Library Search

Data Path : D:\msdata\CStuhl\Haleigh\
Data File : UF1 8 AM 031615.D

Acqg On 17 Mar 2015 8:03
Operator

Sample : UF1 8 am 031615.D

Misc :

ALS Vial : 9 Sample Multiplier: 1

Report

Search Libraries: C:\Database\NIST14.L Minimum Quality: 8@
Unknown Spectrum: Apex
Integration Events: RTE Integrator - LSCINT.P
Pk# RT Area% Library/ID Ref# CAS#  Qual
1 0.967 5.52 C:\Database\NIST14.L
Propane 80 000074-98-6 3
Propane 79 000074-98-6 3
Propane 78 000074-98-6 3
2 1.801 0.21 C:\Database\NIST14.L
TATP 86153 017088-37-8 25
Acetone 218 000067-64-1 9
Acetone 214 000067-64-1 9
3 1.907 0.20 C:\Database\NIST14.L
Acetone 215 000067-64-1 10
Acetone 214 000067-64-1 10
Acetone 218 000067-64-1 10
4 2.036 0.37 C:\Database\NIST14.L
Acetone 218 000067-64-1 22
Acetone 217 000067-64-1 12
Acetone 214 000067-64-1 12
5 2.094 0.48 C:\Database\NIST14.L
TATP 86153 017088-37-8 56
Acetone 218 000067-64-1 35
Acetone 214 000067-64-1 25
6 2.153 0.25 C:\Database\NIST14.L
Acetone 218 000067-64-1 14
Acetone 217 000067-64-1 10
Acetone 215 000067-64-1 10
7 2.228 0.39 C:\Database\NIST14.L
TATP 86153 017088-37-8 43
Acetone 217 000067-64-1 10
Acetone 218 000067-64-1 10
8 2.388 0.28 C:\Database\NIST14.L
TATP 86153 017088-37-8 56
O-Methylisourea 782 002440-60-0 39
Acetone 218 000067-64-1 14



10

11

12

13

14

15

16

17

18

19

20

.803

.246

.524

.325

.426

.586

.784

.955

.136

.542

.450

.792

.37 C:\Database\NIST14.L

Acetone
Acetic acid, sodium salt
Methyl glyoxal

.22 C:\Database\NIST14.L

Silanol, trimethyl-
Propanoic acid, TMS derivative
Isopropyl alcohol, TMS derivative

.68 C:\Database\NIST14.L

Ethyl Acetate
Ethyl Acetate
Ethyl Acetate

.62 C:\Database\NIST14.L

Pentanal
Pentanal
Butanal, 3-methyl-

.28 C:\Database\NIST14.L

1,3,5-Cycloheptatriene
Toluene
1,3,5-Cycloheptatriene

.76 C:\Database\NIST14.L

2-Propanone, 1-hydroxy-
2-Propanone, 1-hydroxy-
2-Propanone, 1-hydroxy-

.92 C:\Database\NIST14.L

Hexanal
Hexanal
Hexanal

.30 C:\Database\NIST14.L

Cyclopropane, pentyl-
cis-1-Butyl-2-methylcyclopropane
trans-1-Butyl-2-methylcyclopropane

.37 C:\Database\NIST14.L

Heptane, 2,4-dimethyl-

214
1146
634

2269
22476
14712

2042
2038
2040

1727
1728
1765

2495
2481
2496

827
825
826

3832
3833
3830

6813
6920
6934

12973

Sulfurous acid, dodecyl hexyl este 191786

Octane

.62 C:\Database\NIST14.L

Cyclotrisiloxane, hexamethyl-
Cyclotrisiloxane, hexamethyl-
Cyclotrisiloxane, hexamethyl-

.07 C:\Database\NIST14.L

Heptanal
Heptanal
Heptanal

.49 C:\Database\NIST14.L

Nonane
Nonane

7760

85992
85994
85993

7559
7563
7562

12937
12939

000067-64-1
000127-09-3
000078-98-8

001066-40-6
016844-98-7
001825-64-5

000141-78-6
000141-78-6
000141-78-6

000110-62-3
000110-62-3
000590-86-3

000544-25-2
000108-88-3
000544-25-2

000116-09-6
000116-09-6
000116-09-6

000066-25-1
000066-25-1
000066-25-1

002511-91-3
038851-69-3
038851-70-6

002213-23-2

43
38
37

64
53
45

91
90
86

80
59
56

42
38
38

45
45

80
76
64

87
81
81

50

1000309-13-4 50

000111-65-9

000541-05-9
000541-05-9
000541-05-9

000111-71-7
000111-71-7
000111-71-7

000111-84-2
000111-84-2

49

90
86
64

96
94
90

76
76



21

22

23

24

25

26

27

28

29

30

31

10.

10.

10.

10.

10.

1e.

10.

11.

11.

11.

11.

311

498

620

743

839

898

989

155

459

513

619

Nonane

.15 C:\Database\NIST14.L

Benzaldehyde
Benzaldehyde
Benzaldehyde

.24 C:\Database\NIST14.L

Benzene, propyl-
Benzene, propyl-
Benzene, propyl-

.71 C:\Database\NIST14.L

Benzene, 1-ethyl-2-methyl-
Benzene, 1-ethyl-2-methyl-
Benzene, 1-ethyl-3-methyl-

.37 C:\Database\NIST14.L

Mesitylene
2,4-Nonadiyne
Benzene, 1,2,3-trimethyl-

.25 C:\Database\NIST14.L

Nonane, 4-methyl-
Nonane, 4-methyl-
Nonane, 4-methyl-

.43 C:\Database\NIST14.L

Hexadecane
Decane, 6-ethyl-2-methyl-
2,2-Dimethyl-3-octanone

.23 C:\Database\NIST14.L

Phenol
3-Methylpyridazine
2-Vinylfuran

.87 C:\Database\NIST14.L

Mesitylene
Benzene, 1,2,3-trimethyl-
Benzene, 1l-ethyl-3-methyl-

.70 C:\Database\NIST14.L

Decane
Decane
Decane

.46 C:\Database\NIST14.L

Cyclotetrasiloxane, octamethyl-
Cyclotetrasiloxane, octamethyl-

12938

5152
5148
5151

9586
9585
9587

9606
9603
9604

9581
9583
9599

19664
19658
19665

89841
51469
29209

2619
2605
2622

9578
9592
9609

19648
19649
19651

155949
155952

2,5-Dihydroxyacetophenone, 2TMS de 155021

rivative

.22 C:\Database\NIST14.L

Benzeneacetaldehyde
Benzeneacetaldehyde
Benzeneacetaldehyde

9549
9551
9550

000111-84-2

000100-52-7
000100-52-7
000100-52-7

000103-65-1
000103-65-1
000103-65-1

000611-14-3
000611-14-3
000620-14-4

000108-67-8
063621-15-8
000526-73-8

017301-94-9
017301-94-9
017301-94-9

000544-76-3
062108-21-8
005340-64-7

000108-95-2
001632-76-4
001487-18-9

000108-67-8
000526-73-8
000620-14-4

000124-18-5
000124-18-5
000124-18-5

000556-67-2
000556-67-2

64

94
94
93

68
58
52

93
93
87

76
76
76

87
81
58

43
43
43

53
49
49

74
74
70

96
95
94

90
86

1000352-83-7 59

000122-78-1
000122-78-1
000122-78-1

55
55
55



32

33

34

35

36

37

38

39

40

41

42

11.

12.

12.

12.

13.

13.

13.

13.

13.

14.

14.

849

073

447

795

062

126

660

783

879

055

360

.54 C:\Database\NIST14.L

D-Limonene
1-Cyclohexyl-2-buten-1-0l1 (c,t)
Limonene

.21 C:\Database\NIST14.L

.beta.-0cimene

1,3,6-0Octatriene, 3,7-dimethyl-, (

Z)-
3-Carene

.19 C:\Database\NIST14.L

Dodecane, 2,6,11-trimethyl-
Dodecane, 2,6,11-trimethyl-
Decane, 3,7-dimethyl-

.19 C:\Database\NIST14.L

Nonanal
Nonanal
Nonanal

.47 C:\Database\NIST14.L

Undecane
Undecane
Undecane

.19 C:\Database\NIST14.L

Decane, 3,6-dimethyl-
Hexadecane, 7,9-dimethyl-
Octane, 5-ethyl-2-methyl-

.32 C:\Database\NIST14.L

16046
27614
16027

16062
16175

16037

76619
76621
39995

20435
20436
20437

29356
29357
29354

40000
115564
29382

Butylphosphonic acid, di(4-methoxy 194995

-2-methylbutyl) ester
Thiocyanic acid, propyl ester

Succinic acid, octyl propyl ester

.87 C:\Database\NIST14.L

Benzeneacetic acid, methyl ester
Benzeneacetic acid, methyl ester
Benzeneacetic acid, methyl ester

.35 C:\Database\NIST14.L
1-(1-Methoxypropan-2-yloxy)propan-

2-yl acetate
Silane, trimethyl-

4121
132412

25201
25199
25197
56551

808

1-(1-Methoxypropan-2-yloxy)propan- 120926

2-yl heptanoate

.75 C:\Database\NIST14.L

Cyclopentasiloxane, decamethyl-

220036

N-(Trifluoracetyl)-0,0',0"'"'-tris(t 265635

rimethylsilyl)epinephrine

N-(Trifluoroacetyl)-0,0',0"'"'-tris( 263373

trimethylsilyl)norepinephrine

.00 C:\Database\NIST14.L

Decanal

29131

005989-27-5 50
079605-62-2 46
000138-86-3 46

013877-91-3 60

003338-55-4 60

013466-78-9 53

©31295-56-4 90

031295-56-4 81
017312-54-8 81

000124-19-6 86
000124-19-6 83
000124-19-6 80

001120-21-4 97
001120-21-4 93
001120-21-4 87

017312-53-7 80
021164-95-4 72
062016-18-6 68
1000323-49-3 53
004251-16-5 53
1000324-95-5 47

000101-41-7 91
000101-41-7 91
000101-41-7 91

1000367-08-6 64

000993-07-7 59
1000367-13-1 59

000541-02-6 91
054135-51-2 38

1000072-26-3 38

000112-31-2 86



43

44

45

46

47

48

49

50

51

14.

14.

15.

15.

15.

16.

16.

16.

16.

Decanal 29132 000112-31-2 80

13-Methyltetradecanal 89788 ©75853-51-9 52
574 .26 C:\Database\NIST14.L

Octane 7759 000111-65-9 80

Carbonic acid, decyl vinyl ester 91176 1000383-25-7 64

Hexane, 3,3-dimethyl- 7774 000563-16-6 59
664 .70 C:\Database\NIST14.L

Caprolactam 7051 000105-60-2 90

Caprolactam 7052 000105-60-2 87

Caprolactam 7050 000105-60-2 87
129 .51 C:\Database\NIST14.L

1-Dodecene 38260 000112-41-4 58

1-Pentadecene 74570 013360-61-7 53

2-Decenal, (E)- 27514 003913-81-3 52
786 .77 C:\Database\NIST14.L

Octane, 2-methyl- 12947 003221-61-2 38

Pentadecane, 2,6,10,14-tetramethyl 128855 001921-70-6 38

Pentadecane, 2,6,10,14-tetramethyl 128857 001921-70-6 35
979 .26 C:\Database\NIST14.L

Tridecane 51395 000629-50-5 87

Tridecane 51393 000629-50-5 87

Hexadecane 89842 000544-76-3 86
101 .45 C:\Database\NIST14.L

1-Undecene, 7-methyl- 38300 074630-42-5 64

2-Methyl-Z-4-tetradecene 74578 1000130-78-3 52

Hexadecanoic acid, 2-hydroxy-, met 146257 016742-51-1 52

hyl ester
219 .18 C:\Database\NIST14.L

Octane, 4-methyl- 12945 002216-34-4 52

Diglycolic acid, isohexyl 2-methyl 147767 1000381-81-5 47

butyl ester

Cyclohexane, 1,1-dimethyl-2-propyl 27977 081983-71-3 46
336 .21 C:\Database\NIST14.L

Cyclopentane, hexyl- 27934 004457-00-5 49

Cyclohexane, 1,2,4-trimethyl- 11829 ©02234-75-5 45

1-Pentadecene 74570 013360-61-7 38
385 .44 C:\Database\NIST14.L

Nonane, 1-iodo- 115703 004282-42-2 72

206779 000544-77-4 64
181794 019218-94-1 64

Hexadecane, 1-iodo-
Tetradecane, 1l-iodo-
.534 2.89 C:\Database\NIST14.L
2-Butyramido-2-[4-chloro-2-(triflu 250555
oromethyl)anilino]-1,1,1,3,3,3-hex
afluoropropane
Cyclohexasiloxane, dodecamethyl-
Cyclohexasiloxane, dodecamethyl-

1000224-20-4 32

254923
254924

000540-97-6 25
000540-97-6 22

.759 1.96 C:\Database\NIST14.L



21449
41263
79620

000109-21-7 74
002639-63-6 64
000077-68-9 64

Butanoic acid, butyl ester
Butanoic acid, hexyl ester
Propanoic acid, 2-methyl-, 3-hydro
xy-2,2,4-trimethylpentyl ester

.159 0.40 C:\Database\NIST14.L

56

57

58

59

60

61

62

63

17.

18.

18.

18.

18.

18.

18.

18.

Tridecanal 63515 010486-19-8 76

Undecanal 39874 000112-44-7 74

Bacchotricuneatin c 199015 066563-30-2 58
.293 0.30 C:\Database\NIST14.L

Pentadecane 76609 000629-62-9 46

Sulfurous acid, butyl decyl ester 137914 1000309-17-7 43

Sulfurous acid, butyl undecyl este 151433 1000309-17-8 43
651 .32 C:\Database\NIST14.L

Hexasiloxane, tetradecamethyl- 258608 000107-52-8 50

Trisiloxane, 1,1,1,5,5,5-hexamethy 229156 ©003555-47-3 43

1-3,3-bis[(trimethylsilyl)oxy]-

Benzyloxyamine, 2TMS derivative 127249 079208-41-6 38
094 .69 C:\Database\NIST14.L

4-(Adamantan-1-ylamino)-2,5,6-tric 209305 339060-92-3 50

hloro-nicotinonitrile

1-Adamantanecarboxamide, N,N-dimet 71591 ©01502-00-7 40

hyl-,

1,2-Benzisothiazole-3-propanoic ac 71226 050565-45-2 40

id
425 .85 C:\Database\NIST14.L

2,4-Di-tert-butylphenol 70634 000096-76-4 96

2,4-Di-tert-butylphenol 70632 000096-76-4 95

Phenol, 2,5-bis(1,1-dimethylethyl) 70651 005875-45-6 87
537 .43 C:\Database\NIST14.L

Eicosane 142239 000112-95-8 87

Hexadecane 89842 000544-76-3 87

Tetracosane 195673 000646-31-1 86
580 .07 C:\Database\NIST14.L

Heptadecane 102600 000629-78-7 72

Tridecane, 1-iodo- 168440 035599-77-0 64

Undecane, 2-methyl- 39986 007045-71-8 64
692 .14 C:\Database\NIST14.L

Octadecane 115546 000593-45-3 83

Nonadecane 128834 000629-92-5 72

Tetradecane, 1-iodo- 181793 ©19218-94-1 72
773 .15 C:\Database\NIST14.L

6,6-Diethylhoctadecane 169414 1000360-41-8 80

Tricosane, 2-methyl- 195680 ©001928-30-9 74

Eicosane 142240 000112-95-8 74
901 .77 C:\Database\NIST14.L

Cyclohexane, 1,2,4-trimethyl- 11827 ©02234-75-5 45

Cyclohexane, 1,2,4-trimethyl- 11829 ©02234-75-5 43

Cyclopentane, (2-methylbutyl)- 18472 ©53366-38-4 38



64

65

66

67

68

69

70

71

72

73

74

19.

19.

19.

19.

19.

19.

19.

19.

19.

19.

19.

008

109

227

285

333

381

462

542

606

665

718

.48 C:\Database\NIST14.L

Cyclohexane, 1,2,4-trimethyl- 11829
Decane, 3,7-dimethyl- 39995
Oxalic acid, 6-ethyloct-3-yl hepty 186278
1 ester

.99 C:\Database\NIST14.L

Octadecane, 1-iodo- 226953
Octane, 2-methyl- 12950
Heptacosane 227469

.24 C:\Database\NIST14.L

Octane, 5-ethyl-2-methyl- 29382
Tetracosane, 1-iodo- 260060
Heptadecane 102599

.15 C:\Database\NIST14.L

Tetratetracontane 273584
Triacontane, 1-iodo- 270745
2-methyloctacosane 242320

.27 C:\Database\NIST14.L

Hexadecane 89844
Heptacosane 227469
Eicosane, 1-iodo- 241993

.34 C:\Database\NIST14.L

Hexacosane, 1-iodo- 265262
Hexacosane 217890
Docosane, 1-iodo- 252495

.58 C:\Database\NIST14.L

Tetracosane 195673
Tetracosane 195672
Hexadecane 89844

.85 C:\Database\NIST14.L

Sulfurous acid, hexadecyl 2-pentyl 224830
ester

Sulfurous acid, dodecyl 2-pentyl e 178523
ster

2,2,4-Trimethyl-1,3-pentanediol di 146067
isobutyrate

.68 C:\Database\NIST14.L

Heneicosane 155888
Docosane 169409
Octadecane, 1-iodo- 226952

.49 C:\Database\NIST14.L

2H-Pyran, tetrahydro-2-(12-pentade 167395

cynyloxy) -
Octadecane 115545
Heptadecane 102600

.41 C:\Database\NIST14.L

Hexadecane 89843

002234-75-5 30
017312-54-8 30
1000309-34-5 27

000629-93-6 80
003221-61-2 68
000593-49-7 64

062016-18-6 76
1000406-32-0 72
000629-78-7 64

007098-22-8 80
1000406-32-3 80
1000376-72-8 72

000544-76-3 86
000593-49-7 86
1000406-31-8 83

1000406-32-1 72
000630-01-3 72
1000406-31-9 64

000646-31-1 80

000646-31-1 72

000544-76-3 72

1000309-16-5 64

1000309-16-1 64

006846-50-0 58

000629-94-7 80
000629-97-0 72
000629-93-6 59
056666-38-7 92
000593-45-3 91
000629-78-7 87

000544-76-3 94



75

76

77

78

79

80

81

82

83

84

85

20.

20.

20.

20.

21.

21.

21.

21.

21.

21.

21.

407

530

845

963

a70

166

219

358

454

518

615

Hexadecane
Hexadecane

.53 C:\Database\NIST14.L
(4as,8aS)-8-Isopentyl-4,4,7,8a-tet
ramethyl-1,2,3,4,4a,5,6,8a-octahyd

ronaphthalene
Silane, 1,3-decadiynyltrimethyl-

Oxirane, [[4-(1,1-dimethylethyl)ph

enoxy ]methyl]-

.20 C:\Database\NIST14.L

Nonahexacontanoic acid
Dodecane, 3-methyl-

Sulfurous acid, butyl tetradecyl e

ster

.58 C:\Database\NIST14.L

Heptadecane
Tridecane, 1-iodo-
Hexadecane

.27 C:\Database\NIST14.L

Hentriacontane

Pentadecane, 2,6,10,14-tetramethyl

Tetracosane

.36 C:\Database\NIST14.L

Heneicosane
Heptacosane
Octacosane

.44 C:\Database\NIST14.L

1-Iodo-2-methylundecane
Docosane, 1-iodo-
2-Bromotetradecane

.20 C:\Database\NIST14.L

Heptadecane
Octadecane, 1-iodo-
Hexacosane, 1-iodo-

.04 C:\Database\NIST14.L

Triacontyl pentafluoropropionate
Octacosyl heptafluorobutyrate
Hexacosyl pentafluoropropionate

.72 C:\Database\NIST14.L

Cyclohexane, 1l-ethyl-2-propyl-
Pentadecane
Hexadecane

.49 C:\Database\NIST14.L

Heneicosane
2-Bromo dodecane
Hexane, 2,3,4-trimethyl-

.89 C:\Database\NIST14.L

89840
89841

123189

70601
70543

276185
51413
191788

102599
168440
89842

252712
128856
195673

155888
227469
235614

154846
252495
136205

102599
226952
265262

272551
273239
269275

27962
76609
89842

155888
109279
12990

000544-76-3 94
000544-76-3 94

220766-79-0 38

084751-17-7 38
003101-60-8 35

040710-32-5 49
017312-57-1 43
1000309-18-1 38

000629-78-7 94
035599-77-0 93
000544-76-3 90

000630-04-6 87
001921-70-6 86
000646-31-1 86

000629-94-7 90
000593-49-7 90
000630-02-4 86

073105-67-6 90
1000406-31-9 87
074036-95-6 86

000629-78-7 91
000629-93-6 86
1000406-32-1 86

1000351-80-0 52
1000351-83-6 52
1000351-81-2 50

062238-33-9 41
000629-62-9 38
000544-76-3 30

000629-94-7 72
013187-99-0 64
000921-47-1 52



86

87

88

89

920

91

92

93

94

95

96

21.

21.

21.

21.

21.

22.

22.

22.

22.

22.

22.

711

764

807

898

951

010

229

293

448

704

784

2-Bromotetradecane 136205
Decane, 3,8-dimethyl- 40006
2-methyloctacosane 242320

.11 C:\Database\NIST14.L

Heptacosane 227469
2-Bromo dodecane 109279
Hexadecane 89838

.43 C:\Database\NIST14.L

Hexadecyl octyl ether 209173
11-Methyltricosane 195679
Carbonic acid, decyl nonyl ester 186528

.90 C:\Database\NIST14.L

Hexadecane, 2,6,11,15-tetramethyl- 142256
2-Bromotetradecane 136205
Hexacosane 217890

.82 C:\Database\NIST14.L

Hentriacontane 252712
Tetracosane 195673
Dotriacontane, 1-iodo- 272203

.24 C:\Database\NIST14.L

Heptadecane 102599
Pentacosane 207499
Eicosane 142238

.22 C:\Database\NIST14.L

Tetratriacontane, 17-hexadecyl- 275157
Carbonic acid, octadecyl vinyl est 197481
er

Hexacosane 217890

.20 C:\Database\NIST14.L

Triacontane, 1-bromo- 266454
Tetratetracontane 273584
Decane, 3,8-dimethyl- 40006

.78 C:\Database\NIST14.L

Ethanone, 1-(5,6,7,8-tetrahydro-2, 83411
8,8-trimethyl-4H-cyclohepta[b]fura
n-5-yl)-
2,5-di-tert-Butyl-1,4-benzoquinone 83301

3-Acetylphenanthrene 83713
.32 C:\Database\NIST14.L

Homosalate 122907

Homosalate 122906

3,3,5-Trimethylcyclohexyl acrylate 61569

.16 C:\Database\NIST14.L

Homosalate 122906
Homosalate 122907
Homosalate 122908
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