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Comments for Sample AD31643 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-28-2002 Time: 15:30:49

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

The recoveries for 2 of the 43 compounds in the LCS Standard wére above their
acceptance ranges.
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Yuadlit Leatl Lol xeport

Data File :

Acg On : 17 Jan 2002 4:29 pm
Sample. : 508 scan

Misc : January 17, 2002

MS Integration Params: SPLIT.P
Quant Time: Jan 22 08:30:12 2002

Quant Method
Title

-Last Update
Response via
DataAcqg Meth : SCAN508

508 scan method

Internal Standards

Fri Jan 11 13:20:07 2002
Initial Calibration

(NOT Revl

C:\MSDCHEM\1\5973N\02JAN17\31643.D

eweaq)
Vial: 3

Operator:

Inst : Instrumen

Multiplr: 1.00

Quant Results File: SCAN508.RES

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

1) 1,4-Dichlorobenzene-d4
10) Naphthalene-d8
17) Acenaphthene-d1lo0
29) Phenanthrene-dl0
38) Chrysene-dl2
44) Perylene-dil2

System Monitoring Compounds
37) 2,4-DDD
Spiked Amount 5.000

Target Compounds
20) Dimethylphthalate
21) 2,6-Dinitrotoluene
35) Di-n-butylphthalate
42) Bis(2-ethylhexyl)phthalate

R.T. QIon
9.71 152
13.19 136
18.34 164
22.65 188
30.49 240
34.42 264
27.73 235
18.34 163
18.34 165
24.85 149
31.11 149

Response Conc Units Dev(Min)
1241804 20.00 ug/L 0.00
5202129 20.00 ug/L -0.02
2689819 20.00 ug/L -0.01
4430967 20.00 ug/L -0.02
3869573 20.00 ug/L -0.02
2899562 20.00 ug/L 0.00
339900 4.85 ug/L 0.00
Recovery = 97.00%
Qvalue
433761 ug/L # 55
343738 /L # 17
99418 ug/L 99
11625 0.61 ug/L 97

(#) = qualifier out of range (m) = manual integration

31643.D SCAN508.M

NYC-WTC_000049977

Tue Jan 22 08:30:13 2002



NYC 9/11 Public Portal Document

WQuarnritation Keport (NOT Kevlieweda)
Data File : C:\MSDCHEM\1\5973N\02JAN17\31643.D vial: 3
Acg On : 17 Jan 2002 4:29 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : January 17, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 22 8:30 2002 Quant Results File: SCANS508.RE
Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title : 508 scan method

Last Update : Fri Jan 11 13:20:07 2002
Response via : Initial Calibration
Abundance TIC: 31643.D

Naphthalere-d8,i

BSobbigkiihbeaidto,|
enanthrene-d10,]
Chrysene-d12,|

P
Tt

1,4-Dichlorobenzene-d4,!
Parylene-d12

1500000

24-DDDS

1000000

Di-n-butylphthalete
Bis(2-ethylhexyl)phthalate

Sl i
cl[nxxx[l-n LRIRIESN TRARJEILIN R AL SEEY S A B ULIN SLELELER S SRECJLEN S B 00 2 220 BEJR SR SE 2N NR 3R B0 SLAN SRR RS rry 1Y LELELEN BRI T T

.l 1 T T T T T
Time-> 400 600 800 10.00 12.00 14.00 16.00 18.00 20.00 22.00 24.00 26.00 28.00 30.00 32.00 34.00 36.00 38.00

31643.D SCAN508.M Tue Jan 22 08:30:13 2002 Page 2
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LSL Area rercent Report

Data File : C:\MSDCHEM\1\5973N\02JAN17\31643.D Vial: 3

Acqg On : 17 Jan 2002 4:29 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 17, 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 3.488 5 10 15 rBV 27998 42713 0.36% 0.066%
2 3.602 1° 20 25 rBV 32452 45470 0.39% 0.070%
3 4.241 71 76 83 rVm3 28925 68299 0.58% 0.105%
4 4.630 103 110 117 xrBV2 16249 45239 0.38% 0.070%
5 4,835 123 128 137 rBV 28251 80627 0.69% 0.124%
6 5.509 185 187 203 rvB4 8029 27877 0.24% 0.043%
7 5.885 217 220 227 rBV 763800 1440591 12.24% 2.219%
8 9.710 551 555 561 rBV 3697613 6985298 59.36% 10.761%
9 13.192 855 860 865 rBV 5254446 9980057 84.81% 15.375%
10 13.375 873 876 889 rVB3 9546 30409 0.26% 0.047%
11 18.341 1305 1311 1315 rBV 5344630 10893823 92.57% 16.783%
12 22.280 1653 1656 1661 rVv2 43731 82982 0.71% 0.128%
13 22.645 1681 1688 1693 rBV 5187505 11767597 100.00% 18.129%
14 22.771 1695 1699 1711 rVB 69639 203644 1.73% 0.314%
15 24.849 1877 1881 1887 rBV 87455 157702 1.34% 0.243%
16 27.726 2127 2133 2139 rvv 915181 1614803 13.72% 2,488%
17 30.489 2369 2375 2381 rBV2 4623504 11564462 98.27% 17.816%
18 31.105 2425 2429 2435 rVB5 9695 31991 0.27% 0.049%
19 33.400 2627 2630 2637 rBV3 10601 25602 0.22% 0.039%
20 34.416 2713 2719 2753 rBV 3756778 9822347 83.47% 15.132%
Sum of corrected areas: 64911533

31643.D SCAN508.M Tue Jan 22 08:37:12 2002 Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN17\31643.D

Operator :

Acquired : 17 Jan 2002 4:29 pm using AcgMethod SCAN508
Instrument : Instrumen

Sample Name: 508 scan

Misc Info January 17, 2002
Vial Number: 3
Quant File :SCAN508.RES (RTE Integrator)

Abundance TIC: 31643.D

5000000 1319

4000000 8.71

1000000 5.89

meo 4244 684 551k i N 13.37

0 T LN QNERJE SN S B NN B B L RN SR SN R R RS SR BN LARE S SR S BN N S B NN T

Time—> 4.00 5.00 6.00 7.00 8.00 900 10.00 11.00 12.00 13.00 14f0(') 15.00
Abundance TiC: 31643.D
5000000 1834 2265

4000000

\

1000000 /\) A ﬂﬁ'

0 22 2@@\77 24 85
T T LEES l LN St ) LI IR T T LR ¥ ¥ ¥ LR B § T

T Y
Time-> 16.00 17.00 1800 1900 2000 2100 2200 2300 2400 2500 2600 2700
Abundance TIC:31643.D

30.49

4000000 ' 3442

1000000

L 31.11 33.40

c T T v v T Y Tt T v T ¥ T T ™1 7T T¥

Time-> 2800 29.00 3000 ‘3100 3200 3300 3400 3500 3600 3700 3800 3900

31643 D SCAN508.M Tue Jan 22 08:37:12 2002 Page 2
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‘Llprary searcn compound Keport

Data File : C:\MSDCHEM\1\5973N\02J0AN17\31643.D Vial: 3

Acqg On : 17 Jan 2002 4:29 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 17, 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

khkhkhhhkhhhhhhhhhhhdhhhkhhhhhkhhhhkdkhhhdhdhdddhddddddhdhdhdddddkdkdhhdkdkikkdiikdkik
Peak Number 1 Acetonitrile, dichloro- $§$ ... Concentration Rank 8

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

3.49 0.12 ug/L 42713 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetonitrile, dichloro- $$ Dichl... 109 C2HCI2N 003018-12-0 83
2 Dichloroacetonitrile $$ Acetonit... 109 C2HCL2N 003018-12-0 83
3 Dichloroacetonitrile $$ Acetonit... 109 C2HCL2N 003018-12-0 78
4 Acetonitrile, dichloro- 109 C2HC12N 003018-12-0 490

Abundance Scan10(3.488min):316;6.0(-) m/z 74.00 100.00%
4
82
5000
47 l ’ lllllllllIlllllllll‘llilllll
38 350 360 370 380 3.90
c‘lllii Il¢l¥llllll Illll" 1]71’ lll lIIl’!’lllll]llllllppls m/z 82 00 59 77%
miz—> 10 20 30 40 50 60 70 80 S0 100 110
Abundance #11641: Acetonitrile, dichloro- $$ Dich%roacetonitrﬂe $S...
A3
5000 82
& 350 3.60 3.70 380 3.0
a5 I I m/z 76.00 40.43%
0 lll 1 e i 109
lllll!ll"(llllllllllllll‘lllllllil‘l Il‘ll‘rilr T ‘ll
miz—> 10 20 30 40 S50 60 70 80 80 100 110
Abundance #11643: Dichloroacetonitrile $$ Acetonitrile, dichloro- $5...
7
47 82 350 360 370 3.80 3.90
5000 m/z 83.90 38.83%
38
Ll Ll ||, ss 102108
o l lll lll lTr ll ll lll l[ LS ]1 l[ll’IIIII'T‘I
miz—> 10 20 30 40 80 60 70 80 S0 100 110
Abundance #11642: Dichloroacetonitrile $$ Acetonitrile, dichioro- $3... . S
74 350 360 370 3.80 390
82 m/z 47.00 22.57%
5000
47
12 351 11 I l . 108 A
clll'llllIlll’ll(lll]tlllllllllll(lllIlllllll[i'l’lllll:lllTT lllllll’lllllll]lllll]!l"lll
miz—-> 10 20 30 40 50 60 70 8 S0 100 110 350 360 3.70 3.80 3.90
31643.D SCAN508.M Tue Jan 22 08:37:12 2002 Page 3
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Library Search Compound Report

4:29 pm

Data File :

Acg On : 17 Jan 2002
Sample : 508 scan
Misc :

January 17, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

C:\MSDCHEM\1\5973N\02JAN17\31643.D

Vial:
Operator:
Inst :
Multiplr:

3

Instrumen
1.00

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

de ke ke gk ke de ok ke ko de ke de g deode ke ek deded ke k ok de ok dedede ok dokd ok ok hkdkdekkd ok ddhdkkddkdkdddkdkkkkk

Peak Number 2 Butanoic acid, methyl ester...

Concentration Rank 6

R.T. EgtConc Area Relative to ISTD R.T
3.60 0.13 ug/L 45470 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 Butanocic acid, methyl ester 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 78
Abundance 8%20(3.602min):31843.0(-) m/z 43.10 100.005?1
74
5000
59 87
m ' ‘ 3.50 3.60 3.70 3.80 3.90 4.00
Ot L | [M/Z 74.10  92.36
miz—-> 10 20 30 40 ., 50 60 70 8 90 100 110
Abundance #9228: Butanoic acid, methyl ester (CAS) $$ Methyl! butyrat...
43
5000
50 87 3.50 3.60 3.70 3.80 3.90 4.00
m/z 71.10 73.38%
L] | ’ ’ 102
oll[llllllllllllrllllTIIllllllllll"lll'l_'—rll(‘llgl"[
miz--> 10 20 30 40 50 60 70 80 90 110
Abundance #9222: Butanoic acid, methyi ester (CAS) gs Methyl butyrat...
48 4
3.50 3.60 3.70 3.80 3.20 4.00
5000 m/z 41.10 35.91%
59 87
33 lll 111 1q2
cllTI‘!l]lll(]erl]l'l"l_llllllllllli llllﬁllllTT‘["ll
mfz—-> 10 20 30 40 80 60 70 8 ¢ 100 110
Abundance #9219: Butanoic acid, methyl ester
3.50 3.60 3.70 3.80 3.90 4.00
m/z 87.00 29.65%
74
5000 27
15
59 87
o 3 %8| . 102
’_l'_rl'il]llll[l‘r—r'rlllllllllll‘ llll l]'liflllli]ll‘ll
> 0 20 30 40 s 60 70 8 90 100 110 3.50 3.60 3.70 3.80 3.0 4.00
31643.D SCAN5K08.M Tue Jan 22 08:37:13 2002 Page 4
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LIDIdLY DedrCll LOHIPOUIIU KEPOLL

Data File

: C:\MSDCHEM\1\5973N\02JAN17\31643.D
Acg On : 17 Jan 2002 4:29 pm
Sample : 508 scan
Misc January 17, 2002

MS Integration Params: LSCINT.P

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

Quant Method
Title
Library

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

% % Je de Je Jo Je Je Ko Jo do de de Je de de Jo Je do de Fe T Fe Je Je Fe K e Ko Jo Fe K e Fe de Ko o o Je de Fe e kK e d K Kk Kk gk kK Kk Kk kg gk KKk K kh K

Peak Number 3

Isothiazole (CAS) $$ 1,2-TH.

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T
4,24 0.20 ug/L 68299 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Isothiazole (CAS) $$ 1,2-THIAZOLE

85 C3H3NS

2 2-(Chloromethyl)tetrahydropyran ... 134 C6H11ClO

000288-16-4 32
018420-41-2 23

3 Propyl nitrite $$ n-C3H70NO $$ n... 89 C3H7NO2 000543-67-9 14
4 Thiazole 85 C3H3NS 000288-47-1 9
Abundance Scan 76 (4.241 min). 31643.D () 'm/z 85.00 100.00%

&
41
5000
LY AV
II IHI 380 400 420 440 460
c(‘llll]ll ll llllll‘llI'lITITY%YIY"T‘IIli!‘lll!lll'l‘l‘l‘llI m/z 41 10 68 96%l
miz—> 20 30 70 80 90 100 110 120 130 140
jAbundance #3570 lsothiazo!e (cAsgls $$ 1,2-THIAZOLE
58
5000
380 400 420 440 460
m/z  43.10 65.95%
7 3 T |
CI}lllll'lllT'TllllllIIl1l‘ll’llll‘ll!lllllllli lllll Il‘lllllll lll
iz—> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #29158: 2-(Chloromethyl)tetrahydg5pyran $$ Tetrahydropyran...
41
380 400 420 440 460
5000 m/z 39.10 27.00%
57 67
27
ob 1 L B A 134
lIlIl‘l“llll]ll ll T 1 ll 1’7‘1’!']!!11 llllll lllllllll‘llll]l
niz—> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4994: Propyl nitrite $$ n-C3H7ONO $$ n-Propyl nitrite $$ ...
43 380 400 420 440 460
m/z 87.10 26.44%
5000
89
T
0']'!!1Ill!l[il!l]llil!li.rr l‘[I’I([l"l;l“l‘ llll‘lllllllllll"lll' LELEREES ¥ TTIr7 LERERI
miz-> 20 30 40 50 60 70 8 90 100 110 120 130 140 380 400 420 440 460

31643.D SCAN508.M
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Data Fi
Acg On
Sample
Misc

MS Integration Params:

LlLadly DEdLCIL LOHIPOULIU KReporu
le : C:\MSDCHEM\1\5973N\02JAN17\31643.D
17 Jan 2002 4:29 pm
508 scan
January 17, 2002
LSCINT.P

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

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

Title 508 scan method

Library C:\DATABASE\WILEY7N.L
hkkkhkhkhkhkkkhkkhhkhkhkhkhkhkkhhhkhhhkhkhkhkhkhhhhkkhkhkhhhhhhhhkhkkkhkkhkhkkhkhkhkkdkhhddhhhrhkhitrt
Peak Number 4 Butanoic acid, 2-methyl-, m... Concentration Rank 7

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

4.63 0.13 ug/L 45239 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 23
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 23
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 23
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 23

Abundance Scan 110 (4.630 min): 31643.0 () m/z 71.10 100.00%
41 7 88
57
5000 A
101 ]llll llll]Tlil L
Af l” | 420 440 460 480 500
c T‘['llll”'lll”'lllll; T'lllllllllll“l 11]II”“III] 1!!1”'1[!”']!' lllillll L3 ll”'lll lll m/z 41 lo 90 66%
mfz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #16439: Butanoic acid, 27-methyl~, methyl ester (CAS) $$ Me...
5 88
5000 41
420 440 460 480 500
101 m/z 88.10 86.34%
W=
0 . . . | . | ll
lll I'llll ll]llll[lll l l‘llllllll T l[l ll‘[l]_rl_] ll[lllll' lllllll lll ] Illl III ll ll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #16434: Butanoic acid, 2-methyl-, methyl ester $$ Butyric ...
420 440 460 480 500
5000 7 m/z 57.10 80.11%
l 101
c ll‘xllXIllll;llllllll'llll\lllll[ll\lll ll lll l Il llll]l!ll[l IIIIIT‘I_I’_[ 'lIlilllllll
mfz~> 20 25 30 35 40 45 50 55 65707580859095100105110
Abundance #16438; Butanonc acid, 2-methyl-, methyl ester
57 88 420 440 460 480 500
41 m/z 43.10 48.89%
5000
74 101
0 1 I 619 .I ’.l 1
"llllllllii[ll'llll‘ ll'lllllllll'llll ll[ll"l‘lll]l“"[l"T‘IlllllllITTIIITITII’qllYllIIIllI
miz--> 20 25 30 35 45 50 65 60 65 70 75 80 85 80 95 100 105 110 420 440 460 480 5.00
31643.D SCAN508.M Tue Jan 22 08:37:13 2002 Page 6
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Data File

Liprary search Compound Report

: C:\MSDCHEM\1\5973N\02JAN17\31643.D
Acqg On : 17 Jan 2002 4:29 pm
Sample : 508 scan
Misc : January 17, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

Vvial:
Operator:
Inst :
Multiplr:

3

Instrumen
1.00

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
508 scan method
C: \DATABASE\WI LEY7N.L

de K g de ke ke de Kk gk ke k kg de ke k gk hk ok ok ke ok ko de ok k ko dek ok ok ok dekk ko kkddhdk ek dkdkdkdhkdhhdhhkk

NYC-WTC_000049985

Peak Number 5 2-Butenal, 2-methyl- (CAS) ... Concentration Rank 3

R.T. EgstConc Area Relative to ISTD R.T.

4.84 0.23 ug/L 80627 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butenal, 2-methyl- (CAS) $$ 2-... 84 C5H80 001115-11-3 43
2 l-methoxy-2-methylidenecycloprop... 84 C5H80 019750-15-3 37
3 Cyclobut-1l-enylmethanol 84 C5HS8O0 000000-00-0 25
4 2-Pentyn-1-ol 84 CB5H80 006261-22-9 17

Abundance Scan 128 (4.835 min): 31643.D (-) e 83.95 100.00%
55
41
5000 59
l t 51L l 440 460 480 500 520
el“lyll'll""Illll[lill{)l Il T ![ LR lllllllll !llll TT7T lllllllt llllllllll m/z 55 10 75089%
rifz—> 202530354045505560657075808590
Abundance #3214: 2-Butenal, 2-methyl- (CAS) $$ 2-FORMYL-2-BUTENE $$ ...
p.] 55
84
m 39 ‘l‘[‘rllllll'[!r]llllll"
440 460 480 500 520
m/z 83.00 51.13%
50
c l i ,LI[ l 11,
llilll_lTlll Il'lllllllllll[l YIlllll llllllllllllllllll'lll]lllllllllllli
mfz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 €0
Abundance #3302: 1-methoxy-2-msthylidenecyclopropane $$ Cyck:aprt:pang!3
39 55 ey T
440 460 480 500 5.20
5000! m/z 41.10 47.53
45 69
i |
0 | | HIIIL |
llllllllIlllllllllI"’Illlllllllllllllll LIRS l\ [IlllTTlll lllll T lllllllll
mfz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3313: Cyclobut-1-enyimethanol
55 440 460 480 500 520
m/z 39.10 42.41%
27 30 83
5000
31
o LAl b
lll]lIl’_lTll"lllIillill'll"f]ll'lllll' lll’]'ifl]llllIlllllFYIIIIIIIIIl'llIfI'I l ll lll(llllll ll T
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 440 480 480 500 520
31643.D SCAN508.M Tue Jan 22 08:37:13 2002 Page 7
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LliLadly DedrcCll \.ompouuu xeportu

Data File : C:\MSDCHEM\1\5973N\02JAN17\31643.D Vial: 3

Acqg On : 17 Jan 2002 4:29 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 17, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1l...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
Je de g dedoded dede dodede dededed h gk gk ddkhhd kg dddk hhhd g g g gk g gk g ddk g gk gk ddddhkkkdkkkkhkikdkkkik

Peak Number 6 Butane, 2-methoxy-2-methyl-... Concentration Rank 1

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

5.89 4.12 ug/L 1440590 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- $$ E... 102 C6H140 000994-05-8 33
2 3-(CYCLOHEX-3’-EN-YL)PROPANOL $$... 174 C8H1404 015745-87-6 33
3 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 33
4 Silane, tetramethyl- (CAS) $$ Te... 88 C4H12Si 000075-76-3 9

Abundance Sggn220(5.885min):31€‘¥13.0(~) m/z 73.10 100.00%

g
%

LERSRES NN R S EN SR ER AR B BN B

560 580 600 620

55 87 103
cl[llu!]tllt'[lv"rlrl—ru'n'l'[xxxr'!llllleulllnxll:'nx]xxxx]xnrrrh—llllulu-u[xlnnilflxlx m/z 43 10 23 72%
mfz—-> 20 30 40 50 60 70 80 920 100 110 120 130 140 150 160 170 180
Abundance #39702: Butane, 2-methoxy-2-methyl- $3 Ether, methyl tert-p...
7
m T_rlll LIRSS T Illlll T 7T
5.60 580 600 620
55 87 m/z 45.10 9.51

A RARES REERE ERERE RRARE R TTTv rr?s

80 S0 100 110 120 130 140 150 160 170 180
(CYCLOHEX-3“EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...

WB

1
g, 2
37
1N
8
Bla
fore
8+
31

560 580 600 620
5000 . m/z 41.10 9.24%
43
oz Mo L w 7
llllllllilllllll]lll(lllﬁr‘ llllllllll‘lll X llllll T Illllllll
m/fz—> 2030405060708090100110120130140150160170180
Abundance #78238: Acetic acid, 3-{1,3]dioxolan-2-ylpropyl ester R e SRR R
. B 560 580 600 620
m/z 71.10 6.07%
5000
43
0 2;7 n” 55 A 8;7 113 174
Tl lll]Illl,ll'll'l lllllll[llll]lll[llll?lll’ll TITY TVTT lllll T lll[l!l (Illlllll‘llllllllllll!v
Lnlz-> 20 30 40 50 60 70 8 90 100 110 120 130 140 150 160 170 180 560 580 6.00 620
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Data File
* Acqg On 17 Jan 2002
Sample 508 scan
Misc : January 17,

MS Integration Params:

4:29 pm

2002
LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

C:\MSDCHEM\1\5973N\02JAN17\31643.D

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

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

dede e Je e e de Je K de e ke de de de de e de K e K kK de e K de Kk ke ke de Kk de Kk dede e dede ke de ke ok gk de kg de ok dedede kg gtk dddd gk kh kg

Peak Number 7 4-METHOXY-.BETA.-METHYLCINN... Concentration Rank 5
R.T. EgstConc Area Relative to ISTD R.T.

'22.28  0.14 ug/L 82982  Phenanthrene-dlo 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 4-METHOXY- .BETA.-METHYLCINNAMIC ...
2 3-Cyanocarbazole‘$$ 9H-Carbazole...
3 1,3-Benzodioxole, 4-methoxy-6-(2...
4 2-CYANOCARBAZOLE $$ 9H-Carbazole...

192 C11H1203
192 C13H8N2
192 C11H1203
192 C13H8N2

019169-94-9 72
057102-93-9 64
000607-91-0 52
057955-18-7 50

Abundance Scan 1656 (22.280 min): 31643.D () & m/z 192.10 100.00%}
1
5000
w“ o 82 % 146 4gp I 2200 2220 2240 2260
Ottt e SNENUNMENEF (| BN m/z 191.10 15.15%|
miz—> 405060708090100110120130140150160170180190200
Abundance #102588: 4-METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenoi... 92
1
108 )
5000 TYT TV T Y T T
22.00 22.20 2240 2260
175 m/z 193.10 14.87%
c lllllllllllllllllll lll T l lllllll rl'l L] Illllllll lllllll:l T (l lllll’l
miz—> 405060708090100110120130140150160170180 S0 200
Abundance #103424: 3-Cyanocarbazole $$ 9H-Carbazole-3-carbonitrile (CAS -
1
III[ T
22.00 22.20 2240 2260
96 164
‘ 138
c lllllllll(l\!llill TP ITITTTTITTY rrrrx lllll 11 'I‘llll T TT T LREREJ TTT7T T T l T1
miz—-> 405060708090100110120130140150160170180190200
Abundance #102624: 1,3-Benzodioxole, 4-methoxy-6-(2-propenyl)- (CAS)...
2200 2220 2240 2260
m/z 146.10 13.39%
5000
94 165
cIIIlllllllllll]ll]llllllllllIllll1l(l)l3lll 11'9 I??l?lll!l?ilzl‘lill[lﬁ'?lll?ﬁi T Illglllll llll llll T T
m/z—-> 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180 200 22,00 2220 2240 22.60

31643.D SCAN508.M
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Data File : C:\MSDCHEM\1\5973N\02JAN17\31643.D Vial: 3

Acgqg On 17 Jan 2002 4:29 pm Operator:

Sample 508 scan Inst : Instrumen
Misc January 17, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

% de ke dede g dedode ded g dede ke h k ok ok Fded dededehdedek hk ek hdedhkkddeded Tk dhkddk hhkhkdkkkdhdkdddkdkkkk
Peak Number 8 Anthracene-D10 Concentration Rank 2

R.T. EstConc Area Relative to.ISTD R.T.
22.77 0.35 ug/L 203644 Phenanthrene-dl0 22.65
Hit# of 65 Tentative ID MW MolForm CAS# Qual
1 Anthracene-D10 188 C14D10 000000-00-0 91
2 Phenanthrene-dilo0 188 C14D10 001517-22-2 86
3 Anthracene-dl0- 188 C14D10 001719-06-8 74
4 DECADEUTEROPHENANTHRENE $$ Phena... 188 Cl14D10 001517-22-2 56

Abundance Scan 1699 (22.771 min). 31643.D () 188 m/z 188.15 100.00%
5000
80 94 T T YT T T TT
w0 2 B | | 160 I 2240 2260 2280 23.00 23.20
c'llilli'llI;;I'lll!lIIll!l’l T LRI LRI ¥ LR RS LEALRE RAREE R ll!'l TY TIT ll ]I LR m/z 94 10 18 15%
miz—> 30 40 50 60 8090100110120130140150160170180190
Abundance #84498: Anthracene-D10 48
1
m Ty T T T P [T 3 Ve[ r P T T [T T T[T
2240 2260 2280 23.00 23.20
80 94 m/z 189.10 16.82%
66 160
c'lll[llll[l‘llll]!ll]lll!lll‘l’_['!ll )ll!l,iil’l TVYIV[TTITTT? l%! T5T7 Tl]‘ l!‘!,,]l‘ll
miz-> 30 40 50 60 8090100110120130140150160170180190
Abundance #84498: Phenanthrene-d10 83
1
zz4o"z§e’8 ‘ésb"zéofo”zézb
. 66 80 o4 ' 160 .
gg34> 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180
ndance #84502: Anthracene-d10-
188 2040 2260 2280 2300 23.20
m/z 80.05 12.50%
5000
80 94 160
cllll]lllllllll]'?lllll!lllll!lllll ll llllllllll'llll'l!!!l T l I1I?LIIIII'|‘ llllll]llllllllllllll'l
miz~> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 240 2260 2280 23.00 23.20

31643.D SCAN508.M
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LVl UAL AL VEL Y AWUCIILLL LOW ULV UL (Lo LsununalL y

Operator  ID: . Date Acquired: 17 Jan 2002 4:29 pm

Data File: C:\MSDCHEM\1\5973N\02JAN17\31643.D

Name: 508 scan

Misc: January 17, 2002 _
Method: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.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
Acetoxitrile/ dic... 3.49 0.1 ug/L 42713 1 9.71 6985300 20.0
Butano\c acjyd, me... 3.60 0.1 ug/L 45470 1 9.71 6985300 20.0
Isothiakolg (CAS)... 4.24 0.2 ug/L 68299 1 9.71 6985300 20.0
Butanoic\Acid, 2-... 4.63 0.1 ug/L 45239 1 9.71 6985300 20.0
2-Buten 2-meth... 4.84 0.2 ug/L 80627 1 9.71 6985300 20.0
Butane / 2-nethoxy... 5.89 4.1 ug/L 1440590 1 9.71 6985300 20.0
4 -ME .BETA.-... 22.28 0.1 ug/L 82982 4 22.65 11767600 20.0
AnthrAcene-DT 22.77 0.3 ug/L 203644 4 22.65 11767600 20.0
31643.D SCAN508.M Tue Jan 22 08:37:14 2002 Page 11
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