LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082820\
Data File : BF121467.D
Aca On : 28 Aug 2020 19:01 Instrument :
Operator : JU/CG E?Afs el

- _ lentosampleld :
3?22'6 : L-3837-07 789UMR-TP05-1218-01
ALS Vial : 17 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-BF082720.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 2.157 6 12 20 rVB 1655649 2084394 29.41% 3.032%
2 4.457 399 403 411 rVB 111637 121720 1.72% 0.177%
3 5.075 501 508 516 rVB 618446 731176 10.32% 1.064%
4 5.475 571 576 579 rBVY 5168293 4850359 68.44% 7 .056%
5 6.481 741 747 750 rBVY 5169741 5151975 72.69% 7 .495%
6 6.857 808 811 814 rBV 2426243 1840503 25.97% 2.678%
7 7.422 901 907 910 rBVY 3710508 3635059 51.29% 5.288%
8 8.139 1025 1029 1032 rBV 2999629 2523990 35.61% 3.672%
9 9.222 1207 1213 1216 rBV 6873299 6693229 94.44% 9.737%
10 9.610 1276 1279 1286 rVB 422257 348864 4.92% 0.508%

11 9.898 1321 1328 1331 rBV 3362910 2897341 40.88% 4._.215%
12 10.022 1343 1349 1352 rBV 2594255 2122045 29.94% 3.087%
13 10.392 1409 1412 1415 rBV 229265 182813 2.58% 0.266%
14 10.680 1456 1461 1465 rBV 4266451 3985069 56.23% 5.798%
15 10.804 1479 1482 1493 rVB3 116625 181180 2.56% 0.264%

16 11.251 1556 1558 1561 rvv2 107211 84758 1.20% 0.123%
17 11.280 1561 1563 1568 rVB3 86883 88862 1.25% 0.129%
18 11.380 1576 1580 1583 rBV 3417106 3127756 44.13% 4 _550%
19 11.404 1583 1584 1587 rVV 661754 360184 5.08% 0.524%
20 11.451 1590 1592 1595 rVB 163068 147410 2.08% 0.214%

21 11.604 1613 1618 1621 rBV2 65943 82570 1.17% 0.120%
22 11.680 1628 1631 1634 rBV 156530 116994 1.65% 0.170%
23 11.880 1660 1665 1667 rBV 147654 141923 2.00% 0.206%
24 11.910 1667 1670 1674 rVV 524583 462771 6.53% 0.673%
25 11.957 1674 1678 1680 rVVv2 124017 141960 2.00% 0.207%

26 11.992 1680 1684 1687 rVVv2 219593 298405 4.21% 0.434%

27 12.016 1687 1688 1693 rVB 142318 91479 1.29% 0.133%
28 12.086 1698 1700 1703 rVB 184817 133658 1.89% 0.194%
29 12.180 1713 1716 1717 rBV 100082 89900 1.27% 0.131%

30 12.433 1755 1759 1761 rBV 163944 172817 2.44% 0.251%

31 12.474 1761 1766 1770 rVvv4 219576 271200 3.83% 0.395%
32 12.516 1770 1773 1778 rVB2 133575 151008 2.13% 0.220%
33 12.592 1782 1786 1789 rBV 1451809 1159592 16.36% 1.687%
34 12.686 1799 1802 1805 rBV2 100978 112828 1.59% 0.164%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082820\
Data File : BF121467.D
Aca On : 28 Aug 2020 19:01 Instrument :
Operator : JU/CG g?Afs el

- _ lentosampleld :
3?22'6 : L-3837-07 789UMR-TP05-1218-01
ALS Vial : 17 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\HPCHEM1I\BNA F\METHODS\8270-BF082720.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.821 1819 1825 1828 rBV2 1267321 1249366 17.63% 1.818%

36 12.845 1828 1829 1832 rVV 168473 135650 1.91% 0.197%
37 12.869 1832 1833 1838 rVB2 80953 85194 1.20% 0.124%
38 12.939 1842 1845 1846 rBV2 103114 92834 1.31% 0.135%
39 12.974 1846 1851 1854 rVV 7042050 7087121 100.00% 10.311%
40 13.039 1857 1862 1865 rBV2 150407 230729 3.26% 0.336%

41 13.127 1874 1877 1878 rBV2 105476 103255 1.46% 0.150%
42 13.151 1878 1881 1884 rVB 191452 187935 2.65% 0.273%
43 13.204 1887 1890 1894 rVB4 180566 226618 3.20% 0.330%
44 13.251 1894 1898 1902 rBV2 243713 265170 3.74% 0.386%

45 13.310 1906 1908 1912 rBV4 51160 87611 1.24% 0.127%
46 13.345 1912 1914 1916 rVV 135752 95005 1.34% 0.138%
47 13.374 1916 1919 1922 rVV2 105686 84991 1.20% 0.124%
48 13.451 1929 1932 1938 rVB6 46213 73992 1.04% 0.108%

49 13.545 1946 1948 1955 rVB3 188078 214767 3.03% 0.312%
50 13.651 1963 1966 1972 rVB 152734 184007 2.60% 0.268%

51 13.757 1981 1984 1989 rBV2 97591 157804 2.23% 0.230%
52 13.798 1989 1991 1993 rBV 99281 72110 1.02% 0.105%
53 13.863 1999 2002 2010 rVB2 1158866 1395186 19.69% 2.030%
54 14.021 2023 2029 2031 rBV2 2756135 3214943 45.36% 4.677%
55 14.045 2031 2033 2040 rVB 701238 578822 8.17% 0.842%

56 14.192 2055 2058 2062 rVB3 204366 218634 3.08% 0.318%
57 14.404 2091 2094 2097 rVB 180556 157683 2.22% 0.229%
58 14.439 2097 2100 2103 rVB 111373 97532 1.38% 0.142%
59 14.498 2107 2110 2114 rBV2 418722 472037 6.66% 0.687%
60 14.786 2156 2159 2161 rBV2 266539 300911 4._.25% 0.438%

61 14.880 2172 2175 2182 rVB3 124621 192506 2.72% 0.280%
62 14.951 2184 2187 2193 rVB 478879 556119 7.85% 0.809%
63 15.057 2201 2205 2208 rBV 452849 668549 9.43% 0.973%
64 15.168 2218 2224 2230 rVB3 577371 907008 12.80% 1.320%
65 15.357 2253 2256 2263 rVB 288478 361524 5.10% 0.526%

66 15.421 2263 2267 2272 rBV 409895 467067 6.59% 0.679%
67 15.486 2273 2278 2282 rBV2 1662919 2060281 29.07% 2.997%
68 15.733 2317 2320 2327 rVB2 101688 153146 2.16% 0.223%
69 15.974 2356 2361 2365 rBV2 172461 269491 3.80% 0.392%
70 16.021 2365 2369 2378 rVB5 164824 323891 4._.57% 0.471%

71 16.780 2493 2498 2504 rVB5 94001 193411 2.73% 0.281%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121467.D

Aca On : 28 Aug 2020 19:01

Operator : JU/CG

3?22'6 i L3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF082720.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 16.939 2520 2525 2534 rVB2 171434 335520 4.73% 0.488%
73 17.086 2545 2550 2553 rBV3 54545 109790 1.55% 0.160%
74 17.380 2595 2600 2608 rVB 127691 252675 3.57% 0.368%
75 17.556 2624 2630 2636 rBv6é 113515 230236 3.25% 0.335%

Sum of corrected areas: 68736913
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082820\

BF121467.D

28 Aug 2020 19:01

JU/CG

L3837-07 789UMR-TP05-1218-01
17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

2.16

1000000

TIC: BF121467.D

5.47 6.48

7.42

6.86

5.07

4.46

0
Time-->

I
4.50 5.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF121467.D

10.68

9.90 11.38

8.14
10.02

9.61

10.39 @80

VYN b
LI B T T T T T T T T T T T T

Time-->

1 1
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF121467.D

14.02

16.786.9% o9 17.387.56

18.50

16.50

I T
17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121467.D

Aca On : 28 Aug 2020 19:01

Operator : JU/CG

ﬁ?ggle i L3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.16 22.65 ng 2084390 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 12 (2.157 min): BF121467.D (-6) (-) m/z 73.10 100.00%
73
5000 43 /\
55 87
37 &7 11 79 220 2.30 2.40 2.50 2.60
Obrprrrrrre Sl e S v m/z 43.10  38.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HE U U IR U U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.05 27.09%
0 29 35 1] | 67 ||, 80
mz> %0 3 4 % 6 70 80 % 100 110 130 130
Abundance
73
87 U U IR IR U
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.10 25.01%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R Bamas
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.05 12._.75%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'” HRA A U IR U U
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121467.D

Aca On : 28 Aug 2020 19:01

Operator : JU/CG

ﬁ?ggle i L3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.07 7.95 ng 731176 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 507 (5.069 min): BF121467.D (-501) (-) m/z 43.00 100.00%
43
59
5000
101 480 5.00 5.20 5.40
bl SL 0 82 | 77 5910 83,250
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 LR I UL IR UL
59 480 500 520 540
m/z 58.05 17.65%
15 31 101
| ol 91 .| 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
480 500 520 540
5000 M m/z 101.00 17.11%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime i N R
43 480 5.00 5.20 5.40
m/z 41.10 8.47%
5000
101
15 3 | 8 s 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40

8270-BF082720.M Mon Aug 31 11:10:14 2020 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121467.D

Aca On : 28 Aug 2020 19:01

Operator : JU/CG

ﬁ?ggle i L3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720.M
Quant Title : 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 3 Juglone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.02 14.65 ng 2122050 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Jualone 174 C10H603 000481-39-0 98
2 8-0Ouinolinol. 5-nitroso- 174 C9H6N202 003565-26-2 43
3 Benzene. 1.3-diisocvanato-2-methvl- 174 C9H6N202 000091-08-7 43
4 Thienol3.2-elbenzofuran 174 C10H60S 000438-27-7 32
5 3-Ethyl-1,2-dihydro-2-oxoquinoxa... 174 C10H10N20 013297-35-3 25
Abundance Scan 1349 (10.022 min): BF121467.D (-1343) (-) m/z 174.00 100.00%
1714
5000 118
63 92
130 146 157 9.530 10.00 10.20 10.'40
of S N N AN m/z 118.00 42_26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40950: Juglone
174
5000 LRI LN BULLN SULRULN B
- 118 9.80 10.00 10.20 10.40
63 m/z 120.00 27 .48%
o B39 53 | 7 "J 104 || 130 Y 158
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
116 174
o " '9.80 10.00 10.20 10.40
5000 m/z 92.00 27 .19%
76 103 1
. 15 30 39 50 129 158
mz-> 20 40 60 80 100 120 140 160 180
Abundance #41760: Benzene, 1,3-diisocyanato-2-methyl-
174 9.80 10.00 10.20 10.40
m/z 173.00 25.44%
5000 118 146
91
40 51 64 76 ‘ 103 132
Ollllllllkllm H‘l“::‘l“luu‘l||“ﬁ|||“|||||||‘|||||||H||| I AEaEmmEEEEE SR
m/z--> 20 40 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121467.D

Aca On : 28 Aug 2020 19:01

Operator : JU/CG

ﬁ?ggle i L3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.96 ng 462771 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 97
3 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 96
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 96
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95

Abundance Scan 1670 (11.910 min): BF121467.D (-1667) (-) m/z 192.10 100.00%

2

5000

11.60 11.80 12.00 12.20

0 m/z 191.10 56.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192
5000

11.60 11.80 12.00 12.20
m/z 73.00 39.99%

ol N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
B REREE e
11.60 11.80 12.00 12.20
5000 m/z 43.10 37.12%
165
L5 39 63 8396 135 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- e
192 11.60 11.80 12.00 12.20
m/z 59.95 35.12%
5000
165
o 39 63 839 115 139
A IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 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\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121467.D

Aca On : 28 Aug 2020 19:01

Operator : JU/CG

ﬁ?ggle i L3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.86 8.68 ng 1395190 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93

Abundance Scan 2002 (13.863 min): BF121467.D (-1999) (-) m/z 57.10 100.00%

3

5000

I
o
=
(0]

13.60 13.80 14.00 14.20
m/z 43.10 93.22%

202

) 1P6 153168184 252 275 301

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol

s

5000 LIS L L L LB L B
13. 60 13. 80 14. 00 14. 20
29 m/z 55.10 92 .49%
o 167182 210 238 264280 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
N R o R REmE
13.60 13.80 14.00 14.20
5000 111 m/z 83.10 90.46%
29

139 167182 210 233 266 204

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester T T e
4 13.60 13.80 14.00 14.20

69 m/z 97.10 76 .63%
5000

125

5

153 181196

224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121467.D

Aca On : 28 Aug 2020 19:01

Operator : JU/CG

ﬁ?ggle i L3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 1-Octadecene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.50 2.94 ng 472037 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Octadecene 252 C18H36 000112-88-9 93
2 Pentadecane 212 C15H32 000629-62-9 86
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 81
4 1-Heptadecene 238 C17H34 006765-39-5 80
5 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 74
Abundance Scan 2110 (14.498 min): BF121467.D (-2107) (-) m/z 57.10 100.00%

57
5000 85
0 14120 1440 1460 1480
3 141 : : : :
I b A63182 211 | 262283 306 327 355 | 7z 43.10  72.01%
m/z--> 50 100 150 200 250 300 350
Abundance #104184: 1-Octadecene
57
83
5000 L AN BN S SULRA
29 111 Mmmmmmmm

m/z 71.05 59.20%

L | [139,168 106 224 252
o , R

m/z--> 50 100 150 200 250 300 350
Abundance
57
N B e
14.20 14.40 14.60 14.80
5000 a5 m/z 55.10 45.10%
29
0 113 141 168 212
—— 77
m/z--> 50 100 150 200 250 300 350
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester R R R
57 14.20 14.40 14.60 14.80
m/z 85.05 43.79%
5000
111
0 | 196 224 269
- IIIIIIIIIIIII IIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121467.D

Aca On : 28 Aug 2020 19:01

Operator : JU/CG

ﬁ?ggle i L3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 9-Octadecenamide, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.79 2.92 ng 300911 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 93
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 76
3 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 47
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 47
5 Silane, hexyl- 116 C6H16Si 001072-14-6 35

Abundance Scan 2160 (14.792 min): BF121467.D (-2156) (-) m/z 55.10 100.00%

5000
3 274 302 327345 14.40 14.60 14.80 15.00 15.20
0! m/z 59.00 99.51%
m/z--> 50 100 150 200 250 300 350
Abundance #128446: 9-Octadecenamide, (2)-
9
5000 41 ||||||||||||||||llllh|/|\—l
14.40 14.60 14.80 15.00 15.20
83 126 m/z 72.05 69.61%
154 281
0 Ay 280 POFP 3y
m/z--> 50 100 150 200 250 300 350
Abundance
59
a1 14.40 14.60 14.80 15.00 15.20
5000 m/z 41.10 58.25%
137
83 112
o 165 193 221240 263 294 319537
— T T T
m/z--> 50 100 150 200 250 300 350
Abundance #38995: Heptanamide, 4-ethyl-5-methyl- B B E e
59 14.40 14.60 14.80 15.00 15.20
m/z 256.10 56.76%
5000
114
41
ittt 77— R B E RS B
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121467.D

Aca On : 28 Aug 2020 19:01

Operator : JU/CG

ﬁ?ggle i L3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Oxirane, hexadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.95 5.40 ng 556119 Perylene-di12 15.49
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 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Tetracosanal 352 C24H480 057866-08-7 91
5 12-Octadecenal 266 C18H340 056554-91-7 90
Abundance Scan 2187 (14.951 min): BF121467.D (-2184) (-) m/z 57.10 100.00%
"
5000 J
He 1460 14.80 15.00 15.20
3 137 268 : : : :
ol Wt (100 194 222 249777287305 334 362 | 177 43.10  88.96%
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
5000 L LI UL SR LIS
14.60 14.80 15.00 15.20
109 m/z 82.05 78.73%
o2 “ 1157, 166183 208557 250268
m/z--> 50 100 150 260 2éo 300 350
Abundance
43 82
14:60 14.80 15.00 15.20
5000 m/z 55.05 59 ._54%
110
250
oLz 138 166 194 222 T o4
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl- R B .
8 14.60 14.80 15.00 15.20
m/z 83.10 52.60%
5000
110
o2 3 H Ji138‘ 166 194717 236 264282
m/z--> 50 100 150 200 2éo 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121467.D

Aca On : 28 Aug 2020 19:01

Operator : JU/CG

ﬁ?ggle i L3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.17 8.80 ng 907008 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 86
5 Octacosanol 410 C28H580 000557-61-9 86
Abundance Scan 2224 (15.168 min): BF121467.D (-2218) (-) m/z 57.10 100.00%
Y 83 252
5000
139 224 14.80 15.00 15.20 15.40
ol 167 196 (277299818 355 | L7 83.10  84.09%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
g5 83
5000 111 NN SRR B DU
14.80 15.00 15.20 15.40
29 m/z 43.10 83.84Y%
0 |13 167 106 233 266 204
m/z--> 50 100 1éo 260 2éo 360 3%0
Abundance
55 83
14,80 15.00 15.20 15.40
5000 11 m/z 55.10 82.20%
29
0 139 167 196 224 252 280 308
m/z--> 56 160 1éo 260 250 300 3%0
Abundance #186968: n-Tetracosanol-1 L BT o e
7 83 14.80 15.00 15.20 15.40
m/z 252.10 80.20%
5000 i
29 139
ol i I‘\ ‘ | J‘ ) ;167 195 222 250 280 308 336
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3%0 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121467.D

Aca On : 28 Aug 2020 19:01

Operator : JU/CG

ﬁ?ggle i L3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.36 3.51 ng 361524 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
3 Benzolalpvrene 252 C20H12 000050-32-8 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Perylene 252 C20H12 000198-55-0 91
Abundance Scan 2257 (15.362 min): BF121467.D (-2253) (-) m/z 252.10 100.00%
252
5000
45 69 99 125 146 174 200 224 271291 317 342 365 15.00 15.20 15.40 15.60
oh A5 69 99, | 146 174 200 <7 | 271291 317 342 36 m/z 250.10 26.57%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 20.19%

125
50 7499, | 146 174 200 224

L
m/z--> 50 100 150 200 250 300 350
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 12_37%
126
o 63 83100 150 174 200 224
—T 7
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene L e
252 15.00 15.20 15.40 15.60
m/z 126.00 9.98%
5000
126
0,39 57 74 100, | 149 174 200 224 .{
T 7
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121467.D

Aca On : 28 Aug 2020 19:01

Operator : JU/CG

ﬁ?ggle i L3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.62 ng 269491 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Octadecane 254 C18H38 000593-45-3 95
3 Eicosane 282 C20H42 000112-95-8 93
4 Hexadecane 226 C16H34 000544-76-3 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
Abundance Scan 2360 (15.968 min): BF121467.D (-2356) (-) m/z 57.10 100.00%
57
5000 85
266 U AU BRI SR
3131 160 207 240 s04 307 15.60 15.80 16.00 16.20
o2l 187 2 %7 356 nyz 71.10 71.39%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R UG SUNEIR UM B
mmmmmmmm
m/z 43.10 62 .85%
TLLLLLE o e
0 .J.u . I Ly 1 197| 225 253 ?96 R
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.60 15.80 16.00 16.20
5000 85 m/z 85.05 50.15%
29
. 113 141 169 197 295 254
m/z--> éo 160 150 200 2éo 300 350
Abundance #129490: Eicosane e B e A RERRRE
57 15.60 15.80 16.00 16.20
m/z 55.05 23.10%
85
5000
oL, 29‘ .‘- i u\ TP 1e9 107 205 g5y 22 R
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121467.D

Aca On : 28 Aug 2020 19:01

Operator : JU/CG

ﬁ?ggle i L3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Cyclopentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.02 3.14 ng 323891 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 96
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1l-Heptacosanol 396 C27H560 002004-39-9 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Heptadecene 238 C17H34 006765-39-5 91

Abundance Scan 2369 (16.021 min): BF121467.D (-2365) (-) m/z 57.10 100.00%

7

5000

278 TI T T[T T T T[T 1T rtr[rrrrrim
207317 342 15.80 16.00 16.20 16.40

166 196 233 256

0 m/z 83.10 93.92%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
56
83
5000 LA B L L L L L L LB
111 1580 1600 1620 1640
29 m/z 97.10 81.93%
] \ 139 182 40
0 e
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
 EREE e e
15.80 16.00 16.20 16.40
5000 11 m/z 69.10 81.42%
29 139
o 167 195 222 250 280 308 336
— e e
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol RS EmmEs o L
57 o7 15.80 16.00 16.20 16.40
m/z 43.10 79.98%
5000
125
29
N ‘ ‘ 1 L (193 181 200 236 264 292 320 350 378
e T T  EREE e e
m/z--> 50 100 150 200 250 300 350 15. 80 16 00 16. 20 16. 40

8270-BF082720.M Mon Aug 31 11:10:25 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121467.D

Aca On : 28 Aug 2020 19:01

Operator : JU/CG

ﬁ?ggle i L3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 _gamma.-Sitosterol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.56 2.24 ng 230236 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 96
2 _beta.-Sitosterol 414 C29H500 000083-46-5 87
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 78
4 Campesterol 400 C28H480 000474-62-4 50
5 Ergost-7-en-3-ol 400 C28H480 116179-22-7 42
Abundance Scan 2631 (17.562 min): BF121467.D (-2624) (-) m/z 43.10 100.00%
43
81 145
105
5000 213
17.20 17.40 17.60 17.80
okl m/z 55.05 65.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 N DA BRI B LI B
17.20 17.40 17.60 17.80
m/z 41.10 64 .44%
ol
m/z-->
Abundance
43
17.20 17.40 17.60 17.80
5000 m/z 57.10 63.01%
81 107 414
145 213 555, 303 329
. 173 233°7°275 354 381
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- R AR EEEEE T
43 17.20 17.40 17.60 17.80
m/z 145.00 59.90%
5000 268
81 107
‘ 15 329 414
ol H\‘ MHW‘M\m 173193213 247 275 e | hll L I
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\BF082820\

Data File : BF121467.D

Acq On : 28 Aug 2020 19:01

Operator : JU/CG

3?22'6 i L-3837-07 789UMR-TP05-1218-01
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082720_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]
Butane, 2-methoxy... 2.16 22.6 ng 2084390 1 6.86 1840500 20.0
2-Pentanone, 4-hy... 5.07 8.0 ng 731176 1 6.86 1840500 20.0
Juglone 10.02 14.7 ng 2122050 3 9.90 2897340 20.0
Phenanthrene, 2-m... 11.91 3.0 ng 462771 4 11.38 3127760 20.0
Behenic alcohol 13.86 8.7 ng 1395190 5 14.02 3214940 20.0
1-Octadecene 14.50 2.9 ng 472037 5 14.02 3214940 20.0
9-Octadecenamide, ... 14.79 2.9 ng 300911 6 15.49 2060280 20.0
Oxirane, hexadecyl- 14.95 5.4 ng 556119 6 15.49 2060280 20.0
1-Heneicosanol 15.17 8.8 ng 907008 6 15.49 2060280 20.0
Benzo[e]pyrene 15.36 3.5 ng 361524 6 15.49 2060280 20.0
Heneicosane 15.97 2.6 ng 269491 6 15.49 2060280 20.0
Cyclopentadecane 16.02 3.1 ng 323891 6 15.49 2060280 20.0
-.gamma.-Sitosterol 17.56 2.2 ng 230236 6 15.49 2060280 20.0
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