NYC 9/11 Public Portal Document

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 02/01/2002 Time: 14:16:20

Sample: AEQ0555

Analysis: $GCMS GCMS Scan For Unknowns

Units: u

Started: 2/1/02 14:15 Ended: 2/1/02 14:15 Analyst: DLV
Page: 1

Other unknown compounds .
Surr_2,4-DDD 91 5.0
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Comments for Sample AE00555 - Analysis $GCMS

'Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 02-01-2002 Time: 15:07:30

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 5 of the 43 compounds in the L.CS Standard were
outside of their acceptance ranges.
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WAL A LQLAUVIL RTpPUL L

Déta File : C:\MSDCHEM\1\5973N\02JAN29\00555.D

Acg On : 29 Jan 2002 2:32 pm
Sample : 508 scan
Misc : January 29, 2002

MS Integration Params: SPLIT.P
Quant Time: Jan 30 08:25:51 2002

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

Title : 508 scan method .
Last Update

DataAcg Meth : SCAN508

Internal Standards

Fri Jan 11 13:20:07 2002
Response via : Initial Calibration

\NOTU Keviewed)

Vial:

Operator:

Multiplr:

Quant Results File:

Response

1

Instrumen
1.00

SCAN508.RES

Conc Units Dev (Min)

1) 1,4-Dichlorobenzene-d4
10) Naphthalene-ds8
17) Acenaphthene-di0
29) Phenanthrene-dio0
38) Chrysene-di2
44) Perylene-dl2

System Monitoring Compounds
37) 2,4-DDD
Spiked Amount 5.000

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

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
24 .85 149
31.11 149

1702758
7278252

3872059-

6522310
5687172
4045933

469439

Recovery

614760
497944
107407

27451

4.

OO LWVWN

.40
.98
.26
.65

(#) = qualifier out of range (m)
00555.D SCANS508.M

NYC-WTC_000051533

manual integration
Wed Jan 30 08:25:52 2002

ug/L 0.00
ug/L -0.02
ug/L -0.01
ug/L -0.02
ug/L  -0.01
ug/L 0.00
ug/L 0.00
91.00%

Qvalue
ug/L # 57
ug/L # 17
ug/L 98
ug/L 91

Page 1
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Data File : C:\MSDCHEM\1\5973N\02JAN29\00555.D Vial: 1

Acg On : 29 Jan 2002 2:32 pm Operator:

Sample 508 scan Inst : Instrumen
Misc January 29, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Jan 30 8:25 2002 Quant Results File: SCAN508.RE

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

Last Update : Fri Jan 11 13:20:07 2002

Response via : Initial Calibration

Abundance TIC: 00555.D

T I ] T LI} LA D I
Time--> 4.00 600 800 10.00 12,00 14.00 16.00 18.00 20.00 22.00 24.00 26.00 28.00 30.00 32.00 34.00 36.00 38.00

9000000

8500000

8000000

Naphthalene-d8,i
hrere-d10,

7500000

Chrysene-d12)]

7000000

6500000

6000000

Perylene-d12,1

5500000

1,4-Dichlorobenzene-d4,}

5000000

4500000

4000000

3500000

3000000

2500000

2000000

2,4-DDD,S

1500000

1000000

Di-n-butylphthalate
Bis(2-ethythexy!) phthalate

500000

- .
O e R e R L ST

LALLM IR LR LA N L TT I YTy

0

NYC-WTC_000051534

0555.D SCAN508.M Wed Jan 30 08:25:52 2002 Page 2
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Data File C:\MSDCHEM\1\5973N\02JAN29\00555.D Vial: 1

Acg On 29 Jan 2002 2:32 pm Operator:

Sample 508 scan Inst Instrumen
Misc : January 29, 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

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 tangent >

Peak separation:

Signal TIC
peak R.T. first
# min scan

1 3.477 7
2 3.602 17
3 4.241 71
4 4.618 107
5 4.835 123
6 5.885 217
7 9.710 551
8 12.542 799
9 13.192 855
10 18.341 1305
11 195.985 1449
12 22.280 1651
13 22.645 1681
14 22.771 1697
15 24.849 1877
16 27.726 2129
17 29.678 2301
18 30.500 2369
13 31.105 2425
20 34.416 2713

5

max
scan
9

20
76
109
128

220
555
803
860
1311

1455
1656
1688
1699
1881

2133
2304
2376
2429
2719

00555.D SCAN508.M

NYC-WTC_000051535

last
scan
13
25
83
113
135

227
561
813
865
1317

1461
1661
1693
1711
1887

2139
2311
2381
2439
2749

Sum

PK

TY
rVB
rBvV
rVB4
rBV3
rBvV4

rBV
rBV
rvB
rBvV
rBV

rvB4
rvvz
rBV2
rvB
rBvV

rBvV
rvv3i
rBV
rvB3
rBV

792263
4668668
41592
7008723
7833097

8309
70924
7678213
96219
90452

1313701
8953
6698640
17257
4988147

of corrected

Ccorxrr.
area

1567690
9659529
73429
13995923
15764824

30382
139053
17372684
243153
161266

2276265
32331
16170450
68112
13680228

areas:

Wed Jan 30 09:01:51 2002

i3.
0.19%
93.
0.39%
78.

91528422

Page 1
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LSC Report - Integrated Chromatogram

File C:\MSDCHEM\1\5973N\02JAN29\00555.D

Operator :

Acquired : 29 Jan 2002 2:32 pm using AcgMethod SCAN508
Instrument Instrumen

Sample Name: 508 scan

Misc Info
Vial Number:
Quant File

1

January 29,

2002

:SCAN508.RES (RTE Integrator)

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000/

5.89

TIC: 00555.D

9.71

13.19

y
£

12.54

0 13180 4.244.€084
T T l T T T T I T T T T

Time—> 4.00 5.00

6.00

LI T

N T T
9.00 10.00

LEAS S M I B B S B S

7.00 8.00

11.00

15.00

T

L B R A e e e i S
12.00 13.00 14.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

1834

TIC: 00555.D
2265

L

2228

/

19.99

S

877

27

A

/

24.85

o}
Time—> 1600 _ 17.00

T
18.00

L T TOTTrT

T T
19.00 20.00

T
2100 2200

T
23.00

T T

27.00

Y

T
2400 2500 26.00

Abundance

7000000
6000000
5000000
4000000
3000000
2000000 /
1000000

29.68

TIC: 00555.D

34.42

/

T

0 T T
Time-> 2800 2900 3000

LI B B M B

L§1
T T —I T T T T

l T T T T l T T T L]
31.00 3200 33.00 34.00 35.00

LN R A B S

T LA B B B B |

36.00 37.00 3800 39.00

JO555.D SCAN508.M

NYC-WTC_000051536

Wed Jan 30 09:01:51 2002
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Data File C:\MSDCHEM\1\5973N\02JAN29\00555.D Vial:
Acg On 29 Jan 2002 2:32 pm Operator:
Sample 508 scan Inst
Misc : January 29, 2002 Multiplr:
MS Integration Params: LSCINT.P

Quant Method

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

1

Instrumen
1.00

Title 508 scan method

Library C:\DATABASE\WILEY7N.L
khkkkhkkkhkkhkhkhkkkhkhkhkkhkhkhkhkhkkhkhhhkhkhkhkhhkhkhkhkhkhkhhhkhkhkhkhhkhkhhkkhkkhkhkhkkhkhhhkkhkhkhhhhkhdhhkhkhhkhdi
Peak Number 1 Dichloroacetonitrile $$ Ace... Concentration Rank 8

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

3.48 0.10 ug/L 49263 1,4-Dichlorobenzene-d4 9.72
Hit# of & Tentative ID MW MolForm CAS# Qual
1 Dichloroacetonitrile $$ Acetonit... 109 C2HC12N 003018-12-0 78
2 Acetonitrile, dichloro- $$ Dichl... 109 C2HC12N 003018-12-0 74
3 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-0 39
4 Allyl mercaptan $$ CH2=CHCH2SH S... 74 C3H6S 000870-23-5 9

bundance Scan 9 (3.477 min). oossa.o IE) m/z 74.00 100.00%
7
82
5000
47
28 ' ’ 3.50 360 370 380 390 .
S .- | U 5 NN 5 O —— m/z 81.90 60.599%
n/z--> 10 20 30 40 S50 60 70 80 90 100 110
IAbundance #11642: Dichloroacetonitrile $3 Acetonitrile, dichioro- $%...
74
82
5000 :
350 360 370 3.80 390
47 m/z 83.90 41.59%
35
12 Ly (- L 108
llr'llr!‘lT'T_rrllfIllll lllllll T lrl’l‘("f"llr'll_fll'l_r
%k-> 10 20 30 40 S50 60 70 80 90 100 110
Abundance #11641: Acetonitrile, dichloro- $$ Dichloroacetonitrile $5...
74
350 360 370 380 390
5000 82 m/z 76.00 39.52%
47
35 l l
L IL , . 109
Il"l"l'|TT"—rTIIII'llIll'Wllﬁlll’l lTlll_rlr“lj 'ﬁlllll|
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #11644: Acetonitrile, dichloro-
U 350 360 370 3.80 3.90
35 m/z 47.00 21.19%
5000 82
' 47
_ lll l ) I ‘
'_T‘lﬁ"‘lfil_f—,*lll‘rlllll"l l'_1 lllllTlIll'l'W'lT"l!r'
mfz--> 10 20 30 40 50 60 70 80 20 100 110 350 360 370 3.80 3.90

J555.D SCANS08.M

NYC-WTC_000051537

Wed Jan 30 09:01:51 2002
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Data File : C:\MSDCHEM\1\5973N\02JAN29\00555.D

. Acg On : 29 Jan 2002 2:32 pm
Sample 508 scan
Misc January 29, 2002
MS Integratlon Params: LSCINT.P

Quant Method : C:\MSDCHEM\1..

A A da AL AL ANA AN L

Operat
Inst

Multiplr:

.\SCAN508.M (RTE Integrator)

Vial:

1
or:

: Instrumen
1.00

Title 508 scan method
Library : C:\DATABASE\WILEY7N.L
khkkhkhkkkhkhkhhkkhhkhhkkhkhhkhhkhhkhhkhhhhhkhhhhkhhhhkhkhkhikhhhkhhhkhhhkhhkhkhhhkhkhkkhkktkhkhdkkk
Peak Number 2 Butanoic acid, methyl ester.. Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T
3.60 0.12 ug/L 56597 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual {/
————————————————————————————————————————————————————————————————————— 7:” [,x/;w‘“
1 Butanocic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83 ©°
2 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78
3 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78
4 Butanoic acid, methyl ester 102 CSH1002 000623-42-7 78
Abundance Scan 20 (3.602 min): 00555.D (-) m/z 43.10 100.00%
74
5000 59 87
51 3.50 3.60 3.70 3.80 3.90 4.00
RSN ABA REAM S ‘lg""I""I""I""I“"l AR SRR AL RARRS AL NLARN MRS LAARES m/z 74.10 93.00%
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #9222 Butsanoic acid, methyl ester (CAS) $$ Methyl butyrat...
4 74
5000 -
87 3.50 3.60 3.70 3.80 3.90 4.00
59 m/z 71.10 69.61%
33 L . 102
(SRR NARBAARASA RAAAA SARAS LARRS RERLE RAARE RRAEA ALY NEARN SAREN KRR MRS ARARN AR RN RAASS L
fz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
bundance #9216: B:lt:noic acid, methy! ester (CAS) $$ Methy! butyrat...
74
3.50 3.60 3.70 3.80 3.90 4.00
5000 o7 m/z 59.00 36.45%
59
87
l33 i
ASAUNSABARARANARASA AR ALREN RAAAN SARRN AR RN NS REARS NAALA RRAMEAALA) ARARN ARARS RALAN ARAN A
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 110
Abundance #9224: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
18 3.50 3.60 3.70 3.80 3.90 4.00
74 m/z 87.00 35.05%
5000 o7
59
87
lllllllllllllll!3|31I|lll|ll !ivnllrvvrllnlllrlrrﬂlslg’uuinvllu rllfl'Tﬁl’ll'ljrgTzlllllr
mfz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 3.50 3.60 3.70 3.80 3.904.00
0555.D SCAN508.M Wed Jan 30 09:01:51 2002 Page 4
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Data File C:\MSDCHEM\1\5973N\02JAN29\00555.D
Acg On 29 Jan 2002 2:32 pm

Sample 508 scan

Misc : January 29, 2002

MS Integration Params: LSCINT.P

Quant Method

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

Vial: 1
Operator:
Inst : Instrumen
Multiplr: 1.00

Title 508 scan method
Library C:\DATABASE\WILEY7N.L
kkhkhkkhkkikkhkhkkhkhkhkhkkhkhkhkhkhkhkhkhkhhhkkhkhkhhkhhkhkhkhkhkhkhkhkhhkhkkhkhkhkhkkhkhhkhhkhkhhkkhkhkkhkhkhhkhkhkhkhkhkhhkhkisk
Peak Number 3 Methacrylamide $$ 2-Propena... Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T
4.24 0.16 ug/L 78913 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methacrylamide $$ 2-Propenamide,... 85 C4H7NO 000079-39-0 12
2 Carbonic acid, dihexyl ester $$ . 230 C13H2603 007523-15-1 10
3 Acetamide, N-ethyl- (CAS) $3$ N-E... 87 C4HOSNO 000625-50-3 9
4 Octane, 4-methyl- (CAS) $$ 4-Met... 128 C9H20 002216-34-4 9
Abundance Scan 76 (4.241 min): 00555.D (-) m/z 85.10 100.00%
43
5000
55
60
‘ 9 || ' 3.80 400 420 440 460
. , SN 111 RS O I S X E m/z 43.10 83.85%
mjz--> 10 20 30 40 50 60 70 80 90 100 110
IAbundance #3602; Methacrylamide $$ 2-Propenamide, 2-methyl- $$ .alph...
85
41
5000
69 380 400 420 440 460
m/z 87.10 73.35%
il 1| Jas 53 1l .
LSRG AL AL RLE NS AL LA SLALELELS SUSLELNLS SLRLEL LSS NUSLALEL WAL B
mfz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #159657: Carbonic acid, dihexyl ester $$ Dihexyl carbonate... /\
85
IS DA AR N
380 400 420 4.40 460
5000 41 56 m/z 41.10 65.42%
27 , o 69 ‘
' . [ | 1 l iy 103
AL SRS S S LS S NLELELESS LA AL SLELELELNS AU ALELS NARLELALA SN B
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4339: Acetamide, N-ethyl- (CAS) $$ N-Ethylacetamide $$ Et...
3p 380 400 420 440 460
m/z 89.10 63.15%
5000 43
87
15
|r|l;v|]vvllv ll'll‘!llllllll59|llll'7!21ll|llll]T LI T AL AN A R A e L L B L B L
miz—> 10 20 30 40 50 60 70 80 90 1 110 380 400 420 440 4.
J0555.D SCAN508.M Wed Jan 30 09:01:51 2002 Page 5
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Data File

Lt I Ll —A A S T A P AR e

C:\MSDCHEM\1\5973N\02JAN29\00555.D
Acqg On 29 Jan 2002 2:32 pm
Sample 508 scan
Misc January 29, 2002
MS Integratlon Params: LSCINT.P

Quant Method

Title

Library

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

\SCAN508.M (RTE Integrator)

Vial: 1
Operator:
Inst Instrumen
Multiplr: 1.00

khkhhkkhkhkkhkhkhkhhkhhkhkhhhkhhhhkhkhkhhhkhkhkhhbhhbhkhbhkhkhbhkhhdrhkhkhrhkhkdhkhhkhbhkkhkhkhbhkhkhhikthithhthd

Peak Number 4

Butanoic acid, 2-methyl-, m...

Concentration Rank 9

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

4.62 0.06 ug/L 31041 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 43
2 2-Buten-1-o0l, 3-methyl- (CAS) $$... 86 CSH100 000556-82-1 38
3 2-Buten-1-0l, 3-methyl- (CAS) $$... 86 CS5H100 000556-82-1 38
4 2-Buten-1-0l, 2-methyl- (CAS) $$... 86 CS5H100 004675-87-0 38

Abundance Scan 109 (4.618 min): 00555.D (-) m/z 88.00 100.00%
41 57 i
5000
101
| | 51 ’ | ll 420 440 460 480 500
SRBMNNNHEUNMIMI... S8 SN 5 SSSS_ S S | N S S m/z 71.10 81.99%
miz-—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
iAbundance #16441: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
8B
57 [\
5000 - ﬂ A
SEEDESSABYS LRSS SRR SRR
41 4.20 440 460 480 5.00
29 101 m/z 57.10 77.17%
[T —
‘ II" I'I|ll ' TTT I ll[ [ 'l T T TYV ¢ T llfll'
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 20 95 100 105110
Abundance #4075: 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $$ 2-METHYL... /\ /\
71
4 T I""I""AI'A"'I"'
4.20 4.40 460 4.80 500
5000 m/z 41.10 72.81%
53
I 86
!" """l""' """ T l""l""i""l""l""l""l""l‘
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #4072; 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $ 2-METHYL...
m 420 440 460 480 500
m/z 43.10 59.07%
5000 27 39 53
| ”
IIIFII'I'IT’_‘T['IYTVIIII Illl'l‘[' llll l||l59,ll I : lllllllll Illl | ‘ll]
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110 420 440 460 480 500
10555.D SCAN5S08.M Wed Jan 30 09:01:52 2002 Page 6
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nlpLatlty oSearcin compouna rReport

Data File

C:\MSDCHEM\1\5973N\02JAN29\00555.D Vial: 1
Acg On 29 Jan 2002 2:32 pm Operator:
Sample 508 scan Inst Instrumen
Misc : January 29, 2002 Multiplxr: 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

hhkhkhkkhkhkkhkhkkhkhkhkhkkhkhkhkhhkhkhkhkhhkkhkhhkhkkhkkhkhhkhhhkkhkhhhhkhhkkhkhkkhkhkhkkhkhhkhhhdhkkhkkdk*k

Peak Number 5 3,4-Dihydropyran $$ 2H-Pyra... Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T
4.84 0.16 ug/L 77289 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 3,4-Dihydropyran $$ 2H-Pyran, 3,... 84 CS5H80O 000110-87-2 64
2 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 C5HS80 000107-86-8 64
3 2-Butenal, 3-methyl- $$ Crotonal... 84 C5HS8O0O 000107-86-8 64
4 Furan, 2,3-dihydro-4-methyl- (CA.. 84 C5H80O 034314-83-5 59
Abundance Scan 128 (4.835 min): 00555.D (-) m/z 84.05 100.00%
55
41
5000 59
UBALELENE DAL WAL S
69 440 460 480 500 520
S — 4' || A '| l S Y R 1 1. S m/z 55.10 79.58%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
IAbundance #3376: 3,4-Dihydropyran $$ 2H-Pyran, 3,4-dihydro- (CAS) $%...
55 84
5000 I""l""]""/l\"/'\'l"’
440 460 480 500 520
i il 8 | Call
‘I'l'ﬁl'l T L} T L] TTY 1T IVTI ¥ T LI TTTfVrfFrrgres l'lll||||| T
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$...
84
55 prorrprTrTTrT YT Ty T
440 460 480 500 - 520
5000 39 m/z 41.10 53.50%
27
44 o1 & .
miz—-> 26rﬁl25 ”30 35 40‘145 ‘SI()I:.S'SEST '65 70 75 80 815‘”9|0m§g'
Abundance #3222: 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyi- $...
fﬁ4 440 460 480 500 520
55 . m/z 59.10 48.40%
5000 39
27
44 15|1| i 619 i
m/z--> 20 25 30 35 40 415 510 I5 6'0 65 70 7|5 8'0 85 9|0 9'5 440 460 480 500520
0555.D SCAN508.M Wed Jan 30 09:01:52 2002 Page 7
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Data File : C:\MSDCHEM\1\5973N\02JAN29\00555.D Vial: 1

Acg On : 29 Jan 2002 2:32 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 29, 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

AhkhkkAhhkhkhkhhhkhkhhkhkkhkhkhkhkhhkhkhkhkhkhkhkrxhkhkhkhkhhhkhhhhhhkhhkhhkhhhkhhkhkhhbkhhkhkhhkhhkhhkkkih

Peak Number 6 Silane, tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

5.89 3.25 ug/L 1567690 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
2 Acetic acid, 3-[1,3]ldioxolan-2-y... 174 C8H1404 000000-00-0 33
3 3- (CYCLOHEX-3’'-EN-YL)PROPANOL S$$... 174 C8H1404 015745-87-6 33
4 Silane, tetramethyl- $$ Tetramet... 88 C4H12Si 000075-76-3 32
[Abundance Scan szo (5.885 min): 00555.D () 73.10 100.00%

o)
5000
43
560 580 600 6.20
l 55 87 103
G"I""l""l‘""ll"'l""l“'""l""|l"'|" A SRS LA LA LARAN AN LAASS LA RN N m/z 43.10 23.70%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #4%14 Silane, tetramethyl- jk\
7l
5000 - e Bian e st o
560 580 600 620
45 m/z 41.10 9.38%
15 83 M :
NULRNRALN RSN ARARN SARAE RRARR RALES SLARN NARRAINLEAS RARAS AR WU SARAE LR RS AR SARAN K
mjz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
IAbundance #78238: Acetic acid, 3-{1,3]dioxolan-2-ylpropyl ester
¥y¢)
560 580 600 620
5000 m/z 45.10 9.30%
43
2.7 “ 55 N 8.7 113 174
AR RN AR AN R AR SRR AR LR RN AR ARARS RERRNRAREE L RARNEREY RARAN RARRE R
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p... — et
' 7 ‘560 580 600 620
m/z 71.10 6.83%
5000
43
27 H 55 Jo 87 113 174
EAAGALUASASARRARS NEARE REARARRRAE RSN WARAEINARAE BARA SRR LA RARAR MU RARAR ML SRS 3 IR AL N N S
miz--> 10 20 30 40 50 60 80 90 100 110 120 130 140 150 160 170 180 560 580
J0555.D SCANS508.M Wed Jan 30 09:01:52 2002 Page 8
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Data File C:\MSDCHEM\1\5973N\02JAN29\00555.D Vvial: 1

Acg On 29 Jan 2002 2:32 pm Operator:

Sample 508 scan Inst Instrumen
Misc : January 29, 2002 Multiplxr: 1.00

MS Integration Params: LSCINT.P

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

Ahkhkkhkhkhkhkkhkhkhhkkhkhkhkhkrhhkhkhhkhkkhkhdbhkhkhdhhkhkhkhkhkhhi

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

khkdkkkhkhkhkkkhkhkhkdkhkhkhkkkhkhkhbhdkkhkhtkhk

Peak Number 7 Cyclopentasiloxane, decamet... Concentration Rank 7
R.T EstConc Area Relative to ISTD R.T.

12.54  0.10 ug/L 73429  Naphthalene-ds 13.19

Hit# of 5 Tentative ID MW MolForm CASH Qual

1 Cyclopentasiloxane, decamethyl-

- e e e e e e e e e e

370 C1l0H3005Si5 000541-02-6 78

2 Cyclopentasiloxane, decamethyl- 370 C1OH30058i5 000541-02-6 42
3 Benzeneacetic acid, .alpha.,3,4-... 472 C20H4005Si4 037148-65-5 36
4 N-(Trifluoroacetyl)-N,0,0’,0’’-t... 553 C22H42F3N0O4Si4 000000-00-0 28
Abundance Scan 803 (12.542 min): 00555.D (-) m/z 73.10 100.00%
s
5000
27 355
© - { 2% 1740 1260 1280
At m/z 267.00 36.22%
m/z--> 50 100 150 200 250 300 350 400 450
IAbundance #313068: Cyclopentasiloxane, decamethyl-
B
267 3%
5000 IIUNAALVAE VR VR
12.20 1240 1260 12.80
m/z 355.10 31.63%
b 207 ) 323
T LA A G § I T T T T T U 7 r [ LA T v T T T T ™1 7T T 1
m/iz—> 5|0 100 1‘.I50 2(l)0 25150 3(')0 35|0 4(IJO 450
Abundance #313065: Cyclopentasiloxane, decamethyl-
3
1220 1240 1260 1280
5000 267 m/z 356.10 13.92%
[ 355
45
| | 193 223 323 |.
L AL SLSL AR AL USRS SLEL SR S SUSLRLI UL R SUNLEL A L
m/z—-> 50 100 150 200 250 300 3%0 400 450
IAbundance #361626: Benzeneacetic acid, .alpha.,3,4-tris[(trimethylsi... R B e e e St 1
B : 12,20 1240 1260 12.80
m/z 74.00 10.25%
5000 .
355
45
147
[ | 193 267 295 l 429 457
T """'ll T T “ll"'ll T T 1 T T 'lll]'l“i LA LELERLERS Trrr TT 1Y lll||
m/z—-> 5|0 100 1%0 2(I)0 250 3(l)0 3510 460 450 12?20 12.|40 12?60 12.'80
)0555.D SCAN508.M Wed Jan 30 09:01:52 2002 Page 9
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Data File C:\MSDCHEM\1\5973N\02JAN29\00555.D Vial: 1

Acg On 29 Jan 2002 2:32 pm Operator:

Sample 508 scan Inst Instrumen
Misc : January 29, 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

khkhkhkkkhkhhkhkhkhhkhkhkhkhkkhkhkkhkhkhkhkhhkhkhhkhkhhhkhkhkhkhkhkhkhhkkkhhkhkhkhkhhhkhhhkhhkkhhkkhkkhkkkkrhkk

Peak Number 8

Imidazole-2,4,5-d3 $$ 1H-Im...

Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
19.99 0.04 ug/L 30382 Acenaphthene-d10 18.34
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Imidazole-2,4,5-d3 $§$ 1H-Imidazo... 71 C3HD3N2 006745-43-3 9
2 3-PENTEN-2-OL, (Z)- 86 C5H100 024652-50-4 7
3 3-Penten-2-o0l (CAS) $$ 2-PENTEN-... 86 C5H100 001569-50-2 7
4 3-Penten-2-ol $$ .alpha.,.gamma.... 86 CS5H100 001569-50~-2 7

Abundance Scan 1455 (19.985 min). 00555.D (-) m/z 71.00 100.00%
7
5000 43 149
111 AUV PR B
l ’ 86 19.60 19.80 20.00 20.20 20.40
SRNENEMSSMARNINS || BESSSNENNSSINN SIS M. m/z 43.10 51.39%
mfz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1086 Imidazole-2,4,5-d3 $$ 1H-Imidazole-2,4,5-d3 (CAS) §...
7
43
5000 . 19.60 19.80 20.00 20.20 20.40
m/z 149.10 47.19%
'!""l""II'!"I""l""i""l""l PSS SRS BARSE SRREE SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4208: 3-PENTEN-2-OL, (2)-
m
43 MUVEAUMEUVUAR AR R
19.60 19.80 20.00 20.20 20.40
5000 m/z  44.00 21.14%
27
| e
'''''' aa ”"IT‘”'I“!'I""I""l""l""l""I""I""
miz--> 20 30 40 50 70 80 90 100 110 120 130 140 150
Abundance #4045: 3-Penten-2—ol (CAS) $% 2-PENTEN-4-OL $$ Methyl prop...
m 19.60 19.80 20.00 20.20 20.40
m/z 41.10 19.90%
43
5000
86
"'Y'I‘VIIIIJllll I l L T'[T'Ill'l 'I'II T IIIIII'lII’!I|IIII"II|"
miz--> 20 30 40 S0 60 70 80 90 100 110 120 130 140 150 19.60 19.80 20.00 20.20 20.40
JO555.D SCAN508.M Wed Jan 30 09:01:52 2002 Page 10
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Data File

: C:\MSDCHEM\1\5973N\02JAN29\00555.D
Acq On : 29 Jan 2002 2:32 pm
Sample 508 scan
Misc : January 29, 2002
MS Integration Params: LSCINT.P

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

Quant Method
Title
Library

Vial: 1

Operator:
Inst :
Multiplr:

Instrumen
1.00

.\SCaANS508.M (RTE Integrator)

khkhkhkhkkhkhkhkkhkkhkhhkhkhkhbkhkhhkhkhkhbhhbhkhkkhkhhhkhkhkhkhhbhbhkhhdkhkdhkdkhkhhkhkhhhdrddthhdhrkddhhkkhhkdtg

Peak Number 9 3-Cyanocarbazole $$ 9H-Carb..

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
22.28 0.16 ug/L 139053 Phenanthrene-d10 22.65
Hit# of & Tentative ID MW MolForm CAS# Qual
1 3-Cyanocarbazole $$ 9H-Carbazole... 192 C13HS8N2 057102-93-9 64
2 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12 000883-20~-5 53
3 6-Methoxy-2,4-dihydroxy-1,5-naph... 192 C9H8N203 000000-00-0 50
4 2-CYANOCARBAZOLE $S$ 9H-Carbazole... 192 C13H8N2 057955-18-7 50

Abundance Scan 1656 (22.280 min): 00555.0 (-) . m/z 192.10 100.00%
192
96 ——
82 146 160 2200 2220 2240 2260
A2 82 88t | W7z 9€.10  15.02%
Iniz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

IAbundance #103424: 3-Cyanocarbazole $$ 9H-Carbazole-3-carbonitrile (CAS
192
5000 .
96 164
138
rlll'llll!l"I|llllllllllll|||llfl"lfl'!‘l]l!ll'lllIlIll!’I‘l’l!l'llll'llllll"T‘I!!’Vﬂ Tl’llll
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

N

T T LA B I B B L

22.00 2220 2240 22.60

m/z 191.10 14.37%

bundance #103936: Phenanthrene, 9-methyi- $$ 9-Methylphenanthrene
192 /\
22.00 2220 2240 2260
5000 m/z 193.10 14.07%
96 6
139152115116m||
mfz—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102277: 6-Methoxy-2,4-dihydroxy-1,5-naphthyridine S— r i
192 | 2200 2220 2240 2260
m/z 146.10 12.30%
5000 52 80 149
163
| b
TY | III'IIYIIIIII'III!III!' llr‘llllllilll ',!Illll!llllll'}llllll[Tl'll'l'lflllll!llll llTlllll llll‘llll T T T
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 22.00 2220 22.40 2260
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Data File : C:\MSDCHEM\1\5973N\02JAN29\00555.D Vial: 1

Acg On : 29 Jan 2002 2:32 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 29, 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
IR R S S A EE RS SRR R RS RS E E R R RS S L R E R R S R R R R R R R R R E R RS R EEEEEEEEE R REE R TN R RS R
Peak Number 10 Anthracene-D10 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.77 0.28 ug/L 243153 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1l Anthracene-D10 188 C14D10 000000-00-0 93
2 Anthracene-dl0- 188 C14D10 001719-06-8 93
3 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 87
4 Acridine-D9 - 188 C13D9N 000000-00-0 80
Abundance Scan 1699 (22.771 min): 00555.D (-) m/z 188.10 100.00%
12?8
5000
80 o4 0 3 0
66 160 2240 2260 2280 2300 2320
A0 82 e e 180 L F/z 189,10  14.51%
Ifz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84498: Anthracene-D10
188
5000 - USRS AR
2240 2260 2280 23.00 2320
80 g, m/z 80.00 13.90%
66 1?0
Ty Trey TT 0T TTTT LIRS LA TTTT TIT T LLRR BN Illg TYTIT TT l‘! YT
Iniz> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10-
188
2240 2260 22.80 23'00 23.20
5000 m/z 94.10 12.41%
80 94 160
es . 1l 180,
AN ARARNRASA AR AN ARRAS SARAS RARAS LA BARAE SARAS RALAS LAMSS LAAANSRASS RRARY
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 Tt
1?8 240 2260 2280 2300 2320
m/z 184.10 11.60%
5000
80 94
&6 | | 158 )
||ll'll’|llllll"l’ﬁlllflllrlllllll'lllllIllll'rlllllllll!lTTTlllIllll"‘rl_rl" Ill'll T lllllTll'l'['
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 23.00 23.20
10555.D SCANS508.M Wed Jan 30 09:01:52 2002 Page 12
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Data File

C:\MSDCHEM\1\5973N\02JAN29\00555.D
Acg On 29 Jan 2002 2:32 pm
Sample 508 scan
Misc : January 29, 2002
MS Integration Params: LSCINT.P
Quant Method C:\MSDCHEM\1. .

Title
Library

508

LG y T QL Ll \—\JNIH\JLAJ.L\A 1\chu.L o

scan method

C:\DATABASE\WILEY7N.L

Vial: 1
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

khkdkhkdkdhkhkhkdhkhkhkhkhkdhhkhkdhhkhhkdhkhkhkhkhkdhkhkhkhkhhkhkkhhhkhhhhhkhhhhhkhkhhkhkhhkhhkhhkhhkhkhdhddhki

Peak Number 11 1,

EstConc

4 -Cyclohexadiene,

Relative to ISTD

6-methy. ..

Concentration Rank 10

32331

Chrysene-di2

MW MolForm

Qual

o m e e em a i e e m em mm e e e e e e . e e e om e e m e e s e e = m e e e At = e . o o - e s = e

1 1,4-Cyclohexadiene,
2-(1l-methylethyl) ...

2 4-Pyrimidinol,

6-methylene-..

3 enxo-2-(phenylimino) -3-methyl-1,

4 2H-Pyran-2-one,

6-[2-E- (2-hydrox. ..

244 C19H16

244 C14H16N202
244 C15H20N20
244 C14H1204

OOOOOO OO 0 50

105545-43-5 50 pag(¢¥

132405-77-7 9

m/z 244.10 100.00%

|

2940 2960 2980 3000

‘m/z 243.

/X\ 38.40%

2940 2960 2980 3000

m/z 121.90 26.14%

2040 2060 29.80 30.00

lAbundance Scan 2304 (29.678 min): 00555.D (-)
2
5000
122
86
l|l4l4|lll"ll]l”lflllll!IlllllIfT_lfllllf]T'll T llll"lll|l
m/z--> 40 60 80 100 120 140 160 180 200 220 240
IAbundance #179623: 1,4-Cyclohexadiene, 6-methylene-3,3-diphenyl- $$ ...
244
5000 N
167
229
114 192 215
ll'lillIllll‘llllllllIlI‘l!llllll'l
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #179011: 4-Pyrimidinol, 2-(1-methylethyl)-6-{(phenoxy)methyi}
244
5000 70
158
87 138 175
123 ! 199 215
S Y (R ol T A A T =B
mfz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #179263: enxo-2-(phenylimino)-3-methy!-1,3,2-perhydrobenzo...
244
5000 106
w“ 19 149 161
95 132 200
S TR O D O O N S
miz--> 40 60 80 100 120 140 160 180 200 220 240

m/z 245.20 15.34%

R B D SRR e anan

m/z 85.90 11.41%

20.40 29.60 29.80 30.00

JO555.D SCANS08.M
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Jperator ID: Date Acquired: 29 Jan 2002 2:32 pm

data File: C:\MSDCHEM\1\5973N\02JAN29\00555.D

Jame: 508 scan

disc: January 29, 2002

dethod: C:\MSDCHEM\l\METHODS\METHODS\SCANS08.M (RTE Integrator)
Fitle: 508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
3.48 0.1 ug/L 49263 1 9.72 9659530 20.0
3.60 0.1 ug/L 56597 1 9.72 9659530 20.0
4.24 0.2 ug/L 78913 1 9.72 9659530 20.0
4.62 0.1 ug/L 31041 1 9.72 9659530 20.0
4.84 0.2 ug/L 77289 1 9.72 9659530 20.0
5.89 3.2 ug/L 1567690 1 9.72 9659530 20.0
12.54 0.1 ug/L 73429 2 13.19 13995900 - 20.0
19.99 0.0 ug/L 30382 3 18.34 15764800 20.0
22.28 0.2 ug/L 139053 4 22.65 17372700 20.0
22.77 0.3 ug/L 243153 4 22.65 17372700 -20.0
l1,4-Cy¢lohexadien... 29.68 0.0 ug/L 32331 5 30.50 16170500 20.0
J20555.D SCANS508.M Wed Jan 30 09:01:53 2002 Page 14
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