LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\
Data File : BF120513.D
Aca On : 3 Jun 2020 16:57 Instrument :
Operator : JU/CG E?Afs el

- _ lentosampleld :
3?22'6 : L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 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 9 11 19 rBvV 793864 1010800 25.27% 2.211%
2 2.081 28 33 48 rVB 946523 1222420 30.56% 2.674%
3 5.457 601 607 610 rBY 2903528 3015042 75.37% 6.595%
4 6.469 774 779 782 rBVY 3099953 3654470 91.35% 7.993%
5 6.663 809 812 817 rBV 72290 76758 1.92% 0.168%
6 6.834 837 841 844 rBVY 1515999 1193221 29.83% 2.610%
7 6.993 863 868 871 rBVY 3632225 3198735 79.96% 6.996%
8 7.398 931 937 940 rBVY 2664569 2529374 63.23% 5.532%
9 8.116 1055 1059 1062 rBvY 1735799 1367020 34.17% 2.990%
10 9.192 1237 1242 1245 rBVY 4559584 4000360 100.00% 8.750%

11 9.581 1305 1308 1312 rVB 860848 743344 18.58% 1.626%
12 9.728 1329 1333 1336 rBvV 48781 45020 1.13% 0.098%
13 9.869 1351 1357 1361 rBV 2019861 1762246 44.05% 3.854%
14 10.663 1487 1492 1495 rBV 2612215 2563190 64.07% 5.606%
15 11.222 1580 1587 1589 rBV5 26997 53481 1.34% 0.117%

16 11.304 1597 1601 1605 rBV 119400 113321 2.83% 0.248%
17 11.357 1605 1610 1612 rVV 1885647 1658364 41.46% 3.627%
18 11.381 1612 1614 1617 rVB 348016 267665 6.69% 0.585%
19 11.428 1620 1622 1625 rVB 75455 58524 1.46% 0.128%
20 11.816 1683 1688 1691 rBV 127342 155693 3.89% 0.341%

21 11.851 1691 1694 1697 rVV2 291742 290024 7.25% 0.634%
22 11.886 1697 1700 1704 rVB 566062 479456 11.99% 1.049%
23 11.969 1711 1714 1716 rBV2 115304 117121 2.93% 0.256%

24 11.992 1716 1718 1721 rVB 60884 47938 1.20% 0.105%
25 12.057 1726 1729 1733 rBV2 64320 55060 1.38% 0.120%
26 12.404 1785 1788 1792 rBV 67975 86022 2.15% 0.188%

27 12.486 1797 1802 1808 rVB5 51337 106263 2.66% 0.232%
28 12.569 1813 1816 1819 rVvVv 856103 692930 17.32% 1.516%
29 12.610 1819 1823 1830 rVB5 67893 115745 2.89% 0.253%

30 12.669 1830 1833 1835 rBV2 52756 50706 1.27% 0.111%
31 12.798 1849 1855 1858 rBV 757898 763184 19.08% 1.669%
32 12.845 1860 1863 1867 rVB2 37499 51876 1.30% 0.113%
33 12.945 1875 1880 1883 rVB 3948621 3593324 89.83% 7.859%
34 13.016 1887 1892 1895 rBV2 60039 88410 2.21% 0.193%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\
Data File : BF120513.D
Aca On : 3 Jun 2020 16:57 Instrument :
Operator : JU/CG g?Afs el

- _ lentosampleld :
3?22'6 : L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 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 13.104 1904 1907 1908 rBVZ2 38763 44927 1.12% 0.098%

36 13.127 1908 1911 1914 rVB 107899 107751 2.69% 0.236%
37 13.175 1914 1919 1920 rBV3 86489 115882 2.90% 0.253%

38 13.192 1920 1922 1924 rVB 80784 57866 1.45% 0.127%
39 13.227 1924 1928 1931 rBV2 95071 109053 2.73% 0.239%
40 13.322 1941 1944 1946 rVB 57722 46866 1.17% 0.103%
41 13.351 1946 1949 1953 rVB 64951 65218 1.63% 0.143%
42 13.392 1953 1956 1959 rBV5 29221 43477 1.09% 0.095%

43 13.516 1972 1977 1984 rBV4 111277 198964 4.97% 0.435%
44 13.633 1994 1997 2001 rVB 113850 117214 2.93% 0.256%
45 13.733 2011 2014 2018 rBV2 110771 155839 3.90% 0.341%

46 13.798 2023 2025 2029 rVV3 68052 112483 2.81% 0.246%
47 13.845 2029 2033 2039 rVvB2 331608 465867 11.65% 1.019%
48 13.992 2050 2058 2061 rBV2 1114736 1459913 36.49% 3.193%
49 14.022 2061 2063 2068 rVB 315914 277175 6.93% 0.606%
50 14.163 2085 2087 2088 rBV 97930 78805 1.97% 0.172%

51 14.186 2088 2091 2094 rVB3 147731 168954 4.22% 0.370%
52 14.280 2104 2107 2110 rBV2 111434 103412 2.59% 0.226%
53 14.316 2110 2113 2116 rBV3 82253 99627 2.49% 0.218%
54 14.380 2121 2124 2128 rVV 70758 87140 2.18% 0.191%
55 14.469 2136 2139 2141 rBV2 178246 195041 4._.88% 0.427%

56 14.769 2188 2190 2193 rVB 108668 94127 2.35% 0.206%
57 14.916 2212 2215 2221 rVB3 114919 126791 3.17% 0.277%
58 15.027 2230 2234 2237 rBV 262528 377157 9.43% 0.825%
59 15.104 2244 2247 2250 rBV 215195 223547 5.59% 0.489%
60 15.139 2250 2253 2259 rVB2 130194 218015 5.45% 0.477%

61 15.327 2281 2285 2291 rVB 153572 189515 4.74% 0.415%
62 15.386 2291 2295 2301 rVB 203554 237510 5.94% 0.519%
63 15.451 2301 2306 2309 rBV 704751 873914 21.85% 1.911%
64 15.480 2309 2311 2322 rVB4 154813 233631 5.84% 0.511%
65 15.680 2342 2345 2349 rVB2 84500 106323 2.66% 0.233%

66 15.916 2380 2385 2391 rVB 256207 365392 9.13% 0.799%
67 15.986 2393 2397 2408 rVB5 92879 254429 6.36% 0.556%
68 16.339 2453 2457 2465 rBV5 62277 151521 3.79% 0.331%
69 16.898 2547 2552 2557 rBV3 112029 250411 6.26% 0.548%
70 17.080 2576 2583 2597 rBV2 944689 2202688 55.06% 4.818%

71 17.510 2650 2656 2673 rVB8 136660 476489 11.91% 1.042%
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LSC Area Percent Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 45720041

8270-BF052820.M Thu Jun 04 04:53:40 2020 Page: 3



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\BF060320\
BF120513.D

3 Jun 2020 16:57

JU/CG

L2839-13

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

NM27-COMP-2020-0-6

Abundance

4000000

3000000

2000000

1000000} 92:08

TIC: BF120513.D

5.46

6.47

6.99

7.40

6.83

0=
Time--> 2.00

T
2.50 3.00 3.50 4.00 4.50 5.00 5.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF120513.D

10.66

11.36
8.12

9.58

J 9.73

11.38
1113:40.43

12.95

Time-->

e

10.00

11.00

10.50

11.50

I
12.00

I
12.50 13.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF120513.D

16.00 16.50

17.00

18.00

18.50

8270-BF052820.

M Thu Jun 04 04:53:42 2020
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Library Search Compound Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 1 Methylene chloride Concentration Rank 4

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

1.95 16.94 ng 1010800 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 10
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): BF120513.D (-9) (-) m/z 49.00 100.00%
49
84
5000
37 | 0 ‘ 2.00 2.10 2.20 2.30 2.40
o) (SR N 1 m/z 84.00 67.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1524: Methylene chloride
49
84
5000 HRAE AR R AR AR A
2.00 2.10 2.20 2.30 2.40
m/z 85.90 44 _00%
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 30.48%
47
. 2g 3 58 70 119
miz--> 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 47.00 17.88%
64
5000
49
15 35 ‘
0"%'“'PJ'I”MW'”wﬁ'”Im“W'”'P'”I”'W"”I“'W'“'P
m/z--> 10 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 : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.08 20.49 ng 1222420 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 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 33 (2.081 min): BF120513.D (-28) (-) m/z 73.10 100.00%
73
5000 43
55 87
2.002.102.202.30 2.402.50
0 7/ N U - m/z 43.05 39.89%
UUNBIIUNES I SR UL U IR UL S B B B - - ¢
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.002.102.202.30 2.402.50
55 87 m/z 55.05 27.08%
L 2s | | o w
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
2.002.102.202.30 2.402.50
5000 a1 55 m/z 87.10 25.82%
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-
7B 2.002.102.202.30 2.40 2.50
m/z 41.05 12.73%
5000 43
58
e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.002.102.202.30 2.402.50
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Library Search Compound Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 4 Anthracene, 1l-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.85 3.50 ng 290024 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 83
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 55
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 55
4 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 49
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 46

Abundance Scan 1694 (11.851 min): BF120513.D (-1691) (-) m/z 55.05 100.00%

5000

%

11.60 11.80 12.00 12.20

1123 138 152 1651 7¢

0 m/z 192.10 59.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54741: Anthracene, 1-methyl-
192
5000

11.60 11.80 12.00 12.20
m/z 41.10 54.11%

27 39 51 63 75 96 115106139 152 | \ °178

o} M el MM & S5 oy i MRS |-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
192
A Bma Tt
11.60 11.80 12.00 12.20
5000 m/z 69.10 52.41%
83 96 165
o 63 115 139150 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54731: Anthracene, 9-methyl- e
192 11.60 11.80 12.00 12.20
m/z 83.10 37.58%
5000
ol 27 39 51 63 @ 115126 139 152 = 176 Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 5 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.89 5.78 ng 479456 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1701 (11.892 min): BF120513.D (-1697) (-) m/z 73.00 100.00%

11.60 11.80 12.00 12.20

43 60 P
5000 129
192 213
157171
ﬁj“ 143 256

0 m/z 60.00 81.75%
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

11.60 11.80 12.00 12.20

m/z 43.10 80.38%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
P e T
11.60 11.80 12.00 12.20
5000 129 m/z 55.05 66.32%
29 g7
115 | 143 199 242
101 157171185
oL 15 rl 213226
T R LAREA R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R LB p s S
60 73 11.60 11.80 12.00 12.20
43 m/z 57.10 64 .88%
5000 129
7 185 228
01115 | 143 171
o \ 0 Wl . NN ) VU U, (NS NSRS
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\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 6 Hexacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.52 2.73 ng 198964 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 53
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 53
3 Heptadecane 240 C17H36 000629-78-7 53
4 Tetratetracontane 619 C44H90 007098-22-8 53
5 Nonadecane 268 C19H40 000629-92-5 49
Abundance Scan 1978 (13.522 min): BF120513.D (-1972) (-) m/z 57.05 100.00%
57
5000 230
25, o 15120 1340 13,60 1380
0! Ly m/z 71.10 76 .55%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 RN IR BN B
13.20 13.40 13.60 13.80
m/z 43.05 67.73%
29 ‘ 13 44
ol L LT TR 169 197 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.20 1340 13.60 13.80
5000 85 m/z 85.05 52.80%
0 38 13 141 169 197 239 57 204 323 352
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #94344: Heptadecane LI L L L N N BN |
57 13.20 13.40 13.60 13.80
m/z 230.10 41.42%
5000 85
29
0 \‘ L | ' )| P 1}31 1?1 ! 169 L 197 24\.0
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 3&1;0 13.20 13.40 13.60 13.80
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Library Search Compound Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 7 Ethanol, 2-(tetradecyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.85 6.38 ng 465867 Chrysene-di12 14 .00

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 87
3 Cvclopentadecane 210 C15H30 000295-48-7 83
4 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 81
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 81
Abundance Scan 2034 (13.851 min): BF120513.D (-2029) (-) m/z 57.05 100.00%

57
83
5000 4
139154 1360 13.80 14.00 14.20
o 169 194209224 248 267 303 m/z 43.05 85 790

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #109268: Ethanol, 2-(tetradecyloxy)-

57

83

13.I60 13!80 14.IOO 14!20
m/z 55.10 75.81%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

57
S B o e o
13.60 13.80 14.00 14.20
5000 a1 83 m/z 83.05 71.90%
111

oL 26 139154 182197 204 252 280297

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

Abundance #69584: Cyclopentadecane T T
13.60 13.80 14.00 14.20

m/z 97.10 66.41%

5000

:

T T I T
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\HPCHEMI\BNA F\DATA\BF060320\
Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

Sample : L2839-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 8 1-Aminopyrene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.19 2.31 ng 168954 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Aminopvrene 217 C16H11N 001606-67-3 90
2 Ethvl alpha-cvano-4-hvdroxv-tran... 217 C12H11NO3 042205-38-9 50
3 D-Dihomoandrostan-17b-one. (5.al... 302 C21H340 032319-07-6 50
4 11H-Benzolalcarbazole 217 C16H11N 000239-01-0 45
5 11H-Indeno(l1,2-b)quinoline 217 C16H11N 000243-51-6 45

Abundance Scan 2092 (14.192 min): BF120513.D (-2088) (-) m/z 217.10 100.00%
7
5000
13.80 14.00 14.20 14.40 14.60
o} m/z 201.05 61.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75036: 1-Aminopyrene
217
5000
o5 189 13.80 14.00 14.20 14.40 14.60
m/z 133.00 55.53%
oL 28 63 80 \‘ 1 137 163,
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240 260 280 300
Abundance
217
172 13.80 14.00 14.20 14.40 14.60
5000 m/z 105.10 54 .48%
189
144
29 44 65 °0 116
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146653: D-Dihomoandrostan-17b-one, (5.alpha.) R e  wa
217 13.80 14.00 14.20 14.40 14.60
302 m/z 233.15 43.26%
95
5000
287
121
AT ||
ok, (] ‘W M\H il ”N“\{J I””IIJIHWJ”“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40 14.60

8270-BF052820.M Thu Jun 04 04:53:59 2020
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Library Search Compound Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 9 Heptadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .47 2.67 ng 195041 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 81
3 Tetracosane 338 C24H50 000646-31-1 81
4 Heneicosane 296 C21H44 000629-94-7 81
5 Hexacosane 366 C26H54 000630-01-3 74
Abundance Scan 2139 (14.469 min): BF120513.D (-2136) (-) m/z 57.10 100.00%
57
85
5000
254 RS
I 13 141 163 | 1420 14.40 14.60 14.80
ol WL b i LM, 188210253 | 2m1303 342 307 ot 0eT T 7o agy
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 LI B B B B
14.20 14.40 14.60 14.80
29 m/z 43.10 61.24%
0 ..‘ku‘,‘ (e J A hlfﬁ‘}qgl}gzll s
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.20 14.40 14.60 14.80
5000 a5 m/z 85.05 54 .69%
oL 37 13 141 169 197 239 67 204 323 352
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane O e o S S e
57 14.20 14.40 14.60 14.80
m/z 55.05 23.69%
85
5000
113
0 34 LT 2 260 197 225 253 261 g0 338
m/z--> 50 100 1&'30 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF052820.M Thu Jun 04 04:54:02 2020 Page: 12



Library Search Compound Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 10 Tetradecane, 2,6,10-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.77 2.15 ng 94127 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Heneicosane 296 C21H44 000629-94-7 83
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 2190 (14.769 min): BF120513.D (-2188) (-) m/z 57.10 100.00%
g7
5000 85
141 213 256 14.40 14.60 14.80 15.00
ol A *| 1 A 20909370 L 1279300323 3%5 | m/z 71.05  68.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
5000 85 BRI S LI B B
1440 1460 14.80 15.00
13 185 m/z 43.10 61.08%
I 0 I -
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 14.40 14.60 14.80 15.00
5000 m/z 85.10 50.80%
113
. 29 141 169 197 205 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane L w e e
7 14.40 14.60 14.80 15.00
m/z 41.05 22 .09%
5000 85
29
0 \‘ \ I J |‘1:}34141 169 197 225 2§8
m/z--> 50 100 1éo 200 250 300 350 400 14140 1460 14.80 1500

8270-BF052820.M Thu Jun 04 04:54:03 2020 Page: 13



Library Search Compound Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 11 Octadecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.92 2.90 ng 126791 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
4 12-Octadecenal 266 C18H340 056554-91-7 72
5 16-Heptadecenal 252 C17H320 1000144-57-9 72

Abundance Scan 2216 (14.921 min): BF120513.D (-2212) (-) m/z 57.10 100.00%

57 g2

5000
268
3 138 1621g> 216236 14.60 14.80 15.00 15.20
ob——el, m/z 82.10 83.60%
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal

14 60 14. 80 15. 00 15 20
109 m/z 43.10 78.23%

137
h ’\ |7 166 104 222 250564
W

5000

o Al
m/z--> 50 150 200 250 300 350
Abundance
43 82
R R e e A
14.60 14.80 15.00 15.20
5000 m/z 96.05 71.37%
110
138 264
0 25 61 166 194212 236 282
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl- e A REEEEEasS
43 8 14.60 14.80 15.00 15.20
m/z 55.10 68.06%
5000
109
0 \ \l 118% 166184 20857 250268
- I IIIIII T T T 7T IIIIIII IIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15 20

8270-BF052820.M Thu Jun 04 04:54:05 2020 Page: 14



Library Search Compound Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 12 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.10 5.12 ng 223547 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 81
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 2246 (15.098 min): BF120513.D (-2244) (-) m/z 57.10 100.00%
57
113 268 14.80 15.00 15.20 15.40
141 169 : : : :
A i |k 100 206 239 | 295 328351 ooy 05 66. 18%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 A B B SRR
14. 80 15. oo 15 20 15. 40
29 m/z 43.10 65.22%
‘ 113 141 169 197 268
obr——— : H\ .H‘.“‘ I N I ——— ! |2|2|5| —— ——
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 14.80 15.00 15.20 15.40
5000 m/z 85.05 47 .65%
29
o 13 141 169 197 225 253 296
m/z--> 55 160 150 260 2éo 300 3%0
Abundance #185535: Heptadecane, 9-octyl- o RS R e
57 14.80 15.00 15.20 15.40
m/z 55.00 24 .65%
e i Mm
o3 ‘} [ M4 160 197 % 567 2oa 323 352
m/z--> 55 160 1éo 260 2éo 360 3%0 1480 1500 1520 1540

8270-BF052820.M Thu Jun 04 04:54:07 2020 Page: 15



Library Search Compound Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 13 E-7-Octadecene Concentration Rank 11

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

15.14 4.99 ng 218015 Perylene-di12 15.45

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-7-Octadecene 252 C18H36 1000130-92-0 93
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 cis-1-Chloro-9-octadecene 286 C18H35CI 016507-61-2 70
4 Cvclohexadecane 224 C16H32 000295-65-8 70
5 n-Nonadecanol - 284 C19H400 001454-84-8 64

Abundance Scan 2253 (15.139 min): BF120513.D (-2250) (-) m/z 252.10 100.00%
55 7 2
5000
14.80 15.00 15.20 15.40
47166 190 224 286304 325 350
o e m/z 97.10 91 .59%
m/z--> 50 100 150 200 250 300 350
Abundance #104185: E-7-Octadecene
3
69
97
5000 LA L L L L B |
14.80 15.00 15.20 15.40
‘125 252 m/z 55.10 89.29%
A e
m/z--> 150 200 250 300 350
Abundance
55 83
s e
14.80 15.00 15.20 15.40
5000 11 m/z 83.10 84.48%
29 139
0 167 196 224 252 280 308
T T T T T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #133063: cis-1-Chloro-9-octadecene I T o
55 | 88 14.80 15.00 15.20 15.40
m/z 57.10 83.40%
5000 111
29
137
ol JLLh ﬂ‘M‘wm-ugu18720.8.2?0.2?0...‘.,....,. St el
m/z--> 50 100 150 200 250 300 350 14. 80 15. oo 15 20 15.40

8270-BF052820.M Thu Jun 04 04:54:08 2020
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Library Search Compound Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 14 Benzo[e]pyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.33 4.34 ng 189515 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 95
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2285 (15.327 min): BF120513.D (-2281) (-) m/z 252.05 100.00%
252
5000
39 57 79 100 1o 158 179198 224 272 303 342 365 15.00 15.20 1540 15.60
ol 3927 79 190, | 158179198 <57 Ml 272 303 342 36 m/z 250.05  29.22%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
25
5000
15.00 15.20 15.40 15.60
m/z 253.10 22 .13%
0 50 74 99 A m 146 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 11.83%
125
oLl7 39 74 99 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene B B
252 15.00 15.20 15.40 15.60
m/z 126.00 10.54%
5000
126
0 51 74 100y | 150 174 200 224
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF052820.M Thu Jun 04 04:54:10 2020 Page: 17



Library Search Compound Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 15 Oxirane, heptadecyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.68 2.43 ng 106323 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
3 Octadecanal 268 C18H360 000638-66-4 87
4 1.19-Eicosadiene 278 C20H38 014811-95-1 74
5 Heptadecanal 254 C17H340 1000376-70-0 72
Abundance Scan 2345 (15.680 min): BF120513.D (-2342) (-) m/z 57.10 100.00%
5000
3 206 327 365 15.40 15.60 15.80 16.00
o1 m/z 82.00 85.64%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43 8
5000 LI B IR I B
15.40 15.60 15.80 16.00
110 m/z 43.10 84 _.22%
ol 28 4 bal |l | \H L1 106 194917 236 264282
m/z--> 50 1éo 200 2éo 300 350
Abundance
82
57 15.40 15.60 15.80 16.00
5000 m/z 55.05 64 .36%
110
29
138
0 166 193211 250268
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal N B EE
43 8 15.40 15.60 15.80 16.00
m/z 83.10 61.42%
5000
110 250
138 222
0..“. ” hh Hk I%(??:ll??”u”{?6?”'””'” e
m/z--> 200 250 300 350 15.40 15.60 15.80 16.00

8270-BF052820.M Thu Jun 04 04:54:12 2020 Page: 18



Library Search Compound Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 16 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.92 8.36 ng 365392 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2386 (15.921 min): BF120513.D (-2380) (-) m/z 57.10 100.00%
57
5000
U LR SR SRR BN
141 169 15.60 15.80 16.00 16.20
ol l| L2 197217238 273204318 342 Tz 71.10  68.90%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 R AR RN IR SRR
15.60 15.80 16.00 16.20
113 m/z 43.10 58.71%
o2 ‘ H 141 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
15.60 15.80 16.00 16,20
5000 85 m/z 85.10 52.63%
. 29 M3 141 169 197 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane e e
57 15.60 15.80 16.00 16.20
m/z 55.05 22.41%
85
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 15,60 15.80 16.00 16.20

8270-BF052820.M Thu Jun 04 04:54:14 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060320\
Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

Sample : L2839-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 17 9-Tricosene, (2)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.99 5.82 ng 254429 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
2 1-Tricosene 322 C23H46 018835-32-0 94
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 83
Abundance Scan 2398 (15.992 min): BF120513.D (-2393) (-) m/z 57.10 100.00%
57 97
5000
5 154174 0,212 244 15.60 15.80 16.00 16.20 16.40
o} m/z 97.10 94 .00%
m/z--> 50 100 150 200 250 300 350
Abundance #163018: 9-Tricosene, (2)-
55 97
5000 AR UM SRR BRI B
125 15.60 15.80 16.00 16.20 16.40
0
29 H ‘ 32 m/z 83.10 91.50%
oL 7 \\\ |4 198.182 210 238 266 204 |
m/z--> 50 100 150 200 250 300 350
Abundance
57 g3
15.60 15.80 16.00 16.20 16.40
5000 m/z 43.10 86 .39%
111
29
. 139 169 106 204 250 294 322
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol T
57 7 15.60 15.80 16.00 16.20 16.40
m/z 55.05 80.89%
5000
125
o 20 \I | ‘ hlﬁ3 181 209 236 264 292 320 350 378
m/z--> % 100 150 200 250 300 350 15.60 15.80 16.00 16.20 16.40

8270-BF052820.M Thu Jun 04 04:54:15 2020

NM27-COMP-2020-0-6
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Library Search Compound Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 18 Cholesterol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.34 3.47 ng 151521 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 89
2 26-Nor-5-cholesten-3.beta.-o0l-25... 386 C26H4202 007494-34-0 83
3 17-(1.5-Dimethvlhexv)-10.13-dim... 386 C27H460 1000210-50-0 14
4 5_.beta.-Androstan-3.alpha.-ol-17... 386 C21H29F303 002193-54-6 9
5 Cholestane, 5,6-epoxy-, (5.alpha... 386 C27H460 020230-22-2 9
Abundance Scan 2457 (16.339 min): BF120513.D (-2453) (-) m/z 43.05 100.00%
s 7 T J\AN/WR
69 119 275
5000 213
174 326 353 386
36255 EREERE R
ok 1600 16. 20 1640 16. 60
0 i m/z 55.00 75.87%
m/z--> 50 100 150 200 250 300 350
Abundance #205847: Cholesterol
43
105 386
8
5000 U AR AR
16. oo 16. 20 16 40 16. 60
m/z 95.10 63.90%
0 .“. 4 I“"HJ
m/z--> 50 100 150 200 250 300 350
Abundance
43
16.00 16,20 16.40 16.60
5000 m/z 105.00 62.64%
81 107 145 386
173193213232 255275 301 4,6 353
ol B WL Ll e i b S L P L
m/z--> éo 160 1éo 260 2éo 360 3éo
Abundance #205910: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,5,8,9... R A REER R
43 16.00 16.20 16.40 16.60
m/z 145.05 60.73%
371
5000
0 R
m/z--> 16. oo 16. 20 16 40 16. 60
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Library Search Compound Report

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

Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

ﬁ?ggle i L2839-13 NM27-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.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 19 1,2,4,8-Tetramethylbicyclo[... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.08 50.41 ng 2202690 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 78
2 1.4-Dimethvl-8-i1sopropvlidenetri... 204 C15H24 1000140-07-7 53
3 1H-Cvcloproplelazulene. 1la.2.3.4... 204 C15H24 000489-40-7 50
4 Farnesvl bromide 284 C15H25Br 006874-67-5 49
5 1-Naphthalenecarboxylic acid, de... 316 C21H3202 001235-39-8 47

Abundance Scan 2583 (17.080 min): BF120513.D (-2576) (-) m/z 204.15 100.00%

4

5000

-

16.80 17.00 17.20 17.40

0 m/z 135.10 62.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene
204
108
5000 LA L L L L L L L
133 161 16.80 17.00 17.20 17.40
a4 } ‘ m/z 121.05 53.45%
0 Wn;uﬂ.‘,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
T T T T
16.80 17.00 17.20 17.40
5000 o m/z 69.10 50.69%
161
41 123
67
R T T T e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #64569: 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd... L IMLLELE e e
105 161 204 16.80 17.00 17.20 17.40
41 m/z 133.05 48 .23%
o2 ¢J,Jﬂ..,L...,....,....,....,...., e
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060320\
Data File : BF120513.D

Aca On : 3 Jun 2020 16:57

Operator : JU/CG

Sample : L2839-13

Misc :

ALS Vial : 10 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 5

R.T. EstConc Area Relative to ISTD R.T.
17.51 10.90 ng 476489 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 92
3 Kauren-18-o0l. acetate. (4.beta.)- 330 C22H3402 072150-74-4 20
4 Cholest-7-en-3-ol. 4.4-dimethvl-... 414 C29H500 006384-28-7 18
5 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 16

Abundance Scan 2656 (17.510 min): BF120513.D (-2650) (-) m/z 43.10 100.00%
43
% \/W
5000 119 145
17.20 17.40 17.60 17.80
(o} m/z 95.10 57.84%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107 R R DU AL B
145 414 17.20 17.40 17.60 17.80
‘ o B s a4y m/z 105.05  50.62%
o) — \‘I 1 IM' i “l‘”. ‘?“I “. ZIVIGI IH —~— ‘l |3$‘|1 : .“ : Mi .‘. .
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
17.20 17.40 17.60 17.80
5000 81 105 m/z 107.00 47 .83%
18 145 . e 414
. 173 234255276 303 354 381
mz-> 0 50 100 150 200 250 300 350 400
Abundance #169498: Kauren-18-ol, acetate, (4.beta.)- R EEEAREE RS S
43 17.20 17.40 17.60 17.80
6o m/z 145.00 47 .38%
- i ﬂ"—\J\M‘
123
159 257 330
0 III\UIHIMI\ "‘il‘! .”:!-8“.7“‘.?%.7. \‘I 2‘2.8.7|.‘...|....|... e
mz-> 0 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 : BF120513.D
Acq On : 3 Jun 2020 16:57 Instrument :
Operator : JU/CG gﬁA{s el

- _ lentosampleld :
3?22'6 : 12839-13 NM27-COMP-2020-0-6
ALS Vial : 10 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 16.9 ng 1010800 1 6.83 1193220 20.0
Butane, 2-methoxy... 2.08 20.5 ng 1222420 1 6.83 1193220 20.0
Anthracene, 1-met... 11.85 3.5 ng 290024 4 11.36 1658360 20.0
n-Hexadecanoic acid 11.89 5.8 ng 479456 4 11.36 1658360 20.0
Hexacosane 13.52 2.7 ng 198964 5 14.00 1459910 20.0
Ethanol, 2-(tetra... 13.85 6.4 ng 465867 5 14.00 1459910 20.0
1-Aminopyrene 14.19 2.3 ng 168954 5 14.00 1459910 20.0
Heptadecane 14 .47 2.7 ng 195041 5 14.00 1459910 20.0
Tetradecane, 2,6,... 14.77 2.1 ng 94127 6 15.45 873914 20.0
Octadecanal 14.92 2.9 ng 126791 6 15.45 873914 20.0
Nonadecane 15.10 5.1 ng 223547 6 15.45 873914 20.0
E-7-Octadecene 15.14 5.0 ng 218015 6 15.45 873914 20.0
Benzo[e]pyrene 15.33 4.3 ng 189515 6 15.45 873914 20.0
Oxirane, heptadecyl- 15.68 2.4 ng 106323 6 15.45 873914 20.0
2-methyloctacosane 15.92 8.4 ng 365392 6 15.45 873914 20.0
9-Tricosene, (2)- 15.99 5.8 ng 254429 6 15.45 873914 20.0
Cholesterol 16.34 3.5 ng 151521 6 15.45 873914 20.0
1,2,4,8-Tetrameth... 17.08 50.4 ng 2202690 6 15.45 873914 20.0
-gamma.-Sitosterol 17.51 10.9 ng 476489 6 15.45 873914 20.0
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