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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 02/07/2002 Time: 14:11:06

Sample: AECO108

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

Started: 2/7/02 14:10 Ended: 2/7/02 14:10 Analyst: DLV
Page: 1

Other unknown compounds .
Surr_2,4-DDD 74 5.0
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Comments for Sample AE00108 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L.
Date: 02-07-2002 Time: 14:11:09

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.

NYC-WTC_000050755
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(NOL Keviewed)

e b e A b e WAL AN L L
Data File : C:\MSDCHEM\1\5973N\02JAN25\00108.D Vial:
Acg On : 25 Jan 2002 2:18 pm Operator:
' Sample : 508 scan Inst :
Misc : January 25, 2002 Multiplr:

MS Integration Params: SPLIT.P
Quant Time: Jan 28 09:00:04 2002

Quant Method
Title

Last

Response via

: 508 scan method

Update : Fri Jan 11 13:20:07 2002

DataAcqg Meth : SCAN508

Internal Standards

- - - — -~ . S . W W A e G e e M e e e e e G S M e e e G e W e e S e

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

1,4-Dichlorobenzene-d4
Naphthalene-ds
Acenaphthene-dl10
Phenanthrene-dl0
Chrysene-dil2
Perylene-dl2

System Monitoring Compounds

37)

2,4-DDD

Spiked Amount 5.000

Target Compounds

20)
21)
42)

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

Initial Calibration

Quant Results File:

R.T. QIon
9.71 152
13.19 136
18.34 164
22.65 188
30.50 240
34.42 264
27.73 235
18.34 163
18.34 165
31.11 149

C:\MSDCHEM\1...\SCAN508.M (RTE Integratony

1569112 20.
6720546 20.
3410621 20.
5518998 20.
4579903 20«
3241735 20.
322617 3.
Recovery
544876 2
429136 9.
9945 0.

.42

77
59

6

Instrumen
1.00

SCANS508 . RES

- . - - G - -

= manual integration

(#)

00108.D SCAN508.M

= qualifier out of range (m)

NYC-WTC_000050756

Thu Feb 07 13:52:12 2002
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‘ Data File : C:\MSDCHEM\1\5973N\02JAN25\00108.D Vial: 6
. Acg On : 25 Jan 2002 2:18 pm Operator:

Sample : 508 scan , Inst : Irnstrumen
Misc : January 25, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P -
Quant Time: Jan 28 9:00 2002 Quant Results File: -SCAN508.RE
Method C:\MSDCHEM\ 1\METHODS\METHODS\SCANS508 .M (RTE Integrator)
Title 508 scan method

Last Update
Response via :

Fri Jan 11 13:20:07 2002
Initial Calibration

undance

8000000

7500000

7000000

56500000

4500000

3500000

1500000

1000000

500000

'A.Il
--------

1,4-Dichlorobenzene-dd,|

TIC: 00108.D

Phenanthrene-d10,}

_ Naphthalene-d8,i
ne-di2,!

Chry

Perylene-di2,i

2,4-DDD,;S

(,f
Bis(2-athylhexyliphthalate

Time--> 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000 3200 3400 36.00 3800

|||||| T T T T lr:u;;---»»xx,u llllllivlll
!

00108.D SCAN508.M Thu Feb 07 13:52:13 2002 Page 2

NYC-WTC_000050757
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Data File C:\MSDCHEM\1\5973N\02JAN25\00108.D Vial: 6

Acqg On 25 Jan 2002 2:18 pm Operator:

Sample 508 scan Inst : Instrumen
Misc January 25, 2002 Multiplr: 1.00

MS Integratlon 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 tangéﬁ£7>
Peak separation: 5

Signal TIC

peak R.T. first max last PK peak - corr. corr % of .
# min scan scan scan TY height’ area % max total

1 3.602 17 20 25 rvB 36593 53144 0.36% 0.067%

2 4.241 71 76 83 rvB2 22960 50058 0.34% 0.063%

3 4.618 107 109 117 rBV3 17044 40548 0.28% 0.051%

4 4.835 123 128 141 rBV2 27934 79981 0.55% 0.101%

5 5.006 141 143 153 rVB 61576 108168 0.74% 0.137%

6 5.714 201 205 209 rBV 39086 70128 0.48% 0.089%

7 5.885 217 220 249 rVB 706749 1456863 9.95% 1.847%

8 9.539 535 540 545 rvv 37873 93991 0.64% 0.119%

9 9.630 545 548 551 rvv 44739 101465 0.69% 0.129%
10 9.710 551 555 561 rVV 4459840 9030017 61.70% 11.447%
11 9.836 561 566 587 rvv 60998 216085 1.48% 0.274% .
12 12.541 799 803 809 rvv 24172 42117 0.29% 0.053% "~ -
13 13.192 855 860 865 rBV 6417484 12966032 88.60% 16.437% -
14 18.341 1305 1311 1315 rBV 6948269 13858480 94.69% '17.568%
15 22.280 1651 1656 1661 rBV 56924 105083 0.72% 0.133%
16 22.645 1681 1688 1693 rBV 6503308 14635114 100.00% .18.552%
17 22.771 1695 1699 1713 VB 89954 275151 1.88% 0.349%
18 27.726 2129 2133 2139 rBV 920554 1616302 11.04% 2.049%
19 30.500 2369 2376 2381 rBV 5446302 13095685 89.48% 16.601%
20 34.416 2713 2719 2763 rVV 3935059 10990979 75.10% 13.933%

Sum of corrected areas: 78885391

J0108.D SCAN508.M

NYC-WTC_000050758

Mon Jan 28 09:49:58 2002

Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN25\00108.D

Operator

Acquired : 25 Jan 2002 2:18 pm using AcgMethod SCANS508
Instrument : Instrumen

Sample Name: 508 scan

Misc Info : January 25, 2002

Vial Number: 6

Quant File :SCAN508.RES (RTE Integrator)

Abundance TIC: 00108.D
13.19

6000000
5000000
9.71
4000000
3000000
2000000

1000000 5.89
3.60 4.241. @891 5.7}(

12.54 e
Ot T (LI e | T T LN o e e BRI LN N L A St R i S s S e e e | T T
Time--> 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00

Abundance TIC: 00108.D
1834 22.65

6000000

5000000

2000000

1000000 RS A

o L 22877
S | L
Tme—> 1600 17.00 1800 1900 2000 2100 2200 2300 2400 2500 2600  27.00

Abundance TIC: 00108.D

6000000
30.50
5000000

4000000 ' 34.42

2000000

1000000

CI Tyt L Ty T T Y I'l'l..'...‘,"

¥ T T T ' | v v ¥ ] ¥ ¥ v T I T T T T T T T J l T T L L l | ]
Vime-> 2800 2900 3000 3100 3200 33l00 3400 3500 3600 3700 3800 39.00-

30108.D SCAN508.M Mon Jan 28 09:49:58 2002 Page 2

NYC-WTC_000050759
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Data File C:\MSDCHEM\1\5973N\02JAN25\00108.D
Acg On 25 Jan 2002 2:18 pm

Sample 508 scan

Misc January 25, 2002

MS Integratlon Params: LSCINT.P

Quant Method
Title
Library

Peak Number

C:\MSDCHEM\1...

508 scan method
C:\DATABASE\WILEY7N.L

*********************************************************************
Concentration Rank 10

1 Butanoic acid, methyl ester

vial: 6

Operator:
Inst :
Multiplr: 1.00

Instrumen

\SCAN508.M (RTE Integrator)

R.T EstConc Area Relative to ISTD R.T
3.60 0.12 ug/L 53144 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, methyl ester 102 C5H1002 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 83
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 78
[Abundance Scag 20 (3.602 min): 00108.D () m/z 43.10 100.00%
4 74 :
5000
59 87 . S
1) | l 3.50 3.60 3.70 3.80 3.90 4.00
I||' ll I'II'I|'|!II||'YI"IV"|' lIIlI’I.TlTlll' l‘ m/Z 74'10 94‘24%
miz—-> 10 30 50 60 70 80 90 100 110
Abundance #9219: Butanoic acid, methyl ester
483
74
15 3.50 3.60 3.70 3.80 3.90 4.00
l ’ 59 a7 m/z 71.10 71.68%
llYlllIllll !33l|3;81!:ll'llillllllll'lllllllllll|1921 !l
miz-—-> 10 20 30 40 50 60 70 80 90 100 110 -
Abundance #9228: Butanoic acid, methyl ester (CAS) gﬁ Methyl butyrat...
TT v Ty TT A l'lll
350 360370380390400
5000 m/z 41.10 35.32%
59 87
| 'I l i 102
Yll’llI‘||l|'lll’[llll|l1"llllllI'Illlll"’l‘lill‘
miz—> 10 20 30 50 60 70 80 90 100 110
Abundance #9222: Butanoic acid, methyl ester (CAS) $$ Methyi butyrat... —rrrprred T
B I 3.50 3.60 3.70 3.80 3.90 4.00
m/z 87.00 28.62%
5000
59 87
33 1t ' o 11 ’ 102 e
llll)!‘l'l’llllllll LIS I ) e +rirrrT T T T T v ¢V ] 7
mz—> 10 20 30 40 50 60 70 80 90 100 110 350 3.60 3.70 3.80 3.90 400
00108.D SCAN508.M Mon Jan 2§ 09:49:59 2002 Pagé'B

NYC-WTC_000050760
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Data File

Document

- -

-~

C:\MSDCHEM\1\5973N\02JAN25\00108.D

Vial: 6

Acq On :
Sample
Misc :

508 scan

25 Jan 2002

January 25,
MS Integration Params:

2:18 pm

2002
LSCINT.P

Quant Method
Title
Library

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

Operator:
Inst :
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

Instrumen

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

Peak Number 2 2(3H)-Furanone, 5-ethyldihy... Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T/

" 4.24 0.11 ug/L 50058  1,4-Dichlorobenzene-d4  9.71

Hit# of 5 Tentative ID MW MolForm CAS# Qual

--_.—......-..._.........-.,.-..—-....--——_._..._.____-__..._-.._.._....--..-.-.——....__....—.--..-—-......—.-u-v.-..

1 2 (3H) -Furanone,

2 Pentane,

5-ethyldihydro- ...
2-bromo-4-methyl -

3 Methacrylamide $$ 2-Propenamide, ...

114 C6H1002
164 C6H13Br
85 C4H7NO

000695-06~«7 33
030310-22-6 33
000079-39~-0 28

4 (2)-3-[[(1’-Oxacyclohex-2’-yl)ox... 254 C1l5H2603 076481-04<=4 23
Abundance Scan 76 (4.241 min): 00108.D (-E_)) m/z 85.10 100.00%
41 8
5000 A S
60 !||.,|.||/,\...I.\'...;..'.IA.|.
‘ | | 380 400 420 440 460
SRR 1| . AN N RSN N E S —— m/z 41.10 87.109
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120
IAbundance #14904: 2(3H)-Furanone, 5-ethyldihydro- (CAS) $$ .GAMMA.-N...
85
5000 29 o
380 400 420 440 460
42 56 m/z 43.10 57.40%
15 l 70 .
T ’ Ll l|! L ; T ! T ' TV T l L2020 e ) I T lllll ‘ T : T ! LA ' LA ! T ] LA S ' LN I I ) ]1l1l3l T l T
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2@838: Pentane, 2-bromo-4-methyl-
85 380 400 420 440 460
5000 m/z 39.10 32.52%
27 69
15 7
¥ ¥ l T II' ¥ ‘ L ) T l I?Zl ! e I 'léll | L} L | T ' ¥ ! ; T I LI B | | T I1Iol7| rory 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 -
Abundance #3602: Methacrylamide $$ 2-Propenamide, 2-methyl- $$ .alph... et et T
4 85 3.80 400 420 440 _4.60
m/z 60.10 28.40%
5000 69
53 | B
Illlll'llll ’ll!lll'lllll"‘II:"Ill"[Il:l"ll"l')ll"“‘\ [ll lIlII" T ll("'l'l
mfz—> 10 20 30 40 50 60 70 80 9 100 110 120 3.80 00 420 440 . 460
00108.D SCAN508.M Mon Jan 28 09:49:59 2002 Page 4

NYC-WTC_000050761
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Data File : C:\MSDCHEM\1\5973N\02JAN25\00108.D Vial: 6
Acg On : 25 Jan 2002 2:18 pm Operator: .
Sample : 508 scan Inst : Ingtrumen

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

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

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L :
*********************************************************************
Peak Number 3 2-Buten-1-o0l, 3-methyl- Concentration Rank 12
R.T. EstConc - Area Relative to ISTD R.T.
4.62 0.09 ug/L 40548 1,4-Dichlorobenzene-d4 9.71.
Hit# of 5 Tentative ID : MW MolForm CAS#H 2. Qual
1 2-Buten-1-0l, 3-methyl- ' 86 C5H100 000556-82-1 38
2 2-Buten-1-0l, 3-methyl- (CAS) $$... 86 CB5H100 000556-82~1 38
3 3-Penten-2-0l $$ .alpha.,.gamma.... 86 C5H100 001569-50-2 23
4 N-HEXYL AMINE 101 C6H15N 000000-00-0 22
IAbundance Scan 109(4.618min):;)0108.D(-) m/z 71.10 100.00%
41 n
57 88
5000
53 101 \yu:ll\l\[\\;\'||v|v| ]
|| ||| ' . | 420 440 460 480 . 500
”]"llll‘(lllll!'lll | "'|'|'!|l||’| llllllllllll |llll|llll]!'l')I\l)'!lll]llil‘l!ll' m/z 41 10 87 50%
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-
7h
5000 '
27 39 53 420 440 460 480 500
! m/Z  57.10  68.04%
86 E
Il]'ll")llllllllllf |llllll !'lll 59[ eéll : IlillllIl‘illl'll)ll)l!))
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 .
Abundance #4072: 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $$ 2-METHYL... A
m
420 440 460 480 500
ol ?
K|||||I’| l; lll"llll’l”ll’lll lllllllllllllll ! lllIlllll'lllli!lllilIll‘lllllllllllill!
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #4047: 3-Penten-2-ol $$ .alpha.,.gamma.-Dimethylallyl alco... S i  ma s i T
43 L 420 440 460 4.80- 5.00
m/z 43.10 41.85%
5000
27 34 S3 ‘
58 86
I!IIIIIII!ll'll!l]'l!l'l! l!llll'll!llll!I'I\Illll!ll :ll'IllllllllI!lll‘lllllllll'lll) lll‘ - - T
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95100105 420 440 460 4.80  -5.00
00108.D SCANS08.M Mon Jan 28 09:49:59 2002 , ~ pégé*s

NYC-WTC_000050762
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Data File : C:\MSDCHEM\1\5973N\02JAN25\00108.D

Acg On : 25 Jan 2002 2:18 pm
Sample 508 scan
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: 6

Instrumen
1.00 .

.\SCAN508.M (RTE Integrator)

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

Peak Number 4 2-Butenal, 3-methyl- $$ Cro. Concentration Rank = 7
R.T EstConc Area Relative to ISTD R.T."
4.83 0.18 ug/L 79981 1,4-Dichlorobenzene-d4 9.71

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butenal, 3-methyl- $$ Crotonal... 84 CS5H80 000107-86-8 74
2 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 CS5HS8O 000107-86-8 74
3 Furan, 2,3-dihydro-4-methyl- (CA... 84 C5H80O 034314-83-5 59
4 3,4-Dihydropyran $$ 2H-Pyran, 3,... 84 CS5H80O 000110-87-2 53

Abundance Scan 128 (4.835 min): 00108.D (-) m/z 83.95 100.00%

55
59
5000 41
- IIIT
A P4 | 440 460 480 sm 520
SNS——) 1  M — — m/z 55.10 83.94%
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 '
Abundance #3222: 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $... o
84 e
39 " -
5000 o7 440 460 480 500 5.20
m/z 59.10 57.23%
{ 44 |5l1l I 69 4 ':.
miz—-> 20 25 30 35 40 4% 50 55 60 65 70 75 80 85 90 . N
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$... K
84
55 T T T Ty T ']\llllv
4.40 460 480 500 520
5000 39 m/z 41.10 52.59%
27
44 51| 69 .
llIlllIIl‘!!ll"ll l‘l] 'l’l"’lllll‘l L) Illlllllllllllllill' Tt Illlllll'l'
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3351: Furan, 2,3-dihydro-4-methyl- (CAS) $$ 4 METHYL-23-... AA
56 &4 440 460 480 500..520
m/z 83.00 50.49%
5000 41
69
llllllo'!l‘lll'lll'!'!'l1!4;4||’l|i5,1‘!! !l"l’l'lll’l!'lllIllllllll‘ %lllll‘l(‘ ‘I\‘Illl l' lll':. I
m/z—> 20 25 30 35 40 45 50 55 60 65 70 80 8 90 440 460 480 500 520

00108.D SCAN508.M

NYC-WTC_000050763

Mon Jan 2§ 09:49:59 2002

Page 6
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Data File
Acg On
Sample
Misc

MS Integratlon Params:

Quant Method
Title
Library

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

Ak by Bt e SA L Y MG L dd WA WL RLE NS A L L

LSCINT.P

2:18 pm

C:\MSDCHEM\ 1\5973N\02JAN25\00108.D
25 Jan 2002
508 scan

January 25, 2002

Operator:
Inst
Multiplr:

Vial: 6

Instirumen
1.00°

.\SCAN508.M (RTE Integrator)

*********************************************************************
Concentration Rank . -4

Peak Number

5 3-Buten-2-o0l, 2-methyl-

R.T EstConc Area Relative to ISTD R.T
5.01 0.24 ug/L 108168 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm Ccas# Qual
1 3-Buten-2-0l, 2-methyl- 86 CS5H100 000115~ 18 4 86
2 Butenol, methyl- . 86 CSH100 060766-00-9 80
3 3-Buten-2-0l, 2-methyl- (CAS) $$... 86 C5H100 000115-18-4 78
4 3-Buten-2-0l, 2-methyl- $$ .alph... 86 C5H100 000115-18~-4 72
[Abundance Scan 143 (5.006 min): 00108.D (- 4 m/z 71.10 100.00%
43 h
5000 59
39 [\[\\'\ A . -
lllllllllllll"'][‘l'l‘
53 67 85 460 480 500 520 540
\—l—'ll “! ]'l'll T I['I L) l l !‘lll'llllll?ﬁ!lllllll 'll ¥ ""'ll’;'l‘!l'l l‘ m/z 43‘10 87 77%
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 5 80 85 90
Abundance 4083: 3-Buten-2-ol, 2-methyl-
43
5000 A A .
59 460 480 500 520 540
31 m/z 41.05 50.21%
'l_I'TI| LI I'l |1317|I' ’ Ii'(llllls!sliﬁllllllilllfl 'llll!i,lll"afel"”! ll
2> 5 10 15 30 35 40 45 50 55 60 65 75 80 85 90
Abundance #4093: Butenol, methyl-
43
460 480 500 520 5.40
5000 59 IH/Z 59.10 40.54%
15 g
{ 31 53 ‘
"lllll’l TIT7 " Il' L l]lll!lllll TT llll Vlll!l:ll!l'llllllszl =IIIIIII |8 l‘ll'l] . .
mz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 SR
Abundance #4081: 3-Buten-2-0l, 2-methyl- (CAS) $$ 2-Methyl-3-buten-2... i A A - A T I\, &
460 480 500 520 540
m/z 69.10 39.25%
43
5000
59 ..
3 53 67 :
L‘l/z T 1 lIlI'l!!! ll'!'ll‘ll'll !llllll I ||’illlll lll'll!: llllllxlllll8§Kl|'l'l| Iilllllllll[’lll.ljl. l“ll
-> 5 10 15 0 35 40 45 50 55 60 65 7 80 85 90 460 480 500 520. 540

J0108.D SCANS508.M

NYC-WTC_000050764

Mon Jan 28§ 09:49:59 2002
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Data File

LivLaLy Scdllll LOUPUULIU KepoLtt

Acg On 25 Jan 2002 2:18 pm
Sample 508 scan
Misc January 25, 2002

MS Integratlon Params: LSCINT.P

Quant Method
Title
Library

Peak Number 6

C:\MSDCHEM\1. .
508 scan method

C: \MSDCHEM\l\5973N\02JAN25\00108 D

Vial:
Operator:
Inst
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

C:\DATABASE\WILEY7N.L

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

1-Hexene, 4,5-dimethyl- $$ ...

EstConc

1,4-Dichlorobenzene-d4

Relative to ISTD

- - o e e G T e G e e e W e e e T me e R S e W e M ek I MA e e e e e e T e e Sm e TR e e e e e e Em m e W W e e e mm e

70128

MW MolForm

6

Instrumen

Concentration Rank~ 8

o " v - - - - W e mm . o W e n e . - - A e m— . e m . A e e T e M e e e e e S e e o e W . — o e e e e G o e

1l 1-Hexene,

2 3-Buten-2-0l1l, 2-methyl-
3 3-Penten-2-o0l $$

4 3-[.beta.-hydroxy- (.beta.,

.alpha.,

4,5~-dimethyl- $$ 4,5-D..

.gamma. . .
.. 86 C5H6D20

.beta.

. 112 C8HI®6
86 C5H100
. 86 C5H100

016106-59~ 5 59
000115-18-4 43
001569-50-2 42
005557-87-9 38

[Abundance Scan 205 (5.714 min): 00108.D (-) m/z 71.10 100.00%
1t il
5000
45 -
: 53 58 540 560 6580 6.00
67 84 : :
..,.‘.‘,.,..‘..,,,..e;]' .- NN NN 1Y E— P — m/z 41.10 _98.10%
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 :
Abundance #13811: 1-Hexene, 4,5-dimethyl- $$ 4,5-Dimethyl-1-hexene
71
swo LI A I e LI I
39 85 540 560 580
27 ‘ ‘ m/z 43.10
67
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #4085: 3-Buten-2-ol, 2-methyl-
M
43 L
540 560 580 600
5000 m/z 69.10 43.15%
59
27 34 5 '
HPHWJHJ”W””“.WHHPJJHL“”wﬁm,”qunpuf?”““”“”“”w,
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #4047: 3-Penten-2-ol $$ .alpha., gamma.-Dimethylallyl alco... R B AR R
43 7 540 560 580 600
m/z 39.10 40 75
5000 39
53
27 I 67
58 | 86 J
|\|l|1||vtn|v|ul|!!||r!l!un2rlll|ll!-|“|l|||!l|!l|||ll|]rvvl|!l|1]lxl|;||||l|| Ty r'lll/l\r .v
miz--> 20 25 30 35 40 45 50 55 60 65 70 80 85 90 95 100 105 540 560 5

J0108.D SCAN508.M
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Data File C:\MSDCHEM\1\5973N\02JAN25\00108.D
Acg On 25 Jan 2002 2:18 pm
Sample 508 scan
Misc January 25, 2002
MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

\SCAN508.M (RTE Integrator)

Vvial: 6
Operator:
Inst
Multiplr:

Instrumen
1.00

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

Peak Number 7 3-Pentanol,

2,4-dimethyl-

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T
5.89 3.23 ug/L 1456860 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 33
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00~0 33
3 Butane, 2-methoxy-2-methyl- $$ E... 102 C6H140 000994-05+<8 33
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 33
[Abundance Scan 220 (5.885 min): 00108.D () m/z 73.10 100.00%
3
5000 .
43 Illlllllll’ ...l..;l.l.lll
560 6580 6.00 620
!l T ‘("’ll;'l‘lllsl‘si'Iilllil" I'8'.?1"0|?93|'Illl|IllllllllI|"|’|l"l“|‘l|"!’|' m/z 43'10 24.56%
m/z—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
IAbundance #17065: 3-Pentanol, 2,4-dimethyl- s
B .
50% 55 l"l"l'llf‘l"l'i"“’l’zll'
560 580 600 620
m/z 45.10 9.55%
27 ' N
Illllllllll l' I:I TTrYT x‘ 83 T T lll]]ll\l llllll
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Ajoetlc acid, 3-{1,3]dioxolan-2-ylpropyl ester
3
560 580 6.00 620
5000 m/z 41.10 9 33%
43 .
27 Jl 55 . 87 113 174
IIIIIIIIl!“I|II|!|II||II’|llllllll‘ll’ll llll
miz--> 20 30 40 50 60 7b 80 90 160 110 120 130 140 150 160 170 180
Abundance #9702: Butane, 2-methoxy-2-methyl- $$ Ether, methyt tert-p...
B
5000 L
55 87 R
. .
llll2lzlllllIl"llll’l||[|||'l|I:"||0|I||||l|I.IIlll'llll'll IIII('IV""""!"" R S IAIIII\III.. 'Il’ll\
miz—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 620
20108.D SCAN508.M Mon Jan 28 09:49:59 2002 PégéZQ
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Data File C:\MSDCHEM\1\5973N\02JAN25\00108.D
Acg On 25 Jan 2002 2:18 pm

Sample 508 scan

Misc January 25, 2002

MS Integratlon

Quant Method
Title
Library

se se  se

Params: LSCINT.P
C:\MSDCHEM\l...
508 scan method
C:\DATABASE\WILEY7N.L

Operator:
Inst :
Multiplr: 1.00

Vvial: 6

Instrimen

\SCAN508.M (RTE Integrator)

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

Peak Number 8

2-Propanol,

1-(2-methoxy-1-..

Relative to ISTD

Concentration Rank - 6

e e e e W e m e e e e e e e e e e W e e mm me mm e e e M e e T e G e e e e e e e e e . e e G - e R e e e e e e e W

R.T EstConc Area
9.54 0.21 ug/L 93991
Hit# of 5 Tentative ID

1,4-Dichlorobenzene-d4 9.

MW MolForm

- .- wn . wm e Am Wm e W MR G G S e M G e Em M M M M Gm e e M mm T Wm e e e ew e w  Ae e we e e e w m —a—-

1 2-Propanol,

2 2-Butanol,

2-methyl -

4 2-[ (Methoxyethoxy)ethoxy)ethyl]

1-(2-methoxy-1-methy. .
(CAS) $§ 2-...
3 BIS(1-METHYL-2-HYDROXYETHYL) ETHER

. 148 C7H1603
88 C5H120
134 C6H1403
280 C13H2806

020324-32-7 78
000075-85-4 59
000000-00~0 56
000000-00-0 56

[Abundance Scan 540 (9.539 min): 00108.D (-) m/z 59.10 100.00%
5. .
5000 45 103 f
73
I||'1ll”|||||||lll YI
| 920 940 960 980
l" L I. ' I‘lll!:lllllll"lll'l ’ll'Illl"l"ll‘ll"l"“" m/z 45‘10 42.98%
miz—-> 20 30 40 60 70 80 90 100 110 120 130 140
Abundance #43943: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
59
5000 T T T
S 73 103 920 940 960
31 ' ' m/z 103.10  39.
T ' LIS M I | II"i R I ! LN § I LI I ! i LN I I T ’ T I Trorh II T ! L) l LU W 3 I' T T ‘?30|| L ) ||
wz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 T
Abundance #4916: 2-Butanol, 2-methyl- (CAS) $$ 2-Methyl-2-butanol $$... e
5p , o
'1Ill’ll”l"lllfl"'im‘l'
73 920 940 960 980
5000 45 Hl/Z 73.10 27.53%
sl
T l LI A ) l T |l| ; : T l e i LI B e I" LI I T I TrTrr ' TrrT Ty ' LA B I I LI I ' T
miz—-> 20 30 40 50 @0 70 80 90 100 110 120 130 140
Abundance #29208: BIS(1-METHYL-2-HYDROXYETHYL)ETHER Bl S
5p 920 940 960 980
m/z 41.10 21.80%
5000 31
l 4 103
T l"’ T ) T T 1 ’ T T |134 T
T Trrryvryrryprer T L B M LA L I e rrrT LI I I ) L] T T T T LANL I e ¥ 1 I T T
m/z—> 20 30 40 50 60 70 g0 100 110 120 130 140 9.20
00108.D SCAN508.M Mon Jan 28 09:50:00 2002 Pagé 10
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Data File : C:\MSDCHEM\1\5973N\02JAN25\00108.D Vial: 6

Acg On : 25 Jan 2002 2:18 pm Operator: L
Sample 508 scan Inst Instrumen
Misc January 25, 2002 Multiplr:

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

\SCAN508.M (RTE Integrator)

1.00 -

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

Peak Number

9 2-Propanol,

1-(2-methoxy-1-...

Concentration Rank &5

R.T EstConc Area Relative to ISTD R.T
9.63 0.22 ug/L 101465 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID ‘MW MolForm CAS# Qual

.........-...-..__..--...._-........_..-_..........._.._-.—-.--.--.._.._.._.....__...-.-..-.-.----———-———-—b—«—-u

1 2-Propanol,
2 2-Propanol,

1- (2-methoxy-1-methy...
1,1’ -oxybis-
3 DIPROPYLENEGLYCOL METHYL ETHER $...
4 BIS(1-METHYL-2-HYDROXYETHYL) ETHER

148 C7H1603
134 C6H1403
148 C7H1603
134 C6H1403

(Cas) $...

020324-32-7 83
000110-98-5 64
020324-32-7 56
000000-00-0 50

Abundance Scan 548 (9.630 min); 00108.D (-) m/z 59.10 100.00%
50 :
" T M
73 P
3g|| ’ 920 940 960 980 10.00
SRS |} M ' AN - SN | S — m/z 45.10 45.88%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43943; 2-Propanol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro... el
59 1
5000 ‘.;.-.-.-.,..v..jl,""...",\u.
45 73 103 920 940 960 9.80:.1000
31 l m/z 103.05 34 16%
,q.“,w..WL”.J.”,”.H..“,”..“.” SN N 1.+ S
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #29204: 2-Propanol, 51 ,1-oxybis- (CAS) $$ Dipropylene glyc...
<]
920 940 960 980 1000
5000 ¥ s m/z 73.10  27.42%
l 103
e “L”,qm“.“.h,”.w.”.“.”,”.w.”.“.”,”.”,”.
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43944: DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propanol, 1-(2...
5 920 940 960 930 110,00
103 m/z 41.10 23.17%
5000
45 - 73 .
31 \ I
|1§| II RRRRENAREY 120
L R a ST L A
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 920 940 960

00108.D SCANS508.M
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Data File C:\MSDCHEM\1\5973N\02JAN25\00108.D Vial: 6

Acg On 25 Jan 2002 2:18 pm Operator: e
Sample 508 scan Inst : Instrumen
Misc January 25, 2002 Multiplr: 1.00 -

MS Integratlon Params: LSCINT.P S

Quant Method
Title
Library

C:\MSDCHEM\1. .

.\SCAN508.M (RTE Integrator)

508 scan method
C:\DATABASE\WILEY7N.L

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

Peak Number 10 2-Propanol,

1- (2-methoxypro...

Concentration Rank. -2

R.T EstConc Area Relative to ISTD R.T.
9.84 0.48 ug/L 216085 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

...._.......-......................._._......_......._--.__..—-.--......_.._—_.—»—-.-._......................._-—___......_w-‘_a_..—.

1 2-Propanol,
2 PROPYLENE GLYCOL TRIMER 3
3 PROPYLENE GLYCOL TRIMER 1
4 TRIPROPYLENE GLYCOL 2

1- (2-methoxypropoxy) .

148 C7H1603
174 COH1803
174 COH1803
192 C9H2004

013429-07= 7 83
000000-00-0 64
000000-00-0 64
000000-00-0 43

m/z 59.05 100.00%

940 960 980 10.00:10.20

45.10

-+ 14.10%

940 960 980 1000 1020
m/z 73.10 8.96%

940 960 980 1000.1020
41.10  8.839

m/z

940 960 980 10.00--10.20
m/z 43.10 .7.37%

Abundance Scan 566 (2.836 min): 00108.D {-)
59
5000
45
73
B 1Y ) R (N A
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #43942; 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
58
5000
31 45 73
SN RSN S SN SN NN - N
m/z—-> 30 40 50 60 70 80 90 100 110 120 130
Abundance #78534: PROPYLENE GLYCOL TRIMER 3
50
5000 41
103
SN NS 1 A SO S NN V. AN
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #78532: PROPYLENE GLYCOL TRIMER 1
5
5000 4
103
, 'I] ' Li 'T? . " M7 130
L L LI ] LA L LANL NN B § TTrr7r TIrITFTveT LML B | Illll||'\lll LI T A
m/z—> 30 40 50 60 70 80 90 100 110 120 130

00108.D SCAN508.M

NYC-WTC_000050769
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Data File : C:\MSDCHEM\1\5973N\02JAN25\00108.D Vial: 6

Acg On : 25 Jan 2002 2:18 pm Operator: :
Sample : 508 scan Inst : Instrumen
Misc : January 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

*********************************************************************
Peak Number 11 Cyclopentasiloxane, decamet... Concentration Rank 13

Quant Method

se oo

e

R.T. EstConc Area Relative to ISTD R.T.
12.54 0.06 ug/L 42117 Naphthalene-d8 13.19
Hit# of 5 Tentative 1D MW MolForm CASH  ,Qua1
1 Cyclopentasiloxane, decamethyl- 370 C10H30058i5 000541~ 02 6 83
2 Cyclopentasiloxane, decamethyl- 370 C10H3005S8i5 000541-02-6 83
3 Noradrenaline tetraTMS i 457 C20H43N0O38i4 068595-65-3 37
4 Phenethylamine, N-methyl-.beta.,... 399 C18H37NO3Si3 010538-85-9 37

Abundance Scan 803 (12,541 min): 00108.D (-) m/z -73.10 100.00%
7B
5000
267 355 -
w0 t 1220 12,40 1260 1280 _
'I""Il T '|'”"'Il'lll""l'l"l'l‘l |I| ||I LI 'l LIk l LA NS | LA l T I] L l[ll TTT 'I ¥y ‘ m/z 267’00 40.61%
nfz—> 40 60 80 100120140160180200220240 260280 300 320 340 360 380 400 420440
Abundance 7 #313065: Cyclopentasiloxane, decamethyl-
B
5000 267 SSUMURUUVURUUVU U
1220 12.40 1260 12.80
355 m/z 355.10 35.04%
45 : k
: 193 223 | 323
LELREAE LA T 'Il' LRLRE RANES B TIYrvr ey llll ey "l' LA RERSRARE R BARAE RARAER) TT ll T | T
e B 5 85 100150 140 a0 10 2D 230 50 a0 o0 S0 A 30 500 380 400 430440
Abundance #313068: Cyclopentasiloxane, decamethyi-
7B
355 1220 1240 1260 1280
5000 267 m/z 356.10 12.25%

207 323

L AN RS RKEEN RERLE KRRLE RAREE KRRRS Hry ' [RERFERRENEERLEERRRYESRRRE L

e
mfz—> 40 60 80 100 140160180200220240260280300320340360380400420440
B3

Abundance #357156: Noradrenaline tetraTMS

1220 1240 1260 1280
m/z 268.00  11.13%

5000 102 355
T 147 442 e
miz-> 40 60 80 100120140160180200220240260280300320340360380 400420440 1220 1240 1260 1280
00108.D SCAN508.M Mon Jan 28 09:50:00 2002 : Page 13
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Data File : C:\MSDCHEM\1\5973N\02JAN25\00108.D Vial: 6

Acg On : 25 Jan 2002 2:18 pm Operator: o
Sample : 508 scan Inst : Instrumen
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 Numbér 12 4-METHOXY-.BETA.-METHYLCINN... Concentration Rank .9

R.T. EstConc Area Relative to ISTD ~ R.T.
22.28 0.14 ug/L 105083 Phenanthrene-di10 22.65
Hit# of 5 Tentative ID . MW MolForm CAS#H 5574Qua1
1 4-METHOXY~ .BETA.-METHYLCINNAMIC ... 192 Cl1H1203 019169-94-9 72
2 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12 000883-20-5 53
3 2-CYANOCARBAZOLE $$ 9H-Carbazole... 192 C13H8N2 057955-18-7 50
4 2-Imidazolidinone, l-methoxy-3-p... 192 C10H12N202 052420-43-6 47

Abundance Scan 1656 (22.280 min): 00108.D (-) m/z 192.10 100.009%
192
= /\ /\
g2 9 146 469 | 2200 2220 2'240 '2'260
SN Y Y IS § L AN N S i m/z 191.00  15.58%
m/z—-> 40 80 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102588: 4-METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenoi... - R
1 P
5000 108 —-— ..ﬁf:K\
2200 2220 2240 2260
175 m/z 193.10 15.10%
crrrevyyyeyrTyrTerey Il"'l'lll L] L T L | TIv Ill"lll ’!‘IY;I T }‘llllll ..‘
m/z-—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 -
Abundance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene 4
1
2200 2220 2240 2260
5000 m/z 146.10 14.41%
96
S B S NSk ol L
m/z—> 405060708090100110120130140150160170180190200
Abundance #103420: 2-CYANOCARBAZOLE $$ 9H-Carbazole-2-carbonitrile (CAS L e
192 2200 2220 2240 2260
m/z 96.10 13.13%
5000
9]6 1?_8 164 .
mz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 202220 240 260
30108.D SCANS08.M Mon Jan 28 09:50:00 2002 Page 14
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Data File C:\MSDCHEM\1\5973N\02JAN25\00108.D
Acg On 25 Jan 2002 2:18 pm

Sample 508 scan

Misc January 25, 2002

MS Integratlon Params: LSCINT.P

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

Quant Method :
Title :
Library :

Operator:
Inst :
Multiplr:

Vial: 6

Instrumen
1.00.

.\SCAN508.M (RTE Integrator)

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

Peak Number 13

DECADEUTEROPHENANTHRENE $$

Relative to ISTD

Concentration Rank .3

v . - v - - e e e W WG WY G e SR e e e W e e G M e e R e e e A S e S . e e e e A . R e - em W e R e e

R.T EstConc Area
22.77 0.38 ug/L 275151
Hit# of 5 Tentative ID

Phenanthrene-dlo0

MW MolForm

. e e e e T mm R W W e W S e W G e W e S e Em M T e SR e e wm e e G e e G e e e . e . - - S e e e WD W e e e

1 DECADEUTEROPHENANTHRENE $$ Phena..

. 188 C14D10

001517-22-2 91

2 Anthracene-dl0- 188 C14D10 001719-06-8 90
3 Anthracene-D10 188 C14D10 000000-00~0 86
4 Acridine-D9 188 C13DSN 000000-00~0 45
Abundance Scan 1699 (22.771 min): 00108.D () 46 m/z 188.15 100.00%
1
5000
% 240 2260 2280 7350 2350
o sz X u:-*=..;!l... 22 e | W7z 94705  20.85%
miz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 '
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 45
1
5000 ,,....l....,...';',,.'..',.
2240 2260 2280 23.00 23.20
80 m/z  80.10  16.94%
lllllllll|‘l'(|I16=6lllll\!llll’ !Il'llllll L) T I’I1ﬁllll|’ ll"'|llll
> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 -
Abundance #84502: Anthracene-d10-
148 .
2240 2260 2280 2300 :23.20
5000 m/z 189.10 15.84%
80 94 160
ll’llllll!ll II Gslll‘!“ I|I| Illlllll lll!llll l180l'l|l’ll
miz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84498: Anthracene-D10 S R
188 2740 2260 2280 23,00 2320
m/z 184.10 11.41%
5000
80 o4
o | 1
lIlI'III'llilI'll!']lll’ll}ll]!'l"llllllllllllrlllll,llll ll:ll’ll' ’III v (ll"l -
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 2300 23.20

00108.D SCAN508.M

NYC-WTC_000050772
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Operator ID: Date Acquired: 25 Jan 2002 2:18 pm

Data File: C:\MSDCHEM\1\5973N\02JAN25\00108.D

Name: 508 scan :

Misc: January 25, 2002

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

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standatd-~—

TIC (Top Hit name RT EstConc Units Response |# RT Resp Conc
3utanolc acid, me... 3.60 0.1 ug/L 53144 1 9.71 9030020 20.0
2 (3H) -Furanpne, 5 4.24 0.1 ug/L 50058 1 9.71 9030020 20.0
2-Butenx1l- 3-m 4.62 0.1 ug/L 40548 1 9.71 9030020 :20.0
2-Butenay ,/ 3-meth 4.83 0.2 ug/L 79981 1 9.71 9030020 -20.0
3-Buten- 2-m 5.01 0.2 ug/L 108168 1 9.71 9030020 -20.0
1 -Hexene, dim 5.71 0.2 ug/L 70128 1 9.71 9030020 20.0
3-Pentangl) 2,4-d 5.89 3.2 ug/L 1456860 1 9.71 9030020 20.0
2-Propanol, \1-(2- 9.54 0.2 ug/L 93991 1 9.71 9030020 20.0
2-Propanol, \-(2- 9.63 0.2 ug/L 101465 1 9.71 9030020 20.0
2-Propanol, 1\(2- 9.84 0.5 ug/L 216085 1 9.71 9030020 20.0
Zyclop¢ntasiloxan 12.54 0.1 ug/L 42117 2 13.19 12966000 ..20.0
1 -METHOXY-~. eme.. 22.28 0.1 ug/L 105083 4 22.65 14635100 :20.0
JDECADHUTEROPHENAN... 22.77 0.4 ug/L 275151 4 22.65 14635100 .20.0
J0108.D SCAN508.M Mon Jan 28 09:50:00 2002 ' Page 16
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