LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\
Data File : BF120519.D
Aca On 3 Jun 2020 19:42 Instrument :
Operator : JU/CG E?Afs el

- _ lentosampleld :
3?22'6 : L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 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-BF052820.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 1.952 8 11 20 rBv 548540 593374 18.89% 1.536%
2 2.087 29 34 41 rVB 642714 776578 24.72% 2.010%
3 5.051 535 538 547 rBV2 27701 56103 1.79% 0.145%
4 5.457 602 607 610 rBY 2965231 2856380 90.92% 7.392%
5 6.475 774 780 783 rBVY 2603953 2765240 88.02% 7.156%
6 6.663 809 812 817 rBV 36712 37253 1.19% 0.096%
7 6.834 837 841 844 rBVY 1165452 909619 28.95% 2.354%
8 6.992 863 868 871 rBVY 2784846 2412019 76.78% 6.242%
9 7.398 931 937 940 rBVY 2210201 2092681 66.61% 5.415%
10 8.116 1055 1059 1062 rBV 1543317 1246637 39.68% 3.226%

11 9.192 1237 1242 1245 rBV 3703718 3141524 100.00% 8.129%
12 9.586 1302 1309 1312 rBV 437282 395700 12.60% 1.024%
13 9.869 1349 1357 1361 rBV 1435046 1426466 45.41% 3.691%
14 10.657 1487 1491 1495 rBV 2104400 2010393 63.99% 5.202%

15 10.833 1518 1521 1523 rBV2 54927 42595 1.36% 0.110%
16 11.016 1546 1552 1557 rBv4 38388 66042 2.10% 0.171%
17 11.304 1597 1601 1605 rBV2 66775 65551 2.09% 0.170%

18 11.357 1605 1610 1613 rVV 1569415 1351944 43.03% 3.498%
19 11.380 1613 1614 1617 rVB 192018 107185 3.41% 0.277%
20 11.575 1644 1647 1654 rBV2 34654 50392 1.60% 0.130%

21 11.827 1683 1690 1693 rBV 625827 1040870 33.13% 2.694%
22 11.857 1693 1695 1698 rVvVv 437807 439252 13.98% 1.137%
23 11.892 1698 1701 1711 rVV2 604068 614125 19.55% 1.589%

24 11.969 1711 1714 1717 rVV 48190 45987 1.46% 0.119%
25 12.063 1727 1730 1733 rBV2 38415 35264 1.12% 0.091%
26 12.157 1740 1746 1748 rBV 29466 39420 1.25% 0.102%
27 12.410 1785 1789 1792 rBV 33391 36466 1.16% 0.094%
28 12.486 1797 1802 1805 rVV5 56444 76003 2.42% 0.197%

29 12.551 1810 1813 1814 rVV 295821 247666 7.88% 0.641%
30 12.569 1814 1816 1820 rVV 414192 344892 10.98% 0.892%

31 12.610 1820 1823 1830 rVB5 47425 65609 2.09% 0.170%
32 12.798 1849 1855 1858 rBV 340602 328162 10.45% 0.849%
33 12.945 1875 1880 1883 rVB 2876165 2545520 81.03% 6.587%
34 13.010 1886 1891 1895 rBvV4 40994 77826 2.48% 0.201%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\
Data File : BF120519.D
Aca On 3 Jun 2020 19:42 Instrument :
Operator : JU/CG E?Afs el

- _ lentosampleld :
3?22'6 : L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 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-BF052820.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.127 1908 1911 1914 rVB 70954 70712 2.25% 0.183%
36 13.169 1914 1918 1920 rBV2 46881 63449 2.02% 0.164%
37 13.227 1924 1928 1931 rBV2 50615 58302 1.86% 0.151%
38 13.351 1947 1949 1954 rVB3 37079 51373 1.64% 0.133%
39 13.421 1959 1961 1967 rVB3 47100 47147 1.50% 0.122%
40 13.516 1972 1977 1982 rBV4 37033 73754 2.35% 0.191%
41 13.616 1990 1994 1995 rBV2 54517 55073 1.75% 0.143%
42 13.633 1995 1997 2001 rVB 88566 76266 2.43% 0.197%
43 13.745 2012 2016 2017 rBVZ2 51459 56793 1.81% 0.147%

44 13.845 2030 2033 2039 rVB2 274688 350419 11.15% 0.907%
45 13.998 2051 2059 2061 rBV2 1254281 1435367 45.69% 3.714%

46 14.021 2061 2063 2068 rVB 240431 211907 6.75% 0.548%
47 14.163 2084 2087 2089 rBV 44540 46983 1.50% 0.122%
48 14.280 2105 2107 2110 rBV2 71954 70949 2.26% 0.184%
49 14.468 2136 2139 2140 rBVY 190787 179057 5.70% 0.463%
50 14.486 2140 2142 2147 rVB3 134558 180396 5.74% 0.467%

51 14.768 2187 2190 2193 rBV 98608 94991 3.02% 0.246%
52 14.915 2211 2215 2222 rVB 293914 328784 10.47% 0.851%
53 15.027 2230 2234 2237 rBV 210924 305674 9.73% 0.791%
54 15.104 2244 2247 2250 rBV 423743 460239 14.65% 1.191%
55 15.145 2250 2254 2263 rVB2 318218 554827 17.66% 1.436%

56 15.327 2282 2285 2290 rVB 116480 138771 4.42% 0.359%
57 15.386 2292 2295 2301 rVB 154294 177557 5.65% 0.459%
58 15.451 2301 2306 2309 rBV 743544 925239 29.45% 2.394%
59 15.680 2341 2345 2350 rBV 343253 444774 14.16% 1.151%
60 15.915 2380 2385 2391 rVB 702713 1006923 32.05% 2.606%

61 15.980 2391 2396 2408 rBV 371096 866953 27.60% 2.243%
62 16.704 2514 2519 2529 rVB3 239280 473520 15.07% 1.225%
63 16.898 2548 2552 2554 rBV 53973 91371 2.91% 0.236%
64 17.004 2567 2570 2575 rVB3 97027 148264 4.72% 0.384%
65 17.080 2576 2583 2600 rVV5 358932 1001475 31.88% 2.592%

66 17.504 2650 2655 2661 rBVS8 92323 255598 8.14% 0.661%

Sum of corrected areas: 38643645
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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: BF120519.D
3500000

5.46
3000000 6.99

6.47

2500000
7.40

2000000
1500000
6.83
1000000

500000

5.05 JL 6.66

e s e

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF120519.D

3500000

3000000 12.94

2500000
10.66
2000000

8.12 11.36
1500000 9.87

1000000
11839
500000 9.59 116 £2:8712.80

L1083132 1f 3%157 1190616 14349.61 113683182

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: BF120519.D

3500000

3000000

2500000

2000000

1500000 14.00

1000000

500000

O e o S B o e S S [ T S S S o T S SRS

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Methylene chloride Concentration Rank 7

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

1.95 13.05 ng 593374 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvlene chloride 84 CH2CI2 000075-09-2 95
2 Methane-d. trichloro- 119 CDCI3 000865-49-6 9
3 Ethvl Chloride 64 C2H5CI 000075-00-3 4
4 Acetic acid. chloro-. ethvl ester 122 C4H7CI102 000105-39-5 2
5 Boron trifluoride 68 BF3 007637-07-2 1

Abundance Scan 11 (1.952 min): BF120519.D (-8) (-) m/z 49.00 100.00%
49
84
5000
2.00 2.10 2.20 2.30 2.40
37
o...,....,....,...~.,...|!;....,...7R...,...!?.1...,....,....,....,. m/z 83.95 69.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1524: Methylene chloride
49
84
5000
2.00 2.10 2.20 2.30 2.40
m/z 85.90 44 _32%
0 28 35 42 ||| 57 71 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
84
2.00 2.10 2.20 2.30 2.40
5000 m/z 51.00 30.82%
47
14 35 70 119
s N AR AN AR AR RARRS RAARS RARRA RARES SRR SRS SARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #352: Ethyl Chloride
2.00 2.10 2.20 2.30 2.40
m/z 46.95 18.11%
64
5000
49
s % L
Ot = o B S S R AR R R R AR SRR N
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 2.00 2.10 2.20 2.30 2.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.09 17.07 ng 776578 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 35 (2.093 min): BF120519.D (-29) (-) m/z 73.10 100.00%
7B
5000 43
55 87 D I
200 220 2.40
Ol SOl S8 L w W/Z 43.05  38.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 A
43 200 220 2.40
55 87 m/z 87.10 26.85%
29
0'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 N L
200 220 2.40
5000 41 55 m/z 55.05 26.25%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 }\
Abundance #1877: Acetamide, N-ethyl- L AL (LA A L B
30 200 220 2.40
m/z 41.10 12._.47%
5000 43 87
15 72
0'”PJ“P'Mh'”H'”?%ﬁa'”J'”I“”I””I“”I””I””I”” N L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 200 220 2.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Hexadecenoic acid, Z-11- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.83 15.40 ng 1040870 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 94
2 9-Hexadecenoic acid 254 C16H3002 002091-29-4 93
3 Palmitoleic acid 254 C16H3002 000373-49-9 91
4 13-Borabicvclol7.3.01tridecane. ... 236 C15H29BO 1000156-41-7 70
5 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 68
Abundance Scan 1690 (11.827 min): BF120519.D (-1683) (-) m/z 55.05 100.00%

5000

-

236 11.60 11.80 12.00 12.20
ol 218 | 24 m/z 69.10 70.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105682: Hexadecenoic acid, Z-11-

41 5

124137151165 179192

-

5000
83 11.60 11.80 12.00 12.20

97111 m/z 41.05 65.53%
124138152165179192 218 236 54

ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 5
69 LINLINLINLN LI L L L L LN L LI
11.60 11.80 12.00 12.20
5000 83 m/z 83.05 48 .65%
28 97
1 236
o 124138152165179194 219 254
B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105669: Palmitoleic acid S B B L B B L N
11.60 11.80 12.00 12.20
m/z 43.10 43.69%
5000

%

1 413715216517919220722123

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\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Anthracene, 9-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.86 6.50 ng 439252 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 93
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 92
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 91
4 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 89
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 78
Abundance Scan 1696 (11.863 min): BF120519.D (-1693) (-) m/z 192.10 100.00%
192
5000
165
75 176 208 11.60 11.80 12.00 12.20
b e e e bl | TmZz 191.05 59.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54731: Anthracene, 9-methyl-
192
5000

11.60 11.80 12.00 12.20
m/z 189.10  32.79%

g 2° 165
oL 27 3951 63 8 | 11516 139152 " 176 ||
L B B o o R B A o S i o o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 190.10 19.62%
83 95 165
15 27 39 50 70 115126 139 152 176
B o e I o L e I I e o o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54734: Anthracene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 193.10 11.64%
5000
g3 96 165
o 63 9 | 115 130150 176 ||
i I L L B o e o LA o e o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.89 9.09 ng 614125 Phenanthrene-d10 11.36
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 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1701 (11.892 min): BF120519.D (-1698) (-) m/z 73.00 100.00%
43 g0 73
5000 129
97 213
HO ] 14g157ATLIBS o | 5py 256 11.60 11.80 12.00 12.20
(o} m/z 43.10 89.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

60 73

r

5000 129 e ERREEE ==t
11.60 11.80 12. 00 12 20

m/z 60.00 85.46%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73 N
43 R R S EABEaEEES
11.60 11.80 12.00 12.20
5000 o 129 m/z 57.10 74.17%
87 15 oh 214
101 143157 = 185
O e T T T T T T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 41.10 71.40%
5000 129
29
199
143157171185 242
oL 15
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\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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-Nonadecene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.84 4.88 ng 350419 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 81
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 81
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 76
Abundance Scan 2032 (13.839 min): BF120519.D (-2030) (-) m/z 57.10 100.00%
57 230
>0 NULM
" 13.60 13.80 14.00 14.20
Oty m/z 230.10 92.21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115906: 1-Nonadecene
43 97
69
5000
13.60 13.80 14.00 14.20
125 m/z 43.10 77.08%
0 15 \‘ ‘ \‘\ H\ \‘ ‘L \} \hl?4 182 210 238 266
m/z--> éo 160 1%0 260 2%0 360 3%0 460 4%0
Abundance
57
83 " 13.60 13.80 14.00 14.20
5000 m/z 71.05 62.90%
29 111
ol 4 1 .}%9,%§8.{9?.?%7.2§8..., N —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate R e e
57 13.60 13.80 14.00 14.20
m/z 55.10 50.07%
97
5000
125
o 29‘ ¥ J J‘h1§3 181 224250 280 308 353 454
m/z--> 5'0 1(')0 1&1;0 2(')0 251,0 3(')0 351;0 4(')0 4&1;0 13.|60 13.I80 14.'00 14.'20

8270-BF052820.M Thu Jun 04 05:00:33 2020 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Heptadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.47 2.49 ng 179057 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2139 (14.468 min): BF120519.D (-2136) (-) m/z 57.10 100.00%
57
85
5000

14.20 14.40 14.60 14.80
} 141 169 197 225
0 l, ll 'l it .,...-.,-1.27?.3,0:? 33185 397 m/z 71.10 71.04%

m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 LA L L L L L LB
14.20 14.40 14.60 14.80
29 m/z 43.10 60.03%
AN Wi A —
m/z--> 50 lOO 150 200 250 300 350 400
Abundance
57
A B
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 53.06%
29
. 113 141 169 197 95 254
o e A L e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane T e AR
57 14.20 14.40 14.60 14.80
m/z 55.10 23.69%
5000 85
29
ol ‘ | 113 141 169 197 225 253 281 309 337 365 394
L B e B S o L E e A B
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF052820.M Thu Jun 04 05:00:35 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060320\
Data File : BF120519.D

Aca On : 3 Jun 2020 19:42

Operator : JU/CG

Sample : L2839-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 9 Z-5-Nonadecene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.49 2.51 ng 180396 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 87
2 Fumaric acid. 2-methvlallvl tetr... 366 C22H3804 1000330-55-3 58
3 l1-Hexadecanol 242 C16H340 036653-82-4 52
4 9-Nonadecene 266 C19H38 031035-07-1 45
5 6-Dodecene, (E)- 168 C12H24 007206-17-9 38

Abundance Scan 2143 (14.492 min): BF120519.D (-2140) (-) m/z 83.10 100.00%
55
5000
256 DAL N U BN
h |‘ 172 207 230 275 300318 353 14.20 14.40 14.60 14.80
ot m/z 97.10 96.24%
m/z--> 50 100 150 200 250 300 350
Abundance #115907: Z-5-Nonadecene
55 83
5000 111 L S RS BRI U
mmmmmmmm
266 m/z 69.10 71.29%
L1 l \H | |9 168 1m9210 28 |
m/z--> 50 100 150 260 2éo 360 3éo
Abundance
55 | 83
14,20 14.40 14.60 14.80
5000 111 m/z 55.10 58.63%
171
153
. 29 135 197 225 251 y76295 322 366
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #95980: 1-Hexadecanol R N o = NI
55 14.20 14.40 14.60 14.80
83 m/z 111.10 53.96%
5000
31 111
m/z--> m m 250 300 350 mmmmmmmm

8270-BF052820.M Thu Jun 04 05:00:37 2020

NM108-2-COMP-2020-0-6

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Oxirane, heptadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.92 7.11 ng 328784 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 95
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Heptadecanal 254 C17H340 1000376-70-0 90
5 9-Octadecen-1-ol, (2)- 268 C18H360 000143-28-2 86
Abundance Scan 2216 (14.921 min): BF120519.D (-2211) (-) m/z 57.10 100.00%
57
109
U R DO U B
138 14.60 14.80 15.00 15.20
166 186204222 244 268,0-305323342 362
ol 22 28 m/z 43.10 98.94%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43 2
5000 U R DO U B
14.60 14.80 15.00 15.20
110 m/z 82.05 96 .81%
ozs |y | L | 1P 166 104515 236 26408
m/z--> 50 100 150 200 250 300 350
Abundance
43 82
14:60 14.80 15.00 15,20
5000 m/z 96.05 69.47%
109
. 137 166 104 222 250,44
m/z--> " 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl- s B
4 82 14.60 14.80 15.00 15.20
m/z 83.10 64 .36%
5000
109
0 LA L1238 166184 208507 250268
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF052820.M Thu Jun 04 05:00:38 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.10 9.95 ng 460239 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tricosane 324 C23H48 000638-67-5 87
Abundance Scan 2246 (15.098 min): BF120519.D (-2244) (-) m/z 57.10 100.00%
57
e T JL_/LJ\U
113 14.80 15.00 15.20 15.40
141 268
ol 3 b LUy M 109 106214 208 20289 317 851 ooy G0 7. 10W
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 LU AU B B
14.80 15.00 15.20 15.40
m/z 43.10 58.74%
29 113
0 \‘ \ h\ H Il u‘ 1 1‘\11 ) 169 197 225 2§8
m/z--> éo 160 150 200 250 300 350
Abundance
57
14.80 15.00 15.20 15.40
5000 a5 m/z 85.10 49 _.87%
T 0 e O O ol 20 TR0
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane R A hRaaa
57 14.80 15.00 15.20 15.40
m/z 55.05 23.53%
85
5000
113
ol .3 LD 100 197 25 253 2m1 g9 3
m/z--> 5'0 1(')0 150 200 250 3(')0 350 14.I80 15.'00 15.'20 15.'40

8270-BF052820.M Thu Jun 04 05:00:40 2020 Page: 13



Data Path
Data File
Aca On

Sample
Misc
ALS Vial

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060320\

Operator :

BF120519.D

3 Jun 2020 19:42

JU/CG

L2839-17

16 Sample Multiplier: 1

NM108-2-COMP-2020-0-6

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 12 Behenic alcohol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.14 11.99 ng 554827  Perylene-di2 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 gehenic alcohol 326 C22HA60 000661-19-8 95

2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol- 354 C24H500 000506-51-4 93
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 87
5 n-Nonadecanol - 284 C19H400 001454-84-8 87
Abundance Scan 2253 (15.139 min): BF120519.D (-2250) (-) m/z 97.10 100.00%
125 L DA SR SR SRR
153 181 224 14.80 15.00 15.20 15.40
o o 4 F200 20 | 217, 307326 3T | sz 83.10  98.26%
m/z--> 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
5 83
5000 1l AR RS ARSR BAREE
1480 15.00 15.20 15.40
- m/z 57.10 97 .98%
0 B ““ \ h L ‘\ I " 157 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
14,80 15.00 15.20 15.40
5000 111 m/z 55.05 94 _.87%
29
o 139 167 196 238 266 294
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 e
7 83 14.80 15.00 15.20 15.40
m/z 69.10 89.96%
5000 i
2
ol ‘ ‘\ ‘L s 197 195 222 250 280 308 336
m/z--> ‘50 100 150 200 250 300 350 1480 15.00 15.20 15.40

8270-BF052820.M Thu Jun 04 05:00:42 2020

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Benzo[e]pyrene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.33 3.00 ng 138771 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 90
5 Perylene 252 C20H12 000198-55-0 87
Abundance Scan 2285 (15.327 min): BF120519.D (-2282) (-) m/z 252.10 100.00%
282
5000
125 15.00 15.20 15.40 15.60
224 : : : :
ol 49 67 85 10 146 173 198 270289 328 361 n/z 250.10 30 84%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 23.46%

125
50 74 99 | 146 174 200 224 ‘H

N ————
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance
252
T T T TR
15.00 15.20 15.40 15.60
5000 m/z 125.05 14 .60%
126
0 39 57 74 100 149 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #104227: Benz[e]acephenanthrylene R a e ARmEEEE o
252 15.00 15.20 15.40 15.60
m/z 126.00 12 .65%
5000
126
039 63 83100, | 150 174 200 224 I
R L a ot A A e paaas  AREE S REs N T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 15. 00 15. 20 15.40 15.60

8270-BF052820.M Thu Jun 04 05:00:43 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.68 9.61 ng 444774 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 95
2 Octadecanal 268 C18H360 000638-66-4 91
3 1.19-Eicosadiene 278 C20H38 014811-95-1 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
5 Heptadecanal 254 C17H340 1000376-70-0 87
Abundance Scan 2345 (15.680 min): BF120519.D (-2341) (-) m/z 57.10 100.00%
7 82
5000 / )
e 1540 1560 15,90 16,00
ol ] L | (190188208 238 269202 320343362 30 | 177 43.10 91.62%
m/z--> 50 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43 82
5000 LR BB B UL B
mmmmmmmm
110 m/z 82.05 87.82%
ol ik A W 113% 166 104713236 264254
m/z--> 55 1%0 260 2%0 360 3%0 '
Abundance
43 82
15.40 15.60 15.80 16.00
5000 m/z 96.05 63.28%
109
137 166 194 222 250
ol bl b by e
m/z--> 55 160 1%0 200 250 300 3%0 '
Abundance #126192: 1,19-Eicosadiene e o
55 15.40 15.60 15.80 16.00
82 m/z 55.10 58.65%
5000
29 ‘ 109
ol b L |23 00 108 222 250 78 T T T
m/z--> 50 100 150 200 250 300 350 15.40 1560 1580 1600

8270-BF052820.M Thu Jun 04 05:00:45 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060320\
Data File : BF120519.D

Aca On : 3 Jun 2020 19:42

Operator : JU/CG

Sample : L2839-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 15 Heneicosane Concentration Rank 2

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

15.92 21.77 ng 1006920 Perylene-d12 15.45

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 2386 (15.921 min): BF120519.D (-2380) (-) m/z 57.10 100.00%
57
85
5000
15.60 15.80 16.00 16,20
141 169 : : : :
N 4 1| 11 A0 197 225 253 289309 337 365 393 | o7 77 10 72.50%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
5000 85 T T
15,60 15.80 16.00 16.20
29 m/z 43.10 59.83%
0 \‘ Jl “ H ﬂ \\‘ 113‘ 141 169 197 24\.0
e ]
m/z--> 50 100 150 200 250 300 350
Abundance
57
B a et
85 15.60 15.80 16.00 16.20
5000 m/z 85.10 54.59%
29 113
o 141 169 197 225 253 296
e I e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- B EERE R EE S e
57 15.60 15.80 16.00 16.20
m/z 55.05 21 .53%
- 1 «/\J\__Aj\/\/\_%
113
oL 3 ‘J | 210,239 267 399 336 366
e e e e R R e
m/z--> 50 100 150 200 250 300 350 15,60 15.80 16.00 16.20

8270-BF052820.M Thu Jun 04 05:00:47 2020

NM108-2-COMP-2020-0-6

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.98 18.74 ng 866953 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1l-Heptacosanol 396 C27H560 002004-39-9 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 Octacosvl acetate 452 C30H6002 018206-97-8 95
5 Octacosanol 410 C28H580 000557-61-9 95

Abundance Scan 2396 (15.980 min): BF120519.D (-2391) (-) m/z 57.10 100.00%

57 83

5000

-

15.60 15.80 16.00 16.20

167 196

232251 278299 325345 369

0! m/z 83.05 88.23%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
111
5000 [TTrr[rrrr[rrrryrrrr|m
15.60 15.80 16.00 16.20
29 m/z 97.10 86.47%
ol L \‘ | ‘\ 167 196 224 252 280 308
L e R — T B e e e e o I R
m/z--> 50 100 150 200 250 300 350
Abundance
57 97
RERE e e e
15.60 15.80 16.00 16.20
5000 m/z 43.10 82.06%
125
o 29 77 153 181 200 236 264 292 320 350 378
I B e T e o o o e e B B B e o S
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 L B o I
8, 15.60 15.80 16.00 16.20
m/z 55.10 77.61%
- 1 J\—V—A/\ww
139
o W g LT L 167 195 222 250 280 308 336
: e I B e e e e e L A o R e S
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20

8270-BF052820.M Thu Jun 04 05:00:48 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.70 10.24 ng 473520 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
4 Tetradecanal 212 C14H280 000124-25-4 80
5 12-Octadecenal 266 C18H340 056554-91-7 80
Abundance Scan 2518 (16.698 min): BF120519.D (-2514) (-) m/z 57.10 100.00%
7 82
H 138 278 16.40 16.60 16.80 17.00
203 228 : : : :
o 4 160 182 248 305325 348 77 82.05 85 250
m/z--> 50 100 150 200 250 300 350
Abundance #117604: Octadecanal
43
82
5000 LR A UL IS IR
16.40 16,60 16.80 17.00
m/z 43.10 79 .53%
oL ‘\\ H‘ | .37 166 194 222 280568
m/z--> 50 100 150 200 250 300 350
Abundance
82
57 16.40 16.60 16.80 17.00
5000 m/z 96.05 68.21%
110
29
0 138 166 194211 250268
m/z--> " 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl- R AR RARE
3 2 16.40 16.60 16.80 17.00
m/z 83.10 61.88%
5000
110
o2 . H Ji138 166 104711 236 26428
m/z--> 50 100 150 2& 2% 300 350 16.40 16,60 16.80 17.00

8270-BF052820.M Thu Jun 04 05:00:50 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 18 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.00 3.20 ng 148264 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 80
4 Heneicosane 296 C21H44 000629-94-7 68
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 68
Abundance Scan 2569 (16.998 min): BF120519.D (-2567) (-) m/z 57.10 100.00%
57
85
5000
LRI SR SN
| ﬂ J 141 168 196220241266 297 327 365 16.60 16.80 17.00 17.20 17.40
0--'-|--| ply l"'- IL'“ "I'|'-w|—v‘—v]"|]'|'|'~—lv—lv—v‘—r"r"v—v—v—|—v—v—v—v—| m/z 71.10 73.28%
m/z--> 50 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 AR AR BRI B B
16. 60 16 80 17. oo 17.20 17.40
m/z 43.10 59.75%
0 2]9“ i h\ W ‘1‘?9 197 225 253 262
m/z--> éo 100 150 200 250 360 3%0 460 '
Abundance
57
16,60 16.80 17.00 17.20 17.40
5000 85 m/z 85.10 57.13%
o 113 141 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #200447: Sulfurous acid, butyl heptadecy! ester e e
57 16.60 16.80 17.00 17.20 17.40
m/z 99.10 26.07%
5000
T M“J\A/\/\j\/mww
L2 a0 160 21020 om
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 351;0 4(')0 ! 16. 60 16 80 17. oo 17. 20 17'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 1,4-Dimethyl-8-isopropylide... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.08 21.65 ng 1001480 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-i1sopropvlidenetri... 204 C15H24 1000140-07-7 70
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 50
3 1-Naphthalenecarboxvlic acid. de... 316 C21H3202 001235-39-8 50
4 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 49
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 46
Abundance Scan 2583 (17.080 min): BF120519.D (-2576) (-) m/z 204.15 100.00%

_>

5000
269 301
o5351 393 425 16.80 17.00 17.20 17.40
0 m/z 135.05 60.21%
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 LA L L L L L L LB
161 16 80 17. OO 17. 20 17. 40
123 m/z 121.05 51.50%
OII\\‘\‘\H‘ HI“ “ﬂ B S a S
m/z--> 200 250 300 350 400
Abundance
204
91 133 LA L L L L L L LB
41 16.80 17.00 17.20 17.40
5000 . 161 m/z 69.10 49.54%
O e B e o e LA e s L o o o o B M/\w\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158349: 1-Naphthalenecarboxylic acid, decahydro-1,4a-dime... L IR e e
316 16.80 17.00 17.20 17.40

m/z 55.05 48.96%

5000

-

16 80 17. OO 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120519.D

Aca On 3 Jun 2020 19:42

Operator : JU/CG

ﬁ?ggle i L2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 15
R.T. EstConc Area Relative to ISTD R.T.
17.50 5.53 ng 255598 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 91
2 _beta.-Sitosterol 414 C29H500 000083-46-5 60
3 17-(1.5-Dimethvlhexv1)-10.13-dim... 414 C29H500 1000210-86-9 25
4 Cholest-7-en-3-ol. 4.4-dimethvl-... 414 C29H500 006384-28-7 18
5 Dihydrosarsasapogenin-5,17(20)-dien 414 C27H4203 096974-10-6 11
Abundance Scan 2654 (17.498 min): BF120519.D (-2650) (-) m/z 43.10 100.00%
43 107
5000 \JM«M\w»wrv»//\“ﬂM/Mvﬂﬂmwww
17.20 17.40 17.60 17.80
ob——u m/z 107.10 87 .34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107 L B UL U SUL
145 414 17:20 17.40 17.60 17.80
o s Wan gy m/z 55.00 64.39%
oL \I h I“' ! L‘p” b .‘““““. hw \iml‘h‘l%ﬁ? “I L . ZIKIS . 1 — ‘l '3I$"1 : .“ : Mi : ‘ :
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
17.20 17.40 17.60 17.80
5000 m/z 57.10 63.22%
81 107 414
145 213 303 329
. 173 233255275 354 381
m/z--> 50 100 150 200 250 300 350 400
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. .. B B A Eame
43 17.20 17.40 17.60 17.80
m/z 95.10 54 _37%
b M/\NMM\WMWW¢/N\huL\UWKWMJ“
oL+ B o
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\HPCHEM1\BNA_F\DATA\BF060320\
Data File : BF120519.D
Acq On > 3 Jun 2020 19:42 Instrument :
Operator : JU/CG gﬁA{s el

- _ lentosampleld :
3?22'6 : L.2839-17 NM108-2-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820_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]
Methylene chloride 1.95 13.1 ng 593374 1 6.83 909619 20.0
Butane, 2-methoxy... 2.09 17.1 ng 776578 1 6.83 909619 20.0
Hexadecenoic acid... 11.83 15.4 ng 1040870 4 11.36 1351940 20.0
Anthracene, 9-met... 11.86 6.5 ng 439252 4 11.36 1351940 20.0
n-Hexadecanoic acid 11.89 9.1 ng 614125 4 11.36 1351940 20.0
1-Nonadecene 13.84 4.9 ng 350419 5 14.00 1435370 20.0
Heptadecane 14 .47 2.5 ng 179057 5 14.00 1435370 20.0
Z-5-Nonadecene 14.49 2.5 ng 180396 5 14.00 1435370 20.0
Oxirane, heptadecyl- 14.92 7.1 ng 328784 6 15.45 925239 20.0
Nonadecane 15.10 9.9 ng 460239 6 15.45 925239 20.0
Behenic alcohol 15.14 12.0 ng 554827 6 15.45 925239 20.0
Benzo[e]pyrene 15.33 3.0 ng 138771 6 15.45 925239 20.0
Octadecanal 15.68 9.6 ng 444774 6 15.45 925239 20.0
Heneicosane 15.92 21.8 ng 1006920 6 15.45 925239 20.0
1-Heptacosanol 15.98 18.7 ng 866953 6 15.45 925239 20.0
Oxirane, hexadecyl- 16.70 10.2 ng 473520 6 15.45 925239 20.0
Eicosane 17.00 3.2 ng 148264 6 15.45 925239 20.0
1,4-Dimethyl-8-is... 17.08 21.6 ng 1001480 6 15.45 925239 20.0
-gamma.-Sitosterol 17 .50 5.5 ng 255598 6 15.45 925239 20.0
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