NYC 9/11 Public Portal Document

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 02/26/2002 Time: 11:10:02

Sample: AEQ0842

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

Started1: 212602 11:09 Ended: 2/26/02 11:09  Analyst: DLV
Page:

Other unknown compounds .
Surr_2,4-DDD 114 50
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Cormments for Sample AE00842 - Analysis $GCMS

+Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 02-26-2002 Time: 11:11:01

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 21 of the 43 compounds in the LCS Standard were
above their acceptance ranges.
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00842.D Vial: 6

Acg On : 7 Feb 2002 6:34 pm Operator:
- Sample : 508 scan Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Feb 20 15:39:46 2002 Quant Results File: HP020702.RES

Quant Method : C:\MSDCHEM\1...\HP020702.M (RTE Integrator)
Title : 508 scan method

Last Update : Wed Feb 20 11:48:57 2002

Response via : Initial Calibration

DataAcqg Meth : SCAN508

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.71 152 1443116 20.00 ug/L 0.00
10) Naphthalene-ds8 13.19 136 6023418 20.00 ug/L -0.01
17) Acenaphthene-d1o0 18.34 164 3108615 20.00 ug/L 0.00
29) Phenanthrene-d1lo0 22.63 188 5071337 20.00 ug/L -0.01
38) Chrysene-di2 30.49 240 4438090 20.00 ug/L -0.03
44) Perxrylene-di2 34.42 264 3137991 20.00 ug/L -0.03
System Monitoring Compounds
37) 2,4-DDD 27.73 235 476239 5.70 ug/L 0.00
Spiked Amount 5.000 Recovery = 114.00%
Target Compounds Qvalue
20) Dimethylphthalate 18.34 163 489420 2.60 ug/L # 58
21) 2,6-Dinitrotoluene 18.34 165 392016 9.00 ug/L # 27
(#) = qualifier out of range (m) = manual integration
00842.D HP020702.M Wed Feb 20 15:39:47 2002 Page 1
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00842.D Vial: 6

Acg On : 7 Feb 2002 6:34 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Feb 20 15:39 2002 Quant Results File: HP020702.R

Method : C:\MSDCHEM\1\METHODS\METHODS\HP020702.M (RTE Integrator)

Title : 508 scan method

Last Update : Wed Feb 20 11:48:57 2002

Response via : Initial Calibration
Abundance TIC: 00842.D
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6500000
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5500000
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00842.D HP020702.M Wed Feb 20 15:39:47 2002 Page 2
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Data F
Acg On
Sample
Misc

Method
Title
Smooth

ile

ing

Sampling

Start Thrs:

Stop Thrs

C:\MSDCHEM\1\5973N\02FEB07\00842.D
7 Feb 2002
508 scan

February 7,
MS Integration Params:

6:34 pm

2002
LSCINT.P

vial: 6
Operator:
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\METHODS\METHODS\HP020702.M (RTE Integrator)
508 scan method

OFF
2
0.2
0

Filtering: S

Min Area:
Max Peaks:
Peak Location:

20
TOP

100 Area counts

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation:

Signal TIC
peak R.T. first
# min scan

1 3.488 5
2 3.613 19
3 3.773 31
4 3.922 45
5 5.920 219
6 6.011 227
7 9.562 537
8 9.710 551
9 9.847 565
10 13.192 855
11 14.334 957
12 18.341 1305
13 22.280 1653
14 22.634 1681
15 22.771 1697
16 27.543 2111
17 27.726 2127
18 30.489 2369
19 31.105 2419
20 34.416 2713

5

max
scan
10
21
35
48
223

231
542
555
567
860

960
1311
1656
1687
1699

2117
2133
2375
2429
2719

00842.D HP020702.M

NYC-WTC_000052255

last
scan
15
25
45
53
227

235
547
561
575
865

969
1315
1661
1693
1729

2127
2139
2381
2447
2753

Sum

TY
rBV
rBV
rvv3
rVB2
rBV

rVB
rBV
rvv
rBvV
rBV

rVB4
rBvV
rvv
rBV2
rVB

rBvV
rBV
rBV2
rvVB5
rBV

75111
17727
4155906
20182
6001052

8915
6147701
44707
5715375
100945

28590
1288903
5278449

26173
3821865

of corrected

corr.
area

172569

147393
44022
8159577
52151
11412355

31120
12308829
89734
13319274
451044

67550
2311270
12646256
118534
10490437

areas:

Thu Feb 21 09:58:08 2002

17.
94.

0.89%
78.

72033380

Page 1
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File : C:\MSDCHEM\1\5973N\02FEB07\00842.D

Operator :

Acquired : 7 Feb 2002 6:34 pm using AcgMethod SCANS508
Instrument : Instrumen _

Sample Name: 508 scan

Misc Info : February 7, 2002

Vial Number: 6

Quant File :HP020702.RES (RTE Integrator)

IAbundance TIC: 00842.D .
: 1319

5000000
9.71
4000000
3000000

2000000

. )%) /
cssta;mz S0 9.58.85 1 14.33
e L e SR

Time--> 4.00 5.00 6.00 7.00 8.00 900 1000 1100 1200 1300 1400 1500

lAbundance TIC: 00842.D0
6000000 1834 2263

5000000
4000000
3000000
2000000

27
1000000 /

~
o | 2268277 27.
e e —e
Time-> 1600 1700 1800 1900 2000 2100 2200 2300 2400 2500 2600 _ 27.00

IAbundance TIC: 00842.0
6000000

30.49
5000000

4000000 34.42

, /
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Time-> 2800 29.00  30.00 3100 3200 3300 3400 3500 3600 3700 3800 3900

T T T

00842.D HP020702.M Thu Feb 21 09:58:08 2002 Page 2
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00842.D Vial: 6

Acq On : 7 Feb 2002 6:34 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
I X R R R R R R R R R R R X R R A R E X EEEEE R R EEERRSELEESIEEES SRS S SRR SR SRR RS S S SRR & & &1
Peak Number 1 Acetonitrile, dichloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.49 0.20 ug/L 79931 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetonitrile, dichloro- 109 C2HC1l2N 003018-12-0 78
2 Dichloroacetonitrile $$ Acetonit... 109 C2HCI12N 003018-12-0 74
3 Acetonitrile, dichloro- $$ Dichl... 109 C2HC1l2N 003018-12-0 64
4 Dichloroacetonitrile $$ Acetonit... 109 C2HCI12N 003018-12-0 53
Abundance Scan 10 (3.488 m7in): 00842.D (-) m/z 74.00 100.00%
4

47

39 | ‘ 350 360 3.70 380 3.90
- | m/z 81.95 48.95%

:

0 uld || d

LARRERRERS RARN} TrTTY Ly ML A S R RS R RN AR N N REANE AN LA ™

miz-> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115
IAbundance #11644: Acetonitrile, dichloro-
4

35

:

350 360 370 380 3.90
m/z 76.00 32.91%

e 7 1|

OfrrrrprrrrfHH S Y S — L

miz-> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95100105110115
Abundance #11643: Dichloroacetonitrile $$ Acetonitrile, dichloro- $$...
744

b e
47 82 350 360 370 380 390

m/z 83.90 30.02%

5000
38
0 1 II | N3 102 108
e prirberr e e P

miz-> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115
iAbundance #11641: Acetonitrile, dichloro- $$ Dichloroacetonitrile $$... B B B .
74 3.50 360 370 380 390

m/z 47.00 29.27%

E_b)

EN (4]

]

?: &

3 @
L I N
3

ER

18

=3

------

0 { A AARA KRR SAAA RAARI RRARL) T
Hz~> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115 350 360 370 380 390

00842.D HP020702.M Thu Feb 21 09:58:08 2002 Page 3
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Data File C:\MSDCHEM\ 1\5973N\02FEB07\00842.D Vial: 6

Acqg On 7 Feb 2002 6:34 pm Operator:

Sample 508 scan Inst : Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

khkkhhkkhkhhhkhkkhkhkhhkhhkhkhkhkhkhkhkhhkhkhkhkhkhkhkhkhkhkkhkhkhkkhkhhkhkhkhkhkhhkhhkhkhhkhhhkhkhhhkhkkkkkkk

Quant Method \HP020702.M (RTE Integrator)

Peak Number 2 Butanoic acid, methyl ester... Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T
3.61 0.14 ug/L 58894 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Butanoic acid, methyl ester (CAS 102 CS5H1002 000623-42-7 83
2 Butanoic acid, methyl ester (CAS 102 CS5H1002 000623-42-7 83
3 Butanoic acid, methyl ester (CAS 102 C5H1002 000623-42-7 78
4 Butanoic acid, methyl ester 102 CSH1002 000623-42-7 78
Abundance Scan 21 (3.613 min): 00842.D (-) m/z 43.10 100.00%
i i
5000
3|9| 4 5l5 ‘ 3.50 3.60 3.70 3.80 3.90 4.00
Obrprrreprrer e H b SN N N N m/z 74.10 92.35%
m/z—-> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #9227B Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
4 74
5000
59 3.50 3.60 3.70 3.80 3.90 4.00
87 m/z 71.10 69.62%
l Y 69 102
Orr e T T | NRARE RAARA RRAA ML LRSS WA
miz--> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #9222: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 7h
1350 3,60 3.70 3,80 3.90 4.00 _
5000 m/z 41.10 37.75%
59 87
0 33 II I i | 1(.)2
SNNENL S, SIS NSNS I ST D"t
miz—-> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #9228 Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 n 3.50 3.60 3.70 3.80 3.90 4.00
m/z 87.10 29.03%
5000
59 87
39 55
o |’I | l 102
miz—> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 3.50 3.60 3.70 3.80 3.90 4.00
00842.D HP020702.M Thu Feb 21 09:58:08 2002 Page 4
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00842.D Vial: 6
Acg On 7 Feb 2002 6:34 pm Operator:
Sample 508 scan Inst Instrumen
Misc February 7, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P
Quant Method C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

khkhkhkhkhkkhkhkhkhhkkhkhhkhkhkhkhkhkkhkhkhkhkhkhhhkhkhkhkhkhkhhhkhhhkhkhhkhkhkhkhhkhkhkhkhkhkhkhkhkhkhkhhhhkhhkhkhkhkxk
Peak Number 3 4-Penten-2-one Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T
3.77 0.10 ug/L 39480 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1l 4-Penten-2-one 84 CS5H80 013891-87-7 3
2 Ethanol-D5 51 C2HDS5O 000000-00-0 3
3 4-Penten-2-one $$ Allyl methyl k... 84 CSH80 013891-87-7 3
4 4-Penten-2-one (CAS) $$ Methyl a... 84 C5H80 013891-87-7 3
Abundance Scan 35%773min): 00842.D (-) m/z 43.10 100.00%
5000
VAW AN A
36 51 84 360 380 400 420
) S NSNS NS M——— B m/z 84.00 10.09%
niz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 '80 85 90
lAbundance #3242: 4-Penten-2-one
43
5000 DS R S W
360 380 400 420
m/z 651.10 9.90
39 84
O 27 ....... 'll' |
m/z-> 51015202530354045505560657075808590
Abundance #311: Ethanol-D5
38
360 380 400  4.20
5000 m/z 36.10 7.73%
30 I —
0 26 \ 46 %2
LAREN RARRE AN LALAAE LERRN LA vy YT RN AR oy
m/z-> 51015202530354045505560657075808590
Abundance #3241: 4-Penten-2-one $$ Allyl methyl ketone $$ Methyl all...
49 360 380 400 420
m/z 49.05 6.09%
5000
15 39
I 27 LI, 53 69 84
S AR RAAAA AN ALY RALEN RARAS RAARN RAALS LARAS RANS RARAN AASA ANAS RRARN RARLE NAARI RAMLA A M I L S
m/z—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 360 380 400 420
00842.D HP020702.M Thu Feb 21 09:58:08 2002 Page 5
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Data File C:\MSDCHEM\1\5973N\02FEB07\00842.D vial: 6

Acq On 7 Feb 2002 6:34 pm Operator:

Sample 508 scan Inst Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

Title 508 scan method

Library C:\DATABASE\WILEY7N.L

khhhkhhkhkhhkhkhhhhhkhhhkhkhhkhkhkhkhkhhhhkhkhhkhkhkhkhkhkhkhkhkhhkkhkhkhkhkhkhkhkhkhkhhhkhkhkhkhkhkhkhkdkkkk

Peak Number 4 Propane, 1,1-dimethoxy-2-me... Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
3.2 0.08 ug/L 32960  1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative 1D MW MolForm CAS# Qual

1 Propane, 1,1-dimethoxy-2-methyl-

2 ISOBUTYRALDEHYDE, DIMETHYLACETAL...
1l,1-dimethoxy-2-methyl-...

3 Propane,
4 ISOBUTYRALDEHYDE, DIMETHYLACETAL. .

118 C6H1402
118 C6H1402
118 C6H1402
118 C6H1402

041632-89-7 83
000000-00-0 83
041632-89-7 43
000000-00-0 43

[Abundance Scan 48 (3.922 min): 008420() m/z 75.10 100.00%
5000 87
55
“|1 “|7 71 " 360 380 400 420
o) SN T -1 R S — SR S — .o E— m/z 87.10  44.31%
miz--> 20 25 30 40 45 50 55 60 65 70 75 80 8 90 95
lAbundance #17846: Propane, 1,1-dimethoxy-2-methyl-
75
5000 — e e
87 360 380 400 4.20
55 m/z 55.10 27.86%
I’ll lT ‘l' T Ll l|ll|llll] llllllll ll‘v*
miz-> 20 25 30 35 40 45 ‘50 55 60 65 70 75 80 8 90 95
Abundance #17849; ISOBUTYRALDEHYDE, DIMETHYLACETAL $5$1 .1-Dimethoxyi...
7
360 3580 400 420
5000 &7 m/z 47.05 15.56%
55
29 a7 S 71
o—rrre e . e He e
nz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17844: Propane, 1,1-dimethoxy-2-methyl- $$ Isobutylaidehy...
75 360 380 400 4.20
m/z 41.10 14.31%
5000
87
31 47 55
o 2 | |50 AR
SANMNMNNNRS BN ———— - e e A -
nfz> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 360 380 400 420
00842.D HP020702.M Thu Feb 21 09:58:09 2002 Page 6

NYC-WTC_000052260



NYC 9/11 Public Portal Document

Data File C:\MSDCHEM\1\5973N\02FEB07\00842.D Vial: 6

Acg On 7 Feb 2002 6:34 pm Operator:

Sample 508 scan Inst Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\HP020702.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

hkhkkhkhkhhhhhhhhkhhkhhkhkhkhkhhhhhkhhhhkhkhkhkhhkhhhkhhkhhkhkhhhkhkhkhkhkhhkhkhhkhkhhhhkhkhkhhkhkdkkhdk

Peak Number 5 3-(CYCLOHEX-3’'-EN-YL)PROPAN. Concentration Rank 2

Quant Method

R.T EstConc Area Relative to ISTD R.T
5.92 0.42 ug/L 172569 1,4-Dichlorobenzene-d4 9.71
Hit# of 65 Tentative ID MW MolForm CAS# Qual

1 3- (CYCLOHEX-3'-EN-YL) PROPANOL S$S. 174 C8H1404 015745-87-6 40
2 Acetic acid, 3-[1,3]dioxolan-2-y. 174 C8H1404 000000-00-0 40
3 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9
4 1,3-Dioxolane, 2-(6-heptynyl) - 168 C10H1602 025595-82-8 9

[Abundance Scan _’223 (5.920 min): 00842.0 (-) m/z 73.10 100.00%
3
43 . rﬁ,r,,. "
5.80 600
) S - UV NS m/z 310 22578
m/z-—-> 102030405060708090100110120130140150160170180
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
B
5000
580 6.00
43 m/z 45.10 10 30%
27 JJ 55 | & 113 174
(s L AR RS SRS REARE RALAN SEALN NAALN AR WARAS RAMAS LS RARAN SALSS RAAAN MRS RARAN U
m/z--> 10 20 30 40 SO0 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Aceti; Bacid, 3-{1,3]dioxolan-2-ylpropyl ester
e o B
560 580 600 620
5000 m/z 41.10 10.09%
0 27 ‘I r 87 113 174
eakazan ol e
m/z—-> 10 20 30 40 50 60 70 80 90 100110120130140 150160 170180
Abundance #1794: N-Ethylformamide $$ N-Formylethylamine $$ Formamide... R m e e
3p 560 580 600 620
73 m/z 71.00 7.43%
5000
44 58
15 | ‘
O A R as Eaa L o RARSH AGRAS RARA LU AR e b e
niz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 6.20
00842.D HP020702.M Thu Feb 21 09:58:09 2002 Page 7
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00842.D

Acqg On : 7 Feb 2002 6:34 pm
Sample : 508 scan
Misc : February 7, 2002

MS Integration Pa

Quant Method : C:
Title : 50
Library : C:

rams: LSCINT.P

Vial: 6

Operator:
Inst : Instrumen
Multiplxr: 1.00

\MSDCHEM\1...\HP020702.M (RTE Integrator)

8 scan method
\DATABASE\WILEY?N g

khhkhhkhhkhhkdhkhhhhhhkhhhkhhhkhkhkhkhhhhkhkhhhhhhkhhhhhhkhhkhhhhhhhkhhkhhhkhkhkhhhhhkhkhkhitd

Peak Number 6

2-Propanone,

1,1,1-trichlor.

Concentration Rank 3

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

6.01 0.36 ug/L 147393 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 2-Propanone, 1,1,1-trichloro- (C... 160 C3H3C1l30 000918-00-3 74
2 2-Propanone, 1,1,1-trichloro- (C... 160 C3H3C1l30 000918-00-3 45
3 2-Propanone, 1,1,1l-trichloro- (C.. 160 C3H3Cl1l30 000918-00-3 45
4 2-Propanone, 1,1,1-trichloro- $$. 160 C3H3C1l30 000918-00-3 25

Abundance Scan 231 (6.011 min): 008420() m/z 43.10 100.00%
48
- AJL
125 560 580 600 620 640
83 97 .
) I A - B S A PR LV TR m/z 125.00 11.46%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #59078: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
43
5000 | EEM VPSSP VLA
560 6580 600 620 640
m/z 97.00 7.09%
35 A9 61 82 97 17 125
S LA S I ML UL VLIS SV IULIULS IS IS IS SRS SR
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #59079: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
4
560 580 600 620 640
5000 m/z 47.00 6.28%
97 1
85
A R 0 N v TSN U L A
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #59082: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
a8 560 580 600 620 640
m/z 127.00 5.98%
5000
15 49 63 8 97 110117 127
L I S SIS SIS UL TUM I UL UM W T DR DD S RAPY SRR
mfz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 560 580 600 620 640

00842.D HP020702.M
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00842.D vVial: 6

Acq On 7 Feb 2002 6:34 pm Operator:

Sample 508 scan Inst : Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\HP020702.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

khkhkdkhkkhkdhdhhkhhhkhhhhhhhdrhhkhhhkhhhkhhhhhhhhhdhhhhhkhhkhhhhkhkhkhdhhhkhhhhkhhkhkhhhtik
Peak Number 7 2-Propanol, 1l-(2-methoxy-1-... Concentration Rank 9

Quant Method

R.T EstConc Area Relative to ISTD R.T
9.56 0.11 ug/L 44022 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 39
2 Methane, diethoxy- 104 CS5H1202 000462-95-3 9
3 E-Dipropylene glycol $$ 2-hydrox. 134 C6H1403 000000-00-0 9
4 2-Butanol, 3,3’'-oxybis- 162 C8H1803 054305-61-2 9
bundance Scan 542 (9.562 min): 00842.D (-) m/z 59.10 100.00%
59
73
51 USSR SEPU VAP SUARE RS
' | 84 920 940 960 980
o) MNRS—T{| S S NS W S— S m/z 103.10 48.60%
m/z--> 20 30 40 50 60 70 80 90 100 10120 130
Abundance #43943; 2-Propgnol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
0
5000 45 73 103 920 940 960 980
31 m/z 45.10 47.47%
l. ) i ] 130
0'—F""I'"'I""l'"'I"‘'l""l"*'l""'l"''IT"'I"‘H""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10225: Methane, diethoxy-
P
SV RAP LV LEPSV RS SRR
920 940 960 980
5000 3 103 m/z 41.10 29.22%
47
41 75 89
G'F"'l'"lf"'ll'”‘"'I"'!l"'"l'_‘l" SABY AN SRRV REAR
miz-—-> 20 30 40 S0 60 70 80 90 100 110 120 130
Abundance #29239: E-Dipropylene glycol $$ 2-hydroxyethyl ether —rby ] —— e
31 59 920 940
25 20%
5000 45
103
3|9|l.. nly 75 J
0'l""l""l‘Tj_'I" TTYTT T Y T T TTTTpT T Ty FrrvrypTT Ty YT T T TT
m/iz—-> 20 30 40 50 60 70 80 9 100 110 120 130 9.20 940
10842 .D HP020702.M Thu Feb 21 09:58:09 2002 Page 9
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Data File C:\MSDCHEM\ 1\5973N\02FEB07\00842.D
Acqg On 7 Feb 2002 6:34 pm

Sample 508 scan

Misc February 7, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

Vial: 6

Operator:
Inst :
Multiplr:

Instrumen
1.00

.\HP020702.M (RTE Integrator)

hkhkhkkhhkhhhkhkhkkhkhkkhkkhkkkhkkhkkhkhkkhhkhkhkkhkhkkkhkhkhkhkhkhhkhkhkhkhkkkhkhkhkkhkkhkkkkkdkhkkhkkkk

Peak Number 8 2-Propanol, 1l-(2-methoxypro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T
9.85 0.13 ug/L 52151 1,4-Dichlorobenzene-d44 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H1603 013429-07-7 83
2 PROPYLENE GLYCOL TRIMER 1 174 C9H1803 000000-00-0 64
3 Butane, 2-methoxy- (CAS) $$ Meth... 88 C5H120 006795-87-5 40
4 Butane, 2-methoxy- $$ Ether, sec... 88 CS5H120 006795-87-5 40
Abundance Scan 567 (9.847 min): 00842.D (-) m/z 59.10 100.00%
]
5000
45 73 104 960 9.80 10.00 10.20
Y O 1 -1 Y Iy S m/z 45.10 12.64%
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43942: 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
5000 LD L L W B S DU
960 980 10.00 10.20
m/z 41.10 11.62%
31 45 73 104
0"|""|""|I""|'!I""l"'!i""|'|"'|""|""|"! """ I"'1'3[(’)"'
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #78532: PROPYLENE GLYCOL TRIMER 1
9
960 980 10.00 10.20
5000 41 Z 73.10 10.67%
103
ST 1 N R N SO R AL
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4937: Butane, 2-methoxy- (CAS) $$ Methyl sec-butyl ether ...
® 960 980 1000 10.20
m/z 42.10 9.95%
5000
15 27 45 73
0 'I"I"I"!l’lp'?"l"l"l"mi" '1'|"'1"'8'8|""|""r'*"|""|"' T y /\M
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 9& 9.80 1000 1020

J0842.D HP020702.M
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00842.D Vial: 6

Acg On : 7 Feb 2002 6:34 pm Operator:

‘Sample : 508 scan Inst : Instrumen
Misc : February 7, 2002 Multiplxr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
khkhkhkhhhhkhkhkhkhkAAkhkAAhkAAArkhkhhkhhkhhkhkhkhkhkhkhhhkdhrhkhkdhhkhkdhhhhhkhhkhkhkkhkhkhkhkhkkkhkkkkkxkikk
Peak Number 9 Butanoic acid, 3-oxo-, 1,1-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.33 0.05 ug/L 31120 Naphthalene-ds 13.19
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Butanoic acid, 3-oxo-, 1,1-dimet... 158 C8H1403 001694-31-1 9
2 Hexylene Glycol 118 C6H1402 000107-41-5 9
3 2-METHYL-3,3-D2-AZIRIDINE ’59 C3H5D2N 030691-55-5 4
4 1-Hexanamine 101 C6H15N 000111-26-2 4
Abundance Scan 960 (14.334 min): 00842.D (-) m/z 59.10 100.00%
]
5000
4 103
85 UMM U BUMLAR SURILLE |
|| l | I 14.00 14.20 14.40 14.60
O e - m/z 41.10 33.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
lAbundance #57471: Butanoic acid, 3-oxo-, 1,1-dimethylethyl ester (CA...
59
43
5000 UMV DU SURLE
84 14m14m14m14m
€9 m/z 103. 29.83%
29 i l 103
c‘I""|l""ll'l"l"!!i""l""l""l""I""I""I""l*"‘l""l"1'§?"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17793: Hexylene Glycol
43 59
1400 1420 1440 1460
5000 m/z 45.10 29.14%
31
T O
c'l"'rl""l"I Il: Tt I"”IT'" TrprryvyryrvpTTTRp Ty
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #500: 2-METHYL-3,3-D2-AZIRIDINE —r T
2 58 1400 1420 1440 14.60
m/z 57.00 26.58%
000 f\
42
c'l"!|'!l"'lllln I"'l'i""l"" N AR BEEEA DEEAE BEESE BALRL B EASI BEAAE B LR DU LI DL |
miz—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.00 1420 1440 1460

00842.D HP020702.M Thu Feb 21 09:58:09 2002 Page 11
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00842.D Vial: 6

Acg On : 7 Feb 2002 6:34 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP020702.M (RTE Integrator)
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L

Ahkhkhkhhhkhkhkhkhkhkhhkhkhkhhhhkhkhkhkkhkkhkkhkkkixhkhkhkhkhkhkhkkhkkhkhhkhkhkhkhkhhhkhkhhkhhkhkhkhkhkhkkhkhkhkikkkk
Peak Number 10 4-METHOXY-.BETA.-METHYLCINN... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.28 0.13 ug/L 89734 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-METHOXY-.BETA.-METHYLCINNAMIC ... 192 C11H1203 019169-94-9 72
2 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12 000883-20-5 59
3 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 58
4 2-CYANOCARBAZOLE $$ 9H-Carbazole... 192 C13H8N2 057955-18-7 50

lAbundance Scan 1656 (22.280 min): 00842.D (-} m/z 192.10 100.00%

e /\ N

2200 2220 2240 2260
o} m/z 191.10 16.53%
miz-> 20 30 40 S50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102588: 4-METHOXY-.BETA-METHYLCINNAMIC ACID $$ 2-Butenoi...
192
108
5000
2200 2220 2240 2260
146 175 m/z 193.10 15.89%
. .
m/z--> 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene ) /\
192
2200 2220 224'01 '2'2670”r
5000 m/z 146.10 14.19%
0 ,,| 130 152 1,?5 LLCH |
AU MUNRRBIUN T A A
n/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #88409: N-perdeuteriobenzylideneaniline R mas L\ ey
192 22.00 2220 2240 22.60
m/z 96.00 13.33%
5000 82
54 110
o 30 94 160
miz—-> 20 30 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 ' 22|00 22I20 22|40 22'60 -
00842.D HP020702.M Thu Feb 21 09:58:10 2002 Page 12

NYC-WTC_000052266



NYC 9/11 Public Portal Document

Data File : C:\MSDCHEM\1\5973N\02FEB07\00842.D Vial: 6

Acg On : 7 Feb 2002 6:34 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP020702.M (RTE Integrator)
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L

khkhkhkhkkkhhkhhhkhhhkhhhhhhhkkhhkhkhkhkhhhhhhkhkkhkhhhkhhkhkhhhhhhhhkhhhhhkhkhkhkhkhkkhkhkkhkkk

Peak Number 11 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
22.77 0.68 ug/L 451044 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 86
2 anti-10-hydroxy-5,6,8,9-tetrahyd... 188 C12H1202 055139-53-2 58
3 2,2,9,9-Tetramethyldec-5-ene-3,7... 188 C14H20 102745-35-7 47
4 Anthracene-dlo0- 188 C14D10 001719-06-8 42

[Abundance Scan 1699 (22.771 min): 00842.D (-) " m/z 188.10 100.00%
1
5000 /\\
S 158 2r2'4’0 2280 2300 2320
54 78 =
c..q‘_'ﬁ..,es.fse"., l ..... 2 e b Th/z 19.43%
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 U
22.40 2280 2300 2320
80 94 m/z 189 10 19.08%
ol &8 ! Al B AN ! .
m/z—-> 40 50 60 70 80 90100110120130140150 160170180190
Abundance #98076: anti-10-hydroxy-5,6,8,9-tetrahydro-5,9-methano-7H-... 48
128 1
115 -
2240 2280 2300 2320
5000 145 Toa- 9.22%
158
o JT"'""'I
miz—-> 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #98584: 2,2,9,9-Tetramethyldec-5-ene-3,7-diyne
1?8 22.40 2230 2300 23.20
143 173 m/z 158 8.87%
131
5000
7‘7 | I /k
s R AR AN LA RAARS RARSN BA II “ | |-"'|'||""|'!"|"'|l T ALV
miz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 22.40 2280 23.00 2320
00842.D HP020702.M Thu Feb 21 09:58:10 2002 Page 13
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Data File : C:\MSDCHEM\1\5973N\02FEB07\00842.D Vial: 6

Acqg On : 7 Feb 2002 6:34 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1l...\HP020702.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
AAkAAARIAXAAAAkAAIhrhkhkhkhkhddhkhkhkhthhkhhkhkhkdhhkhhhhbhkhhhkhhhhhkhhhhkhhhhhhkhhhhhkhhkhhhkhkk
Peak Number 12 p-Terphenyl-di4 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
27.54 0.11 ug/L 67550 Chrysene-dl2 30.49
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 p-Terphenyl-dil4 244 C18D14 001718~51-0 91
2 5-HYDROXY-5,6-DIDEHYDROKAWAIN $$... 244 C1l4H1204 060037-36-7 58
3 2-Benzylbiphenyl 244 (C19H1e6 000000-~00-0 42
4 2-Methylene-2b-methyl-3,3-dimeth... 244 C14H16N202 000000~00-0 37
[Abundance Scan 2117 (27.543 min): 00842.D (-} m/z 244.20 100.00%
244
5000
106 122 27.20 27.40 2760 27.80
49 80 94 160 212 : : : 8
c,.L.,,.”;..J._hr.,.”.,...ur...“...,”!.,f”.ﬁmTf m/z 122.10 17.43%
miz-> 40 60 80 100 120 140 160 180 200 220 240
IAbundance #160355; p-Terphenyl-d14
244 A
5000 ..“...,”..A”..,”..,
27.20 27.40 27.60 27.80
m/z 243.20 17.02%
. 106 ' 180 ygq 108 2226 [
miz-> 40 60 80 100 120 140 160 180 200 220 240
Abundance #178835; 5-HYDROXY-5,6-DIDEHYDROKAWAIN $$ 2H-Pyran-2-one, ...
131 244
7 103 T L AL SR SV SULELAAN B
27.20 2740 27.60 27.80
5000 84 m/z 245.20 13.24%

ll e T

T

L
R R

04— -t Tt T T —
miz—> 40 60 80 100 120 140 160 180 200 220 240
jAbundance #179624: 2-Benzylbiphenyl e R ALmm ma i
294 2720 27.40 27.60 27.80
[
165 m/z 240.10 11.03%
5000
229
152
, l 203 215 /\
e S . SN 1 NS 5 E—
miz--> 40 60 80 100 120 140 160 180 200 220 240 2720 2740 27.60 2780
00842.D HPO020702.M Thu Feb 21 09:58:10 2002 Page 14
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Data File C:\MSDCHEM\1\5973N\02FEB07\00842.D Vial: 6

Acqg On 7 Feb 2002 6:34 pm Operator:

Sample 508 scan Inst : Instrumen
Misc February 7, 2002 Multiplir: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\HP020702.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

khkkhkhkhhkhkhkhhkkrhkhkhkhkhkhhkhhkhkhhkhhkhhkhkhhkhkhkhkhkhhkhkkhkhkhkhkhhhkhkhkhkhhhkhkkhkhkhkhhkhkkkkkk*x

Peak Number 13 Bis(2-ethylhexyl) phthalate Concentration Rank 5

Quant Method

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

31.11 0.19 ug/L 118534 Chrysene-d12 30.49
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 72
2 1,2-Benzenedicarboxylic acid, bi... 390 C24H3804 000117-81-7 72
3 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 €4
4 1,2-Benzenedicarboxylic acid, di... 390 C24H3804 027554-26-3 64

Abundance Scan 2429 (31.105 min): 00842.D (-) m/z 149.00 100.00%
149
167
57 \_‘\,\AA rrrir T I T l‘l—'j
4] d l 814 113 207 279 3080 31.00 31.20 31.40
ol bl T | [m/z 167.00 38.06%
m/iz—-> 406080100120140160180200220240260280300320340360
lAbundance #3246909 Bis(2-ethylhexyl) phthalate
149
5000 AAUVAVLVARRS
57 167 3080 31.00 31.20 31.40
m/z 57.10 26.74%
113
0 ||lef 132 210
G A e NI T
m/z—-> 40 60 80100120140160180200220240260280300320340360
Abundance #326902: 1, 2-Bfmenedlmrmwllc acid, bis(2-ethylhexyl) e...
149
30.80 31.00 31.20 3140
5000 m/z 71.10 24.92%
57
167
113 279
I Y L I 379,
m/z—-> 406080100120140160180200220240260280300320340360

lAbundance #326913: Bis(2-ethylhexyl) phthalate R e DAL R T e e

149 30.80 31.00 31.20 31.40
m/z 43.10 24 .27%

5000 167
279
J ﬂ a3 113
0y N e — BRI A
miz—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 30.80 31.00 31.20 31.40
00842.D HP020702.M Thu Feb 21 09:58:10 2002 Page 15
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Operator 1ID: Date Acquired: 7 Feb 2002 6:34 pm

Data File: C:\MSDCHEM\1\5973N\02FEB07\00842.D

Name: 508 scan

Misc: February 7, 2002

Method: C:\MSDCHEM\1\METHODS\METHODS\HP020702.M (RTE Integrator)
Title: 508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---
TIC op Hit name RT EstConc Units Response |# RT Resp Conc

Acetonitrile, dic... 3.49 0.2 ug/L 79931 1 9.71 8159580 20.0
Butanoicd, acid, me... 3.61 0.1 ug/L 58894 1 9.71 8159580 20.0
4 -Penteni2-one 3.77 0.1 ug/L 39480 1 9.71 8159580 20.0
Propane, {,1-dyme... 3.92 0.1 ug/L 32960 1 9.71 8159580 20.0
3- (CYCLOH -EN 5.92 0.4 ug/L 172569 1 9.71 8159580 20.0
2-Propanon 1,1, 6.01 0.4 ug/L 147393 1 9.71 8159580 20.0
2-Propanol ,V1-(2- 9.56 0.1 ug/L 44022 1 9.71 8159580 20.0
2-Propanol /\1-(2-... 9.85 0.1 ug/L 52151 1 9.71 8159580 20.0
Butanoic , 3-... 14.33 0.1 ug/L 31120 2 13.19 11412400 20.0
4-METHOXY/-.BRTA.-... 22.28 0.1 ug/L 89734 4 22.63 13319300 20.0
DECADEUTEROPHENAN. .. 22.77 0.7 ug/L 451044 4 22.63 13319300 20.0
p-Terphényl-di4 27.54 0.1 ug/L 67550 5 30.49 12646300 20.0
Bis(2-gthylhexyl) ... 31.11 0.2 ug/L 118534 5 30.49 12646300 20.0
00842.D HP020702.M Thu Feb 21 09:58:10 2002 Page 16
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