NYC 9/11 Public Portal Document

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 03/15/2002 Time: 17:49:45

Sample: AE03247

Gngtlsysis: $GCMS GCMS Scan For Unknowns
nits: ug

l§tarted1: 3/15/02 17:49 Ended: 3/15/02 17:49 Analyst. DLV
age:
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Comments for Sample AE03247 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 03-15-2002 Time: 17:49:48

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 5 of the 43 compounds in the LCS Standard were

outside their acceptance ranges.
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wualllllatlon Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial: 2
Acg On : 1 Mar 2002 4:50 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : March 1, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Mar 04 10:50:51 2002 Quant Results File: HP022102.RES
Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
Title : 508 scan method
Last Update : Mon Feb 25 10:47:59 2002
Regponse via : Initial Calibration

DataAcg Meth : HP020702

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.71 152 1615602 20.00 ug/L 0.00

10) Naphthalene-ds 13.20 136 7095525 20.00 ug/L 0.00
17) Acenaphthene-dlo0 18.33 164 3624000 20.00 ug/L 0.00
29) Phenanthrene-dlo0 22.63 188 53837914 20.00 ug/L -0.01
38) Chrysene-dl2 30.49 240 4745423 20.00 ug/L -0.03
44) Perylene-dl2 34.41 264 3338239 20.00 ug/L -0.04

System Monitoring Compounds

37) 2,4-DDD 27.72 235 439853 5.56 ug/L 0.00
Spiked Amount 5.000 Recovery = 111.20%

Target Compounds Qvalue
20) Dimethylphthalate 18.33 163 584918 2.66 ug/L # 58
21) 2,6-Dinitrotoluene 18.33 165 456709 9.00 ug/L # 27
(#) = qualifier out of range (m) = manual integration

03247.D HP022102.M Mon Mar 04 10:50:52 2002 Page 1
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Data File

Acg On 1 Mar 20
Sample 508 scan
Misc March 1,

02 4:50 pm

2002

MS Integration Params: SPLIT.P

:50 2002

C:\MSDCHEM\1\5973N\02MAR01\03247.D

Vial:
Operator:

Inst

Multiplr;

Quant Results File:

2

Instrumen
1.00

HP022102.R

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

Quant Time: Mar 4 10
Method
Title 508 sc

Last Update
Response via

an method

Mon Feb 25 10:47:59 2002
Initial Calibration

Time-—->
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03247.D HP022102.M
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T o

Data File

C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial: 2
Acg On 1 Mar 2002 4:50 pm Operator:
Sample 508 scan Inst Instrumen
Misc March 1, 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 Arxrea: 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
# min scan scan
1 3.622 17 22
2 4.006 53 56
3 4.254 73 78
4 4.650 105 113
5 4.853 129 131
6 5.022 141 146
7 5.891 219 223
8 6.095 239 241
9 9.707 557 561
10 12.540 807 812
11 13.195 865 870
12 13.376 883 886
13 18.332 1319 1325
14 22.283 1669 1675
15 22.633 1701 1706
l6 22.768 1715 1718
17 27.724 2151 2157
18 30.490 2395 2402
19 31.088 2451 2455
20 34.407 2743 2749

}3247.D HP022102.M

NYC-WTC_000006130

last
scan
25
61
85
121
141

153
239
255
567
817

875
893
1331
1681
1711

1737
2161
2407
2463
2777

Sum

PK

TY
rBV
rvv
rVv2
rVB4
rBV2

rvv2
rBV
rVB3
rBV
rvv

rBV
rVB2
rBV
rBV2
rBV2

rVB
rBV
rBV
rVvB2
rBV

of corrected

19688
748503
14534
4789380
220027

6597982

14523

7043294
45998
6948225

92962
1150657
5691135

10605
4139735

37522
1550294
51163
9053485
390754

13408780
35411
14693637
98616
15553617

347983
2114346
13454242
37316
11249948

areas:

Mon Mar 04 12:33:20 2002

100.

2.
13.
86.

0.

72

823

47360

Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02MAR01\03247.D

Operator

Acquired : 1 Mar 2002 4:50 pm using AcqgMethod HP020702
Instrument : Instrumen

Sample Name: 508 scan

Misc Info : March 1, 2002

Vial Number: 2
Quant File :HP022102.RES (RTE Integrator)

A%r&%bcg TIC: 03247.D
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5000000 9.7

4000000
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2000000

1000000 5.89
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Ab}gb%%z%e TIC: 03247.D
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6000000
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4000000
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2000000

1000000
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2000000
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}3247.D HP022102.M Mon Mar 04 12:33:20 2002 Page 2
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Data File : C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial: 2

Acg On : 1 Mar 2002 4:50 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : March 1, 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
khkkhkhkkkhkkkhkkhkhkhkhkhkhkhkkhkkhkhkhkkhkhkhkkhkhkhkkkhkkkhkhkkhkhkhkhkkkhkkhkkkhkkhkhkhkkhkdhkhkkhkhhhkhkhkhkhkhkhkkkhkkkkk
Peak Number 1 Butanoic acid, methyl ester Concentration Rank 9

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

3.62 0.09 ug/L 38566 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83

lAbundance 1 _/Scan 22 (3.622 min): 03247.D (-) m/z 43.10 100.00%
43 (-
o [ W
\ 59 87
| ‘ 3.50 3.60 3.70 3.80 3.90 4.00
) SN S | I B P S ] B m/z 74.00 94.90%
m/z—-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9218: Butanoic acid, methyl ester
43
74
5000 - AL NABAS VAL SASA] VAR RARAL VAL
27 3.50 3.60 3.70 3.80 3.90 4.00
15 59 87 m/z 71.10 68.45%
33 ‘” ) l 102
ollllllllIIIIIIlll[lllllllllITllllllllilT'lllllllll'll
m/z-—-> 10 20 30 40 50 60 70 80 90 100 110
\Abundance #9227 Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74
RASRABABRARAS RARRE UARAN RARAI VARES!
3.50 3.60 3.70 3.80 3.80 4.00
5000 . m/z 41.10 39.94%
59
87
i|11 6.9| 1 l 102
C“]‘\‘lll!II]Y\'TY‘I\'T!\'I!‘}‘II!Y]I llllllllllilll'll]'
mfz—-> 10 20 30 40 50 60 70 80 20 100 110
Abundance #9217: Butanoic acid, methyl ester
43 74 3.50 3.60 3.70 3.80 3.90 4.00
m/z 59.00 29.77%
5000
27 59
87
33 L 102
olllllllll‘lF[l,V"rlllllllllllll||, ||[ll|l]1lll|ll|l| Illlll‘lllllllllllllll' lllllTllll
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 3.50 3.60 3.70 3.80 3.90 4.00
J3247.D HP022102.M Mon Mar 04 12:33:20 2002 Page 3
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______ L e mom e - eamaen A - =
Data File C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial: 2

Acg On 1 Mar 2002 4:50 pm Operator:

Sample 508 scan Inst Instrumen
Misc March 1, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Quant Method
Title
Library

khkkkhkkkhkkhkhkhhkkhkkhkkhhkhkhkkhkkhkkhkhkhkhkhkhkkkhkhkhhhhkhkkhkkhkkkkkhkkhkkhkhkhkhkhkkkdkkkhkdkkkxk

NYC-WTC_000006133

Peak Number 2 Furan, 2,3-dihydro-4-methyl- Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T
4.01 0.07 ug/L 30339 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qpé}
1 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314- 83A5 83
2 Furan, 2,3-dihydro-4-methyl- (CA... 84 C5HS80 034314- 3 5 83
3 2-Butenal, 2-methyl-, (E)- (CAS)... 84 C5HS80 000497-03-0 74
4 2-Butenal, 2-methyl-, (E)- $$ Cr. 84 C5HS8O 000497-03-0 74
Abundance Scan 56 (4.006 min): 03247.D (-) m/z 83.95 / 100.00%
55 8
5000
41
— — e
51| | 360 380 400 420 440 _
N A A R R RS RARES AR RS AR RS ARARA RAREA AR ARARY m/z 55.10 80.88%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
IAbundance #3350: Furan, 2,3-dihydro-4-methyl-
56 84
5000 41 - SRS SRS SR T
o7 360 380 400 420 440
- m/z 41.10 32.32%
l 37 414 :5[1]” |
0lllllffll'lrl|'|ll|l|ll]llllllll T 17 llll]f!lllllll]llllIIIIY]TTI ]l!l||ll‘|
mfz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3351: Furan, 2,3-dihydro-4-methyl- (CAS) $$ 4-METHYL-2,3-...
55 84
360 380 400 420 4.40
5000 41 m/z 53.10 20.00%
69
O 14‘4| T Il !‘"I"” | SARASARBANEE %1!
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3213: 2-Butenal, 2-methyl-, (E)- (CAS) $$ Tiglaldehyde $$... g T
56 84 360 380 400 420 440
m/z 83.00 12.72%
39
50
O '''''' ||[IlTl! III'IIIIIIJL!I!! lll‘6|6lll TTTT T T rTr[ory llllll rr llll l'llllll [l'l‘l||
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.60 380 400 420 440
)J3247.D HP022102.M Mon Mar 04 12:33:20 2002 Page 4
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N A Ardd NSNS NS DAL AN M

Data File

2

Instrumen
1.00

C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial:
Acg On 1 Mar 2002 4:50 pm Operator:
Sample 508 scan Inst
Misc March 1, 2002 Multiplr:
MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

.\HP022102.M (RTE Integrator)

khkkkkhkkhkhkkhkhkkhkkkkhkhkkhkhkhkhkkhkhkhhkkhkhkhkhkhkhkhhkkhkkhkhhkhkhkkhkkhkkhhkhkrkhkhkhkhbkhkhrkhkhkkkk

Peak Number 3

2-Propenoic acid, 2-methyl-...

Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T
4.25 0.15 ug/L 69411 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 2-Propenoic acid, 2-methyl- (CAS.. 86 C4H602 000079-41-4 53
2 Methacrylamide $$ 2-Propenamide,... 85 C4H7NO 000079-39-0 39
3 Oxirane, (2-methylpropyl)- (CAS)... 100 C&H120 023850-78-4 38
4 Cyclopropanecarboxylic acid (CAS... 86 C4H602 001759-53-4 12
[Abundance Scan 78 (4.254 min): 03247.D (-) m/z 85.00 100.00%
85
41
5000
€0 ,f\Af\A
57 400 420 440 460
o) ANNRN— [ | /MNNNNNN— ' SRR | I m/z 41.10 67.90%
m/z—> 20253035404550556065707580859095
IAbundance #3758: 2-Propenoic acid, 2-methyl- (CAS) $$ Methacrylic ac..
41 85
5000 -
400 420 440 460
69 m/z 43.10 50.23%
I 45 58
0 llllll [1 ]l"fll—l"llllllll'lllf [| !llllllllllll!L‘Il]llllll
mjz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #3602: Methacrylamide $$ 2-Propenamide, 2-methyl- $$ .alph...
41 &
44 400 420 440 460
5000 69 m/z 60.00 26.96%
il 53 il :
clllllYrTlllillllllllllllllllllll]lTlIl!IlIlI[II!IIIIIIII[ITII'IIII lllll"lllll
n/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #8524: Oxirane, (2-methylpropyl)- (CAS) $$ 1,2-Epoxy-4-met... e
86 400 420 440 460
m/z 42.10 20.98%
41 55
69
cllllYll]!Il|l’lll|’77l'l!!llll l] IIII!W I|! |i|1ll|llIl!‘77T'lllll II |||l I'II"""A'l
mfz—-> 20 25 30 35 40 45 55 60 65 70 75 80 8 90 95 400 420 440 460
)3247.D HP022102.M Mon Mar 04 12:33:20 2002 Page 5
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Liulaly OSedlCil LULIPUULIU REPULL

Data File : C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial: 2

Acg On : 1 Mar 2002 4:50 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : March 1, 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
hdhkkkhkhkkhkhkhkhkkhkhkkkkhkkkkkkhhhkkkkhkkhkkkhkdhkkhkkhkkkhkhkhkhkhkhkhkhkhkhkhkkhkkhkhhhkkhkhkhkhkhkkkhkkdk*k
Peak Number 4 Pentane, 2-methyl- Concentration Rank 8

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

4.65 0.11 ug/L 47583 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Pentane, 2-methyl- 86 C6H1l4 000107-83-5 32
2 2-Buten-1-0l, 3-methyl- 86 C5H5H100 000556—82—/1 32
3 Furan, tetrahydro-2-methyl- $$ T... 86 C5H100 000096-47£9 17
4 Pentane, 2-methyl- (CAS) $$ 2-Me... 86 C6H14 000107-83-5 17

Abundance Scan 113 (4.650 min): 03247.D () m/z 71.00 100.00%
41 : H
5000 57 88
" 53 85 /\
T 7T IIIK‘I_I_[[llllllerlll
H }j 440 460 480 500
Ol"lll']!'ll]lllirllll||llll“]!llI[l"l'l'llllllll[‘IT‘[_IIIX]lllllllll]lllllli m/z 41010 900176
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4255 Pentane, 2-methyl-
43
5000 71T
440 460 480 5.00
27 57 m/z 43.10 62.48%
3 86
0 ‘llll‘lllll[llllllllllll!]IIIIIIIIl!!llllf‘llllllll illlllfllllllill|lI|Illlll
mfz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4068: 2-Buten-1-ol, 3-methyl-
7h
440 460 480 5.00
5000 m/z 88.00 44.209
53
27 68 86
31 H
Ot 1 1 [ ol
llllllllllllllllllll]llll[IlTTIlIIl]llll‘lllllllll[ llllllTlIIllllllllIllllIll
iz—> 20 25 30 35 40 45 50 55 B0 65 70 75 80 8 90 95
Abundance #4157: Furan, tetrahydro-2-methyl- $$ Tetrahydro-2-methyif... T
m . 440 460 480 5.00
4 m/z 57.00 43.51%
5000
7 45
56 86
311 37 1‘ Il | | _A
0 llll"llllllll‘[]'lllllllllllll[ll'lllllllllllllllll llllllllllllllllIllllllll_r llll[l’[T‘l’_"llllllllllll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 440 460 480 500
)3247.D HP022102.M Mon Mar 04 12:33:20 2002 Page 6
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LipuLraly oSealcll Lolpoullu xeporo

Data File : C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial: 2

Acg On : 1 Mar 2002 4:50 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : March 1, 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
khkhkhhkhkkhkhkhkkhkhkhkhkhkkkhkhkkhkkkhkkhkhkkkkhkkkhkhkkhhkhkhkkhhkkhhkkhkhkhkhhkhkkhhkhkhhkkhhkkhkkhkhikkkk
Peak Number &5 2-Butenal, 3-methyl- (CAS) ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4,85 0.19 ug/L 84347 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H#
____________________________________________________ "_—______..____.___.__/,"
1 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 C5H8O 000107-86
2 2-Butenal, 3-methyl- $$ Crotonal... 84 CS5H80 000107-8
3 2-Butenal, 3-methyl- 84 C5H8O0 000107-
4 2H-Pyran, 3,4-dihydro- 84 CS5H80 000110-
[Abundance Scan 131 (4.853 min): 03247.D (-} { 83.95 100. 0015
8
55
5000 41 59
W €9 '4m 480 500 520
Oty e "!l'ﬁJ‘L !‘"T""I"'!I""I""I"'}""I""I /z 55.10 67.56%
miz—> 20 25 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
55
5000 39 -
27 460 480 500 5.20

/z 59.00 45.98%

44 69
] BRSNS MNSNN—- “”I,WMW,I,WHHP.JPHW.,. A
miz—> 202530354045505560657075808590
Abundance #3222: 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $...
84
55

460 480 500 520

5000 39 Z 41.10 43.66%
27
51 69

0 1 |4I4 J_Llll | |

IS o o e s s o e o e o e NAREAR R RS RL s
m/z-—-> 20 25 30 35 40 45 50 55 60 _65 70 75 80 8 90 \ M
Abundance #3224 2-Butenal, 3-methyl- /\ P T

84 460 480 500 520

/z 83.10 42 .58%

5000 41 55 [\
Ot - ..30Ll 66619 |

1
li T 'I‘lI|ll'l|l'l’lll‘lllllllll[‘lllll||ll Illlll‘l‘ll I||rl|l
mjz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 460 4.80 500 520

)3247.D HP022102.M Mon Mar 04 12:33:21 2002 Page 7
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Lilaly ocalCll Lolpouliu Repour o

Data File

C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial: 2
Acqg On 1 Mar 2002 4:50 pm Operator:
Sample 508 scan Inst Instrumen
Misc March 1, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M

Title 508 scan method

Library C:\DATABASE\WILEY7N.L
dhkkhkkkhkhkkhkhkhkhkkhkkhkhkkkhkkkkkhkhkhkhkhkhkhkkkhkhkkkhkhkhhkkhkhkkkhkdkhkhdhhkkhkkhkhkkhkkkkhkhkkkkkxk

Peak Number 6 2-Butenoic acid, 2-methoxy-... Concentration Rank 10

(RTE Integrator)

R.T EstConc Area Relative to ISTD R.T.
5.02 0.08 ug/L 37522 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Butenoic acid, 2-methoxy-, met... 130 C6H1003 056009-29-1 33
2 6-Undecanone (CAS) $$ DI-N-AMYL . 170 C1l1H220 000927-49-1
3 E-2-hexenyl butanocate $$ TRANS-2. 170 C1l0H1802 000000-00-92 9
002902-96%7 9

4 2-Nitro-l-propanol $$ 2-Nitropro... 105 C3H7NO3

Abundance Scan 146 (5.022 min): 03247.D (-) m/z 71.00 100.00%
43 m
5000
59 \
IKIT‘II‘I Tr I‘llll\'
I ”I‘ 84 20L7 460 480 500 520 540
O‘ITIIlll!ll]llllllllll]lll| Il] I T[T‘rflllllllll Vll I|lll[ lll’ lllllll IIYII r“r?T‘llll‘ m/E 43.10 99 83/
m/z—-> 20 30 40 50 60 70 80 90 100110120130140150160170180190200210
Abundance #26065: 2-Butenocic acid, 2-methoxy-, methyl ester, (E)-
¥?
71
50001 o7 B
460 480 500 520 540
57 m/z 41.10 76.49%
1. 1%
ol il
T e T T T T e T T T T T e
m/z-—-> 20 30 40 50 60 70 80 S0 100110120130140150160170180190200210
Abundance 74204: 6-Undecanone (CAS) $$ DI-N-AMYL KETONE $$ Amyl] ket...
B 71
460 480 500 520 540
5000 58 m/z 69.10 39.39%
27
I
cllllllrl_l—rllllIIIIIlIIIIIIIllll]llIlllll|llllllllillrlllllllII||IIIIIIIIIIIll[llll|llll|lll|]IllT[TTT
m/z—-> 20 30 40 50 60 70 80 SO 100110120130 140 150 160 170 180 190 200 210
Abundance #73708: E-2-hexenyl butanoate $$ TRANS-2-HEXENYL BUTANOATE AL AL e o
mn 460 480 500 520 540
4 m/z 59.10 29.48%
5000{ 27
82
54
1 ! 128 170 A f\ |
OllllTlTrWlllllllllllillllI1Tr[lllllIllllllIl||lllllllllllTYIllllllrl_lTl_lllllllI]llllIl!ll]lllT‘lTTT lllllllllrllllllllllTIl
> 20 30 40 50 60 70 80 SO 100110 120 130 140 150 160 170 180 190 200210 460 480 500 5.20 40
J3247.D HP022102.M Mon Mar 04 12:33:21 2002 Page 8
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Llulaly oScalUll wullipouliu Reporu

Data File : C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial: 2

Acg On : 1 Mar 2002 4:50 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : March 1, 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
khkkkkhkkkhkhkkkhkkkhkkkkkhkkkhkkhkhkkhkkhhhkhkhhhhkhkkhkkkkkhkkhhkhhkkkhkhkhhkhhkhkkhkhkhkhkhkhkkhkhkhkhkhhkhkhkdhdkk
Peak Number 7 3-Pentanol, 2,4-dimethyl- Concentration Rank 1

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

5.89 3.42 ug/L 1550290 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 33
2 3-(CYCLOHEX-3’-EN-YL) PROPANOL $$... 174 C8H1404 015745-87-¢ 33
3 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 33
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 33

Abundance Scan 7223 (5.891 min): 03247.D (-) m/z 73.10 100.00%
3
k
? 560 580 600 620
55 87 103 S
0’IllIl[[l’ll]!Ill[llllllI[llII,"]llllI]IlI I'YIIIII‘II ll'[l"lI‘Irlll'l] I'l' L TTTIV T T m/z 43 lo 23 006
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #1 70;33 3-Pentanol, 2,4-dimethyl-
B
5000 - LA B L L T S e S S e I B [ S
55 560 580 600 620
o B m/z 41.10 9.51%
15 ] L]
0llllllllllilflilll|Illlll[llIT‘rITTI llllllllllllllll"ll lllllllll’IlTrTTT_l'_rllllllllll
mfz—-> 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...
B
"'560 580 600 620
5000 m/z 45.10 9.18%
43
27 J’ 55 . 87 113 174
olllll"]llll!llllllllllllll]lllllllll]lIll‘[lIll]llllIIIll[l‘Il[llllIlIllITTTI‘r‘IIX]IIlIIl
miz--> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-{1,3]dioxolan-2-ylpropyl ester AL ma e o S
s 560 580 600 6.20
m/z 71.00 6.48%
5000
43
27 H 55 87 113 174 ~
oll]llIYIIT llllll]lllTTl_rlll lllllllll'lIl[Illllllllllllllllll]llllllllrlllII]Vllill’lT]' T[T'[flr']llllllllllllll
m/z-—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 6580 6.00 620

J3247.D HP022102.M Mon Mar 04 12:33:21 2002 Page 9
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.

Liprary osearcr compouna xeport

Data File : C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial: 2

Acg On 1 Mar 2002 4:50 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : March 1, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Title
Library : C:

508 scan method

\DATABASE\WILEY7N.L

khkkkkkkkkhkhkhhhhhhkhhhhhhkhkhhhkhkhdhkhhhkkhkhkkhkhkhkhkhkhkhkkhkkkhkkhkhkhkhhhhkhkkhkhkkhkhkkhik

Peak Number 8

2-Pentanone, 4-hydroxy-4-me. ..

Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
6.09 0.11 ug/L 51163 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH Qual

1 2-Pentanone,

2 3-Methylpyrrolidin-3-ol

3 1,2-DIETHYLDI

116 CeH1202
101 C5H11NO

4-hydroxy-4-methyl-...

BORANE-D4

88 C4H10D4B2

000123-42-2 64

oooooo—oo-lo{g/
-0 9

000000-00

4 ACETOFLUORONITRILE $$ METHYLFLUO. . 59 C2H2FN 000503-20-8 5
Abundance Scan 241 (6.095 min): 03247.0 () m/z 43.10 100.00%
43
5000 %9
101 lTI]lllll!lll[llll_rllll
49 580 600 620 6.40
[+
] USSR SN N B | .. S m/z 59.00 50.39%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95100105110115120
Abundance #16599: 2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton...
43
*
59 -
5000 —\ﬂ.,.....l......[.mr
580 6.00 620 6.40
101 m/z 58.10 23.08%
31
. 83 112
Ot T e e e e e e T e e
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120
Abundance #8924: 3-Methylpyrrolidin-3-ol
59
ll'l']lllllllllllllllllll
42 580 600 620 6.40
5000 101 m/z 101.10 21.90%
O [Illllllllllllllllllll llllllllllll]lll IllllIllllIIlll]llllIIIll]lllllllll]llllll:Tl llll]llll TITTT
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120
Abundance #3192: 1,2-DIETHYLDIBORANE-D4 e
580 600 620 640
m/z 56.00 10.45%
59
5000
35”’ 49 ’
0 IIIII]III'] llll I]llll[llll]lllI]Illl|lIllIlll(]lllrll‘[ml’lll]'l]ll[lllIIIIIIIIIIIllllllllllll IlTIIIllIIIlIlll[[II!I'I
miz—-> 20 25 30 5 45 50 55 60 65 70 75 80 85 90 95 100105110115120 580 600 620 6.40

J3247.D HP022102.M
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NYC 9/11 Public Portal Document

LiuLldlLy OTALCIL LUILPUULIUL epuL o

Data File C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial: 2

Acg On 1 Mar 2002 4:50 pm Operator:

Sample 508 scan Inst : Instrumen
Misc : March 1, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1... \HP022102
508 scan method
C:\DATABASE\WILEY7N.L

Quant Method
Title
Library

.M

(RTE Integrator)

kkkhkkhkhkkhhkkkhkkhkkhkhkkhkhkhkkhkhkhkkhkhkhkkhkhkhkhkhkhhdhhkhkkhkhkhkhkhkhhkhkkhkhkhkkhkhhkhkkkkhhkk*x

Peak Number 9 Cyclopentasiloxane, decamet... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
12.54 0.58 ug/L 390754 Naphthalene-ds 13.20
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Cyclopentasiloxane, decamethyl- 370 C1l0H30058i5 000541-02-6 76
2 N-(Trifluorocacetyl)-N,0,0’,0’'-t... 553 C22H42F3N0O4Si4 000000-00-0,47
3 Cyclopentasiloxane, decamethyl- 370 C1lO0H30058i5 000541- 02‘6/43
4 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 38
Abundance Scan 812 (12,540 min): 03247.D (-) m/z 73.00 100.00%
78
5000 267 355 /\
APARAUVESUVREEE
1220 1240 1260 12.80
45 193 g
oboby k125134 U8 7 ) W | [W/z 266. 50.25%
m/z—-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #313068: Cyclopentasiloxane, decamethyl-
73
355
267 - )
5000 T SUVRERR!
1220 1240 1260 1280
m/z 355. 46.95%
] 207 I 323!.
cf'[’lll]l|ll]"'ll.liflllill]]l‘\"_l'llllIIIIII!IIT'Illllll
mfz-—-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #377151: N-(Trifluoroacetyl)-N,O,0’,0"-tetrakis(trimethy!...
78
385 1220 1240 '15 60 1280
5000 m/z 356. 16.83%
o ® 147 193 267
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #313065: Cyclopentasiloxane, decamethyl- e
B 1220 1240 1260 12.80
m/z 267.90 11.84%
5000 267
355
45
N 193 223 323
0"]""I""l""l""I""l""lr"'l""l"‘I""I" AUAEERAREERLUNERA AR
mfz—> 50 100 150 200 250 300 350 400 450 500 550 1220 1240 1260 1280

03247.D HP022102.M
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alalr y OoTaloull \.,UlllLJULJ.ll\J. I\CPU.LL

Data File : C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial: 2

Acg On : 1 Mar 2002 4:50 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : March 1, 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
[ E X T EEEREEEEESEE RS RS ESEEE R RS SRR R R SRS RE R R RS R SRR R R R R R R EEE SR SR X E SRR EEERES
Peak Number 10 2-Hydroxy-5-nitropyridine $... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.38 0.05 ug/L 35411 Naphthalene-ds8 13.20
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Hydroxy-5-nitropyridine $$ 5-N... 140 C5H4N203 005418-51-9 56°
2 2-Methoxy-3-hydrazinyl-pyrazine 140 CB5H8N40 000000-00-0,43
3 2,5-Cyclohexadiene-1,4-dione, 2,... 140 C6H404 000615-94 9
4 2,4(1H,3H) -Pyrimidinedione, 3,6-... 140 C6H8N202 019674-60-3 9
Abundance Scan 886 (13.376 min): 03247.D (-) m/z 140.00 100.00%
140
5000
O — T7T T T T T 7T T
44 54 7; 9|4 108 1300 1320 1340 1360 1380
Ok b B | Tm/z 70.00  17.74%
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #35063: 2-Hydroxy-5-nitropyridine $$ 5-Nitro-2-hydroxypyri...
140
5000 - "l""l“"l"'"""“
66 13.00 1320 1340 13.60 13.80
m/z 94.10 16.69%
49 l | | 124
OlllllfllrllllIIIIII]Illf]"‘l]TTTlllllllllr‘rll“lllillll 'T’T]'
m/z—> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #35089: 2-Methoxy-3-hydrazinyl-pyrazine 4
140
13,00 1320 1340 1360 13.80
5000 42 m/z 141.00  15.47%
54 68
| [ T %31
0 | Il Il |
Yl’fl]lllrrrllIIlVIIII‘ll]IIll]rTTlIlllllllllIl|ll]|l|'l IIIII
mz—> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #35122: 2 5-Cyclohexadiene-1,4-dione, 2,5-dihydroxy- $$ p-... —rrrr e e e
140 1300 1320 13.40 1360 1380
m/z 96.00 13.34%
71
NI Y N S
N R I S B I R R S VUV
miz—> 30 40 50 60 70 80 S0 100 110 120 130 140 13.00 13.20 13.40 13.60 1380
J3247.D HP022102.M Mon Mar 04 12:33:21 2002 Page 12
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial: 2

Acg On 1 Mar 2002 4:50 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc March 1, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Title 50
Library : C:

8 scan method
\DATABASE\WILEY7N.L

kkhkhkkkkkhhkhkkhkhkkhkhkkhkkhkkhkhkhkkhhkhkkhkkhkkkhkhkkhkkhhhkkhkhkkhkhkkhkkhkhkkhhkkhhkhkhkkhhkkhkhkhkhkhkhdhkk

Peak Number 11 N-perdeuteriobenzylideneani.

Concentration Rank 6

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

22.28 0.13 ug/L 98616 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2

2 N-(2-methylprop-2-enyl)-2-nitrob... 192 C10H12N202 000000-00 46
3 Pyrazine, tetraethyl- 192 C12H20N2 038325-19-8 45
4 4-Hydroxy-3,5-dimethylcinnamic acid 192 C1l1H1203 000000-00-0 45

Abundance Scan 1675 (22.283 min): 03247.D (3 ) m/z 192.00 100.00%
192
5000
s 70 82 % 18 146 460 | 2200 2220 2240 2260
0 44 m/z 191.10 22.46%
m/z-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #88409: N-perdeuteriobenzylideneaniline
192
5000 82 - ,.r,j..r,....lr.../.\...
22.00 2220 2240 22.60
54 110 m/z 96.00 14.43%
30 | 9|4| 160 !
Ottt e e et
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102494: N-(2-methylprop-2-enyl)-2-nitrobenzenamine ,
192
77 151 SN S W -
93 130 22000 2220 2240 2260
5000 104 m/z 146.10 14.28%
119
|| 7
0 & i
rrr e e e e e e e e e
mfz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103347: Pyrazine, tetraethyl- Bl e
7 PR 2200 2220 2240 22.60
W m/z 193.10 14.24%
5000
67
81 149 163 '
0 ] i | JL I I’
TT lllll] Illll‘_'_rﬁ T TT llll] lll'll ||llI|||lll[ Ill[(lll] llllrrrr‘rrlll II’IT1 Illll(ll[llr( ITITIIIII
miz—-> 20 30 40 50 60 70 80 80 100 110 120 130 140 150 160 170 180 190 200 2200 2220 22.40 22.60

13247.D HP022102.M
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Liprary sSearcn Lompouna Report

Data File : C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial: 2

Acg On : 1 Mar 2002 4:50 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : March 1, 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
kkhkhkhkkhkrkhkkhkhkkhkhkhkhkhkhkhkhkhhkhbhkhkhkhkhkkkhbhkhkhkhkhhkhbkhkhkhkhkhkkhdhkhkhhhkhhhkhkhkhkhbhhkhbhkhhihk
Peak Number 12 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.77 0.45 ug/L 347983 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 91
2 Anthra 10 188 C14D10 000000-00-0 72,
3-F ethanol, 5- (phenylmethyl) - 188 C12H1202 000000-00-0 53
4 Cyclohexanocne, phenylhydrazone $... 188 C12H16N2 000946-82-7 53
Abundance Scan 1718 (22.768 min): 03247.D (-) € m/z 188.10 100.00%
188
5000
94 160 22140 2260 2280 2300
ol %2 % :1' et rerere 192 M6 il | m/z 189.10  14.98%
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
/Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 s
1
5000 B
2240 2260 2280 23.00
80 94 m/z 94.05 14 .28%
c llllll lrf‘ 6i6l‘ IT! I TT lllllllll‘lIll[lTll‘llll‘ll1:5!{8Ill\\lIll‘l!!llllllll
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84498: Anthracene-D10
188
2240 2260 2280 2300
5000 m/z 184.00 11.93%
80 g4
66 160
cllllllllll"]’frlll[llllerf'1lTVlllll|'|IIII IIIIYIII[IIITTTIJIJIAIIII lllll !‘!lll llll
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #98121: 3-Furanmethanol, 5-(phenylmethyl)- L B e e BB E e
188 2240 2260 22.80 23.00
m/z 80.00 10.72%
5000 141
129
104 157
c"lllll[’l’1]lll ’11[ T IIT7TT!1IIIVYTI [”illllvllllt J{Jlll1f7ilol|lllv{ll]' YI‘l
m/z—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 2240 2260 22.80 23.00
)3247.D HP022102.M Mon Mar 04 12:33:22 2002 Page 14
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Llprary Searcn utompouna Keport

Data File : C:\MSDCHEM\1\5973N\02MAR01\03247.D Vial: 2

Acg On : 1 Mar 2002 4:50 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : March 1, 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\WILEY'?N .L

kkhkhkkkkhhkkhkhkhkkhkhhhkhkhkkhkhkhkhkhkkhkdhkkhkhhkhkkhdhkhkhhkkhkhhkkhkkhkhhkhkkkhkhkhkhkhkhkkhkhkkxkkxk
Peak Number 13 6-Methyl-7-hydroxy-8-adaman... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
31.09 0.06 ug/L 37316 Chrysene-dl2 30.49
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6-Methyl-7-hydroxy-8-adamantylme... 332 C18H24N202S 000000-00-0 28
2 1,2-Benzenedicarboxylic acid, di... 330 C20H2604 000084-61-7 9
3 1,2-Benzenedicarboxylic acid, bi... 390 C24H3804 000117-81 9
4 1,2-Benzenedicarboxylic acid, di... 390 C24H3804 027554-2¢-3 9

Abundance Scan 2455 (31.088 min): 03247.D (-) m/z 149.00 100.008%
149
5000 57
41
g 97 413 167 A bl
| ' l | | | 30.80 31.00 31.20 31.40
MMM | m/z 57.10 38.79%
m/z—-> 30 40 50 60 70 80 90 100110120130 140 150 160 170 180 180 200 210
IAbundance #282793: 6-Methyl-7-hydroxy-8-adamantylmethylithiazolo[3,2-...
83 149
93
135 -
5000
o7 107 30.80 31.00 31.20 31.40
m/z 41.10 28.21%
49
. 121[ 167
o I ll | L l |
TIIIIIIII]TTIIIIIIIITTTY]—TII'II |lIVT'lIIIIIII"llIlll‘]TTll_rrl_rllll"I'llllIlllllfllllllllll’l'llll'T
L‘n/'z—> 30 40 50 60 70 80 90 100110120130 140 150 160 170 180 190 200 210
Abundance #281076: 1,2-Benzenedicarboxylic acid, dicirclohexyl ester ...
149
30.80 31.00 31.20 31.40
5000 m/z 71.00 23.04%
31 57
45 167
0 I'h 71]1 84 1(1)14 122132 2(.)9
|I|III_ITIl llllll [ lllll TT Illll IIIIIllllI'ITl—lllllllll||"'l]l‘ll[|lll]lllllllll[l‘[]'lllllllll
m/z--> 30 40 50 60 70 80 90 100110120130 140150 160 170 180 180 200 210
Abundance #326907: 1,2-Benzenedicarboxylic acid, bls(2—ethylhexyl)e T
149 30.80 31.00 31.20 31.40
m/z 55.10 22.30%
57
71 167
N I
m/z—-> 3]0 4]0 5|0 610 710 8]0 910 16011]012[013IO1¢I$01501é017[01801é02(1302‘{0 30.80 31.00 31.20 31.40
3247 .D HP022102.M Mon Mar 04 12:33:22 2002 Page 15
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Tentatively Identified Compound (LSC) summary

Operator ID: Date Acquired: 1 Mar 2002 4:50 pm

Data File: C:\MSDCHEM\1\5973N\02MAR01\03247.D

Name: 508 scan

Misc: March 1, 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
Butanoic acid, me... 3.62 0.1 ug/L 38566 1 9.71 9053490 20.0
Furan, 2,3-dihydr... 4.01 0.1 ug/L 30339 1 9.71 9053490 20.0
2-Propenoic acid, ... 4.25 0.2 ug/L 69411 1 9.71 9053490 20.0
Pentane, 2-methyl- 4.65 0.1 ug/L 47583 1 9.71 9053490 20.0
2-Butenal, 3-meth... 4.85 0.2 ug/L 84347 1 9.71 9053490 20.0
2-Butenoic acid, 5.02. 0.1 ug/L 37522 1 9.71 9053490 20.0
3-Pentanol, 2,4-4d... 5.89 3.4 ug/L 1550290 1 9.71 9053490 20.0
2-Pentanone, 4-hy... 6.09 0.1 ug/L 51163 1 9.71 9053490 20.0
Cyclopentasiloxan... 12.54 0.6 ug/L 390754 2 13.20 13408800 20.0
2-Hydroxy-5-nitro... 13.38 0.1 ug/L 35411 2 13.20 13408800 20.0
N-perdeuteriobenz... 22.28 0.1 ug/L 98616 4 22.63 15553600 20.0
JECADEUTEROPHENAN. .. 22.77 0.4 ug/L 347983 4 22.63 15553600 20.0
5-Methyl-7-hydrox... 31.09 0.1 ug/L 37316 5 30.49 13454200 20.0
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