LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\

Data File : BF120089.D

Aca On : 20 Apr 2020 20:29 Instrument :

Operator : MA/SJ E?Afs el
- _ lentosampleld :

3?22'6 : L2314-09 DUP-2020-04-15

ALS Vial : 18 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF040820 .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 5.316 544 549 552 rBVY 3049162 2791945 74.56% 6.754%
2 6.357 721 726 734 rBVY 2730690 2852321 76.17% 6.900%
3 6.428 734 738 743 rVB 57511 60717 1.62% 0.147%
4 6.545 754 758 764 rBV3 62556 64580 1.72% 0.156%
5 6.710 783 786 790 rBVY 1169429 985344 26.31% 2.384%
6 6.869 809 813 816 rBY 3031635 2588844 69.13% 6.263%
7 7.122 852 856 865 rVB 61555 57703 1.54% 0.140%
8 7.281 874 883 886 rBVY 2248047 2141550 57.19% 5.181%
9 7.998 1000 1005 1008 rBV 1639718 1316189 35.15% 3.184%
10 8.586 1102 1105 1109 rBvV2 49337 59782 1.60% 0.145%

11 9.081 1183 1189 1192 rBV 4384446 3744737 100.00% 9.059%
12 9.163 1196 1203 1207 rBV2 44366 52977 1.41% 0.128%
13 9.475 1252 1256 1259 rBV 876281 660290 17.63% 1.597%
14 9.757 1297 1304 1307 rBV 1533697 1351649 36.09% 3.270%
15 10.545 1433 1438 1441 rBV 2509516 2121337 56.65% 5.132%

16 10.663 1455 1458 1464 rBV2 39919 57675 1.54% 0.140%
17 10.910 1496 1500 1507 rBV6 34184 51882 1.39% 0.126%
18 11.192 1545 1548 1552 rBV2 57706 61615 1.65% 0.149%
19 11.239 1552 1556 1559 rVvV 1622326 1363800 36.42% 3.299%
20 11.263 1559 1560 1564 rVvVv 108327 79638 2.13% 0.193%
21 11.316 1564 1569 1573 rVB5 32520 55741 1.49% 0.135%
22 11.469 1590 1595 1598 rBV5 29177 52239 1.39% 0.126%
23 11.539 1604 1607 1611 rBV 68327 55858 1.49% 0.135%
24 11.692 1630 1633 1638 rBV2 85191 96866 2.59% 0.234%

25 11.780 1644 1648 1658 rBV2 652032 703809 18.79% 1.703%

26 11.951 1674 1677 1680 rBV 108241 101446 2.71% 0.245%
27 12.033 1687 1691 1695 rBV2 89743 135704 3.62% 0.328%

28 12.186 1714 1717 1720 rVB 68939 63157 1.69% 0.153%
29 12.292 1732 1735 1737 rBV2 49670 45757 1.22% 0.111%
30 12.339 1741 1743 1747 rVB2 53278 48028 1.28% 0.116%

31 12.451 1759 1762 1765 rBV 122691 120195 3.21% 0.291%
32 12.486 1765 1768 1776 rVB6 66883 133380 3.56% 0.323%
33 12.563 1776 1781 1788 rBV2 335159 377083 10.07% 0.912%
34 12.680 1798 1801 1803 rBV 145943 111468 2.98% 0.270%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\

Data File : BF120089.D

Aca On : 20 Apr 2020 20:29 Instrument :

Operator : MA/SJ E?Afs el
- _ lentosampleld :

3?22'6 : L2314-09 DUP-2020-04-15

ALS Vial : 18 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.716 1803 1807 1811 rBV 155389 167465 4_.47% 0.405%

36 12.833 1822 1827 1830 rBV 3640749 3225689 86.14% 7.803%
37 13.068 1861 1867 1869 rBV3 100400 150654 4.02% 0.364%

38 13.092 1869 1871 1874 rVB 97926 90175 2.41% 0.218%
39 13.257 1894 1899 1902 rBV2 347965 339185 9.06% 0.821%
40 13.286 1902 1904 1908 rVB3 69253 74256 1.98% 0.180%

41 13.410 1922 1925 1936 rVB 164803 198699 5.31% 0.481%
42 13.498 1937 1940 1943 rBV2 104238 103067 2.75% 0.249%
43 13.527 1943 1945 1948 rVB3 90752 75894 2.03% 0.184%
44 13.621 1957 1961 1966 rBV2 104777 132088 3.53% 0.320%
45 13.680 1968 1971 1977 rBV2 102674 112718 3.01% 0.273%

46 13.739 1977 1981 1987 rBV 614663 770243 20.57% 1.863%
47 13.821 1993 1995 1998 rVB2 60800 48760 1.30% 0.118%
48 13.880 1999 2005 2008 rBV 1122263 1085188 28.98% 2.625%
49 13.951 2015 2017 2022 rBV2 106268 140825 3.76% 0.341%
50 14.051 2031 2034 2038 rBV 431004 419445 11.20% 1.015%

51 14.092 2039 2041 2044 rVB 194308 152382 4_.07% 0.369%
52 14.180 2053 2056 2058 rBV2 83843 72677 1.94% 0.176%
53 14.245 2064 2067 2069 rBV 142747 144018 3.85% 0.348%
54 14.274 2069 2072 2074 rVV 290124 351670 9.39%% 0.851%
55 14.298 2074 2076 2079 rvB2 188081 165262 4.41% 0.400%

56 14.333 2079 2082 2085 rBV 174785 163399 4_36% 0.395%
57 14.374 2085 2089 2093 rBV 862873 1142430 30.51% 2.764%
58 14.515 2110 2113 2117 rVB 162579 154476 4._.13% 0.374%
59 14.574 2120 2123 2127 rBV 127755 147468 3.94% 0.357%
60 14.645 2132 2135 2139 rVV3 264524 348392 9.30% 0.843%

61 14.710 2143 2146 2152 rVB 263237 282096 7.53% 0.682%
62 14.798 2158 2161 2165 rVB 84550 98923 2.64% 0.239%
63 14.898 2175 2178 2185 rVB 98086 174191 4._.65% 0.421%
64 14.980 2188 2192 2195 rBV 240082 263877 7.05% 0.638%
65 15.010 2195 2197 2204 rVB2 142408 200812 5.36% 0.486%

66 15.186 2224 2227 2231 rVB 69565 91742 2.45% 0.222%
67 15.245 2234 2237 2242 rVB 91912 111996 2.99% 0.271%
68 15.310 2243 2248 2257 rVV2 809454 1225248 32.72% 2.964%
69 15.527 2281 2285 2290 rVB4 118191 167514 4_.47% 0.405%
70 15.751 2319 2323 2327 rBV2 93986 130850 3.49% 0.317%

71 15.804 2327 2332 2340 rBV 531331 998524 26.66% 2.416%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 16.339 2418 2423 2445 rVB2 163336 497844 13.29% 1.204%
73 16.498 2445 2450 2455 rBvV4 92171 184641 4_.93% 0.447%
74 16.680 2477 2481 2486 rBV4 54391 120878 3.23% 0.292%
75 16.845 2503 2509 2516 rBvV2 307612 617481 16.49% 1.494%

76 17.104 2548 2553 2557 rBV2 46734 87705 2.34% 0.212%
77 17.245 2571 2577 2587 rBV3 181991 513883 13.72% 1.243%
78 17.992 2699 2704 2705 rBv4 92956 126674 3.38% 0.306%
79 18.203 2733 2740 2751 rVB2 236364 603887 16.13% 1.461%
80 18.527 2789 2795 2805 rVB3 96792 297376 7.94% 0.719%

Sum of corrected areas: 41337973
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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: BF120089.D

4000000

5.32 6.87

3000000 6.36

7.28
2000000

6.71
1000000

6.48.55 7.12
L I

L a7 4R L S

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF120089.D

4000000 1283

3000000
10.55

2000000
8.00 9.76 11.24

1000000 9.47

11.78
12.56. 13.2€
8.59 9.16 110.66 10.91 1Z-A9apy aHuL 69 RGO Vi

Ok e e e e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF120089.D

4000000

3000000

2000000

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.78 10.32 ng 703809 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1648 (11.780 min): BF120089.D (-1644) (-) m/z 59.95 100.00%
43
5000 129
85 213 ST
01 157 185 o5y 256 00 1140 1160 11.80 12.00
— m/z 43.00 98.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72643: Tridecanoic acid
3 | P
5000 129 SNSRI AU SUNILE R
11.40 11.60 11.80 12.00
) m/z 72.95 90.45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
11.40 11.60 11.80 12.00
5000 256 m/z 57.05 86.24%
129
27 97 213
58 113 157 185 228

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

Abundance #95851: Pentadecanoic acid e T
11.40 11.60 11.80 12.00

m/z 55.00 81.52%

5000

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 3 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.56 6.95 ng 377083 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 83
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1781 (12.563 min): BF120089.D (-1776) (-) m/z 43.00 100.00%
4B 60
129
83 g7 115 185 241 B e R e
143157171 | 199213207 | p55 284 1220 1240 1260 1280
Wk m/z 60.00 91.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4B 57 7B
5000 129 AR SN IR SRR I

12.20 12.40 12.60 12.80
185 m/z 57.00 88.58%

241 284
J‘“ 143157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 0

12 20 12. 40 12. 60 12.80

5000 129 m/z 72.95 86.12%
83 97
115 157171185 213 256
143 199 | 22754
memwmﬁwwwﬁrﬁrﬁrﬁrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 12.20 12.40 12.60 12.80
m/z 55.00 82.84%
43 5
5000 129
185 228
115
1 143157171 ‘ ‘ *M\ANM»AMMJAJ
T TR M vl <= T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.72 3.09 ng 167465 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 94
2 Diphenolic acid 286 C17H1804 000126-00-1 64
3 4H-Pvrazolol5.1-cl-1.4-benzodiaz... 213 C11H7N302 1000277-20-1 64
4 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 64
5 1,4-Puran, 5,6-dihydro-3-[3-indo... 213 C14H15NO 1000128-72-9 53
Abundance Scan 1808 (12.721 min): BF120089.D (-1803) (-) m/z 213.05 100.00%
213
5000
91 119 228
et S b g 120100181108 | | 8w 7751410 16.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84555: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000
228 12.40 12.60 12.80 13.00
119 m/z 228.05 15.38%
15 39 65 o1 | 135150165181197 ,
m/z--> 20 45 60 éo 100 120 140 160 180 200 220 240 260 280 300
Abundance
213
12.40 12.60 12.80 13.00
5000 m/z 119.00 15.32%
119 286
18 39 65 91 134149 177 197 271

m—mmvmwmmm

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

Abundance #71835: 4H-Pyrazolo[5,1-c]-1,4-benzodiazepine-4,10(5H)-dione R B e
3 12.40 12.60 12.80 13.00

m/z 91.00 11.50%

5000

119
146 169 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 5 unknownl3.26 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.26 6.25 ng 339185 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2°.5.5"-Tetramethvldiphenvlsul... 274 C16H1802S 006632-44-6 42
2 Salicvlic acid. 3-methvl-4-phenv... 256 C14H12N203 1000217-17-2 38
5-(4.5-Dihvdro-3H-pvyrrol-2-vImet... 208 C11H16N2S 051430-88-7 30
4 Indole. 6-methvl-2-(4-pvridvI)- 208 C14H12N2 107919-93-7 27
5 Methyl 5-acetyl-2-methoxybenzoate 208 C11H1204 039971-36-3 22
Abundance Scan 1900 (13.263 min): BF120089.D (-1894) (-) m/z 208.05 100.00%
3

5000

13.00 13.20 13.40 13.60
302 m/z 195.05  61.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122716: 2,2',5,5-Tetramethyldiphenylsulfone

5000
13.00 13.20 13.40 13.60

m/z 193.00 61.52%

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

Abundance
T 151
13.00 13.20 13.40 13.60
5000 256 m/z 77.00 57.67%
51
105
7 133 179 238
195 212
mmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67409: 5-(4,5-Dihydro-3H-pyrrol-2-ylmethylene)-4,4-dimeth. .. e AR e
193208 13.00 13.20 13.40 13.60
m/z 91.00 48.94%
5000 43 151 175
83 108
) 67 ‘
”M e ,“‘,“"“,,, R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. OO 13 20 13. 40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl3.41 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.41 3.66 ng 198699 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 48
2 Heptadecane 240 C17H36 000629-78-7 47
3 Hexadecane 226 C16H34 000544-76-3 35
4 4H-Pvran-4-one. 3.5-diacetvl-2.6... 208 C11H1204 019396-77-1 35
5 2-methyltetracosane 352 C25H52 1000376-72-6 20
Abundance Scan 1925 (13.410 min): BF120089.D (-1922) (-) m/z 57.05 100.00%
57
5000
4 JWLA_/R‘AV\
l‘ 13.00 13.20 13.40 13.60 13.80
e m/z 95.00 72.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59879: Tetradecane
57
5000 85 AR SRR U
anmmmnmmm
4 m/z 71.10 57.86%
2 | | 113 141 169 198
iz % 4 60 B0 100 130 140 A% Th0 300 230 24D 250 200 WO
Abundance
57
13.00 13.20 13.40 13.60 13.80
5000 85 m/z 43.10 57.00%
41
2 113 141 169 19797, 240
Wmmmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83026: Hexadecane T T
57 13.00 13.20 13.40 13.60 13.80
m/z 85.05 40.91%
B 4 | JLMLML
113
LT e 169 g7 226

IIIIIIIIIIIIIIIIIllillll‘lllllllllllllll TTTT TTTT IIIIIIIIIIIIIIIIIIIIIIIIII TTr T TTTT TTrTT TTr T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. OO 13. 20 13. 40 13. 60 13 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.74 14.20 ng 770243 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 1981 (13.739 min): BF120089.D (-1977) (-) m/z 57.00 100.00%
57
83
5000
“ 111
AU U
139 13.40 13.60 13.80 14.00
ol ,~.‘.J.i,ll.1. y 167196 230252 282 | m/z 43.00 77.68%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83
5000 AU IR
111 13.40 13.60 13.80 14.00
29 m/z 55.00 77 .47%
UL a0z s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
97 AU N U
13.40 13.60 13.80 14.00
5000 m/z 83.10 59.20%
125
29
154 196 224  2p9 370
mz-> 50 100 150 200 250 300 350 400 450 MM
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester A G s o I
57 13.40 13.60 13.80 14.00
97 m/z 97.05 53.08%
5000
125
29
m/z--> 50 100 150 200 250 300 350 400 450 1340 13.60 13.80 14.00

8270-BF040820.M Tue Apr 21 06:30:39 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl14.05 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.05 7.73 ng 419445 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-methvl-. 2-o0xo0-2... 254 C16H1403 055153-20-3 33
2 Butvrophenone. 2-phenvl- 224 C16H160 016282-16-9 27
3 Benzene. (1.3-dimethvl-3-butenvl)- 160 C12H16 056851-51-5 22
4 Benzaldehvde. 3-ethoxv-4-T(2-met... 270 C17H1803 1000338-22-8 14
5 Benzene, (2-ethenyl-1,4,4-trimet... 216 C16H24 074810-76-7 14
Abundance Scan 2034 (14.051 min): BF120089.D (-2031) (-) m/z 105.00 100.00%
105
5000
a1 23 "580 14000 1420 14140
57 79 . . : :
Obrprrrrfberdprdiobert dEL 45 165 188207 | 243261 283 S18 | ";m/z 119.05  44.35%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105614: Benzoic acid, 3-methyl-, 2-oxo-2-phenylethyl ester
105
5000 13.80 14.00 14.20 14.40
m/z 91.00 19.98%
9 6 | 254
m>i&&mmm@@®mmmmmmﬁ
Abundance
105
" 13.80 14.00 14.20 14.40
5000 m/z 223.10 18.67%
77
27 o1 128 165 224
WWWWWWWW
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #30884: Benzene, (1,3-dimethyl-3-butenyl)- R R N R AREA R
105 13.80 14.00 14.20 14.40
m/z 106.00 8.31%
5000
77
233955 128144160
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40

8270-BF040820.M Tue Apr 21 06:30:40 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Naphthalene, 2,2"-(1,2-etha... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.27 6.48 ng 351670 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.2"-(1.2-ethanediv... 282 C22H18 021969-45-9 59
2 1-But-3-envlnaphthalene 182 Cl1l4H14 002489-88-5 45
3 3.4-Difluorobenzoic acid. 2.4.5-... 336 C13H5CI3F202 1000357-32-1 38
4 3.4-Difluorobenzoic acid. 3-meth... 228 C12H14F202 1000357-31-3 38
5 2,5-Difluorobenzoic acid, 2,4-di... 352 C17H8CI2F202 1000331-56-9 38
Abundance Scan 2071 (14.268 min): BF120089.D (-2069) (-) m/z 141.10 100.00%
141
5000
43 167 239 350 14.00 14.20 14.40 14.60
i P STANS, ] T8 218 77 207087 T m/z 142.05 15.20%
miz--> 50 100 150 200 250 300 350
Abundance #129539: Naphthalene, 2,2'-(1,2-ethanediyl)bis-
141
5000
14.00 14.20 14.40 14.60
1s 082 m/z 154.05  7.09%
39 63 91 | 165187 213 252 |
miz--> 50 100 150 200 250 300 350
Abundance
141
14.00 14.20 1440 14.60
5000 m/z 43.10 6.71%
115 182
39 63 89 164
miz--> 50 100 150 200 250 300 350
Abundance #173531: 3,4-Difluorobenzoic acid, 2,4,5-trichloropheny! este e B e o B
141 14.00 14.20 14.40 14.60
m/z 239.15 6.35%
5000
113
36 63 o3 l . 169 198 338
nm/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF040820.M Tue Apr 21 06:30:40 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 n-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .37 21.06 ng 1142430 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Octacosanol 410 C28H580 000557-61-9 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 Cyclotetracosane 336 C24H48 000297-03-0 91

Abundance Scan 2088 (14.368 min): BF120089.D (-2085) (-) m/z 57.00 100.00%

57
83
5000
111

‘ J 139 168 14.00 14.20 14.40 14.60
et L g L7 T08 196218290 267290 368 m/z 43.05 78.39%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
a7 83
111
5000 LA L L L L LB L
14.00 14.20 14.40 14.60
- m/z 55.00 75.61%
139
| l 1,167 195 222 250 280 308 336
i
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
14.00 14.20 14.40 14.60
5000 m/z 83.10 59.39%
125
29
77 153 181 209 236 264 292 322 364 392
O [ i o o o e e o e e B BB ML e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol T e
55 83 14.00 14.20 14.40 14.60
m/z 97.10 54 _.95%
29
Il I‘ ‘ | | 11 167 196 238 266 204
e e e e e o LA I SR e
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF040820.M Tue Apr 21 06:30:41 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Pyridine, 2-phenyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.64 5.69 ng 348392 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 2-phenvl- 155 C11HSN 001008-89-5 59
2 1-Naphthoic acid. 2.4.5-trichlor... 350 C17H9CI302 1000355-69-5 59
3 1-Naphthoic acid. 3-fluorophenvl... 266 C17H11F02 1000331-17-9 53
4 Ethvl 1-(3-hvdroxvbutvIl)-2-oxocv... 270 C15H2604 110288-16-9 53
5 3-Chloro-4-fluorobenzonitrile 155 C7H3CIFN 1000343-13-1 45
Abundance Scan 2134 (14.639 min): BF120089.D (-2132) (-) m/z 155.05 100.00%
1%5
5000 M
e e e
43 128 352 14.40 14.60 14.80 15.00
Ol 0087105 19| ] 172190 214 247267287 315 " | 77 156.05  14.82%
m/z--> 50 100 150 200 250 300 350
Abundance #27866: Pyridine, 2-phenyl-
1(
5000 LR LI B RS SR
14.40 14.60 14.80 15.00
o o7 m/z 141.00 12 .53%
Y N0 i N
m/z--> 50 100 150 200 250 300 350
Abundance
155
14.40 14.60 14.80 15.00
5000 m/z 153.00 7.26%
127
51 77 101 196 350
m/z--> 50 100 150 200 250 300 350
Abundance #115694: 1-Naphthoic acid, 3-fluoropheny! ester R B e O
155 14.40 14.60 14.80 15.00
m/z 43.00 6.79%
B | NA\J\j/\\_ijkdﬂm¥~«»~_,ﬂﬁk,d
51 77 101 | ‘ 266
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF040820.M Tue Apr 21 06:30:41 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Ethyl 1-(3-hydroxybutyl)-2-__._. Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.71 4.60 ng 282096 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl 1-(3-hvdroxvbutvl)-2-oxocv... 270 C15H2604 110288-16-9 50
2 Mandelamide. N-(1-naphthvlethvI)- 305 C20H19NO2 344875-77-0 10
3 1H-Indole-3-acetonitrile 156 C10H8N2 000771-51-7 10
4 Pvridine. 2-phenvl- 155 C11HSN 001008-89-5 9
5 1,2-Cyclohexanedicarboxylic acid... 284 C16H2804 1000339-43-9 9
Abundance Scan 2146 (14.710 min): BF120089.D (-2143) (-) m/z 155.10 100.00%
1%5
5000
M 128 352 14.40 14.60 14.80 15.00
w73 95 15| | 178107 225 246263 285302 329 )" m/z 156.10 26.34%
m/z--> 50 100 150 200 250 300 350
Abundance #119073: Ethyl 1-(3-hydroxybutyl)-2-oxocyclooctane-1-carbo...
1%5
81 109157 R DA BN IR IR
5000 14.40 14.60 14.80 15.00
} m/z 141.00 13.08%
| | 179 224
|I 0 252270
m/z--> 150 200 250 300 350
Abundance
155
14.40 14.60 14.80 15.00
5000 m/z 352.30 6.49%
107
79 305
127
27 51 182199217 248 270287
m/z--> 50 100 150 200 250 300 350
Abundance #28407: 1H-Indole-3-acetonitrile
155 14.40 14.60 14.80 15.00

m/z 154 .05 6.16%

5000
130

T
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF040820.M Tue Apr 21 06:30:42 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.98 4.31 ng 263877 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tridecane. 6-methyl- 198 C14H30 013287-21-3 87
3 1-lodoundecane 282 C11H23lI 004282-44-4 87
4 Tetradecane. 3-methvl- 212 C15H32 018435-22-8 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2192 (14.980 min): BF120089.D (-2188) (-) m/z 57.00 100.00%
57
5000 85
113 14.60 14.80 15.00 15.20
—_— ,J. oLy, }4159 183 213 236 256 286 329 355 | s 4300 | 52.24%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 AR AR UL UG R
a5 14 60 14. 80 15. 00 15.20
29 m/z 71.10 46 .86%
| L | J (113 141 169 197 226
m/z--> 50 160 150 200 2%0 300 3%0
Abundance
57
14,60 14.80 15.00 15.20
5000 m/z 85.05 37.68%
29 8 1%
154 183
m/z--> §o 160 150 200 250 300 3%0
Abundance #128607: 1-lodoundecane A B o
57 14.60 14.80 15.00 15.20
m/z 55.00 23.12%
5000 85
29
Al (M3 e o a2
m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15. 00 15. 20

8270-BF040820.M Tue Apr 21 06:30:42 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Behenic alcohol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.01 3.28 ng 200812 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 1-Heneicosanol 312 C21H440 015594-90-8 87
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
5 1-Hexadecanol 242 C16H340 036653-82-4 87

Abundance Scan 2197 (15.010 min): BF120089.D (-2195) (-) m/z 57.10 100.00%

57

83

5000

14.60 14.80 15.00 15.20 15.40
m/z 43.00 80.18%

139 166184 207 232

270 300 326 355

m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55
5000 111 LR B TTTT TT T
14. 60 14. 80 15. 00 15. 20 15. 40
29 m/z 55.00 78.11%
139
Ll L A ,1§7 196 224 252 280 308
=l ...., T T
m/z--> 50 200 250 300 350
Abundance
57 83
R R REE e AR
14.60 14.80 15.00 15.20 15.40
5000 11 m/z 83.00 69.83%
29 139
167 195 202 250 280 308 336
N I e e e L A e B B e . i e
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol A EEE TS
55 83 14.60 14.80 15.00 15.20 15.40
m/z 97.05 66.67%
5000 111
29
LA { DL 167 16 g oms o

m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15. 00 15. 20 15. 40

8270-BF040820.M Tue Apr 21 06:30:42 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.80 16.30 ng 998524 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 52
2 Cvclohexane. 1.2.4.5-tetraethvl-._._. 196 C14H28 061142-24-3 49
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 46
4 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 46
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 46
Abundance Scan 2331 (15.798 min): BF120089.D (-2327) (-) m/z 83.00 100.00%
57
>0 M_//L\/\
| l{ \ 15140 1560 15,90 16,00 1630
297 : : : : -
ol 235 | 1e1 210031 265 %Y w27 38 | 17 75710 89.64%
m/z--> 50 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
5000 AL UL SR BN
15.40 15.60 15.80 16.00 16.20
29 m/z 97.10 72 .40%
l 1139 167 196 223 252 280
m/z--> 50 150 200 250 300 350 400
Abundance
55
97 LR AL DA UM B
15.40 15.60 15.80 16.00 16.20
5000 m/z 55.00 62.71%
29 167
75 125 196
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate e o
57 15.40 15.60 15.80 16.00 16.20
m/z 43.00 55.81%
5000
125
29 153
L ‘{ l L ﬁ 182 210 238 266 311 412
m/z--> 50 200 250 300 350 400 15.40 15.60 15.80 16.00 16.20

8270-BF040820.M Tue Apr 21 06:30:43 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 16 unknownl6.34 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.34 8.13 ng 497844 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid-tert butvl ester 200 C12H2402 005457-66-9 35
2 Heptane. 3-bromo- 178 C7H15Br 001974-05-6 25
3 Hexanoic acid. 1.1-dimethvlethvl... 172 C10H2002 002492-18-4 25
4 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 25
5 Pentane, 3,3-diethyl- 128 C9H20 001067-20-5 25
Abundance Scan 2423 (16.339 min): BF120089.D (-2418) (-) m/z 57.00 100.00%
57
5000 “Vx/NKNNMJ\V]\»w]\,ﬁNﬁvWﬂv
99 127 IUNNUMUVSUAR RS
198 371 440 497 16.00 16.20 16.40 16.60
....",....J,....,.17.9.,.2.2.8.2,“3?.25.‘0.,3.1?.3‘.‘0,...?9,7....1,....,. m/z 127.10  26.40%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61165: Octanoic acid-tert butyl ester
57
5000 AR ARRA BB AR
145 16. oo 16. 20 16 40 16.60
29 m/z 99.05 23.95%
[L) 80| | 185
miz--> 0 §o 160 1%0 260 2éo 360 3%0 460 4éo 560
Abundance
57
16.00 16.20 16.40 16.60
5000 m/z 55.00 9.70%
99
29
137 178
miz--> 0 §o 160 1%0 200 2éo 360 3%0 460 4%0 560
Abundance #39592: Hexanoic acid, 1,1-dimethylethyl ester R e EEAER R
57 16.00 16.20 16.40 16.60
m/z 371.20 7.96%
5000
99
29
miz--> 0 50 100 150 200 250 300 350 400 450 500 1600 16.20 16.40 16.60

8270-BF040820.M Tue Apr 21 06:30:43 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 1,4-Dimethyl-8-isopropylide... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.84 10.08 ng 617481 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

4-Dimethvl-8-isopropvlidenetri... 204 C15H24
.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 49
o] 017066-67-0 46
5 124957-09-1 45

000489-40-7 43

. decahvdro-4a-methvl... 204 C15H24
.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200

H-Cycloprop[e]azulene, la,2,3,4... 204 C15H24

1000140-07-7 55

Abundance Scan 2508 (16.839 min): BF120089.D (-2503) (-) m/z 204.20 100.00%
204
135
> 107
5000 81 269
301
175
245 16.60 16.80 17.00 17.20
341 393 425
m/z 135.05 69.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 LIRS
95 161 16.60 16,80 17.00 17 20
a o [t m/z 121.05 62.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
R
108 16.60 16.80 17.00 17.20
m/z 55.00 60.29Y%
5000 133 161 0
41 79
—— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #64525: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-... T
105 204 16.60 16.80 17.00 17.20
m/z 69.00 53.40%
81 161
50007 41 133
.,.... T T b RREmE EE e
m/z--> 50 100 150 250 300 350 400 16 60 16. 80 17. 00 17. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 _.beta.-Sitosterol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.24 8.39 ng 513883 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 91
2 Stiamastan-3.5-diene 396 C29H48 1000214-16-4 42
3 .aamma.-Sitosterol 414 C29H500 000083-47-6 38
4 Kauren-18-ol. acetate. (4.beta.)- 330 C22H3402 072150-74-4 35
5 12-Hydroxy-3-keto-bisnor-4-chole... 360 C22H3204 1000252-01-5 32
Abundance Scan 2576 (17.239 min): BF120089.D (-2571) (-) m/z 43.05 100.00%
43
5000
303 N
329 o, 381 414 17.00 17.20 17.40 1760
iy m/z 55.00 64.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 " 17.00 1720 17.40 17.60
107
81 145 o3 s 414 m/z 107.00 51.78%
73 5 32552 5 329 354 381
m/z--> 55 100 150 200 250 300 350 400
Abundance
43
206 " 17.00 17.20 17.40 17.60
5000 m/z 104.95 50.32%
8l 195 147
125 | 17319321334255 288 354
m/z--> 55 160 1%0 260 2%0 300 3%0 460
Abundance #217434: .gamma.-Sitosterol b RREmE EE e
43 17.00 17.20 17.40 17.60
m/z 57.10 49 .56%
5000 81 107 "
145 213 303
LU a2 | s
m/z--> 50 100 150 200 250 mo 350 400 ﬂ%ﬂ%ﬂ%ﬂm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Stigmast-4-en-3-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.20 9.86 ng 603887 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 83
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 70
3 1-Naphthalenecarboxvlic acid. 8-... 229 C14H15N02 069674-55-1 53
4 Testosterone 288 C19H2802 000058-22-0 49
5 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000481-30-1 38

Abundance Scan 2739 (18.198 min): BF120089.D (-2733) (-) m/z 124.05 100.00%

4

5000

17.80 18.00 18.20 18.40 18.60
m/z 43.00 55.80%

m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one

17.I80 18.IOO 18!20 18.I40 18!60
m/z 55.00 46.64%

5000

m/z-->
Abundance
124
s N M e
17.80 18.00 18.20 18.40 18.60
5000 m/z 229.10 39.02%
288
91 147
174
e i LA e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #85224: 1-Naphthalenecarboxylic acid, 8-(dimethylamino)-, ...
229 17.80 18.00 18.20 18.40 18.60
m/z 57.00 29.26%
45 17 182
5000
155
77 \
101 ‘ n
.ut}ﬁﬂunﬁJ.hﬂ,.W.M,.M‘. T e
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120089.D

Aca On : 20 Apr 2020 20:29

Operator : MA/SJ

Sample : L2314-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 20 unknownl18.53 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.53 4.85 ng 297376 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furancarboxaldehvyde. 5-nitro- 141 C5H3NO4 000698-63-5 4
2 4-Nitropvridazine 1l-oxide 141 C4H3N303 028147-45-7 2
3 2H-Azepin-2-one. 5-(1.1-dimethvl... 169 C10H19NO 032741-89-2 1
4 Cvclohexadecane-1.2.9.10-tetraca... 624 C36H6408 1000187-91-1 1
5 Acetic acid, trifluoro-, ethyl e... 142 C4H5F302 000383-63-1 1

Abundance Scan 2796 (18.533 min): BF120089.D (-2789) (-) m/z 57.05 100.00%

i

5000
141 o B o e
539
259 383 18.20 18.40 18.60 18.80
113 | 173 212 301 341 11441 ' : : :
,....l,..|-.I.~~,.-?°1:‘J,A....,....',!:.l.,-..'..,.'..l.ﬂ....,....,....l, m/z 141.05 20.28%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18830: 2-Furancarboxaldehyde, 5-nitro-
3
141
83
5000 LA L L L L L B L
1820 18.40 18.60 18.80
J I m/z 83.00 18.90%
- ..:.,....,........,....,....,.... R e
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
30
B e
11141 18.20 18.40 18.60 18.80
5000 m/z 71.10 17.64%

64

?

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #37508: 2H-Azepin-2-one, 5-(1,1-dimethylethyl)hexahydro- RS

57 18.20 18.40 18.60 18.80

m/z 539.45 16.25%
5000 o
141
85113
|1, ’169

,.”.,..”,..”,................,”.. R A e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18 20 18 40 18. 60 18 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\

Data File : BF120089.D

Acq On : 20 Apr 2020 20:29 Instrument :
Operator : MA/SJ BNA_F

Sample - 1L2314-09 ClientSampleld :
Misc : DUP-2020-04-15
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._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]
Tridecanoic acid 11.78 10.3 ng 703809 4 11.24 1363800 20.0
Octadecanoic acid 12.56 7.0 ng 377083 5 13.88 1085190 20.0
Phenol, 4,4"-(1-m... 12.72 3.1 ng 167465 5 13.88 1085190 20.0
unknownl3.26 13.26 6.3 ng 339185 5 13.88 1085190 20.0
unknownl13.41 13.41 3.7 ng 198699 5 13.88 1085190 20.0
Heptadecyl heptaf... 13.74 14.2 ng 770243 5 13.88 1085190 20.0
unknownl14 .05 14.05 7.7 ng 419445 5 13.88 1085190 20.0
Naphthalene, 2,2°_... 14.27 6.5 ng 351670 5 13.88 1085190 20.0
n-Tetracosanol-1 14.37 21.1 ng 1142430 5 13.88 1085190 20.0
Pyridine, 2-phenyl- 14.64 5.7 ng 348392 6 15.31 1225250 20.0
Ethyl 1-(3-hydrox... 14.71 4.6 ng 282096 6 15.31 1225250 20.0
Hexadecane 14.98 4.3 ng 263877 6 15.31 1225250 20.0
Behenic alcohol 15.01 3.3 ng 200812 6 15.31 1225250 20.0
5-Eicosene, (E)- 15.80 16.3 ng 998524 6 15.31 1225250 20.0
unknownl16 .34 16.34 8.1 ng 497844 6 15.31 1225250 20.0
1,4-Dimethyl-8-is... 16.84 10.1 ng 617481 6 15.31 1225250 20.0
-beta.-Sitosterol 17.24 8.4 ng 513883 6 15.31 1225250 20.0
Stigmast-4-en-3-one 18.20 9.9 ng 603887 6 15.31 1225250 20.0
unknownl18.53 18.53 4.8 ng 297376 6 15.31 1225250 20.0
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