LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 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-BF010918.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 4.934 479 484 494 rVB 240976 356674 7.01% 0.748%
2 5.340 547 553 556 rBY 3912479 4425244 86.95% 9.275%
3 6.363 720 727 731 rBV 4277107 5014694 98.53% 10.511%
4 6.493 744 749 752 rBVY 4986118 5025065 98.74% 10.533%
5 6.722 784 788 791 rBVY 1517204 1249771 24.56% 2.620%
6 6.875 810 814 818 rBY 4056654 3965760 77.92% 8.312%
7 7.287 878 884 887 rBVY 3244028 3333760 65.51% 6.988%
8 7.998 1001 1005 1009 rBVvY 1808562 1608464 31.60% 3.371%
9 9.081 1183 1189 1192 rBV 5354392 5089287 100.00% 10.667%
10 9.157 1199 1202 1204 rBV 63093 54478 1.07% 0.114%

11 9.469 1251 1255 1258 rBV 606682 506395 9.95% 1.061%
12 9.686 1289 1292 1296 rVB 254582 198982 3.91% 0.417%
13 9.751 1299 1303 1307 rVB2 1665248 1471070 28.91% 3.083%
14 9.922 1325 1332 1334 rBV3 31830 51807 1.02% 0.109%
15 9.957 1334 1338 1343 rvVv3 103158 143779 2.83% 0.301%

16 10.010 1343 1347 1350 rvVvB2 58654 59417 1.17% 0.125%
17 10.186 1374 1377 1380 rVB 287752 214379 4.21% 0.449%
18 10.404 1408 1414 1417 rBV 79973 105817 2.08% 0.222%
19 10.539 1432 1437 1440 rBV 2458699 2299741 45.19% 4._.820%
20 10.657 1454 1457 1465 rBV 237887 251543 4.94% 0.527%

21 10.898 1494 1498 1503 rVB3 53552 74375 1.46% 0.156%
22 11.104 1530 1533 1536 rBV 91263 74830 1.47% 0.157%
23 11.186 1543 1547 1551 rVB 92282 91155 1.79% 0.191%

24 11.233 1551 1555 1560 rBV2 1383929 1326707 26.07% 2.781%
25 11.275 1560 1562 1569 rVV 166723 161116 3.17% 0.338%

26 11.339 1570 1573 1576 rVB 155317 124245 2.44% 0.260%
27 11.451 1588 1592 1595 rBV 217788 195813 3.85% 0.410%
28 11.622 1618 1621 1624 rBV 337021 273659 5.38% 0.574%

29 11.657 1624 1627 1628 rVV 69866 69696 1.37% 0.146%
30 11.698 1631 1634 1638 rVB 88723 71795 1.41% 0.150%
31 11.769 1642 1646 1650 rBV 342385 353505 6.95% 0.741%
32 11.875 1661 1664 1666 rVB 77999 65409 1.29% 0.137%
33 12.039 1689 1692 1695 rBV 97183 89606 1.76% 0.188%

34 12.439 1757 1760 1763 rBV2 79942 102480 2.01% 0.215%

8270-BF010918.M Tue Jan 16 18:28:13 2018 Page: 1



LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 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-BF010918_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.551 1776 1779 1783 rBvV4 84858 95399 1.87% 0.200%
36 12.645 1793 1795 1797 rVB 82184 53978 1.06% 0.113%
37 12.822 1820 1825 1828 rVB 3434228 3193868 62.76% 6.694%
38 13.027 1857 1860 1862 rBV3 57640 67392 1.32% 0.141%
39 13.263 1898 1900 1905 rBvV4 63585 109876 2.16% 0.230%
40 13.563 1948 1951 1953 rBV2 85389 77800 1.53% 0.163%

41 13.716 1973 1977 1980 rBVY 796020 799899 15.72% 1.677%
42 13.863 1994 2002 2005 rBV 1276245 1393943 27.39%% 2.922%
43 13.921 2009 2012 2015 rVB2 133665 167561 3.29% 0.351%
44 14.045 2030 2033 2038 rvB2 167731 195551 3.84% 0.410%
45 14.098 2038 2042 2044 rBv4 105024 132993 2.61% 0.279%

46 14.216 2060 2062 2066 rVB2 117744 125767 2.47% 0.264%
47 14.274 2068 2072 2076 rVv4 85991 157943 3.10% 0.331%
48 14.345 2080 2084 2088 rBV 269742 279524 5.49% 0.586%
49 14.392 2089 2092 2099 rVB2 136688 189714 3.73% 0.398%

50 14.469 2102 2105 2108 rBV3 82679 92488 1.82% 0.194%
51 14.569 2119 2122 2126 rVB3 101905 129904 2.55% 0.272%
52 14.639 2131 2134 2135 rBV 79203 74257 1.46% 0.156%
53 14.874 2171 2174 2182 rVB2 109024 149743 2.94% 0.314%
54 14.957 2186 2188 2190 rVB 82758 69414 1.36% 0.145%

55 15.280 2238 2243 2247 rBV 849625 992278 19.50% 2.080%

56 15.721 2315 2318 2322 rBV 87314 114275 2.25% 0.240%
57 15.768 2322 2326 2333 rVB2 237586 347517 6.83% 0.728%
58 17.192 2563 2568 2574 rVB6 96123 197830 3.89% 0.415%

Sum of corrected areas: 47709432
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF102083.D
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Abundance TIC: BF102083.D
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Abundance TIC: BF102083.D
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.93 5.71 ng 356674 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 483 (4.928 min): BF102083.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
tot1 460 4.80 500 5.20
e il SEL L 690 830 | Tm/z 59.00 60.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL R
59.0 460 480 500 520
m/z 101.10 18.62%
830 e300
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 57.95 13.81%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime O EAmaE S
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.46%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2 unknown6.49 Concentration Rank 1

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

6.49 80.42 ng 5025070 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.493 min): BF102083.D (-744) (-) m/z 132.00 100.00%
13%.0
5000 68.0
96.1 SRR U R R
40.0 54.0 6.20 6.40 6.60 6.80
82.0 e m/z 68.05 39.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 RSN AR LR R
6.20 6.40 6.60 6.80
310 5L0 ‘ m/z 134.00 33.61%
‘ L1 H | !
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 o o ok
5000 9go 1160 m/z 66.00 25.37%
158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.23%
117.0
5000
91.0
39.0 65.0 ‘ ‘
w“--u--W-rm--ﬁu-h-u“--lH-P‘-.-n-u----u---- RSN R R
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hexadecane Concentration Rank 16

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

9.69 2.71 ng 198982 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
4 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 86
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 1293 (9.692 min): BF102083.D (-1289) (-) m/z 57.00 100.00%
57.0
5000 85.0
113.1 9.40 9.60 9.80 10.00
...,...3.9,...|,.."..,J!...',..:'.,.-..l.“o.%..1.6.9.? 2222 w7z 43.05  66.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 ARSI
85.0 9.40 9.60 980 1000
29.0 : m/z 71.05 59.78%
| “ Lo ‘ 130 1410 1690 1070 2260
m/z--> 25 Jo éo éo 160 120 140 1éo 180 260 250
Abundance
57.0
9.40 9.60 9.80 10.00
5000 85.0 m/z 85.05 41 .24%
29.0
113.0 141.0 169.0 198.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57.0 9.40 9.60 9.80 10.00
m/z 41.00 33.14%
5000 85.0
140.0
30 | | 113.0 h 18?0 205.0 226.0
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250 gho 9%0 980 1000
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tridecane, 6-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.66 3.79 ng 251543 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-methvl- 198 C14H30 013287-21-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90

Abundance Scan 1458 (10.663 min): BF102083.D (-1454) (-) m/z 57.10 100.00%

571.1

5000

10.40 10.60 10.80 11.00
m/z 43.05 70.37%

1131 9412 183.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59895: Tridecane, 6-methyl-
57.0
5000 LA L L L L L L L LB
10.40 10.60 10.80 11.00
0
290‘ 85.0 126.0 m/z 71.10 61.94%
S Y15 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R e  REREEEES
10.40 10.60 10.80 11.00
5000 m/z 85.05 38.76%
85.0
29.0

113.0 1410 169.0 197.0 225.0 253.0 282.0

WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane R eI B et
57.0 10.40 10.60 10.80 11.00
m/z 41.05 31.34%

5000
85.0

29.0
\ L L L 1130 1410 169.0 197.0 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10 60 10. 80 11.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzene, (l1-ethylundecyl)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.45 2.95 ng 195813 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 95
2 Benzene. (l-ethvloctvl)- 218 C16H26 004621-36-7 80
3 Benzene. (l-ethvinonvl)- 232 C17H28 004536-87-2 80
4 Benzene. (1l-ethvldecv)- 246 C18H30 002400-00-2 80
5 Benzeneacetaldehyde, .alpha.-ethyl- 148 C10H120 002439-43-2 59
Abundance Scan 1592 (11.451 min): BF102083.D (-1588) (-) m/z 91.05 100.00%
91.0
5000 19.1
a0 U701 1751 1970 2312 2602 11.20 11.40 11.60 11.80
Ot e bl g ARLAO70 T 0L Th/7 119.05  50.03Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111018: Benzene, (1-ethylundecyl)-
91.0
119.0 [N Jw
5000
11.20 11.40 11.60 11.80
m/z 41.00 12._.42%
41.0 231.0
‘ M . 71 0 | “ J ‘ 147 0 175, 0 207.0 ‘ 260 0
m/z--> 20 Jo 60 éo 100 150 110 160 180 200 220 240 2éo
Abundance
91.0
1120 11,40 1160 11.80
5000 119.0 m/z 105.05 10.50%
41.0
22.0 65.0 147.0 189.0 218.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87783: Benzene, (1-ethylnonyl)-
91.0 11.20 11.40 11.60 11.80
m/z 92.00 8.87%
5000 119.0
4ﬁ° 69,0 | | 1610 2030 230
w30 do & B0 100 14 T 10 18 3 338 3k 3 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzene, (1-methyldodecyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.62 4.13 ng 273659 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 90
2 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 72
3 Benzene. (l-methvlinonvI)- 218 C16H26 004537-13-7 64
4 Benzene. (1-methvldecvl)- 232 C17H28 004536-88-3 64
5 1-Hexene, 3-methyl-6-phenyl-4-(1... 294 C21H260 1000194-52-4 64
Abundance Scan 1621 (11.622 min): BF102083.D (-1618) (-) m/z 105.05 100.00%
106.1
5000
SR sl P N1 3 . P S ¥ £ 0 i m/z 106.10 14.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111019: Benzene, (1-methyldodecyl)-
105.0
5000
11.40 11.60 11.80 12.00
m/z 91.05 9.94%
430  79.0 1330 1660 189.0 2210 260.0
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 2éo
Abundance
105.0
11.40 11.60 11.80 12.00
5000 m/z 41.10 5.78%
41.0 79.0 1250147.01680 ___ 207.0 246.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75972: Benzene, (1-methylnonyl)- BEEmEEEs
105.0 11.40 11.60 11.80 12.00
m/z 104.10 4._73%
5000
16.0 41.0 9.0 | 1%01&01%02@0
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.77 5.33 ng 353505 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1646 (11.769 min): BF102083.D (-1642) (-) m/z 73.00 100.00%

431 730

5000

11.40 11.60 11.80 12.00
m/z 43.10  97.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA L L L L LB L

T T
11.40 11.60 11.80 12.00

83.0 -
J 1570 1geo 2180 2560 m/z 60.00 89.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
e T
430 11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 76.06%
171.0
97.0 214.0

WWWWVTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L B o
43.0 730 11.40 11.60 11.80 12.00
m/z 55.05 73.01%

5000 129.0

15.0
e e N Emas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF010918.M Tue Jan 16 18:28:18 2018 Page: 10



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 11.48 ng 799899 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 1978 (13.721 min): BF102083.D (-1973) (-) m/z 43.10 100.00%
43.1| 83.0
5000 111.1
BRI BN BN
139.1 13.40 13.60 13.80 14.00
S | | Ay7lesliese  2a12 2873 3573 Tt 6t g9 77
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000 111.0 UL B BULLILN B B
Bmwmwmmm
m/z 83.05 87 .66%
270} ) \‘ H M‘ n A “167 01960 236.0266,0294.0
m/z--> 50 200 2%0 360 3éo
Abundance
55.0 83.0
13.40 13.60 13.80 14.00
5000 111.0 m/z 55.00 82.97%
27,0 139'0167.0196.02240252.0280.030&0
m/z--> 55 160 150 260 2%0 360 3éo
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester B e A EEEEmmmam
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.10 80.03%
5000
AL J[] ase018202100  5s50 356.0
m/z--> 5'0 1(')0 150 200 250 3(')0 35'30 13 40 13. 60 13. 80 14. oo '

8270-BF010918.M Tue Jan 16 18:28:19 2018 Page: 11



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl13.92 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.92 2.40 ng 167561 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 3-methvl-N-(4-chlorop... 245 C14H12CINO 1000339-11-8 22
2 Benzamide. 4-methvl-N-I2-(2-thie... 245 C14H15NOS 1000319-70-5 22
3 6-Isobutvl-4-methvl-5.6-dihvdro-... 176 C11H16N2 1000185-72-5 18
4 3-Methoxv-5-(p-tolvl)isoxazole 189 C11H11NO2 1000241-45-5 18
5 5-Ethyl-3-phenyl-2,5-dihydro-1,2... 176 C1O0H12N20 037467-27-9 14
Abundance Scan 2012 (13.921 min): BF102083.D (-2009) (-) m/z 57.00 100.00%
57.0 119.1
5000
H 013 . ., 3864 13.60 13.80 14.00 14.20
—— W m/z 119.10 96.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98093: Benzamide, 3-methyl-N-(4-chlorophenyl)-
119.0
5000 BRI UL B
245.0 13.60 13.80 14.00 14.20
: m/z 105.10 78.56%
w00
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
13.60 13.80 14.00 14.20
5000 m/z 91.00 64 .43%
245.0
65.0
33.0 165.0 214.0
m/z--> §0 160 1%0 260 2%0 360 3éo 460
Abundance #42465: 6-1sobutyl-4-methyl-5,6-dihydro-pyridine-2-carboni... L L e
119.0 13.60 13.80 14.00 14.20
m/z 259.25 60.99%
5000
M0 790 || 1RO
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 35'30 4(')0 13.|60 13.|80 14.'00 14.'20

8270-BF010918.M Tue Jan 16 18:28:20 2018 Page: 12



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl14.05 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.05 2.81 ng 195551 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzonitrile. 4-ethoxv- 147 C9HONO 025117-74-2 18
2 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 15
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 11
4 Benzamide. N-(3-chlorophenvl)-2-... 245 C14H12CINO 1000307-00-4 11
5 o-Toluic acid, hex-4-yn-3-yl ester 216 C14H1602 1000292-51-2 11
Abundance Scan 2034 (14.051 min): BF102083.D (-2030) (-) m/z 119.10 100.00%
119.1
5000 57.1
273.3 o
| || | 1591 2032, .. 315.3 386.5 13.80 14.00 14.20 14.40
el Ll BRSPS Tm/z 133.10  65.59%
m/z--> 0 50 150 200 250 300 350 400
Abundance #22536: Benzonitrile, 4-ethoxy-
119.0
5000 LR SRS B UL B
1380 14.00 14.20 14.40
m/z 57.10 43.17%
eﬁo
| [ R I b
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
119.0
" 13.80 14.00 14.20 14.40
5000 m/z 43.10 34.62%
390 77.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl- R UREE s ey
119.0 13.80 14.00 14.20 14.40
m/z 117.05 27 .45%
5000
39.0 77.0
ZI-O‘\M;JL‘)H\”I”””””””” e e
m/z--> 0 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40

8270-BF010918.M Tue Jan 16 18:28:20 2018 Page: 13



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl4.27 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14 .27 2.27 ng 157943 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 38
2 lIsoxazolol5.4-d1pvrimidine-4.6(5... 245 C12H11N303 035053-73-7 25
3 Benzamide. 3-methvIl-N-(4-chlorop... 245 C14H12CINO 1000339-11-8 22
4 Benzamide. N-(3-chlorophenvl)-3-... 245 C14H12CINO 1000307-11-4 22
5 lIsoxazole-3-carboximidamide, N"-... 259 C13H13N303 263869-49-4 22
Abundance Scan 2071 (14.269 min): BF102083.D (-2068) (-) m/z 259.30 100.00%
105.1 259.3
43.1
5000
45.1 LRI B SULIULN B B
§ 203.1 3022 3412 386.3 14.00 14.20 14.40 14.60
: m/z 105.10 79.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119.0
273.0
5000 R AR SUNL B B
14.00 14.20 14.40 14.60
182.0 m/z 119.10 74.78%
50 ‘ 1520 | 260 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
' 14.00 14,20 14.40 1460
5000 m/z 245.20 66.93%
85.0 245.0
32.0
mz-> 50 100 150 200 250 300 350 400
Abundance #98093: Benzamide, 3-methyl-N-(4-chlorophenyl)- B B s S e
119.0 14.00 14.20 14.40 14.60
m/z 43.10 65.16%
5000
245.0
T '|6ﬁ9" rr T |'1'89'9 U ALY DALY L DU R AR SUNILN B SR
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF010918.M Tue Jan 16 18:28:21 2018

Page: 14



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Oxalic acid, isobutyl hepta... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

1435 4.01ng 279524  Chrysene-di2 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxalic acid. i1sobutyl heptadecvl... 384 C23H4404 1000309-38-2 53
2 Oxalic acid. pentadecvl propvl e... 342 C20H3804 1000309-26-8 53
3 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 50
4 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 49
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 49

Abundance Scan 2085 (14.351 min): BF102083.D (-2080) (-) m/z 57.10 100.00%
51.
119.1
5000
168.1 203.1 238.0 ’ 414.3 14.00 14.20 14.40 14.60
. m/z 43.10 98.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester
57.0
5000 LA L L L L L L B
14.00 14.20 14.40 14.60
97.0 m/z 119.10 78.95%
283.0
2ol ] “\‘ |l \H | 13901600 2380
L B o e e
m/z--> 50 150 200 250 300 350 400
Abundance
43.0
B B .
14.00 14.20 14.40 14.60
0
5000 83.0 255 0 m/z 55.00 61.58%
— T T T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #187989: Oxalic acid, hexadecyl propy! ester B B .
43.0 14.00 14.20 14.40 14.60
m/z 83.10 59.52%
5000 83.0
J ‘l 269.0
1k | ‘2?91550 196.0 { 312.0
R T A T T B B .
m/z--> 50 100 150 200 250 300 350 400 14. OO 14.20 14.40 14.60

8270-BF010918.M Tue Jan 16 18:28:22 2018

Page: 15



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl4.39 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.39 2.72 ng 189714 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ent-bever-15-en-18-ol 288 C20H320 020107-90-8 14
2 Diazoxon 288 C12H21N204P 000962-58-3 11
3 7-Hvdroxvloxapine 343 C18H18CIN302 037081-75-7 10
4 Acetic acid 4-I(3-fluoro-4-methv... 301 C17H16FNO3 303771-07-5 10
5 2-Benzylamino-as-triazino(6,5-c)... 287 C17H13N5 081547-18-4 10
Abundance Scan 2092 (14.392 min): BF102083.D (-2089) (-) m/z 57.10 100.00%
57.1  105.0
259.3
5000
343.3371.2400,6 | 14.00 14.20 14.40 14.60 14.80
m/z 105.00 95 .86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134739: Ent-beyer-15-en-18-ol
105.0 257.0 288.0
35.0
5000 14.00 14.20 14.40 14.60 14.80
m/z 43.05 86.42%
790 ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
137.0 273.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 119.10 67 .45%
43.0 81.0 217.0
180.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #179015: 7-Hydroxyloxapine B B E e
70.0 278.0 14.00 14.20 14.40 14.60 14.80
m/z 259.25 58.99%
50001 42.0
209.0 5440
153.0 ‘ \ 3430
, ,‘IJHIJ LSS ol ,‘_ ,\@03.9, , -“'. I e NS
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80

8270-BF010918.M Tue Jan 16 18:28:23 2018 Page: 16



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.30 ng 114275 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 80
Abundance Scan 2318 (15.721 min): BF102083.D (-2315) (-) m/z 57.05 100.00%
57.0
5000
se.l 15.40 15.60 15.80 16.00
168 2 207.0 . . ) )
AL b 30 1082 2070 26312071 a1 TIiT0 67,080
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 R AR DA U DU
mmmmmmmm
99.0 m/z 43.10 49 .56%
27.0 h [ H , 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 100 1%0 200 250 360 3éo
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.05 45 .54%
99.0
i M0 asz0  *BOn0 080 gs20
m/z--> 55 160 150 260 250 300 3éo
Abundance #194499: Eicosane, 7-hexyl- e AREEEEEaSEE
57.0 15.40 15.60 15.80 16.00
m/z 41.00 17.41%
5000

99.0
‘ } | t’ [ ?41 .0 18202110 252,0281.0 329

m/z--> 50 100 150 200 250 300 350 15. 40 15 60 15. 80 16. 00

8270-BF010918.M Tue Jan 16 18:28:23 2018 Page: 17



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.77 7.00 ng 347517 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 2326 (15.768 min): BF102083.D (-2322) (-) m/z 57.10 100.00%
57.1
97.1
5000
10001 o 12552661 2000 010 15190 15160 1580 1600
e e B S m/z 83.10 90.80%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
97.0
5000 B DN BRI BRI SO
15.40 15.60 15.80 16.00
m/z 43.10 82.17%
27,0| | \H \M M i ‘H?.ol 181.0 222.0252.0 292.0322.0 362.0392.0
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57.0 97.0
15.40 15.60 15.80 16.00
5000 m/z 97.10 76.54Y%
139.0
27.0 181.0 222.0 264.0294.0 334.0 378.0 WLW
m/z--> 55 160 1%0 260 2%0 300 3%0 '
Abundance #186968: n-Tetracosanol-1 L BT o e
57.0 |97.0 15.40 15.60 15.80 16.00
m/z 69.10 72.80%
- Wﬂkﬁm
39.0
270 | ‘ J i k J_, 181.0 222.0252.0 308.0337.0
m/z--> 55 160 1%0 260 2éo 360 3éo ' 15h0 15%0 1580 1&50 '

8270-BF010918.M Tue Jan 16 18:28:24 2018 Page: 18



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102083.D

Aca On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample : J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 _.beta.-Sitosterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.19 3.99 ng 197830 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 91
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 58
3 Ledene oxide-(I11) 220 C15H240 1000159-36-7 38
4 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 37
5 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 37
Abundance Scan 2568 (17.192 min): BF102083.D (-2563) (-) m/z 43.00 100.00%
43.0
5000 145.1
2132 2551 3203
. 414.4 R SRR PR DR B
7.0 3814 1680 17.00 1720 17.40 17.60
m/z 55.10 61.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000 16,80 17.00 17.20 17.40 17.60
107.0
‘ ‘ 145.0 030 41401 Tn/z 145.10  51.40%
7 255 o
—— ?H“\ ‘\‘\ ‘N\Hm “H\ \H’l\‘ﬂ HH \ ‘ . Iw‘ : |3i4il-|0| 3I8I:\I-F)M |‘L|
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
16,80 17.00 17.20 17.40 17.60
5000 81.0 m/z 107.10 43.22%
414.0
145.0 213.0 303.0
178.0 255.0 381.0
115.0 ‘ 342.0
m/z--> 55 160 1%0 200 250 300 3%0 460
Abundance #77521: Ledene oxide-(I1) A B R e
43.0 16.80 17.00 17.20 17.40 17.60
m/z 105.00 42 .72%
5000
‘\ 91.0 159.0
123.0 202.0
...,]“.*\H. JJJLL.MIJ‘I.ILI T — e
m/z--> 50 100 150 200 250 300 350 400 16. 80 17. oo 17. 20 17. 40 17. 60

8270-BF010918.M Tue Jan 16 18:28:25 2018 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011518\
Data File : BF102083.D

Acq On : 16 Jan 2018 00:27

Operator : SJ/JU

Sample - J1122-20

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.93 5.7 ng 356674 1 6.72 1249770 20.0
unknown6 .49 6.49 80.4 ng 5025070 1 6.72 1249770 20.0
Hexadecane 9.69 2.7 ng 198982 3 9.75 1471070 20.0
Tridecane, 6-methyl- 10.66 3.8 ng 251543 4 11.23 1326710 20.0
Benzene, (l1-ethyl... 11.45 3.0 ng 195813 4 11.23 1326710 20.0
Benzene, (1-methy... 11.62 4.1 ng 273659 4 11.23 1326710 20.0
n-Hexadecanoic acid 11.77 5.3 ng 353505 4 11.23 1326710 20.0
1-Heneicosanol 13.72 11.5 ng 799899 5 13.86 1393940 20.0
unknownl13.92 13.92 2.4 ng 167561 5 13.86 1393940 20.0
unknown14 .05 14.05 2.8 ng 195551 5 13.86 1393940 20.0
unknownl14 .27 14.27 2.3 ng 157943 5 13.86 1393940 20.0
Oxalic acid, isob... 14.35 4.0 ng 279524 5 13.86 1393940 20.0
unknown14 .39 14.39 2.7 ng 189714 5 13.86 1393940 20.0
Octacosane 15.72 2.3 ng 114275 6 15.28 992278 20.0
Octacosanol 15.77 7.0 ng 347517 6 15.28 992278 20.0
-beta.-Sitosterol 17.19 4.0 ng 197830 6 15.28 992278 20.0
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