NYC 9/11 Public Portal Document

User: Vinei, David L
Westchester Dept. of Labs & Research
Date: 01/28/2002 Time: 15:33:51

Sample: AD31671

Analysis: $GCMS  GCMS Scan For Unknowns

Units: ug

gtarted: 1/28/02 15:33 Ended: 1/28/02 15:33 Analyst: DLV
age: 1

1 Other unknown compounds .
{Surr_2,4-DDD 84 5.0
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N

‘COmments for Sample AD31671 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-28-2002 Time: 15:33:54

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 were above their
acceptance ranges.
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Quantitation Report

-

(Not Reviewed)

Data File : C:\MSDCHEM\1\5973N\02JAN17\31671.D Vial: 6

" Acqg On : 17 Jan 2002 6:59 pm Operator:
‘Sample : 508 scan Inst : Instrumen
Misc : January 17, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P
Quant Time: Jan 22 08:30:17 2002

Quant Method
Title

Last Update : Fri Jan 11 13:20:07 2002

Response via
DataAcqg Meth

ss oo

SCAN508

Initial Calibration

Quant Results File: SCAN508.RES

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

Internal Standards R.T. QIon
1) 1,4-Dichlorobenzene-d4 9.71 152
10) Naphthalene-ds 13.19 136
17) Acenaphthene-dilo0 18.34 164
29) Phenanthrene-di10 22.65 188
38) Chrysene-dil2 30.50 240
44) Perylene-dl2 34.42 264
System Monitoring Compounds
37) 2,4-DDD 27.73 235
Spiked Amount 5.000
Target Compounds
20) Dimethylphthalate 18.34 163
21) 2,6-Dinitrotoluene 18.34 165
35) Di-n-butylphthalate 24.85 149

42) Bis(2-ethylhexyl)phthalate 31.11

149

Response Conc Units Dev(Min)
1176438 20.00 ug/L ~-0.01
4934925 20.00 ug/L ~-0.02
2623451 20.00 ug/L -0.01
4434439 20.00 ug/L -0.02
4008332 20.00 ug/L -0.01
2946300 20.00 ug/L 0.00
292707 4.18 ug/L 0.00
Recovery = 83.60%

Qvalue

423083 2.44 ug/L # 56
334179 9.89 ug/L # 17
141307 0.49 ug/L 100
26181 0.68 ug/L 94

T e e o ot e e o - . e o e et . b e S b . b e M e = e i e e e . . o S e e b G " e o e M e Rt e e e - o S b o e e e et am e

(#) = qualifier out of range (m) = manual integration
Tue Jan 22 08:30:18 2002 Page 1

31671.D SCAN508.M
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Quantitation Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN17\31671.D Vial: 6
Acg On : 17 Jan 2002 6:59 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

ndance TiC: 31671.D
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3000000
2500000
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1500000
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1000000 é §
500000 L g
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c:l“ll‘ll’ T L] L] ‘ Ty T T llllxl ¥ T VU LIRSS LR IS 'L‘TTI LR LN BEERES BREER] ¥
Time—> 400 600 800 10,00 1200 14.00 16.00 18.00 20.00 2200 24.00 26.00 28,00 30.00 32.00 34.00 36.00 38.00

31671.D SCAN508.M Tue Jan 22 08:30:18 2002 Page 2
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\5973N\02J0AN17\31671.D Vial: 6

Acq On : 17 Jan 2002 6:59 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 gscan scan scan TY height area % max. total
1 3.602 17 20 25 rBV 35727 53437 0.45% 0.083%
2 3.978 49 53 59 rvv 16632 29263 0.25% 0.046%
3 4.241 71 76 83 rvv2 29070 66727 0.57% 0.104%
4 4,618 107 109 123 rvv 22386 50661 0.43% 0.079%
5 4.823 123 127 141 rvv3 43122 109301 0.93% 0.170%
6 5.885 217 220 247 rVB 870550 1889047 16.05% 2.938%
7 9.710 551 555 561 rBV 3490632 6652327 56.51% 10.345%
8 12.541 799 803 809 rvv 33006 55147 0.47% 0.086%
9 13.192 855 860 865 rBV 4968831 9489114 80.61% 14.757%
10 18.341 1305 1311 1315 rBV 5378571 10597991 90.03% 16.482%
11 21.332 1569 1573 1577 xVV 15256 24968 0.21% 0.039%
12 22.280 1651 1656 1661 rVv 43763 83048 0.71% 0.129%
13 22.645 1681 1688 1693 rBV2 5202262 11771284 100.00% 18.306%
14 22.771 1695 1699 1707 rVB 66066 175698 1.49% 0.273%
15 24.849 1877 1881 1887 rBV 126849 228145 1.94% 0.355%
16 27.726 2127 2133 2139 rBV 795854 1412375 12.00% 2.196%
17 29.678 2301 2304 2315 rVB2 8606 26702 0.23% 0.042%
18 30.500 2369 2376 2381 rBV 4710941 11552749 98.14% 17.966%
19 31.105 2419 2429 2445 rVB3 21128 102204 0.87% 0.159%
20 34.416 2713 2719 2745 rBV 3829858 9932151 84.38% 15.446%
Sum of corrected areas: 64302339
1671.D SCAN508.M Tue Jan 22 08:37:26 2002 Page 1
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File :
Operator
Acquired :
Instrument

Sample Name
Misc Info

Vial Number:
Quant File

.
.
.
.

LSC Report - Integrated Chromatogram

C:\MSDCHEM\1\5973N\02JAN17\31671.D

17 Jan 2002

Instrumen
508 scan
January 17, 2002
6

:SCANS508.RES (RTE Integrator)

6:59 pm using AcgMethod SCAN508

Abundance
5000000

1000000

3.6(8.98244.6:82

TIC: 31671.D

8.71

5.89

13.19

12.54

Time—> 4.00

cllll‘rll_’rl‘ll[10

T T T ¥

900 1000

T Ty

5.00 6.00 7.00 8.00 11 00

T 7 17 RINNL NN Y B S R R

T
14.00

T
1200  13.00

T LT T

15.00

Abundance
5000000

4000000

1000000

TIC:31671.D

1834 2265

27"

|

Time-> 16.00

,cl LA S
1700

LI S B | ¥ T

1800 1900 20,00

T T T

T T

24.00 2500 2600 27.00

Abundance

1000000

TIG: 31671.0

30.50

34.42

mes ||

0 T T 7
'hm+> 28.00

AR
29.00

T T T Y LARLJNE SN B S R

30.00

¥ (Tl ¥ 7
31.00 32.00 33.00 3400 35.00 3600

LI S A §

LRI L S B T |

3700 3800 39.00

T T

1671.D SCAN508
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN17\31671.D
Acqg On : 17 Jan 2002 6:59 pm

‘Sample : 508 scan

Misc : January 17, 2002

MS Integration Paramg: LSCINT.P

vial: 6
Operator:

Inst

Instrumen

Multiplr: 1.00

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

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

khkkhkhkhhkhkkkhhddhkhhkhhhhhhhkhdhhhhdhdhhhkhkhhhhhhhhhhhhhdhhhdehhhdhhhhkdhhhk
Peak Number 1 Butanoic acid, methyl ester... Concentration Rank 5

R.T. EgtConc Area Relative to ISTD
3.60 0.16 ug/L 53437 1,4-Dichlorobenzene-d4
Hit# of 5 Tentative ID MW MolForm

- e e e e oy e et e e e wm bs e e e A e G e e e b b e e e e b e b e s s e e e b e hs e e e e s e G o e e b e e e . - - -

1 Butanoic acid, methyl ester (CAS... 102 C5H1002
2 Butanoic acid, methyl ester (CAS... 102 C5H1002
3 Butancic acid, methyl ester (CAS... 102 CS5H1002
4 Butanoic acid, methyl ester (CAS... 102 C5H1002

000623-42-7 83
000623-42-7 83
000623-42-7 78
000623-42-7 74

Abundance Sczg20(3.602min):31671.0(-) m/z 43.10 100.00%
T4
5000
59 87
Ifl ml } 3.50 3.60 3.70 3.80 3.80 4.00
c‘lll Tﬁl T lllllilllill'llllllll‘il ‘lllll)liilllllli' m/z 74.10 94.08%
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8220. Butanolc acid, methy! ester (CAS) $$ Methyl butyrat...
43
74 )
5000 15 27 IAEASESLARAS RARRILERE DR IRARRS
350360370380390400
59 87 m/z 71.10 70.78
o 2 ] . l 102
1"]‘l_l_f}llllll'll5[ TIIIllllrllllllTllI!lllIllllliIlll
miz—> 10 20 30 40 50 60 70 80 g0 100 110
’Abundance #9227 Butanoic :gid, methyl ester (CAS) $$ Methyi butyrat...
74
3.50 3.60 3.70 3.80 3.90 4.00
5000 m/z 41.10 36.79?
59 87
[Il 6‘9‘ 1 l 102
OIlllll_.l'illll‘llllllll‘lllllf!lll’l llll!71_‘l(lfxl‘llll
miz—> 10 20 30 40 50 60 70 . 80 80 100 110
Abundance #9224: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
48 3.50 3.60 3.70 3.80 3.90 4.00
74 m/z 59.10 29.30%
5000 27
59
87
cllll!l‘r]lllll‘T'l)‘ll!‘Tl lll]ll i“;}'r'_ll‘ Klllll 1'192T ll
m/z—> 10 20 30 40 50 60 70 80 0 1000 110 3.50 3.60 3.70 3.80 390 4.00

31671.D SCAN508.M Tue Jan 22 08:37:26 2002
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Library Search Compound Report

Data File

: C:\MSDCHEM\1\5973N\02JAN17\31671.D Vial: 6
Acg On : 17 Jan 2002 6:59 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : January 17, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

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

hkhkdhhhkhhhhhhhhdkhkhhdhkdkhkhkkhkhkhkhhkhkhkhhhkhhhkdkhhhhhkhhkhkhhkhkhkkhhhdhkkhdkkhkid
Peak Number 2 3-Methyl-2,3-epoxybutanal Concentration Rank 4

Quant Method :

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

4.24 0.20 ug/L 66727 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Methyl-2,3-epoxybutanal 100 C5H802 000000-00-0 39
2 Formic acid, 2-methylpropyl este... 102 C5H1002 000542-55-2 27
3 Methacrylamide $$ 2-Propenamide,... 85 C4H7NO 000079-39-0 9

4 Formic acid, l-methylpropyl este...

102 C5H1002

000589-40-2 9

Abundance Scan 76 (4.241 min): 31671.D () m/z 85.00 100.00%
41
5000
60 Tyrrr llAllAlllll\,IirflAiil
l l 55| ’ 380 400 420 440 460
cl!l"llllll ]ll l lil{ ]Il'llllllllrfl!li }1111 II lrrr l"lll ‘ll'l[ llll m/z 41'10 73.30%
miz—> 20253035404550556065707580859095100105
Abundance #7969: 3-Methyl-2,3-epoxybutanal
41
5000
60 380 400 420 440 460
m/z 43.10 50.38%
0 . 100
ll]!'Tl]lllllllll]lllll T llllll[llll]lll‘l llllllllll Tr‘l’" lll llll I'IIY llll[ TT
miz—> 20253035404550556065707580859095100105
Abundance #9310: Fc;rtranic acid, 2-methylpropyl ester (CAS) $$ Isobutyl...
56
380 400 420 440 460
5000 80 m/z 39.10 26.55%
o 133 ’ 47 !
¥ llllllllilllll ¥ llllll'lllll T Xll' Ir]ll"l!TYrT'[ll‘llI!TT[ II’1I l‘ll]ll 1 llll
mfz—-> 20253035404550556065707580859095100105
Abundance #3602: Méthacrylamide $$ 2-Propenamide, 2-methyi- $$ .alph...
41 380 400 420 440 460
m/z 60.00 26.16%}
5000 69
3| || |as s A I
c ll'lllll lll lllll] llllllllllll l 111[1 TEY l IIITYT Ill llll ll' lIlll‘[ T LN | I T T 7T ll TV
miz—-> 202530354045505560-65707580859095100105 380400420440460

31671.D SCAN508.M

NYC-WTC_000050031
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L1prary searcrn compouna Keport

Data File :
Acg On :
‘Sample
Misc :

17 Jan 2002
508 scan

.
.

January 17, 2002

C:\MSDCHEM\1\5973N\02JAN17\31671.D
6:59 pm

MS Integration Params: LSCINT.P

Quant Method :
Title
Library

Vial:
Operator::
Inst Instrumen
Multiplr: 1.00

6

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

% Je Je K do K de K K e de K de K de K de de K de o Je Kk Kk Fe o e de T Kk K e g T K e Kk kK ek ok ek ke k ke ket gk kk ke kkkkkkkkkk

NYC-WTC_000050032

Tue Jan 22 08:37:26 2002

Peak Number 3 2-Buten-1l-ol, 2-methyl- (CA. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T
4.62 0.15 ug/L 50661 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Buten-1-0l, 2-methyl- (CAS) $S. 86 C5H100 004675-87-0 43
2 Pentane, 2-methyl- (CAS) $$ 2-Me... 86 C6H14 000107-83-5 38
3 Pentane, 2-methyl- 86 C6H1l4 000107-83~-5 38
4 2-Buten-l1-ol, 3-methyl- 86 C5H100 000556-82-1 38
Abundance Sean109(4.618min):316;1.0(-) m/z 71.10 100.00%
44 H
57 88
M 11 T Iy lfl\llllllll/\'lllllll
| 51' || | | }l l 420 440 460 480 500
c T TTT 'T'T"'l ﬁTIllllIlllllll'llll'lllllll 1T l[ll lll lll lllll|llll) l T_l_ll] m/z 41 - 10 98021%
miz-> 5 10 156 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #4064: 2-Buten-1-ol, 2-methyl- (CAS) $$ 72 -Methyl-but-2-ene...
f
5000 43 86
420 440 460 480 500
5|3 m/z 57.10 71.46%
c.llll T TI17T l TY ] II'Y'T(1TI‘ITTII T Tli!l’l"!!ll!lﬁ[llllllll" !II](I')]I”I%I}K(l'lll‘lll"l]llllllllll
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #4261: Pentane, ZEetl'tyl- (CAS) $$ 2-Methyipentane $$ Isch... A
420 440 460 480 500
5000 m/z 88.10 68.29%
, "
57
Of i. ! Ill 8.8
.ll [Illlllllllllli( ll(llllllllll IIXllllllllr'l‘l’l’l’mllilirlllll]llll[lllllllllllllll l 771"‘1[
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #4256 Pentane, 2-methyl- e
43 ' 420 440 460 480 500
m/z 43.10 56.24%
5000
71
15 f Il = os
c. T l 7 ‘[ TFY ] llll(l lI llllll[ll {l!lllllllllll ll'rIlIIXIlII l I]ll I[l l; l TT lll ll'l’l’[l’llll
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 420 440 460 480 500
31671.D SCAN508.M Page 5
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Library Search Compound Report

Data File

: C:\MSDCHEM\1\5973N\020AN17\31671.D
Acg On : 17 Jan 2002 6:59 pm
‘Sample : 508 scan
Misc January 17, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

Vvial: 6
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCaN508.M (RTE Integrator)

% de Je Je Je Je o Je Je Kk Je g de ke ke ke kK dede ke de e K ko g Fe ke k Kok de de ok d ok ok ok ok ok gk k kk ko khkkdk k kg ok ke ki gk kk

Peak Number 4 2-Butenal, 3-methyl- $$ Cro... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T
4.82 0.33 ug/L 109301 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 2-Butenal, 3-methyl- $$ Crotonal... 84 C5HS8O 000107-86-8 76
2 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 C5H80 000107-86-8 76
3 2-Butenal, 3-methyl- 84 C5HS80O 000107-86-8 64
4 Furan, 2,3-dihydro-4-methyl- (CA... 84 CS5H80 034314-83-5 62
Abundance Scan127(4.823min):31671.D(%‘4 m/z 84.05 100.00%
55
41
5000
l 50 69 103 440 450 480 500 520
c "I"lll(‘ll|llIllll!l;ll!!llllllllllll! [T ll llll! ll TV T7 ' l”l"Il]l'lllil!llllllll' m/z 55'10 71035%
mfz—-> 20253035404550556065707580859095100105110
Abundance #3222; 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $..
55
m 39 A Iifll lllllf}ll T 7 1
27 440 460 480 500 520
m/z 41.10 53.14%
4 % &
c [l'lllll Il ‘lI[T; lllll!lllll{!l 'lllllllfllll'lr!,l ll TY ' 7T I Ty l ll TIT 'l ll TT3
miz-> . 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methy1~82k-b¢nenal $5...
55
440 460 480 500 520
5000 39 m/z 83.10 46.07%
27
l a4 % @
c lllllll['l'llllllll' lIl%l;Illl ]l ‘l l l] ll!il lll![! l {l (lllll]Illllllll[l‘lf!]fl‘l
> 202530354045505565707580859095100105110
Abundance #3224: 2-Butenal, 3-methyl- R ma e
84 440 460 480 500 520
m/z 59.10 42 .,75%
5000 41 55
a’x! 69 1
c ¥ ll‘lllllllll ll[ll’lll=;lllllli=llll!l Tlllllll‘l%llllllllll]lll [I1llllll llllllll lllll]
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110 440 460 480 500 520

31671.D SCAN508.M

NYC-WTC_000050033
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Library Search Compound Report

. Data File : C:\MSDCHEM\1\5973N\02JAN17\31671.D Vial: 6
Acg On : 17 Jan 2002 6:59 pm Cperator:
‘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

khhkdkhkkhkhhhhhkhdhhhkhkhhkhkhkhhkhhhkhkhhkhkhhkhhhhkhhhhhhhhkhkhhhkdhhkdhdhhkdddkddkdkhdkdkk

Peak Number 5 Acetic acid, 3-[1,3]dioxola...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.89 5.68 ug/L 1889050 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

. o . o e g o b b v sm et b v et o= b G G emp e e et e et e e e e v e et T e e b b T e e e e s =

1 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404

2 3-(CYCLOHEX-3'’-EN-YL)PROPANOL $$... 174 C8H1404
3 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO
4 3-Pentanol, 3-meéthyl- (CAS) $$ 3... 102 C6H140

000000-00-0 36
015745-87-6 36
000627-45-2 9
000077-74-7 9

Abundance Sean7220(5.885min):31671.0(-) m/z 73.10 100.00
3
- [L
2 TT5h0 ok b0 8k
c1l] Il"T!‘l’ il T Ilr["ﬁllﬁrlllillil} Tjilsl;?xlmg‘r l lll TY I TTFT l l] l!i /Z 43 lo 22 64%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abtindance #78238: Acetic acid, 3-{1,3]dioxclan-2-ylpropyl ester
B
5000
560 580 600 620
43 m/z 41.10 8.98
b7 s | & g 174
IlllIIl—rl_l'll]llll[llllllllll‘lllllll I] 7T ]l! Tl Il—l_'_r T L) TTY l 'I"l
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138; &(CYCLOHEX-%-EN—YL)PROPANOL $$ 2-Cyclohexene-1-p...
7
560 580 600 620
5000 m/z 45.10 8.96
43
0 2 f 85 .| 8 113 174
. Tllll!‘lTrllI T l]ll lll "rl!llllll! Kl LA RER] LR) lll lll ll!lilllllll llllllll (r*l’"
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
IAbundance #1794 N-Ethylformamide $$ N-Formylethylamine $$ Formamide...
3p 560 580 600 620
73 m/z 71.10 6.44%
5000
4 58
15
0 ] l'll“r‘l_rl l
> 10 20 30 40 50 60 70 80 90 100 110 420 130 140 150 160 170 180 560 580 600 620
31671.D SCAN508.M Tue Jan 22 08:37:27 2002 Page 7
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN17\31671.D Vial: 6

Acg On : 17 Jan 2002 6:59 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

dededededede g g de g gk dk ke dk gk ko kg ke dk dk dk gk k gk gk dddd ok khkkdkikkkkkkkdkkkkkkikkhhkR
Peak Number 6 Cyclopentasiloxane, decamet... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.54 0.12 ug/L 55147 Naphthalene-ds8 13.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentasiloxane, decamethyl- 370 C1OH30058i5 000541-02-6 64
2 Cyclopentasiloxane, decamethyl- 370 C10H30058i5 000541-02-6 40
3 N-Methyladrenaline, tri-TMS 413 C19H39NO3S8i3 000000-00-0 23
4 Benzeneacetic acid, .alpha.,3,4-... 472 C20H4005Si4 037148-65-5 23

Abundance Scan 803 (12.541 min): 31671.0 {-) m/z 73.10 100.00%
73
5000 267
355
T TII’TII
45 ' Ll 12.20 1240 1260 1280
) N — .2?1  SUE——— m/z 267.00  45.83%
mfz~> 406080100120140160180200220240260280300320340360
Abundance #313068: Cyclopentasiloxane, decamethyl-
B
355 .
5000 27 AUNVREAR VA A URESUR S B

1220 1240 1260 12.80
m/z 355.10  32.99

0 ol 191207 251 323339
LR D RERE TIITT LRIER} TEVT|TIT l LR} TrIr[er? T LR R} T T7T TUET LR R] LREES REARE lilll
m/z—> 4]06108101(1301501401601802602502&02610281030032]0340360
Abundance 1 #313065: Cyclopentasiloxane, decamethyl-
Illllll LINE SN ) l“l‘lYllll I.
1220 1240 1260 1280
355
45
N 198 203 20 323339
lll’llTIlIT LR R llll[llll ﬁl’_l llllll ll l TT l T3 lll"l"l_rill'l]l'lllIlll(lllllllllllll
1 406080100120140160180200220240260280300320340360
Abundance #339188: N-Methyladrenaline, tri-TMS L BLILE e e e e
58 B 1220 1240 12.60 12.80
m/z 268.00 11.12%
5000 355
207 267
c‘llllllllllll l|l T ll T lIl lll lll ( T llllll ll L] llll llllll218l2l I?S_ISI%?II]IIIll T T 157 T T T
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 12201240126012.80
31671.D SCAN508.M Tue Jan 22 08:37:27 2002 Page 8
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Data File

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN17\31671.D Vvial: 6
Acg On : 17 Jan 2002 6:59 pm Operator:
‘Sample : 508 scan Inst : Instrumen
Misc : January 17, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method
Title
Library-:

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

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

o % Je de de e de de Jo Fe e g de do Jo g Fo K K Jo de de K K ke do e K Kk K e de de K ke de KoK ke do Fe K g Fe K de g K e K ke ek ke ke ke koK Kok ke ok koK ok ok Kk kK

Peak Number 7 1l-amino-2-methyl-4-isopropy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

'22.28  0.14 ug/L 83048  Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 l-amino-2-methyl-4-isopropyl-thi...
2 N-(2-methylprop-2-enyl) -2-nitrob...
3 N-perdeuteriobenzylideneaniline

4 2,4-Diamino-6- (hydroxymethyl)pte...

192 CS5H13N4PS
192 C1l0H12N202
192 C13D1l1N
192 C7H8N60O

107264-54-0 50
000000-00-0 46
000538-51-2 45
000945-24-4 42

Abundance Scan 1656 (22.2680 min): 31671.0 () o m/z 192.10 100.00%
1
/\
B e o a SIS A S
u o % gf 1‘76 160 i 2200 2220 2240 2260
c"l'lll‘ TT ’I TITY l' ll : l 7 ll'l TTY l' l' TIs ll |I 'lll 'l AR RJ l l! II" m/Z 191.10 17.06%
miz—-> 20 30 40 50 60 70 80 90100110120130140150160170180190200
Abundance #101918: 1-amino-2-methyl-4-isopropyl-thiotriazaphospholin...
189 192
5000 RIS
144 177 m/z 96.00 16.30%
c l!l T lllTII‘|l ll ]r' ll[‘l Il LA R ITTT TT LRES I[l IY TIT ¢ l lllh—rrT'_‘
miz-> 20 30 40 50 60 70 80 90100110120130140150160170180190200
Abundance #102494: N-(2-methylprop-2-enyl)-2-nitrobenzenamine Z&
192
77 151 R B e s T o S
o3 130 2200 2220 2240 2260
5000 104 m/z 146.10 13.10%
118
177
o.
miz-> 20 30 40 50 60 70 80 20 100 110 120 130 140 150 160 170 180 120 200
Abundance #88409: N-perdeuteriobenzylideneaniline e
192 2200 2220 2240 22.60
m/z 193.10 13.05%
5000 82
54 110
30 I 9141 160
cl |lll Il‘ll]‘ll [ll'lll'lllllllI‘lIlIIlllllll]lll“[l l[ TT1¥ Ill ll lllllll‘ll’]; ‘lllI,rll L] T 1T 7
miz—-> 20 30 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200 22.00 2220 2240 2260

31671.D SCAN508.M Tue Jan 22 08:37
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Library Search Compound Report

-

Data File : C:\MSDCHEM\1\5973N\02JAN17\31671.D
Acg On : 17 Jan 2002 6:59 pm

‘Sample : 508 scan

Misc : January 17, 2002

MS Integration Params: LSCINT.P

Quant Method :

Title

508 scan method

vial: 6
Operator:
Inst : Instrumen
Multiplr: 1.00

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

Library : C:\DATABASE\WILEY7N.L

khkhkdhhhhhhhkhkkhkdhdhhkdhhhhkhhhkhhhhhhhhhhhhhhhhkkhhkhhhhhhhhkhhhkhkhhhhhhikk
Peak Number 8 Phenanthrene-dlo0 Concentration Rank 3

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

22.77 0.30 ug/L 175698 Phenanthrene-dl10 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene-dilo 188 C14D10 001517-22-2 91
2 Anthracene-dl0- 188 C14D10 001719-06-8 87
3 DECADEUTEROPHENANTHRENE $$ Phena... 188 (C14D10 001517-22-2 50

4 anti-10-hydroxy-5,6,8,9-tetrahyd...

188 C12H1202

055139-53-2 50

Abundance Scan 1698 (22.771 min): 31671.D (-)
188
5000
80 84
158
e B 2l
m/z—> 30 40 50 60 70 80 901001101201301401501 10180190
Abundance #84499: Phenanthrene-d10
188
5000
80
66 94 160 .
o.
miz-> 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180

Abundance #84502: Anthracene-d10-
188
5000
80 94
c ll(lllllrl lll?lllllllllllillll'lill TTTT llll lllllllll[nTl WTIIITI1I?“§!IIII‘I_[T‘F
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
fibundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 i
1
5000
80 94
66 158
01

miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

m/z 188.10 100.00%

LIS AR SRLILIRIE SRR AL

22.40 2260 2280 2300 2320
m/z 94.10 18. 12ﬁ

A

SRR BRI B T 17

2240 2260 22.80 23.00 23.20
m/z 189.20  17.68%

TT I Y Y TTY

240 2260 2280 23.00 23.20
m/z 80.10 14.63%

2240 2260 2280 23.00 23.20
m/z 184.10 11.71%

| RERELE REEAR REREE RARE

2240 260 2280 23.00 2320

31671.D SCAN508.M
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Tentatively Identified Compound (LSC) summary

Operator ID: Date Acquired: 17 Jan 2002 6:59 pm

Data File: C:\MSDCHEM\1\5973N\02JAN17\31671.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 na RT EstConc Units Response |# RT Resp Conc
Butanoyc acid, . 3.60 0.2 ug/L 53437 1 9.71 6652330 20.0
3-Methy} . 4,24 0.2 ug/L 66727 1 9.71 6652330 20.0
2-Buten- . 4,62 0.2 ug/L 50661 1 9.71 6652330 20.0
2-Butenal . 4,82 0.3 ug/L 109301 1 9.71 6652330 20.0
Acetic acid . 5.89 5.7 ug/L 1889050 1 9.71 6652330 20.0
Cyclopenta .. 12.54 0.1 ug/L 55147 2 13.1%5 9489110 20.0
l-amino-2 \ ce. 22.28 0.1 ug/L 83048 4 22.65 11771300 20.0
Phenanthzrg 22.77 0.3 ug/L 175698 4 22.65 11771300 20.0

A}
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