NYC 9/11 Public Portal Document

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 02/27/2002 Time: 09:02:01

Sample: AE01140
Analysis: $GCMS GCMS Scan For Unknowns

Units: ug
gtarteq]: 2/27/02 09:01 Ended: 2/27/02 09:01  Analyst: DLV
age:

Other unknowncopounds
Surr_2,4-DDD
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Comments for Sample AE01140 - Analysis $GCMS

*Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 02-27-2002 Time: 09:02:08

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 16 of the 43 compounds in the LCS Standard were
above their acceptance ranges, while 3 of the 43 compounds were below their

acceptance ranges.
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.JData File
Acg Om
Sample

Misc :
MS Integrati
Quant Time:

Document

C:\MSDCHEM\1\5973N\02FEB25\01140.D

25 Feb 2002
508 scan
February 25, 2002

on Params: SPLIT.P
Feb 26 08:28:38 2002

3:22 pm

v e ave vV ATWEWU

}

Vial:

Operator:

Inst

Multiplr:

Quant Results File:

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title

Last Update
Response via
DataAcg Meth

508 scan method

Mon Feb 25 10:47:59 2002
Initial Calibration
HP020702

Response

6

Instrumen
1.00

HP022102.RES

Conc Units Dev (Min)

163
165

1391630
6053104
3073016
5495392
4200407
2963568

332256
Recovery

499120
383010

4.

.68
.90

Internal Standards R.T
1) 1,4-Dichlorobenzene-d4 9.72
10} Naphthalene-ds 13.20
17) Acenaphthene-dilo0 18.33
29) Phenanthrene-dlo0 22.63
38) Chrysene-dil2 30.49
44) Perylene-dl2 34.41
System Monitoring Compounds
37) 2,4-DDD 27.72
Spiked Amount 5.000
Target Compounds
20) Dimethylphthalate 18.33
21) 2,6-Dinitrotoluene 18.33
(#) = qualifier out of range (m) =

0l1140.D HP

022102.M

NYC-WTC_000003505

manual integration
Tue Feb 26 (08:28:39 2002

ug/L 0.00
ug/L 0.00
ug/L 0.00
ug/L -0.01
ug/L -0.03
ug/L -0.04
ug/L 0.00
90.80%

Qvalue
ug/L # 58
ug/L # 27
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. Data File : C:\MSDCHEM\1\5973N\02FEB25\01140.D vial: 6

Acg On 25 Feb 2002 3:22 pm Operator:

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

MS Integration Params: SPLIT.P

Quant Time: Feb 26 8:28 2002 Quant Results File: HP022102.R

Method : C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)

Title : 508 scan method

Last Update : Mon Feb 25 10:47:59 2002

Response via : Initial Calibration
Abundance TIC: 01140.D

7000000

6500000

Naphthalene-d8,i

6000000

anthrene-¢10,]
Chrysene-d12,|

Ph,
Thef

5500000

5000000

4500000

1,4-Dichlorobenzene-d4,|

Perylene-d12

4000000

3500000

2500000

1500000

2,4-DDD,S

1000000

500000

ol i A Y
LI L L L L B B L r-x|||1.,:-:-||xnx111u-|- LA L T A L s B e e B S

Time—> 4.00 600 8.00 10.00 12.00 14.00 16.00 18.00 20.00 22.00 24.00 26.00 28.00 3000 32.00 34.00 36.00 38.00

01140.D HP022102.M Tue Feb 26 08:28:40 2002 Page 2
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Data File C:\MSDCHEM\1\5973N\02FEB25\01140.D Vial: 6
. Acg On 25 Feb 2002 3:22 pm Operator:
Sample 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

Method C:\MSDCHEM\ 1\METHODS\METHODS\HP022102.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:

TIC

peak R.T. first

Signal
# m
1 3.
2 3.
3 3.
4 3.
5 4.
6 4.
7 4.
8 5.
9 6.
10 9.
11 12.
12 13.
13 13
14 18
15 22
1l6e 22
17 24
18 27
19 30
20 34.

iln

scan

87
137
223
231
557

807
865
883
1319
1669

1701
1897
2153
2397
2743

5

max
scan
11
22
36
50
80

89
141
228
233
561

812
870
886
1325
1675

1706
1902
2157
2402
2749

01140.D HP022102.M

NYC-WTC_000003507

last
scan
19
33
47
53
87

95
145
231
239
567

817
875
893
1331
1685

1711
1911
2163
2437
2785

Sum

PK peak
TY height
rVB 60926
rBv4 29201
rVB 16950
rBV 16135
rVB4 5967
rBvV 14560
rBvV2 9892
rBV 53464
rVB 89757
rBV 3939499
rVB 59577
rBvV 5713773
rVB 10984
rBV 6061033
rvv 43153
rBV2 6030658
rBV 34382
rBV 913123
rBv2 5193140
rBV 3680045

104727
58081
35395
26150
19133

25360
18881
123290
158825
7800237

107424
11393341
28152
12462165
86825

13440445
82258
1614168
12491524
10097334

of corrected areas:

Tue Feb 26 08:30:16 2002

100.
0.61%
12.
92.94%
75.13%

70173715

Page 1
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DL nepuLL

LilLTYylralLcu wiirviinaLvuygL atit

4

File

: C:\MSDCHEM\1\5973N\02FEB25\01140.D
Operator
Acquired 25 Feb 2002 3:22 pm using AcgMethod HP020702
Instrument Instrumen
Sample Name: 508 scan
Misc Info : February 25, 2002

Vial Number: 6

Quant File :HP022102.RES (RTE Integrator)

Abundance TIC: 01140.D
6000000

4000000 9.71

3000000
2000000

1000000

3$83B4a08 497 KW

13.20

1254 H338

0

LN LS S B S AR A B A M GRS BN S S

4.00 5.00 6.00 7.00

LA B B S

8.00

T T T v | T 7T T

™
9.00 10.00 11.00

LI B B |

Time—->

T
1200 13.00

T

——
14.00

T

15.00

TIC: 01140.D

Abundance
6000000 2263

1833

4000000
3000000
2000000

1000000

22.28

24.85

0

L |

— —
1800 _ 18.00

TTTTT LA R B S S R S B I

T —T T
Time—> 16.00 17.00 2000 2100 2200  23.00 24.00

T T T

LI S S B B

T
25.00 26.00  27.00

Abundance TIC: 01140.D
6000000

30.49

34.41

1000000

clilllllllllllllllllll

Time—> 28.00 29.00 30.00 31.00 32.00 33.00 3400 35.00 . 36.00

T T [ T+ L [T T

LI §

37.00 38.00

LIRS S0 S Bk B IR

39.00

01140.D HP022102.M Tue Feb 26 08:30:16 2002
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01140.D
Acg'On 25 Feb 2002 3:22 pm
' Sample 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

Quant Method

C:\MSDCHEM\1..

.\HP022102.M (RTE Integrator)

Vial:
Operator:
Inst
Multiplr:

6

Instrumen

1.00

Title 508 scan method
Library : C:\DATABASE\WILEY7N.L
khkkhkhkhkkhkkkkhkkhkkkhkkhkhkhkkkhkhhkkkkkhkhkkhkkhkhkhkkkhkhkkkhkkhkkkkkkhkkkhkkhkhkkhkkhkhkkhkkhki*k
Peak Number 1 Acetonitrile, dichloro- Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T
3.50 0.27 ug/L 104727 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Acetonitrile, dichloro- 109 C2HC12N 003018-12-0 83
2 Acetonitrile, dichloro- $$ Dichl... 109 C2HCI12N 003018-12-0 74
3 Dichloroacetonitrile $$ Acetonit... 109 C2HCI2N 003018-12-0 72
4 Dichloroacetonitrile $$ Acetonit... 109 C2HCI12N 003018-12-0 38
Abundance Scan 11 (3.428 min): 01140.D (- m/z 74.00 100.00%
74
82
5000
47 ‘ ’ B N BEREE RS
350 360 370 3.80 390
o | Y T3 S — m/z 81.90 58.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #11644: Acetonitrile, dichloro-
74
35
5000 82
350 3.60 370 3.80 380
47 l | m/z 83.90 32.14%
e‘llll‘lllllllll+}|lllITY"II'IY!]IIll]lllllllllllllllllll
m/z—> 10 20 30 40 50 60 70 80 20 100 110
iAbundance #11641: Acetonitrile, dichloro- $3$ Dichloroacetonitrile $3...
74
350 360 370 380 390
5000 m/z_ 76.00 29.17%
47
i 1 l
0 "'l""l""l"]‘[!l"“I""I""I'J "["!' 11019'
mfz--> 10 20 30 40 50 60 70 90 100 110
Abundance #11642: Dichloroacetonitrile $$ Acetomtnle dlchloro- $$... e
74 82 3.50 3.60 3.70 380 3.90
z 47.00 21.41%
5000
47
0 1|2 351 [1' | 1(.)8
mfz--> 110 2|0 310 4|0 510 6[0 710 810 9|0 1(I)O 11]0 350 3.60 3.70 3.80 3.90

01140.D HP022102.M
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Tue Feb 26 08:30:17 2002

Page 3



NYC 9/11 Public Portal Document

Data File C:\MSDCHEM\1\5973N\02FEB25\01140.D
Acg On 25 Feb 2002 3:22 pm

Sample 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

Quant Method
Title

Library :

C:\MSDCHEM\1. .
508 scan method

C:\DATABASE\WILEY7N.L

.\HP022102.M (RTE Integrator)

khkkhkhkkhhhhhhhhkhhhhkkhkhhkhkhhkhkkhkkhkkhkhkhkhhhhkhhkhhhkhkkkkkhkhhkhhkhhhkhhhhhkhhhkhkhkkkkkkk

Peak Number

2 Butanoic acid, methyl ester...

Concentration Rank 5

Vial: 6
Operator:
Inst Instrumen
Multiplr: 1.00

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

3.62 0.15 ug/L 58081 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 (CAS... 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83

Abundance Scan 22 (3.622 min): 01140.D (-) m/z 74.00 100.00%
43 74
5000
59 87
ll 4 55 3,50 3.60 3.70 3,80 3.90 400 _
0'1""[""!""]“ =!""I”"I'”'I""l""l"' l""I""Ii'"I“"I""I""I'”'T' m/z 43'10 98'38%
m/z—> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #9227: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74
5000
59 3.50 3.60 3.70 3.80 3.90 4.00
87 m/z 71.10 77.81%
1., 69 102
OT]T[II]T]"III"]II T]llllllllllillllllllIl]l:]l{‘ TT IIIIIII llll] llll l!ll
m/z—-> 25 30 35 40 45 50 55 60 65 70 75 80 85 20 95 100 105 110
Abundance #QZZZB Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
4 74
3.50 3.60 3.70 3.80 3.90 4.00
5000 m/z 41.10 31.01%
59 87
33 " [ 102
S R R B R LA AR AN RAAR A RARAS LRSS AAALN RAARS RAASA RARAA RARAS AR ARSI
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 m 3.50 3.60 3.70 3.80 3.90 4.00
m/z 87.00 29.81%
5000
59 87
39 55
o | . 102
m/z—> 2[5 3IO 3|5 4|0 4T5 5 I 710 7|5 80 8|5 9[0 915 1(.'1)0 1(I)5 11|0 3.50 3.60 3.70 3.80 3.90 4.00
01140.D HP022102.M Tue Feb 26 08:30:17 2002 Page 4

NYC-WTC_000003510




NYC 9/11 Public Portal Document

Data File : C:\MSDCHEM\ 1\5973N\02FEB25\01140.D Vial: 6
. Acg On : 25 Feb 2002 3:22 pm Operator:

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

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
Title : 508 scan method
Library : C: \DATABASE\WILEY7N L

khkhkkkhkhkkkhkhkhkkkhkhkhkhkhkkhkkhkkhkhkhkhkhkhkhhhkhkkhhkhkhkhkhkhkhkhkhkhkhkkhkhkhkhhkhkhkkhkhkhkhkhhhkkhkkdhkk
Peak Number 3 Ethanol, 2,2-dichloro- $$ D... Concentration Rank 8

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

3.78 0.09 ug/L 35395 1,4-Dichlorobenzene-d4 9.72
Hit$ of 5 Tentative ID MW MolForm CAS#H Qual
1 Ethanol, 2,2-dichloro- $$ Dichlo... 114 C2H4C120 000598-38-9 2
2 2-Propanone, 1,l-dichloro- 126 C3H4Cl20 000513-88-2 2
3 ISOCYANIC ACID $% Carbimide $$ H... 43 CHNO 000075-13-8 2
4 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 2

Abundance Scan 36 (3.780 min): 01140.D (-) m/z 43.10 100.00%
43
5000
51 63 83 360 380 400 420
O’lllllllll’rllllllll!flll]IlTrvllll|AI||1[[[I|l||[|1111||, LB BLES B m/Z 83.00 6.57%
miz—> 10 20 30 40 50 ©0 70 80 SO 100 110 120 130
Abundance #14465: Ethanol, 2,2-dichloro- $$ Dichloroethanol $$ 2,2-D...
3N
5000 T T T T T T T T T
360 380 400 420
m/z 63.00 5.20%
43 49 61 83 114
0 'l[lllllllll]lllll:lll{il|ll]lllfl[IIIIITTITI1]|III]YIIIll}l!lllll'll
miz—> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #21994: 2-Propanone, 1,1-dichloro-
483
360 380 400 420
5000 m/z 42.10 4.68%
0 7 36 | a9 63 83 o1 126
lllllIl’Illll[llllllll|ll|lllllllTYllll IllllTIlllllll‘l
m/z—> 10 20 30 4|0 5l0 60 7IO 80 9|O 100 110 12|0 130
Abundance #181: ISOCYANIC ACID $$ Carbimide $$ Hydrogen isocyanate $... T T
43 360 380 400 420
m/z 47.00 4.53%
5000
15
Lz A
Ill,Tllllll'l'llll)llll’"‘ll'||‘h_rT‘ll’lllllll|lJIlll"11l’||l|]7f Tl’ll"l IJIIIIII_’T')
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 360 380 400 420
01140.D HP022102.M Tue Feb 26 08:30:17 2002 Page 5
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01140.D Vial: 6
Acg'On : 25 Feb 2002 3:22 pm Operator:

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

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
khkhkhkhkkkhkkhkkhkhkhkhkhkhhkhkhhkhhhkhkhkhkhkhkhdhkkkkdhhkkhkhkhkhkhkhkhhkkhkhhkkhkhkhhkkhkhhhkhkhhkkhkkkkkhhkhkkhik
Peak Number 4 ISOBUTYRALDEHYDE, DIMETHYLA... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.94 0.07 ug/L 26150 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H1402 000000-00-0 83
2 Propane, 1,l-dimethoxy-2-methyl-... 118 C6H1402 041632-89-7 83
3 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H1402 000000-00-0 83
4 Propane, 1,l-dimethoxy-2-methyl- 118 C6H1402 041632-89-7 74
Abundance Scan 50 (3.938 min): 01140.D (-) m/z 75.00 100.00%
76
5000 o 87
47 A.,.” T
41 ' 51 71 360 380 400 420
0 T lllllxl'll]] lI']!llllI'll[lllllllll]lllll LS B L IR B L R m/z 87 OO 38 21%

T T T
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17847. ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi...

5000 L S BLS e o o i e T

87 360 380 400 420
a1 a7 55 m/z 55.00 29.75%
43, | | 59 71
0]lllllIlll[IIT![I_V_'_III_T‘}TTTFTTIIIIlllll;lllll'llllllllr}lllllllr‘[lllllrill]ll
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 8 8 S0 &5
Abundance #17844: Propane, 1,1-dimethoxy-2-methyl- $$ Isobutylaldehy...
76
I I o o
360 380 400 420
5000 m/z 47.10 20.50%
87
31 47 55
4[ ’ l 59 711 1
0 Il)llllllllIlll[llll]llll]lIlllllllllll‘;[llllllllllllTl T T T T T YT T
mz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 80 95
Abundance #17849: ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi... AR [\[ O SN o
7% 360 380 400 420
m/z 41.10 9.66%
5000 87
55
29 a4 5 7
o+t e e e e e e e
miz—-> 20 30 35 40 45 B0 55 60 65 70 75 80 8 S0 95 360380400420
01140.D HP022102.M Tue Feb 26 08:30:17 2002 Page 6
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01140.D Vial: 6

_Acg On : 25 Feb 2002 3:22 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
khkhkhkrkhkhkhkrkhkhhkhkhbhkhkhkhkhkhkhkhkhkhkhkhhkhkhkhhhhkhkhhkhkhkhkhkhhhkhkhkhkkhkhkhhkhkhkhkkhhkkhkhkkhkhhkkkhkhikik
Peak Number 5 2-Pyrrolidinone (CAS) $$ Py... Concentration Rank 12

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

4.28 0.05 ug/L 19133 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrrolidinone (CAS) $$ Pyrroli... 85 C4H7NC 000616-45-5 25
2 2-Pyrrolidinone 85 C4H7NO 000616-45-5 25
3 2,2’ -ethylenedioxy-bis(3-methylt... 230 Cl2H2204 123410-43-5 9
4 3-Methyl-2,3-epoxybutanal 100 C5H802 000000-00-0 9

Abundance Scan 80 (4.277 min): 01140.D (-) m/z 85.00 100.00%
41 85
5000 60 /\
49 \llllll I:\ T rTrT
| ’ 4.00 420 440 460
0‘l"“l”"I""I""I""l""l"l"l"“l""l""l""I""l""l" m/z 41.10 89.55%
m/z--> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150
Abundance #3615 2-Pyrrolidinone (CAS) $$ Pyrrolidone $$ Butyrolacta...
42
5000
400 420 440 460
m/z 43.00 49.85%
olll‘ll[lll:'lillllil IIIII!I lllll !l[llll] llllll llllllll llllllll
mfz--> 20 30 40 50 60 70 80 20 100 110 120 130 140 150
Abundance #3614: 2-Pyrrolidinone
30 8b
42 PSPV AV W VDUV
4.00 420 440 460
5000 m/z 60.00 43 .075%
cl]“l' llllIlllII::I!lIIIIIITTIIIT]!T'[T1I'I llllllllllllllll ] IlI]Il
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #159361: 2,2™-ethylenedioxy-bis(3-methyltetrahydrofuran) e e
85 400 420 440 460
m/z 83.95 24.43%
41 56
5000
73
49
Ol TTT 1T T IYI!I l ||||I|l|lll’|||Illlllll||||Y|[lYIIIII|IIY||III1I415Il|| |l|l]l||||'|lllll lllll
m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 400 420 440 460
01140.D HP022102.M Tue Feb 26 08:30:17 2002 Page 7
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01140.D Vial: 6

Acg 'On : 25 Feb 2002 3:22 pm Operator:
" Sample : 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integratlon Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L

[ EEE R EEREEERETEETEEEIEEEEEEEEEEE RS S S LIRSS REEEEESE RS SRR AR RS2 A S R A R R R R 2 2 2 2 K
Peak Number 6 1,3,5-Cycloheptatriene Concentration Rank 10

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

4.38 0.07 ug/L 25360 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3,5-Cycloheptatriene 92 C7HS8 000544-25-2 39
2 METHYLFULVENE 92 C7HS8 000000~00-0 9
3 1,3,5-Cycloheptatriene (CAS) $$ ... 92 C7HS 000544-25-2 9
4 1,3,5-Cycloheptatriene $$ Cycloh... 92 C7HS 000544-25-2 7

Abundance Scan 89 (4.378 min): 01140.D (-) m/z 91.00 100.00%
o
5000
43 51 65 o 400 420 440 460 4.80
o) IS | BN SN O S | m/z 92.00  65.91%
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
IAbundance #5569: 1,3,5-Cycloheptatriene
N
5000 S SEABUS B EEBUNEEDE N
400 420 440 460 4.80
65 m/z 65.00 10.61%
0 27 3 45 5ﬂ 61 1
LI llTTl‘lIl|lll'll|llf T "IYI T T T T rry T proevIpvrrrrprrT Ll llllllll TT
m/z—-> 210 25 30 35 40 45 50 55 60 65 70 75 80 8|5 QIO 95 160
Abundance #5531: METHYLFULVENE
N
400 420 440 460 4.80
5000 m/z 50.90 9.62%
o L4 - l
llll ITT‘TT—ITI LI lll llll[lll'l Il Illllllllll
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 85 100
Abundance #5568: 1,3,5-Cycloheptatriene (CAS) $$ Cycloheptatriene $$... AL B e e e e
9 400 420 440 460 4.80
m/z 43.10 8.66%
5000
o T 61,7 gs_ ||, A/\ L
VIIIIIIIIT_TTIYT'IIﬁY*K—I'TIIIIIIIIIIIIlllllllfl‘T]llllllllllllllllllllllill ll||||||||| lIllllllllllll"]YTTrI'
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 400 420 440 460 480
01140.D HP022102.M Tue Feb 26 08:30:17 2002 Page 8
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01140.D Vial: 6
Acq Cn : 25 Feb 2002 3:22 pm Operator:

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

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
khkkkkhkhkkkhkhkkhkkkhkhkhkhkkkhkhkhkhkhkhkhkkhkhkhhkhhkkhkhhhkhkhkhkhhkhkhkhhkhkhkhkhkdhkhhkhdkhhhkhhhhkhkihkkk

Peak Number 7 3-Methyl-5-nitropyrazole $$... Concentration Rank 13

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

4.97 0.05 ug/L 18881 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 3-Methyl-5-nitropyrazole $$ 3(5)... 127 C4HS5N302 034334-96-8 5
2 4-Chloro-6-aminopyrimidine 129 C4H4CIN3 005305-59-9 5
3 2-Chloro-4-aminopyrimidine 129 C4H4CIN3 007461-50-9 5
4 1,3-diaza-4-imino-cyclohexane-2,... 127 C4H5N302 000000-00-0 4

Abundance Scan 141 (4.966 min): 01140.D (-} m/z 128.80 100.00
129
5000
48 IITTTY T T IIIIIITTITT
‘ 84 4.60 480 500 520 540
o ] N B B m/z 126.80  78.98%
miz—> 20 30 40 50 60 70 80 80 100 110 120 130
Abundance #23353: 3-Methyl-5-nitropyrazole $$ 3(5)-METHYL-5(3)-NITRO...
127
5000 54 T T T[T T T[Ty
82 460 480 500 520 540
97 m/z 130.80 21.37%
il L
0 l |
II"ITIII LENE IR I 3 lllllllllllll!]llll[lllllllllllllllllllllllll
miz—> 20 80 90 100 110 120 130
Abundance #25319 4—Chloro-6—aminopyrimidine
129
. 25 ik s 5% 5k
5000 67 1 m/z 48.00  18.95%
94
0 47 60 | 74 8 | || .
I'ITIlllllllllllllllllllllIIIIIlIl llllllll[lllllllllllll]
miz—> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #25317: 2-Chloro-4-aminopyrimidine e e  ana
129 460 480 500 520 540
m/z 47.00 18.10%
94
5000
67 102
27 44 52
OTrTIIII§5III!!II[[VIII!II[ II IlllIllllllllllllllllllill] Illlll[lllilllll]lll’l‘
m/z-—-> 20 40 50 60 70 80 100 110 120 130 460 480 500 520 540
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NYC-WTC_000003515



NYC 9/11 Public Portal Document

Data File

., Acg On
Sample
Misc

MS Integration Params:

Quant Method

: C:\MSDCHEM\1\5973N\02FEB25\01140.D
:+ 25 Feb 2002 3:22 pm
: 508 scan

:+ February 25, 2002

LSCINT.P

C:\MSDCHEM\1. ..

Vial:

6

Operator:

Inst

Multiplr:

\HP022102.M (RTE Integrator)

: Instrumen
1.00

Title 508 scan method
Library C:\DATABRASE\WILEY7N.L
kkhkkkhkkhkhkhhkkhhkhkhkhhkhkhhhkkkdkhhhkdkdkkhkhhkhkhkhhkhkkhkhhkkhkkhkhhhkkhkhhhhhkkkkkkkhkkihkik
Peak Number 8 3-(CYCLOHEX-3’'-EN-YL)PROPAN... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T
5.95 0.32 ug/L 123290 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3- (CYCLOHEX-3'-EN-YL) PROPANOL $$... 174 C8H1404 015745-87-6 42
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 42
3 1-Hexanol, 6-amino- 117 C6H15NO 004048-33-3 9
4 Silane, tetramethyl- $$ Tetramet... 88 C4H12Si 000075-76-3 9
[Abundance Scan 228 (5.948 min): 01140.D (-) m/z 73.10 100.00%
73
- |
P 560 580 600 620
A 1 - ST NS m/z 43.10 22.07%
miz—-> 20 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOH7EX -3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
3
5000 RS SERES SRSV RIS REREEE
560 580 600 620
43 m/z 45.00 10.80%
2'7 . 55 8] 113 174
0lIlIlTT’lllll:lllllLl|Ir|71[[lI’]lilll |||I||ll||l‘|'—[‘lTTl|lllll I"If"' TITT "l‘ T
mfz—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
3
l’lll"l"’]"lllllllll
560 580 6.00 6.20
5000 m/z 41.10 8.58%
43
27 55 87 113 174
c|||ll lT"lIlllllllll[llllllI_l'_lTlll’llll|llll|||l||'l_|lll Illlill'l']llll[llllIIIIYr(
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #17265: 1-Hexanol, 6-amino- T e
30 560 580 600 620
m/z 71.00 7.60%
5000
ol]!lllI_l_l_'—lf"ll"’llIllllllIrY‘llIlIIllllIIIIIT'II llllllllTIlIll]lllleTl']l"ll'l lIIIII]II’lI”[[I’Il ]
m/z—> 20 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 5.60 6.00 6.20
01140.D HP022102.M Tue Feb 26 08:30:18 2002 Page 10
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NYC 9/11 Public Portal Document

Data File C:\MSDCHEM\ 1\5973N\02FEB25\01140.D Vial: 6
Acg On 25 Feb 2002 3:22 pm Operator:

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

MS Integration Params: LSCINT.P
Quant Method C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
Title 508 scan method

Library C:\DATABASE\WILEY7N.L

**************************************************v*******************
Peak Number 9 2-Propanone, 1,1,1l-trichlor... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T
6.00 0.41 ug/L 158825 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Propanone, 1,1,l-trichloro- (C... 160 C3H3Cl30 000918-00-3 64
2 2-Propanone, 1,1,1-trichloro- $$... 160 C3H3Cl30 000918-00-3 64
3 2-Propanone, 1,1,1-trichloro- (C... 160 C3H3Cl30 000918-00-3 47
4 2-Propanone, 1,1,1-trichloro- (C... 160 C3H3Cl30 000918-00-3 23
Abundance pScan 233 (6.004 min); 01140.D () m/z 43.05 100.00%
4 h
5000
&3 83 97 125 560 580 600 620 640
OIYr|‘1_Y]1_r‘rT)7_‘_T|{l[TI$‘9]‘IITIJIII’1'IT'lT]l|l’l'I(TIFT‘[I’T‘[ng1ITTIIfI'—F m/z 125000 9'606‘
m/z—> 10 20 30 40 50 60 70 8> S0 100 110 120 130
Abundance #59078: Z-Eropanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
4
5000
560 6580 600 620 640
m/z 96.90 6.24%
35 A9 6 82 97 117 125
0711'11l|ll"llTl'lfl'ﬁr‘TrlfﬁTLrﬁITrlfﬁJlJTLrlIll'llll'_|_r' ll‘l”ll’Tll
—> 10 20 40 50 €0 70 80 S0 100 110 120 130
Abundance #59081: 2-Propanone, 1,1,1-trichloro- $$ .alpha.,.alpha.,....
43
560 580 600 620 6.40
5000 m/z 82.90 5.68%
15
35 49 85 g7 117 125
c‘lll’TI|l[l'_fl‘l_"T‘Tl'll[TLILLlfIIY_‘ll_rI‘TII‘I_YT'J‘TI - I‘TI"“_\"_‘_rl"‘l||iTlr
mfz—> 10 20 30 40 50 60 70 80 S0 100 110 120 130
f\bundance #58079: 2-Propancne, 1,1,1-trichioro- (CAS) $$ Trichloroac...
1 560 580 600 620 6.40
m/z 47.00 5.53%
5000
97 125
35 85
o il M i 17
Irl']l!TT"’TIT_[—[I\'I"_IIT—rl‘_rII‘l_‘lTTlll*l[ﬁK—'TI"_h[llllllllT[l’rll ‘l_rl‘l_FY—'TllfllTlITlllllYl
miz—> 10 20 30 0O 50 60 70 80 S0 100 110 120 130 560 580 600 620 640

1140.D HP022102.M
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NYC 9/11 Public Portal Document

Data File : C:\MSDCHEM\ 1\5973N\02FEB25\01140.D Vial: 6

Acg Cn : 25 Feb 2002 3:22 pm Operator:

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

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
*hkhkhkkhkhkkdhkkkhkkkhhhhkhhhhdkhkkhkhkhhhhkkkhhhkhkhkhhkhkhhkkhkkhkkhkkhkkhhhhkhkhkkhhhkkkdkhhkhhhik
Peak Number 10 Cyclopentasiloxane, decamet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.54 0.19 ug/L 107424 Naphthalene-ds8 13.20
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Cyclopentasiloxane, decamethyl- 370 Cl0H3005S8i5 000541-02-6 59
2 Cyclopentasiloxane, decamethyl- 370 C10H3005Si5 000541-02-6 45
3 Benzeneacetic acid, .alpha.,3,4-... 472 C20H40058i4 037148-65-5 38
4 N- (Trifluorocacetyl)-N,0,0’,0’’-t... 553 C22H42F3N04Si4 000000-00-0 38
Abundance Scan 812 (12.540 min): 01140.D (-) m/z 73.00 100.00%
73
5000 267 355
llll T TTT1TT T [Illl[
4 154 l L 1220 1240 1260 12.80
oo e e b | m/z 266.90 44.46%
m/z—-> 50 100 150 200 250 300 350 400 450
Abundance #313068: Cyclopentasiloxane, decamethyl-
73
267 3%
5000 SUAEAREARERUARESEE
12.20 1240 12.60 12.80
m/z 355.00 41 .48%
207 323
oT]IIIIrTrxrll|lllvl'lrlv'[lvllx[||'1'?|lllllvlrr|||
miz—> 50 100 150 200 250 300 350 400 450
Abundance #3130865: Cyclopentasiloxane, decamethyl-
783
RRAARAAARRUARERARSAREES
1220 1240 12.60 12.80
5000 67 m/z 356.10 12.05%
355
45
| 198 223 323
s T A L L W S L St B
miz—-> 50 100 150 200 250 300 350 400 450
Abundance #361625: Benzeneacetic acid, .alpha.,3,4-tris|(trimethylsi... e
73 1220 1240 1260 1280
m/z 267.90 11.50%
5000 355
117 193 267 295 429 457
0’Il(lf]'TTlIIllYlll’YYIlllllll'lr‘hrrllll IIIIII |l|rvvr|r|ru llllll]r
m/z—> 50 100 160 200 250 300 350 400 450 1220 1240 1260 12.80
21140.D HP022102.M Tue Feb 26 08:30:18 2002 Page 12
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NYC 9/11 Public Portal Document

Data File C:\MSDCHEM\1\5973N\02FEB25\01140.D
Acg Cn 25 Feb 2002 3:22 pm
" Sample 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

C:\MSDCHEM\1. .
508 scan method
C:\DATABASE\WILEY?N.L

Quant Method
Title
Library

vial: 6
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

hkhkhkhkhkhkhkhkkkhkhkhkhhkhkhkhkhkkhkhkhkhkhhkhkhkhkhkkhkhkhkhhkhkhkhkhhkhkhkhkhkkhkdkhhkhkhkhkhkihhhkhkhkhkhkhkdhhhxk

Peak Number 11

2-Methoxy-3-hydrazinyl-pyra...

Relative to ISTD

Concentration Rank 11

R.T EstConc Area
13.38 0.05 ug/L 28152
Hit# of 5 Tentative ID

Naphthalene-d8

MW MolForm

1 2-Methoxy-3-hydrazinyl-pyrazine
2 Uracil,
3 1-Oxetan-2-one,

5-ethyl- $$ 2,4 (1H,3H)-P...
4,4-diethyl-3-me..

140 C5H8N40
140 C6H8N202
140 C8H1202

000000-00-0 83
004212-49-1 64
000000-00-0 64

4 Pyrimidinetetramine- $$ Pyrimidi... 140 C4H8N6 001004-74-6 64
Abundance Scan 886 (13.376 min): 01140.D (-) m/z 140.00 100.00%
140
5000
T
66 94 108 13.00 1320 1340 1360 13.80
o e e e e A ey | | @/ Z  94.00  11.88%
m/z—> 30 40 50 60 70 80 e 100 110 120 130 140
IAbundance #35089: 2-Methoxy-3-hydrazinyl-pyrazine
140
5000 42 R
54 13.00 13.20 13.40 13.60 13.80
68 m/z 66.00 11.10%
‘ ’! 95 108 42
0 Il I L1 !
R e L B B A e
m/z—> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #35153: Uracil, 5-ethyl- $$ 2,4(1H,3H)-Pyrimidinedione, 5-...
14
125 o
82 1300 1320 1340 1360 1380
5000 m/z 108.10 11.01%
54 68 o6
N I FES EOURY N L S NN (N
miz—> 30 40 50 60 70 80 80 100 110 120 130 140
IAbundance #35765: 1-Oxetan-2-one, 4,4-diethyl-3-methylene- R
79 140 1300 1320 13.40 1360 1380
39 67 m/z 70.10 10.80%
. 125
5000 111
53 o7
miz—> 30 40 50 60 70 80 % 100 110 120 30 140 1300 1320 13.40 13.60 13.80

01140.D HPO022102.M
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Data File C:\MSDCHEM\1\5973N\02FEB25\01140.D
~Acg Cn 25 Feb 2002 3:22 pm

Sample 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library :

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

« s s

Vial: 6

Operator:
Inst
Multiplr

Instrumen
1.00

.\HP022102.M (RTE Integrator)

Kk kdkdkdkkkdkhkdhkdkdkkkkkkdhhkhkdkdkkdhdhdhhkkkhkkdkdkdkkhhhdhdhdkhkhkdhkkkkkkkhkhkkkkkikikkkk

Peak Number 12 N-perdeuteriobenzylideneani...

Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
22.28 0.13 ug/L 86825 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 N-perdeuteriobenzylideneaniline 192 C13D1l1N 000538-51-2 53
2 Pyrazine, tetraethyl- (CAS) $$ t.. 192 C12H20N2 038325-19-8 50
3 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12 000883-20-5 42
4 2-Propenal, 3-(3,4-dimethoxyphen... 192 C11H1203 004497-40-9 42

Abundance Scan 1675 (22.283 min): 01140.D (-) m/z 192.00 100.00%
192
96 LENLEN I BB B 00 I BN TT T T (T TV
P s 82 146 160 I 2200 2220 2240 2260
Otrrrrrrrrhrry "'I“"l"l‘l'!”l‘l'"’l”"'l"“I“”IT“'I’"I']”‘=1I|'="I““l""{I'I"l“ m/z  96.00 18.62%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200

LASRE RRR

miz—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 10 200

Abundance #88409: N-perdeuteriobenzylideneaniline
192
5000 82 T e
2200 2220 2240 2260
54 110 m/z 191.00 17.88%
30 94 160 1
Otrrrrprerrprerrrber e H e e e e et e
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103348: Pyrazine, tetraethyl- (CAS) $$ tetraethyl pyrazine
192
III[II]I[IIT‘I]AIIIIIIII
177 2200 2220 2240 2260
5000 m/z 146.10 12.51%
53 87 g 149 163
o | O L AcHS N | R
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene e LA\ VSMEM S S
192 2200 2220 2240 2260
m/z 193.00 11.97%
5000
96 165
88 | 139 152 | 176
Ot e e S O S RAARARLASNREEREREEAsnans ]

LIS, LS L L L B I L AL I R B L L L N B B

01140.D HP022102.M Tue Feb 26 08:30:18 2002
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NYC 9/11 Public Portal Document

Data File C:\MSDCHEM\1\5973N\02FEB25\01140.D
Acg’'Cn 25 Feb 2002 3:22 pm

‘ Sample : 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

Vial: 6
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

khkkkkkhkhkhkhkhkhkkhkhkhkkhkkhkhkhhkhhkkhhhhhkhhkkhkhkkhkhkhdhhdhdhddhdhdhdhddhdkdhdhhkhkdhkhkkikkihdhkikxk

Peak Number 13

1,2-Benzenedicarboxylic aci...

Relative to ISTD

Concentration Rank 7

R.T EstConc Area
24 .85 0.12 U.g/L 82258
Hit# of 5 Tentative ID

Phenanthrene-d10

MW MolForm

1 1,2-Benzenedicarboxylic acid, bi...
2 Phthalic acid,

butyl ester,

3 Dibutyl phthalate

4 1,2-Benzenedicarboxylic acid, di.

este. ..

..

282 C14H1806
336 C18H2406
278 Cl6H2204
278 C16H2204

000117-82-8 83
000085-70-1 83
000084-74-2 83
000084-74-2 83

Abundance Scan 1902 (24.845 min): 01140.D (-)
149
5000
0 41 56 76 104 205 223
|Ifllllllll[l[l!!|l|I'V]'T'TI'IIIIIII Ill T T [’llr
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

(\bundance

#227809: 1,2-Benzenedicarboxylic acid, bis(2-methoxyethyl)...

149
5000
41 56 76 104 921 205 223
c|||llllxl'n‘f‘||‘|:Lllrll[rwnlllxr|||r||}||;1||||r]]l||||'l||1|rxx|||||:2|812r
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #286375: Phthalic acid, butyl ester, ester with butyl glyc...
vr
5000
517 76 104 121 ] 167 205 22[3 278
O e R T R L T LN o b
-> 20 40 60 80 100 120 140 160 180 200 240 260 280
IAbundance #223232: Dibutyl phthalate
149
5000
2041 87 76 104 121 | 1e3178 205 23

m/z 149.00 100.00%

LA N B L L LA [ N N NRLILI

24.60 2480 25.00 25.20

m/z 150.00 10.39%

LANLEN B B N S L B L L L L

2460 2480 2500 2520

m/z 41.10 7.22%

LIRS B I TT T r I T T[T

2460 2480 25.00 2520

m/z 104.00 5.97%

AR I S I N I O I B L

2460 2480 25.00 25.20

m/z 56.10 4.41%

mz—> 20 40 60 80

]IIlIIl'Y!IlIl!lIYl’I'Ill[‘l’l’_rllll

100 120 140 160

1»11||||r|1|:

180 200 220 240 260 280

T T T AL I L I B B

24.60 2480 25.00 25.20

01140.D HP022102.M
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Operator ID: Date Acquired: 25 Feb 2002 3:22 pm

‘Data File: C:\MSDCHEM\1\5973N\02FEB25\01140.D

Name: 508 scan

Misc: February 25, 2002

Method: C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title: 508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
3.50 0.3 ug/L 104727 1 9.72 7800240 20.0

3.62 0.1 ug/L 58081 1 9.72 7800240 20.0

3.78 0.1 ug/L 35395 1 9.72 7800240 20.0

3.94 0.1 ug/L 26150 1 9.72 7800240 20.0

4.28 0.0 ug/L 18133 1 9.72 7800240 20.0

4.38 0.1 ug/L 25360 1 9.72 7800240 20.0

4,97 0.0 ug/L 18881 1 9.72 7800240 20.0

5.95 0.3 ug/L 123290 1 9.72 7800240 20.0

6.00 0.4 ug/L 158825 1 9.72 7800240 20.0

12.54 0.2 ug/L 107424 2 13.20 11393300 20.0

13.38 0.0 ug/L 28152 2 13.20 11393300 20.0

22.28 0.1 ug/L 86825 4 22.63 13440400 20.0

24 .85 0.1 ug/L 82258 4 22.63 13440400 20.0
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