LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample : L3430-01

Misc :

ALS Vial : 19 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-BF071620.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 4.404 390 394 401 rBV 46489 58420 1.30% 0.122%
2 5.034 496 501 518 rVB 1330507 1851703 41.13% 3.869%
3 5.440 565 570 573 rBVY 3054507 3104900 68.97% 6.487%
4 6.092 677 681 685 rBV 513189 422835 9.39% 0.883%
5 6.451 737 742 745 rBVY 2812750 3013059 66.93% 6.295%
6 6.810 800 803 807 rBVY 1258103 996943 22.14% 2.083%
7 6.886 812 816 820 rBV 403729 346315 7.69% 0.724%
8 7.375 894 899 902 rBVY 2154853 2096995 46.58% 4.381%
9 7.563 927 931 935 rBV2 87766 81831 1.82% 0.171%
10 7.798 965 971 974 rBV 113419 113279 2.52% 0.237%
11 8.051 1011 1014 1017 rBV 56256 54767 1.22% 0.114%
12 8.092 1017 1021 1025 rBvV 1321053 1277549 28.38% 2.669%
13 8.228 1039 1044 1047 rVB 112762 95192 2.11% 0.199%
14 8.792 1136 1140 1142 rBV 56888 64848 1.44% 0.135%
15 9.175 1199 1205 1208 rBV 3620047 3825367 84.97% 7.993%
16 9.228 1212 1214 1220 rVB6 34862 61953 1.38% 0.129%
17 9.316 1226 1229 1235 rVB 49373 63122 1.40% 0.132%

18 9.563 1267 1271 1280 rBV 494961 479892 10.66% 1.003%
19 9.851 1314 1320 1323 rBV 1649092 1547721 34.38% 3.234%
20 10.639 1447 1454 1457 rBV 2478836 2607129 57.91% 5.447%

21 10.751 1470 1473 1478 rVB3 62193 97219 2.16% 0.203%
22 10.992 1511 1514 1519 rBV3 72844 91567 2.03% 0.191%
23 11.139 1536 1539 1542 rVB2 44868 46005 1.02% 0.096%
24 11.198 1544 1549 1552 rVVv4 44713 70513 1.57% 0.147%
25 11.227 1552 1554 1559 rVB2 56716 60825 1.35% 0.127%

26 11.333 1567 1572 1575 rBV 1867846 1812143 40.25% 3.786%
27 11.357 1575 1576 1580 rVvVv 336920 269533 5.99% 0.563%

28 11.410 1583 1585 1588 rVB 65166 58184 1.29% 0.122%
29 11.551 1606 1609 1617 rBvV4 46889 98820 2.19% 0.206%
30 11.704 1633 1635 1645 rVB7 37021 69838 1.55% 0.146%
31 11.833 1653 1657 1659 rBvV 63706 68219 1.52% 0.143%
32 11.869 1659 1663 1668 rBV2 641683 654060 14.53% 1.367%
33 11.945 1673 1676 1679 rBV2 88119 92983 2.07% 0.194%
34 12.039 1689 1692 1696 rBV2 77695 94836 2.11% 0.198%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample : L3430-01

Misc :

ALS Vial : 19 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\HPCHEM1\BNA F\METHODS\8270-BF071620.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.151 1709 1711 1715 rVB2 57507 61437 1.36% 0.128%
36 12.204 1715 1720 1725 rBV7 43953 86683 1.93% 0.181%
37 12.280 1731 1733 1735 rVB 79711 62334 1.38% 0.130%
38 12.310 1735 1738 1741 rBV 291093 246317 5.47% 0.515%
39 12.468 1762 1765 1768 rBV2 55146 77296 1.72% 0.162%

40 12.545 1773 1778 1780 rBVY 536058 492061 10.93% 1.028%

41 12.586 1780 1785 1792 rVB3 217144 317893 7.06% 0.664%
42 12.651 1792 1796 1799 rBV2 102735 131059 2.91% 0.274%
43 12.774 1812 1817 1819 rVB 438119 436459 9.69% 0.912%
44 12.921 1834 1842 1846 rBV 3811095 4502136 100.00% 9.407%
45 13.027 1858 1860 1862 rVB 69141 46973 1.04% 0.098%

46 13.098 1869 1872 1875 rVB 116043 131448 2.92% 0.275%
47 13.127 1875 1877 1879 rBV 94477 79842 1.77% 0.167%
48 13.227 1892 1894 1898 rVB2 148096 141269 3.14% 0.295%
49 13.292 1902 1905 1909 rBV2 187428 213101 4.73% 0.445%
50 13.421 1925 1927 1930 rVB 132623 105413 2.34% 0.220%

51 13.610 1956 1959 1962 rBV 211557 193774 4_30% 0.405%
52 13.815 1991 1994 2002 rVB 1434057 1488302 33.06% 3.110%
53 13.974 2016 2021 2023 rBV2 1564039 1653368 36.72% 3.455%
54 13.998 2023 2025 2028 rVB 239867 195681 4 _.35% 0.409%
55 14.139 2047 2049 2055 rvB2 150072 139707 3.10% 0.292%

56 14.451 2098 2102 2109 rVB 789803 876013 19.46% 1.830%
57 14.815 2162 2164 2168 rVB 188386 196651 4._.37% 0.411%
58 14.886 2173 2176 2185 rVB 1028223 1165151 25.88% 2.434%
59 14.998 2193 2195 2204 rVB 191176 357747 7.95% 0.747%
60 15.080 2205 2209 2210 rBV 469743 506155 11.24% 1.058%

61 15.104 2210 2213 2219 rVB 1512060 1898296 42.16% 3.966%
62 15.427 2263 2268 2276 rVB 969339 1392957 30.94% 2.910%
63 15.651 2302 2306 2310 rBV 415429 517453 11.49% 1.081%
64 15.880 2340 2345 2349 rBV 396445 580166 12.89% 1.212%
65 15.927 2349 2353 2362 rVB 540625 890780 19.79% 1.861%

66 16.662 2473 2478 2483 rBV2 223698 425224 9.44% 0.888%

67 17.033 2537 2541 2551 rVvB4 197101 450743 10.01% 0.942%

68 17.198 2565 2569 2578 rVvB4 309388 650525 14.45% 1.359%

69 17.433 2602 2609 2620 rBV3 499017 1402115 31.14% 2.930%
Sum of corrected areas: 47861094
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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: BF121088.D
4000000

5.44
3000000 6.45
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2000000
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1000000
6.09
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|
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: BF121088.D
4000000 1292

3000000
10.64

2000000 11.33
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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: BF121088.D
4000000

3000000
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2000000
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1000000
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3.42361
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T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 1

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

5.03 37.15 ng 1851700 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 500 (5.028 min): BF121088.D (-496) (-) m/z 43.00 100.00%
a3
59
5000
T 450 480 5,00 520 540
83 : : : : :
o...,....,....,....','::..?.1.:!,...‘??....,.~...,...:,|....,....,....,....,...., m/z 59.05 56.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S R
59 460 4.80 5.00 520 5.40
m/z 101.00 19.98%
15 31 101
el ol 51 .| 83 !
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520 540
5000 M m/z 58.00 15.92%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LA LI B L L L L L
43 460 4.80 5.00 5.20 5.40
m/z 41.05 8.81%
5000
101
15
I I |
0'“l”'WHN”'“w“L'VJ'VH'b“'wgﬁw'“i““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 9

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

6.09 8.48 ng 422835 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvilbicvclol3.1.... 136 C1l0H16 007785-70-8 95
2 .alpha.-Pinene 136 C10H16 000080-56-8 94
3 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C1l0H16 004889-83-2 94
4 (19)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-26-4 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91

Abundance Scan 681 (6.092 min): BF121088.D (-677) (-) m/z 93.10 100.00%
93
5000
77 B .
owoe [l s, e "k oo 6% eho
Obrprrrr e il e el 88 Ll M2 LT Tm/z 91.00 42.35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
e}
5000 IR RS RN R
41 5.80 6.00 6.20 6.40
m/z 92.00 36.68%
105 121 136
0'|“'w'“'|L'W”l' JL “'w'”'w!”l“”w'“'v'“l“'w'“
m/z--> 20 30 40 50 90 100 110 120 130 140
Abundance
93
580 6.00 620 640
5000 m/z 77.00 30.57%
41 7
27 53 67 105 121 136
0'P'”P'”I””I”'%L'W'”'P“'P'“P'”I””I”'W”'W'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- AR b AR RE
93 5.80 6.00 6.20 6.40
m/z 79.00 24 .60%
5000
77
AT O
o) NN R — ‘.‘.‘.. ..‘.‘. ””\”” -t e SR N L V" W -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 o0-Cymene Concentration Rank 14

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

6.89 6.95 ng 346315 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 95
2 p-Cvmene 134 C10H14 000099-87-6 95
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 817 (6.892 min): BF121088.D (-812) (-) m/z 119.10 100.00%
119
5000
o1 134 R | SR
41 51 e 65 77 103 | 6.60 6.80 7.00 7.20
o ENy ol 0 SN Pl < ] 1 N N m/z 134.10 27.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
119
5000 R L L
134 6.60 6.80 7.00 7.20
01 m/z 91.00 23.12%
a5 2 A sisg6S 7T | 108 || gy |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
660 6.80 7.00 7.20
5000 m/z 117.10 14 _.75%
91
134
s 39 51565 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)- R e B
119 6.60 6.80 7.00 7.20
m/z 120.10 9.00%
5000 o1
134
sz 5§ St P T | w8 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.87 7.22 ng 654060 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1663 (11.869 min): BF121088.D (-1659) (-) m/z 73.00 100.00%
43 g0 718
5000 129
85 213 LA SUNRA SRR SRR
g 1151 3157171 192 227 51 256 11.60 11.80 12.00 12.20
o} m/z 43.05 88.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LRI DU BUILN BRI B
11. 60 11. 80 12. oo 12 20
m/ 60.00 84 .44Y
7JJ 143157171185 | 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11,60 11.80 12,00 12.20
5000 129 m/z 57.10 70.02%
29 171
87 15 214
101 143 157 185
O Rt S s T B B N .
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid ettt
60 73 11. 60 11. 80 12. 00 12 20
43 m/z 41.05 68.54Y%
5000 129
; 185 228
01115 143 171
ob \‘ M ) ‘ ‘ I, T* ettt .‘..1.9??.1? ‘
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 wunknownl2.31 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.31 2.72 ng 246317 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 37
2 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 25
3 3-Heptadec-8-envl-2.4.10-trioxa-... 378 C24H4203 1000189-57-5 25
4 Formic acid. 2.4.4-trimethvlpent... 158 C9H1802 1000368-95-2 25
5 Pyrazole, 3-nitro- 113 C3H3N302 026621-44-3 25
Abundance Scan 1738 (12.310 min): BF121088.D (-1735) (-) m/z 57.05 100.00%
g7
T L/WA\/\W
5000
T 206 15100 12,20 1740 1260
169 . ) ) )
! I, A B L2 2rrs 0 Tm/z 113.05  54.60%
m/z—-> 0 50 100 150 200 250 300 350
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57
50001 o7 113
12.00 12.20 12.40 12.60
83 m/z 97.05 48.68%
0 .J.L;.-.Ff?...., e
m/z-> 0 50 100 150 200 250 300 350
Abundance
57
12.00 12.20 12.40 12.60 |
5000 m/z 55.05 27 .12%
97
o 29 77 119 150°%° 197 207 311
m/z-> 0 55 100 1éo 260 250 300 3éo
Abundance #201656: 3-Heptadec-8-enyl-2,4,10-trioxa-adamantane A REEREEaSS
113 12.00 12.20 12.40 12.60
43 m/z 83.10 20.26%
N MW
o1 J 4\ h I Lll 132 1188 T ae5 20 38 IR
m/z-> 0 100 1m 200 2m 300 350 nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Acridin-9-amine, 1,2,3,4-te... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.29 2.58 ng 213101 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acridin-9-amine. 1.2.3.4-tetrahv... 226 C15H18N2 1000300-57-6 60
2 Acridin-9-amine. 1.2.3.4-tetrahv... 226 C15H18N2 297758-19-1 60
3 N.N-Dimethvlindoaniline 226 C14H14N20 002150-58-5 46
4 1-Propene-2-thiol. 1.1-diphenvl- 226 C15H14S 074630-83-4 43
5 2-Methyl-2-(3-hydroxyphenyl)-1,3... 226 C11H140S2 164223-91-0 43
Abundance Scan 1905 (13.292 min): BF121088.D (-1902) (-) m/z 226.10 100.00%
26
5000 165
5169 91,0128 104 S a0 13.00 13.20 13.40 13.60
o} S m/z 165.00 39.25%
m/z--> 50 100 150 200 250 300 350
Abundance #82945: Acridin-9-amine, 1,2,3,4-tetrahydro-5,7-dimethyl-
226
5000 LI I BRI UL B
13.00 13.20 13.40 13.60
s m/z 225.10 37.81%
91 198
ob b Al M ey
m/z--> 50 100 150 200 250 300 350
Abundance
226
13.00 13.20 13.40 13.60
5000 m/z 216.05 36.80%
30 65 91 13,5 154 150198
m/z--> 50 100 150 200 250 300 350
Abundance #82714: N,N-Dimethylindoaniline
226 13.00 13.20 13.40 13.60
m/z 215.05 16.98%
5000
15 42 63 85104 120 154 183, |
ves e e e e o e 13.00 13.20 13.40 13.60

8270-BF071620.-M Wed Jul 29 12:36:26 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 1,19-Eicosadiene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.61 2.34 ng 193774 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 89
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 78
3 Octadecanal 268 C18H360 000638-66-4 76
4 9-Octadecen-1-ol. (2)- 268 C18H360 000143-28-2 56
5 11-Hexadecen-1-ol, acetate, (2)- 282 C18H3402 034010-21-4 55
Abundance Scan 1959 (13.610 min): BF121088.D (-1956) (-) m/z 57.10 100.00%
57 230
82
>0 AL_-~h,;~AA_A__,hJkﬂ,a,_ﬂ,
202 LRI BRSNS SUNL B
3 136 157 185 13.20 13.40 13.60 13.80 14.00
0 m/z 230.10 93.11%
m/z--> 50 100 150 200 250 300
Abundance #126192: 1,19-Eicosadiene
55
82
5000 R AR SRR U B
1320 1340 13.60 13.80 14.00
29 109 m/z 43.10 89.46Y%
0 h |1137 166 194 222 250 278
m/z--> 50 100 150 200 250 300
Abundance
43 82
13.20 13.40 13.60 13.80 14.00
5000 m/z 82.05 80.81%
109
oL 26 165 138 166153 208095 250268
m/z--> 50 100 150 200 250 300
Abundance #117604: Octadecanal LB B B e e L
43 13.20 13.40 13.60 13.80 14.00
m/z 55.10 76.84%
82
5000 AMJVVVMﬁ-vagM_-~A\‘IVM—~
110
i W I | 5187 166 194 222 250268
m/z--> 50 100 ﬁo 200 @ 300 ' 13120 13140 13.60 13.80 14.00

8270-BF071620.-M Wed Jul 29 12:36:27 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 18.00 ng 1488300 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 1995 (13.821 min): BF121088.D (-1991) (-) m/z 57.10 100.00%

57

-

m/z--> 50 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-

%

5000
3 l‘ ‘ 139 15 230 13.60 13.80 14.00 14.20
- by J08 202 Ty 252 280208 885 m/z 43.10 85.90%
lOO

5000 LA B L L L L L L LB
13. 60 13 80 14. OO 14. 20
29 m/z 83.10 85.85%
o J | | L139 167 196 223 252 280
e L B LA e e e e e e ey IO
m/z--> 50 150 200 250 300 350
Abundance
57
83 R e e
13.60 13.80 14.00 14.20
5000 m/z 97.10 79.56%
111
29
o 130 169 191210 238 pg503
L e e o e e e S e o e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester I BEEEEE mEE s e ]
13.60 13.80 14.00 14.20
83 m/z 55.10 79 .35%
5000 111
29 39
o o \hl ‘ 163182 210 237255 356
- IIIIIIIIIIIIIII T IIIIIIIIIIIIIIIIIII
m/z--> 50 1 150 200 250 300 350 13. 60 13 80 14. OO 14. 20

8270-BF071620.-M Wed Jul 29 12:36:28 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .45 10.60 ng 876013 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
3 Cvclooctacosane 392 C28H56 000297-24-5 91
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
Abundance Scan 2102 (14.451 min): BF121088.D (-2098) (-) m/z 57.10 100.00%
97 83
5000 e M
U SN B SO B
139 240 14.20 14.40 14.60 14.80
ol 3 I 3y" 107 1952197262284 311334355 397 | 7, g3 10  84.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
g5 83
5000 LR SIS BN BULRLL B
mmmmmmmm
29 m/z 43.10 81.20%
ol 167 196 238 266 294
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
" 1420 14.40 1460 14.80
5000 111 m/z 97.10 77 .40%
. 139 167 196 220 266 294 320 vﬁ,~mm_ﬂ-¢¢A“~A-~/\~J\_
m/z--> §0 160 1%0 260 250 300 3éo 400
Abundance #208717: Cyclooctacosane I a  BREEEEES B
57 14.20 14.40 14.60 14.80
83 m/z 55.10 76.76%
5000
111
29
0 11, “‘ J 1139 167 196 222 250 278 306 335 364 392
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 3&'30 400 14'20 14. 40 14. 60 14. 80

8270-BF071620.-M Wed Jul 29 12:36:29 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Supraene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.82 2.82 ng 196651 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 78
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 78
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 72
5 Squalene 410 C30H50 000111-02-4 72
Abundance Scan 2165 (14.821 min): BF121088.D (-2162) (-) m/z 69.10 100.00%
6o
5000
i "4ls0 14130 1500 1520
0n ' 175 : : : :
0,....|,. ..J{L....,....zf’?...2,5.6.?9.0.3.2?.,3.6.7..,....,....,....,. m/z 81.10  49.45%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
5000 LRI BRI B UM B
14,60 14.80 15.00 15.20
41 m/z 41.10 21.69%
137
0 Lo 191 231 273301 341368 410
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
1460 14.80 15.00 15.20
5000{ 41 m/z 95.10 14 .58%
137
O A 219247 316
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... LB L AL BN L B S
69 14.60 14.80 15.00 15.20
m/z 137.10 11.38%
5000
a1 137
0 [, do1 245273301 341368 409436 477504 546
mz-> 0 55 160 150 200 250 300 350 400 450 500 séo 14,60 14.80 15.00 15.20

8270-BF071620.-M Wed Jul 29 12:36:30 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Oxirane, heptadecyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.89 16.73 ng 1165150 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 17-Octadecenal 266 C18H340 056554-86-0 91
3 16-0Octadecenal 266 C18H340 056554-87-1 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
5 Octadecanal 268 C18H360 000638-66-4 91
Abundance Scan 2177 (14.892 min): BF121088.D (-2173) (-) m/z 57.10 100.00%
57 82
2000 fj\-~___Jk,,AL~__pAa~/\“~,
e 714160 14180 15,00 1530
b3 Lii (100 194 222 250 277 306 334 362386 ., 82.10  92.50%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
V)
5000 L L B SO BUMR
14.60 14.80 15.00 15.20
110 m/z 43.10 85.34%
N n h138‘1§6 194913236 26483
m/z--> 50 100 150 260 2éo 300 350
Abundance
57 82
14,60 14.80 15.00 15.20
5000 m/z 96.05 65.94%
29 109
. 137 168 106 224 252,
m/z--> 50 100 150 200 250 300 350
Abundance #115861: 16-Octadecenal L e AR,
57 82 14.60 14.80 15.00 15.20
m/z 83.10 62 .36%
5000
29 110
0 |47 168 106 224 2
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF071620.-M Wed Jul 29 12:36:31 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.08 7.27 ng 506155 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Eilcosane 282 C20H42 000112-95-8 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2209 (15.080 min): BF121088.D (-2205) (-) m/z 57.10 100.00%
57
85
5000 MA»‘A\
113 14.80 15.00 15,20 15.40
141 268
I || L~ 169 197219238 208 205318337358 385 | 175 71 .10 72.92%

m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane

%

5000 85 IIIIIIIIIIIIIIIIIIII
14.80 15.00 15.20 15.40
m/z 43.10 60.50%
29 113
o |, i J 141 169 197 225 268
e
m/z--> 50 100 150 200 250 300 350
Abundance
57
s R o
85 14.80 15.00 15.20 15.40
5000 m/z 85.05 54 .98%
113
. 29 141 169 197 205 53 282
e s L S
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R e e R
57 14.80 15.00 15.20 15.40
m/z 55.10 21.37%
85
5000
29 113
oL Lig |78 160 107 225 253 296
— T T T T s R o
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15. 20 15. 40

8270-BF071620.-M Wed Jul 29 12:36:32 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.10 27.26 ng 1898300 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Cvclotetracosane 336 C24H48 000297-03-0 93
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 86
Abundance Scan 2212 (15.098 min): BF121088.D (-2210) (-) m/z 83.10 100.00%
I
5000 1l
R DA BRI B B
139 252 14.80 15.00 15.20 15.40
ol J AW g 477,107 195 224 TP7271201312 340 366 yzn 97 10 | 93.88%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
5000 R DA SR B B
125 14.80 15.00 15.20 15.40
m/z 69.10 80.75%
o 29 4 1158 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
14:80 15.00 15.20 15.40
5000 111 336 m/z 55.10 79.77%
29
o 139 167 195 292 251 279 308
s e o e oo e w0 | /k .
Abundance #155046: 1-Heneicosanol R R e R
55 83 14.80 15.00 15.20 15.40
m/z 43.10 53.07%
5000 111 q \
29
oLl ‘ [ 1)1 167 106 530 260 200
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Oxirane, hexadecyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.65 7.43 ng 517453 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Tetradecanal 212 C14H280 000124-25-4 86
4 1.13-Tetradecadiene 194 C14H26 021964-49-8 83
5 12-Octadecenal 266 C18H340 056554-91-7 80
Abundance Scan 2306 (15.651 min): BF121088.D (-2302) (-) m/z 57.10 100.00%
57 82

5000

5000
137 365
0 . 166 194215236 270290 320 345 390
iyt
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-

.

15.40 15.60 15.80 16.00

m/z 82.10 89.25%

s

15.40 15 60 15. 80 16. 00

m/z 43.10 82 .58%

04
m/z--> 50 100 150 200 250 300 350
Abundance
43 82
L e B B
15.40 15.60 15.80 16.00
5000 m/z 55.05 63.88%
109
137 166 194 222 250
oMl
m/z--> 50 100 150 200 250 300 350
Abundance #71297: Tetradecanal B B o R
57 82 15.40 15.60 15.80 16.00
m/z 96.10 63.40%
5000
29
110
i M L T
ol i, “‘ 0 —— R
m/z--> 50 10 150 200 250 300 350 15.40 15.60 15.80 16. 00

8270-BF071620.-M Wed Jul 29 12:36:34 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.88 8.33 ng 580166 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2345 (15.880 min): BF121088.D (-2340) (-) m/z 57.10 100.00%
57
85
L DAL SN SN B
141 169 15.60 15.80 16.00 16.20
ol l| 1 A 297 225 253 283 309 3373%8 | sz 71.10  72.80%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 LRI BB BRI BN B
mmmmmmmm
113 m/z 85.10 54 _.89Y%
ol 3 ||| J | ,1f1J169 197 225 253 281 309 338
m/z--> 50 160 150 260 250 360 3%0 '
Abundance
57
o ' 15.60 15.80 16.00 16.20
5000 m/z 43.10 53.70%
29 113
o 141 169 197 225 253 296 ~/&xn\j&hd\w/bﬂvLHp\_*,V/
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane A B
57 15.60 15.80 16.00 16.20
m/z 55.00 20.32%
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1éo 260 2%0 360 3%0 ' 1560 1580 1600 1620

8270-BF071620.-M Wed Jul 29 12:36:35 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Cyclotetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.93 12.79 ng 890780 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 98
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 2353 (15.927 min): BF121088.D (-2349) (-) m/z 83.10 100.00%
57 83
5000 111 ﬁd\”kj\vﬁw\/J\Mk—f\w~—~/m~
UL BN BN IR
139 15.60 15.80 16.00 16.20
167 231
ol ‘ AL l | ol 295 2051 278 307 342364385 | “nyz 57.10  96.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174180: Cyclotetracosane
55 83
5000 111 336 L AR SRR SO IR
15.60 15.80 16.00 16.20
29 m/z 97.10 90.10%
139 167 308
0! | 1 AI. L4 1%5 ..2%2 " 2§1 .27.9 )
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 |97
15.60 15.80 16.00 16.20
5000 m/z 69.10 75.97%
125
o 201 153 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol R R mEEE
55 83 15.60 15.80 16.00 16.20
m/z 43.10 75.25%
5000 111 /&\J\N/\ﬁ“ﬁ\wj\f\/\xwhx-*aﬂv/\\
29
ol I‘ ) [ 167 196 g0 260 208
m/z--> 50 100 150 200 250 300 350 400 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Octadecanal Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
16.66 6.11 ng 425224 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxirane. hexadecvl-
2 Octadecanal

3 Pentadecanal-

4 trans-2-Dodecen-1-ol
5 Hexadecanal

268 C18H360
268 C18H360
226 C15H300
184 C12H240
240 C16H320

007390-81-0 91
000638-66-4 91
002765-11-9 86
069064-37-5 81
000629-80-1 72

Abundance Scan 2478 (16.662 min): BF121088.D (-2473) (-) m/z 57.10 100.00%
57 82
5000
‘ 278 MMM
312 345 387 418 16.40 16.60 16.80 17.00
Ot m/z 82.10 87.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117616: Oxirane, hexadecyl-
55 |82
5000 LN L L L LB L
109 16.40 16.60 16.80 17.00
29 m/z 43.10 85.93%
o h |137 166 194 222 250
- T T IIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 82
R IR e s e
16.40 16.60 16.80 17.00
5000 m/z 96.05 57 .49%
110
250
138 166 194 222
Oy T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #82954: Pentadecanal- L L
57 82 16.40 16.60 16.80 17.00
m/z 55.00 55.18%
5000
29
109
Lol e
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 1-Nonadecene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
17.03 6.47 ng 450743 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 Octacosanol 410 C28H580 000557-61-9 93
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 2541 (17.033 min): BF121088.D (-2537) (-) m/z 57.10 100.00%
57 83
5000
o " 16180 17,00 1750 1740
67189213 . . ) )
oLk b L 234 1 4 299 329 39 42 | L7z 83.05  84.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
43
5000 LR UL SR BRI R
1680 17.00 17.20 17.40
m/z 97.10 76.76%
olL15, 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o1 R U SRR DR IR
16.80 17.00 17.20 17.40
5000 m/z 55.10 69.70%
125
0 29 153 181 209 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol R B e e
57 7 16.80 17.00 17.20 17.40
m/z 69.10 66.41%
5000
125
o 200l “m153 181 209 286 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400 1680 17.00 17.20 17.40

8270-BF071620.-M Wed Jul 29 12:36:39 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl1l7.20 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.20 9.34 ng 650525 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-T(1R.3S)-3-Hvdroxvcvclohexvl15... 318 C21H3402 070434-82-1 38
2 5-(2-Methvloctan-2-vI1)-3-(1R.3R-... 332 C22H3602 070434-92-3 37
3 7H-Benzanthrene 216 C17H12 000199-94-0 35
4 2-Phenoxathinamine 215 C12H9NOS 010350-07-9 11
5 Silane, dimethyl(4-chlorobenzylo... 398 C22H39CI102Si 1000347-00-1 11
Abundance Scan 2569 (17.198 min): BF121088.D (-2565) (-) m/z 215.10 100.00%
43 215
107
5000 149
& 189
S—— 1680 17100 1720 1740 1769
o} m/z 43.10 86 .89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159990: 2-[(1R,3S)-3-Hydroxycyclohexyl]5-(2-methyloctan-2...
215
5000 LR BN BASUI BN B
a3 g 16.80 17.00 17.20 17.40 17.60
107 133 161 a1s m/z 55.10 58.75%
187 246
ol 281
m/z--> 50 100 150 200 250 300 350 400
Abundance
215
16.80 17.00 17.20 17.40 17.60
5000 m/z 233.15 51.12%
332
43 81 107 135 161 187 | 535260 ,gg
O R e T R e
m/z--> 50 100 150 200 250 300 350 400
Abundance #74408: 7TH-Benzanthrene R R e e
215 16.80 17.00 17.20 17.40 17.60
m/z 107.00 50.84%
5000
108
0 ‘ 163187
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121088.D

Aca On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 _.gamma.-Sitosterol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.43 20.13 ng 1402120 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .aamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0O 055103-80-5 64
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 43
5

Ergost-7-en-3-ol, (3.beta.)- 400 C28H480 026047-31-4 38
Abundance Scan 2609 (17.433 min): BF121088.D (-2602) (-) m/z 43.10 100.00%
43
107 145 M
5000
17.20 17.40 17.60 17.80
Otr——tl; m/z 55.00 58.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 LA B L L L L LB
17.20 17.40 17.60 17.80
m/z 107 .05 58.35%
o+
m/z-->
Abundance
43
R e I N R
17.20 17.40 17.60 17.80
5000 m/z 145.05 55.49%
81 107 414
145 213 303 329
. 173 234255275 354 381
L I e o o e e B e o E e o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- R B e e
M 107 394 17.20 17.40 17.60 17.80
81 145 283 m/z 105.00 54.74%
309 361
5000
213
173 255
337
o 234
- IIII IIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072820\
Data File : BF121088.D

Acq On 29 Jul 2020 00:59

Operator : JU/CG

Sample - L3430-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.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... 5.03 37.1 ng 1851700 1 6.81 996943 20.0
(1R)-2,6,6-Trimet. .. 6.09 8.5 ng 422835 1 6.81 996943 20.0
o-Cymene 6.89 7.0 ng 346315 1 6.81 996943 20.0
n-Hexadecanoic acid 11.87 7.2 ng 654060 4 11.33 1812140 20.0
unknownl12 .31 12.31 2.7 ng 246317 4 11.33 1812140 20.0
Acridin-9-amine, ... 13.29 2.6 ng 213101 5 13.97 1653370 20.0
1,19-Eicosadiene 13.61 2.3 ng 193774 5 13.97 1653370 20.0
5-Eicosene, (E)- 13.82 18.0 ng 1488300 5 13.97 1653370 20.0
1-Heneicosanol 14.45 10.6 ng 876013 5 13.97 1653370 20.0
Supraene 14.82 2.8 ng 196651 6 15.43 1392960 20.0
Oxirane, heptadecyl- 14.89 16.7 ng 1165150 6 15.43 1392960 20.0
Nonadecane 15.08 7.3 ng 506155 6 15.43 1392960 20.0
1-Heptacosanol 15.10 27.3 ng 1898300 6 15.43 1392960 20.0
Oxirane, hexadecyl- 15.65 7.4 ng 517453 6 15.43 1392960 20.0
Tetracosane 15.88 8.3 ng 580166 6 15.43 1392960 20.0
Cyclotetracosane 15.93 12.8 ng 890780 6 15.43 1392960 20.0
Octadecanal 16.66 6.1 ng 425224 6 15.43 1392960 20.0
1-Nonadecene 17.03 6.5 ng 450743 6 15.43 1392960 20.0
unknownl17.20 17.20 9.3 ng 650525 6 15.43 1392960 20.0
-gamma.-Sitosterol 17.43 20.1 ng 1402120 6 15.43 1392960 20.0
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