Concentration Rank 1

Peak Number 7 Silane, tetramethyl-

R.T EstConc Area Relative to ISTD
" 5.89  4.07 ug/L 1603260 1,4-Dichlorobenzene-da  9.72
Hit# of 5 Tentative ID MW MolForm

e - - - -~ . - - - - - - - - — . - . e m . W S e e M e e Gn - - m— v e e e om S = .

1 Silane,
2 3- (CYCLOHEX-3' .
3 Acetic acid, 3-{1,3]dioxolan-2-y...

tetramethyl-
-EN-YL) PROPANOL $$.

88 C4H12Si
174 C8H1404
174 C8H1404

000075-76-3 38
015745-87-6 36
000000-00-0 36

4 Silane, tetramethyl- $$ Tetramet... 88 C4H12Si 000075-76~3 25
Abundance Scan 220 (5.885 min): 0104BA.D (-) m/z 73.10 100.00%
K<)
5000
43 SN I —
560 580 600 6.20
ererreprerr it S m/z 43.10 24.68%
m/z—> 10 20 30 40 50 60 708090100110120130140150160170180
Abundance #4814 Silane, tetramethyl-
8
5000
45
S I O - -
miz--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX_-73 -EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
3
560 580 6.00..6.20
5000 m/z 41.10 8.78%
43 o
7 || s | & 113 174 -
R mAa A e o A w e B SARAA RANAT LIS -
m/z-—> 10 20 30 40 50 60 70 80 90100110120130140150160170180 )
Abundance #78238; Acetic acid, 3-{1,3]dioxolan-2-ylpropyl ester ST v ey
B 560 5.80 6.00 620
m/z 71.10 6.52%
-
27 || 55 i &,7 113 174
R a o e AR RAR AL S T R A RE
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 620
0104BA.D SCANS508.M Mon Jan 28 09:50:06 2002 Pagé"Q
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-z PO—_— -

- g - ——

Vial: 1

Data File C:\MSDCHEM\1\5973N\02JAN25\0104BA.D

Acg On 25 Jan 2002 10:12 am Operator: e
Sample lab blank 1/4 a Inst : Instrumen
Misc : January 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method :
Title :
Library : C:\DATABASE\WILEY7N.L

C:\MSDCHEM\1. .
508 scan method

.\SCAN508.M (RTE Integrator)

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

Peak Number 8

Cyclopentasiloxane, decamet...

Concentration Rank;m6

R.T EstConc Area Relative to ISTD
12.54 0.11 ug/L 62071 Naphthalene-ds 13.19
Hit# of 5 Tentative ID MW MolForm CAS# ‘Qual

- - " s v - wm v e e AR M e . e . o e R G e mm mm e m e e G TR e M e e T e - . - . - -

370 C1O0H30058i5
370 C10H3005S8i5
413 C19H39NO3Si3
399 C18H37NO3Si3

1 Cyclopentasiloxane, decamethyl-

2 Cyclopentasiloxane, decamethyl-

3 N-Methyladrenaline, tri-TMS

4 Phenethylamine, N-methyl-.beta.,...

- e e - -

000541-02-6 83
000541-02-6 83
000000-00-0 33
010538-85-9 23

T TTTYTTTTT TT lflllll TTTT

80 100120140 160180200220240260280300320340360
#313065: Cyclopentasiloxane, decamethyl-

m/z—> 40 60
Abundance

73

Abundance Scan 803 (12.541 min): 0104BAD () m/z 73.10 100.00%
B
5000 267 355
S B e e
45 251 L 12.20 1240 1260 12.80
e A MM e m/z 267.00 38.73%
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #313068: Cyclopentasiloxane, decamethyl-
78
355
5(xx) :Ks7 TP T T T l}'vl L
1220 1240 12.60 12.80
m/z 355.10 37.43%
191207 251 323339

1220 1240 1260 1280

T

267
355

193 203 2 323339

HAALLELE LR BN AL L8 LA Illlllllllllllllll Ty l;ll TTTTTrrrTreTeT IR RARAN B

Ty
rn/z-> 406080100120140160180200220240260280300320340360
#339188: N-Methyladrenaline, tri-TMS

m/z 356.10

15.03%

58 7B

1220 1240 1260 1280

LA aal

355

207
| 2?7282 308323

m/z 267.90

9.49%

TITY T [rrrTerTYY

miz-> 40 60 80

L L LS AL I AL A UL AR L R AL RN

T
100120140160180200220240260280300320340360

,"’lllll‘l""]"" T
1220 1240 1260 1280

LI

J104BA.D SCAN508.M Mon Jan 28 09:50:06 2002

NYC-WTC_000050728
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Data File
Acg On
Sample
Misc

Quant Method

Title
Library

-* s

-~

C:\MSDCHEM\1\5973N\02JAN25\0104BA.D

25 Jan 2002

10:12 am

lab blank 1/4 a

January 25,
MS Integratlon Params:

.
.
.
.

C:\MSDCHEM\1..
508 scan method
C:\DATABASE\WILEY7N.L

2002
LSCINT.P

Operator:
Inst
Multiplr:

Vial: 1

Instrumen
1.00

.\SCAN508.M (RTE Integrator)

*************************************************‘k*******************

Peak Number 9

1H-cyclobuta [de]lnaphthalene..

Relative to ISTD

Concentration Rank 11

- — - - - - - Em e e e W G WS e e e e e G G e W e M G G TR e G M TR W T YT e T TR M GRe M R TR e R W M W e e e e e e e e e e W

EstConc Area
0.04 ug/L 23931
5 Tentative ID

1 1H-cyclobuta [de]lnaphthalene $$ C...

2 4H-Pyran-4-one,

2-ethyl-3-hydroxy-

3 2-Dimethylamino-4,5-dimethyl-oxa.
4 2-DIMETHYLAMINO-4,5-DIMETHYLOXAZ. ..

Acenaphthene-dl0

MW MolForm

140 Cl11HS8
140 C7HS803
140 C7H12N20
140 C7H12N20

024973-91-9 9
004940-11-8 9
000000-00-0 9
073777-29-4 9

0104BA.D SCAN508.M

NYC-WTC_000050729

Abundance &mnn54ma&wnmmouMBADoa m/z 140.20 100.00%
140
5000
122 172 L
B e L
43 7 89 || 16.20 1640 16.60 16.80
S E . Werrrerrrprrrerbee | | ®/z 172.20  28.209
m/z—-> 40 S50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36659: 1H-cyclobutalde]naphthalene $$ Cyclobuti[de]naphth
: 140 a3
5000 .x,.,.;l...I..”.'.]".'.v'-l
16.20 1640 1660 16.80
m/z 138.10 26.86%
70 ﬁg 113 .
(| I
R A A EE B i B R E e ARARA
mz-—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35344: 4H-Pyran-4-one, 2-ethyl-3-hydroxy-
140
1620 1640 1660 1680
5000 m/z 122.10 25.15%
71
55 o7 125
3 | 84 11 |
m/z--> 4|0 5|0 6'0 7|0 8b 90 100 110 120 130 140 150 160 170 o
Abundance #35431: 2-Dimethylamino-4,5-dimethyl-oxazole i & SIS
140 1620 1640 1660 1680
m/z 71.00 17.70%
“ o
5000 111
se 72 125
miz—-> 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 16.20 16.40 16.60 16.80

Mon Jan 28 09:50:06 2002

Page 11
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Data File : C:\MSDCHEM\1\5973N\02JAN25\0104BA.D Vial: 1
Acg On : 25 Jan 2002 10:12 am Operator: w
Sample : lab blank 1/4 a ' Inst : Instrumen

Misc January 25, 2002 Multiplr: 1.00:
MS Integratlon Params: LSCINT.P .

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

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
*********************************************************************
Peak Number 10 4,4-Dimethylcyclooctene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.33 0.03 ug/L 22418 Phenanthrene-dl0 22.65
Hit# of 5 .Tentative ID MW MolForm CAS# :.Qual
1 4,4-Dimethylcyclooctene 138 C10H18 000000-00-0 25
2 Hexane, 2,2,3,4,5,5-hexamethyl-,... 170 C12H26 055258-16-7 10
3 Borane, diethylmethyl- (CAS) $$ ... 84 CS5H13B 001115-07-7 9
4 Hexane, 2,3,3-trimethyl- $$ 2,3,... 128 C9H20 '016747-28-7 9
Aoundance ?can1573(21.332min):01048A,D(-) m/z 57.10 100.00%
5
71
43 85
5000
%9 2100 2120 2140 2160

'I""l""l"” Ty L) L
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #34435; 4,4-Dimethylcyclooctene
57

43 85 - . , /\ o
2100 2120 21.40 2160
99 m/z 43.10 64.82%

' S| MR s — : m/z 71.10 80.87%

L S s At 2L e

m/z—> 2030405060708090100110120130140150

Abundance #744577: Hexane, 2,2,3,4,5,5-hexamethyl-, (meso)-
8
3 L
21.00 21.20 2140 .21.60
5000 85 m/z 85.10 59.12%
69
| e " 151
S RARR AL LA 1|||| ........... ,
m/z—> 20 30 40 50 60 70 8 90 100 110 120 130 140 150
Abundance #3398: Borane, diethylmethyl- (CAS) $3 Methyldiethylborane... et e fmp
g7 21,00 21.20 21.40 2160
69 m/z 41.10 29.55%
83

T VT T T -u'.-||v||
2100 21.20 2140 21.60

0104BA.D SCAN508.M Mon Jan 28 09:50:07 2002 . : Pa'ée"lZ
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“ e e e . e g - T

C:\MSDCHEM\1\5973N\02JAN25\0104BA.D
25 Jan 2002 10:12 am

Sample lab blank 1/4 a

Misc : January 25, 2002

MS Integration Params: LSCINT.P

Data File
Acg On

Quant Method
Title
Library :

C:\MSDCHEM\1..
508 scan method
C:\DATABASE\WILEY7N.L

Operator:
Inst : ]
Multiplr: 1.00 -

Vial: 1

Instrumen

.\SCAN508.M (RTE Integrator)

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

Peak Number 11 2-CYANOCARBAZOLE $$ 9H-Carb...

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T
22.28 0.15 ug/L 104829 Phenanthrene-dlo0 22.65
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-CYANOCARBAZOLE $$ 9H-Carbazole... 192 C13H8N2 057955~-18~ '7 72
2 4-METHOXY- .BETA.-METHYLCINNAMIC ... 192 C11H1203 019169-94-9 72
3 3-Cyanocarbazole $$ 9H-Carbazole... 192 C13H8N2 057102-93-9 72
4 N-perdeuteriobenzylideneaniline 192 C13D1l1N 000538-51-2 58
Abundance Scan 1656 (22.280 min): 0104BA.D (-) i m/z 192.10 100.00%
1
5000
@ @ " 1 % 7% 240 20
S ” SN T N N -« B A 1 | [M/z  96.00  15.98%
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 .
Abundance #103420: 2-CYANOCARBAZOLE $$% S9H-Carbazole-2-carbonitrile (CAS )
192
som I!ll'll'llllll“’ "“':’:"’l.""
2200 2220 2240 2260
164 m/z 193.10 . 14.68%
? 138 o
iz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 D
Abundance #102588: 4-METHOXY-.BETA -METHYLCINNAMIC ACID $$ 2-Butenoi... = /\
108 R 22 240 ‘2260
5000 m/z 146.10 14 .32
146 175 :
miz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 L
Abundance #103424: 3-Cyanocarbazole $$ 9H-Carbazole-3-carbonitrile (CAS A B FAR T
3 2200 2220 2240 2260
m/z 191.10 13.79%
5000
96 164
| 139 I | |
'i"lll“llllllllll||Il|’l|l'lll\lll"“’lll|Il’|l|||||l'|l’l‘ll’lllll"'l""' T Ill’l"'
miz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 2200 2220 2240 2260
0104BA.D SCAN508.M Mon Jan 28 09:50:07 2002 Page ;13
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Data File C:\MSDCHEM\1\5973N\02JAN25\0104BA.D Vial: 1

Acg On 25 Jan 2002 10:12 am Operator: L
Sample lab blank 1/4 a Inst : Instrumen
Misc January 25, 2002 Multiplr: 1.00

MS Integration Params:

Quant Method

Title
Library

LSCINT.P

C:\MSDCHEM\1. .
508 scan method
C:\DATABASE\WILEY7N.L

.\SCAN508.M (RTE Integrator)

*********************************'k***********************************
Peak Number 12 Phenanthrene-dilo0 Concentration Rank~ 2

R.T EstConc Area Relative to ISTD R.T
22.77 0.31 ug/L 220067 Phenanthrene-dl0 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene-dlo 188 C14D10 001517-22-2 87
2 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 87
3 Anthracene-dil0- 188 C14D10 001719-06-8 83
4 Anthracene-D10 188 C14D10 000000-00-0 53
Abundance Scan 1699 (22.771 min): 0104BA.D (- 4 m/z 188.20 100.00%
1
5000
g o ~ - 240 2280 2280 2300 2320
LS S NI N 12 M| Tm/z 94.05  17.97%
miz—> 40 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #84499: Phenanthrene-d10 48
1
5000 !‘lllllllll|ll.l;.|.1.l.llll
2240 2260 2280 2300 2320
m/z 80.00 14.12%
s 0 94 160 l ,
I’Illll‘ll\ll ’I I!I 'I! 'Illlllll Il lll'l lll'l"'l v~ T 1BOIII'I\Ill
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
1
2240 2260 2280 2300 23.20
5000 m/z 184.10 13.52%
80 94
““”.P”q,%au.louI” S e ek
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10- T T T T
188 2240 2260 2280 2300 23.20
m/z 189.10 11.75%
5000
80 94 1
"l'lIIlIl|l1il'61I61'llll!0l0"¥!|YI’l 'l!llll'l I'lll Tr II{!S!?I 180"' ", ‘IlllIlllll'llll"’l“"l.'l‘
m/z—-> 40 S50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 23.00 2320

3J104BA.D SCAN508.M Mon Jan 28 09:50

NYC-WTC_000050732
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LAl Y QCALGIL WiV DOPAI L

Data File C:\MSDCHEM\1\5973N\02JAN25\0104BA.D Vial: 1

Acg On 25 Jan 2002 10:12 am Operator: o
Sample lab blank 1/4 a Inst : Instrumen
Misc : January 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P :

Quant Method : C:\MSDCHEM\1...
Title : 508 scan method
Library : C: \DATABASE\WILEY7N L

\SCAN508.M (RTE Integrator)

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

Peak Number 13

R.T EstConc Area
29.69 0.03 ug/L 22682
Hit# of & Tentative ID

- e m W e M . e . e . e S A e - - = e - -

1 1,2-DICYANO-1,2-DIPHENYLCYCLOPRO. ..
(5-(2)H)1,3-DIMETHYL- (5,10-DIHYD..
11,12,13,14-tet...

2
3 Matridin-15-one,

1,2-DICYANO-1,2~-DIPHENYLCYC. ..

- Chrysene-dl2

Concentration Rank 12
Relative to ISTD

- - - > W T e e e G G e we e e e e e

MW MolForm

- — - - e Wh N W W AW e e AR Gm me e e e e e me e e e e

244 C17H12N2
. 244 C13H12DN30O2
244 C15H20N20

000000-00-0 50
000000-00-0 39
006838-34-2 7

4 Matridin-15-one, 11,12,13,14-tet... 244 C15H20N20 006838-34-2 7
Abundance Scan 2305 (29.690 min): 0104BA.D (-) m/z 244.10 100.00%
244
8000
6000
4000 o0 2960 2050 3000
e A2l | [W/Z 243.10 78.76%
miz—> 60 80 100 120 140 160 180 200 220 240
Abundance #179472: 1,2-DICYANO-1,2-DIPHENYLCYCLOPROFANE
166 27 P
5000 AUUUVUVULUURE
29.40 29.60 29.80 30.00
51 . 189 203 m/z 245.10 31.92%
llllllxlll'lelarl'll"l‘!l4 llll!loil T |177 I"l|||!l| T x||mfv‘*
mfz-—-> 60 80 100 120 140 160 180 200 220 240
Abundance #177542: (5-2)H)1,3-DIMETHYL-(5,10-DIHYDRO)-5-DEAZA-ALLOX...
2
| 2040 29.60 29.80 30.00
5000 129 22 m/z 242.00 31.58%
158
A 172 ﬂ 213 t
Tllllllllll"llllllllllll r oy lllll’l||
mfz--> 60 80 100 120 140 160 180 200 . 220 240
Abundance #179244: Matridin-15-one, 11,12,13,14-tetradehydro-, (6.be... e e e L
2940 29.60 29.80 30.00
m/z 122.10 23.55%
5000 149
R RR P
| 1 N i 1 i 5 :
'lll!"‘l'l’l‘!ll'lll]ll Illl'lll'lllllll!‘llll, T l'l' Ty
miz—-> 60 80 100 120 140 160 180 200 220 240 2040 2960 29.80 30'00

0104BA.D SCAN508.M

NYC-WTC_000050733

Mon Jan 28 09:50:07 2002
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e N Bk A e e V \'"’1

Dpefator ID:

whe MRS b b e A b e N \'\IllthVu.Ll\“.

Jata File: C:\MSDCHEM\1\5973N\02JAN25\0104BA.D

lab blank 1/4 a
January 25, 2002

Name :
disc:

\ dedbd N

O LASIM LA L, Y

Date Acquired: 25 Jan 2002 10:12 am

vMethod: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)

ritle:

508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

0104BA.D SCAN508.M

NYC-WTC_000050734

QOO0 OMOODOOOO
CWHOORRMNE MR M
c
te]
~
e

‘Mon Jan 28 09:50:

Units Response

- - - - - - - = W W . e e G e Em e WA W e T M e e e e . W - e e e A b ma o e

23018
1603260
62071
23931
22418
104829
220067
22682

07 2002

CTD BB WM H e

-~Interna1'Standéfd~~~

#

RT

22.65
22.65
22.65
30.50

7884660
7884660
7884660
7884660
7884660
7884660
7884660

11443900 -

12838000

14125600 -
14125600 -

14125600

12987600 -

QOO O0OOO0
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