LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081736.D

Aca On : 22 Sep 2015 6:16

Operator : UM/I1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF090115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.201 8 10 13 rVB 885473 939659 41.89% 6.593%
2 1.281 15 17 29 rvB4 14861 37473 1.67% 0.263%
3 1.441 29 31 37 rBv 66234 160639 7.16% 1.127%
4 1.521 37 38 77 rVB 625421 2242894 100.00% 15.736%
5 4.333 281 284 289 rBV 13730 29225 1.30% 0.205%
6 4.424 289 292 312 rVB 201177 582456 25.97% 4.086%
7 5.316 367 370 396 rBV 495488 1003492 44.74% 7.040%
8 7.590 566 569 574 rBV 534770 997791 44.49% 7 .000%
9 7.682 574 577 585 rVB 607214 1160472 51.74% 8.142%
10 8.162 615 619 625 rBB 130797 232217 10.35% 1.629%

11 8.482 644 647 657 rBB 495499 779639 34.76% 5.470%
12 9.465 729 733 745 rBV 383067 698790 31.16% 4._.903%
13 11.054 869 872 879 rBV 164093 286352 12.77% 2.009%
14 13.705 1100 1104 1107 rBV 679896 1143435 50.98% 8.022%
15 13.762 1107 1109 1116 rVB 16385 37784 1.68% 0.265%

16 14.768 1192 1197 1204 rBV 79704 159881 7.13% 1.122%
17 15.191 1230 1234 1242 rVB 170637 310840 13.86% 2.181%

18 16.586 1352 1356 1360 rBV 19586 32462 1.45% 0.228%
19 17.100 1397 1401 1410 rBV 341016 706235 31.49% 4 _955%
20 17.729 1452 1456 1462 rBV2 25879 79193 3.53% 0.556%
21 18.700 1537 1541 1545 rBV 170237 318597 14.20% 2.235%
22 18.814 1548 1551 1553 rVV 21595 36851 1.64% 0.259%
23 18.872 1553 1556 1566 rVB3 11225 27912 1.24% 0.196%
24 19.660 1619 1625 1629 rBV 28504 57689 2.57% 0.405%
25 19.843 1637 1641 1644 rBvV 17072 29939 1.33% 0.210%
26 20.460 1692 1695 1701 rBV 28397 58735 2.62% 0.412%
27 21.409 1775 1778 1784 rVV2 31664 61654 2.75% 0.433%
28 21.740 1804 1807 1810 rBV 14418 25142 1.12% 0.176%

29 22.072 1832 1836 1838 rBV 1016942 1178028 52.52% 8.265%
30 23.318 1942 1945 1946 rBV 102826 164228 7.32% 1.152%

31 23.352 1946 1948 1955 rVVv 208566 307338 13.70% 2.156%

32 24.003 2003 2005 2009 rVB2 21270 28517 1.27% 0.200%
33 24.358 2034 2036 2039 rVB 36021 53769 2.40% 0.377%
34 24.598 2055 2057 2061 rBVZ2 20370 33954 1.51% 0.238%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081736.D

Aca On : 22 Sep 2015 6:16

Operator : UM/I1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 24.792 2071 2074 2080 rVB 138402 215445 9.61% 1.512%

36 25.546 2136 2140 2143 rVB4 11625 34455 1.54% 0.242%

Sum of corrected areas: 14253182
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081736.D

Aca On : 22 Sep 2015 6:16

Operator : UM/I1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081736.D
1000000
1.20

800000

1.52 7.68

7.9
5.32 8.48

600000

400000 9.46

200000 4.42
8.16

1.4

128\ 4

B T - . B B

Time--> 150 200 250 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BF081736.D
1000000

800000
13.71

600000

400000 17.10

200000 11.05 15.19 18.70

14.77
E\?e 16.59 17.73 Kisech

L s 1 S o AU R SR i 2

Time--> 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50
Abundance TIC: BF081736.D
1000000 22,07

800000

600000

400000

200000

19.66.84  20.46
A N

R I AL LE s - a5 S ESaaRaaas

Time--> 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081736.D

Aca On : 22 Sep 2015 6:16

Operator : UM/I1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

1.20 80.93 ng 939659 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 9

Abundance Scan 10 (1.201 min): BF081736.D (-8) (-) m/z 73.05 100.00%
7
43
5000 55
87
39 1.20 1.30 1.40 1.50 1.60
51 | 59 6569
.”mqmqmqmqmqmqmqmththqum“mqquqmqmqmqmqm m/z 43.10 54.33%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 T
Abundance #4386: Butane, 2-methoxy-2-methyl-
5000
43 1.20 1.30 1.40 1.50 1.60
55 87 m/z 55.10 37.88%
??33 39 50 ‘ 59 69
miz--> 02T 18 20 95 30 35 40 45 50 2 60 5 70 75 80 9 90 95
Abundance
73
1.20 1.30 1.40 1.50 1.60
5000 m/z 87.10 26.78%
43
2 15 942933 39 a7 53 59 6569 7781 88
B L) LA s AR LA LA L KAL) RALL) RALA) WALLY LA AR ALY LA KA MR LA LAAE) LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1852: Acetamide, N-ethyl-
30 1.20 1.30 1.40 1.50 1.60
m/z 41.10 18.35%
5000 43 87
15 72
"““'P“'P“'P'“L'“P'“%§”"“I“ﬁ?J“I““I“9?“??““P§§PL'P'“P'“P'“P'“P'
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081736.D

Aca On : 22 Sep 2015 6:16

Operator : UM/I1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.42 50.16 ng 582456 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 292 (4.424 min): BF081736.D (-289) (-) m/z 43.05 100.00%
a3
5000
101 ab0 420 a0 4R B
51 83

e Sl 8 e mM/Z 59.10  53.29%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000

59 4.00 420 4.40 4.60 4.80
m/z 58.10 13.69%
15 31 ‘ 101
...,..‘..,...‘.,‘....,‘:...5,.1.:.,....,....,?.3..,....,‘....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
A REam B RS
400 4.20 4.40 4.60 4.80
5000 41 m/z 101.10 13.29%
31
69 87
15 51 98
mﬁwmmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e R R

59 400 420 4.40 4.60 4.80
m/z 41.10 9.32%

5000 41
68
|l] so 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 400 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081736.D

Aca On : 22 Sep 2015 6:16

Operator : UM/I1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknown7.68 Concentration Rank 2

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

7.68 99.95 ng 1160470 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 577 (7.682 min): BF081736.D (-574) (-) m/z 132.10 100.00%
32
5000 68
40 . 54 ‘ 75 e 740 7.60 7.80 8.00
48 62 104
....,....I'!..:,!!..,:r.n.',..':'.,..f.‘?,..I.,.'!..,....,....,~'...,.. m/z 68.10 45_04%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 UL U R I IR
7.40 7.60 7.80 8.00
21 70 m/z 134.10 32.20%
_ Mst % 77 s | 105 me
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
89 o 740 7.60 7.80 8.00
5000 m/z 66.05 31.91%
78
31 38 4, 51
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R Ra e e R Eaa n
132 7.40 7.60 7.80 8.00
m/z 69.10 18.29%
5000
33 44 o g7 105
s g | | oy |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081736.D

Aca On : 22 Sep 2015 6:16

Operator : UM/I1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.59 2.09 ng 32462 Acenaphthene-d10 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Undecane 156 Cl11H24 001120-21-4 72
3 Ether. hexvl pentvl 172 C11H240 032357-83-8 50
4 Tridecane 184 C13H28 000629-50-5 50
5 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 43
Abundance Scan 1356 (16.586 min): BF081736.D (-1352) (-) m/z 57.10 100.00%
57
43
5000 n
85

16.20 16.40 16.60 16.80 17.00

99

.,.”.p”.h,”h.“..w...w..”,.”.,.”.,”..“...“... m/z 43.10 68.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #73965: Hexadecane

57

5000 &

g5 16.20 16.40 16.60 16.80 17.00
29 ‘ m/z 71.10 51.21%
|

| ! “ 99 113 127 141 155 169 183 197 226

T |
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
43 57 /\
R R EEEmms s
16.20 16.40 16.60 16.80 17.00
5000 " m/z 41.10 39.80%
29 85

99 113 127 156

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #37490: Ether, hexyl pentyl
a3 16.20 16.40 16.60 16.80 17.00
m/z 85.10 28.23%

71
5000
85
56

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081736.D

Aca On : 22 Sep 2015 6:16

Operator : UM/I1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Octane, 2,4,6-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.73 4.97 ng 79193 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 78
2 Hexadecane 226 C16H34 000544-76-3 78
3 Undecane 156 C11H24 001120-21-4 53
4 Tridecane 184 C13H28 000629-50-5 45
5 Ether, hexyl pentyl 172 C11H240 032357-83-8 42
Abundance Scan 1456 (17.729 min): BF081736.D (-1452) (-) m/z 57.10 100.00%
g7
43
5000 71
85

17.40 17.60 17.80 18.00

99

.,.”.r”.h,”h.“..w...w..”,.”. e | M/z 43,10 69.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #27141: Octane, 2,4,6-trimethyl-

57
43

5000 S DA AR SR RS
17. 40 17. 60 17. 80 18.00
185 m/z 71.10 44.61%

N ‘ I ‘J |99 113127 141 156

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

43 57

17.40 17.60 17.80 18.00
5000 1 m/z 41.10 42.63%

85

29
99 113 127 141 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27118: Undecane
43 57 17.40 17.60 17.80 18.00

m/z 85.10 28.71%

5000 71

29
N W\ o) 99 118 127 156

m/z--> 20 40 60 80 100 120 140 160 180 200 220 17. 40 17. 60 17. 80 18 00

85
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081736.D

Aca On : 22 Sep 2015 6:16

Operator : UM/I1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Ether, hexyl pentyl Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.81 2.31 ng 36851 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Ether. hexvl pentvl 172 C11H240 032357-83-8 72
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 64
4 Decane. 2.2.7-trimethvl- 184 C13H28 062237-99-4 64
5 Octane, 2-methyl- 128 C9H20 003221-61-2 59
Abundance Scan 1551 (18.814 min): BF081736.D (-1548) (-) m/z 57.05 100.00%
g7
43
5000 n
8 LRI SRR BRI SRR B
" 99 18.40 18.60 18.80 19.00 19.20
B o L e e o i o m/z 43.10 75.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 o7
5000 n NN AN

g5 18. 40 18. eo 18 80 19. oo 19 20
29 ‘ m/z 71.10 48 .12%
-

| A “ 99 113 127 141 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
43
A A
71 18.40 18.60 18.80 19.00 19.20
5000 m/z 41.05 29.90%
85
56
101
A s e R s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27141: Octane, 2,4,6-trimethyl- R R e e
57 18.40 18.60 18.80 19.00 19.20
43 m/z 85.10 29.16%
5000
71 g5
\‘ ‘ I u‘ | % 113127 141 156
R R L L e A RRE B o R B R RAR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18. 40 18. 60 18 80 109. 00 19 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081736.D

Aca On : 22 Sep 2015 6:16

Operator : UM/I1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknownl9.66 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.66 3.62 ng 57689 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Undecanethiol. 2-methvl- 202 C12H26S 010059-13-9 38
2 1-Fluorononane 146 COH19F 000463-18-3 35
3 Cvcloheptanemethanol 128 C8H160 004448-75-3 27
4 1-Heptanol. 6-methvl- 130 C8H180 001653-40-3 27
5 Isooctanol 130 C8H180 026952-21-6 27
Abundance Scan 1625 (19.660 min): BF081736.D (-1619) (-) m/z 55.10 100.00%
43 %
69 g5
5000 97
| | || I 111 1040 19.60 19.80 20.00
L R R KRN A AR R RARRN SRR RSN LA AR LALAS R AARRN LARAS N m/z 43.10 81.20%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #57303: 2-Undecanethiol, 2-methyl-
41
28
5000 55 lllllll llllllllllll

19.40 19.60 19.80 20.00
m/z 57.10 71.96%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

3

Abundance
43
55 19.40 19.60 19.80 20.00
5000 m/z 41.10 66.62%
70
29 84 g7
15 117 126 146
Wmmmﬂwmmmﬁwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12078: Cycloheptanemethanol R B A M e
56 19.40 19.60 19.80 20.00
o7 m/z 69.10 63.60%
5000
82
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081736.D

Aca On : 22 Sep 2015 6:16

Operator : UM/I1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Undecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.46 3.69 ng 58735 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 Dodecanoic acid 200 C12H2402 000143-07-7 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 4-Propionvloxvtridecane 256 C16H3202 1000245-62-6 22
5 Amyl Nitrite 117 C5H11NO2 000110-46-3 22
Abundance Scan 1695 (20.460 min): BF081736.D (-1692) (-) m/z 43.10 100.00%
60 73
5000
129
|A‘m| MS‘ 213 20.20 20.40 20.60 20.80
L AL ....',..'.'.,....,....,....,....,...'., m/z 60.10 84.98%
m/z--> 200 40 60 100 120 140 160 180 200
Abundance #46615. Undecanoic acid
60 783
5000 43 BB BARSUARUARE
mmmmmmmm
29 85 129 143 m/z 73.00 80.77%
‘ | ‘ 97 115 ‘ 1575 180
T P e D e ..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
43 AU SR BN SN
20.20 20.40 20.60 20.80
5000 129 m/z 41.10 79.89Y%
85 157
2 101 115 143 171
15 183 200
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #37189: n-Decanoic acid R B A M e
60 73 20.20 20.40 20.60 20.80
m/z 55.10 77.73%
5000 41
- 129
87 115 172
ST Y W -
m/z--> 200 40 60 80 100 120 140 160 180 200 20. 20 20. 40 20 60 20. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081736.D

Aca On : 22 Sep 2015 6:16

Operator : UM/I1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 1-Tetracosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.41 4.01 ng 61654 Chrysene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 62
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 58
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 58
4 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 53
5 1-Nonadecene 266 C19H38 018435-45-5 53
Abundance Scan 1778 (21.409 min): BF081736.D (-1775) (-) m/z 55.10 100.00%
55
83 202
5000
111
21foo 21!20 21!40 21)60 21fso
m/z 43.10 86.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol
43
5000 83 ARV BN BN BRI SN
21.00 21.20 21.40 21.60 21.80
18 m/z 57.10 71.57%
|4l s 140 168 196 238 266 308 336
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
21.00 21.20 2140 21.60 21.80
5000 69 m/z 69.10 62.11%
97
26 125 154 181 205204 252
mﬁwmmrwmwwwrwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152927: Trichloroacetic acid, hexadecy! ester A ERmEa mEa S
21.00 21.20 21.40 21.60 21.80
69 m/z 202.10 60.68%
5000
125
2 153 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 m@m%m%m@m@
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081736.D

Aca On : 22 Sep 2015 6:16

Operator : UM/I1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M

Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 7

Peak Number 16 Squalene

Relative to ISTD R.T.

R.T. EstConc Area
24 .36 4.99 ng 53769
Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 Saualene

2 .beta.-d-Mannofuranoside. O-aeranvl
3 2.6.10.14.18.22-Tetracosahexaene. ..
4 7.11-Dimethvldodeca-2.6.10-trien...
5 2,6,10-Dodecatrien-1-ol, 3,7,11-...

410 C30H50
316 C16H2806
410 C30H50
208 C14H240
222 C15H260

007683-64-9 64
1000154-77-2 59
000111-02-4 59
125529-10-4 50
004602-84-0 45

Abundance Scan 2036 (24.358 min): BF081736.D (-2034) (-) m/z 69.10 100.00%
69
05 R o S N A
J l 121 165 191 217 24.00 24.20 24.40 24.60
-l Hﬂ,ﬂ‘?&”.ﬂ..,ﬁ T T m/z 81.10 55.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 41 LA L L L L L L L LB B
24.00 24.20 24.40 24.60
m/z 41.10 36.50%
9% 137
. ‘M 117 ; 161 191 217 273 299 341 367 410
e e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R o S N A
41 24.00 24.20 24.40 24.60
5000 m/z 68.10 16.46%
93 145
1237165 105 237 267 298
I e e B e e e B A B B o o LA o
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69 24.00 24.20 24.40 24.60
m/z 95.10 15.65%
5000
41
%% 121 149
Chhd g b Y175 203 231 273 299 341 367 410
I e o o L e B e e e o R R o S N A
m/z--> 50 100 150 200 250 300 350 400 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081736.D

Aca On : 22 Sep 2015 6:16

Operator : UM/I1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Tridecane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24 .60 3.15 ng 33954 Perylene-di12 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 53
2 Hexacosane 366 C26H54 000630-01-3 52
3 Pentacosane 352 C25H52 000629-99-2 52
4 Octadecane. l1l-iodo- 380 C18H37I1 000629-93-6 50
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 50
Abundance Scan 2057 (24.598 min): BF081736.D (-2055) (-) m/z 57.10 100.00%
57
5000
85
120 165 217 2430 94,40 54,60 2450 25,00
e m/z 43.10 60.33%
m/z--> 0 50 100 150 200 250 300 350
Abundance #55018: Tridecane, 2-methyl-
57
5000 A AU BRI SR
85 24.20 24.40 24.60 24.80 25.00
29 155 m/z 71.10 46.22%
5 ‘ ‘ 113 183
|||‘|‘||‘|‘l‘|“|“‘||‘|‘|||‘|||‘||||||||||||||||||
m/z--> 0 50 100 150 200 250 300 350
Abundance
57
24.20 24.40 24,60 24.80 25.00
5000 a5 m/z 85.10 33.34%
113
29 141 169 197 225 253 295 366
m/z--> 0 50 100 150 200 250 300 350
Abundance #142112: Pentacosane e B B o B e
57 24.20 24.40 24.60 24.80 25.00
m/z 55.10 32 .54%
5000 85
113
29| | A ?1 169159211 239 267 295 323 352
m/z--> 0 5'0 150 200 250 300 350 24.20 24.40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092115\
Data File : BF081736.D

Acq On : 22 Sep 2015 6:16

Operator : UM/1Z

Sample : G3747-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 1.20 80.9 ng 939659 1 8.16 232217 20.0
2-Pentanone, 4-hy... 4.42 50.2 ng 582456 1 8.16 232217 20.0
unknown7 .68 7.68 100.0 ng 1160470 1 8.16 232217 20.0
Hexadecane 16.59 2.1 ng 32462 3 15.19 310840 20.0
Octane, 2,4,6-tri... 17.73 5.0 ng 79193 4 18.70 318597 20.0
Ether, hexyl pentyl 18.81 2.3 ng 36851 4 18.70 318597 20.0
unknown19.66 19.66 3.6 ng 57689 4 18.70 318597 20.0
Undecanoic acid 20.46 3.7 ng 58735 4 18.70 318597 20.0
1-Tetracosanol 21.41 4.0 ng 61654 5 23.35 307338 20.0
Squalene 24 _36 5.0 ng 53769 6 24.79 215445 20.0
Tridecane, 2-methyl- 24.60 3.1 ng 33954 6 24.79 215445 20.0
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