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Comments for Sample AE09152 - Analysis $GCMS
‘Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-08-2002 Time: 10:33:10

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
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—_— yuancitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\020424\09152.D Vial: 21
Acg On : 25 Apr 2002 5:30 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc: : Multiplr: 1.00
MS Integration Params: events.e
Quant Time: Apr 26 13:58:29 2002 Quant Results File: SCAN020424.RE
Quant Method : C:\MSDCHEM\1\METHODS\SCAN020424.M (Chemstation Integrator)
Title : Method 508 GC/MS Scan
Last Update : Wed Apr 24 08:54:34 2002

Response via : Initial Calibration
DataAcqg Meth : 508SCAN1

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 11.38 152 9554942 40.00 ug/l -0.01
10) Naphthalene-ds 16.54 136 37014397 40.00 ug/1 -0.03
17) Acenaphthene-dlo0 24.46 164 20589884 40.00 ug/1l -0.02
30) Phenanthrene-dio0 31.72 188 30234884 40.00 ug/1 -0.02
38) Chrysene-dl2 39.93 240 22314377 40.00 ug/1l -0.05
44) Perylene-dl2 43.15 264 14843356 40.00 ug/1 -0.02
System Monitoring Compounds
27) TCMX 27.54 207 807503 6.97 ug/1l -0.03
Spiked Amount 10.000 Recovery = 69.70%
Target Compounds Qvalue
35) Di-n-butylphthalate 34.81 149 97237 0.11 ug/1 95
43) Bis(2-ethylhexyl)phthalate 40.53 149 180225 0.44 ug/1l 96
(#) = qualifier out of range (m) = manual integration (+) = signals summed
08152.D SCAN020424 .M Fri Apr 26 14:01:24 2002 Page 1
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\020424\09152.D Vial: 21
Acg On : 25 Apr 2002 5:30 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: events.e
Quant Time: Apr 26 14:01 2002 Quant Results File: SCAN020424.RES
Method : C:\MSDCHEM\1\METHODS\SCAN020424 .M (Chemstation Integrator)
Title : Method 508 GC/MS Scan

Last Update : Wed Apr 24 08:54:34 2002
Response via : Initial Calibration

Abundance TIC: 09152.D
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Data File C:\MSDCHEM\ 1\DATA\020424\09152.D Vial: 21

Acqg On 25 Apr 2002 5:30 am Operator: Nefliu
Sample sample Inst : Instrumen
Misc Multiplr: 1.00

MS Integration Params: rteint.e

Method C:\MSDCHEM\ 1\METHODS\SCAN020424 .M (RTE Integrator)

Title Method 508 GC/MS Scan

Smoothing ON Filtering: 5

Sampling : 1 Min Area: 5 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs 0 Peak Location: TOP

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

Peak separation: 5

TIC

scan

Signal
peak R.T. first
# min
1 3.350
2 3.655
3 6.123
4 6.158
5 11.376
6 15.459
7 16.534
8 24.461
9 27.539
10 31.094
11 31.717
12 31.958
13 34.907
14 39.931
15 40.530
16 43.157
17 44.520
18 44.784
09152.D

NYC-WTC_000046409

max
scan
46
98
518
524
1412

2107
2290
3639
4163
4768

4874
4915
5417
6272
6374

6821
7053
7098

SCAN020424 .M

last
scan
53
107
520
560
1433

2122
2307
3656
4175
4776

4897
4932
5423
6293
6383

6845

7061
7105

Sum

PV
BV
PV

of corrected areas:

NN W

BN WON 0w

wWuoN

47900
872762
1923691

46163
2673235
2895030

252413

185854

2573298
23472
12463

3555691
20510

2637422
33440
11419

corr. corr.

area % max
228413 0.29%
257588 0.33%
1014305 1.30%
18076723 23.19%
49466426 63.46%
1217795 1.56%
68569322 87.97%
77950001 100.00%
6916797 8.87%
606345 0.78%
76372741 97.98%
849649 1.09%
252819 0.32%
65567231 84.11%
467232 0.60%
51593468 66.19%
1000462 1.28%
395465 0.51%
420802781

Fri May 03 10:59:16 2002
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\020424\09152.D

Operator : Nefliu

Acquired : 25 Apr 2002 5:30 am using AcgMethod S508SCAN1
Instrument : Instrumen

Sample Name: sample

Misc Info

Vial Number: 21

Quant File :SCAN020424.RES (Chemstation Integrator)

Abundance TIC: 09152.D
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Data File : C:\MSDCHEM\1\DATA\020424\09152.D Vial: 21

Acg On : 25 Apr 2002 5:30 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: rteint.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020424.M (Chemstation Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
Akhkkhkhkhkhkkhkhkkhkhkhdhkhkhkhkhkhhdhkhkhhkhkhkhkhkkrthhhhkhkhkhkhkhkhkhkhhkhbhkhkhkhkhkhkhkhkhdhkhhhkhkhkkhkhkhkhkitkhkk
Peak Number 1 Acetonitrile, dichloro- Concentration Rank 8
R.T. EstConc . Area Relative to ISTD R.T.
3.65 0.21 ug/1 257588 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
\/i Acetonitrile, dichloro- 109 C2HC12N 003018-12-0 28
2 Acetonitrile, dichloro- 109 C2HC12N 003018-12-0 16
3 Thiirane, methyl- 74 C3H6S 001072-43-1 5
4 Urea, methyl- 74 C2H6EN20 000598-50-5 4
Abundance Scan 98 (3.655 min): 09152.D (-94) (-) m/z 74.00 100.00%
40 4
82
5000
47
l ‘ 58 ( » 340 360 380 4.00
T — m/z 40.10 94.61%
mfz—> 10 20 30 40 50 60 70 80 90 100 110
IAbundance #28338: Acetonitrile, dichloro-
7%
5000 82 T -
47 3.40 360 380 4.00
35 ‘ m/z 82.00 63.83%
12 26 |y, 62 i ,i 108
BRI TARAR TR AR TR TR SURML IURLA L SIS LML I AL LA §
mfz—> 10 20 30 40 50 60 70 8 90 100 110
Abundance #115342: Acetonitrile, dichloro-
7%
35
340 360 380 4.00
5000 82 m/z 75.90 30.72%
hll 1 1‘ J
U SR SUR L "'I""l""l' UL I L B
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #115343: Thiirane, methyl- r . Al “A T
4 Y 340 360 380 400
m/z 84.00 29.21%
5000
47
2733 10l 53 P es ||,
MRRSURIMIMSUR AL SURLELELSS SLELALELS SLE AL SLALER AL FLELRLELAS IR SO LA BN | T MR LR L
mfz—> 10 20 30 40 50 60 70 80 90 100 110 '340 360 380 400
09152.D SCANO020424 .M Fri May 03 10:59:21 2002 Page 3
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Data File : C:\MSDCHEM\1\DATA\020424\09152.D Vial: 21

Acg On : 25 Apr 2002 5:30 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integratlon Params: rteint.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020424.M (Chemstation Integrator)
Title : Method 508 GC/MS Scan

Library : C:\DATABASE\nist98.1
*hkhkhkhkhkhkhkhkhkhkhkhkhkhkhkkhkkhkhkrkhkdhkhhkhhkhkhhhhkhkhkhkhkhkhkhkhkhkhkhkhkrbhkhkhbkhbkhkhkhkhkdhhkhkhhkhkhdkhhkhkhhhkirt
Peak Number 2 2-Propanone, 1,1,l-trichloro- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.12 0.82 ug/1 1014300 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS# Qual
~/1 2-Propanone, 1,1,1-trichloro- 160 C3H3Cl30 000918-00-3 38
2 Sulfurous acid, dipropyl ester 166 C6H1403S 000623-98-3 9
3 Xylose 150 CSH1005 000058-86-6 9
4 1,2-Ethanediol, monocacetate 104 C4H803 000542-59-6 9
Abundance Scan 518 (6.123 min): 09152.D (-510) (-) m/z 43.10 100.00%
43
5000
arynas .
|, 53 61 83 99 117125 600 620 640

AN S WA Y A A m/z 73.10 53.39%

|
INBARAREABAARARI T
m/iz—> 102030405060708090100110120130140150
Abundance #3877: 2-Propanone, 1,1, 1-trichloro-
43
5000

580 600 620 640

/z 40.10 11.09%
A3l go 83 7 ST om712
ﬁlll"]ﬁ[l'lllvlll‘ll llllllllllllllll llllll'llllll!lllerT
mfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #109140: Sulfurous acid, dlpropyl ester
43
e e A 1
580 6.00 620 640
27
— ,“134 |l s0 59 5 73 83 95 107115 125 187
......... Hrrrt et ey RRRRSRAREE LT T
mfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #25780: Xylose
73 580 6.00 620 6.40
60 /z 41.10 8.21%
5000
43
- 'llsaL e ST 195112119 13 180
lllllll TT T TrrT llvrTllv]rIv ‘[Ir LN (LI A e i R 4 ll!llll’
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
09152.D SCAN020424.M Fri May 03 10:59:23 2002 Page 4
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Data File
Acg On
Sample
Misc

B Lttt 4

25 Apr 2002
sample

R e T R e A i

C:\MSDCHEM\1\DATA\020424\09152.D

5:30 am

MS Integration Params: rteint.e

Quant Method
Title
Library

C:\MSDCHEM\ 1\METHODS\ SCAN020424 .M
Method 508 GC/MS Scan
C:\DATABASE\nist98.1

Vial: 21
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

khkkkkhkkhkhkhkhkhkhkhkhkhkhhhkhkhkhkhhkhhkhkhkhkhkhkhkhkhkkhkhbhkhkhkhkhkhkhkhkhkhhkhhkhdhkhkhhdhkhkhkhhkithrhhkhkhkhx

Peak Number 3

2-Pentanone,

4-hydroxy-4-me...

Relative to ISTD

Concentration Rank 1

R.T EstConc
6.16 14.62 ug/1l
Hit# of 5

18076700

Tentative ID

MW MolForm

1,4-Dichlorobenzene-d4

1 2-Pentanone,
2 2-Pentanone,
3 Acetic acid,
4 2-Pentanone,

4 -hydroxy-4-methyl-
4-hydroxy-4-methyl-
1,1-dimethylethyl e...
4-hydroxy-4-methyl -

116 C6H1202
116 C6H1202
116 C6H1202
116 C6H1202

000123-42-2 83
000123-42-2 64
000540-88-5 25
000123-42-2 9

[Abundance Scan 524 (6.158 min): 09152.D (-520) (-) m/z 43.10 100.00
4B
5000 59 JJ&\“‘
101 580 600 620 640 6.60
el S 67 8 | [m/z 59.10 47.53%
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
45
5000
59 580 600 620 640 660
m/z 58.10 19.23%
15 31 l 101
| 26, 38,| 53 83 |
et e e b e e e e e e
miz-—-> 10 20 30 40 50 60 70 80 90 100 110
lAbundance #109756: 2-Pentanone, 4-hydroxy-4-methyl-
4
IIIIIIIIIIIIIIIIIIIT‘I_T_]I
580 600 620 640 660
5000 50 m/z 101.10 17.42%
31 101
e 3l M 8 e
miz-—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #109590: Acetic acid, 1,1-dimethylethyl ester I B e e o
48 580 600 620 640 660
m/z 41.15 6.78%
5000 57
5 29 }I 101
e o sall s fl], |
'l'llll"llll"||'"I""]"”—[""I"r"_lr"l""[T lll‘[fll'lll'l'll l‘Y
miz—-> 10 20 30 40 S50 60 70 80 9 100 110 580 600 620 640 660
09152.D SCAN020424 .M Fri May 03 10:59:25 2002 Page 5
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Data File
Acg On
Sample
Misc

MS Integratlon Params:

- - —

C:\MSDCHEM\ 1\DATA\020424\09152.D

25 Apr 2002

5:30 am

sample

Quant Method

Title
Library

rteint.e

C:\MSDCHEM\ 1\METHODS\SCAN020424.M (Chemstation

Method 508 GC/MS Scan
C:\DATABASE\niSt98.1

Vial: 21
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

Integrator)

khkhkhkhkhkhkhkhkhkhkkhkhkhkhkhkkhkhkhkhhkhhhkhkhkkhkhkhhkhkhhhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkkhkhkhhhhkhkhhkdkhihhhk

Peak Number

4 Cyclopentasiloxane, decamet...

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T
15.46 0.71 ug/1l 1217790 Naphthalene-d8 16.54
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
‘v[l Cyclopentasiloxane, decamethyl- 370 C10H3005S8i5 000541-02-6 74
2 Cyclopentasiloxane, decamethyl- 370 C10H30058i5 000541-02-6 64
3 Phenethylamine, N-methyl-.beta., 399 C18H37NO3S5i3 010538-85-9 47
4 N- (Trifluoracetyl)-0,0’,0’’-tris... 495 C20H36F3N0O4Si3 054135-51-2 38
lAbundance ; Scan 2107 (15.459 min): 09152.D (-2097) (-) m/z 73.10 100.00%
B
5000 267 355
I B - 55 140 1560 1550
b b e T Ot et e || M/ 2 267.00  46.53%
miz—> 20 40_60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #115273: Cyclopentastloxane decamethyl-
3
5000 267
15.20 1540 1560 15.80
.5 355 m/z 355.10  44.58%
28 9 115133 165 193 223 2 293 323
|llll||l1'll’ll ll‘rr'llllllllI‘lITllITTj’TI'[T'I'I'IITTr'_IV'[TIVlI'|17Tr"'|"'II||IT"V"’IIV'|II’_'_r
mfjz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #115315: Cyclopentasiloxane, decamethyl-
73
355 1520 1540 1560 1580
267 m/z 356.10 17.65%
5000
45 207 249 323
TYTTTpTTTI YTy B AAAL AR BN MR SRR DA R4 ’[”” A SARAA SRR ”’l""Y”' [SAAS
m/z—> 20 40 60 80 100 120 140 160_180 200 220 240 260 280300320 340 360 380
Abundance #115313: Phenethylamine, N-methyl-.beta.,3,4-tris(trimethy... e e S ——
73 15.20 15.40 15.60 1580
m/z 40.10 14 .46%
5000 355
44
, 93 130147 193 200237 267 294 384
'|’I l||ll||’1‘|’¥i|l|l| "I"ll] ll'l'll' TiTy LI "' "'l TYIT[yYrerT LA TTriyr Ty TIT T rr T T T T 1T
m/z—> 20 40 60 80 1001201401601802002502402602803603503&03&0&0 1520 1540 1560 1580

09152.D SCANO020424.M

NYC-WTC_000046414
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‘Data File : C:\MSDCHEM\1\DATA\020424\09152.D

Acg On
Sample
Misc

25 Apr 2002 5:30 am
sample

MS Integratlon Params: rteint.e

Quant Method

Vial: 21

Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\SCAN020424.M (Chemstation Integrator)

Title Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
e R A R E R R R R R R R R XA R RS F X EEE R Y E SRS IR RS SRR RS SRS TR EE S EEEEREEEES S E & LR
Peak Number 5 Anthracene, 2-methyl- Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T.
31.10 0.32 ug/1 606345 Phenanthrene-d10 31.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 59
2 2,5-Dihydrophosphole, 3-methyl-1... 192 C11H130P 1000196-97-5 59
3 4-Hydroxy-3,5-dimethylcinnamic acid 192 C11H1203 1000132-15-8 59
4 3-(2-Methoxy-5-methylphenyl)acry... 192 C11H1203 103986-76-1 50
Abundance Scan 4768 (31.094 min): 09152.D (-4759) (-) ) m/z 192.10 100.00%
192
5000 40
e T o w0 | oo 310 5130 510
S N VO M A S | [m/z 40.10 36.98%
2> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 | | Hre b hem iy
Abundance #125847: Anthracene, 2-methyl- y
192
5000 AL L R
30.80 31.00 31.20 31 40
m/z 191.10 23.33%
28 39 51 63 82 2 145125 139 152 'S0 176
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

Abundance

#80965: 2,5-Dihydrophosphole, 3-methyl-1-oxo-1-phenyl-

L e e R B e
30.80_31.00 31.20 31.40

m/z 82.00 13.74%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #81030: 4-Hydroxy-3,5-dimethylcinnamic acid ,rL s
192 30,80 31.00 3120 3140
m/z 160.10 13.18%
5000 A
s 8 5 117 145 b f
77
11 111[ |.l ‘I.Ih .Hll : 1(.)5 1 135 ||| 163 l
11_71'11’_' llllllll I_I'VTV' lllllllllllllll |l'l'l """" TTY ‘Yﬁr\"l llllllll I TﬂT lllllll "ﬁ'l‘rvlllllll
m/z--> 20 30 40 50 60 70 80 90 100110120130140150160170 180190200 30.80 31.00 31.20 31.40
09152.D SCAN020424 .M Fri May 03 10:59:29 2002
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-

" Data File
Acg On 25 Apr 2002 5:30 am
Sample sample
Misc :
MS Integration Params: rteint.e

Quant Method
Title

Library C:\DATABASE\nist9s8

+~

C:\MSDCHEM\1\DATA\020424\09152.D

Vial: 21
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\SCAN020424 .M (Chemstation Integrator)
Method 508 GC/MS Scan
1

AhkkhkFkAxkhkkhkhkkhkrdhrhkhkhkhkhkkhkkhkhkhkhkhkhkhkhkhkhkhkhkkhkhkhkhkhhkhhkhkkhkhkhkhkhkhhkhkhkhdkhdhkrdkhkkhkhkrthkhdrhkkhhkkx
Concentration Rank 5

Peak Number 6 Anthracene-dlo-

Relative to ISTD

Phenanthrene-d10

MolForm

R.T EstConc Area
31.96 0.45 ug/l 849649
Hit# of 5 Tentative ID

1 _Anthracermre=dro—

v~ 2 Phenanthrene-di0
3 2-Quinolinecarboxaldehyde,

8-hyd..
4 3-Amino-4-methyl-6-methoxyquinoline 188

188

C14D10
C14D10
C10H8N202
C1l1H12N20

001719-06-8 87
001517-22-2 86
005603-22-5 40
1000213-71-3 40

m/z 188.15

—

T TITTIIIIIIIII
3160 31.80 32.00 32.20

m/z 94.20

>

ML LA B e

Abundance Scan 4915 (31.958 min): 09152.D (-4905) (-)
188
5000
94
80
40 5 66 108 158
m/iz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79826: Anthracene-d10-
188
5000
1730 42 52 68 ,| l| 108118 132 146 ,,1 170179hH
: rH " RaamEe aaas
miz--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190

m/z _80.10

>

|||||

Abundance #79827: Phenanthrene-d10
188
5000
66 160
30 42 Sg ! l| ” 108118 132 145 ,,[ 170179“4
e e
m/z—> 10 20 30 40 50 60 70 80 90100110120130140150160170180190
Abundance #125696: 2-Quinolinecarboxaldehyde, 8-hydroxy-, oxime
1
5000
89 115 143
51 64 76 102 130 158 170
m/z-—-> 10 20 30 40 50 60 70 80 S0 100110 120 130 140 150 160 170 180 190

m/z 189.20

=

. R e e e R
31.60 3180 3200 3220

m/z 184.10

>

——r
3160 3180 3200 3220

09152.D SCAN020424.M

NYC-WTC_000046416
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‘Data File C:\MSDCHEM\ 1\DATA\020424\09152.D
Acg On 25 Apr 2002 5:30 am

Sample sample

Misc :

MS Integratlon Params: rteint.e

Quant Method
Title
Library

C:\MSDCHEM\ 1\METHODS\SCAN020424 .M (Chemstation

Method 508 GC/MS Scan
C:\DATABASE\nist98.1

khkhkhkkhkhkkhkhkhkhkhkhkdhkhhhkhkhhhkhhkkhkhhkhkhkhkhkhkhkhkkhkhkkhkkhkhkhkkhkhkkhkhhkhkhkdhhkhkhkhkkkhkhkkhkhkkkkhkhhkkikhki

Vial: 21
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

Integrator)

Peak Number 7 Bisvertinol Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T
44 .52 0.78 ug/1 1000460 Perylene-di2 43.15
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bisvertinol 498 (C28H3408 1000145-05-4 16
2 5.alpha.-Pregnan-20-one, 12.beta... 318 C21H3402 005618-22-4 12
3 Isodihydrobisvertinol 500 C28H3608 1000143-59-2 10
4 1H-Isoindole-1,3(2H) -dione, 3a,6... 257 C15H15NO3 054346-14-4 9
Abundance Scan 7053 (44.520 min): 09152.D (-7040) (-) m/z 40.10 100.00%
4p
5000
LU BUR A S S |
4420 4440 4460 44.80
L, m/z 95.10 55.32%
mfz—> 50 100 150 200 250 300 350 400 450 500 |
IAbundance #41009: Bisvertinol
43
¥
5000 67 217 4420 4440 4460 4480
m/z 43.10 51.86%
h 191
. nllll |II]I|||”' e e —
m/z—> 50100 150200250300350400 450 500
Abundance 5 #5096: 5.alpha.-Pregnan-20-one, 12.beta.-hydroxy- WW
4
4420 44.40 §46b T
5000 m/z 55.10 45,189
81 109 242
'll d 149 \ 300
Lohdiady oz by |
mfz—> 50 100 150 200 250 300 350 400 450 500 .
Abundance #4606 Isodihydrobisvertinol A
4 95 181 4420 44.40 4460 44.80
&7 m/z 93.00 42 .77%
217
5000 J 136
Ll t
I u 251
'PJ 'w*"i' 'JH T 'l""l""l"4'8:'zlr
miz--> 50 100 150 200 250 300 350 400 450 500 44.20 44.40 4460 44.80
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‘Data File : C:\MSDCHEM\1\DATA\020424\09152.D Vial: 21

Acg On : 25 Apr 2002 5:30 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: rteint.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020424.M (Chemstation Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
Akhkhkkhkhhhkhkhkhhkhkhkkhhrhhkkhkhkkhkhhkhkhbhkhhhkhkhhkhhkkhkhkhkdhkhkhhkhhkhkhkdhhkhkhkhkkkhkhkhkkhkhkkkhkkkkkk
Peak Number 8 2-(1-Cyano-3-methylbut-2-en... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
44.78 0.31 ug/l 395465 Perylene-dl2 43.15
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-(1-Cyano-3-methylbut-2-enylami... 203 C12H17N3 1000191-53-7 4
2 Benzofuran, 7-(2,4-dinitrophenox... 374 C18H18N207 062059-46-5 4
3 (-)-cis-Myrtanylamine 153 C10H1SN 038235-68-6 2
4 Benzeneethanamine, 4-fluoro- 139 C8H10FN 001583-88-6 1

lAbundance Scan 7098 (44.784 min): 09152.D (-7085) (-) m/z 40.10 100.00%
4D

T [ T T l T 1T l Trrr I LI B | LI
‘ 67 93 421 45161 207 231 281 386 44.40 4460 4480 4500 4520
. i m/z 43.10 22.45%

1

S
miz—> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

Abundance #72: 2-(1-Cyano-3-methylbut-2-enylamino)-4-methylpent-3-en...
27

44.40 4450 4480 4500 4520
m/z 41.20 15.44%

mz—> 0 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 360 380

Abundance #426: Benzofuran, 7-(2,4-dinitrophenoxy)-3-ethoxy-2,3-dihy... l
2 "W |
’ 4440 4460 4480 45.00 4520
5000 m/z 93.20 15.27%
133
79
51 107 161
it 179 207255043 280303 329 374
ey
mz—> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 I
Abundance #733: (-)-cis-Myrtanylamine
30 4440 4460 4480 4500 4520
m/z 107.20 13.71%
5000

L8 91110 138

e
m/iz-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 4440 4460 4480 45.00 4520
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Operator ID: Nefliu Date Acquired: 25 Apr 2002 5:30 am

Data File: C:\MSDCHEM\1\DATA\020424\09152.D

Name: sample

Misc:

Method: C:\MSDCHEM\1\METHODS\SCAN020424.M (Chemstation Integrator)
Title: Method 508 GC/MS Scan

Library Searched: C:\DATABASE\nist98.1

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
T;Acetonitrile, dic.. 3.65 0.2 ug/1 257588 1 11.38 49466400 40.0
2-Propanone, 1,1,... 6.12 0.8 ug/l 1014300 1 11.38 49466400 40.0
2-Pentanone, 4—hy... 6.16 14.6 ug/l 18076700 1 11.38 49466400 40.0
_/Cyclopentasiloxan 15.46 0.7 ug/1l 1217790 2 16.54 68569300 40.0
31.10 0.3 ug/l 606345 4 31.72 76372700 40.0
An-t;ha@aee&%e—é&-@—?&lﬂ#&wﬂ{p3l.96 0.4 ug/l 849649 4 31.72 76372700 40.0
?ii¥9rt{nol 4.52 0.8 ug/l 1000460 6 43.15 51593500 40.0
2-4T-Cyano-3-meth. .. 44.78 0.3 ug/1 395465 6 43.15 51593500 40.0
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