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‘Comments for Sample AE00740 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-29-2002 Time: 11:58:26

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

The recoveries for 15 of the 43 compounds in the LCS Standard were outside of
their acceptance ranges.
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) Quantitation Report (Not Reviewed)
Data.File : C:\MSDCHEM\1\5973N\02JAN16\00740.D Vial: 8
Acq On : 16 Jan 2002 8:57 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 16, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 17 08:12:26 2002 Quant Results File: SCANS08.RES
Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Fri Jan 11 13:20:07 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 1389218 20.00 ug/L -0.01
10) Naphthalene-ds8 13.19 136 5850158 20.00 ug/L -0.02
17) Acenaphthene-dio0 18.34 164 3014016 20.00 ug/L -0.01
29) Phenanthrene-dlo0 22.65 188 4981101 20.00 ug/L -0.02
38) Chrysene-dl2 30.50 240 4681700 20.00 ug/L -0.01
44) Perylene-dl2 34.42 264 3654809 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 453379 5.76 ug/L 0.00
Spiked Amount 5.000 Recovery = 115.20%
Target Compounds Qvalue
2) n-Nitrosodimethylamine 3.60 74 12187 0.21 ug/L # 11
20) Dimethylphthalate 18.34 163 492196 2.47 ug/L # 56
21) 2,6-Dinitrotoluene 18,34 165 378137 9.74 ug/L # 17
35) Di-n-butylphthalate 24.85 149 30063 0.09 ug/L 98
41) Benzo(a)anthracene _ 30.50 228 17195 0.06 ug/L # 52
42) Bis(2-ethylhexyl)phthalate 31.11 149 116339 1.05 ug/L 94
43) Chrysene 30.50 228 17195 0.06 ug/L # 49
48) Benzo(a)pyrene 34.42 252 11757 0.05 ug/L # 1
(#) = qualifier out of range (m) = manual integration
00740.D SCAN508.M Thu Jan 17 08:12:27 2002 Page 1
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Data File
Acq On
Sample
Misc

Quantitation Report (Not Reviewed)

C:\MSDCHEM\1\5973N\02JAN16\00740.D
16 Jan 2002 8:57 pm

508scan

January 16, 2002

MS Integratlon Params: SPLIT.P
Jan 17 8:12 2002 Quant Results File: SCANS508.RE

Quant Time:

Method
Title

Vial: 8
Operator:

Instrumen

Multiplr: 1.00

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

508 scan method

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

Abundance

7000000

5600000

4500000

4000000

3500000

2500000

2000000

TIC: 00740.D

d8,i

TRy

Phenanthrene-d10,|

Na
™D

1.4-Dichlorobenzene-d4,)

2,4-DDD,S

Oi-n-butylphthalate

Benpséappatizacens :

Bis(2-ethylhexyl)phthalate

C

Benge(amirene

e !

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

Time—-> 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000 3200 3400 3600 3800

||||| T v T

00740.D SCANS508.M Thu Jan 17 08:12:28 2002
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LSC Area Percent Report

‘-Data,Eile C:\MSDCHEM\ 1\5973N\02JAN16\00740.D Vial: 8
Acg On 16 Jan 2002 8:57 pm Operator:
Sample 508scan Inst Instrumen
Misc : January 16, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

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

Smoothing OFF Filtering: 5

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

Stop Thrs 0 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Signal TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 3.602 17 20 25 rBV 34323 51174 0.37% 0.067%
2 4.835 125 128 139 rvv4 21732 66631 0.49% 0.087%
3 5.006 139 143 149 rVB 34901 57582 0.42% 0.075%
4 5.885 217 220 249 rVB 2905084 1868468 13.65% 2.446%
5 7.438 351 356 367 rBV 67905 182728 1.34% 0.239%
6 8.226 423 425 441 rVB 34874 20499 0.66% 0.118%
7 9.527 535 539 545 rBV 80107 169368 1.24% 0.222%
8 9.619 545 547 551 rvv 80680 163611 1.20% 0.214%
9 9.710 551 555 561 rVV 4161264 7929766 57.94% 10.380%
10 9.824 561 565 577 rVB 94995 238705 1.74% 0.312%
11 13.192 855 860 865 rBV 5845690- 11239451 82.12% 14.713%
12 18.341 1305 1311 1315 ¥rBV 6058213 12253953 89.53% 16.041%
13 22.280 1651 1656 1661 rVB2 52060 94635 0.69% 0.124%
14 22.645 1681 1688 1693 rBV 5900068 13192401 96.39% 17.269%
15 22.771 1695 1699 1703 rVB 64936 140695 1.03% 0.184%
16 24.849 1875 1881 1887 rVVv 23263 49706 0.36% 0.065%
17 27.726 2127 2133 2139 rVB 1226117 2194310 16.03% 2.872%
18 30.500 2369 2376 2381 rBV 5405084 13687191 100.00% 17.917%
19 31.105 2425 2429 2447 rVB 106222 374620 2.74% 0.490%
20 34.416 2713 2719 2751 rBV2 4566477 12348010 90.22% 16.164%
Sum of corrected areas: 76393504

JO740.D SCANS508.M

NYC-WTC_000051988

Thu Jan 17 08:17:56 2002

Page 1
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File

Operator

Acquired

Instrument
Sample Name: 508scan
Misc Info
Vial Number: 8
Quant File

LSC Report - Integrated Chromatogram

: C:\MSDCHEM\1\5973N\02JAN16\00740.D

16 Jan 2002 8:57 pm using AcgMethod SCANS508

Instrumen

January 16, 2002

:SCANS508.RES (RTE Integrator)
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4000000
3000000
2000000
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN16\00740.D Vial: 8

Acqg On : 16 Jan 2002 8:57 pm Operator:

Sample : 508scan Inst : Instrumen
Misc : January 16, 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
hAkhkkhkhkkhkhkhkhkkhkhhkhkkhkhkhkhkhkhhkhkhkhkhkkthkhkhkhhkhkhkhkhhkhkhhhkhkhkhkhkhhhkhkhhkhkhohhkhhkhkhhkhkhkhkhkhhhkhkkhkik
Peak Number 1 2-Pentenal, (E)- Concentration Rank 8

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

4.83 0.17 ug/L 66631 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm ° CAS# Qual
1 2-Pentenal, (E)- 84 C5H80 001576-87-0 17
2 2-Pentyn-1-o0l 84 CS5HS80O 006261-22-9 12
3 2-Pentyn-1-0l ' 84 (CSH8O0O 006261-22-9 9
4 Cyclobut-1l-enylmethanol 84 C5H80 000000-00-0 9

Abundance Scan 128 (4.835 min): 00740.D (-) m/z 84.05 100.00%
59 84
55
41
5000
frryyyy vy Ty T T TyTTTTTT Ty
| | 440 460 480 500 520
O e T 1 S O el | [M/Z  59.10  88.24%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
lAbundance #3201: 2-Pentenal, (E)-
55
27 ,
39 - /\
84
5000 A LSS SN V.S WY SU—
440 460 480 500 5.20
m/z 55.10 72.50%
51
o I 35, A 68
AR IR MR IR LR I ML NN I RSN N IR SN I AR
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3292: 2-Pentyn-1-ol
39 55
440 460 480 500 520
5000 o7 83 m/z 41.10 52.50%
51
65
l I”I 'I “6|9 |
c"jT'_”TI""I""I"' LARRRLNEEEA B REEN LA AR RN REAEN REEEE REREE R
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Abundance #3291: 2-Pentyn-1-ol
39 55 440 460 480 500 520
m/z 39.10 49.76%
83
5000 27
i
I B 11 ] E— i I I
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 440 460 480 500 520
)J0740.D SCANS08.M Thu Jan 17 08:17:57 2002 Page 3
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN16\00740.D Vial: 8

Acg On : 16 Jan 2002 8:57 pm Operator:

Sample : 508scan Inst : Instrumen
Misc : January 16, 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
khkhkhkkhkkhkhkhkhkhkhkkhkhkkhkhkhkhkhkhkhkkhkhkhkhkhkhkhhkhkhkhhkhkhkhhkhkhkhhkhkhhkhhhkhkhkkhhkhkhkhkhkhhhkhkkhkkhkhkhkkikik
Peak Number 2 3-Buten-2-ol, 2-methyl- Concentration Rank 9

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

5.01 0.15 ug/L 57582 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm - CASH Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 72
2 3-Buten-2-0l, 2-methyl- 86 CS5H100 000115-18-4 72
3 3-Buten-2-0l, 2-methyl- (CAS) $$... 86 C5H100 000115-18-4 53
4 3-hydroxy-4,4-dimethyl .gamma. B... 130 C6H1003 052126-90-6 50

[Abundance Scan 143 (5.006 min): 00740.D (-) m/z 71.00 100.00%
43 7h
5000 59 /\/\
55 'l""IA'"'l""I""I"
|| 51 67 86 460 480 500 520 540
I 1Y Y S 1 SN G m/z  43.10 89.37%
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
IAbundance #4084: 3-Buten-2-ol, 2-methyi-
7
43
5000
59 460 480 500 520 540
m/z 41.10 70.42%
2|7 53 67 86
S RN RARRA RS RARAN SAAR - H S NARAS ASAR) RSN RARAS REARA RARLS

m/z—-> 20253035404550556065707580859095

Abundance #4085: 3-Buten-2-ol, 2-methyl-
7H
43 A
T

460 480 500 520 540

5000 m/z 69.10 47.55%
59
27 44 53
| | 1 | | | 6|7! 1 86
1) NN i M- e e S nma e IR
n/2—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #4086: 3-Buten-2-o0l, 2-methyl- (CAS) $8 2-Methyl-3-buten-2... e
3 L 460 480 500 520 540
m/z 59.10 38.41%
58
5000
27 54
| T LA & |, SF n A A A
Oy e e IRARAS S B o e o e
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 0 95 460 480_ 500 520 540
J0O740.D SCAN508.M Thu Jan 17 08:17:57 2002 Page 4
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Library Search Compound Report

Data. File C:\MSDCHEM\1\5973N\02JAN16\00740.D
Acqg On 16 Jan 2002 8:57 pm

Sample 508scan

Misc January 16, 2002

MS Integratlon Params: LSCINT.P

Quant Method
Title :
Library

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

Vial: 8
Operator:
Inst : Instrumen
Multiplr: 1.00

\SCANS508.M (RTE Integrator)

hhkhkhkhhhhhhhkhkhkhhhhhkhkhhhkhhkrdhkhdhhkhkhkhkhkhkhhkhkhhhhhhhhkkhkhkhhhhhhkhkkhhhhkhhkhhhhk

Peak Number 3

Acetic acid, 3-[1,3)dioxola...

Concentration Rank 1

R.T EstConc Area
5.89 4.71 ug/L 1868470
Hit# of 5 Tentative ID

Relative to ISTD R.T
1,4-Dichlorobenzene-d4 2.71
MW MolForm - CAS# Qual

1 Acetic acid,
2 3- (CYCLOHEX-3'

3-[1,3)]dioxolan-2-y...
-EN-YL) PROPANOL $$...

174 C8H1404
174 C8H1404

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

3 N-Bthylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance Scan 220 (5.885 min): 00740.0 (-) m/z 73.10 100.008%

73 :
k
T 560 580 600 620
) S . Y| . AL S m/z 43.10 23.43%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
lAbundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropy! ester
73
5000 : :
560 580 600 620
43 m/z 45.10 9.01%
ok 27 i 5 i 87 113 174
MUN NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
73
560 580 600 620
5000 m/z 41.10 8.58%
43
o 27 || 55 i 87 113 174
T
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #1794: N-Ethylformamide $3 N-Formylethylamine $$ Formamide... S
3p 560 580 600 620
73 z 71.10 6.66%
5000
44 58
15
O ety
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 6.00 6.20
)0740.D SCANS508.M Thu Jan 17 08:17:57 2002 Page 5
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Library Search Compound Report

Data File C:\MSDCHEM\ 1\5973N\02JAN16\00740.D Vial: 8

Acg On 16 Jan 2002 8:57 pm Operator:

Sample 508scan Inst Instrumen
Misc : January 16, 2002 Multiplx: 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
khhkhhrARhkAXAkkhkhkhkrkkdbhhhkrthhkhthhhkhkhhhhhhhkhhhhkhhhhhhhkhkhkhkhkhbhkhrdkrdhkhdhktkdththkhhkit
Peak Number 4 Ethanol, 2-butoxy- (CAS) $$... Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T
7.44 0.46 ug/L 182728 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm - CAS#H Qual
1 Ethanol, 2-butoxy- (CAS) $$ 2-Bu.. 118 C6H1402 000111-76-2 86
2 BEthanol, 2-butoxy- 118 C6H1402 000111-76-2 83
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 74
4 Ethanol, 2-butoxy- (CAS) $$ 2-Bu... 118 C6H1402 000111-76-2 64
Abundance Scag7356 (7.438 min): 00740.D (-) m/z 57.10 100.00%
5000 p\\\\
45
| i T TR w1k 7k
39 75 . . Rk
Ol e m/z 45.10 35.64%
miz—-> 20 30 40 S0 60 70 80 9 100 110 120
lAbundance #17833: Ethanol, 2-7butoxy- (CAS) $$ 2-Butoxyethanol $$ 2-n...
5
5000 45 y
700 720 740 760 7.80
87 m/z 41.10 30.46%
N I'| 63 |715 190
c'l""l""I""'I""I""I""l""r"“l""l""If'
m/z—-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #17828: Ethanol, 2-butoxy-
57
700 720 740 760 780
5000 &5 m/z 87.10 23.18%
87
Gl | P 100 118
0 ""I""I"“l""!l""l"‘"I""l""i"‘_'_l""l"
miz--> 20 30 40 SO 60 70 80 90 100 110 120
Abundance #17826: Ethanol, 2-butoxy- e
s 700 720 740 760 7.80
m/z 56.20 9.11%
87
27
0 | 133 P 100 118
TyTYrrTT T T YT LELEN IR LA rTrrTTyrTT T LA IR L B LN UL frrvy[rrrrpy T T T
miz—-> 20 30 40 50 60 70 80 90 100 110 120 700 720 740 760 7.80
00740.D SCANS08.M Thu Jan 17 08:17:57 2002
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN16\00740.D
Acg On 16 Jan 2002 8:57 pm

Sample 508scan

Misc January 16, 2002

MS Integration Params: LSCINT.P

Quant Method

Title

Library

508 scan method
C:\DATABASE\WILEY7N.L

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

Vial: 8
Operator:
Inst :
Multiplr: 1

Instrumen

.00

khkkhkhkhkkhhhkhkhkhhhhhhhhhhhhhkhkhhkhhhhhkhhhhhhkhkhkhhhkhkhhhkhkkhkhkhkhkhkhkkhhhhkhkhkhkhkhkkkk

Peak Number 5

Pinacolyl alcohol

Concentration Rank 6

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

8.23 0.23 ug/L 90499 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm . CAS# Qual
1 Pinacolyl alcohol 102 C6H140 000464-07-3 38
2 Morpholine (CAS) $$ BASF 238 $$ 87 C4HO9NO 000110-91-8 38
3 Morpholine $$ p-Isoxazine, tetra... 87 C4H9NO 000110-91-8 32
4 Morpholine (CAS) $$ BASF 238 $$ 87 C4HSNO 000110-91-8 12
bundance Scan ?525 (8.226 min): 00740.D (-) m/z 45.10 100.00%

4 57
5000 87
l""l""l""l""r/l\'\"
39 . I 780 800 820 840 860
Sy {118 S | I | B m/z 57.10 92.91%
miz—> 10 20 30 40 50 60 70 80 90 100 110
iAbundance #9685: Pinacolyl alcohol
45 ¥
5000 Trr T " L AL
69 87 7.80 800 820 840 860
m/z 87.00 42 .78%
33 , A 102
S LN L Ay N NN SRS LIS SNt I NS AL WL
m/z—-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4372: t;lorpholine (CAS) $$ BASF 238 $$ Diethylene oximide ...
2
57 [
780 800 820 840 860
5000 m/z 41.10 39.01%
87
15 ‘ 42 |
0 | | | J
LS UL UL NLLALELS RLELLRLSS SRS RLARELL NN R S S|
miz—-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4374; Morpholine $$ p-Isoxazine, tetrahydro- $6 BASF 238 ... e
ﬂ9 g 780 800 820 840 860
m/z 56.10 30.13%
5000 87
42
( | | 52|J|
Ot T M NI SRS IUEL Y | T T N R SRR
miz—-> 10 20 30 40 50 60 70 80 90 100 110 780 800 820 840 860
00740.D SCANS508.M Thu Jan 17 08:17:58 2002 Page 7
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN16\00740.D
Acq On 16 Jan 2002 8:57 pm

Sample 508scan

Misc : January 16, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

C:\MSDCHEM\1. .

: 508 scan method

C:\DATABA

SE\WILEY7N.L

Vial: 8
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCANS508.M (RTE Integrator)

khkhkhkhkhkhkhkhhhhhkhhkhkhhhkhkhkhhhhhhkhhhhhkhkhkhhkhkhkhhkhhkhkhkhkhhhhkhkhkhkhhhhkhhhhkhkhkkkkhh*

Peak Number 6 2-Propanol, 1l-(2-methoxy-1-... Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T
9.53 0.43 ug/L 169368 1,4-Dichlorobenzene-d4 9.71
Hit# of 65 Tentative ID MW MolFoxrm - CAS#H Qual
1 2-Propanol, 1-(2-methoxy-l-methy... 148 C7H1603 020324-32-7 72
2 DIPROPYLENEGLYCOL METHYL ETHER $... 148 C7H1603 020324-32-7 72
3 TRIPROPYLENE GLYCOL 1 192 C9H2004 000000-00-0 64
4 TRIPROPYLENE GLYCOL 2 192 C9H2004 000000-00-0 64
bundance Scan 538 (9.527 min): 00740.D (-) m/z 59.10 100.00%
5
5000
45 73 103
920 940 960 9.80
c"‘l"'l'l'l'l'l?ll"IIIT'l"l'l';lll'[l‘l'l‘leﬁl' ll'l'!’ll"'ll['ll112‘9!l17 m/z 45'10 42 20‘6
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43943; 2-Propanol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
I A\
m T Tr7 T T
45 73 103 920 940 960 980
31 l m/z 103.10 34.83%
o.q.”.“rnjm..ﬁ.u,.n'; ........................ B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43944: DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propanol, 1-(2...
50
103 'w'”'l”'w*”'ﬁg-w
920 940 960 9.80
5000 m/z 73.10 29.79%
45 73
31
1|5 || II J1E l 130 A\
S AR LA I UM UL UL IS IS ML IR DRSS PUADI DRRE
m/iz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #102326; TRIPROPYLENE GLYCOL 1 SNIMESENEE SR S
59 920 940 960 980
m/z 41.10 21.40%
5000
45 103
| s 72 , 117 130
c"l" | Ty T TR T T R I YTTTTTTT T vrrrvvy T vyT N RN RS NEEEDEEEA
miz--> 10 30 40 50 70 90 100 110 120 130 920 940 960 9.80
J0740.D SCANS508.M Thu Jan 17 08:17:58 2002 Page 8
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN16\00740.D
Acqg On 16 Jan 2002 8:57 pm

Sample 508scan

Misc : January 16, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

-
-
-
-

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

Vial: 8

Operator:
Inst
Multiplr:

Instrumen
1.00

.\SCAN508.M (RTE Integrator)

khkhkhhhhhhkhhhhkhhhhhhhhhhhkkhhhhhhhhhhhkhkhkhhkhkhhhkhkhhhkhhkhkhkhhhkhkhhhhkkhkkhkhhkhkk*k

Peak Number 7 2-Propanol, 1-(2-methoxy-1-. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T
9.62 0.41 ug/L 163611 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 74
3 TRIPROPYLENE GLYCOL 2 192 C9H2004 000000-00-0 72
4 BIS(1-METHYL-2-HYDROXYETHYL) ETHER 134 C6H1403 000000-00-0 64
Abundance Scan 547 (9.619 min): 00740.D (-) m/z 59.10 100.00%
50
5000 45 73 103
h | ' 920 940 960 9.80 10.00
o) SN SN | SR EN - S | — : m/z 45.10 41.89%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance #43943: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
I S
5000 SAPUSSEPY SRS BV
45 73 103 920 040 960 980 1000
31 m/z 103.10 36.74%
cwpuq”.Jm”!.”.”:.”.”” SN S ¢ R
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #43944: DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propanol, 1-(2...
50
103 ,...,.r.,...,,/.\.\..,,.
920 940 960 9.80 10.00
5000 m/z 73.05 31.05%
31
0 1|5 |. | N 130
ey VM L = NMMMMMMUSMS | NSRMMNUUSLL A SUUMUNUBUIRUNS .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #102327: TRIPROPYLENE GLYCOL 2 NSRS SIS W I WSS
59 : 920 940 960 980 10.00
m/z 41.10 23.38%
5000
.45 103
) e P2 89l 1T 130 161 N
................................................................ , S SMPNEL VMBI WIS A
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 020 940 960 980 10.00
J0740.D SCANS508.M Thu Jan 17 08:17:58 2002 Page 9
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\ 1\5973N\02JAN16\00740.D
Acg On 16 Jan 2002 8:57 pm

Sample 508scan

Misc : January 16, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

Vial: 8
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

hkhkhkhhkhkkkhkhkhkhkhkhkhkkhkhkhkhkhkhkhhkhkkhkhkhhkhkhhkhkhkhkhkhhhhkkhhkhhhhkkhkhhkhhkkhkhkhkkhhhkkk

Peak Number 8

2-Propanol,

1- (2-methoxypro...

Relative to ISTD

Concentration Rank 2

R.T EstConc
9.82 0.60 ug/L
Hit# of 5

238705

1,4-Dichlorobenzene-d4 9.

MW MolForm

1 2-Propanol,

1- (2-methoxypropoxy) ...

2 PROPYLENE GLYCOL TRIMER 3

3 3-Hexanol

4 TRIPROPYLENE GLYCOL 2

148 C7H1603
174 C9H1803
102 C6H140
192 C9H2004

013429-07-7 83
000000-00-0 78
000623-37-0 39
000000-00-0 38

[Abundance Scan 565 (9.824 min): 00740.D (-) m/z 59.10 100.008%
50
5000
45 73 940 960 9.80 10.00 10.20
| _ TN E| RS SN - SN m/z_ 45.10 12.52%
miz--> 20 30 40 S0 60 70 80 90 100 110 120 130
Abundance #43942: 2-Propanol, 1-(2-methoxypropoxy)- $3 1-(2-Methoxyp...
[ j\\A
Som TrTrrrrrrr Tty T e
940 960 980 10.00 10.20
m/z 73.10 9.34%
31 45 73
0 Y R ™ 130
el e e e e
miz—> 20 30 40 S0 60 70 80 90 100 110 120 130
Abundance #78534; PROPYLENE GLYCOL TRIMER 3 /\\
59
940 960 980 1000 1020
5000 4 m/z 43.10 8.74%
103
0 ] , Il ?13 87 117 130
SMNN g e R L.
miz—> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9599: 3-Hexano!
» 940 960 9.80 10.00 10.20
m/z 41.10 8.38%
31
5000 43 73
0 l Y TR T 102 A
el Hr e e Lot SRR,V I W S WS
miz—-> 20 30 40 S0 60 70 80 90 100 110 120 130 940 960 980 10.00 10.20

10740.D SCAN508.M

NYC-WTC_000051997

Thu Jan 17 08:17:58 2002
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN16\00740.D Vial: 8

Acg On 16 Jan 2002 8:57 pm Operator:

Sample 508scan Inst : Instrumen
Misc : January 16, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

508 scan method
C:\DATABASE\WILEY7N.L

Title
Library

khkkhkkhkkkhkhhkkhhkhhkhkhhhhhkhkhhkhhkhkhhkhkhkhkhkhkhkkhkhkhkhkhkhkhkkhkhkhkhkkkhkhkhhkhkkkhkhkhkrthkhkhkkkhkk

Peak Number 9 4-METHOXY-.BETA.-METHYLCINN...

Concentration Rank 10

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

22.28 0.14 ug/L 94635 Phenanthrene-d10 22.65

Hit# of S Tentative ID MW MolForm - CASH Qual
1 4-METHOXY-.BETA.-METHYLCINNAMIC ... 192 C11H1203 019169-94-9 72

2 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 64

3 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12 000883-20-5 53

4 3-(2-Methoxy-5-methylphenyl)acry... 192 C11H1203 103986-76-1 53

Abundance

Scan 1656 (22.280 min): 00740.D (-)

0f

miz-> 20 30 40 S0 _60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102588: 4-METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenoi...
1
108
5000
146 175
0.
m/z-> 20 30 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #88409: N-perdeuteriobenzylideneaniline
192
5000 82
54 110
o 30 94 160
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene

mz--> 20 30

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

m/z 192.10 100.00%

)

T
2200 2220 2240 2260

m/z 191.10 17.39%

A

LI S Bt e R B e

2200 2220 2240 2260

m/z 96.00 15.88%

s

L LI I Trrr L2 | l
2200 2220 2240 2260

m/z 146.10 15.64%
SN A
2200 2220 2240 2260
m/z 193.10 13.87%

|

e e e B M
2200 2220 2240 2260

J0740.D SCANS508.M Thu Jan 17 08:17:59 2002
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NYC 9/11 Public Portal Document

. Library Search Compound Report
“.Data. File C:\MSDCHEM\1\5973N\02JAN16\00740.D Vial: 8
Acg On 16 Jan 2002 8:57 pm Operator:
Sample 508scan Inst : Instrumen
Misc January 16, 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

[ZXXEEZEEREXTRE RSN REEX SRS SSESE R R RS S R 2R R R R R RS R R R R RS RS E RS SR

Peak Number 10 DECADEUTEROPHENANTHRENE $$ Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
22.77 0.21 ug/L 140695 Phenanthrene-dl0 22.65
Hit# of 5 Tentative ID MW MolForm . CAS#

1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 94
2 Anthracene-dlo0- 188 C14D10 0017192-06-8 72
3 Anthracene-D10 188 C14D10 000000-00-0 72
4 Phenanthrene-dlo0 188 C14D10 001517-22-2 64
Abundance Scan 1699 (22.771 min): 00740.D (-) m/z 188.10 100.00%
148
5000
80 94
M52 66 | wz 158 Ll 2240 2260 2280 2300 23.20
e i b et H e : e H e T B m/z 94.10 19.66%
m/z--> 40 50 60 70 80 90 100 110 120 130 140 0 150 160 170 180 190
Abundance #84500; DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
188
5000 MLUVVUVEVUVA R
2240 2260 2280 23.00 2320
80 94 m/z 189.10 14.52%
66 158
04
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #84502: Anthracene-d10- T&
1
2240 2260 2280 2300 23.20
5000 m/z 184.10 13.02%
80 94 160
o % ol A asoll
N N NS LA I SARMAARJ SRR AR BRI SAR
miz-—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84498: Anthracene-D10
148 2240 2260 22.80 23.00 23.20
m/z 80.10 12.67%
5000
80 g,
66 I 160 |
o N e 4wﬁ” .
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 2300 2320

00740.D SCANS508.M Thu Jan 17 08:17:59 2002

NYC-WTC_000051999
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- Tentatively Identified Compound (LSC) summary

perator ID: Date Acquired: 16 Jan 2002 8:57 pm

ata File: C:\MSDCHEM\1\5973N\02JAN16\00740.D

iame: 508scan

[isc: January 16, 2002

lethod: C:\MSDCHEM\1\METHODS\METHODS\SCANS508.M (RTE Integrator)
'‘itle: 508 scan method

sdibrary Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
?-Pendenal - 4.83 0.2 ug/L 66631 1 9.71 7929770 20.0
}-Buten-2-01,/2-m 5.01 0.1 ug/L 57582 1 9.71 7929770 20.0
A\cetic i 3-(1 5.89 4.7 ug/L 1868470 1 9.71 7929770 20.0
sthanol,\ 2-Hutoxy 7.44 0.5 ug/L 182728 1 9.71 7929770 20.0
?inacoly\ Alcohol 8.23 0.2 ug/L 90499 1 9.71 7929770 20.0
2-Propano 1-(2- 9.53 0.4 ug/L 169368 1 9.71 7929770 20.0
2-Propangl \ 1-(2- 9.62 0.4 ug/L 163611 1 9.71 7929770 20.0
2-Propaylol, \1-(2- 9.82 0.6 ug/L 238705 1 9.71 7929770 20.0
4-METH@XY- .BRTA.-... 22.28 0.1 ug/L 94635 4 22.65 13192400 20.0
DECADRUTEROPHENAN. .. 22.77 0.2 ug/L 140695 4 22.65 13192400 20.0
00740.D SCANS08.M Thu Jan 17 08:17:59 2002 Page 13
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