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Identifikace těkavých organických látek GC-MS
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Information from Data File:
File: C:\MSDCHEM\1\DATA\IDF-TD-08\1v9690-8.D
Operator: J. Pavlosek
Date Acquired: 8 Jul 2008 17:35
Method File:  IDF-TD
Sample Name: vz. 9690-1/90341
Misc Info: Sprava letiste Praha
vial Number: 4

search Libraries: C:\Database\TEST.L Minimum Quality: 80
C:\Database\NISTO02.L Minimum Quality: 0

unknown Spectrum: Aﬁex minus baseline at 8 minutes
Integration Events: Chemstation Integrator - IDF-TD.E

vavét1ivky: .
pk# - poradové &. piku na chromatogramu

RT - retenéni ¢as, chromatografickd velicina, doba prichodu latky kolonou, tj.
doba od nastfiku vzorku na kolonu k dosazeni vrcholu piku

Area% - zastoupeni analytu na chromatogramu vzorku v %

Library/ID - vysledky identifikace na zakladé srovnani hmotnostnich spekter
nalezené 1atky ve vzorku s knihovnou spekter NIST02

Ref# - referencni ¢islo knihovny spekter
cAs# - identifikace latek pomoci tzv. ¢isla CAS (Chemical Abstracs)

qual - mira kvality identifikace, % shodnosti s knihovnou spekter

pk# RT Area% Library/ID Ref# CAS# Qual

1  5.56 1.37 C:\Database\NISTO02.L
pentane 694 000109-66-0 90

2 5.95 2.47 C:\Database\NISTO2.L
pentane, 2-methyl- 1800 000107-83-5 76

3  6.06 0.90 C:\Database\NISTO2.L
pentane, 3-methyl- 1799 000096-14-0 90

4 6.18 0.59 C:\Database\NISTO2.L
Hexane 1796 000110-54-3 91

5 6.51 0.42 C:\Database\NISTO2.L
cyclopentane, methyl- 1470 000096-37-7 91

6 6.98 0.40 C:\Database\NISTOZ2.L
Hexane, 3-methyl- 3894 000589-34-4 91

7 7.29 0.60 C:\Database\NISTO2.L
Heptane 3893 000142-82-5 80

8§ 8.29 1.16 C:\Database\NISTO2.L
Heptane, 2-methyl- 7437 000592-27-8 97

9 8.44 7.68 C:\Database\NISTOZ2.L
Toluene 2400 000108-88-3 93

10 8.88 0.98 C:\Database\NISTOZ.L
octane 7423 000111-65-9 90

11 9.53 0.38 C:\Database\NISTO2.L
Heptane, 2,5-dimethyl- 12289 002216-30-0 86

12 10.08 1.30 C:\Database\NISTOZ.L
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 [image: image2.jpg]13

14

15

16

17

18

19

20

21

22

23

24

25

26

27

28

29

30

31

32

33

34

10.

10.

10.

12:

b ¥ o

12

18

34

82

00

12

19

12.28

12.

15

i

13.

13-

13.

1

13

14.

14.

15.

15.

p i

15.

15.

70

81

06

96

51

92

20

44

65

74

83

9690
octane, 2-methyl-

c:\Database\NISTO2.L
Ethylbenzene

c:\Database\NISTO02.L
p-Xylene

c:\Database\NISTO02.L
Benzene, 1,3-dimethyl-

C:\Database\NISTO2.L
Benzene, propyl-

c:\Database\NISTO2.L
Benzene, l-ethyl-3-methyl-

c:\Database\NISTO2.L
Benzene, l-ethyl-2-methyl-

2.74 C:\Database\NISTO2.L

25

10.

30

.40

04

.10
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.34

.42

.14

235

=31
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539

Benzene, 1,2,3-trimethyl-

C:\Database\NISTO02.L
Benzene, l-ethyl-2-methyl-

C:\Database\NISTO02.L
Decane

C:\Database\NISTO2.L
Benzene, 1,2,3-trimethyl-

C:\Database\NISTO02.L
Benzene, (2-methylpropyl)-

c:\Database\NISTO02.L
Benzene, 1,2,3-trimethyl-

C:\Database\NISTO2.L
Indane

c:\Database\NISTO02.L
Benzene, 1l-methyl-3-propyl-

c:\Database\NISTO02.L
Benzene, 1,3-diethyl-

c:\Database\NISTO02.L

Benzene, l-ethyl-2,4-dimethyl-

C:\Database\NISTO02.L

Benzene, 1l-ethyl-2,3-dimethyl-

C:\Database\NISTO02.L

Benzene, 1,2,4,5-tetramethyl-

c:\Database\NISTO2.L

Benzene, 1,3-diethy1-5-methyl-

C:\Database\NISTO2.L

Benzene, 2-etheny1-1,4-dimethy1-

C:\Database\NISTO2.L
Benzoic Acid

c:\Database\NISTO2.L

Benzene, (1-methy1-1-propenyT)-...
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Operator : J. Pavlosek

Acquired : 8 Jul 2008 17:35 using AcgMethod IDF-TD
Instrument : MSD 5973N

Sample Name: Vvz. 9690-1/90341

Misc Info : Sprava letiste Praha

Vial Number: 4

Abundance TIC: 1V9690-8.D
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Information from Data File:
File: C:\MSDCHEM\1\DATA\IDF-TD-08\1v9692-8.D
Operator: J. Pavlosek
pate Acquired: 8 Jul 2008 18:14
Method File: IDF-TD
Sample Name:  VZ. 9692-1/90342
Misc Info: sprava letiste Praha
vial Number: 5

search Libraries: c:\Database\TEST.L Minimum Quality: 80
C:\Database\NISTO02.L Minimum Quality: 0

unknown Spectrum: Aﬁex minus baseline at 9.5 minutes
Integration Events: C emstation Integrator - IDF-TD.E

V{svétlivky: i
pk# - poradové ¢. piku na chromatogramu

RT - reten¢ni ¢as, chromatograficka velic¢ina, doba pruchodu latky kolonou, 2 16
doba od nastriku vzorku na kolonu k dosazeni vrcholu piku

Area% - zastoupeni analytu na chromatogramu vzorku v %

Library/ID - vysledky identifikace na zakladé srovnani hmotnostnich spekter
nalezené 1atky ve vzorku s knihovnou spekter NISTO02

Ref# - referenini ¢islo knihovny spekter
cAs# - identifikace latek pomoci tzv. Cisla CAS (chemical Abstracs)
qQual - mira kvality identifikace, % shodnosti s knihovnou spekter

pPk# RT Area% Library/ID Ref# cAS# qual

1 5.48 13.80 C:\Database\NISTO2.L
Butane, 2-methyl- 701 000078-78-4 94

2 5.57 2.49 C:\Database\NISTO02.L
Pentane 696 000109-66-0 91

3 5.76 2.09 C:\Database\NISTOZ2.L
Butane, 2,2-dimethyl- 1810 000075-83-2 90

4 5.95 3.19 C:\Database\NISTO2.L
pentane, 2-methyl- 1798 000107-83-5 91

5  6.07 1.32 C:\Database\NISTOZ2.L
pentane, 3-methyl- 1799 000096-14-0 91

6 6419 1:22 c:\Database\NIST02.L
Hexane 1796 000110-54-3 91

7 6.52 1.12 c:\Database\NISTO2.L
cyclopentane, methy1- 1470 000096-37-7 91

8 6.88 1.72 c:\Database\NISTO2.L
Benzene 1004 000071-43-2 87

9 7.29 0.53 C:\Database\NISTO2.L
Heptane 3892 000142-82-5 80

10 8.29 0.77 c:\Database\NISTO2.L
Heptane, 2-methyl- 7429 000592-27-8 90

11 8441827 c:\Database\NISTOZ2.L
Toluene 2405 000108-88-3 93

12 8.88 0.77 C:\Database\NISTO2.L
stranka 1
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octane

C:\Database\NISTO02.L
Heptane, 2,5-dimethyl-

C:\Database\NISTO02.L
octane, 2-methyl-

c:\Database\NISTO02.L
Ethylbenzene

c:\Database\NISTO02.L
p-Xylene

c:\Database\NISTO02.L
Benzene, 1,3-dimethyl-

c:\Database\NISTO2.L
Benzene, (1l-methylethyl)-

c:\Database\NISTO02.L
Benzene, propyl-

c:\Database\NISTO02.L
Benzene, l-ethyl-2-methyl-

c:\Database\NISTO2.L
Benzene, l-ethyl-2-methyl-

C:\Database\NISTO2.L
Benzene, 1,2,3-trimethyl-

(@7 \Database\NISTOZ oL
Benzene, 1l-ethyl-2-methyl-

c:\Database\NISTO02.L
Decane

c:\Database\NISTO02.L
Benzene, 1,2,4-trimethyl-

c:\Database\NISTO02.L
Benzene, 1,3,5-trimethyl-

C:\Database\NISTO2.L
Indane

c:\Database\NISTO2.L
Benzene, l-methyl-3-propyl-

C:\Database\NISTO02.L
Benzene, 1,4-diethyl-

c:\Database\NISTO02.L
Benzene, l-methyl-2-propyl-

c:\Database\NISTO2.L
Benzene, 1-methy1-2-(1-methylet...

c:\Database\NISTO02.L
Benzene, 1,2,3,4-tetramethy1—

c:\Database\NISTO02.L
Benzene, (1-methyl-1-propeny1)-...

c:\Database\NISTO2.L
1-Phenyl1-1-butene
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35 16.62 0.90 C:\Database\NISTOZ2.L
Naphthalene 11562 000091-20-3 94

36 18.46 0.39 C:\Database\NISTOZ.L
Naphthalene, 2-methyl- 18500 000091-57-6 86

Mon Jul 14 16:17:58 2008
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 [image: image7.jpg]File : C:\MSDCHEM\1\DATA\IDF-TD-08\1V9692-8.D

Operator : J. Pavlosek

Acquired : 8 Jul 2008 18:14 using AcgMethod IDF-TD
Instrument : MSD 5973N

Sample Name: Vz. 9692-1/90342

Misc Info : Sprava letiste Praha

Vial Number: 5

Abundance TIC: 1V9692-8.D
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Information from Data File:
File: C:\MSDCHEM\1\DATA\IDF-TD-08\1v9693-8.D
Operator: j. pavlosek
pate Acquired: 8 Jul 2008 18:52
Method File: IDF-TD
Sample Name: vz. 9693-1/90350
Misc Info: sprava letiste Praha
vial Number: 6

search Libraries: C:\Database\TEST.L Minimum Quality: 80
c:\Database\NISTO02.L Minimum Quality: O

unknown Spectrum: Apex minus baseline at 8 minutes
Integration Events: C emstation Integrator - IDF-TD.E

visvét1iyky: .
pk# - poradové ¢. piku na chromatogramu

RT - retencni cas, chromatograficka veli¢ina, doba pruchodu latky kolonou, tj.
doba od nastiiku vzorku na kolonu k dosazeni vrcholu piku

Area% - zastoupeni analytu na chromatogramu vzorku v %

Library/ID - vysledky identifikace na zakladé srovnani hmotnostnich spekter
nalezené latky ve vzorku s knihovnou spekter NISTO2

Ref# - referencni ¢&islo knihovny spekter
cAs# - identifikace latek pomoci tzv. &isla CAS (Chemical Abstracs)
Qual - mira kvality identifikace, % shodnosti s knihovnou spekter

pk# RT Area% Library/ID Ref# cas# Qual

1 5.49 24.06 C:\Database\NISTO02.L
Butane, 2-methyl- 701 000078-78-4 91

2 5.76 3.71 C:\Database\NISTOZ2.L
Butane, 2,2-dimethyl- 1804 000075-83-2 78

3 5.96 5.96 c:\Database\NISTO02.L
Butane, 2,3-dimethyl- 1807 000079-29-8 72

4 6.19 16.58 C:\Database\NISTO02.L
Hexane 1797 000110-54-3 83

5¢ :6:90./°3.32 C:\Database\NISTO2.L
Benzene 1004 000071-43-2 90

6 8.45 3.02 c:\Database\NISTO2.L
1,3,5-Cycloheptatriene 2419 000544-25-2 90

7 '15.71 3879 C:\Database\NISTO02.L
Cyc1opropanecarboxamide, N-benz... 59319 1000253-25-4 64

Mon Jul 14 16:19:32 2008

stranka 1



 [image: image9.jpg]File : C:\MSDCHEM\1\DATA\IDF-TD-08\1V9693-8.D

Operator : J. Pavlosek

Acquired : 8 Jul 2008 18:52 using AcgMethod IDF-TD
Instrument : MSD 5973N

Sample Name: Vz. 9693-1/90350

Misc Info : Sprava letiste Praha

vial Number: 6

Abundance TIC: 1V9693-8.D
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Information from Data File:
File: C:\MSDCHEM\1\DATA\IDF-TD-08\1v9695-8.D
Operator: J. Pavlosek
Date Acquired: 8 Jul 2008 20:07
Method File: IDF-TD
Sample Name: vz. 9695-1/97876
Misc Info: Sprava letiste Praha, odber Kladno
vial Number: 8

search Libraries:  C:\Database\TEST.L Minimum Quality: 80
C:\Database\NISTO02.L Minimum Quality: 0

Unknown Spectrum: Aﬁex minus baseline at 8 minutes
Integration Events: Chemstation Integrator - IDF-TD.E

vavét11yky:
pk# - poradové ¢. piku na chromatogramu

RT - retencni cas, chromatograficka veli¢ina, doba prachodu Tatky kolonou, tj.
doba od nastriku vzorku na kolonu k dosazeni vrcholu piku

Area% - zastoupeni analytu na chromatogramu vzorku v %

Library/ID - vysledky identifikace na zakladé srovnani hmotnostnich spekter
nalezené 1atky ve vzorku s knihovnou spekter NISTO2

Ref# - referenéni ¢islo knihovny spekter
CAs# - identifikace latek pomoci tzv. Cisla CAS (Chemical Abstracs)

Qual - mira kvality identifikace, % shodnosti s knihovnou spekter
Pk# RT Area% Library/ID Ref# CAS# Qual

1 5.48 1.48 C:\Database\NISTO2.L
Butane, 2-methyl- 701 000078-78-4 87

2  6.19 1.31 c:\Database\NISTOZ2.L
Hexane 1795 000110-54-3 72

3 6.52 0.40 c:\Database\NISTO2.L
Cyclopentane, methyl- 1470 000096-37-7 83

4 6.90 1.42 C:\Database\NISTO2.L
Benzene 1004 000071-43-2 90

5 7.29 0.47 c:\Database\NISTO2.L
Heptane 3893 000142-82-5 80

6 8.44 5.32 c:\Database\NISTO02.L
Toluene 2403 000108-88-3 91

7 8.92 0.15 C:\Database\NISTO02.L
Hexanal 3695 000066-25-1 83

8 8.98 6.03 C:\Database\NISTO2.L
cyclotrisiloxane, hexamethy1- 71177 000541-05-9 91

9 10.17 1.50 c:\Database\NISTO02.L
Ethylbenzene 4964 000100-41-4 91

10 10.33 5.56 C:\Database\NISTO2.L
p-Xylene 4953 000106-42-3 97

11 10.81 1.93 C:\Database\NISTO2.L
Benzene, 1,3-dimethyl- 4977 000108-38-3 97

12 12.22 1.54 C:\Database\NISTO2.L
Benzaldehyde 4943 000100-52-7 91

stranka 1
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C:\Database\NISTO2.L
Benzene, 1l-ethyl-3-methyl-

C:\Database\NISTO02.L
phenol

C:\Database\NISTO2.L
Benzene, l-ethyl-3-methyl-

C:\Database\NISTO2.L
Benzene, 1,2,3-trimethyl-

Cc:\Database\NISTO02.L
Benzene, 1,3,5-trimethyl-

C:\Database\NISTO2.L
Benzene, l-methyl-3-propyl-

C:\Database\NISTO02.L
Benzene, l-ethyl-3,5-dimethyl-

C:\Database\NISTO2.L
Acetophenone

C:\Database\NISTO2.L
Nonanal

C:\Database\NISTO2.L
Benzoic Acid

C:\Database\NISTO2.L
pDecanal

C:\Database\NISTO02.L
Naphthalene

C:\Database\NISTOZ.L
Benzothiazole

c:\Database\NISTO02.L
Hexadecane

Naphthalene, 1-methyl-
C:\Database\NISTO02.L
Tetradecane

c:\Database\NISTO02.L
pPentadecane

Mon Jul 14 16:22:41 2008
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[image: image12.jpg]" File . C:\MSDCHEM\1\DATA\IDF-TD-08\1V9695-8.D

Operator : J. Pavlosek

Acquired : 8 Jul 2008 20:07 using AcgMethod IDF-TD
Instrument : MSD 5973N

Sample Name: vz. 9695-1/97876

Misc Info : Sprava letiste Praha, odber Kladno

Vial Number: 8

Abundance TIC: 1V9695-8.D
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Information from Data File:

File:
Operator:

pate Acquired:
Method File:
Sample Name:
Misc Info:
vial Number:

search Libraries:

Unknown Spectrum:
Integration Events:

C:\MSDCHEM\1\DATA\IDF-TD-08\1v9696-8.D
J. Pavlosek
8 Jul 2008 20:44
IDF-TD
vz. 9696-1/90349
gprava Tetiste Praha, odber Kladno

C:\Database\TEST.L
C:\Database\NIST02.L

Minimum Quality:
Minimum Quality:

Apex minus baseline at 8 minutes
chemstation Integrator - IDF-TD.E

vavét1ivky: ]
pk# - poradové &. piku na chromatogramu

RT - retenéni &as, chromatograficka veli¢ina, doba priuchodu latky kolonou, £
doba od nastfiku vzorku na kolonu k dosazeni vrcholu piku

Area% - zastoupeni analytu na chromatogramu vzorku v %

Library/ID - vysledky identifikace na zakladé srovnani hmotnostnich spekter
latky ve vzorku s knihovnou spekter NIST02

nalezené
Ref# - referentni ¢islo knihovny spekter
CAs# - identifikace 1atek pomoci tzv. ¢isla CAS (Chemical Abstracs)

qQual - mira kvality identifikace, % shodnosti s knihovnou spekter

Pk# RT Area% Library/ID Ref# CAS# Qual

1 5.97 1.60 C:\Database\NISTO2.L
cyclopropane, ethyl- 562 001191-96-4 38

2  6.18 2.36 C:\Database\NISTO2.L
Hexane 1796 000110-54-3 78

3 6.89 1.20 C:\Database\NISTO02.L
Benzene 1004 000071-43-2 87

4 8.44 3.64 C:\Database\NISTO2.L
Toluene 2401 000108-88-3 91

5 8.92 0.56 C:\Database\NISTOZ2.L
Hexanal 3696 000066-25-1 83

6 10.17 1.07 C:\Database\NISTO02.L
Ethylbenzene 4964 000100-41-4 91

7 10.33 4.31 C:\Database\NISTO02.L
p-Xylene 4953 000106-42-3 97

8 10.81 1.59 C:\Database\NISTO2.L
o-Xylene 4960 000095-47-6 91

9 12.11 1.06 C:\Database\NISTO2.L
Benzene, l-ethyl-2-methyl- 9127 000611-14-3 90

10 12.22 1.15 c:\Database\NIST02.L
Benzaldehyde 4944 000100-52-7 91

11 12.49 0.53 C:\Database\NISTO2.L
Benzene, l-ethyl-3-methyl- 9128 000620-14-4 90

12 12.80 6.05 C:\Database\NISTOZ.L
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[image: image15.jpg]File : C:\MSDCHEM\1\DATA\IDF-TD- 08\1V9696-8.D

Operator : J. Pavlosek

Acquired : 8 Jul 2008 20:44 using AcgMethod IDF-TD
Instrument : MSD 5973N

Sample Name: vz. 9696-1/90349

Misc Info : Sprava letiste Praha, odber Kladno

Vial Number: 9

Abundance TIC: 1V9696-8.D
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Information from Data File:
File: C:\MSDCHEM\1\DATA\IDF-TD-08\1v9697-8.D
Operator: J. pavlosek
pate Acquired: 8 Jul 2008 21:22
Method File: IDF-TD
Sample Name: vz. 9697-1/90344
Misc Info: sprava letiste Praha, odber Kladno
vial Number: 10

search Libraries: C:\Database\TEST.L Minimum Quality: 80
C:\Database\NISTO02.L Minimum Quality: 0

unknown Spectrum: Apex minus baseline at 8 minutes
Integration Events: Chemstation Integrator - IDF-TD.E

V{svét1ivky: i
pk# - poradové ¢. piku na chromatogramu

RT - retenéni ¢as, chromatograficka velicina, doba prichodu 1atky kolonou, tj.
doba od nastfiku vzorku na kolonu k dosazeni vrcholu piku

Area% - zastoupeni analytu na chromatogramu vzorku v %

Library/ID - vysledky identifikace na zakladé srovnani hmotnostnich spekter
nalezené latky ve vzorku s knihovnou spekter NISTO2

Ref# - referencni ¢islo knihovny spekter
CcAs# - identifikace 1atek pomoci tzv. ¢isla CAS (Chemical Abstracs)

Qual - mira kvality identifikace, % shodnosti s knihovnou spekter

pk# RT Area% Library/ID Ref# CAS# Qual

1  6.20 5.15 C:\Database\NISTOZ.L
Hexane 1796 000110-54-3 90

2  6.91 1.38 C:\Database\NISTO2.L
Benzene 1002 000071-43-2 86

3 8.99 6.49 C:\Database\NISTOZ2.L
Cyclotrisiloxane, hexamethyl- 71175 000541-05-9 83

4 10.34 1.95 C:\Database\NISTOZ2.L
p-Xylene 4955 000106-42-3 83

5 11.64 3.80 C:\Database\NISTOZ2.L
1R-.alpha.-Pinene 15163 007785-70-8 93

6 12.12 0.41 C:\Database\NISTOZ = 8
Benzene, l-ethyl-2-methyl- 9132 000611-14-3 74

7 14.23 1.14 c:\Database\NISTO2.L
Acetophenone 9073 000098-86-2 83

8 16.49 15.42 C:\Database\NISTO02.L
pecanal 26903 000112-31-2 91

9 16.61 0.87 C:\Database\NISTO2.L
Naphthalene 11561 000091-20-3 86
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 [image: image17.jpg]File : C:\MSDCHEM\1\DATA\IDF-TD-08\1V9697-8.D
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