LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total

1.463 10 11 17 rBV 166220 438125 12.31% 1.670%
1.554 17 19 60 rvB 1011788 3559954 100.00% 13.569%
301 rBV 324366 834425 23.44% 3.181%
5.440 356 359 378 rBV 660156 1301016 36.55% 4_959%
7.692 553 556 561 rBvV 692566 1339630 37.63% 5.106%

abrwNPE
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7.783 561 564 573 rVB 812528 1408087 39.55% 5.367%
8.263 602 606 610 rBvV 207792 338309 9.50% 1.290%
638 rBvY 611964 1078536 30.30% 4.111%
9.566 715 720 722 rBV 481314 948131 26.63% 3.614%
11.155 856 859 863 rBvV 253299 430713 12.10% 1.642%

(@R {cNec R NNe))
(o4}
o))
(o0}
w
(9}
w
o
(0}
w
I

11 13.807 1086 1091 1094 rBV 890282 1527467 42.91% 5.822%
12 14.870 1180 1184 1188 rBV 148594 254517 7.15% 0.970%
13 15.293 1217 1221 1226 rBV2 246144 415047 11.66% 1.582%
14 17.201 1383 1388 1391 rBV 465149 784802 22.05% 2.991%

15 17.841 1441 1444 1450 rBvV 19162 42147 1.18% 0.161%
16 18.801 1524 1528 1531 rVV 230706 379949 10.67% 1.448%
17 18.859 1531 1533 1536 rVvVv 32104 50366 1.41% 0.192%
18 19.361 1574 1577 1582 rVB 28154 44686 1.26% 0.170%

19 20.459 1669 1673 1679 rBvV 68842 158693 4._46% 0.605%
20 20.573 1679 1683 1694 rVVv 216275 469236 13.18% 1.789%

21 21.465 1758 1761 1763 rBV 68569 86580 2.43% 0.330%
22 21.807 1786 1791 1800 rBV 98081 211307 5.94% 0.805%
23 21.945 1800 1803 1809 rBV 85236 157778 4.43% 0.601%
24 22.139 1817 1820 1822 rBV 799787 956883 26.88% 3.647%

25 22.562 1855 1857 1859 rBV2 33633 51528 1.45% 0.196%
26 22.608 1859 1861 1863 rVV 126320 132311 3.72% 0.504%
27 22.836 1876 1881 1882 rBV2 28620 48883 1.37% 0.186%
28 23.019 1896 1897 1899 rVB 43955 37820 1.06% 0.144%
29 23.145 1906 1908 1911 rVVv2 44773 52624 1.48% 0.201%

30 23.408 1926 1931 1933 rBV3 338027 846073 23.77% 3.225%

31 23.522 1939 1941 1943 rBV 52153 53080 1.49% 0.202%
32 23.636 1949 1951 1954 rBV3 56442 100274 2.82% 0.382%
33 23.739 1958 1960 1963 rVV 67392 102681 2.88% 0.391%
34 23.865 1969 1971 1973 rVB 54761 58730 1.65% 0.224%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 23.979 1979 1981 1984 rBV2 30945 59717 1.68% 0.228%

36 24.071 1987 1989 1992 rVV 608732 675285 18.97% 2.574%
37 24.128 1992 1994 1996 rVB 111220 113539 3.19% 0.433%
38 24.196 1998 2000 2002 rBV 49308 57646 1.62% 0.220%
39 24.299 2006 2009 2013 rBV 187007 282345 7.93% 1.076%
40 24.379 2014 2016 2019 rVv2 78208 128343 3.61% 0.489%

41 24.436 2019 2021 2023 rVB 75909 81639 2.29% 0.311%
42 24.505 2025 2027 2031 rBV 359332 380593 10.69% 1.451%
43 24.608 2033 2036 2039 rBV 40813 82579 2.32% 0.315%

44 24.688 2039 2043 2045 rBY 617368 991514 27.85% 3.779%
45 24.733 2045 2047 2051 rVB2 261982 305771 8.59% 1.165%

46 24.802 2051 2053 2055 rBV 60638 67639 1.90% 0.258%
47 24.848 2055 2057 2059 rBV 210442 231129 6.49% 0.881%
48 24.893 2059 2061 2064 rVB 183469 213759 6.00% 0.815%
49 25.099 2077 2079 2083 rVB 183797 231868 6.51% 0.884%
50 25.168 2083 2085 2088 rBV2 45167 67247 1.89% 0.256%

51 25.294 2091 2096 2099 rVV3 658598 1366507 38.39% 5.209%
52 25.351 2099 2101 2107 rVB 262880 388204 10.90% 1.480%
53 25.442 2107 2109 2110 rBV2 35755 51681 1.45% 0.197%
54 25.556 2117 2119 2122 rVB2 47742 68161 1.91% 0.260%
55 25.819 2140 2142 2146 rBV3 78063 178007 5.00% 0.679%

56 25.899 2146 2149 2154 rVV3 190175 354556 9.96% 1.351%
57 26.025 2158 2160 2163 rVV 65135 124109 3.49% 0.473%
58 26.094 2163 2166 2168 rVV 51363 115484 3.24% 0.440%
59 26.151 2169 2171 2177 rVB 105972 221276 6.22% 0.843%
60 26.322 2183 2186 2191 rBV3 70796 234380 6.58% 0.893%

61 26.528 2201 2204 2208 rBV5 58105 129922 3.65% 0.495%
62 26.814 2225 2229 2237 rVBS8 50007 226503 6.36% 0.863%
63 27.031 2245 2248 2252 rVB4 42516 105406 2.96% 0.402%

Sum of corrected areas: 26235197

8270-BF090115.M Fri Sep 11 15:51:22 2015 S Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF081575.D
10000001 1|55

7.78
800000
5.44 [

8.58
600000

9.57

400000
4.58

8.26
200000{1.4

A

Time--> 150 200 250 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00

Abundance TIC: BF081575.D
1000000

13.81

800000

600000
17.20
400000

1115 15.29 18.80
200000 14.87

17.84 .86
L L S = L PRV MRS e

Time--> 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Abundance TIC: BF081575.D
1000000

25.29

22.14 24.69
24.07

800000

600000

400000

20.57

200000

20. 21 462121194

19.36
L I e  h e N B e

Time--> 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 2350 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\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.58 49.33 ng 834425 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 284 (4.583 min): BF081575.D (-280) (-) m/z 43.10 100.00%

43
59
5000
101

420 4.40 4.60 4.80 5.00
Sl 8 | Tm/z 59.10  55.68%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

420 4.40 4.60 4.80 5.00
m/z 58.10 13.78%

25 3 a7, | 83 o3 %
I LA B L AL e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
R AR BREms
420 4.40 4.60 4.80 5.00
5000 m/z 101.10 13.57%
41
29 101
53 73 86
B o e R B e AR e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R R
59 420 440 460 480 500

m/z 41.10 8.97%

5000 41
31
‘ 69 &7
15 M‘ Ll syl ‘ \ 98

m/z--> 10 20 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 4 unknown7.78 Concentration Rank 4

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

7.78 83.24 ng 1408090 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 564 (7.783 min): BF081575.D (-561) (-) m/z 132.10 100.00%
5000 68
75 ? 7.40 7.60 7.80 8.00 820
104 : : . .
..,....,....,...!,“.'.‘.‘.7 o ) '|,..':~.,..?.7,....,.'!..,....,...., b | m/z 68.10  48.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI IR L S
7.40 7.60 7.80 8.00 8.20
0
3638 Sﬁ 78 ‘ m/z 66.10 34 .03%
1 | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.40 7.60 7.80 8.00 820
5000 97 m/z 134.10 32.27%

70

31 44 51 60 77 gp 105 116

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

Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132 740 7.60 7.80 8.00 8.20
m/z 69.10 19.85%
5000
63
15 28 3 %2 T 7 90 1% g6
e e e e T e  REma e EARe
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

20.57 24_.70 ng 469236 Phenanthrene-d10 18.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1683 (20.573 min): BF081575.D (-1679) (-) m/z 43.10 100.00%

43 60
73
5000
157171 185 1gq 213 20,20 20.40 20.60 20.80

T 143 199 | 227 256 /7 60.00 89 930

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73
5000 LI L L L L L L L L L

20.20 20.40 20.60 20.80
m/z 57.10 79.15%

129 256
\\ \ H \H 98 }}5 \ 143157171185199213227239
e s o LU R
miz--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
_l—l_l_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—l_l'
29 20.20 20.40 20.60 20.80
5000 m/z 55.10 76.37%
o 129 242

199
98 115 ' 1431571711857 213595
U | T A S i R e N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

Abundance #65562: Tridecanoic acid e
43 60 73 20.20 20.40 20.60 20.80
m/z 73.10 76.25%
5000
29
129
“ 115 ‘ 171185 214
k I Hh‘H\\\M\ 1 143157 197 |
e ,....,....,....,....,....,.... e e ARRRE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 Nonadecane, 1-chloro- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
24 .07 15.96 ng 675285 Chrysene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane, 1-chloro- 302 C19H39ClI 062016-76-6 81
2 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 72
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 58
4 Undecane 156 C11H24 001120-21-4 53
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 53
Abundance Scan 1989 (24.071 min): BF081575.D (-1987) (-) m/z 57.10 100.00%
g7
e '_/Li/\—/\\/\\
4
1111 7 155 182 201216 239 262 281 302318 2380 24,00 24.20 24.40 _
Ottt m/z 43.10 73.86%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #118727: Nonadecane, 1-chloro-
57
5000 4 LRI I B UL B
23.80 24.00 24.20 24.40
85 m/z 55.10 49.14%
1 “H‘ | | 495 133 161 183 203 231 259 392
m/z-> 20 45 60 80 100 150 150 160 180 200 220 240 260 280 300 320
Abundance
57
' 23.80 24.00 24.20 24.40
5000 85 m/z 71.10 41.90%
41
111
26 127 155170 196 224 255 281
Wmmmwwmwwm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #153508: Pentafluoropropionic acid, hexadecy! ester B EEEEEEEE s
43 23.80 24.00 24.20 24.40
m/z 41.10 33.25%
- I J\/\J\—/A/M
2\? 1! 125140155 181196 224
USEEAREEN I AL A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 23. 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 8 Heptadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.30 24 .43 ng 282345 Perylene-di12 24.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 60
3 n-Decanoic acid 172 C10H2002 000334-48-5 55
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 35
Abundance Scan 2009 (24.299 min): BF081575.D (-2006) (-) m/z 43.10 100.00%
73
5000
T e s oo 520 il 205
269 325 : : : :
Moot 207227 TR 291 990 308 Thyz 57.10 92.14%
m/z--> 50 100 150 200 250 300 350
Abundance #100677: Heptadecanoic acid
73
43
270
5000 129 RSN U B B
24.00 24,20 24.40 24.60
171 227 m/z 55.10 65.62%
I]-\IS‘\‘I e H ‘ \M HM\ ; Hl ‘Inl5‘2| I‘w I‘I ‘|2(‘)2§| “: 252: I‘ — T
m/z--> 50 150 200 250 300 350
Abundance
73
43 24,00 24.20 24.40 24.60
5000 m/z 60.05 55.60%
129
185 228
97
166
m/z--> 50 100 150 200 250 300 350 _ﬁ__J\v\/x~_Aﬂ\\,~\__px_ij
Abundance #37192: n-Decanoic acid B R e e T
60 24.00 24.20 24.40 24.60
a1 m/z 73.05 53.27%
- T ‘/\“L\N
172
...Jl' JI‘H]?? \153 . T R
m/z--> 50 100 150 200 250 300 350 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 9 Docosane, 9-butyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
24 .38 11.11 ng 128343 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane, 9-butyl- 366 C26H54 055282-14-9 80
2 Hexadecane 226 C16H34 000544-76-3 74
3 5-Ethyldecane 170 C12H26 017302-36-2 72
4 Tridecane, l-iodo- 310 C13H271 035599-77-0 72
5 Dodecane, 5,8-diethyl- 226 C16H34 024251-86-3 72
Abundance Scan 2016 (24.379 min): BF081575.D (-2014) (-) m/z 57.10 100.00%
57
5000 g5
AR AR AL VA
3 111 222 253 24.00 24.20 24.40 24.60
e ,| JJ LA 1a 174 200222 253274 302 m/z 43.10 69.18%
m/z--> 50 100 150 200 250 300 350
Abundance #147096: Docosane, 9-butyl-
57
5000 85 A BRI B SRS R
24.00 24.20 24.40 24.60
s m/z 71.10 44 _04%
39 ‘ AT Mlse 192 211 253 280 09 337 365
m/z--> 50 100 150 200 250 300 350
Abundance
57
24,00 24.20 24,40 24.60
5000 85 m/z 85.10 36.60%
29
113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #36160: 5-Ethyldecane R e AR e
57 24.00 24.20 24.40 24.60
m/z 55.10 22 .15%
5000
140
m/z--> 50 100 150 200 250 300 350 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 1-Tricosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.69 85.80 ng 991514 Perylene-di12 24.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 87
2 10-Heneicosene (c,t) 294 C21H42 095008-11-0 86
3 17-Pentatriacontene 491 C35H70 006971-40-0 83
4 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 64
5 Cycloeicosane 280 C20H40 000296-56-0 64
Abundance Scan 2043 (24.688 min): BF081575.D (-2039) (-) m/z 57.10 100.00%
g7
83
5000
e U DU BRI B SR
24.40 24.60 24.80 25.00
139

oAb g 7108196 242268 318 m/z 43.10 83.51%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129061: 1-Tricosene

3

5000

111 24. 40 24 60 24. 80 25. OO
29 m/z 55.10 81.23%
T L ‘ \‘1?9“1§9196224252 294322
I ] — B e B
m/z--> 0 50 250 300 350 400 450
Abundance
55
83 R B
24.40 24.60 24.80 25.00
5000 m/z 83.10 60.36%
29 111
139147 294
T T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene A B e B RS
43 24.40 24.60 24.80 25.00
m/z 97.10 52.81%
5000 83
111
\ 1 139167196224 267292 321 462 490
m/z--> 0 50 100 150 200 250 300 350 400 450 24. 40 24 60 24. 80 25. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 2-Nonadecanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24.73 26.46 ng 305771 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 64
2 2-Heptadecanone 254 C17H340 002922-51-2 64
3 2-Tetradecanone 212 C14H280 002345-27-9 59
4 2-Hexadecanone 240 C16H320 018787-63-8 59
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 53

Abundance Scan 2047 (24.733 min): BF081575.D (-2045) (-) m/z 59.05 100.00%

43 99
5000

24.40 24.60 24.80 25.00

109 127
o 154 182 202 222239 257 277 300316 m/z 58.10 90.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107622: 2-Nonadecanone
58
5000
4 24.40 24.60 24.80 25.00
g5 m/z 43.10  84.24%
111127 152 180 222239 264282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
R N REEE R
59 24.40 24.60 24.80 25.00
5000 m/z 71.10 39.05%
27

111127 152168 196212 236254

mmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64486: 2-Tetradecanone R B B
24.40 24.60 24.80 25.00

m/z 57.10 28.18%

5000

110127 154
B I EEEEEEEEEE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 24.40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 17-Octadecenal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

25.10 20.06 ng 231868 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Octadecenal 266 C18H340 056554-86-0 90
2 1,16-Hexadecanediol 258 C16H3402 007735-42-4 87
3 1,19-Eicosadiene 278 C20H38 014811-95-1 87
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
5 Octadecanal 268 C18H360 000638-66-4 87

Abundance Scan 2079 (25.099 min): BF081575.D (-2077) (-) m/z 57.10 100.00%

5000 4

24.80 25.00 25.20 25.40
m/z 43.10 88.42%

137 160179 207 297244 266282 314

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98126: 17-Octadecenal

24 80 25. oo 25. 20 25 40
109 m/z 82.10 61.17%

137150168 196 224 252,

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 82
R E i o
24.80 25.00 25.20 25.40
5000 m/z 55.10 59.78%
31
109

138 166 194 222240
WWTWWWWW
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #105306: 1,19-Eicosadiene e e e a maa
55 24.80 25.00 25.20 25.40
82 m/z 96.10 44 _39%
5000
29 109
| 137152 180 208 250 278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 24 80 25. 00 25. 20 25 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 unknown25.29 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.29 118.25 ng 1366510 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 30
2 Sesquirosefuran 218 C15H220 039007-93-7 27
3 3H-3a,7-Methanoazulene, 2,4,5,6,... 204 C15H24 002387-78-2 25
4 Cholest-3-eno[3,4-d]pyrimidine, ... 456 C29H45CIN2 1000210-43-1 22
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 22
Abundance Scan 2096 (25.294 min): BF081575.D (-2091) (-) m/z 55.10 100.00%
g5
5000 «vj\$A,\]\JL¢]f\A“fvﬁd\_\nv\v
' 25.00 25.20 25.40 25.60
Ol m/z 69.10 80.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #55439: 6-Nitroundec-5-ene
55
5000 LI B BURIL B UL
25.00 25.20 25.40 25.60
29 m/z 57.10 67.38%
,\HI\ L. 1?9,1301561?":|,,,, e
m/z--> 50 150 200 250 300 350 400
Abundance
69 123
95 25.00 25.20 25.40 25.60
5000l 4 m/z 43.10 64.71%
1T 1 MU\W
mz-> 50 100 150 200 250 300 350 400
Abundance #58861: 3H-3a,7-Methanoazulene, 2,4,5,6,7,8-hexahydro-1,4,... Al B E RE
204 25.00 25.20 25.40 25.60
m/z 41.10 59.48%
5000 "
o1 119 161
\ll\”\hmJ“............,....,.. ——
m/z--> 50 100 200 250 300 350 400 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 2-Pentadecanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.35 33.59 ng 388204 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentadecanone 226 C15H300 002345-28-0 64
2 2-Hexadecanone 240 C16H320 018787-63-8 64
3 Oxirane, 3-ethyl-2,2-dimethyl- 100 C6H120 001192-22-9 58
4 2-Heptadecanone 254 C17H340 002922-51-2 53
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 53
Abundance Scan 2101 (25.351 min): BF081575.D (-2099) (-) m/z 59.10 100.00%
59
43
5000

25.00 25.20 25.40 25.60

123 218
01 140 164 189 241258 m/z 58.10 77 87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73904: 2-Pentadecanone
58
5000

25.00 25.20 25.40 25.60
m/z 43.10 72.51%

111127 150168184 208 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
58
R e EEaE L
25.00 25.20 25.40 25.60
5000 m/z 71.10 36.41%
41
85 240
110127 152 18219 222
WWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3858: Oxirane, 3-ethyl-2,2-dimethyl- i L R SR
59 25.00 25.20 25.40 25.60
41 m/z 57.10 27 .77%
5000
85
H%mwwwwwwwm IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 Octadecanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

25.82 15.40 ng 178007 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 87
2 1,19-Eicosadiene 278 C20H38 014811-95-1 74
3 1,13-Tetradecadiene 194 C14H26 021964-49-8 50
4 Cyclododecanol 184 C12H240 001724-39-6 47
5 Pentadecanal- 226 C15H300 002765-11-9 43

Abundance Scan 2142 (25.819 min): BF081575.D (-2140) (-) m/z 57.10 100.00%

-

5000 a1

205 314 || 2540 25.60 25.80 26.00 26.20
m/z 43.10 82.13%

132150 168 191 210227 257

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99446: Octadecanal
43 8

]

7 25.I40 25.I60 25.I8O 26.IOO 26.I20
m/z 55.10 63.65%k

5000

250
152168 194 222 268

]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
82 AR UL
25.40 25.60 25.80 26.00 26.20
5000 dr m/z 82.05 53.52%
29 123

152 180 208 250 278

mﬂvmwwmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #52077: 1,13-Tetradecadiene N Rmmasmams S
25.40 25.60 25.80 26.00 26.20
m/z 96.10 47.80%

5000

T I I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 25.40 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 16 Tetracosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
26.03 10.74 ng 124109 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 80
2 Eicosane 282 C20H42 000112-95-8 72
3 Heptacosane 380 C27H56 000593-49-7 72
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 64
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 2160 (26.025 min): BF081575.D (-2158) (-) m/z 57.10 100.00%
57
5000
85
113 142 213 25.80 26.00 26.20 26.40
A , l\ | 2 168 101 213282252 281 s14 0 hzzT 43.10  56.22%
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane
57
5000 85 RN LI SRR SULSN B
%m%m%m%m
29 m/z 71.10 49 _35%
113
‘ h Lo 1141 169 197 225 253 281 309 338
m/z--> 50 160 150 260 250 300 3éo
Abundance
57
" 25.80 26.00 26,20 26,40
5000 m/z 85.10 31.06%
85
29
113 141 169 282
m/z--> 55 160 150 260 250 300 3éo
Abundance #151556: Heptacosane AR Baa T e
57 25.80 26.00 26.20 26.40
m/z 55.10 26.04%
5000
85
290 13 141 169 197 225 253 281 323 351 380
m/z--> m @ m @ 250 ﬁ @ 2mmmwwwmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 2-Heptadecanone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.15 19.15 ng 221276 Perylene-d12 24.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptadecanone 254 C17H340 002922-51-2 53
2 2-Hexadecanone 240 C16H320 018787-63-8 53
3 Oxirane, tetramethyl- 100 C6H120 005076-20-0 47
4 2-Tetradecanone 212 C14H280 002345-27-9 47
5 2-Decanone 156 C10H200 000693-54-9 43
Abundance Scan 2171 (26.151 min): BF081575.D (-2169) (-) m/z 59.10 100.00%
59
5000
a 8 108126142 162 181199216 237 263 283 330 25.80 26,00 26.20 2640
S m/z 43.10 72.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #91007: 2-Heptadecanone
43
5000 71 AU B
25,80 26.00 26.20 26.40
m/z 58.10 71.92%
15 ” “ 9 127 152168 196213 23624
m/z--> 2'0 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
58
25.80 26.00 26.20 26,40
5000 m/z 71.10 39.89%
41

240
110127 152 182199 222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #3780: Oxirane, tetramethyl- R e EEaE L
59 25.80 26.00 26.20 26.40
m/z 57.10 34.28%
4
5000
83 100
B Ea o R LARda Ramad L oa s e e e o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 25. 80 26. 00 26 20 26.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 18 unknown26.32 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
26.32 20.28 ng 234380 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hydroxy-4-(4,6-dimethylcyclohe... 196 C12H2002 002316-79-2 22
2 7-Oxabicyclo[4.1.0]heptane, 1-me... 168 C10H1602 000096-08-2 16
3 Acetic acid, 2-[3,3-dimethyl-2-(... 264 C16H2403 1000192-67-9 16
4 1,5-Hexadiene, 2,5-dimethyl-3-me... 122 C9H14 059131-13-4 11
5 1H-Indole-2(3H)-one, 3-(3,3-dime... 229 C14H15NO02 027302-68-7 11
Abundance Scan 2186 (26.322 min): BF081575.D (-2183) (-) m/z 43.10 100.00%

i

5000 95

273
241257 303 329 26.00 26.20 26.40 26.60
m/z 55.10 67 .61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #53402: 4-Hydroxy-4-(4,6-dimethylcyclohex-3-enyl)butan-2-one
43 95
67 120
5000 TT [T T I T [T T T T[T T T T[T TTT]
138 26.00 26.20 26.40 26.60
0
160178 m/z 57.10 64.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

i

Abundance
43
R AR BEEma T
26.00 26.20 26.40 26.60
5000 m/z 41.10 61.41%
67 95
123139
mmmrwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #96825: Acetic acid, 2-[3,3-dimethyl-2-(3-methyl-buta-1,3-... R R mEEE
43 26.00 26.20 26.40 26.60
m/z 95.10 47.17%
107
5000 o1
186
anl
T L, 4221 pap 20 SR
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 280 300 320 26. OO 26. 20 26. 40 26. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 19 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

26.53 11.24 ng 129922 Perylene-d12 24.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,5,6,7,8,8a-0oc... 204 Cl15H24 004630-07-3 64
2 _beta.-Humulene 204 C15H24 000116-04-1 58
3 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 43
4 1,4-Methanoazulene, decahydro-4,... 204 C15H24 000475-20-7 43
5 1,3-Dimethyl-5-(propen-1-yl)adam... 204 C15H24 057040-48-9 38
Abundance Scan 2204 (26.528 min): BF081575.D (-2201) (-) m/z 55.10 100.00%

i 95
69 133 204
5000 189
147 475 287
1111 245, 9 302 U AR IARRE
01 P 26.20 26.40 26.60 26.80

” m/z 95.10 76.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58892: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...

%

26 20 26. 40 26. 60 26 80
m/z 43.10 72 .85%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

¥

Abundance
107
R R ma AR
81 26.20 26.40 26.60 26.80
5000 4 133 204 m/z 41.10 70.61%
148
189
27
65 162

TWWTWWWWVWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... R R ma AR
204 26.20 26.40 26.60 26.80

m/z 69.10 67 .30%

5000

I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 26 20 26. 40 26. 60 26 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/I1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 20 unknown26.81 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

26.81 19.60 ng 226503 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2,4-Trimethyl-1,2-dihydro-quin... 189 C12H15NO 117330-56-0 38
2 Pyrimido[l,6-a]indole, 1,2,3,4-t... 216 C13H16N20 038349-09-6 32
3 Pyrrolo[2,3-b]indole, 1,2,3,3a,8... 174 C11H14N2 055255-88-4 30
4 2-Naphthalenol, 3-methoxy- 174 C11H1002 018515-11-2 27
5 2-(4-Fluorophenyl)pyrimidine 174 C1OH7FN2 068049-17-2 25

Abundance Scan 2229 (26.814 min): BF081575.D (-2225) (-) m/z 174.10 100.00%

174
5000

26.40 26.60 26.80 27.00 27.20
m/z 43.10 49._88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #48671: 2,2,4-Trimethyl-1,2-dihydro-quinolin-8-ol
174
5000 TT T T[T T T T[T T T T[T T T T[TT
26. 40 26. 60 26. 80 27. OO 27 20
m/z 161.10 42 .55%
39 144
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance
174
R B R
216 26.40 26.60 26.80 27.00 27.20
5000 L m/z 187.10 31.59%
131
55 g1
WWWWWWWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38636: Pyrrolo[2,3-b]indole, 1,2,3,3a,8,8a-hexahydro-3a-m...
174 26.40 26.60 26.80 27.00 27.20
130 m/z 326.20 30.77%
5000
77
30 51 103 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 26.40 26.60 26.80 27.00 27.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081575.D

Acq On : 10 Sep 2015 19:43

Operator : UM/1Z

Sample - G3590-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_M
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]
2-Pentanone, 4-hy... 4 .58 49.3 ng 834425 1 8.26 338309 20.0
unknown7 .78 7.78 83.2 ng 1408090 1 8.26 338309 20.0
n-Hexadecanoic acid 20.57 24.7 ng 469236 4 18.80 379949 20.0
Nonadecane, 1-chl... 24.07 16.0 ng 675285 5 23.41 846073 20.0
Heptadecanoic acid 24 .30 24.4 ng 282345 6 24.85 231129 20.0
Docosane, 9-butyl- 24 .38 11.1 ng 128343 6 24.85 231129 20.0
1-Tricosene 24.69 85.8 ng 991514 6 24.85 231129 20.0
2-Nonadecanone 2473 26.5 ng 305771 6 24.85 231129 20.0
17-Octadecenal 25.10 20.1 ng 231868 6 24.85 231129 20.0
unknown25.29 25.29 118.3 ng 1366510 6 24.85 231129 20.0
2-Pentadecanone 25.35 33.6 ng 388204 6 24.85 231129 20.0
Octadecanal 25.82 15.4 ng 178007 6 24.85 231129 20.0
Tetracosane 26.03 10.7 ng 124109 6 24.85 231129 20.0
2-Heptadecanone 26.15 19.1 ng 221276 6 24.85 231129 20.0
unknown?26 .32 26.32 20.3 ng 234380 6 24.85 231129 20.0
Naphthalene, 1,2,... 26.53 11.2 ng 129922 6 24.85 231129 20.0

6

unknown26.81 26.81 19.6 ng 226503 24.85 231129 20.0
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