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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 01/22/2002 Time: 11:23:22

Sample: AE00704

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

Started: 1/29/02 11:22 Ended: 1/29/02 11:22 Analyst: DLV
Page: 1
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Corr;ments for Sample AE00704 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L

Date: 01-29-2002 Time: 11:25:32

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds, except for the presence of bis(2-Ethylhexyl)phthalate at 5.45 ug/L.
its presence could be due to collection and laboratory contamination. The

recoveries for 15 of the 43 compounds in the LCS Standard were outside of their
acceptance ranges.
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Data File : C:\MSDCHEM\1\5973N\02JAN16\00704.D Vial: 4

Acg On : 16 Jan 2002 5:37 pm Operator:

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

MS Integration Params: SPLIT.P

Quant Time: Jan 17 08:12:22 2002 Quant Results File: SCAN508.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

DataAcg Meth : SCANS08

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.71 152 1260434 20.00 ug/L -0.01
10) Naphthalene-ds 13.19 136 5358364 20.00 ug/L -0.02
17) Acenaphthene-dlo0 18.34 164 2836706. 20.00 ug/L -0.01
29) Phenanthrene-dlo0 22.63 188 4793095 20.00 ug/L -0.03
38) Chrysene-dil2 30.49 240 4073812 20.00 ug/L -0.02
44) Perylene-dil2 34.42 264 2904961 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 388494 5.13 ug/L 0.00
Spiked Amount 5.000 Recovery = 102.60%
Target Compounds Qvalue
2) n-Nitrosodimethylamine 3.60 74 10102 0.19 ug/L # 15
20) Dimethylphthalate 18.34 163 462445 2.47 ug/L # 56
21) 2,6-Dinitrotoluene 18.34 165 360444 9.86 ug/L # 17
35) Di-n-butylphthalate 24 .85 149 14726 0.05 ug/L 96
41) Benzo(a)anthracene 5. —~ 30.50 228 12488 6—AS. ug/L # 60
42) Bis(2-ethylhexyl)phthaldt 31.11 149 986254 g/L 95
43) Chrysene 30.50 228 12488 0.05 ug/L # 58
48) Benzo(a)pyrene 34.42 252 9781 0.05 ug/L # 1
(#) = qualifier out of range (m) = manual integration
00704.D SCANS508.M Thu Jan 17 08:12:22 2002 Page 1
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Data File
. Acg On
Sample

Misc

Quant

Time:

Method

Title

Last Update

Response via

vuanciLat 1ol repore (\NOL KevieweQ)

C:\MSDCHEM\1\5973N\02JAN16\00704.D
16 Jan 2002 5:37 pm

508

scan

: January 16, 2002
MS Integration Params: SPLIT.P
17 8:12 2002 Quant Results File: SCANS508.RE

Jan

Vial: 4
Operator:

Instrumen

Multiplr: 1.00

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

508 scan method
Fri Jan 11 13:20:07 2002
Initial Calibration
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Data File C:\MSDCHEM\1\5973N\02JAN16\00704.D Vial: 4
+ Acg On 16 Jan 2002 5:37 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 3.476 7 9 13 rVB 29332 42154 0.33% 0.060%
2 3.602 17 20 25 rvB 29610 48358 0.38% 0.068%
3 4.835 123 -128 139 rVBS 20100 75353 0.59% 0.106%
4 5.006 139 143 149 rVB 20833 41944 0.33% 0.059%
5 5.885 215 220 227 rBV 693852 1386796 10.93% 1.959%
6 7.438 353 356 367 rBV 57467 150118 1.18% 0.212%
7 8.237 421 426 441 rBV2 28011 72142 0.57% 0.102%
8 9.710 551 555 561 rBV 3617623 7072115 55.72% 9.992%
9 10.098 585 589 593 rBV2 48670 90650 0.71% 0.128%
10 13.192 855 860 865 rBV 5491773 10265335 80.88% 14.504%
11 18.341 1305 1311 1315 rBV 5837470 11544974 90.96% 16.312%
12 19.962 1447 1453 1461 rVB4 6606- 30597 0.24% 0.043%
13 22.280 1653 1656 1661 rVvv2 50799 88294 0.70% 0.125%
14 22.645 1681 1688 1693 rBV2 5518615 12692312 100.00% 17.933%
15 22.771 1685 1699 1713 rVB 69568 205634 1.62% 0.291%
i6 24.849 1875 1881 1887 rBV 9986 32747 0.26% 0.046%
17 27.726 2129 2133 2137 xrBV 1048683 1882596 14.83% 2.660%
18 30.489 2369 2375 2381 rBV2 4782874 11865594 93.49% 16.765%
19 31.105 2425 2429 2463 rVV 1358722 3382846 26.65% 4.780%
20 34.416 2713 2719 2749 rVV 3804674 9803991 77.24% 13.852%
Sum of corrected areas: 70774550
J0704.D SCAN508.M Thu Jan 17 08:17:33 2002 Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN16\00704.D

Operator :

Acquired : 16 Jan 2002 5:37 pm using AcgMethod SCANS508
Instrument : Instrumen

Sample Name: 508scan

Misc Info : January 16, 2002

Vial Number: 4
Quant File :SCANS08.RES (RTE Integrator)

Abundance TIC: 00704.D
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Data File : C:\MSDCHEM\1\5973N\02JAN16\00704.D Vial: 4

Acq On : 16 Jan 2002 5:37 pm Operator:

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

MS Integration Params: LSCINT.P

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

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
khkkhkhkkhkkhkhkhkhkhkhkhhdhkhkhkhkhkhhhkhkhkithhdhhkhrrdhbhhkhkhkhkkhkhhkhkhkhkhkhhhkhkhkhkhkhbhdrhhkrdhrhhhiidks
Peak Number 1 Acetonitrile, dichloro- $$ ... Concentration Rank 8

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

3.48 0.12 ug/L 42154 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm - CAS# Qual
1 Acetonitrile, dichloro- $$ Dichl... 109 C2HCIl2N 003018-12-0 74
2 Dichloroacetonitrile $$ Acetonit... 109 C2HC12N 003018-12-0 59
3 Dichlorcacetonitrile $$ Acetonit... 109 C2HC12N 003018-12-0 50
4 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-0 37

Abundance Scan 9 (3.476 min): 00704.D (-) m/z 74.00 100.00%
74
82
5000
47
39 ’ ’ 350 360 370 380 390
) | NN {1 ..!. S ——— m/z 82.00 55.24%
m/z—> 10 20 30 40 50 60 70 100 110
IAbundance #11641: Acetonitrile, dichloro- $$ Dichloroacetomtnle $%...
74
5000 82 - [\--1 e T
47 3.50 360 3.70 3.80 3.90
a5 ‘ ’ m/z 76.00 36.58%
0 ||i [l ] ] 109
AR AR R R A L A DL A A L L B A
m/z-—-> 10 20 30 40 50 60 70 8 90 100 110
IAbundance #11642: Dichioroacetonitrile $$ Aceto;itrile, dichloro- $$...
4
82
TrrTTTTT T T T T
3.50 360 370 3.80 380
5000 m/z 84.00 33.46%
47
35
12 L, 1 . | 108
c’ll|l1||]l’ll]l[llll"l]"lTlrllllIl IIIII,IIII|II|IIV
mfz—> 10 20 30 40 50 60 70 100 110
Abundance #11643: Dichloroacetonitrile $$ Acetonltnle dlchloro- $$... . T T
4 350 360 370 380 3.90
m/z 47.00 31.66%
47 82
5000
38
0 Ll | |95 102108
lll’llll[lllll"lll'llllllll[lll!Ill[llll rTrrrfprorroeorirtery
m/z-—> 10 20 30 40 50 60 7l0 80 9'0 1(')0 1110 350 360 370 3.80 3.9
20704.D SCANS508.M Thu Jan 17 08:17:34 2002 Page 3
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Data File : C:\MSDCHEM\1\5973N\02JAN16\00704.D Vial: 4

Acgqg On : 16 Jan 2002 5:37 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
khkkkhkkkkhkhkkhkkhkhkkhkhkkkhkhkkhkkkhkhkhkhkkkhkhkhkhkhkhkhkhkhkkhkhkhkkhkhkhkhkhkkhkhkhkkhkhhhhkhkkhkhkhkkhkkhkhkk
Peak Number 2 Furan, 2,3-dihydro-4-methyl... Concentration Rank 5

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

4.83 0.21 ug/L 75353 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Furan, 2,3-dihydro-4-methyl- (CA... 84 C5H80 034314-83-5 53
2 2-Ethylacrolein $$ 2-Ethacrolein... 84 CG5HS8O0 000922-63-4 47
3 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 CS5H80O 000107-86-8 46
4 2-Butenal, 3-methyl- $$ Crotonal... 84 CSHS8O 000107-86-8 46

Abundance Scan 128 (4.835 min): 00704.D (-) m/z 83.95 100.00%
84
55 59
5000 41
51 llll’xtvvl1vrv Y T ™
' |II 6|9 440 460 480 500 520
) SN 1 S — SR | S — m/z 659.10 82.71%
m/z--> 20 25303540 455055606570 75 80 85 90
Abundance #3351: Furan, 2,3-dihydro-4-methyl- (CAS) $$ 4-METHYL-2,3-...
56 84
5000 41 N I""I“"I‘r"" "[\l'”
440 460 480 500 5.20
m/z 55.10 74.76%
69
g4 .5|1|I | |
0 "l""l""lr‘”T""I"‘II""I" ARUAARA AR AR N ' TR
mfz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8590
Abundance #3305: 2-Ethylacrolein $$ 2-Ethacrolein $$ Butanal, 2-meth...
56
84
440 460 480 500 520
5000 39 m/z 41.10 45.75%
27 '
“ A |
Ot LA AR LA RN AR ARARE RN AR RARRS
m/z--> 20 256 30 35 40 45 50 55 60 65 70 75 80 85 90
IAbundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$...
84 440 460 480 500 520
55 m/z 39.10 45.54%
5000 39
27
44 51 69
A L
0",'l"[IiTIIlllllIlll‘l'lll"l"llTl'l|TTI'II I|lll]"'ll' Ty TTT |l'll|'l|' Il'llllll‘lrl'l]""""
In/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 440 460 480 500 520
30704.D SCANS08.M Thu Jan 17 08:17:34 2002 Page 4
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Data File : C:\MSDCHEM\1\5973N\02JAN16\00704.D Vial: 4

Acg On 16 Jan 2002 5:37 pm Operator:

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

MS Integration Params: LSCINT.P

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

508 scan method
C:\DATABASE\WILEY7N.L

Title
Library

kkhkhkkkhkhkkhkhkhkkhkkkhkkhkhkhkhkkhkhkhkhkhkkhkhkkkhkhkhkhkkhhkhkkhhkhhkhhkhkhhhkhkhhkkhkhhhkhkhkhkhhkdkhkhkhk*x

Peak Number 3 1-Hexene, 4,5-dimethyl- $$

Concentration Rank 9

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

5.01 0.12 ug/L 41944 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexene, 4,5-dimethyl- $$ 4,5-D... 112 C8H16 016106-59-5 33
2 2-Furanmethanol, tetrahydro- (CA... 102 C5H1002 000097-99-4 9
3 Butenol, methyl- 86 C5H100 060766-00-9 9
4 1-Hexene, 4,5-dimethyl- 112 C8H1e6 016106-59-5 9

[Abundance Scan 143 (5.006 min); 00704.D () m/z 43.10 100.00%
43 m
5000 55
| | l’ 84 460 480 500 520 540
A s LA LAY LAt AN ALY KA SARAN MM SRS KARSS ARAE RO SUNABAARRALARABE RRAAN SRR m/z  71.10 98.19%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
IAbundance #13811: 1-Hexene, 4,5-dimethyl- $$ 4,5-Dimethyl-1-hexene
43 71
5000 55 -w--/M-vvuur-uu-r T
460 480 500 520 540
O ll'lll ll[l"l[ lllll IIIIVII llll’! I lll! ll l]TITT' l=l| I l'llllll’8l4| l'l T Ilgl7ll[ TrT I
m/z--> 5 10 1520253035404550556065 70 7580859095100105
Abundance #9384: 2-Furanmethanol, tetrahydro- (CAS) $$ Tetrahydrofur...
7l
43
460 480 500 520 540
5000 27 m/z 69.10 53.78%
53
3|7 | 61 ||1
RN AACA NAAA SR AAA AR RAAR) RARAS LARAS SARSS LA AL RAAAL AN RASA MM NEAS AR
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 A
r\bundance #4093: Butenol, methyi- e B e o
43 L 460 480 500 520 540
m/z 55.10 48.29%
5000
27 59
15
53
0o [ o | 86 A
AR SRR ARG MERBE AR MRASA SARLNARLAN SRARA LARAS NN NLASA SRAAL SALAE ALY NAARI AEREE RAMRY MARAS RALAI SRR DS SRS SRR S
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 460 480 500 6520 540

30704.D SCAN508.M Thu Jan 17 08:17:34 2002
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Data File
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C:\MSDCHEM\1\5973N\02JAN16\00704.D
Acg On : 16 Jan 2002 5:37 pm
Sample : 508scan
Misc : January 16, 2002
MS Integratlon Params: LSCINT.P

Quant Method

C:\MSDCHEM\1. .

Vial:
Operator:
Inst :
Multiplr:

.\SCAN508.M (RTE Integrator)

4

Instrumen
1.00

Title 508 scan method

Library C:\DATABASE\WILEY7N.L
khkkkkhkhkhkhkhkhkhhhhkhhkkhkhkhkhkhkhkhkkhkhhkhkhhkkhkhkhhkkhkhhkkhkhhkhhkhhhkhkhkkhkhkhhkkhhhkkhhhhkhkhkkhkhkihhkk
Peak Number 4 Acetic acid, 3-{1,3]dioxola... Concentration Rank. '1

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

5.89 3.92 ug/L 1386800 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 33
2 3- (CYCLOHEX-3’-EN-YL)PROPANOL $S$... 174 C8H1404 015745-87-6 33
3 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9
4 Butane, 2,3-dimethoxy-2-methyl- 132 C7H1602 074421-00-4 9

Abundance Scan 72320 (5.885 min): 00704.D (1) m/z 73.10 100.00%

5000

i ok ok e ek
Qe e e e e e | | 072 43.10  23.33%
mfz--> 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-yipropyl ester
73
5000 N S S WL I N R A
560 580 600 620
43 m/z 45.10 9.03%
0 27 1y 55 | & 113 174
miz--> 10 20 30 40 50 60 70 80 gb 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX:,13‘ EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
560 580 6.00 620
5000 m/z 41.10 8.56%
43
27 1| 55 L 87 113 174
L A AN AR ARAL AARAS AEAN AREAR ARARS SRS SARAS LA LA SRR SARAS SASAN SARMS N
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #1794: N-Ethylformamide $$ N-Formylethylamine $$ Formamide... e
3p 560 580 600 620
73 m/z 71.10 6.37%
5000
44
15 l J l
Ollllllll"!l l’jlll LILILS TTIT'I“"'II'IIII[‘, lT'lllll 'll' II'IKTIIIIIV’II 'l'l|||| T | l,I\llllllll"l""'
m/z--> 10 20 30 40 60 80 90 100 110 120 130 140 150160 170 180 560 580 600 620
30704 .D SCANS508.M Thu Jan 17 08:17:34 2002 Page 6
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Data File C:\MSDCHEM\1\5973N\02JAN16\00704.D Vial: 4

Acg On 16 Jan 2002 5:37 pm Operator:

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

MS Integration Params: LSCINT.P

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

khkdkkkkhkhkdhhkhkhkhhkkhkhkhkkhkkhkkhkkhkhkhkhkhkkhkhhhkkkhkhkhkkhkhkhkhkhkhkhkhkhkhkhkhkhkrhkhkhrhdhhkhhkhkhkkhkhkdhdhi

Quant Method

Peak Number 5 Ethanol, 2-butoxy- (CAS) $$... Concentration Rank 2

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

7.44 0.42 ug/L 150118 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Ethanol, 2-butoxy- (CAS) $$ 2-Bu... 118 C6H1402 000111-76-2 90
2 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76~-2 83
4 Ethanol, 2-butoxy- (CAS) $$ 2-Bu... 118 C6H1402 000111-76-2 83

Abundance Scan 356 (7.438 min): 00704.0 (-) m/z 57.10 100.00%
S7
5000
87 T Ty T T T T T T T T Ty
39 75 100 700 720 740 760 780
Ol|ll l|'rlliflt‘rr]rvlllr]rnn|'l:|'|l||rvnllllrfIVIvlvnlrlyrv m/Z 45.10 35.31%
miz--> 20 30 40 50 60 70 80 20 100 110 120
Abundance #17833: Ethanol, 2-7butoxy- (CAS) $% 2-Butoxyethanol $$ 2-n...
5
5000 45 SEARASLEAS BERRY BaSR S
700 720 740 7860 -7.80
87 m/z 41.10 32.14%
¢ I|| 63 J7|s 190
LA SN L0 N SIS0 S LRI S oL L I
m/z—-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #17828: Ethanol, 2-butoxy-
s7
{
700 720 7.40 760 7.80
5000 45 m/z 87.10 22.76%
87
) 27 75
100
0'!"'I'Il""Ir'r'I“'!!I""Il"]"l""l""i" '1"?1'8!"'
m/z-—> 20 30 40 60 70 80 90 100 110 120
Abundance #17826: Ethanol, 2-butoxy- R e o o e
S/ 700 720 740 760 7.80
m/z 56.10 8.71%
5000 45
87
27
ol 1 3 1, 2 100 118
TTT L A L P A B L L Ty rTT T TTTT T TV T T
m/z—-> 20 30 40 50 60 70 80 90 100 110 120 700 720 740 760 780
00704.D SCANS08.M Thu Jan 17 08:17:35 2002 Page 7
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Data File : C:\MSDCHEM\1\5973N\02JAN16\00704.D Vial: 4

Acg On : 16 Jan 2002 5:37 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
khkhkhhdkhkkhkhkkhhkkhkkhhhkkhkhkhkhkhkkhkkhkhkhkhkhkhkhkhkhhkhhkkhkhkhkkhkkkhkhkhkkhkhhkhbkhkhkhkhkhhkdhhkhhktkhkhbkhdkixddixi
Peak Number 6 2-Propanol, 1l-butoxy- (CAS)... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.24 0.20 ug/L 72142 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, l-butoxy- (CAS) $3$ 1... 132 C7Hi602 005131-66-8 50
2 Ethanol, 2-butoxy- (CAS) $$ 2-Bu... 118 C6H1402 000111-76-2 50
3 2-Propanol, 1l-butoxy- (CAS) $$ 1... 132 C7H1602 005131-66-8 39
4 Pinacolyl alcohol 102 C6H140 000464-07-3 38
bundance Scan 426 (8.237 min): 00704.D (-) m/z 45.10 100.00%

45 5
5000 ! 87 [\

S N W———
4! l 780 800 820 840 860
O rreprreprrrrrerrrererpere e e i rererprrerrrespreprebeprereereeee | | @/Z 57.10  99.185%
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #28054: 2-Propanol, 1- 4bsutoxy- (CAS) $$ 1-N-BUTOXY-2-PROPAN...
57

5000

Ty T T T TTT

7.80 '806' 820 840 860
A 87 m/z 41.10 45.78%

i ([
O preerprberrrr e e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 S0 95 100105
Abundance #17833: Ethanol, 2-butoxy- (CAS) $$ 2-Butoxyethanol $$ 2-n...
87

780 800 820 840 - 860

5000 45 m/z 87.10 44 .98%
87
Jo e B | o0
Ofrrrrprerrpreerrerrprerrrrrrprree e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
IAbundance #28051: 2-Propanol, 1-butoxy- (CAS) $$ 1-N-BUTOXY-2-PROPAN... e T
L3 57 780 800 820 840 860

m/z 56.10 37.75%

5000
27
15 8
’33 , . | 75 , 101
Cl"lllIll!lIl']l'Y]]lIll'llllllll!lll'r 'rTII[I‘IlI I’ "l. III ’llll l'l‘ll LILI | Tr llllllll"l'lll’[ ITTI'lTlIIll'lYlllllll"
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 780 800 820 840 860
0704.D SCANS508.M Thu Jan 17 08:17:35 2002 Page 8
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Data File
Acg On
Sample
Misc

MS Integratlon Params:

Quant Method

Title
Library

Lt Al y DTAL LI LuipuULIULE AT UL L

C:\MSDCHEM\1\5973N\02JAN16\00704.D Vial:

16 Jan 2002 5:37 pm Operator:

508scan Inst

January 16, 2002 Multiplr:
LSCINT.P

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

C:\DATABASE\WILEY7N.L

4

Instrumen
1.00

khhkkhkhkhhkhkhkhkhkkhkkhkhkhkhkhkhhkkhkhkhkhhhhkhhkhkhkhhhkhhhhhkhkhkhkhkhkhhkkkhkhkhkkhkhkhkhhkhkhkhhkkhkdkk

Peak Number

7 dl-Limonene $$ Cyclohexene, ...

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T
10.10 0.26 ug/L 90650 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 di-Limonene $$ Cyclohexene, l-me... 136 Cl10H16 000138-86-3 96
2 Cyclohexene, l-methyl-4-(l-methy... 136 C10H16 005989-54-8 95
3 dl-Limonene $$ Cyclohexene, l-me... 136 C10H16 000138-86-3 95
4 D-Limonene $$ Cyclohexene, l-met... 136 C10H16 005989-27-5 93
bundance Scan539(10.098min):00704.0(—) N m/z 68.10 100.00%
B a3
5000
121 136 S I R SN DU
|’ 'l Ji l”l , N 9.80 1000 10.20 10.40
| N d . .m .,”“ ............ SN S m/z 93.10 80.449%
miz—> 20 30 40 100 110 120 130 140
Abundance #31986: dl-Ltmonene $$ Cyclohexene 1-methyl-4-(1-methylet...
68 93
5000 7 — 980 1000 1020 1040 _
53 ” 107 121 136 m/z 67 10 75 82%
0 'h I L ' ‘
HARARAREERI LR RS Ty T T T T T v T T T T T T T T T T T T
miz--> 20 30 40 S0 60 70 80 90 100 110 120 130 140
Abundance #32009: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)-
6
IBE SEAUMBUVESAUVUREE
9.80 10.00 10.20 10.40
5000 93 m/z 79.10 29.09%
7 53 79
* , I 107 121 536
O’I""I""l""l""l"=l"'l‘i"’r'lﬁ r"|'|""|l""|"5'1Trr
niz--> 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #31999: dI-Limonene $$ Cyclohexene, 1-methyl-4-(1-methylet... L B e
6 9.80 10.00 10.20 10.40
m/z 94.10 28.79%
93
79
27 53 ‘ 107 121 136
Ol'll'llllllll lll,l"llllIIIIII‘!j'II]lIIl[lllll TT T TTT rrrrvorT l"l T L LB T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 '9.80 10,00 1020 10.40

J0704.D SCANS508.M

NYC-WTC_000051926

Thu Jan 17 08:17:35 2002
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Ad A A e A 1 L S . X | \f\.lulLJ\JuLL\A .L\Cbl\J-L -
Data File C:\MSDCHEM\1\5973N\02JAN16\00704.D
Acg On 16 Jan 2002 5:37 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: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

hkhkhkkikAhkhkhhkhkhkhhkhhkhkhkhkhhkhkhkhkhkhohkhkhhhkhkhkhkhkhhkhkhkkhkhkhhkhhkhkhkhkhkhkhkhhhhkhkkhkhkxhkhkhkhkkhikkxk
Concentration Rank 7

Peak Number 8

N-perdeuteriobenzylideneani..

R.T EstConc Area Relative to ISTD R.T
22.28 0.14 ug/L 88294 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 58
2 6-Methoxy-2,4-dihydroxy-1,5-naph... 192 C9H8N203 000000-00-0 50
3 l-amino-2-methyl-4-isopropyl-thi... 192 C5H13N4PS 107264-54-0 50
4 N-{2-methylprop-2-enyl)-2-nitrob... 192 C10H12N202 000000-00-0 47
[Abundance Scan 1656 (22.280 min): 00704.D (-) m/z 192.10 100.00%
192
5000
9 . IAUVARUVURE
40 70 8I2 120 146 160 i 2200 2220 2240 2260
o) S A NS | SN NN EESN— m/z 96.10 17.55%
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

1?2

5000 T T T T
22.00 2220 2240 2260
m/z 191.10 16.15%
0‘
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102277: 6-Methoxy-2,4-dihydroxy-1,5-naphthyridine
192
O B AL A I e e o
2200 22.20 22.40 22.60
5000 52 80 149 m/z 193.10 12.34%
163
108
122 434
o.
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #101918: 1-amino-2-methyl-4-isopropyi-thiotriazaphospholin... A e B
139 192 | 2200 2220 2240 2260
m/z 82.00 12.16%
5000
144 177
RSy Lo = WUMSASISSRRRRUSSUSSERSMIUUNMU BN, TSN N - — .Ah e
miz-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150160 170 180 190 200 2200 2220 2240 2260

J0704.D SCANS08.M

NYC-WTC_000051927

Thu Jan 17 08:17:35 2

002

Page 10



NYC 9/11 Public Portal Document

LiLal y otalCly Lonpuuniu repoLr o

Data File : C:\MSDCHEM\1\5973N\02JAN16\00704.D Vial: 4

Acg On : 16 Jan 2002 5:37 pm Operator:

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

MS Integration Params: LSCINT.P

Quant Method

Title
Library

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

.\SCAN508.M (RTE Integrator)

khkhkhkkkhkhkkhkkhkhkhkkhkhkkkhkhkkhkhkkhkhkhhkhhhkhkhkhkhhkhkhkkkhkhkhkhkkkhkhkkhkhhhkhrhkhkhkhdhhkhkitthdk

Peak Number

9 DECADEUTEROPHENANTHRENE $$

Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
22.77 0.32 ug/L 205634 Phenanthrene-d10 22.63
Hit# of &5 Tentative ID MW MolForm CAS#H# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 91
2 Anthracene-D10 188 C14D10 000000-00-0 87
3 Anthracene-dl0- 188 C14D10 001719-06-8 86
4 Phenanthrene-dio0 188 C14D1¢ 001517-22-2 78
IAbundance Scan 1699 (22.771 min): 00704.D (-) ﬁ m/z 188.10 100.00%
188 .
5000
49 80 9!4 158 | I 2'12252,260 2280 2300' ‘2|3I2I0
Olrrrri e et e e e ﬁ,.e.'-’ e e m/z 94.05 16.85%
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500. DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 "
188
5000 TTrrrr ¥ LIS T T
22.40 2260 2280 2300 2320
80 94 m/z 80.10 14.80%
G]""'illl]lleisl)'lll!l‘ill !' T (""l’ll T ’\'1""1:5!?l'| "ll'TT!I]|‘l"
mfz--> 40 50 60 70 80 90 100 10 120 130 140 150 160 170 180 190
Abundance #84498: Anthracene-D10
148
2240 2260 2280 23.00 23.20
5000 m/z 189.10 13.09%
80 04
66 I 160 |
0I”"l""I"!‘I""l"” e e e
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10- T i
188 2240 2260 2280 2300 2320
m/z 184.10 12.62%
5000
80 94
O|l|l!|ll!l[vrejﬁ|lllllrll[!lllllrr,lv:-||nl|||ll|ll—|—r||l!||vvlr||:|118|(1)1I!||| T T 7T LR L LA I} LEEERERAN B
m/iz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 23.00 23.20

J0704.D SCANS508.M

NYC-WTC_000051928

Thu Jan 17 08:17:36 2002
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1ACcuicacaavedy dlatoisaL LA L Tu \.—vtuyuu.uu \ Ao Duuuuu..l._x

Dperator ID: Date Acquired: 16 Jan 2002 5:37 pm

Jata File: C:\MSDCHEM\1\5973N\02JAN16\00704.D

Jame: 508sgcan

disc: January 16, 2002

dethod: C:\MSDCHEM\1l\METHODS\METHODS\SCAN508.M (RTE Integrator)
ritle: 508 scan method

sibrary Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
Acetonitrilef dic 3.48 0.1 ug/L 42154 1 9.71 7072120 20.0
furan, ihydr 4.83 0.2 ug/L 75353 1 9.71 7072120 20.0
L-Hexene \ 4,5-dim 5.01 0.1 ug/L 41944 1 9.71 7072120 20.0
Acetic ac 3-[1... 5.89 3.9 ug/L 1386800 1 9.71 7072120 20.0
ithanoil, butoxy. 7.44 0.4 ug/L 150118 1 9.71 7072120 20.0
2-Propangl,\1l-but 8.24 0.2 ug/L 72142 1 9.71 7072120 20.0
il-Limogene &$ Cy 10.10 0.3 ug/L 90650 1 9.71 7072120 20.0
V-perdguteridbenz... 22.28 0.1 ug/L 88294 4 22.63 12692300 20.0
JECADRUTEROPHENAN. .. 22.77 0.3 ug/L 205634 4 22.63 12692300 20.0
20704.D SCANS508.M Thu Jan 17 08:17:36 2002 Page 12
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