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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 02/067/2002 Time: 12:62:42

Sample: AEOQ106

Analysis: $GCMS  GCMS Scan For Unknowns

Units: ug

Started: 2/7/02 12:52 Ended: 2/7/02 12:52 Analyst: DLV
Page: 1

Other unknown compounds .
Surr_2,4-DDD 84 5.0
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Comments for Sample AE00106 - Analysis $GCMS
“Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 02-07-2002 Time: 12:53:34

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

NYC-WTC_000050775
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wuwsiciLaLiull Reporc (\Not Reviewed)

Data File C:\MSDCHEM\1\5973N\02JAN25\00106.D Vial:
Acg On 25 Jan 2002 1:28 pm Operator:
Sample 508 scan : Inst :
Misc January 25, 2002 Multiplr:

MS Integration Params: SPLIT.P
Quant Time: Jan 28 09:00:02 2002 Quant Results File:
Quant Method
Title

Last Update
Response via
DataAcqg Meth

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

Fri Jan 11 13:20:07 2002

Initial Calibration

SCAN508

Internal Standards R.T. QIon Response
1) 1,4-Dichlorobenzene-d4 9.71 152 1557744 20.00
10) Naphthalene-ds 13.19 136 6513174 20.00
17) Acenaphthene-d1l0 18.34 164 3321943 20.00
29) Phenanthrene-d1o0 22.65 188 5480358 20.00
38) Chrysene-dil2 30.50 240 4873133 20.00
44) Perylene-di2 34.42 264 3440877 20.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 362437 4.18
Spiked Amount 5.000 Recovery =
Target Compounds
20) Dimethylphthalate 18.34 163 530504 2.42
21) 2,6-Dinitrotoluene 18.34 165 420452 9.83
42) Bis(2-ethylhexyl)phthalate 31.09 149 14715 0.61

(#) = qualifier out of'range (m) = manual integration
00106.D SCANS508.M Mon Jan 28 09:00:03 2002

NYC-WTC_000050776

5

Instrumen
1.00

SCAN508.RES

Conc Units Dev (Min)

ug/L 0.00
ug/L  -0.02
ug/L -0.01
ug/L -0.02
ug/L  -0.01
ug/L 0.00
ug/L 0.00
83.60%

Qvalue
ug/L # 57
ug/L # 17
ug/L 84

Page 1
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Data File

Acqg On
Sample
Misc

C:\MSDCHEM\1\5973N\02JAN25\00106.D
25 Jan 2002 1:28 pm

508 scan

January 25, 2002

MS Integratlon Params: SPLIT.P

Quant Time:

Method
Title

Last Update
Response via

Jan 28 9:00 2002

Vial: 5
Operator:

Inst

Instrumen

Multiplr: 1.00

Quant Results File: SCANS08.RE

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

508 scan method
Fri Jan 11 13:20:07 2002
Initial Calibration

IAbundance
8000000

7500000

7000000

6500000

6000000

5500000

4500000

4000000

3500000

2500000

1500000

1000000

500000

G.L

TIC: 00106.D

Phenanthrene-d10,

1,4-Dichlorobenzene-dd,|

Ng

24-000,8

Chrysene-di12,|

Perylene-d12,|

.

Time--> 400 600 800 10

|||||||||||||||||||||||||||||

i Bis(2-ethylhexyl)phthalate

00 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000 3200 3400 3600 3800

--------

00106.D SCANS08.M

NYC-WTC_000050777

Mon Jan 28 09:00:04 2002

Page 2



NYC 9/11 Public Portal Document

Data File C:\MSDCHEM\1\5973N\02JAN25\00106.D Vial: 5

Acqg On 25 Jan 2002 1:28 pm Operator:

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

MS Integratlon Params: LSCINT.P

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

Smoothing OFF Filtering: 5

Sampling : 2 Min Area: 100 Area counts
Start Thrs: 0.2 Max Peaks: 20

Stop Thrs 0 Peak Location: TOP

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

Peak separation:

Signal TIC
peak R.T. first max
# min scan scan
1 3.602 17 20
2 4,241 71 76
3 4.367 83 87
4 4.629 107 110
5 4.835 123 128
6 5.885 217 220
7 9.550 537 541
8 9.710 551 555
9 9.847 563 567
10 12.541 799 803
11 13.192 855 860
12 13.375 873 876
13 18.341 1305 1311
14 22.280 1651 1656
15 22.645 1681 1688
16 22.771 1697 1699
17 27.726 2129 2133
18 30.500 2369 2376
19 31.105 2419 2429
20 34.416 2713 2719

JO106.D SCANS508.M

NYC-WTC_000050778

last
scan
25
83
91
117
141

243
547
563
573
811

865
883
1315
1661
1693

1717
2139
2381
2437
2749

Sum

PK peak
TY height
rBvV 29725
rvv3 42289
rVB3 16639
rVB3 19126
rBV3 33516
rBV 649470
rBV3 12112
rVB 4404223
rBvV 18743
rVB 25876
rBV 6511424
rvB2 14373
rBV 6758882
rVB 59491
rBV2 6382840
rvVB 88460
rvv 1005721
rBvV 5753710
rBV7 13959
rBvV 4262981

1489126
32446
8915759
50822
44730

12579349
31979
13477411
114694
14581203

223435
1806287
14007326
57691
11730304

of corrected areas:

Mon Jan 28 09:49:52 2002

86.
0.
92.
0.
100.

12.
96.

80.

79449942

Page 1
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File
Operator
Acquired
Instrument

Sample Name:

Misc Info

Vial Number:
:SCAN508.RES (RTE Integrator)

Quant File

LSC Report - Integrated Chromatogram

C:\MSDCHEM\1\5973N\02JAN25\00106.D

25 Jan 2002 1:28 pm using AcgMethod SCANS08
Instrumen

508 scan

January 25, 2002

5

lAbundance

6000000

5000000

4000000

1000000

TIC: 00106.D
1319

9.7

(=]

1
Time--> 4.00

589
360 4437883 L 9.99.85 1254 13.37
T — : T r

T T T T T T USRI T T
5.00 6.00 7.00 8.00 9.00 1000 1100 1200 1300 1400 15.'00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

O

TIC: 00106.D
1834 2265

27

L ,2?;2,4?&7 _ A

Time--> 16.00

A LA DRI S SN SR SSUS MU AU T
17.00 1800 1900 2000 2100 2200 2300 2400 2500 2600 2700

JAbundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: 00106.D

34.42

’ L.31’?1, ' L

T I ——— T T T T T T T
Time--> 2800 2900 3000 3100 3200 3300 3400 3500 3600 3700 3800 39.00

00106.D SCANSO8

NYC-WTC_000050779

.M Mon Jan 28 09:49:52 2002 Page 2
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Data File : C:\MSDCHEM\1\5973N\02JAN25\00106.D Vial: 5

Acqg On : 25 Jan 2002 1:28 pm Operator:

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

MS Integration Params: LSCINT.P

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

hkhkhhhkkhkhhkhkhhkhkhhhkhhkhkhhkhkhhkhhhkhhhkhhkhkhhkhkhhkhkhkhhhkhhkhkhhkhhkkhhkhkhhkdhkhhdhhhkhhkkikkhkk
Peak Number 1 Butanoic acid, methyl ester... Concentration Rank 6

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

3.60 0.11 ug/L 50856 1,4-Dichlorobenzene-d4 9.71

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, methyl ester (CAS... 102 CS5H1002 000623-42-7 83
2 Butanoic acid, methyl ester (CAS... 102 CS5H1002 000623-42-7 78
3 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7
Abundance Scan 20 (3.602 min): 00106.D (-) 43.10 100. 006

38 | | 3.50 3.60 3.70 3.80 3.90 4.00
I - O S m/z 74.10 72.08%

l
L SRR LML NLELALAL T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 20 100 110
Abundance #9227: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74
5000

3.50 3.60 3.70 3.80 3.90 4.00
87 m/z 71.10 59.21%

‘l,_ ‘ 69 102
i B o i B e R mme na s
m/z--> 10 20 30 40 50 60 70 80 20 100 110 .
Abundance #9228: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 (]
—TTrTTYT

3.50 3.60 3.70 3.80 3.90 4.00

43
74
5000
. 59 87

5000 m/z 41.10 34.03%
59 87
L] | ’ . 102
B B e L e e A B Lo o e
m/z--> 10 20 30 40 50 60 70 80 20 100 110
Abundance #9220: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat... —rre
4P 3.50 3.60 3.70 3.80 3.90 4.00

m/z 87.10 22.86%

74
5000 15 27 '
59
| 87
33 o 1 | 102
MU N A A LA A LA SLENLISL A LA RN DL AR LML |

nz--> 10 20 30 40 50 60 70 80 20 100 110 3.50 3.60 3.70 3.80 3.90 4.00

00106.D SCANS508.M Mon Jan 28 09:49:53 2002 Page 3

NYC-WTC_000050780
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Data File : C:\MSDCHEM\1\5973N\02JAN25\00106.D Vial: 5

Acg On : 25 Jan 2002 1:28 pm Operator:

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

MS Integration Params: LSCINT.P

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

Ahkhkhkhkhkhkkhhkhhkhhhhhhkhkhhkhkhkhkhhkhhhhhhhkhkhhhhhkhkhhhhkhhhhhkhhkhhhhkhhhdhkhkdhhhkhkdhkhk*k

Peak Number 2 Isothiazole (CAS) $$ 1,2-TH... Concentration Rank 4

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

4.24 0.20 ug/L 87635 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isothiazole (CAS) $$ 1,2-THIAZOLE 85 C3H3NS 000288-16-4 43
2 Thiazole (CAS) $$ 1,3-THIAZOLE 85 C3H3NS 000288-47-1 38
3 Isothiazole 85 C3H3NS 000288-16-4 38
4 Pentane, 2-bromo-4-methyl- 164 C6H13Br 030310-22-6 36

[Abundance Scan 76 (4.241 min); 00106.D (-) m/z 85.00 100.00%
85
41
43
5000
55 ° 8789
I | 51 |57 '| 380 400 420 440 460
e e e e e e | [ M/2 41.10 84.18%
Iiz—> 30 35 40 45 50 55 60 65 70 75 80 8 90 95
lAbundance #3568: Isothiazole (CAS) $$ 1,2-THIAZOLE
&
5000 58
380 400 420 440 460
m/z 43.10 70.29%
39 4% 52 87
miz-> 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #3580: Thiazole (CAS) $$ 1,3-THIAZOLE .
8
58
380 400 420 440 460
5000 m/z 39.10 32.52%
a2 % A, 87
UL R AR R A | LA AR L ML T B LI
miz-> 30 35 40 45 50 55 60 65 70 75 80 85 90 95
IAbundance #3569: Isothiazole
8 380 400 420 440 460
m/z 60.10 29.62%
5000 s8

w
©
[ &
(4]
n
N
1-

+—

UMMM SLELALELE BLELEL S RURLELELE NLSL AL RUIN UL TT T T TH T T T T T T

RALIRIRE o s e
/z-—-> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 380 400 420 440 460

00106.D SCANS08.M Mon Jan 28 09:49:53 2002 Page 4
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Data File : C:\MSDCHEM\1\5973N\02JAN25\00106.D Vial: 5

Acqg On : 25 Jan 2002 1:28 pm Operator:

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

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\SCANS508.M (RTE Integrator)

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
I E RS R EEXTEEEESE LS EEEEEEEELEEEAEEEEE RS EE S SRS R SRR R AR R AR R R RS SRR R R R R EE R XK
Peak Number 3 METHYLFULVENE Concentration Rank 9

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

4.37 0.08 ug/L 36636 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 METHYLFULVENE 92 C7HS 000000-00-0 9
2 1,3,5-Cycloheptatriene (CAS) $$ ... 92 C7HS8 000544-25-2 9
3 Spiro[2,4]lhepta-4,6-diene $$ Spi... 92 C7HS8 000765-46-8 7
4 1,3,5-Cycloheptatriene $$ Cycloh... 92 C7HS 000544-25-2 7

Abundance Scan 87 (4.367 min): 00106.D (-) m/z 91.00 100.00%
el

5000

85 LD LB
39 43 5 5 | 400 420 440 460 480
R Y e R N SN § — m/z 92.10 67.89%
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #5531: METHYLFULVENE
1
5000 R LA AL LA NSRRI
400 420 440 460 480
‘ m/z 85.00 19.91%
"W"'l”’31'9l'"'4I5""l""l""I6'1':'6I5;"'I""I""l""I“"I ':’l""l"
m/z--> 30 35 40 45 50 S5 60 65 70 75 80 85 90 95 100
Abundance #5568: 1,3,5-Cycloheptatriene (CAS) $$ Cycloheptatriene $$...
2 )
400 420 440 460 480
5000 m/z 43.10 12.97%
I R Ot e 8 l
m/z-—-> 3035404550556065707580859095100
Abundance #5553: Spirof2,4)hepta-4,6-diene $$ Spiro[2.4]hepta-4,6-diene
= 400 420 440 460 4380
m/z 39.00 11.91%
5000
65
39 5 Nl 77 i
m/z2--> 3I0 35 40 45 50 55 6'0 6|5 7|0 7|5 8|0 815 90 9'5 1(|)0 400 420 440 460 480
00106.D SCAN508.M Mon Jan 2§ 09:49:53 2002 Page 5

NYC-WTC_000050782
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Data File

Acgq On
Sample
Misc

MS Integration Params:

Quant Method

Title
Library

C:\MSDCHEM\1\5973N\02JAN25\00106.D

25 Jan 2002
508 scan
January 25,

1:28 pm

2002
LSCINT.P

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

Vial: 5

Operator:
Inst : I
Multiplr: 1.

.\SCANS08.M (RTE Integrator)

nstrumen
00

khkhkhkhhkhkhkhkhhhkhkhhkhkhkhhhkhhkhkhkhhkhkhhkhkhkkhkhkkhhhhkhhhdhhkhhkhhdhhdhkdhhkhdhhkhdhkdhdhkdikhkkikkk

Peak Number 4 2-Buten-1-o0l, 3-methyl- $$ Concentration Rank 8

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

4.63 0.10 ug/L 43655 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Buten-1-0l1, 3-methyl- $$ .gamm. 86 C5H100 000556-82-1 38
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 38
3 2-Buten-1-0l1, 3-methyl- 86 C5H100 000556-82-1 38
4 Butanoic acid, 2-methyl-, methyl. 116 C6H1202 000868-57-5 38

[Abundance Scan 110 (4.629 min): 001060() m/z 41.10 100.00%
4 57 F 88
5000
101
‘ | ” 420 440 460 480 500
e RAaaa LA L Rt L o L o ARARREAZES toaas o m/z 71.10 97.46%
m/z--> 20 25 30 35 40 455055606570 7580859095 00105110
Abundance #4067: 2-Buten-1-ol, 3-methyl- $$ .gamma.,.gamma.-Dimethyl...
i\
5000
27 53 420 440 460 480 500
86 m/z 88.10 96.37%
AN ' 591 6d|| AN SRR
m/z--> 202530 3540455055606570 7580859095100105110
Abundance #16439: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
57 8p
420 440 460 480 500
5000 4 m/z 57.10 88.65%
101
[ —
e e e e e e e
n/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110
Abundance #4068: 2-Buten-1-ol, 3-methyl- T
yi 420 440 460 480 500
m/z 39.10 43.87%
5000
53
27 ' 86
II 64'1 \
ll"llll"'lllTT_'_[T llllllllllllllllllllllllllllllllllllllllllllll |llll|""""llT'_'T"
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 420 440 460 480 500
JO106.D SCANS08.M Mon Jan 28 09:49:53 2002 Page 6

NYC-WTC_000050783
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Data File : C:\MSDCHEM\1\5973N\02JAN25\00106.D Vial: 5

Acqg On : 25 Jan 2002 1:28 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 25, 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
hkhkdkdhkhkhbhkhhbkhkhbhkhkhrhkhbhkhkhbkhkhhkhhkhhkhthhkhkhkhkhhkhhhkhkhkhkhkhkhkhkhkhrhhhbthhkhkhhrhkhkhkhhkthhhthk
Peak Number 5 1-Hexene, 6-bromo- Concentration Rank 3

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

4,83 0.20 ug/L 88598 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 1-Hexene, 6-bromo- 162 C6H11lBx 002695-47-8 12
2 Cyclobut-1-enylmethanol 84 C5HS8O 000000-00-0 10
3 4-Pentenal (CAS) $$ 4-Pentenal- 84 CSHS8O 002100-17-6 10
4 Formamide, N- (cyanomethyl) - 84 C3H4N20 005018-27-9 9

[Abundance Scan 128 {4.835 min): 00106.D (-) m/z 84.00 100.00%
8u
55
5000 19
TrryTTYr T T T T T T T T T T T T T T
’ ‘ 440 460 480 500 520
o Y O . m/z 55.10 63.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
JAbundance #61497: 1-Hexene, 6-bromo-
41 55
5000 27 Aﬁ_'ll/l\l
67 440 460 480 500 520
I m/z 83.10 43 .25%
| d| . 134 162
MUARMRBARAREM A ARAML AR AR LA R BARAA DA DR DR SEE N DA DA o
m/z--> 20 30 40 S0 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #3313: Cyclobut-1-enyimethanol
56
DRSSV EABS VLRI SR SR
o7 39 83 440 460 480 500 520
5000 m/z 59.10 40.42%
66
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #3205: 4-Pentenal (CAS) $$ 4-Pentenal-
5p 440 460 480 500 520
m/z 39.10 37.87%
83
soo0| 27 3
’ 69
|- N |
MUMMAUNEERSUAERRA AR A AR LR AEAS RS RN LN BN LY LN LA B
m/z--> 20 30 40 S50 60 70 80 90 100 110 120 130 140 150 160 170 440 460 480 500 520

00106.D SCANS08.M Mon Jan 28 09:49:53 2002 Page 7
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Data File C:\MSDCHEM\1\5973N\02JAN25\00106.D
Acqg On 25 Jan 2002 1:28 pm

Sample 508 scan

Misc January 25, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

Vial: 5
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

khkkhkhkhkkhkkhkhkhkhhhkhkhkhhkhkhhkhkhkhkhkhkhkhkhkhkhhkhkhkhkhkhkhkhkhkhhkrthhkhkhhhkhhrdhkhkhhkrhhkhkhhkhkhhkitk

Peak Number 6 Acetic acid,

3-[1,3)]dioxola..

Relative to ISTD

Concentration Rank 1

R.T EstConc Area
5.89 3.34 ug/L 1489130
Hit# of 5 Tentative ID

MW MolForm

1,4-Dichlorobenzene-d4 9.

Acetic acid, 3-[1,3]dioxolan-2-y..
-EN-YL) PROPANOL §S.

1
2 3- (CYCLOHEX-3'
3

-

174 C8H1404
174 C8H1404

000000-00-0 33
015745-87-6 33

Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
4 Silane, tetramethyl- (CAS) $$ Te.. 88 C4H12Si 000075-76-3 9
[Abundance Scan 220 (5.885 min): 00106.D (-) m/z 73.10 100.00%
73
5000
43 llllllllll llllllllllll
560 580 600 620
SSSSSS )  FNY) F. A. S z 43.10 25.36%
/2--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
73
5000
560 580 600 620
43 m/z 45.10 9.59%
27 II 55 87 113 174
UNRADAUNSRAA NLRAR RARAN AR RARSA RARAN RARSA RAAAS WAL R LN
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 .
IAbundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
78
560 580 600 620
5000 m/z 41.10 9.36%
43
27 || 55 - 8,7 113 174
I llllll lllll l'" AN LN ILARUAE BULELELE LR BB ILAUAALE IUALELALE LR T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #4814 Silane, tetramethyl- L e e o I A
73 560 580 600 6.20
m/z 71.10 6.54%
5000
45
15 WS, e 1
e Heree b e e e e e e ey N e Rmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 5.60 580 600 6.20
00106.D SCANS508.M Mon Jan 28 09:49:53 2002 Page 8
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3 st s R E - T

Data File : C:\MSDCHEM\1\5973N\02JAN25\00106.D Vial: 5
. Acq On 25 Jan 2002 1:28 pm Operator:
Sample 508 scan Inst Instrumen
Misc January 25, 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

Shkhkhkhkhkhhkhkhhhhhhhhhhhhhhhhkhhkhhhhhhhhhhkhkhhhhhhddddddhhdhdhdddhihhhkkhkhkhkhkhk

Quant Method

Peak Number 7 4-(Dimethylamino)-1,3-diaza... Concentration Rank 10
R.T EstConc Area Relative to ISTD R.T.

o5 0.07 ug/L 32446 1,4-Dichlorobenzene-da 5.71
Hit$ of 5 Tentative ID MW MolForm CAS#H# Qual

1l 4- (Dimethylamino) -1, 3-diazaspiro...
(cas) s...

2 2-Propanol, 1,1’-oxybis-

209 C1l1H19N30
134 C6H1403

000000-00-0 74
000110-98-5 9

3 PROPENE 3,3,3-D3 45 C3H3D3 001517-51-7 7
4 (1-D)ethenol $$ Ethen-1-d-ol (CAS) 45 C2H3DO 090134-16-0 5
Abundance Scan 541 (9.550 min): 00106.0 (-) m/z 59.10 100.00%

50
45
5000 73 103 p\/\\\
9§6r1§40 960 980
it ————————— S m/z 45.10 68.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #128682: 4-(Dimethylamino)-1,3-diazaspiro[4,6jundec-3-en-2-on
59
: Py,
5000
920 940 960 980
73 m/z 103.10 48.89%
103
0 m l I 209
LELELE LA AL ALELAALSY ILALEL LR LA R BLALELALE BLELELELE BUELEL LA SLEL AL LA B |
m/z--> 20 40 60 80 100 120 140 160 180 200 -
Abundance #29204: 2-Propanol, 1,1'-oxybis- (CAS) $$ Dipropylene glyc...
59
920 940 960 980
5000 31 45 m/z 73.10 48.50%
103
A IR A L e B S S S S
m/2--> 20 40 60 80 100 120 140 160 180 200 [\_\
Abundance #174. PROPENE 3,3,3-D3 e AURma T L ,/\" —
46 920 940 960 9380
m/z 41.10 30.29%
5000
27
16
iz--> 20 40 60 80 100 120 140 160 180 200 920 940 960 980

J0106.D SCAN508.M
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Data File C:\MSDCHEM\1\5973N\02JAN25\00106.D
Acqg On 25 Jan 2002 1:28 pm

Sample 508 scan

Misc : January 25, 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

AhkhkhkhkAAhkAhkAhkhkhkhhhhkhkhkhhkhkrhkhkhkhkhkhkhkhkhkhhkrrhhkhkhkhkhkhrhkhkhkhhhhhkhhhhkhhkhkhkhkhkhkkkkkkkhkkihk
. Concentration Rank 7

Peak Number 8

2-Propanol,

1- (2-methoxypro..

Relative to ISTD

R.T EstConc
9.85 0.11 ug/L
Hit# of 5

50822

MW MolForm

1,4-Dichlorobenzene-d4 9.

1 2-Propanol,

1- (2-methoxypropoxy) . . .

148 C7H1603

013429-07-7

2 Butane, 2-methoxy- (CAS) $$ Meth... 88 CS5H120 006795-87-5 9
3 TRIPROPYLENE GLYCOL 1 192 C9H2004 000000-00-0 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
[Abundance Scan 567 (9.847 min): 00106.D (-) m/z 59.10 100.00%
5P
5000
45 73 104 960 9.80 1000 10.20
S T NS B AR m/Z 45.10 12.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
lAbundance #43942: 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
59
- My
e e m e
960 9.80 10.00 10.20
m/z 73.10 12.19%
31 45 73
AR "'II"‘II!I'I"I"'!i""l'l"'l""l""l1'.?? """ 11?0
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4937: Butane, 2-methoxy- (CAS) $$ Methyl sec-butyl ether ...
59
""['\’}""ll'\"\-'u"' T
960 980 10.00 10.20
5000 m/z 43.10 10.35%
15 27 45 73
'I'Ir"l"=|'IB‘3’_frl""l":l!i""l’l"'l"'8'8l'"'I"_r‘l""l""l""
m/z--> 10 20 30 40 S0 60 70 80 90 100 110 120 130
Abundance #102326: TRIPROPYLENE GLYCOL 1
59 9.60  9.80 10.00 10.20
m/z 41.10 9.15%
5000
45 103
I le 72 1 117 130
AURERRRRUREERIUNAERIUREEAE R AU U AL IS BN B REE BEARE BN
miz—-> 10 20 30 40 50 6|0 70 80 90 100 110 120 1:|'30 960 980 1000 10.20

00106.D SCANS08.M

NYC-WTC_000050787
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Data File C:\MSDCHEM\1\5973N\02JAN25\00106.D Vial: 5

Acq On 25 Jan 2002 1:28 pm Operator:

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

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

khkkhkhkhkhkhhkhkkhkhkhhkhhhhhhhhkhkhkhkhhkhhkhkhhkhkhhkhhhkhkhhhkhhkhhkhhhhhkhkhhkhhkhhkhkhkhhkhkhhkik

Peak Number 9 Cyclopentasiloxane, decamet...

R.T EstConc Area Relative to ISTD
12.54 0.07 ug/L 44730 Naphthalene-ds
Hit# of 65 Tentative ID MW MolForm

370 C10H3005Si5
370 C10H3005Si5
282 C14H2602Si2

1 Cyclopentasiloxane, decamethyl-
2 Cyclopentasiloxane, decamethyl-
3 M-HYDROXYPHENETHANOL 2TMS

Concentration Rank 11

000541-02-6 72
000541-02-6 53
000000-00-0 25

4 Methyl 5-{ [5’-nitro-3'-(1", 532 C19H12N609S2 000000-00-0 9
Abundance 7 Scan 803 (12.541 min): 00106.D (-) m/z 73.10 100.00%
5000

267

5 | |

.. r R AR RR B BAL L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance

#313068: Cyclopentasiloxane, decamethyl-

mn

267 38
5000

191207 2§1 323 339

I'Iv_lr'.'ll 'l'rT_l‘I T T_l_r

miz—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360

Abundance 7 #313065: Cyclopentasiloxane, decamethyl-
B
5000 267
355
45
D 1?3 23 251 323339 l.

L LB Lt

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360

Abundance . #227925. M-HYDROXYPHENETHANOL 2TMS
7
103
5000
267
282
47 126 147 177193 249 L

T[T "rl—v—v

A
m/z--> 40 60 80 100 120 140 160 180200220240260280300320 340360

|||||||||||

AUVUVEUVMAUVER
1220 1240 1260 12.80

m/z 267.00 33.63%

RAUVUNI UV UV
1220 1240 1260 12.80

m/z 355.10 26.82%

LONS [RELINELERN B e ¢

1220 1240 1260 1280

m/z 268.10 11.09%

VUVUMUEAUVAUVURRE!
1220 1240 1260 1280

m/z 356.10 10.77%

12.20 1240 1260 1280

J0O106.D SCANS508.M Mon Jan 28 09:49:54 2002

NYC-WTC_000050788

Page 11



NYC 9/11 Public Portal Document

- - -

Data File : C:\MSDCHEM\1\5973N\02JAN25\00106.D Vial: 5

Acg On : 25 Jan 2002 1:28 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 25, 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 .

hkhkhkhhkhkhkhkhhhkhkhkhkhkhkhhhkhkhkhhkhhkhhkhkhhkhkhkhkhhkhhhkhkhkhkhkhkhkhkhkhhkhkhkhhkhkhkhrhkhkhkhhikhhkrhhkik
Peak Number 10 2-METHYTHIO-3-METHYL PYRAZINE Concentration Rank 12

R.T. EstConc Area Relative to ISTD ' R.T.
13.37 0.05 ug/L 31979 Naphthalene-ds8 13.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-METHYTHIO-3-METHYL PYRAZINE 140 C6H8N2S 002882-20-4 78
2 Benzenethiol, 4-methoxy- $$ para... 140 C7H80S 000696-63-9 64
3 meta-Methoxybenzenethiol $$ 3-Me... 140 C7H80S 015570-12-4 64
4 1-Oxetan-2-one, 4,4-diethyl-3-me... 140 C8H1202 000000-00-0 56

Abundance Scan 876 (13.375 min): 00106.0 (-) A m/z 140.10 100.00%
140
5000
70 %4 1300 1320 1340 1360 1380
SN . S IS, S U [ - N — m/z  70.00  16.069%
m/z--> 40 50 60 70 80 - 90 100 110 120 130 140
Abundance #35180: 2-METHYTHIO-3-METHYL PYRAZINE ;
140
5000 107 . 13.00 1320 13.40 1360 _13.80
42 84 m/z  94.10 14.16%
66 98 |
"'l"f'rl""l"'L’l"' I""I'I"ll""l""l""l"'r||""|
m/z--> 40 50 60 70 80 90 100 110 120 130 140
Abundance #35296: Benzenethiol, 4-methoxy- $$ para-Methoxybenzenethi...
140
125 T VAUV VR
13.00 13.20 1340 1360 13.80
5000 m/z 96.10 9.71%
97
69
"'I""I“"l""li""l""I"I!:I"‘?1q"‘I'II'I""II""I
miz--> 40 50 60 70 80 90 100 110 120 130 140
Abundance #35298: meta-Methoxybenzenethiol $% 3-Methoxythiophenol $$... o T
140 13.00 1320 1340 13560 13.80
m/z 66.00 9.18%
5000 o7 125
66
r'lr"‘l'r''l"!'r""l‘8'4'’I"II"I"‘?.1=c?"'l"“l""""'I LML L L
m/z--> 40 50 60 70 80 90 100 110 120 130 140 13.00 13.20 1340 13.60 13.80
00106.D SCANS08.M Mon Jan 28 09:49:54 2002 Page 12
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Data File C:\MSDCHEM\1\5973N\02JAN25\00106.D
Acg On 25 Jan 2002 1:28 pm

Sample 508 scan

Misc January 25, 2002

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1. .

Vial: 5
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

Title 508 scan method
Library C:\DATABASE\WILEY7N.L
Ahkhkhkhkhkhkhkhhkrhkhhkhkrhhkhkhkhkhkrhkhkhhhkhhhkrhkhhkkhkhkhkhkhkkhkhkhkhkhkhkhhkhkhkhkkkhkhkhhkhkkhkhkhkkkkikk
Peak Number 11 Phenanthrene, 9-methyl- $$ Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.28 0.16 ug/L 114694 Phenanthrene-dlo0 22.65
Hit# of 5§ Tentative ID MW MolForm CAS# Qual

1 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12

2 l-amino-2-methyl-4-isopropyl-thi... 192 CSH13N4PS
3 1,4-Dimethyl-3,5- propanobicyclo[... 192 C13H200

4 1H-2-Indenone, 2 4,5,6,7,7a-hexah... 192 C13H200

000883-20-5 53
107264-54-0 50
000000-00-0 47
000000-00-0 42

iAbundance

Scan 1656 (22.280 min): 00106.D (-)

miz—->
jAbundance

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
#103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene

m/z 192.10 100.00%

%

2200 2220 2240 2260

m/z 191.10 17.24%

%

2200 2220 2240 2260

m/z 193.10 16.07%

m/z--> 40 SO0 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #101918: 1 -am|no-2-methyl-4-|sopropyI-thlotnazaphospholln
159 192
e e
2200 2220 22.40 2260
5000 m/z 146.10 15.45%
144 177 '
............................ S ﬁ.”,””.L.”J””.i.”.h”“
miz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103601: 1,4-Dimethyl-3,5-propanobicyclo]2.2.2Joctan-2-one
107 192 2200 2220 2240 2260
Q.
159 m/z 96.10 14.92%
119
93
5000
132 145
174 /\
SESS N N S m:' L S B U A T
miz--> 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 2200 2220 2240 22.60

J0106.D SCANS508.M Mon Jan 28 09:49:54 2002
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Data File : C:\MSDCHEM\1\5973N\02JAN25\00106.D Vial: 5

Acq On : 25 Jan 2002 1:28 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 25, 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
khkhkhkhkhhkhkhkhkhkhkhkhkhhkhhkhhkhkhkhkhkhkhhohhkhhkhkhkhkhkhhhkhkhkhkhkhkhhkhkhhkhkhkhbhkhhkhhhkhkhkhkhkhhkhkhkdkkkk
Peak Number 12 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.77 0.31 ug/L 223435 Phenanthrene-dl0 22.65
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 91
2 Acridine-D9 188 C13DSN 000000-00-0 87
3 Anthracene-dl0- 188 C14D10 001719-06-8 87
4 Anthracene-D10 188 C14D10 000000-00-0 87
[Abundance Scan 1699 (22.771 min): 00106.D (-) 4s m/z 188.10 100.00%
1
m A
94 158 2240 2260 2280 | 2300 23.20
52 & 810 Al %2 ey 80l m/z  94. 16.97%
m/z--> 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
1
5000 T UNARUVALUN
2M0am2nomm2no
80 94 m/z 189. 13.54%
,,66,! !! ....................... 1{'5;8 ......... I
/z-> 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 .
JAbundance #85254: Acridine-D9
148
2240 2260 I'23002320
93
158
"'I"”lr'e‘s'l""8i0""I'I!r'l"""l"'_rl""l""I""I'"‘"ILIF""l""I’!I' Il""
n/z--> 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #84502: Anthracene-d10-
188 22.40 2260 23.00 23.20
m/z 80. 8.84%
- /\¥
80 94 160
S, A IO | - 1 N I
miz--> 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 22.80 2300 2320
J0106.D SCANS508.M Mon Jan 28 09:49:54 2002 Page 14
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Operator ID: Date Acquired: 25 Jan 2002 1:28 pm

Data File: C:\MSDCHEM\1\5973N\02JAN25\00106.D

508 scan
January 25,

Namse:

Misc: 2002

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

Title: S08 scan method

Library Searched: C:\DATABASE\WILEY7N.L

TIC Top Hit nagme RT EstConc Units Response |# RT Resp Conc
Butanoic acid,/me... 3.60 0.1 ug/L 50856 1 9.71 8915760 20.0
i 4.24 0.2 ug/L 87635 1 9.71 8915760 20.0

4.37 0.1 ug/L 36636 1 9.71 8915760 20.0
4.63 0.1 ug/L 43655 1 9.71 8915760 20.0

4.83 0.2 ug/L 88598 1 9.71 8915760 20.0
5.89 3.3 ug/L 1489130 1 9.71 8915760 20.0
9.55 0.1 ug/L 32446 1 9.71 8915760 20.0

2.85 0.1 ug/L 50822 1 ©9.71 8915760 20.0

12.54 0.1 ug/L 44730 2 13.19 12579300 20.0

13.37 0.1 ug/L 31979 2 13.19 12579300 20.0

22.28 0.2 ug/L 114694 4 22.65 14581200 20.0

JECADEUTEROPHENAN . 22.77 0.3 ug/L 223435 4 22.65 14581200 20.0
10106.D SCAN508.M Mon Jan 28 09:49:54 2002 Page 15
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