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User: Vinei, David L
Westchester Dept. of Labs & Research
Date: 01/28/2002 Time: 09:24:17

“Bample: AEQO167
Analysis: $GCMS  GUMS Scan For Unknowns
Units: ug

gtartec;: 1/28/02 09:23 Ended: 1/28/02 09:23 Analyst: DLV
age:
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Comments for Sample AE00167 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 01-28-2002 Time: 09:28:20

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
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Quantitation Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN24\00167.D Vial:
* Acg On : 24 Jan 2002 2:09 pm Operator:
-Sample : 508scan Inst :
Misc : January 24, 2002 Multiplr:
MS Integration Params: SPLIT.P
Quant Time: Jan 25 10:22:02 2002 Quant Results File:

Quant Method

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

Title : 508 scan method
Last Update : Pri Jan 11 13:20:07 2002

Response via : Initial
DataAcqg Meth : SCAN508

Internal Standards

10) Naphthalene-ds
17) Acenaphthene-dlo0
29) Phenanthrene-dil0
38) Chrysene-dil2

44) Perylene-dil2

Calibration

4

Instrumen
1.00

SCAN508 .RES

R.T. QIon Response Conc Units Dev(Min)

1) 1,4-Dichlorobenzene-d4 9.72 152 1697266 20.00

13.19 136 7167974, 20.00
18.34 164 3645125 20.00
22.65 188 5957986 20.00
30.50 240 5077750 20.00
34.42 264 3693450 20.00

System Monitoring Compounds

37) 2,4-DDD
Spiked Amount

Target Compounds

27.73 235 374690 3.98
5.000 Recovery =

20) Dimethylphthalate 18.34 163 578772 2.40
'21) 2,6-Dinitrotoluene 18.34 165 466460 9.93

42) Bisg(2-ethylhexyl

)phthalate 31.11 149 12801 0.60

S e e e e e e e e B e e G e AR e R e e e e e A G o S o v o e . e e e e G S e e Pt e e e e % e et e v e ) e e o -

(#) = qualifier out of range (m) = manual integration

00167.D SCAN508.M

NYC-WTC_000050483
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00167.D Vial: 4

Acg On : 24 Jan 2002 2:09 pm Operator:

Sample : 508scan Inst : Instrumen
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Jan 25 10:22 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: 00167.D

8500000

8000000

7500000

Naphthalene-d8,i

7000000

BaRiphbidieletto) |
Phenanthrene-d10,1
Chrysene-d12,]

1,4-Dichlorobenzene-d4,|

Perylene-d12,!

1500000

2,4-0DD,;8

1000000

500000

Bis{2-ethythexyl)phthalate

" 1 .
ClITllI‘lllI T TTTY Ty LELIR I SRAREUEUIS S SLELED B0 2 B 2 20 ALALELIRES N TTTTTT T T T T T
J

Time-> 4.00 6.00 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000 3200 3400 36.00 38.00

00167.D SCAN508.M Fri Jan 25 10:22:03 2002 Page 2
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‘Déta'File

: C:\MSDCHEM\1\5973N\02JAN24\00167.D Vial: 4
. Acq On : 24 Jan 2002 2:09 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 24, 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: 5

Signal : TIC
peak R.T. first
# min scan

1 3.488 5
2 3.613 19
3 4,253 73
4 4.629 103
5 4.846 123
6 5.018 141
7 5.885 217
8 5.999 227
9 9.721 551
10 9.858 561
11 13.192 855
12 18.341 1305
13 22.280 1653
14 22.645 1681
15 22.771 1695
16 26.013 1977
17 27.726 2127
18 30.500 2369
19 31.105 2425
20 34.416 2713

0167.D SCAN508.M

NYC-WTC_000050485

max
scan
10
21
77
110
129

144
220
230
556
568

860
1311
1656
1688
1699

1983
2133
2376
2429
2719

last
scan
15
25
83
119
137

149
227
235
561
577

865
1317
1661
1693
1711

1987
2139
2381
2441
2757

Sum

TY
rBV
rVB
rVB4
rBV2
rBV2

rBV
rBV
rvB
rvv
rVB2

rBV
rBV
rvv2
rBV2
rVB

rBV
rBV
rBV
rVB4
rBV

39611
1076048
123850
4939161
11617

6801106

7209305._
63909

7053171
93972

30690
1045645
6037932

11250
4520186

136162
59517
51991
58819
74271

66972
1975320
255532
9739244
39936

13819766
14921876
127342
15855855
262030

67943
1864324
14674202
47555
12671913

of corrected areas:

Fri Jan 25 10:25:46 2002

87.16%
94.11%
0.80%
100.00%
1.65%

0.43%
11.76%
92.55%

0.30%
79.92%

86770570

—— et -

0.294%
11.224%
0.046%

15.927%
17.197%
0.147%
18.273%
0.302%

0.078%
2.149%
16.911%
0.055%
14.604%

Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN24\00167.D

Operator :

Acquired : 24 Jan 2002 2:09 pm using AcgMethod SCAN508
Instrument : Instrumen

Sample Name: 508scan

Misc Info : January 24, 2002

Vial Number: 4

Quant File :SCAN508.RES (RTE Integrator)

Abundance TIC: 00167.D
7000000 13.19

6000000

5000000 872

2000000

5.89
1000000

sael4zaa$m2 00

O Ty T LRI S S S [rxxr LRI S A SN SN B B T Ty v v

l r T ¥ T T l IL ¥ T I T
Time--> 4 00 5 00 6. 00 7.00 8.00 9 00 10. 00 11 00 1200 1300 1400 1500

Abundance TIC: 00167.D
7000000 1834 22,65

6000000

5000000

1000000 27
222’4&77 2601 h

clllll T 1T T LI S =TT T T T T T

T T
Time—> 16.00 1700 1800 1900 2000 2100 2200 2300 24.00 2500 2600 2700

Abundance TIC: 00167.D
7000000

30.50

34.42

2000000

1000000

c T b1111 T T LRI B T 7 T 7

T T r Tt
Time-> 28.00 2900 3000 31 00 3200 3300 3400 3500 3600 3700 3800 3900

)J0167.D SCAN508.M Fri Jan 25 10:25:46 2002 Page 2
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Data File
- Acg On

‘Sample

Misc

MS Integrati

Quant Method
Title
Library

PRSP I W PP

AN NALL Nrae N NLLIRS W LARALA AN p NS

C:\MSDCHEM\1\5973N\02JAN24\00167.D

24 Jan 2002
508gscan
January 24,
on Params:

2:09 pm

2002
LSCINT.P

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

Vial: 4
Operator:
Instrumen
1.00

Multiplr

.\SCAN508.M (RTE Integrator)

de g de de de e de de K K ok ke ok ko de ok KKk ke ke k ok ok ok ok k dok ok kd ko dekhh kkdkdkhhkkkkkkkkkkkkkdkdhkikdkki

Peak Number

1 Acetonitrile,

dichloro- $$ ...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.49 0.28 ug/L 136162 1,4—Dichior6benzene—d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual

dichloro- $$ Dichl...

1 Acetonit
2 Acetonit

rile,

rile, dichloro-

3 Dichloroacetonitrile $$ Acetonit...
4 Dichloroacetonitrile $$ Acetonit...

109 C2HCI2N
109 C2HCI2N
109 C2HCI2N
109 C2HCI2N

e e e . -

003018-12-0 83
003018-12-0 74
003018-12-0 64
003018-12-0 59

Abundance Scan10(3.488min):001767.D(-) m/z 74.00 100.00%
4
5000 82
47
a8 350 360 370 3.80 3.90
oy N || OS—1 N S S —— m/z 81.90 49.79%
miz—> 10 20 30 40 50 80 70 80 90 100 110
Abundance #11641: Acetonitrile, dichioro- $3$ Dichioroacetonitrile $3...
74
5000 82 - -
47 350 360 370 3.80 3.90
35 ’ l m/z 83.90 36.92%
N L SN | N S . A
mfz—> 10 20 30 40 50 60 70 8 90 100 110
Abundance #11644: Acetonitrile, dichioro-
74
35
350 380 370 3.80 3.90
5000 8 m/z 76.00 33.03%
“h ‘ | l
T 1 T llll rr!)l[lllill’ll ll lllllllll llllllllll
miz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #11642: Dichloroacetonitrile $$ Acetonitrile, dichloro- $$... e T
% 350 360 370 380 390
82 m/z 47.00 22.58%
5000
47 ‘
35
l"rl1;21111'l'il'lllllllllllllllﬁﬁlllllllll'lllllgl]ll II lllll lllllll llTll[(l l/[\llllllAlll
miz—> 10 20 30 40 50 60 70 8 S0 1 110 3.50 3.60 3.70 380 3.90
JO167.D SCANS08.M Fri Jan 25 10:25:46 2002 Page 3
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00167.D Vial: 4

. Acqg On : 24 Jan 2002 2:09 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 24, 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

khkhhhkhhhkhhhkhhkhhkhhhhhhkkhhhkhhhhhhhkhhhhhhdhhhhhhkhhhhhhhhhhhhkhhkhkhhdkikkikk
Peak Number 2 Butanoic acid, methyl ester... Concentration Rank 8

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

3.61 0.12 ug/L 59517 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 78

Abundance Scan 21 (3.613min):00167.7D(-) m/z 74.10 100.00%
a3 4
5000
59 87
l h 49 i } 3.50 3.60 3.70 3.80 3.80 4.00
‘l]l‘l!llll‘[Ilj'"}LTI[U‘.I‘llil!I’ﬁ’ Xllll'illllllllll] m/z 43.10 97076%
mfz—> 10 20 30 40 50 80 70 80 90 100 110
Abundance #9220: Butanoic acid, methyl ester (CAS) $$ Methy! butyrat...
43
74
5000 15 27
3.50 3.60 3.70 3.80 3.80 4.00
59 87 m/z 71.10 66.16%
33 ]., 1 [ 102
ll,lllllllll,l"l‘rTTIIIIIlll‘rj_l_[I ‘ll'lllllllllllll]
mfz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9222 Butanoic ;cid, methyl ester (CAS) §$ Methyl butyrat...
3 4
_ 3.50 3.60 3.70 3.80 3.80 4.00
5000 m/z 59.10 33.59%
59 87
33 11 1 1t 102
TYTlll Il‘l ll ll!lll!]lllllll’lTTl XfITTTl‘llllllI‘l[
> 10 30 40 50 60 70 80 90 100 110
Abundance #9218: Butanoic acid, methyi ester
4 3.50 3.60 3.70 3.80 3.90 4.00
74 m/z 41.10 29.78%
5000
2
15 |7 58 87
llllllirl T lissl'll[lllil l lilllllllrllllllllllllll?gzllll
m/z--> 10 20 30 40 50 60 70 80 S0 100 110 3.50 3.60 3.70 3.80 3.20 4.00
30167.D SCANE08.M Fri Jan 25 10:25:46 2002 Page 4
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‘Data‘ File : C:\MSDCHEM\1\5973N\02JAN24\00167.D Vial: 4

- Acgqg On : 24 Jan 2002 2:09 pm Operator:
-Sample : 508scan Inst : Instrumen
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

khkhkhkkhkhkkhkhhkhhhhkhkhkhkdbhdhkhdkrhkhkddhhkhhkhhbhkrkrhhdhdbhkrhhkhbhhhkhhdhkhdhhdhrdhdhhkhhi
Peak Number 3 Thiazolidine (CAS) $$ Tetra... Concentration Rank 10

Quant Method

YT IR Y

R.T. EstConc JArea Relative to ISTD R.T.

4.25 0.11 ug/L 51991 1,4-Dichlorobenzene-d4 8.72
Hit# of 5 Tentative ID MW MolForm - CAS# Qual
1 Thiazolidine (CAS) $$ Tetrahydro... 89 C3H7NS 000504-78-9 53
2 2,2-dimethoxybutane 118 C6H1402 003453-99-4 50
3 Thiazole, tetrahydro- 89 C3HTNS 000504-78-9 50
4 Thiazole, tetrahydro- $$ Thiazol... 89 C3HNS 000504-78-9 50

ndance Scan 77 (4.253 min): 00167.D () N m/z 89.00 100.00%

41 55
5000
47 103 LIRS S0 O M 0 S Mt B S O S BB
]HH H | 400 420 440 450
\'Tmlllll ’ ll] ¥ l ill ll!['lll]ll l lllll I TITT }ll ' llil ¥ LRI }Yl ]'rl_‘l lll I' m/z 87 oo 99 96%
mfz--> 20 25 30 35 40 45 50 65 60 65 70 75 80 85 90 95 100 105 110
ndance #5047: Thiazolidine {CAS) $$ Tetrahydrothiazole $$ 1-Thia-...
89
5000 - T . ILERAR SLAD S S I
45 59 400 420 440 4.60
r m/Z 41.10 67.78%
tl}lll‘]illl‘llII!IBTTIIIllll£|llir\'l—"ll"lll‘ll]lllllllflllllllll'll‘l"l’ }' TI¢t }l(ll'T‘(Tlll I‘II
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #17889: 2,2-dimethoxybutane
55
400 420 440 460
soo0] - m/z 43.10 66.43%
45
27 y
ll l(llrl'Yl513I3l!llll‘llll,I!lllllfl“?L;llllYIllll‘ll]llllll] TFY !}i?%zllrlllll?l?lallllll'(r
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110
undance #5048: Thiazole, tetrahydro-
80 400 420 440 460
m/z 85.00 65.31%
43
5000
‘llIll‘llTﬁlillIi{lll‘lx‘l!l'rf!ll‘ll[L%I! YIIIllllrﬂl'llllllllll[(‘ll }lllllllll[lm[llllll‘
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 400 420 440 460
10167.D SCAN508.M Fri Jan 25 10:25:46 2002 Page 5
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00167.D Vial: 4

- Acqg On : 24 Jan 2002 2:09 pm Operator:
‘Sample : 508scan Inst : Instrumen
Misc : January 24, 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
khkkhkhhhkhhhhkhkhkhkhhdhhhkdhkhhkhkhkkhkhkhkhkhhhkhhkhkhkhhhhkhkhkhdhhhdhhkhhkhhhrkhdrhkhkhkhkhhhdhk

Peak Number 4 2-Buten-1-o0l, 2-methyl- (CA... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
4.63 0.12 ug/L 58819 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 2-Buten-1-o0l, 2-methyl- (CAS) $$... 86 C5H100 004675-87-0 46
2 2-Buten-1-0l, 2-methyl- (CAS) $$... 86 C5H100 004675-87-0 38
3 2-Buten-1-0l, 3-methyl- (CAS) $$... 86 C5H100 000556-82-1 35
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 27
Abundance Scan 110 (4.628 min): 00167.D (- m/z 57.10 100.00%
41 57 71
88
5000
,..x,”..,.”x,”,.,..A
51[ ” 101 420 440 460 480 500
! N E—l el | [m/z 71.00 88.71%

nfz--> 20253035404550556065707580859095100105
Abundance #4065; 2-Buten-1-0l, 2-methyl- (CAS) $$ 2-Methyl-but-2-ene...
7

. YN

55 420 440 460 480 500
I : m/z 41.10 85.62%
!

I | I
T Tt

T O RAARN Exasa oA T
miz--> 20253035404550556065707580859095100105
Abundance #4063: 2-Buten-1-o0l, 2-methyl- (CAS) $$ 2-Methyl-but-2-ene...

Tt tr L RRRASSRRRIREEAS RERRE

m
420 440 460 480 500
5000 86 m/z 88.00 70.54%
27 53
ll[llll!lll T lllll‘llllll lI’lll[ll!lsllsl[llIrIXJl]! }ll}lllllllllil;llIllllllllllll(ll!lll!l
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #4075; 2-Buten-1-ol, 3-methyl- (CAS) $$ Prenol $$ 2-METHYL... N S
7 420 440 460 480 500
41 m/z 43.10 48.51%
53
| 1 I
llllllll ll‘ll]l’TTYTl;lrﬂ‘lqlllllllllllllll LR ] ; ll(l lllllllllllll]'ll\”’l‘lll]l
miz—> 20 25 40 50 55 60 65 70 75 80 85 20 95 100 105 420 440 460 480 5.00
J0167.D SCAN508.M Fri Jan 25 10:25:47 2002 Page 6
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00167.D
Acqg On : 24 Jan 2002 2:09 pm

Sample : 508scan

Misc : January 24, 2002

MS Integration Params: LSCINT.P

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

Vial: 4
Operator:

Inst

Multiplr;

.\SCAN508.M (RTE Integrator)

1.00

Instrumen

dededekhkdkkkkkkdk ek khhkk ko ddhdkkkk gk kkkhkhkhkhkkdkkkkddddkdkdkdkkkkkdkkdkkkkhkkkk

Peak Number 5 2-Butenal, 3-methyl- $$ Cro...

Concentration Rank 6

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

4.85 0.15 ug/L 74271 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm - CASH Qual
1 2-Butenal, 3-methyl- $$ Crotonal... 84 C5H80O 000107-86-8 80
2 2-Butenal, 3-methyl- (CAS) $$ 3-. 84 C5H80O 000107-86-8 80
3 Furan, 2,3-dihydro-4-methyl- (CA. 84 C5HS8O 034314-83-5 72
4 2-Butenal, 3-methyl- 84 CS5HS80O 000107-86-8 64

Abundance Scan 129 (4.846 min): 00167.D () o m/z 84.05 100.00%
55
5000 41 59
l 51 l 440 460 480 500 520
| L '
SNNBMNBSISMNNSINNNSESSS '8 N SO {55 5 N A | SISO m/z 55.10 58.57%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Abundance #3222: 2-Butenal, 3-methyl- $3$ Crotonaldehyde, 3-methyl- $... 8'4
55
39 - T 7 v ¥ LERER R} T T 1T T T T T 7T
5000 o7 440 460 480 500 520
m/z 83.10 49.24%
4 S 69
llllllllllll] Illlll]llT'Y;lllll]ll(l [Illlll ]"'llllllll TT7T T T il"ll'lYYT
mfz--> 20253035404550560657075808590
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $3.. -
55
IY!IKjllllll'YX‘YITIIITI
440 460 480 500 520
5000 39 m/z 41.10 42.17
27
l 44 B o
llllllllllll]lIIITllT ll'l:lll"]"" llll] ll' llllllllII TT7T TUT i"“llllil
mfz--> 202530354045505560657075808590
Abundance #3351: Furan, 2,3-dihydro-4-methyl- (CAS) $$ 4-METHYL-2,3-...
5 84 440 460 480 500 520
m/z 59.10 37.87%
5000 41
69
llI‘lllllllllllllli'!!lllﬁﬁll\l?glll l'll]lil"}lll!]lllll lllllll {ll'llllll
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 440 460 480 500 520
10167.D SCAN508.M Fri Jan 25 10:25:47 2002 Page 7
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00167.D Vial: 4

. Acg On : 24 Jan 2002 2:08 pm Operator:
Sample : 508scan Inst : Instrumen
Misc January 24, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Library C:\DATABASE\WILEY7N.L
Y R Y Y e I T T 2

Peak Number 6 Butenol, methyl- Concentration Rank 7

Quant Method

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

5.02 0.14 ug/L 66972 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Butenol, methyl- 86 C5H100 060766-00-9 80
2 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 64
3 3-Buten-2-o0l, 2-methyl- (CAS) $S$... 86 CBH100 000115-18-4 64
4 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 56

Abundance Swn1444é5.018min):00167.D(-) } m/z 43.10 100.00%
7
5000 59
39 55
l 51 ’ 67 84 460 480 500 520 540
llil'lll ll]lll’ l'l[lllllllll{“l !Ill‘f]!fllllllllll'lllI!l]lll ! llllllllilgllllllll II m/Z 71010 97.40%
mz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4093: Butenol, methyl-
43 7
5000 59 - /\lf\ll/}lrlll:’IYIIIlllllA
27 460 480 500 520 540
15 31 m/z 41.10 72.75
ll[ Tlll! llllllllllll'll'1[7llll'l Illlll‘;l!l}llllf!’IT]Ie;rl!l ll[llllllllllslsllllll II
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4083: 3-Buten-2-ol, 2-methyl-
7
43 s
460 480 500 520 540
5000 m/z 69.10 40.47%
59
2|731 o '
lllllll lllllllllll]‘('lllllllllslllll‘;llilllllll!lill%l]llllllll;] IYI‘ITII lllslsllllllll[
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Abundance #4081: 3-Buten-2-ol, 2-methyl- (CAS) $$ 2-Methyl-3-buten-2
7 460 480 500 520 540
m/z 59.10 40.13%
43
5000
59
27
31 53 67
‘Tflllllllllll]llT7llllll'llllllllll!ll'lllllll!lillll]"fllll!!;l :"llll']'llllslellllll ll
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 80 85 90 460 480 500 520 540
J0167.D SCAN508.M Fri Jan 25 10:25:47 2002 Page 8
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LA L QL Y OCGLLLL LUV MWLIL ROPPUL L

.Data File : C‘:\MSDCHEM\1\5973N\02JAN24\00167.D Vial: 4

- Acqg On : 24 Jan 2002 2:09 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 24, 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

*************************************************************‘k*******
Peak Number 7 3-(CYCLOHEX-3’-EN-YL)PROPAN... Concentration Rank 1

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

5.89 4.06 ug/L 1975320 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm . CASH Qual
1 3- (CYCLOHEX-3’-EN-YL)PROPANOL $3$... 174 C8H1404 015745-87-6 33
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 33
3 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9
4 Butane, 2-methoxy-2-methyl- $$ E... 102 C6H140 000994-05-8 9

Abundance Scan7220(5.885min):00167.0(~) m/z 73.10 100.00
3
= k
43 T F ¥ I!lllllllll
560 580 6.00 620
ll}lllrfl‘l)ll}l"[ll'll)lIlsll§l’[1rr111j7’ 817!31 !?9‘31‘[1 'I TIT7T ]’rj)l T17 ‘Il‘ Il ll m/z 43 lo 24 64%
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 $$ 2-Cyclohexene-1-p...
5000 - T T LI S S B R B S BRSNS R A
560 580 600 620
43 m/z 45.10 9.20
; 2.7 ‘1“ 55 WLl 871 113 174
T lll'“lllll TF IRRA] illll‘l ‘Il"l TEL ‘i l(‘II‘I l!l‘ll\“‘\"rYTTi‘l ‘ ll)
m/z—> 102030405060708090100110120130140150160170180
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
73
T T llIlTT“llRillll]
560 580 6.00 620
5000 m/z 41.10 9.07%
43
: 27 l..“ 55 87 113 174
TT Ill[ll!lll![!x ll(lll!ll'lllllllllllll LR R} l[lllllllll llll llll TTITT TF llllllllll(ll
m/fz—> 102030405060708090100110120130140150160170180
Abundance #1794: N-Ethylformamide $$ N-Formylethylamine $$ Formamide... ""1"/-\ B R sEE
3P 560 580 600 620
73 m/z 71.10 6.56%
5000
44 58
llliT'?l]T[Jl llllllttl'!lllll!lllll[li‘l lllll l]l ll T Il TTT7T I T l‘lll‘ll]fri }l ll |lll]l(AlIT‘!llllllli LIRS
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 620
10167.0 SCANS508.M Fri Jan 25 10:25:47 2002 Page 9
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Data File

+ Acg On 24 Jan 2
Sample : 508scan
Misc : January

LLoLGLY DOTALUIL LUIIDUULIL REPUL L

002 2:09 pm

24, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 s

can method

C:\DATABASE\WILEY7N.L

C:\MSDCHEM\1\5973N\02JAN24\00167.D

Vvial: 4

Operator:
Inst :
Multiplr: 1.00

Instrumen

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

dedede ke de ke de ke ok dede g de ke de ke dede e g g dede dededede e de ke et ke ok Jedede ke de ke dededededede ek ok ke d kg dkddhkkk gkt

Peak Number 8 2-P

1 2-Propanone,
2 2-Propanone,
3 2-Propanone,

ropanone, 1,1,l-trichlor... Concentration Rank 2
Area Relative to ISTD R.T.
255532 1,4-Dichlorobenzene-d4 9.72
ative ID MW MolForm - CAS#H# Qual
l-trichloro- (C.. 160 C3H3C1l30 000218-00-3 83
,1-trichloro- $$.. 160 C3H3C1l30 000918-00-3 64
,1-trichloro- ... 160 C3H3Cl30 000918-00-3 56
,1-trichloro- (C. 160 C3H3Cl1l30 000918-00-3 42

4 2-Propanone,

Abundance 4BSean230(5999mm) 00167.D () m/z 43.10 100.00%
5000
125 560 580 6.00 620 640
83 97
e A B et T L Tm/z 125.00 5.07
mfz—> 10 20 30 40 50 60 70 8 90 100 110 120 130
undance #59078: 2;l;ropanone. 1,1,1-trichloro- (CAS) $$ Trichloroac...
A
5000 T T
560 580 600 620 640
m/z 96.90 6.24%
35 9 61 2 9 117 125
Tr TIir7rIr71 TV ¥ 71 LI SRR LIRIRIRS TTI Tt LIS T U 1T TITTrT Il 11’ TT]IT!
mjz—> 10 20 30 40 S50 60 70 80 90 100 110 120 130
Abundance aﬁ&ﬁtﬁ?mﬂmmmJﬂﬂ%&Mmossawm --alpha.,..
YITIT' T 7 ¥ 7
560 580 600 620 640
5000 m/z 127.00 5.73%
15
3B | 49 8% o7 117 125
llllllllllll[llillililllll‘lrrlllllll lllll’ llllllll IXllIllllllll
niz—> 10 30 40 50 60 70 80 90 100 110 120 130
Abundance #58079: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac... T T
4 560 580 600 620 640
m/z 83.00 5.71%
5000
97 125
85
T llllllllllllllll'llll[llll’_llIllllllll[l‘!lrlllll]l[l T l[l1l1lzlfil$llflfr llllll[lllllllll‘lll)lll
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 560 580 600 620 640

10167.D SCAN508.M

NYC-WTC_000050494

Fri Jan 25 10:25:47 2002
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Lislaly OSALUL LULIPUULIL KREePULL

Data File : C:\MSDCHEM\1\5973N\02JAN24\00167.D
« Acq On : 24 Jan 2002 2:09 pm

‘Sample : 508scan

Misc : January 24, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

o o0 o0

Vial: 4
Operator:
Inst Instrumen
Multiplr: 1.00

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

% de K do Kk ke gk ok K deode gk K Kk ok de gk ok Tk od ok ok ok de ko k ok k ok de ok gk ok kg dd gk ko ded kK dkddkded kg kkhk

Peak Number 9 2-Propanol,

1-(2-methoxypro...

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.86 0.08 ug/L 39936 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID 'MW MolForm CAS# Qual

e e s e v Gt e e e e e e e o a S et a t mb  e  m  s a m  t t  me Al e e e e e e e o e o e - o —

1 2-Propanol,
2 Butane, l-ethoxy-

1-(2-methoxypropoxy) ...
(CAS) $$ Ethyl...

148 C7H1603
102 C6H140

3 Butanoic acid, 2-hydroxy- $$ But... 104 C4HS803

013429-07-7 64
000628-81-9 9
000565-70-8 5

4 2-METHYL-3,3-D2-AZIRIDINE 59 C3H5D2N 030691-55-5 4
Abundance Scan 568 (9.858 min): 00167.D () m/z 59.10 100.00%
59
5000
43 960 9.80 1000 10.20
SO NN SN £ N o m/Zz 43.10 12.25%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance

31 45 73

il ab )
ll‘r]’l’lllllIllIllll,llIllll'

#43942: 2-Propanol, 1-{2-methoxypropoxy)- $$ 1-(2-Methoxyp...
50

o 130

miz—> 20 30 40 50 60 70

TYTTT

80 90

L LR

T T l'lllllll'llll
1(')0 110 120 130

Abundance #9713: Butane, 1 éethoxy- (CAS) $$ Ethyl butyl ether $$ Eth...
5
5000
41
‘lll]llll]:“llllll[lIlell?‘?ll‘II_?Z[lllX?;nlrlllllllllllllfj_l—
mfz—> 20 30 40 50 60 70 80 g0 100 110 120 130
Abundance #10063: Butanoic acid, 2-hydroxy- $$ Butyric acid, 2-hydro...
3 59
5000
” 45 76
T T7T l llli;!lllIYI||!!llll{lllllll‘llllllll???ll’f"lllllllll'rl
m/jz—-> 20 30 40 50 60 70 %0 100 110 120 130

960 980 10.00 1020
41.10 9.99%

m/z

960 980 1000 10.20
m/z 104.00 8.16%

"'960 980 1000 1020
m/z 73.00  7.91%

960 ©.80 10.00 10.20

10167.D SCAN508.M

NYC-WTC_000050495

Fri Jan 25 10:25:47 2002
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—— e e g

e S aa PP SLI s A a A .o P e

Data File C:\MSDCHEM\1\5973N\02JAN24\00167.D
. Acqg On 24 Jan 2002 2:09 pm

Sample 508scan

Misc January 24, 2002

MS Integratlon Params: LSCINT.P

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

Quant Method
Title
Library :

Vial: 4

Operator:
Inst
Multiplr:

Instrumen
1.00

\SCAN508.M (RTE Integrator)

khkddhhkhhhkhhhdhdhhdkhhkhhhhkhkkkhhkhhhhhkhhkkhkhhhkkhkhkhhhkhkkdkkdkdhkdkdkdkdhdhdddhrks

Peak Number 10

4 -METHOXY- .BETA.-METHYLCINN. ..

Relative to ISTD

Concentration Rank 5

R.T EstConc Area
22.28 0.16 ug/L 127342
Hit# of 5 Tentative ID

Phenanthrene-dlo0

MW MolForm

1 4-METHOXY-.BETA.-METHYLCINNAMIC
2

3

4 l-amino-2-methyl-4-isopropyl-thi..

3-Cyanocarbazole $$ 9H-Carbazole...
2,4-Diamino-6- (hydroxymethyl)pte...

.. 192 C11H1203

192 C13H8N2
192 C7H8N6O
192 C5H13N4PS

019169-94-9 64
057102-93-9 59
000945-24-4 59
107264-54-0 50

Abundance Scan 1656 (22.280 min): 00167.D (- i m/z 192.10 100.00%
1
/N
. M
. 0 82 gf 8 1T6 160 i 22,00 2220 22.40 22.60
T |:xu|u?niux:|lxl!] } T TTiTH T AREERES] I TTT T xx][ Eu;u m/z 146 10 15 70%
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
{Abundance #102588: 4-METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenol...
1
108
5000 - T T TTrT TTryrprrT$
2200 2220 2240 2260
146 175 m/z 96.10 14.51%
llllll T T LA Il1erTl_l llllllll l! ] TT7T TITYV l“ll l‘lTl]Il‘llrlll
miz—-> 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180 200
IAbundance #103424: 3-Cyanocarbazole $$ 9H-Carbazole-3-carbonitrile (CAS
1
22000 2220 2240 2260
5000 m/z 191.00 13.87%
96 164
138 i
!II!III[lllllllll’lfm[l!!ll!lllliIl‘II(IT ‘ll T TTT7T TIT7T T ] (IXTX‘I
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200 A
Abundance #102010: 2,4-Diamino-6-(hydroxymethyl)pteridine . S — .
192 2200 2220 2240 2260
163 m/z 193.00 13.09%
5000
66
121 146 175
34 1 }.J ol 1” ”
ll T Il( II TT I ‘llll’rll1!ll[Y!l’rll’I]W1‘lIX¥ll[llllll]ll‘l’l"lll[llllllllll IT‘[ "_I"TY_I Klllllllll!l’!l
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 2200 2220 2240 2280

10167.D SCANS508.M

NYC-WTC_000050496

Fri Jan 25 10:25:48 2002
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Data File :

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN24\00167.D

* Acg On : 24 Jan 2002 2:09 pm
‘Sample : 508scan
Misc January 24, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

Vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

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

de ek dde ek ok dedo gk dkok de g dodk koK ode gk ok de ook ok ok dk ok g gk g de ke deok kok ok ok dede ke ke ode e de ke ke ok dedok deode Je ke dode ke ke d ok

Peak Number 11 DECADEUTEROPHENANTHRENE $$ ...

Relative to ISTD

Concentration Rank 3

o . b e s o A Gy o o - e Ak e o et e e At e s S S e i o on b A et e S e e et v s e e b S b e b o e e - o - —

R.T EstConc Area
22.777 0.33 ug/L 262030
Hit# of 5 Tentative ID

Phenanthrene-dio

MW MolForm i

v e e e e e . et e g e e Gt b e e et e e e b G o e e e e e o e e e e R s e e b et e v e v —e - - ——

1 DECADEUTEROPHENANTHRENE $$ Phena...

2 Phenanthrene-dio
3 Anthracene-dl0-
4 Anthracene-D10

188 C14D10
188 C14D10
188 C14D10
188 C14D10

001517-22-2 95
001517-22-2 87
001719-06-8 87
000000-00-0 58

m/z 188.10 100.00%

2240 2260 2280 2300 2320
m/z  94.10  16.06%

»

m/z 80.10 14.88%

Lo

2240 2260 2280 23.00 23.20

m/z 189.15

10.48%

T TTY T T T T

2040 2260 2280 23.00 23.20

Abundance Scan 1699 (22.771 min): 00167.D () ?8
1
5000
80 94
]‘\'i!'l)—[ﬁl']l Il'll T}Tf l'lil 1llmlllll TTTY
miz--> 40 50 80 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 48
1
5000
80 94
6 | I' 158
lllll)lll ll[rll[llllll‘rlll ll])]_l lllllllll lliﬂlllllrl_l_l IIDIIT
miz—> 40 50 60 70 80 S0 100 ﬂ01201301401ﬂ)1&)1ﬂ)1&)%&
Abundance #84499: Phenanthrene-d10
1
5000
80
66 94 160 .
mfz--> 40 50 60 70 80 80 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10-
198
5000
80
Illl"[ﬂl]lllllllsllsillllllgiﬁl*!lllll'lllll‘['l_l'llllll )I‘YT‘[lllll1l?o‘]ll ¥
miz—-> 40 50 60 70 80 %)10011012)13)14)1&)1&)1K)1&)ﬂm

m/z 184.10 9.59%

0167.D SCAN508.M

NYC-WTC_000050497

Fri Jan 25 10:25:48 2002
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Data File

Acg On
Sample
Misc

MS Integration Params:

Quant Method

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN24\00167.D
24 Jan 2002 2:09 pm

508scan
January 24, 2002

LSCINT.P

C:\MSDCHEM\1...

vVial: 4
Operator:
Ingt Instrumen
Multiplr: 1.00

\SCAN508.M (RTE Integrator)

Title : 508 scan method
Library - : C:\DATABASE\WILEY7N.L
dhkhhkhhhkkhkhhkkhhhkhkhkkhkhkhhhhhhhkkhkkhkhkhhkhkkhkhkhkkkhkkhhhkkhhkkkhhhhkkhkhhkhkhkkkkkkik
Peak Number 12 Sulfur, mol. (S8) (CAS) $$ ... Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T
26 .01 0.09 ug/L 67943 Phenanthrene-di10 22.65
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8 010544-50-0 64
2 Cyclic octaatomic sulfur 256 S8 010544-50-0 64

3 N-(2-Hydroxyethyl) -N’ -

[27 - (-meth..

255 C10H13N3038

000000-00-0 47

4 Sulfur $$ Sulfur, precipitated $. 256 S8 007704-34-9 38
Abundance o Scan 1983 (26.013 min): 00167.D () m/z 64.00 100. oo%}
5000 128 160 256
96 192 T 7T LA R T 71T r‘lT
a4 | F 25.60 2580 26.00 2620 2640
| [m/Z 127.90 46.19%
miz—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195802: Suifur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8$$ S...
64
5000 - T TTT T
25:60 25:80 26.00 2620 26.40
m/z 255.80 45.43%
128 256
34 78 % I L )
7+ 17 l LAR RIS I T Tt | T I T 1 l LRI IR I T T 7 } T Y FT ] TT 17 l LRI I] TT 7 r“ LBLERER] I T I 117 [ T
miz—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance q #195804: Cyclic octaatomic suifur
4
2560 25.80 2600 2620 2640
5000 m/z 159.90 44 .50%
128 256
34 76 %P 10 12 )
T 37 I T T ¥ 7 l T T ¥ l LR SRS l Trrr l T 7T fr—l T 1T 7T l TT1 V7T ‘ TV {7 l TT ¥V T rﬁ T T I T 1 11 l TT
> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #183372: N-(2-Hydroxyethyl)-N'-[2'-(-methoxycarbonylthiop... . AR .
G 2560 2580 2600 2620 2640
8000 256 m/z 191.80 25.76%
6000 128 160
4000
Illlllll{ T_l_lllll%;]lfllrl!llll li[ll[l]l?g}?‘llig?'lllllllllll T I}llll Illl}ll
mfz—> 40 60 80 100 120 140 160 180 200 220 240 260 25.60 25.80 26.00 26.20 26.40

0167.D SCAN508.M

Fri Jan 25 10:25:48 2002

NYC-WTC_000050498
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PR —f B8 WY~ 1§ N N VC.&._’ A VAL LAL L A N\l \..\Jtuyvma.u \ Wl W AARILLNA 2 Y
wperator ID: Date Acquired: 24 Jan 2002 2:09 pm
rata File: C:\MSDCHEM\1\5973N\02JAN24\00167.D
[ame: 508scan
I[isc: January 24, 2002
lethod: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
‘itle: 508 scan method
idbrary Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
3.49 0.3 ug/L 136162 1 9.72 9739240 20.0

3.61 0.1 ug/L 59517 1 9.72 9739240 20.0

4.25 0.1 ug/L 51991 1 9.72 9739240 20.0

4.63 0.1 ug/L 58819 1 9.72 9739240 20.0

4.85 0.2 ug/L 74271 1 9.72 9739240 20.0

5.02 0.1 ug/L 66972 1 9.72 9739240 20.0

5.89 4.1 ug/Ln 1975320 1 9.72 9739240 20.0

!~Propan 6.00 0.5 ug/L 255532 1 9.72 9739240 20.0
!-Propa 9.86 0.1 ug/L 39936 1 9.72 9739240 20.0
t-METHOXY - . 22.28 0.2 ug/L 127342 4 22.65 15855900 20.0
JECADEULEROPYENAN. .. 22.77 0.3 ug/L 262030 4 22.65 15855900 20.0
sulfur,l mol. \(S8)... 26.01 0.1 ug/L 67943 4 22.65 15855900 20.0
J0167.D SCAN508.M Fri Jan 25 10:25:48 2002 Page 15
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