LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122819\
Data File : BF118379.D

Aca On : 28 Dec 2019 21:46

Operator :© JU

Sample : K6443-03

Misc :

ALS Vial : 24 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-BF122419 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.422 394 397 417 rBV 70689 120336 4.22% 0.448%
2 5.051 500 504 516 rBV 397470 490679 17.22% 1.828%
3 5.469 571 575 584 rBY 1913924 1966847 69.03% 7.327%
4 6.487 744 748 767 rBVY 2320426 2191800 76.93% 8.165%
5 6.622 767 771 774 rBVY 2858330 2313707 81.21% 8.620%
6 6.851 807 810 817 rBV 756462 623420 21.88% 2.323%
7 7.004 833 836 850 rVB 1944292 1833074 64.34% 6.829%
8 7.416 902 906 918 rBVY 1477570 1354390 47.54% 5.046%
9 8.139 1026 1029 1037 rBV 809757 800801 28.11% 2.983%
10 8.857 1148 1151 1157 rBV 48563 49967 1.75% 0.186%
11 8.957 1164 1168 1171 rBV 43108 40211 1.41% 0.150%
12 9.216 1208 1212 1223 rBV 3422470 2849198 100.00% 10.615%
13 9.557 1267 1270 1273 rBV 29352 32903 1.15% 0.123%
14 9.610 1277 1279 1287 rVB 145146 169596 5.95% 0.632%
15 9.763 1302 1305 1309 rVB 55588 52651 1.85% 0.196%

16 9.898 1323 1328 1338 rBV 1118384 993485 34.87% 3.701%
17 10.692 1459 1463 1478 rBV 1835508 1778697 62.43% 6.626%

18 10.810 1478 1483 1490 rVB4 53043 84067 2.95% 0.313%
19 11.245 1553 1557 1560 rBV2 32986 32562 1.14% 0.121%
20 11.392 1578 1582 1585 rBV 1080887 947156 33.24% 3.529%
21 11.416 1585 1586 1591 rVB 137670 96922 3.40% 0.361%
22 11.916 1663 1671 1679 rBV2 257705 397536 13.95% 1.481%
23 12.010 1684 1687 1689 rVVv2 73427 85785 3.01% 0.320%
24 12.033 1689 1691 1696 rVB 56750 52138 1.83% 0.194%
25 12.080 1696 1699 1703 rBV 32820 36438 1.28% 0.136%
26 12.192 1715 1718 1722 rBV2 27950 33930 1.19% 0.126%
27 12.445 1758 1761 1764 rBV 78194 84339 2.96% 0.314%
28 12.474 1764 1766 1770 rVV3 53621 75091 2.64% 0.280%
29 12.539 1774 1777 1780 rVvVv4 26152 37113 1.30% 0.138%
30 12.610 1786 1789 1794 rBV 210751 202036 7.09% 0.753%
31 12.704 1802 1805 1809 rBV2 77064 91827 3.22% 0.342%
32 12.839 1823 1828 1835 rBV 234030 289994 10.18% 1.080%
33 12.898 1835 1838 1841 rVB 36243 37066 1.30% 0.138%

34 12.980 1848 1852 1855 rBV 3120694 2578964 90.52% 9.608%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122819\
Data File : BF118379.D

Aca On : 28 Dec 2019 21:46

Operator :© JU

Sample : K6443-03

Misc :

ALS Vial : 24 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-BF122419._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.063 1862 1866 1871 rBvV4 34405 56374 1.98% 0.210%
36 13.168 1878 1884 1887 rBV 63137 103961 3.65% 0.387%
37 13.204 1887 1890 1894 rBV2 30449 43478 1.53% 0.162%
38 13.274 1899 1902 1908 rVB2 55586 66751 2.34% 0.249%
39 13.368 1915 1918 1921 rBV 47792 41976 1.47% 0.156%
40 13.398 1921 1923 1926 rVV 43208 39126 1.37% 0.146%
41 13.545 1945 1948 1951 rBV3 37305 38183 1.34% 0.142%
42 13.686 1970 1972 1976 rVB 36974 38586 1.35% 0.144%
43 13.745 1979 1982 1985 rBV2 26010 33905 1.19% 0.126%
44 13.798 1986 1991 1993 rBV3 43335 58598 2.06% 0.218%

45 13.880 2001 2005 2011 rBv4 197024 319967 11.23% 1.192%

46 14.045 2028 2033 2036 rBV2 938367 986971 34.64% 3.677%
47 14.068 2036 2037 2041 rVB 132889 107963 3.79% 0.402%

48 14.192 2056 2058 2060 rBVY 40573 38303 1.34% 0.143%
49 14.433 2097 2099 2103 rVB 63216 54511 1.91% 0.203%
50 14.498 2108 2110 2114 rBV3 74157 91608 3.22% 0.341%
51 14.810 2161 2163 2165 rVB 62710 44042 1.55% 0.164%

52 14.886 2173 2176 2181 rVB 117739 122664 4_.31% 0.457%
53 15.104 2209 2213 2216 rBV 118954 186654 6.55% 0.695%
54 15.151 2219 2221 2227 rVB3 109785 122804 4_.31% 0.457%
55 15.410 2262 2265 2269 rVB 102865 109307 3.84% 0.407%

56 15.474 2272 2276 2282 rBV 143100 196222 6.89% 0.731%
57 15.539 2282 2287 2294 rBV 763716 1035806 36.35% 3.859%
58 15.980 2359 2362 2366 rVB2 60757 79988 2.81% 0.298%

Sum of corrected areas: 26842474
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122819\
Data File : BF118379.D

Aca On : 28 Dec 2019 21:46

Operator :© JU

Sample - K6443-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF122419_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF118379.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122819\
Data File : BF118379.D

Aca On : 28 Dec 2019 21:46

Operator :© JU

Sample - K6443-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4.42 3.86 ng 120336 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 90
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 90
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90

Abundance Scan 397 (4.422 min): BF118379.D (-394) (-) m/z 83.00 100.00%

83
55
5000
43 98

67 77 400 420 440 460 480

0...,”..,”..,”..ﬂ”..,”..,”..,”..,J..,”.u,”.. m/z 55.10 77.14%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43
29 98 4.00 4.20 4.40 4.60 4.80

m/z 43.00 32.72%

0 ..‘ 37‘ || 4'9I| 61 67 7 | 89 ‘.
R EEEaama L B o B o o e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3168: 3-Hexen-2-one

83

43 55 400 420 440 4.60 4.80

5000 m/z 98.10 30.73%
29 98
s el \
o RSN NNV NN VA NSNS L PRMENEEESSS TAMNSL M
m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #3403: 2-Pentene, 3,4-dimethyl-, (2)- L s

55 83 400 420 440 460 480

m/z 39.00 25.01%

41
5000
27 98
15 ‘ ‘ 69
0 A, 49‘ 63 ||, 77 |, 91

m/z--> 10 20 30 40 60 70 80 90 100 4.00 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122819\
Data File : BF118379.D

Aca On : 28 Dec 2019 21:46

Operator :© JU

Sample - K6443-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 15.74 ng 490679 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 504 (5.051 min): BF118379.D (-500) (-) m/z 43.00 100.00%

43
59
5000
101

4.80 500 520 540

83
o IR 8 1 . AN N - S m/z 59.00 61.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LI L L L LB LB L
480 5.00 5.20 5.40
m/z 101.00 27.16%
N 83 930
o] S MM S NN NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
e RARRE mmmm T
480 5.00 5.20 5.40
5000 a1 m/z 58.00 15.33%
68
50| 126 14
A [ e N .M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R R mmE . :
43 4.80 500 520 540

m/z 41.10 10.39%

5000
101
15 58
S - N7
B By

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122819\
Data File : BF118379.D

Aca On : 28 Dec 2019 21:46

Operator :© JU

Sample - K6443-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.62 Concentration Rank 1

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

6.62 74.23 ng 2313710 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 771 (6.622 min): BF118379.D (-767) (-) m/z 132.00 100.00%
32
5000 68
6 rrrTrrTTTrTT T T T T T T
40 54 75 104 6.20 6.40 6.60 6.80 7.00
0 .,....,....:'!.‘.‘.7,::..??.l.',..':.,..f.‘?,....,.':..,.1.1?.,....,-'...,.. m/z 68.10 36.41%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 REAARE R L
6.0 6.40 6.60 6.80 7.00
78 m/z 134.00 32.85%
31 54 51
0 'I""Il"'l!ll'!"l""I"'!I""I""I""I""I'"'I""I T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.20 6.40 6.60 6.80 7.00

5000 67 m/z 66.00 24.23%
41 97
‘ 53 117
9 g9
bt M sl 5 80 ] aos |aza ]
mz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 I L
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T BEaa E s e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.18%
117
5000
2 91
P 0 T -
mz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122819\
Data File : BF118379.D

Aca On : 28 Dec 2019 21:46

Operator :© JU

Sample - K6443-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 8.39 ng 397536 Phenanthrene-d10 11.39
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 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Nonanoic acid 158 C9H1802 000112-05-0 30

Abundance Scan 1672 (11.922 min): BF118379.D (-1663) (-) m/z 192.10 100.00%

192
73

5000

iy

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60 73

213

1571711 227 256 11.60 11.80 12.00 12.20

m/z 73.00 78 .44%

5000 129

ey

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

11.60 11.80 12.00 12.20
m/z 60.00 62.49%

213
143 157171 185 199

Abundance #72646: Tridecanoic acid
60 73
43 R LSSV N,
11.60 11.80 12.00 12.20
5000 m/z 191.00 60.71%
29
129
T e
I A - o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 43.05 57.83%
5000

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122819\
Data File : BF118379.D

Aca On : 28 Dec 2019 21:46

Operator :© JU

Sample - K6443-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.17 2.11 ng 103961 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 96
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 93
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 91
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
Abundance Scan 1884 (13.168 min): BF118379.D (-1878) (-) m/z 216.10 100.00%
216
5000
5163 g1 %) 100134 150165 167501 940253 12.80 13.00 13.20 13.40
of m/z 215.10 84 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74411: Pyrene, 1-methyl-
216
5000
12.80 13.00 13.20 13.40
95 m/z 213.00 21.94%
108 189
ol 14 27 50 63 82 122135 150163176 | 202
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74413: Pyrene, 2-methyl-
216
12.80 13.00 13.20 13.40
5000 o5 m/z 217.05 21.11%
108
189
o 53 67 81 | | 122 150163 [ \J
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240
Abundance #74422: 11H-Benzo[b]fluorene
216 12.80 13.00 13.20 13.40
m/z 107.20 15.07%
5000
108
o 57 %4 130 163 1§9 J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122819\
Data File : BF118379.D

Aca On : 28 Dec 2019 21:46

Operator :© JU

Sample - K6443-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.88 6.48 ng 319967 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 b5-Eicosene. (E)- 280 C20H40 074685-30-6 93
3 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 91
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
Abundance Scan 2005 (13.880 min): BF118379.D (-2001) (-) m/z 57.05 100.00%
57 83
SR AR SN S B
139 159 234 13.60 13.80 14.00 14.20
ol 12022 7,292, 2 m/z 83.10 84.88%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
55
83
5000 LI BN UL B B
11 13.60 13.80 14.00 14.20
29 m/z 43.05 82 .45%
0 | L 2
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
83 13.60 13.80 14.00 14.20
5000 m/z 55.00 78.88%
29 111
LA | 139 167 106 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecy! ester N B EE
57 83 13.60 13.80 14.00 14.20
m/z 97.05 77 .30%
- | JW
29
139 250
OIJ\IMI\,\J,.M,J L i ,1\.1‘3.8.1.9‘,‘.2:?‘.‘.;4...?97....,3‘?0.
m/z--> 50 100 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122819\
Data File : BF118379.D

Aca On : 28 Dec 2019 21:46

Operator :© JU

Sample - K6443-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 8 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.37 ng 122664 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 87
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 80
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
Abundance Scan 2177 (14.892 min): BF118379.D (-2173) (-) 69.10 100.00%
69
5000 %'JMM\
137 L B UL UL S
4ﬁ I 15}1§ 1 163197207215 ome 3 s 1460 14.80 15.00 15.20
(- Ll o e et m/z 81.00 55.77%
m/z--> 50 100 15 200 250 300 350 400
Abundance #215927: Squalene
60
5000 LN LU B SUMRLE B
a1 14.60 14.80 15.00 15.20
95 11 m/z 137.10 17.89%
o |.1I ﬂ L |149 175 203 231 273 299 341 367 410
T UELEREL UL SUNLELEL BUNLELELAN UL U
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14,60 14.80 15.00 15.20
5000 m/z 68.00 15.35%
41
’ 95 137
oLl L L7 | 163 191 247 245 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L
69 14.60 14.80 15.00 15.20
m/z 41.05 14 .73%
5000 41
93
ol | o L m | 161 192 231 273 315341 384
m/z--> 50 100 150 260 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122819\
Data File : BF118379.D

Aca On : 28 Dec 2019 21:46

Operator :© JU

Sample - K6443-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.41 2.11 ng 109307 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 98
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 98
4 Benzolalpvrene 252 C20H12 000050-32-8 98
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
Abundance Scan 2265 (15.410 min): BF118379.D (-2262) (-) m/z 252.10 100.00%
252
5000
43 63 81 100 e 151170 200 224 271 295313 336 365 15.00 15.20 15.40 15.60 15.80
e el Cei m/z 250.05 28.13%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000 LR B ISR UM B

15.00 15.20 15.40 15.60 15.80
m/z 253.10 19.66%

125
50 74 99 , | 146 174 200 224

-7+t 7
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252
R REREE EE R
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.00 14.72%
125
oLL7 39 74 99, ﬂ 150 174 200 224
L B e o B e A AL A s e e e MR
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene A EEE T
252 15.00 15.20 15.40 15.60 15.80
m/z 125.95 12.89%
5000
126
0 39 74 100, | 150 174 200 224
— T e e R R EE m e AR
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122819\
Data File : BF118379.D

Acq On : 28 Dec 2019 21:46

Operator : JU

Sample - K6443-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_M
Quant Title : 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]
3-Penten-2-one, 4. .. 4.42 3.9 ng 120336 1 6.85 623420 20.0
2-Pentanone, 4-hy... 5.05 15.7 ng 490679 1 6.85 623420 20.0
unknown6.62 6.62 74.2 ng 2313710 1 6.85 623420 20.0
n-Hexadecanoic acid 11.92 8.4 ng 397536 4 11.39 947156 20.0
Pyrene, 1l-methyl- 13.17 2.1 ng 103961 5 14.04 986971 20.0
Cyclopentadecane 13.88 6.5 ng 319967 5 14.04 986971 20.0
Squalene 14.89 2.4 ng 122664 6 15.54 1035810 20.0
Benzo[e]pyrene 15.41 2.1 ng 109307 6 15.54 1035810 20.0
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