NYC 9/11 Public Portal Document

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 02/01/2002 Time: 14:24:36

Sample: AEC0616
Analysis: $GCMS GCMS Scan For Unknowns
Units: u

g9
Started: 2/1/02 14:24 Ended: 2/1/02 14:24

Page: 1

Other unknown compounds

Analyst: DLV

Surr_2,4-DDD
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Comments for Sample AE00616 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 02-04-2002 Time: 13:37:31

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 LCS Standard were
outside of their acceptance ranges.

NYC-WTC_000051643
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Quantitation Report

Data ?ile : C:\MSDCHEM\1\5973N\02JAN29\00616.D

Acg On° : 29 Jan 2002 5:59 pm
Sample : 508 scan
Misc : January 29, 2002

MS Integration Params: SPLIT.P
Quant Time: Jan 30 08:26:00 2002

(Not Reviewed)

vVial:

Operxr
Inst
Mult

ator:

iplr;

Quant Results File:

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

Title : 508 scan method

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

DataAcg Meth : SCANS08
Internal Standards

1) 1,4-Dichlorobenzene-d4
10) Naphthalene-ds8
17) Acenaphthene-d10
29) Phenanthrene-dlo0
38) Chrysene-dl2
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
9.71 152
13.19 136
18.34 164
22.65 188
30.50 240
34.42 264
27.73 235
18.34 163
18.34 165
24.85 149
31.11 1459

5

Instrumen
1.00

SCAN508.RES

Response Conc Units ‘Dev(Min)

1916521
8192320
4274274
7105358
6268445
4683270

487722
Recovery

692664
547706
134165
160771

4.34

2.45
9.95
0.29
1.06

manual integration

(#) = qualifier out of range (m)
00616.D SCAN5K08.M

NYC-WTC_000051644

Wed Jan 30 08:26:01 2002

ug/L ~0.01
ug/L ~0.02
ug/L ~0.01
ug/L ~0.02
ug/L ~0.01
ug/L 0.00
ug/L 0.00
86.80%

Qvalue
ug/L # 56
ug/L # 17
ug/L 98
ug/L 96

Page 1
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Quantitation Report (Not Reviewed)

Data File : C:\MSDCHEM\1\5973N\02J0AN29\00616.D Vial:

5

Acg On : 29 Jan 2002 5:59 pm Operator:

- Sample : 508 scan Inst

Misc : January 29, 2002 Multiplr:

MS Integration Params: SPLIT.P

Quant Time: Jan 30 8:26 2002 : Quant Results File:

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

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

Response via : Initial Calibration

Instrumen
1.00

SCANS508.RE

tegrator)

Abundance TIC: 00616.D
1e+07

9500000

9000000

8500000

Naphthalene-d8,i
|
10,1

8000000

Chrysene-d12}

tenaf

7500000

7000000

6500000

1,4-Dichlorobenzene-d4,§

Perylene-d121

6000000

5500000

5000000

4500000

4000000

3500000

3000000

2500000

2000000

2,4-0DD.S

1500000

1000000

Di-n-butylphthalate
Bis(2-ethylhexyl)phthalate

500000

0! i [ .

TTTTrTTT TY T

L LA L |

IIrlTIl‘I‘ [Il‘] I III |l|ll|ll1|’—r1’Yl Ill'l
Time-> 400 6.00 800 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

00616.D SCANS508.M Wed Jan 30 08:26:01 2002

NYC-WTC_000051645

Page 2
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LSC Area Percent Report

Data File C:\MSDCHEM\1\5973N\02JAN29\00616.D Vial: 5

Acg On’ 29 Jan 2002 5:59 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: 5

Signal
peak R.T
# min
1 4.629
2 4.835
3 5.885
4 9.539
5 9.619
6 9.710
7 9.836
8 12.541
9 13.192
10 18.341
11 22.280
12 22.645
i3 22.771
14 24.849
15 26.070
16 27.726
17 30.500
18 31.105
19 33.400
20 34.416

TIC

max
scan
110
128
220
540
547

555
566
803
860
1311

1656
1688
1699
1881
1988

2133
2376
2429
2630
2719

J0O616.D SCANS508.M

NYC-WTC_000051646

last
scan
119
141
241
545
551

561
577
807
865
1317

1661
1693
1725
1887
1995

2139
2381
2455
2635
2741

Sum

rVB
rBvV
rBV

rvv
rBV2
rvv2
rvv
rBVS8

rBV
rBV
rVB
rBV4
rBV

33558
951587
50541
58037

5638436
71127
41728

7707994

8345140

88075
8348115
133773
117994
13481

1335640
7205164
144442
27959
5682590

of corrected

69411
103659
1804939
123474
134496

10979879
213817
67485
15748830
17513793

178700
18894469
584272
225811
68905

2492716
18252856
664560
89360
15831499

areas:

Wed Jan 30 09:02:25 2002

83.

104042931

Page 1
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. File C:\MSDCHEM\1\5973N\02JAN29\00616.D

Operator

Acquired 29 Jan 2002 5:59 pm using AcgMethod SCAN508
Instrument : Instrumen

Sample Name: 508 scan

Misc Info

LSC Report - Integrated Chromatogram

Vial Number: 5

Quant File

January 29, 2002

:SCAN508.RES (RTE Integrator)

Abundance TIC: 00616.D
8000000 13.19
6000000 9.71
4000000
2000000 / , ‘ (
589 / / /
o 4883 1254 )|
P e o S em— . — e
Time—> 4.00 5.00 6.00 7.00 800 900 1000 1100 1200 1300 1400 1500
Abundance TIC: 00616.D
8000000 18134 22165
6000000
4000000 L
2000000 W”L
‘ 27
/ /S
0 | 22284”@ 2485 26.07
i o DM | U ——t ¢ B — oo e ety
Time—> 1600 _ 17.00 1800 1900 2000 2100 2200 2300 2400 2500 2600  27.00
[Abundance TIC: 00616.D
8000000
30.50
6000000 3442
4000000
\
A
3
2000000 / Q‘f\k
k 3111 33.40
O b= e s S .
Time—> 2800 2000 3000 3100 3200 3300 3400 3500 3600 3700 3800 3900

J0616.D SCANS08.M

NYC-WTC_000051647

Wed Jan 30 09:02:25 2002

Page 2
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN29\00616.D Vial: 5

Acg On 29 Jan 2002 5:59 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

khkkhkkhhhkkkhkkhkhkhkhkhhkhkhhhkhkhkhkhkhkkhkhkhkhkhhkhkhhkhkhkhkrhkhkhkrthdhhkhkhhhkhkhkhkhbktdthkthkhdhtdhhtkdhthikdhixk
Peak Number 1 Butanoic acid, 2-methyl-, m... Concentration Rank 8

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

4.63 0.13 ug/L 69411 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm ° CAS#H# Qual
1 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 43
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 43
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 43
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 37

[Abundance Scan 110 (4.629 min): 00616.D (-) m/z 71.10 100.00%
57 m 88
41
5000
47 101
|“| l'! ‘ ” \ 420 440 460 480 500
USSR 111550 1 U N O | SN S m/z 88.10 89.07%
/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #16441; Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
88
57 »
5000 )
AR RS AR
41 420 440 460 4.80 500
29 101 m/z 57.10 86.12%
| Woe L
'l""I'"'I""I""'T"“ll""l"'II""I""I""I"
mjz--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #16439: Butanoic acid, 2-methyl-, methy! ester (CAS) $$ Me...
57 88 A A
|SEASE A SEABS VR B
420 440 460 480 500
5000 41 m/z 41.10 77.58%
101
NG
""I""l""l"'!l‘"'ll""l"’lll""l" T T
m/z-—-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #16435; Butanoic acid, 2-methyl-, methyl ester
S 88 420 440 460 480 500
m/z 43.10 64.94%
5000
o7 101
S - | . ‘ d e
miz--> 20 30 40 50 60 70 80 90 100 10 120 420 440 460 480 500
00616.D SCAN508.M Wed Jan 30 09:02:26 2002 Page 3

NYC-WTC_000051648
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN29\00616.D Vial: 5

Acg On : 29 Jan 2002 5:59 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
khkdkhkhkhkhkhkhhkhkkhhkhhkhkhrhkhkhkkhkhkhkhkhkhkhkhkhkhhkkhkhkhkkhkhkhkhkhkhkkhkhkkhkhkhkhkkhkkhkhkhkkhkkkdhkkhkk
Peak Number 2 2-Butenal, 3-methyl- $$ Cro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.83 0.19 ug/L 103659 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm - CAS# Qual
- 2—Buténa , 3-methyl- $$ Crotonal... 84 CS5H80 000107-86-8 72
A 5 222-Butepal, 3-methyl- (CAS) $$ 3-... 84 CS5H8O 000107-86-8 72
(¢ 3 FU 2,3-dihydro-4-methyl- (CA... 84 CSH80O 034314-83-5 64
{&\’\ 4 2-Butenal, 2- -methyl-, (E)- (CAS)... 84 CSH8O 000497-03-0 50
Abundance Scan 128 (4.835 min): 00616.D (-) m/z 84.05 100.00%
84
55
5000 4 59 \’\/\/\M\/\J
[ryrr vy T T T T T
51 69 440 460 480 500 520
"l"l'[i"'l""("l’il"‘"T_’IllllIlllll'llll'llllllllfl'l,‘j“TT" ;llll{!l!'l m/z 55.10 57 07‘6
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
IAbundance #3222: 2-Butenal, 3-methyl- $3 Crotonaldehyde, 3-methyl- $...
8
55 )
5000 39 l""!ﬂ'"'l“‘_r(\"" T
o7 440 460 480 500 520
m/z 41.10 44 ,71%
a9 S &
o> 90 55 30 3 45 45 80 55 60 o5 70 75 80 85 90
r\bundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$.. .i4
8
55
440 460 480 500 5.20
5000 39 m/z 59.10 43.51%
27
44 l5I1, )| 69 1
miz—> '20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Abundance #3351: Furan, 2,3-dihydro-4-methyl- (CAS) $$ 4-METHYL-2,3-... T I’Lr,f.\l e !\ T J,\l T
5 84 440 460 480 500 520
m/z 83.00 39.41%
5000 41
69
e sl
"l[“_l" T LBLL B rTrrryrrryprros T VY¥r T vV ryrr Tryr[rrrryrvreryryrrr TrrrvT
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 440 460 480 500 520
00616.D SCAN508.M Wed Jan 30 09:02:26 2002 Page 4
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Document

Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN29\00616.D Vial: 5

Acg On 29 Jan 2002 5:59 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

khkkkhkhkhkhkkkdkkhkhkhkhkhkhkkhkhkkhkhkkkhkkhkhkkhkhkkhkhkkhkkhkhkkhkkkhkhkhkhkkhkhkkhkkhkhkkhkkhkhkhkhkkkkkkhkdk

Peak Number 3

3- (CYCLOHEX-3'

-EN-YL) PROPAN. ..

Concentration Rank - 1

R.T EstConc Area Relative to ISTD R.T

5.89 3.29 ug/L 1804940 1,4-Dichlorocbenzene-d4 9.71
Hit# of S Tentative ID MW MolForm CAS# Qual
1 3- (CYCLOHEX-3’-EN-YL) PROPANOL $S$... 174 C8H1404 015745-87-6 33
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 33
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9

Abundance Scan7220 (5.885 min): 00616.D (-) m/z 73.10 100.00%
B
43 T
560 580 600 620
87
SNSRI N SUY] A A ] | [ m/z 43.10 24.00%
m/z-—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3—(CYCLOHEX-73 -EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
¢
5000 T T T T T T Y
560 580 600 6.20
43 m/z 45.10 9.24%
2z ll 55 ol 87 3 174
rll LBLILY ]'111] llllllllllll Illllll llle
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic Bacrd 3-{1,3)dioxolan-2-ylpropyl ester
7
R e LB
560 680 6.00 620
5000 m/z 41.10 9.10%
43
27 || 55 b 8 113 174
A Ee a g L S L R a e RARRAEARRS Loany Sat L L
mfz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #4814 Silane, tetramethyl- ST
B 560 580 600 620
m/z 71.10 6.50%
5000
45
15 A 53,
rl]TTIlll!l (lll[lll[l’lr llll lllllll T17 llllllllllllllllllll lllll ]llllllllllll'
m/z-—-> 10 20 30 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 6.00 620
J0616.D SCANS508.M Wed Jan 30 09:02:26 2002 Page 5
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Data File
Acg On
Sample
Misc

MS Integrati

Quant Method

Title
Library

Library Search Compound

5:59 pm

2002
LSCINT.P

Report

C:\MSDCHEM\ 1\5973N\02JAN29\00616.D
29 Jan 2002
508 scan
January 29,
on Params:

Vial: 5

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

508 scan method
C:\DATABASE\WILEY7N.L

Operator:
Inst :
Multiplr: 1.00

Instrumen

hkhkhkhkhkhkhkhhkkhkhkhkhhhhkhkhkhkhkhkkhkhkhkhkhkkhhkhkhkhhkkhkhkhkkhkhkhkhkhkhhkkhkkhkhhhhhkkhkhhhkhkhhhdhhhs

Peak Number

4 2-Propanol,

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

Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T
9.54 0.22 ug/L 123474 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-(2-methoxy-l-methy... 148 C7H1603 020324-32-7 83
2 BIS{1-METHYL-2-HYDROXYETHYL) ETHER 134 C6H1403 000000-00-0 72
3 2-Butanol, 3,3’'-oxybis- 162 C8H1803 054305-61-2 72
4 DIPROPYLENEGLYCOIL METHYL ETHER $... 148 C7H1603 020324-32-7 56
Abundance Scan 540 (9.539 min): 00616.D () m/z 59.10 100.00%
5b
o T i M
73
SSSEPLS AP SRS RERA
’ 920 940 960 9.80
SN, {15 S 1 AN RS .. SN { m/z 45.10 45.84%
miz—> 20 30 40 S50 60 70 80 90 100 110 120 130 140
IAbundance #43943: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
50
5000 T T T ¥
as 73 103 920 940 960 980
31 ) m/z 103.10 38.42%
[n | 1y § 130
U P R AL T L LA LN LA B RS LA LA I
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #29208: BI;U-METHYL-Z-HYDROXYETHYL)ETHER
b
[
l'lllll'flTrl 'lll'["'
920 940 960 9380
5000 31 m/z 41.10 26.66%
45 103
‘l""'I""I'I‘”]'""i""l""l"" "j'l""l""l""I?:?é'l'
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #61826: 2-Butanol, 3,3"-oxybis- N e e S e R
59 920 940 960 9.80
m/z 73.10 26.60%
5000 31
45 103
| s 134 f\,\r\
SUMMRASUNMIMES UL IR SU AR I SUMMLS IS UL SR SR IS SRR ERE SR SR
m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 920 940 960 980
)0616.D SCAN508.M Wed Jan 30 09:02:26 2002 Page 6
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN29\00616.D
Acg On 29 Jan 2002 5:59 pm

Sample 508 scan

Misc : January 29, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

Vial: 5
Operator:
Inst Instrumen
Multiplr: 1.00

khkhkhkkkkhkkhkhkhkhhhkkhkkhkhkkhhkhkhkhkhkkkhkkhkhkhkhhkhkhhkkhkhkkhkhkhkhkhkhkkhkhhhkkhkhkhkhkhkhkhkhkdkdkkhi

Peak Number 5

2-Propanol,

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

Concentration Rank . 4

NYC-WTC_000051652

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

9.62 0.24 ug/L 134496 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-(2-methoxy-l-methy... 148 C7H1603 020324-32-7 83
2 DIPROPYLENEGLYCOL METHYL ETHER $... 148 C7H1603 020324-32-7 56
3 TRIPROPYLENE GLYCOL 1 192 CO9H2004 000000-00-0 50
4 2-[ (Methoxyethoxy)ethoxy)ethyl] 280 C13H2806 000000-00-0 50

Abundance Scan 547 (9.619 min): 00616.D () m/z 59.10 100.00%
5p

5000 45

73 103
| T T T e T T T
51 ! 86 I 920 940 960 980 10.00
S SN { [ VS Y PR PSS N | S — m/z 45.10  41.39%
LVzn> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43943: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
59
5000
45 73 103 920 940 960 9.80 1000
31 m/z 103.10 34.95%
ll gy l | 130
TTTTTTY U R RN S RN RN S LU B BB BB
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43044: DIPROPYLENEGLECOL METHYL ETHER $$ 2-Propanol, 1-(2...
5
103 W*'W'”'l”'wﬁﬂ”l”'
920 940 960 9.80 -10.00
5000 m/Z 73.10 27.71%
45 73
31
*‘l'?§’l""IL"'I!"‘I"'li""l""1""I""l""l'"'l"'1?q“’
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 /\n\
Abundance #102326: TRIPROPYLENE GLYCOL 1 e 7 o
59 920 940 960 980 10.00
m/z 41.05 19.075%
5000
45 103
| ule 72 , 117 130 /
N AR AU T PR DA A AL JLELELALE NLELLALEE SN BLALELELES R [revrrryeT T e e T T T T T
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 920 940 960 9.80 10.00
10616.D SCANS508.M Wed Jan 30 09:02:26 2002 Page 7
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Data File
Acg On
Sample
Misc

MS Integratlon Params:

Quant Method

Title
Library

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN29\00616.D

29 Jan 2002 5:59 pm

508 scan

January 29, 2002
LSCINT.P

C:\MSDCHEM\l..
508 scan method

C:\DATABASE\WILEY7N.L

Vial: &
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

hAkhkhkhkkkhkhhkhkhkhkhhhhkhhkhhkhkhkhkhkhkhkhkhkhkhhkhkhkhhkhkhkhkhhkhhkhkhhkhkhhkhhhhkhkhhhkhhhhkhbhhohkdhkk

Peak Number 6

2-Propanol,

1- (2-methoxypro. ..

Concentration Rank 3

EstConc Area Relative to ISTD R.T
0.39 ug/L 213817 1,4-Dichlorobenzene-d4 9.71
5 Tentative ID MW MolForm = CAS# Qual

1 2-Propanol,
2 l-Propanol,

1- (2-methoxypropoxy) . ..
2- (2-hydroxypropoxy) . ..

3 TRIPROPYLENE GLYCOL 1
4 TRIPROPYLENE GLYCOL 2

148 C7H1603
134 C6H1403
192 C9H2004
152 CSH2004

013429-07-7 83
000106-62-7 64
000000-00-0 40
000000-00-0 40

Abundance Scan 566 (9.836 min): 00616.D (-) m/z 59.05 100.00%
59
5000
A e L Rl e
39 45 73 104 940 960 980 10.00 1020
SSSNSNNS11 NSO RO U - -2 SN — m/z 45.10 11.29%
m/z—-> 30 40 50 60 70 80 90 100 110 120 130
Abundance #43942: 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
59
5000
940 960 9.80 10.00 10.20
m/z 73.10 11.01%
31 45 73
..ﬂ..WWJ”,”.4W‘.W.Lu,.”.,”..Jwa..”,.“??L.
m/z-> 30 40 50 60 70 80 90 100 110 120 130
Abundance #29195: 1-Propanol, 2-(2-hydroxypropoxy)- $$ 2-(2-Hydroxyp...
59
940 960 9.80 10.00 10.20
5000 m/Z 43.10 9.53%
3 45 103
: ,ul ol 75 89
e L L aaaa mara T
m/z--> 30 40 50 60 70 80 9 100 110 120 130
Abundance #102326: TRIPROPYLENE GLYCOL 1
%0 940 960 980 10.00 10.20
m/z 41.10 9.27%
5000
45 103
| ul, 72 . 197 130 /\I\
||l|ll,l‘l'v’llllllll III"IIIT [llllll!l'llrl'l!llllﬁl T T
m/z—> 30 40 50 60 70 80 90 100 110 120 130 940 960 980 1000 1020

J0616.D SCAN5S08.M

NYC-WTC_000051653

Wed Jan 30 09:02:26 2002

Page 8
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN29\00616.D Vial: 5

Acqg On 29 Jan 2002 5:59 pm Operator:

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

MS Integration Params: LSCINT.P

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

C:\DATABASE\WILEY7N.L

Quant Method
Title
Library

hkhhkhkhkkhkkhkhkhhkhhhhhkhhhkhkhkhkhkhkkhkkkhhkhkhkhkhkhkhkhkhkhkhkkhkhkhkhkhkhkkhkkhhhkhkhhkhkkhkhhhkhhkhkkhkkkkk*

Peak Number 7 Cyclopentasiloxane, decamet...

Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
12.54 0.09 ug/L 67485 Naphthalene-d8 13.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentasiloxane, decamethyl- 370 C1l0H30058i5 000541-02-6 83
2 Cyclopentasiloxane, decamethyl- 370 C1lO0H30058i5 000541-02-6 45
3 Phenethylamine, N-methyl-.beta., 399 C18H37N0O3Si3 010538-85-9 37
4 3,4-DIHYDROXYMANDELIC ACID-TETRATMS 472 C20H4005S5i4 000000-00-0 37

Abundance Scan 803 (12.541 min). 00616.D (-) m/z 73.10 100.00%
78
5000 267 355
L L |:l|||||||r1|rrvl]fr~\lv|
1220 1240 1260 12.80
45 193 251 S
AR AN RS LA SR RS LA AR SALAN AASERARAN WSS QLSS WARSS EARAS RARRN SN m/z 267.00 41.22%
m/z--> 40 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
IAbundance #313068: Cyclopentasiloxane, decamethyl-
78
067 355
5000 USRSV |
1220 1240 12.60 12.80
m/z 355.10 39.84%
4 o207 2 323339 |
m/z--> 4|0 Gb 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #313065: Cyclopentasiloxane, decamethyl-
78
1220 1240 1260 1280
5000 267 m/z 356.10 13.27%
355
45
|| 193 23 1 323339 ‘,,
llllllllll llllllllllllllll ‘l
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #331718: Phenethylamine, N-methyl-.beta. 3,4-tris(trimethy... o T e i B gt ot o
B 12.20 12.40 1260 12.80
m/z 268.00 11.98%
5000 355
44
||L N 88 130147 193 267 294 A
m/iz—> 40 60 8'0 100 120 140 160 180 200 220 240 260 280 300 3210 3-'110 3230 12.'20 12.I40 12.’60 12.180 I
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NYC 9/11 Public Portal Document

Data File

Acg On
Sample
Misc

MS Integratlon Params:

Quant Method

Title
Library

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN29\00616.D

29 Jan 2002 5:59 pm

508 scan

January 29, 2002
LSCINT.P

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

Vial: 5
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

khkhkkhkhkhkhkhkhkkhkhkhkhkhkhhkhkhkhkhhkkhkhkhhkhhhhhkhhhhkhkhhkhhkhhkkhkhhkhkkkhkhhkhkkkhhkhkhkhkhkhkhkhkkhdkk

Peak Number 8 Phenanthrene, 9-methyl- $$ Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T.
22.28 0.19 ug/L 178700 Phenanthrene-dl10 22.65
Hit# of &5 Tentative ID MW MolForm ° CAS#H Qual
1 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12 000883-20-5 53
2 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 53
3 Pyrazine, tetraethyl- (CAS) $$ t... 192 C12H20N2 038325-19-8 50
4 1,4-Dimethyl-3,5-propanobicyclo[... 192 C13H200 000000-00-0 47
IAbundance Scan 1656 (22.280 min): 00616.D (-) $ m/z 192.10 100.00%
192
5000 j\ A
g2 96 1“1% | 2200 2220 22.40 2260
SN, - SOV SO N SN SN S M| et is 77w
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
lAbundance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene
192
5000 "'l""l""l“"l/'\'"
22.00 2220 2240 2260
m/z 193.10 15.92%
165 6
S ,_.| . 139 152 1T -
fz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abtindance #88409: N-perdeuteriobenzylideneaniline /\
192
| 2200 2220 22.40 2260
5000 82 m/z 146.10 15.10%
54 110
30 u 1 160 .ll
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
IAbundance #103348: Pyrazine, tetraethyl- (CAS) $$ tetraethyl pyrazine ] /\. T
192 2200 2220 22.40 22.60
m/z 96.10 15.00%
177
5000
% 7 o w o || iy
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 nmznonmnw
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN29\00616.D
Acg On 29 Jan 2002 5:59 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: &

Operator:
Inst
Multiplr:

Instrumen
1.00

.\SCAN508.M (RTE Integrator)

khkkhkhkhkhkhkhkhkhkhkhkhkhhkhkhkhhhkrhhkhkhkhhkhkhkhhhhhhhhhhhhkhkhkhkhhhhkhkhhkhhhkhhhhkhkhkhkkhkkkkkk

Peak Number 9 DECADEUTEROPHENANTHRENE $$

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T
22.77 0.62 ug/L 584272 Phenanthrene-dio 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 83
2 Anthracene-D10 188 C14D10 000000-00-0 74
3 Anthracene-dl10- 188 C14D10 001719-06-8 64
4 1,4-Naphthalenedione, 2-hydroxy-... 188 C11H803 000483-55-6 50
Abundance Scan 1699 (22.771 min): 00616.D () " m/z 188.10 100.00%
18
5000
o4 Ty T T T T T T T T T
57 160 2240 2260 2280 2300 23.20
BT J”q ....... M1 122182 198 e ‘”’Lﬁ”, m/z 94.05 24.88%
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
188
5000 IVARAUVUBNVUVEE PSRN
2240 2260 2280 2300 23.20
80 04 m/z 189.15 19.63%
""l""l""!'e'el ! ll 158 e ll"'ﬂ
miz—> 40 50 60 70 80 % 100 110 120 130 140 150 160 170 180 190
IAbundance #84498: Anthracene-D10
148
2240 2260 2280 23.00 23.20
5000 m/z 80.05 13.57%
80 g4
66 I l 160 I
R NSRS AA L ARER S I l""l"“I""I""l""l"h"ﬂ”'l""l"!lll"“l
miz—> 40 50 60 70 80 ‘90 100 110 120 130 140 150 160 170 180 190
Abundance . #84502: Anthracene-d10- e -t
148 22140 2260 2280 23.00 2320
m/z 184.10 12.36%
5000
80 94 160
""1""1"”1'-6!6%"--!"'15!"|""x""|""|-'l"- "'” "1'1'?(')!“1 T VR AU
mfz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 22.40 2260 2280 2300 23.20
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NYC 9/11 Public Portal Document

Data File
Acg On
Sample
Misc

MS Integratlon Params:

Quant Method

Title
Library

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN29\00616.D

29 Jan 2002 5:59 pm

508 scan

January 29, 2002
LSCINT.P

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

Vial: 5
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

khkhkhkikhkhhkhkhkhkhkhhhhhhhhkhkhhkhkhhkkhkhhkhkhhkkhkhhkhkhhhkhhhkkhkhkhkkhkhkhkkhhkhkhhkhkkhkihkhkkkkkk

Peak Number 10

(3s8)-3,4-isopropylidendioxy.. .

Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
26.07  0.07 ug/L 68905  Phenanthrene-di0 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
"1 (3s)-3,4-isopropylidendioxy-4-me... 174 COH1803 067985-68-6 10

2 Heptadecane (CAS) $$ n-Heptadeca... 240 Cl7H36
3 Nonadecane $$ n-Nonadecane 268 C19H40
4 Hexane, 2,2,3,3-tetramethyl- $$ 142 C10H22

000629-78~7 9
000629-92-5 9
013475-81-5 9

57.10 100.00%

A B S BN W o
2580 26.00 26.20 26.40

m/z 43.10 74.31%

||||||||

2580 2600 2620 2640

m/z 82.10 43.06%

25.80 26.00 26.20 26.40

m/z 85.05 41.97%

B B o s S B
25.80 26.00 26.20 2640

Abundance Scan 1988 (26.070 min): 00616.D (-)
57
43
5000 141
) 119 159
BRN .“ 1T
m/z—-> 40 60 80 120 140 160 180 200 220 240 260
Abundance #78522: (3s) 3,4-isopropylidendioxy-4-methylpentan-1-ol $$...
43
59
5000 85
89
159
1] i |
A B e LA T :
m/z—-> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #174554: Heptadecane (CAS) $$ n-Heptadecane $$ Normal-hept...
87
43
71
5000
85
] %8 113127 240
B L o B e e A R R A AR e o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #211486: Nonadecane $$ n-Nonadecane
57
43 71
85
5000
| | I O L 183 197 268
...... : R B R I ER
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260

m/z 79.10 40.30%

25.80 26.00 26.20 26.40

J0616.D SCAN508.M
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN29\00616.D Vial: 5

Acg On : 29 Jan 2002 5:59 pm Operator:

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

MS Integration Params: LSCINT.P

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

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
R R R R R R R R R E R E R R R R R R R E R R X R E R R E R E R R IR E LR EEEEE RS R RS R R AR R R XX 20 X8 5 ]
Peak Number 11 Decanedioic acid, bis(2-eth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
33.40 0.11 ug/L 89360 Perylene-di2 34.42
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decanedioic acid, bis(2-ethylhex... 426 C26H5004 000122-62-3 38
2 2-Cyclohexen-1-o01 98 C6H100 000822-67-3 11
3 2,2-Difluoro-3-hydroxy-l-oxa-3-a... 185 C7H6BF2NO2 000000-00-0 9
4 2-Cyclohexen-1-ol (CAS) $$ 2-Cyc... 98 C6H100 000822-67-3 9
Abundance Scan 2330(33.400min): 00616.D (-) m/z 185.10 100.00%
185
70
5000
43 H2 AW
9 249 ™7 LA T T ™7
137 165 3300 3320 3340 3360 33.80

m/z 70.10 53.87%
mfz—> 40 60 80 100120140 160 180 200 220 240 260 280 300 320 340 360 380 400 420

Abundance #345444: Decanedi?ic acid, bis(2-ethylhexyl) ester (CAS) $...
185
57
112
5000
33.00 33.20 3340 3360 33.80
m/z 57.10 39.63%
‘ 426
TTErTYTTTT e AR MR TTTTTITTTT 1
mfz—> 40 60 8 00120140160180200220240260280300320340360380400420
lAbundance #7167 2-Cyclohexen-1-ol
70

3300 3320 3340 3360 33.80_
5000 m/z 71.10 37.65%

98
ﬂu

m/z—> 40 60 80 100120140 160 180 200 220 240 260 280 300 320 340 360 380 400420

Abundance #93653: 2,2-Difluoro-3-hydroxy-1-oxa-3-azonia-2-borata-1,2... LI I e e o o e e
91 185 3300 3320 33.40 33.60 33.80
m/z 112.10 28.83%
165
5000
e | |
'l|"l'|l l["T"" ill rr]_l]'ll1[ ‘ I 'llllllllr'llllllli‘l
miz-> 40 60 100120140160180200220 2402602803003 340360380400420 33.00 33.20 3340 3360 33.80
J0616.D SCANS508.M Wed Jan 30 09:02:27 2002 Page 13
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Tentatively Identified Compound (LSC) summary

Dperator ID: Date Acquired: 29 Jan 2002 5:59 pm

Data File: C:\MSDCHEM\1\5973N\02JAN29\00616.D

Name: 508 scan

Misc: January 29, 2002

Method: C:\MSDCHEM\1\METHODS\METHODS\SCANS508.M (RTE Integrator)
ritle: 508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
3utano 4.63 0.1 ug/L 69411 1 9.71 10979900 - 20.0
2-Butena 4.83 0.2 ug/L 103659 1 9.71 10979900 - 20.0
3- (CYCLOREX-3" 5.89 3.3 ug/L 1804%40 1 9.71 10979900 - 20.0
2-Propanol 9.54 0.2 ug/L 123474 1 9.71 10979900 20.0
2-Propanol, 9.62 0.2 ug/L 134496 1 9.71 10979900 20.0
2-Propanol 9.84 0.4 ug/L 213817 1 9.71 10979900 20.0
JyclopentAdsilyxan 12.54 0.1 ug/L 67485 2 13.19 15748800 20.0
>henant 22.28 0.2 ug/L 178700 4 22.65 18894500 20.0
JECADEUAEROPHEN. 22.77 0.6 ug/L 584272 4 22.65 18894500  20.0
(3s) - i 26.07 0.1 ug/L 68905 4 22.65 18894500  20.0
Jecanediocic acid,. 33.40 0.1 ug/L 89360 6 34.42 15831500 20.0
}0616.D SCAN508.M Wed Jan 30 09:02:27 2002 Page 14
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