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~Comments for Sample AE01506 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 03-04-2002 Time: 14:26:30

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 22 of the 43 compounds in the LCS Standard were

above their acceptance ranges.
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Quantitation Report

Data File : C:\MSDCHEM\1\5973N\02FEB21\01506.D

Acq On : 21 Feb 2002 12:31 pm
Sample : 508 scan
Misc : February 21, 2002

MS Integration Params: SPLIT.P
Quant Time: Feb 25 10:49:01 2002

{(Not Reviewed)

vial:
Operator:
Inst
Multiplr:

3

Instrumen
1.00

Quant Results File: HP022102.RES

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

Title : 508 scan method

Last Update : Mon Feb 25 10:47:59 2002
Response via : Initial Calibration
DataAcg Meth : HP020702

Internal Standards R.T. QIon
1) 1,4-Dichlorobenzene-d4 9.72 152
10) Naphthalene-d8 13.20 136
17) Acenaphthene-di10 18.34 164
29) Phenanthrene-dlo0 22.64 188
38) Chrysene-dl2 30.49 240
44) Perylene-dil2 34.41 264
System Monitoring Compounds
37) 2,4-DDD 27.72 235
Spiked Amount 5.000
Target Compounds
20) Dimethylphthalate 18.34 163
21) 2,6-Dinitrotoluene 18.34 165

Response Conc Units Dev(Min)

1538690 20.00
6682627 20.00
3383604 20.00
6045130 20.00
4272904 20.00
2820465 20.00

397616 4.93
Recovery =
547015 2.66
425529 8.98

(#) = qualifier out of range (m) = manual integration
01506.D HP022102.M Mon Feb 25 10:49:03 2002
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Quantitation Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02FEB21\01506.D Vial: 3
Acg On : 21 Feb 2002 12:31 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 21, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Feb 25 10:49 2002 Quant Results File: HP022102.R
Method : C: \MSDCHEM\1\METHODS\METHODS\HP022102 M (RTE Integrator)
Title : 508 scan method

Last Update : Mon Feb 25 10:47:59 2002
Response via : Initial Calibration

Time~->

Abundance TIC: 01506.D
8000000

7500000

7000000

1,4-Dichlorobenzene-d4,|

Perylene-d12,!

1500000

1000000

Phenanthrene-d10,1

Chrysene-d12,!

24-DDD,S

|

A \, L J
clllllll TIrTr1 LER BRI l'l'lll T LIRS § TITT T i Ty LERIRIRIE IR IR SRS lllll' LERIR lllll

4.00 600 800 1000 1200 1400 1600 1800 20.00 2200 2400 2600 2800 3000 32.00 3400 3600 3800 ,

01506.D HP022102.M Mon Feb 25 10:49:03 2002 Page 2
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LSC Area Percent Report

s Data File : C:\MSDCHEM\1\5973N\02FEB21\01506.D Vial: 3
Acg On 21 Feb 2002 12:31 pm Operator:
Sample 508 scan Inst : Instrumen
Misc February 21, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Smoothing OFF Filtering: 5

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

Stop Thrs : 0 Peak Location: TOP

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

Peak separation:

5

Signal : TIC

peak R.T. first max last PK peak corr corr. % of

# min scan scan scan TY height area % max total
1 3.498 9 11 19 rvB2 26630 49292 0.34% 0.065%
2 3.634 19 23 27 rBV 38833 75106 0.51% 0.099%
3 5.948 225 228 23% rBvV2 52239 185010 1.26% 0.243%
4 6.128 241 244 261 rVB3 14607 66692 0.45% 0.088%
5 9.718 557 562 567 rBV 4614715 8496996 57.76% 11.181%
6 9.899 575 578 593 rVB 13298 61543 0.42% 0.081%
7 13.195 865 870 875 rBV 6634858 12615220 85.75% 16.601%
8 13.387 883 887 899 rvVB2 15189 48900 0.33% 0.064%
9 18.343 1321 1326 1331 rBV 6788811 13683635 93.01% 18.007%
10 19.923 1463 1466 1469 rBV 76211 134936 0.92% 0.178%
11 20.612 1525 1527 1535 rVB 20178 47922 0.33% 0.063%
12 21.335 1587 1591 1595 rBV 146256 265894 1.81% 0.350%
13 21.414 1595 1598 1603 rVB2 31114 66770 0.45% 0.088%
14 22.283 1671 1675 1679 rBV2 53207 108829 0.74% 0.143%
15 22.644 1701 1707 1711 rBV2 6368761 14711654 100.00% 19.359%
16 22.768 1715 1718 1753 rVB 108954 689309 4.69% 0.907%
17 27.724 2153 2157 2163 rBV 1072300 1961731 13.33% 2.581%
18 30.490 2397 2402 2437 rBV2 5207038 12877224 87.53% 16.945%"
19 31.099 2451 2456 2465 rVB2 18153 45806 0.31% 0.060%
20 34.407 2743 2749 2785 rBV 3488960 9799870 66.61% 12.896%
Sum of corrected areas: 75992339
01506.D HP022102.M Mon Feb 25 10:54:43 2002 Page 1

NYC-WTC_000009950



NYC 9/11 Public Portal Document

LSC Report - Integrated Chromatogram

File
Operator :
Acquired :
Instrument :
Sample Name: 508
Misc Info
vial Number: 3
Quant File

21 Feb 2002
Instrumen

scan

February 21,

2002

:HP022102.RES (RTE Integrator)

C:\MSDCHEM\1\5973N\02FEB21\01506.D

12:31 pm using AcgMethod HP020702

Abundance

6000000
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N
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9.72

/

1320

/

1@39

T

900 1000

T

1100

LI S B R L S | LA LI R S S N R

1200 1300 1400 1500

2000000

1000000

-

TIC: 01506.D
2264

J

J
et 4 r

27

|

Ot~

T
Time-> 16.00 17.00

T
18.00

1900 2000 \..J‘lOb /22.06"E3}00

T

l T 7 T T [ LINNE SR S l ¥ 1 7 7 l T
24.00 2500 2600 2700

Abundance

6000000

5000000

2000000

1000000

L

7015060 Y

34.41

c T T T T
Time-> 2800 2900

T T
3000

31

LI B B S R T T 7T

T

32.00 3300 3400 3500 3600

LENE 2 BN R R SRR

3700 3800 39.00
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Library Search Compound Report

;" Data File : C:\MSDCHEM\1\5973N\02FEB21\0
Acg On 21 Feb 2002 12:31 pm
Sample 508 scan
Misc : February 21, 2002

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1..

1506.D

Vial: 3

Operator:
Inst :
Multiplr: 1.00

Instrumen

.\HP022102.M (RTE Integrator)

Title 508 scan method
Library C:\DATABASE\WILEY7N.L
Y R R R X R R R R XA R EX I T IR EXEEE LSS ISR E XS E R RSS2 2222 2 2 X 2 &
Peak Number 1 Acetonitrile, dichloro- $$ ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T
3.50 0.12 ug/L 49292 1,4-Dichlorobenzene-~d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Acetonitrile, dichloro- $$ Dichl..
2 Dichloroacetonitrile $8 Acetonit...
3 Acetonitrile, dichloro-

4 Dichloroacetonitrile $$ Acetonit...

109 C2HCI2N
109 C2HCI2N
109 C2HCI12N
109 C2HCI12N

003018-12-0 78
003018-12-0 74
003018-12-0 43
003018-12-0 40

Abundance Scan 11 (3.498 min): 015;)6.0 3 m/z 74.00 100.00%
4
82
5000
47
l 350 360 3.70 3.80 390
O e e el e | | M7z, 81.90  63.47%
mfz--> 10 20 30 40 50 60 70 80 20 100 110
Abundance #11641: Acetonitrile, dichloro- $$ Dichlorcacetonitrile $8...
74 .
5000 82
47 350 360 3.70 3.80 380
35 ‘ l m/z 47.00 31.29%
N 1 MU | S N  FUS—  A.
m/z—-> 10 20 30 40 50 60 70 80 20 100 110
Abundance #11642: Dichloroacetonitrile $$ Acetonitrile, dichloro- $$...
74
82
350 360 370 3.80 390
5000 m/ z 83.90 30.87%
47
35
12 [ 4 1 1 ‘ 108
cYllll'lll!llll[lllllllllllll]ll"lll T 7T lll T ll[ll‘l’_l'"l‘ll'r
miz—-> 10 20 30 40 50 60 70 100 110
Abundance #11644: Acetonitrile, dichloro- T T T T O
74 350 360 370 3.80 390
35 z 75.90 29.21%
5000 82
{ 1 I
0.,q.,”[,”,,”:hL.Jm..ul,‘,,H. Ht
m/z--> 10 20 30 40 50 60 70 80 20 100 110 350 360 3.70 3.80 3.2
01506.D HP022102.M Mon Feb 25 10:54:43 2002 Page 3
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB21\01506.D Vial: 3

Acg On : 21 Feb 2002 12:31 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 21, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

hkhkhhkhhkhkhhdhhhhhkhhhhhkhhhkhhhdhhhhhhhbhrbRhhkhhhkhhhkhhhhkhhhhkhkkhhkhkhkhhkhkhkkhhkkik
Peak Number 2 Butanoic acid, methyl ester... Concentration Rank 5

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

3.63 0.18 ug/L 75106 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester 102 CB5H1002 000623-42-7 83
3 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83

r\bundance chg23(3.634min):01506.0(-) m/z 74.00 100.00%
7
5000
59
87
I i 3.50 3.603.70 3.80 3.80 4.00
) M (TS A S i S S m/z 43.10 99.94%
miz> 10 20 30 40 50 60 70 80 2 100 110
Abundance #9227. Butanoic acid, methyl ester (CAS) $$ Methy! butyrat...
48 74
5000
5 3.50 3.60 3.70 3.80 3.90 4.00
87 m/z 71.10 67.70%
L | e 2
clilll II ITII lillllllllll]lliillg!Irl'l‘lll[llll]llll']
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9218: Butanoic acid, methyl ester
i ”
3.50 3.60 3.70 3.80 3.90 4.00
5000 m/z 41.10 38.40%
15 2z 59 87
33 I., . 102
CIlIllllllllllIlIll5lllllllllllllllllllllll]llllllllll
miz—> 10 20 30 40 50 60 70 80 20 100 110
Abundance #9224: Butanoic acid, methyl ester (CAS) $$ Methyi butyrat...
3.50 3.60 3.70 3.80 3.20 4.00
74 m/z 59.00 32.72%
5000 27
59
87
c ,13,3 ‘II { 691| 102
III ll[lllllllll YI7XT]II lll T llll llll‘l llll }ll[ll'lll"l'llll
miz—> 10 20 30 40 50 60 70 80 80 100 110 3.50 3.60 3.70 3.80 3.90 4.00
01506.D HP022102.M Mon Feb 25 10:54:43 2002 Page 4
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Library Search Compound Report

." Data File : C:\MSDCHEM\1\5973N\02FEB21\01506.D vial: 3
Acg On : 21 Feb 2002 12:31 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 21, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

dkhkhkhhhkhkdhhkdhkhhhhkdkdhdkddkdhdkdkdhdkdhddkdkddkdkdhdkdkdddkkdhdkkdhdkdkdkdkikddkdkdkikiiikkikk
Peak Number 3 Acetic acid, 3-[1,3]dioxola... Concentration Rank 2

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

5.95 0.44 ug/L 185010 1,4-Dichlorobenzene-d4 8.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 33
2 3-(CYCLOHEX-3’-EN-YL)PROPANOL $8... 174 C8H1404 015745-87-6 33
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 28
4 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9

Abundance Scan 228 (5.948 min): 015086.D (-) m/z 73.10 100.00%
78
5000
i 560 6580 600 620
o et B ol 87108 — m/z 43.10  23.89%
iz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: A7cet:c acid, 3-{1,3]dicxolan-2-ylpropyl ester
3
5000
560 580 600 6.20
43 m/z 45.10 10.69%
o & H 8 e 87 113 ' 174
mz-> 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-Cycichexene-1-p...
78
'lllllllllllllllliTY!‘I!
560 580 600 620
5000 m/z 41.10 9.92%
43
oz s L w  am 174
nfz-> 20 30 40 50 60 7'0 80 90 100 110 120 130 140 150 160 170 180
Abundance #0663: 3-Pentanol, 3-methyl-
. 560 580 600 620
m/z 71.00 7.97%
5000
&5
45 | 87
cl] RIE“Lllll‘llll[lllll;'lllll"ll!lllll‘ll]TYXll l'l LR IR TT TFIIT TV FTIT[TTT l'l,lllllllllTTll[llllIl
miz-> 20 30 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 620
01506.D HP022102.M Mon Feb 25 10:54:44 2002 Page 5
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB21\01506.D vVial: 3

Acg On 21 Feb 2002 12:31 pm Operator:

Sample 508 scan Inst : Instrumen
Misc : February 21, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

dededededede g dedede ke de ke Kk ke ded g kg g de g de gk ode g kg dd kg k gk Kk gk dk gk kk kgl kkkkkkkkkk
Peak Number 4 2-Pentanone, 4-hydroxy-4-me.. Concentration Rank 6

Quant Method

R.T EstConc Area Relative to ISTD R.T.
6.13 0.16 ug/L 66692 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual

- e e o e e e e s e e e e e e i e e e A e e mm e b e s s e A e e e A e e e e v b Gt s bt hm e e e e b St e e e G G e e e o Gt

1 2-Pentanone, 4-hydroxy-4-methyl-...
2 2-Pentanone, 4-hydroxy-4-methyl-...
3 2-Pentanone, 4-hydroxy-4-methyl-.

116 C6H1202
116 C6H1202
116 C6H1202

000123~42-2 43
000123-42-2 9
000123-~42-2 S

4 2-Pentanone, 4-hydroxy-4- methyl—... 116 C6H1202 000123-42-2 9

Abundance Scan 244 (6.128 min): 01506.D (-) m/z 43.10 100.00%
3
5000
59
49 Il 101 580 600 620 640
) | e N | S Be— m/z 59.10 ~ 30.93%
miz—-> 20253035404550556065707580859095100105110
Abundance #16611: Z-ZEntanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton...
58 580 6.00 620 6.40
m/z 58.10 28.01%
27 101
} r] 73 &,3 ;
c l[ LR [T ll LR R ll Il ll TFTV l [ TIY l"l_r‘l'll LRJ [l ll LRJ ll I IT l] L ["[1(1'1
miz--> 20253035404550556065707580859095100105110
Abundance #16608: 2-|Zgnmnone , 4-hydroxy-4-methyl- (CAS) $$ Diaceton...
580 600 620 640
5000 m/z 41.10 10.57%
58
27 “ 101
c llllllﬁ!!lll!llll?ztll! llllllllll i{'{'ll"lll lmillll Il ll inlllll[ TrT ll 1]'1' Il l‘
m/z--> 20253035404550556065707580859095100105110 A mn
Abundance #16614: 2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton... iy T
580 6.00 620 6.40
m/z 101.00 8.78%
5000 59
101
, &
cll)lllllllllllllllllllllii glllll[lllll l TTTV l"l"llllllIllllllllililslll]llllll ; ] l llllll ]l‘[ lil)l !
miz—-> 20 25 30 35 40 4 505560657075808590951 0510 580 600 620 640
01506.D HP022102.M Mon Feb 25 10:54:44 2002 Page 6
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB21\01506.D Vial: 3

Acg On : 21 Feb 2002 12:31 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 21, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P '

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

khkkhkhhkkhkhkhkhkkhhhhkhkhhkkhkhhkhhhkhhkhkhkhhhkhhhkhkhhkdkkhkhhkhkhkhhkkhhkhkhkkdkkkk
Peak Number 5 2-Propanol, 1l-(2-methoxypro... Concentration Rank 8

Quant Method

R.T. EstConc Area Relative to ISTD R.T
9.90 0.14 ug/L 61543 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Propanol,

1- (2-methoxypropoxy) . .

2 PROPYLENE GLYCOL TRIMER 1

148 C7H1603
174 C9H1803

013429-07-7 9
000000-00-0 9

NYC-WTC_000009956

3 Formamide, N-methyl- (CAS) $$ N-... 59 C2H5NO 000123-39-7 4
4 Formamide, N-methyl- (CAS) $$ N-... 59 C2H5NO 000123-39-7 4
Abundance Scan 578 (9.898 min): 01506.D (-) m/z 59.10 100.00%

&P
5000
43
51 73 o, 104 960 980 1000 10.20
c"ll'l’]’l’?'(lllllll‘l‘l"lllll LER SR SRS ‘I'l"l lllllllll;rf1“l_l’_‘r1'TIllll m/z 43-10 16.22%
miz—> 102030405060708090100110120130
Abundance #43942: 2-Propanol, 15-(2-methoxypropoxy)’ $3$ 1-(2-Methoxyp...
2]
5000
860 980 1000 10.20
45 m/z 45.10 15.51%
31 73
I OSSN A S e 130
m/iz—> 102030405060708090100110120130
Abundance #78532: PROPYLENE GLYCOL TRIMER 1
59
860 980 10.00 1020
5000 41 m/z 104.00 9.92%
103 ’
o A L A 4 } 17 1%
ll[llll[[!llllllll )l[l llllr]llllllllTTl’IIl]llIl] llll]llll
miz—> 102030405060708090100110120130
Abundance #632: Formamide, N-methyl- (CAS) $$ N-methylformamide $$ M... SR -
20 59 960 980 1000 1020
m/z 73.00 9.24%
5000
15
o I Ll L
ll}llfilllllllllllll‘llllllllllllIlilllllTTl"l_l—rlllll[lll‘]ll)llllll
miz—> 10 30 40 50 60 70 8 80 100 110 1 130 960 880 10.00 1020

01506.D HP022102.M Mon Feb 25 10:54:44 2002 Page 7
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." Data File
Acq On
Sample
Misc

Library Search Compound Report

MS Integratlon Paramg: LSCINT.P

Quant Method : C:\MSDCHEM\1..
Title : 508 scan method
Library C:\DATABASE\WILEY7N.L

.\HP022102.M (RTE Integrator)

C:\MSDCHEM\1\5973N\02FEB21\01506.D Vial: 3

21 Feb 2002 12:31 pm Operator:

508 scan Inst Instrumen
February 21, 2002 Multiplr: 1.00

do do Je Je ke do de Je Je de K K Kk K K K de Kk Kk Kk ok d g dede K de ok ok kkkk ok ok ok ok ok ok kkkkkkkk kk ek kkk ke kdekkkkhddkk

Peak Number 6 1-Oxetan-2-one,
EstConc

48900

4,4-diethyl...

Relative to ISTD

Naphthalene-d8

MW MolForm

Concentration Rank 11

1 1-Oxetan-2-one,

4,4-diethyl-3-me...

140 C8H1202

000000-00-0 64

2 2,5-Cyclohexadiene-1,4-dione, 2,... 140 C6H404 000615-94-1 56
3 Pyrimidinetetramine- $$ Pyrimidi... 140 C4H8N6 001004-74-6 50
4 3H-Pyrazol-3-one, 2,4-dihydro-2, 140 C7H12N20 003201-25-0 9
Abundance Scan 887 (13.387 min): 01506.D (-) io m/z 140.00 100.00%
1
5000
70 9j4| 108 13.00 1320 1340 1360 13.80
c["ll'lll‘llllll}l(‘rlllllIl!lllllllll)!lllllll"ll“l(lll T Ii m/z 93 90 15 87%
miz-> 30 40 50 60 70 85 90 100 110 120 130 140
Abundance ) #35765: 1-Oxetan-2-one, 4,4-diethyl-3-methylene-
79 140
39 67
5000 53 111 125 xlxxllxlxl,\l T
97 1300 1320 1340 1360 13.80
m/z 69.90 13.02
o Ii L] li
l’l’fTTIY!lllllllllll]llll[rIT‘ITIITlIIIITIIIl! llllTIll' III!]
mz-> 30 40 50 60 70 80 S0 100 110 120 130 140
[Abundance #35122: 2,5-Cyclohexadiene-1,4-dicne, 2,5-dihydroxy- $$ p-... i
1
l[ll" lllll T T 77 T 1
13.00 13.20 1340 1360 13180
5000 42 m/z 96.10 12.50%
71
53 84 o 112
CIlllltllllll[lXI]lllllllll[“Lllll!llllllllllllilllllIll‘ll T7r
mz-> 30 40 S50 60 70 80 S0 100 110 120 130 140
Abundance #35040; Pyrimidinetetramine- $$ Pyrimidine, 2,4,5,6-tetraa...
140 13.00 1320 1340 1360 13.80
m/z 66.00 9.52ﬁ
5000
44 71 123
86 9F 112 |
c]l IIK lll I]ll Il lllll‘ lllt!llllll!llllllllll"'llIT XIK T LER SRR T T T F T T 1
miz—> 30 40 50 70 80 S0 100 110 120 130 140 1um13m13m13m13w

01506.D HP022102.M
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Library Search Compound Report

" Data File : C:\MSDCHEM\1\5973N\02FEB21\01506.D Vial: 3
Acg On : 21 Feb 2002 12:31 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 21, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
Khkhkhhhkkhhkhhkkhhhhkhhkhkhhdhkhdhhhhhkdhhdhhkhkhdhhhdhhkhhkhhkhbhdhhihddhbiddkddidhhhhkhrhkdddk

Peak Number 7 Hexadecane (CAS) $$ n-Hexad... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.92 0.20 ug/L 134936 Acenaphthene-d10 18.34
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane {CAS) $$ n-Hexadecane... 226 (Cl6H34 000544-76-3 86
2 Heptadecane $$ n-Heptadecane $$ ... 240 Cl7H36 000629-78-7 86
3 Octane, 2,4,6-trimethyl- 156 Cl1H24 062016-37-9 80
4 Heneicosane $$ n-Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 1466 (19.923 min): 01506.D () m/z 57.10 100.00%
87
. 71
5000 85
99
113 1860 18.80 20.00 20.20
0 Il A < ereeere| | WM/z 71.10  65.459
miz—> 40 60 80 100 120 140 160 _ 180 200 220 240
Abundance #154906: Hexadecane {CAS) $$ n-Hexadecane $$ Cetane $$ n-C...
43 57
71
5000 llIlllIxK’ ‘ill\llllllll
85 19.60 19.80 20.00 20.20

m/z 43.10 59.03%

o P 118 127 14 1%
T l LR LR l LRI l T F v 7T I T 7 l T ‘ T l T T 1 T ¥ l LER BRI I LR
miz—-> 40 80 80 100 120 140 160 180 200 220 240
Abundance #1745486: Heptadecane $$ n-Heptadecane $$ Normal-heptadecane
57
7
85 19.60 19.80 20.00 20.20
5000 m/z 85.10 46.45%
99
] 1B 1z g4 196 240
CIIlll'lll‘\ljl'llll‘lllllrllll;lillllllil'lllllll"llr!llll'll’
miz-> 40 60 80 100 120 140 160 180 200 220 240
Abundance #56276: Octane, 2,4,6-trimethyl- U L
57 19,60 19.80 2000 20.20
m/z 41.10 26.26%
85000
71 85
R O B
llllll l‘lll!llllkllllIlllll)lllll}llKlIIFll]lllllll
miz—> 40 60 80 100 120 140 160 180 200 220 240 19.60 19.80 20.00 20.20
01506.D HP022102.M Mon Feb 25 10:54:44 2002 Page 9
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Library Search Compound Report

* Data File : C:\MSDCHEM\1\5973N\02FEB21\01506.D Vial: 3
Acqg On : 21 Feb 2002 12:31 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : Pebruary 21, 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
hhkhhhkhhhhhhhhhhhkhhhdhhhhhhkhkhhhkhhhhhkhhkhhhhhhhhhkhhhkhkhkhhkhkhkhhdhdhdkhkhhkik
Peak Number 8 Decane, 5-methyl- Concentration Rank 13
R.T EstConc Area Relative to ISTD R.T.
20.61 0.07 ug/L 47922 Phenanthrene-dl1o0 22.64
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Decane, 5-methyl- 156 Cl1l1H24 013151-35-4 38
2 Tetracontane, 3,5,24-trimethyl- 605 C43HS8S8 055162-61-3 37
3 2-t-Butyl-3-(l-methylethenyl)oxa... 141 C8H15NO 000000-00-0 35
4 Eicosane 282 C20H42 000112-95-8 27
Abundance Scan 1527 (20.612 min): 01506.D (-) m/z 57.10 100.00%
87
5000
85
| ‘ ‘ H3 2020 2040 2060 20.80 21.00
c” I“")‘Tl}l"‘lx‘l'l T lillllilIPIIXl!lill,ll!i[l m/z 85000 34.33%‘
miz-> 50 1 150 200 250 300 350 400 450 500 550
Abundance #56261: Decane, 5-methyi-
87
m TT T T 1 177 l'[\llll T
27 85 2020 2040 20.60 20.80 21.00
m/z 43.10 32.11%
[ | f112 16
07111'1117]'1'11 rTrTTIT‘lIII ITIII T 17T 'llllllll[l
m/z—> 50 100 150 200 250 300 350 400 450 500 550
Abundance , #382447: Tetracontane, 3,5,24-trimethyl-
5
20.20 20.40 20,60 20.80 21.00
5000 m/z 41.10 27.42%
85
o ﬂff141 238 505 547
nz—> 50 100 130 200 250 300 350 400 430 500 550
Abundance #37162: 2-4-Butyl-3-{1-methylethenyloxaziridine
5 2020 2040 2060 20.80 21.00
m/z 71.00 27.05%
5000 85
nLh1?@ : [\[\
c' l]!l'il1lllllllllri1llllIlllllllll II" Tl’ LI S 1 T Irre Illll
miz—-> 50 100 150200250300350400450500550 20202040206020802100

01506.D HP022102.M Mon Feb 25 10:54:45 2002
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Library Search Compound Report

" Data File
Acg On
Sample
Misc :
MS Integration Params:

21 Feb 2002
508 scan
February 21, 2002
LSCINT.P

12:31 pm

¢ oo se e

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

Quant Method :
Title
Library

C:\MSDCHEM\1\5973N\02FEB21\01506.D

vial: 3
Operator:

Inst

: Instrumen

Multiplr: 1.00

\HP022102.M (RTE Integrator)

hhkkhkhkhhkhkkhkhhkhhhkhhhhkhhhhhhhhhhhhhkhhkhkhhhhhhhhkdhkhhhhkhhhhdhhhhhhhhkhdkhd

Peak Number 9 Heptadecane $$ n-Heptadecan...

R.T EstConc Area
21.33 0.36 ug/L 265894
Hit# of 5 Tentative ID

Relative to ISTD

Phenanthrene-dl10

MW MolForm

Concentration Rank 3

1 Heptadecane $$ n-Heptadecane $$ 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane $$ n-Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 Cl7H36 000629-78-7 S0
Abundance Scan 1591 (21.335 min): 01506.D (-) m/z 57.10 100.00%
57
s | 7
5000 85
P12 160 21.00 2120 2140 21.60
o m/z 71.10 67.53%
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #174546: Heptadecane $$ n-Heptadecane $$ Normal-heptadecane
87
71
85
m /l\l T T TTrTrT T Irrr T
2100 2120 2140 21.60
m/z 43.10 63.22%
0 b, b u’ 113127141 196 eI
lllllll T T TT llll 1!!' llll llll‘l T Tl'llllll LIRIRIR) TFYTIT llllll
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #193176: Octadecane
43 57
71 21.00 21.20 2140 2160
5000 85 m/z 85.10 49.29%
0 [ “| 1}312,7111 169 183 197210 254
miz—> 40 60 80 100 120 140 1&)150 200 220 240 2&):&5 300
Abundance #245745: Heneicosane $$ n-Heneicosane
57 21.00 21.20 21.40 21.60
m/z 41.10 27.05%
5000
Ln/z c llllllll
> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.00 21.20 21.40 21.60

01506.D HP022102.M
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' Data File :

Library Search Compound Report

C:\MSDCHEM\1\5973N\02FEB21\01506.D

12:31 pm

Acg On : 21 Feb 2002
Sample : 508 scan
Misc :

Quant Method
Title
Library

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

February 21, 2002
MS Integration Params:

LSCINT.P

vial: 3

Operator:
Inst :
Multiplr: 1.00

Instrumen

\HP022102.M (RTE Integrator)

o g ke de ke de de de de de de o Kk Kk ke ok ok ok e de Kk K Kk K K dede dede ok ok hok ok ok de Kk ok k ok ok ok dd ke ke d dkdek ok ok ok ok ok ok kdkdkkkkk

Peak Number 10 Dodecane,

2,2,11,11-tetrame...

Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
21.41 0.09 ug/L 66770 Phenanthrene-d10 22.64
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Dodecane, 2,2,11,l1l1l-tetramethyl- 226 Cle6H34 127204-12-0 53
2 Undecane, 3,5-dimethyl- (CAS) 184 Cl1l3H28 017312-81-1 50
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 50
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 50
/Abundance Scan 1598 (21.414 min): 01506.D () m/z 57.10 100.00%
57
71
5000
43 85
00 113 Tt T L3 AR Snan a S d
l l “ T 4 2100 21.20 2140 21.60 21.80
e "'ll(llllll{ll l]'ll rII! T lhllll )I ‘I‘ll'l"'l‘ll Illl l'll llllll[lllllllll ¥ m 71 10 71 72%
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #154955; Dodecane, 2,2,11,11-tetramethyl-
57
5000
21.00 21.20 2140 21.60 21.80
71 m/z 43,10 38.89%
85
o 2 MR I8 1 a1 155 168
miz—> 30 40 50 60 ﬁ)eo 90100 110 120 130 140 150 160 170 180 190
Abundance #93411: Undecane, 3,5-dimethyl- (CAS)
57
21.00 21.20 21.40 21.60 21.80
5000 71 m/z 85.10 35.13%
85
o o P 112 4y 155 184
miz--> 30 40 S0 &)76:% 0 100 110 120 130 140 150 160 170 180 190
Abundance #93410: Undecane, 3,5-dimethyl- ' — S—
57 mmmmzuommmm
m/z 56.10 26.53%|
5000 71
Ol l T M2 iz 185 184 f\
miz—> 30 40 50 60 ) 8'0 90 100 110 120 130 140 150 160 170 180 190 2100 2120 2140 21.60 21.80

31506.D HP022102.M
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- Library Search Compound Report

Data File
Acg On
Sample
Misc :
MS Integration Params:

21 Feb 2002
508 scan
February 21, 2002
LSCINT.P

12:31 pm

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

Quant Method
Title
Library

C:\MSDCHEM\1\5973N\02FEB21\01506.D

Vial:
Operator:
Inst :
Multiplr:

3

Instrumen
1.00

.\HP022102.M (RTE Integrator)

khkkhkkhhkhkhhdhhkhhhkhhkdkhkhkhkkhkhkhkhhhhkhhhhkhkhhkkhkhhkhhhkhkkhhhkhhhhkhhhhhkhhkhdkhhhhkhkd

Peak Number 11

Relative to ISTD

2-CYANOCARBAZOLE $$ 9H-Carb...

Concentration Rank 7

R.T EstConc Area
22.28 0.15 ug/L 108829
Hit# of 5 Tentative ID

Phenanthrene-di10

MW MolForm

1 2-CYANOCARBAZOLE $$ 9H-Carbazole..
2 3-Cyanocarbazole $$ 9H-Carbazole..
3 1,3-Benzodioxole, 4-methoxy-6-(2..
4 l1l-Cyanocarbazole $$ 9H-Carbazole..

. 192 C13H8N2
. 192 C13H8N2
. 192 C11H1203
. 192 C13H8N2

057955-18-7 72
057102-93~-9 72
000607-91-0 53
083415-88-7 50

Abundance Scan 1675 (22.283 min): 01506.D (-) m/z 192.00 100.00%
192
5000
s w0 @ 9|6 20 116 160 I 2200 2220 2240 22.60
)M e NP« NN | NS - NN S S— | - m/z 193.10 16.495%
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103420: 2-CYANOCARBAZOLE $$ 9H-Carbazole-2-carbonitrile (CAS
1
swo T T T TTrrrv TTr 1 ¢ lllll
2200 2220 2240 22.60
m/z 96.00 16.38%
% 164
138 ”
O S - i | SN | A
miz—> 405060708090100110120130140150160170180190200
Abundance #103424: 3-Cyanocarbazole $$ SH-Carbazole-3-carbonitrile (CAS
192
200 2220 2240 2260
1 s000 m/z 191.10 15.43%
06 164
138
c nl!l‘rfilll II!‘Y]II!III!DIIIlll[l!ll T l 7 lllI TV T “Illlllllli TT7T TI117V lll]l
miz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #102624: 1,3-Benzodioxole, 4-methoxy-6-(2-propenyl)- (CAS)...
200 2220 2240 2260
m/z 146.10 13.09%
5000
91 165
w03 9B T g
o NSNSt ‘S NN AN | NN (N U N O
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 2200 2220 2240 2260

01506.D HP022102.M
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. Library Search Compound Report
‘ Data File : C:\MSDCHEM\1\5973N\02FEB21\01506.D Vial: 3
Acg On : 21 Feb 2002 12:31 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 21, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\l .. .\HPO22102 M (RTE Integrator)
Title 508 scan method
Library : C:\DATABASE\WILEY7N.L

khkkhkhkhkhkkhhkhhhkhdhkdhhddkhdhhdkdkdkdhdkdkdhkdkdddhddhddkddkdkdddkkdddkdkdhddkdkdkdkihkikii
Peak Number 12 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
22.77 0.94 ug/L 689309 Phenanthrene-d10 22.64
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 80
2 Anthracene-dlo0- 188 Cl14D10 001719-06-8 64
3 Anthracene-D10 188 C14D10 000000-00-0 56
4 Phenanthrene-dlo0 188 C14D10 001517-22-2 56
[Abundance Scan 1718 (22.768 min): 01506.D () m/z 188.10 100.00%
188
m ]k
© e l 102 126 14510 240 2260 2280 2300

0 ' I " SN NS 1 - m/z 80.00 21.12%

It
lllllll']l lIlll'q Trr il \'Tl T l T Tr LIRS I
miz—> 40 50 60 7 8090100110120130140150160170180190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 48
1
5000

2240 2260 2280 23.00

80 94 m/z 94.00 19.51%
0 lIl[I!ll]llll]ll6¥611‘l"[(l!11lll!l T T u11|1|1»?{8 TYTTTTY ]IL”‘I Ty
miz—> 40 50 60 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #84502: Anthracene-d10-
*
T 7T 1 7 lllI]ll!l]
2240 2260 2280 23.00
5000 m/z 189.10 10.94%
80 160
66
clll]llll[llll]ll!l[llll!l T !ll IITIITTTIIIIT TI17T lll;!!lll!llll1(;“i‘jfl! l'llll
miz-> 40 50 60 70 80 90 100 110120130 140 150 160 170 180 180
Abundance #84408: Anthracene-D10 ) R R BURRI =
148 2240 2260 22.80 23.00

m/z 160.00 8.94%

5000
8o 94
66 l ‘ 160 |
olllllll'll'll]ll!f‘[l’T[‘l’T111[!lTl[llll]‘lllll ll TT IT I' ]] L) l'! T
miz—-> 40 50 60 70 80 80 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 23.00
01506.D HP022102.M Mon Feb 25 10:54:45 2002 Page 14
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. ®

Library Search Compound Report

' Data File
Acg On 21 Feb 2002 12:31 pm
Sample 508 scan
Misc : February 21, 2002
MS Integration Params: LSCINT.P

Quant Method
Title
Library :

Peak Number 13

C:\MSDCHEM\1\5973N\02FEB21\01506.D

vial: 3

Operator:
Inst :
Multiplr:

Instrumen
1.00

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

508 scan method

C:\DATABASE\WILEY7N.L

kK de g KK gk Kk g g gk kK gk d gk Kk gk ok okkk gk kkkkk kg gk kg kkkkkdhkkkkkdkkkkkkkkik

Phthalic acid, diisooctyl e...

Relative to ISTD

Concentration Rank 12

ot o . e - e v v e b e e e ot e e e b e e b S S b es e e e e emt S b e e e e e s e s e e e e e e e b e e ot o o e e

R.T EstConc Area
31.10 0.07 ug/L 45806
Hit# of & Tentative ID

Chrysene-dl2

MW MolForm

1 Phthalic acid, diisooctyl ester ...
2 1,2-Benzenedicarboxylic acid, di...
3 1,2-Benzenedicarboxylic acid, bi...
4 1,2-Benzenedicarboxylic acid, di...

390 C24H3804
390 C24H3804
390 C24H3804
390 C24H3804

001330-91-2 72
027554-26-3 72
000117-81-7 72
027554-26-3 59

100.00%

Abundance Scan 2456 (31.099 mjlg): 01508.D {-) m/z 149.00
1
5000
57 167
43 71
" 8]4 13 207 240 30.80 31.00 31.20 31.40
o' ]lI‘T_[‘I‘rllllllllllllllllllllll[ll|l I "ﬁ#]"" m/z 57.10 40.91%I
miz—> 40 60 80 100 120 140 160 180 zm zm 240
Abundance #326955; Phthalic acid, diisooctysester$$1 ,2-Benzenedic...
149
5000 TT T T T T T
57 167 mmamommmm
n m/z 167.00 33.48%
T o,
0' |||'1'—r—r"s‘ e lIlIIllllIl;ll‘[IIrIllll)Illlllll
mfz—> 40 60 80 100 120 140 160 180 200 220 240
Abundance #326921: 1,2~Benzenedioarboxyl§:9acid, diisooctyl ester (C...
1
3080 3100 3120 3140
5000 5 m/z 71.10 24.02%
71 167
1
o' lrj‘llll‘lllllltI'IlllllI:lllllll]li‘l"l]ll(ltll
mfz—> 40 60 80 100 120 140 160 180 200 220 240
Abundance #326807: 1,2-Benzenedicarboxylic acid, bis{2-ethylhexyl) e... A
149 30.80 31.00 3120 3140
m/z 70.00 21.93%
57
7 167
oL 22 8 g "2
& et x'x!n]xnll|l||1]1: LNS (LR S S M A B L TT T i r 7T T T
mfz—> 40 60 80 100 120 140 160 180 200 220 240 3080 3100 31.20 3140

01506.D HP022102.M
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Ve Tentatively Identified Compound (LSC) summary
Operator ID: Date Acquireoq(§1~Feb 2002 % pm
Dat-a File: C:\MSDCHEM\1\5973N\( R

21\01506.D )
Name: 508 scan —
Misc: February 21, 2002
Method: C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title: 508 scan method
Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

RT EstConc Units Response [# RT Resp Conc
Acgtonitrile, djc... 3.50 0.1 ug/L 49292 1 9.72 8497000 20.0
Butwnoic acid, /me. 3.63 0.2 ug/L 75106 1 9.72 8497000 20.0
Acet\ic acid, . 5.95 0.4 ug/L 185010 1 9.72 8497000 20.0
2-PeNtanone, . 6.13 0.2 ug/L 66692 1 9.72 8497000 20.0
2-Pr . 9.90 0.1 ug/L 61543 1 9.72 8497000 20.0
1-Oxef\an-2/one, . 13.39 0.1 ug/L 48900 2 13.20 12615200 20.0
Hexadega . 19.92 0.2 ug/L 134936 3 18.34 13683600 20.0
Decane, 20.61 0.1 ug/L 47922 4 22.64 14711700 20.0
Heptadegane $$ n-... 21.33 0.4 ug/L 265894 4 22.64 14711700 20.0
Dodecape 21.41 0.1 ug/L 66770 4 22.64 14711700 20.0
2-CYANO 22.28 0.1 ug/L 108829 4 22.64 14711700 20.0
DE 22.77 0.9 ug/L 689309 4 22.64 14711700 20.0
Phthalic a§id, di... 31.10 0.1 ug/L 45806 5 30.49 12877200 20.0
01506 .D HP022102.M Mon Feb 25 10:54:45 2002 Page 16
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