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‘Comments for Sample AE03510 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 03-28-2002 Time: 17:05:38

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
gpr'r:pounds. The recoveries for 6 of the 43 compounds in the LCS Standard were
igh.
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Data File : C:\MSDCHEM\1\5973N\02MAR08\03510.D
Acqg On : 8 Mar 2002 2:46 pm

-Sample : 508 scan

Misc : Marxch 8, 2002

MS Integration Params: SPLIT.P

Quant Time: Mar 15 10:05:11 2002

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

Title : 508 gcan method

Quantitation Report

Last Update : Mon Feb 25 10:47:59 2002
Response via : Initial Calibration
DataAcq Meth : HP022102

(Not Reviewed)

Vial:
Operator:
Inst :
Multiplr:

6

Instrumen
1.00

Quant Results File: HP022102.RES

.M (RTE Integrator)

Response Conc Units Dev(Min)

Internal Standards R.T. QIon
1) 1,4-Dichlorobenzene-d4 9.71 152 1866527 20.00
10) Naphthalene-ds 13.20 136 8236577 20.00
17) Acenaphthene-dio0 18.33 164 4094716 20.00
29) Phenanthrene-dl0 22.63 188 6940644 20.00
38) Chrysene-dil2 30.49 240 5228806 20.00
44) Perylene-dl2 34.41 264 3324914 20.00
System Monitoring Compounds
37) 2,4-DDD 27.72 235 388790 4.20
Spiked Amount 5.000 Recovery =
Target Compounds
20) Dimethylphthalate 18.33 163 656477 2.64
21) 2,6-Dinitrotoluene 18.33 165 528287 9.21
(#) = qualifier out of range (m) = manual integration
03510.D HP022102.M Fri Mar 15 10:05:12 2002
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Library Search Compound Report

L)

. Data File C:\MSDCHEM\1\5973N\02MAR08\03510.D

Acqg On : 8 Mar 2002 2:46 pm
Sample : 508 scan
Misc : March 8, 2002

MS Integration Params: LSCINT.P

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

Vial: 6

Operator:
Inst :
Multiplr: 1.00

Instrumen

.\HP022102.M (RTE Integrator)

d de e de e K de Kk Je Je Je g de de e do K K de ko Je K do Kk de Je K J K Je de Jo Kk Je K Je de K Je de Jo K K Kk e de Jo g o de Kk de o de K Kk gk Kk d kg Kk Kk

Peak Number 1 Butanoic acid, methyl ester...

Concentration Rank 3

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

3.62 0.14 ug/L 75716 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester (CAS 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42~-7 83

Abundance Scan 22 (3.622 min): 03510.D () \/ m/z 43.10 100.00%
74 /\ HU)
5000 /f'
59 87
I, 4 | ’ ’ 3.50 3.60 3.70 3.80 3.90 4.00
Otrrrrrrprrrrprer e e e e e e e e m/z 74.00 79.86%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #9224 B4uéanonc acid, methyl ester (CAS) $$ Methy! butyrat...
74
5000
27 5 3.50 3.60 3.70 3.80 3.90 4.00
87 m/z 71.00 59.51%
13.3 I 69 102
clf]_'_llllllll]lllllllll[ll l 'Il lIlIITl[llll]llll[ Tlﬁllll lllli'l_[TI ll lllllll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 €5 100 105 110
Abundance #9228: Butanoic acid, methyl ester (CI;S) $$ Methyl butyrat...
43 4
3.50 3.60 3.70 3.80 3.90 4.00
5000 m/z 41.10 34.91%
59 87
l.l I ] 102
c‘lﬁ’Trlll]lll’llllll]lll’rrll ‘l‘l’l’l lll l lllll}l iY‘lllllllIIll([lllll]lll]l%lllllllll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
IAbundance #9227: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
4B 74 3.50 3.60 3.70 3.80 3.90 4.00
m/z 59.00 26.11%
5000
59 87
| e 2
c llll ["'([l ‘rr‘rr‘rl l[l‘lll T 'rﬁlll ll:llll l l‘l llll ‘ IKI[ illllll ]Xl |l
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 3.50 3.60 3.70 3.80 3.90 4.00
03510.D HP022102.M Fri Mar 15 10:09:04 2002 Page 3
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. Library Search Compound Report
. Data File : C:\MSDCHEM\1\5973N\02MAR0O8\03510.D
Acq On 8 Mar 2002 2:46 pm
-Sample 508 scan
Misc March 8, 2002

MS Integration Params: LSCINT.P

Quant Method

C:\MSDCHEM\1..

Vvial: 6

Operator:
Inst :
Multiplr: 1.00

Instrumen

.\HP022102.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
khkdkhdhhdhkhkdhkhhdhhhhhhhdhhhhdhhdhhddkhdddhddkdddkdhddkdhddddddhddddkdddddhdkdddhiki
Peak Number 2 2,2-Dimethoxybutane Concentration Rank 9
R.T EstConc Area Relative to ISTD R.T
4.25 0.10 ug/L 55631 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,2-Dimethoxybutane 118 C6H1402 003453-99-4 64
2 Thiazole, tetrahydro- $$ Thiazol.. 89 C3H7NS 000504-78-9 36
3 2,2-dimethoxybutane 118 C6H1402 003453-99-4/10
4 2-Propenenitrile, 3-chloro- (CAS.. 87 C3H2CIN 000871-29-4 9
Abundance Scan 78 (4.254 min): 03510.D (-) m/z 87.10 100.00%1
43 55
5000
© | 103 "l b ik ik
c ”llllll‘r1 llllllllll‘l”l!l‘ll'!l'llllll !]‘llllll l TIT ]'IF TT7T ! f‘ llll ]ll'!‘[’ll'll( ll m/z 89 lo 90 24%
mfz—> 20253035404550556065707580859095100105110
Abundance #17888: 2,2-Dimethoxybutane
55 &
m llll' 11111'11l T
w0 B 400 420 440 480
27 m/z 43.10 64 .52%
[ = ||, e P
c l'll'l(]‘l”I"llllll‘l‘llllllll]llll llllllll [ LR RJ lll IYT'I ]l T [ LR R Ill ]l_l'l Il ]
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 S0 95 100 105 110
Abundance #5044; Thiazole, tetrahydro- $$ Thiazolidine $$ Tetrahydro...
43 8
400 420 440 460
5000 m/z 55.00 61.57%
30 I 69
c llllllllll(l lll;'llll[lll!!!:llllllllllll!l!ll]erl'llilllllllllllilll }lll( TT II!I!"[ T X‘ T
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110
Abundance #17889: 2,2-dimethoxybutane
55 400 420 440 460
m/z 57.10 17.37%
5000
45
27 ’
103
c'!ll'lIl'!""?[lllllllllllllllllllll!l!lllll’[‘lf l]l(lll(lll‘lllli! ‘ll{lgjl?lllllTFITX!llll lI LER SR lll lllAlllllllller
miz—-> 20253035404550556065707580859095100105110 400 420 440 460
03510.D HP022102.M Fri Mar 15 10:09:04 2002 Page 4
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. Data File :

Library Search Compound Report

Acqg On 8 Mar 2002 2:46 pm
Sample : 508 scan
Misc March 8, 2002

MS Integration Params: LSCINT.P

Quant Method
Title

C:\MSDCHEM\1\5973N\02MAR08\03510.D

Vial: 6

Operator:
Inst :
Multiplr: 1.00

Instrumen

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

508 scan method

Library : C:\DATABASE\WILEY7N.L

*********************************************************************
Peak Number 5 2-Furanmethanol, tetrahydro... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T
5.02 0.10 ug/L 55629 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASi#

- e e e B e S e G . B W o o b o e St s e b b G e e e e e e s e e e e e M G . - e e e e B e s e et s v e b s b A -

102 C5H1002
198 C7HSF303
102 C5H1002
102 C5H1002

1 2-Furanmethanol, tetrahydro- (CA...
2 Trifluorocacetic acid, 2-tetrahyd...
3 2-Furanol, tetrahydro-2-methyl-

4 TETRAHYDRO-2-METHYL-2-FURANOL

000097-99-4 A7
000000-00-0745
007326-46-7 40
000000-00-0 40

Abundance , Scan 146 (5.022 min): 03510.D () m/z 43.00 100.00%
fl
5000
59
85 207 460 480 500 520 540
0 m/z 71.10 95.10%
mfz—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180200210
Abundance #9384: 2-Furanmethanol, tetrahydro- (CAS) $$ Tetrahydrofur...
™
1 /\\
5000 27 X A 1 I YT Ty
460 480 5.00 520 5.40
m/z 41.10 54.65%
53
o.
mfiz—> 20 30 40 50 60 70 80 20 100110120 130 140 150 160 170 180 180 200 210
Abundance #111395: Trifluoroacstic acid, 2-tetrahydrofuryimethyi ester
43 !
460 480 500 520 540
5000 31 m/z 69.10 39.26%
57 95
o !lIllllIl'llllll ‘ !lll III llll llllllllllllllll!ll ll l!‘lll
Infz—-> 20 30 40 50 60 70 80 90 100110120130140150160170180190200210
Abundance #9386: 2-Furanol, tetrahydro-2-methyl- R e e e R
UL 460 480 500 520 540
m/z 59.00 35.62%
5000 43
0' 61 %WWW n lllllllr[\rlill4lT
miz—> 20 30 40 50 60 70 80 S0 100110 120130 140 150 160 170 180 190 200210 460 480 500 520 540
03510.D HP022102.M Fri Mar 15 10:09:04 2002 Page 7
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. Data File :

Library Search Compound Report

C:\MSDCHEM\1\5973N\02MAR08\03510.D

Acg On 8 Mar 2002 2:46 pm
Sample : 508 scan

Misc : March 8, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

vial: 6

Inst : Instrumen
Multiplr: 1.00

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

de e Je do de Fe o Je K g Jo de e do de de Fe Fe de de ke K K de dedo Je K de e g de de Fe de de de ke de K K Fe do de de K Je de K Fe K Je do Jo Ko dke de Fe K K K Jo ke ko de kK kK

Peak Number 7

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

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
6.04 0.58 ug/L 311909 1,4-Dichlorobenzene-d4 9.71
Hit# of & Tentative ID MW MolForm CAS# Qual

- o e e . b e Gk ey At Gt e m A e et e s e e e b b v Ge Rs e e e et e o e e v v e s A e G G G e e em e e e e e e

1 2-Pentanone,
2 2-Pentanone,
3 2-Pentanone,
4 2-Pentanone,

116 C6H1202
116 C6H1202
116 C6H1202
116 C6H1202

4-hydroxy-4-methyl-
4 -hydroxy-4-methyl-
4-hydroxy-4-methyl-...
4-hydroxy-4-methyl-...

000123-42-2 83
000123-42-2 83
000123-42-2 83
000123-42-2 83

Abundance Sca4r18236(6.038min):03510.0(~) m/z 43.05 100.00%
t\o\{ \(\9\
5000 58
5 ’ &3 101 560 580 600 620 640
c Xllllllillllil]llllllllllllll(llllrl'Jl fl'!f!]"l'li’ghl} llll T ll l] lll[l"!l[f‘f““l’]mlllllllllillll Xll m/z 59'00 42 .44%
-> 65 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance m&w%é$ammmn4thw4mwm-
5000 %V—AV
59 560 580 600 620 640
m/z 58.10 24.07%
15 101
31 l &
c I H l 1 1 + 1
TIty I T I l T ] ‘Illllllllllllll llll!lll)llllllllll l L3 Il TV llll ll ( 1T l[l‘ I[Y l[l Ill Il[
m/z—> E)101520253035404550556065707580859095100105
Abundance #16609: 2-Pentancne, 4-hydroxy-4-methyl-
560 580 600 620 640
5000 59 m/z 101.00 15.11%
31 |l 101
O et | 1ils o 8.3 |
A llllll'[lllllll ll‘llllllllllllllll l[llll]‘lll!‘lllllllllllllllIlllllllllllll[llll]llll]!fllll l[llll"[
m/iz—> 5 10 16 20 25 30 35 40 45 50 655 60 65 70 75 80 85 90 85 100105
Abundance #16604: 2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton rr e
a8 560 580 600 620 640
m/z 42.00 5.57%
5000
58
27 ’ 101
o 1 " 49 n‘ 83 A N
TY l llll'( l ll‘lliIll]lllllllllle ‘lIllll‘ll‘l'll'lll'll TTY [ LRJ llll li l[l llf 'l]lllllllll]l ll] '_rlll IIIII_[TI(lllll'l
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 707580859095100105 560 580 600 620 640

03510.D HP022102.M
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~ Library Search Compound Report
+ Data File : C:\MSDCHEM\1\5973N\O2MARO8\03510.D

Acg On : 8 Mar 2002 2:46 pm

Sample : 508 scan

Misc : March 8, 2002

MS Integration Params: LSCINT.P

Quant Method

Title
Library

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

vial: 6
Operator:

Inst

: Instrumen

Multiplr: 1.00

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

% Kk Kk ke Kk Kk ke k do gk ok gk dedo Kk de ko k ok de ke dede dode ke de gk dede de ke de ok Kk dede ok kek dede ke de ke dede de kg de K ke ok dede K koK Kk kK

Peak Number 8 Decane, 2,5,6-trimethyl-

Concentration Rank 4

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

8.59 0.13 ug/L 67094 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual,
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 7
2 Octane, 2,5,6-trimethyl- 156 Cl1l1B24 062016-14-2 Ji2
3 Heptane, 2,2,3,4,6,6-hexamethyl- 184 C13H28 062108-32-1/64
4 Heptane, 2,2,4-trimethyl- $$ 2,2... 142 C10H22 014720-74-2 59

Abundance Scan 462 (8.589 min): 03510.D () m/z 57.10 100.00%
57
5000
43 71
|I } 8]5 % 820 840 880 880 9.00
clli ll I‘r‘]!llllllll¥ TUrT [!l ’ll’t"illlll’l IREESE RAERR] T‘l’lllll\'ll TTF 7T m/z 56.00 35033
miz—> 20 30 40 50 60 70 90 100 110 120 130 140 150 160
Abundance . #93445: Decane, 2,5,6-trimethyl-
5
43
m llfllllli T l]rlll'li
820 840 860 880 900
g, m/z 43.10 26.80%
} ‘x f” ” %8 113
c(ll illlll;lilllll'llllll' lAlll‘llllllllllllll il.l lllllllll[ll(llll l
mz—> 20 30 40 50 60 08090100110120130140150160
Abundance #56277: Octane, 2,5,6-trimethyl-
57
820 840 860 880 8.00
5000 m/z 71.10 23.66%
{ [ 70 85
L I 1 156
cllll l lllll lll)!lllllllll!lll’l[,“]’{lllIII'I!'!I(I[IPI‘[TT!I[IIlr"r'—
niz-> 20 30 40 60 70 80 90 100 110 120 130 140 150 160
Abundance #93465: Heptane, 2,2,3,4,6,6-hexamethyl- R B R T
&7 820 840 860 880 9.00
m/z 41.10 18.08%
5000
43
71 85
cl]ll%‘l?l Illll"ll[[llllzl‘l(ll{‘lifrr‘l'!tlllIlll ll'l1l1lsll lll’l 'lellllil TT l l{‘l'l[frrer DIIA\ll[ ¥
miz—-> 20 30 40 50 60 0 80 90 100 110 120 130 140 150 160 820 840 860 880 9.00
03510.D HP022102.M Fri Mér 15 10:09:05 2002 Page 10
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‘dr!e‘rator. ID:

Tentatively Identified Compound (LSC) summary

Date Acquired: 8 Mar 2002 2:46 pm

Data File: C:\MSDCHEM\1\5973N\02MAR08\03510.D

Name: 508 scan
Misc: March 8,

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 ngme RT EstConc Units Response |# RT Resp Conc

Butanoicd\ acid,/me... 3.62 0.1 ug/L 75716 1 9.71 10702600 20.0
2,2-Dimethoxyputane 4.25 0.1 ug/L 55631 1 9.71 10702600 20.0
2-Buten-1tol,/ 3-m... 4.66 0.1 ug/L 57111 1 9.71 10702600 20.0
3,4-Dihydiopyran 4.88 0.1 ug/L 59784 1 9.71 10702600 20.0
2-Furanmetfhdnol, 5.02 0.1 ug/L 55629 1 9.71 10702600 20.0
3-Pentanol, 5.89 4.0 ug/L 2124730 1 9.71 10702600 20.0
2-Pentanong\ 4-hy... 6.04 0.6 ug/L 311909 1 9.71 10702600 20.0
Decane, -tri... 8.59 0.1 ug/L 67094 1 9.71 10702600 20.0
Heptane, -tr.. 9.94 0.1 ug/L 64050 1 9.71 10702600 20.0
Cyclopen an... 12.54 0.1 ug/L 43692 2 13.20 15847700 20.0
Pyrimidigetetrgmi... 13.38 0.1 ug/L 48154 2 13.20 15847700 20.0
4 -METHOXY-. 22.28 0.1 ug/L 99358 4 22.63 17474200 20.0
1,2-Benz¢nedicanb. 31.09 0.1 ug/L 67646 5 30.49 14647700 20.0
03510.D HP022102.M Fri Mar 15 10:09:06 2002 Page 16
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