LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF120518 .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 3.228 191 194 206 rBvV 146846 318183 2.33% 0.217%
2 5.022 490 499 507 rvB 787077 1153306 8.46% 0.785%
3 5.428 561 568 571 rBY 11588232 13639634 100.00% 9.289%
4 6.440 733 740 744 rBV2 10565814 12868796 94.35% 8.764%
5 6.575 758 763 767 rBVY 10725060 11790617 86.44% 8.030%
6 6.804 798 802 806 rBY 3111419 2406786 17 .65% 1.639%
7 6.963 825 829 832 rBVY 11517166 10368422 76.02% 7.061%
8 7.363 892 897 900 rBY 8654934 9669225 70.89% 6.585%
9 8.086 1016 1020 1023 rBV 3849859 3167100 23.22% 2.157%
10 9.163 1198 1203 1207 rBV 12127924 12172971 89.25% 8.290%
11 9.551 1266 1269 1273 rBV 1873439 1599990 11.73% 1.090%
12 9.839 1314 1318 1322 rVB2 4979075 4123102 30.23% 2.808%
13 10.627 1447 1452 1455 rBV 9106890 8965519 65.73% 6.106%
14 11.322 1566 1570 1572 rBV 4070907 3461261 25.38% 2.357%
15 11.339 1572 1573 1577 rVB 303506 238302 1.75% 0.162%
16 11.863 1657 1662 1670 rBV 4654531 5071964 37.19% 3.454%
17 11.957 1675 1678 1680 rVB 224369 196753 1.44% 0.134%
18 12.039 1688 1692 1698 rVB6 127349 220262 1.61% 0.150%
19 12.110 1701 1704 1707 rBV3 256080 263728 1.93% 0.180%
20 12.251 1725 1728 1730 rBVv3 153003 163722 1.20% 0.111%
21 12.274 1730 1732 1735 rVB3 420096 346987 2.54% 0.236%
22 12.321 1737 1740 1743 rBv2 185241 188677 1.38% 0.128%
23 12.392 1749 1752 1755 rVB 358554 308988 2.27% 0.210%
24 12.527 1772 1775 1779 rBV 530225 653836 4_.79% 0.445%
25 12.563 1779 1781 1788 rVB3 883372 1087962 7.98% 0.741%
26 12.645 1791 1795 1801 rBVY 3507545 3595608 26.36% 2.449%
27 12.757 1811 1814 1817 rVB 558986 481914 3.53% 0.328%
28 12.798 1818 1821 1824 rBV3 259660 248958 1.83% 0.170%
29 12.833 1825 1827 1832 rVB 208230 205753 1.51% 0.140%
30 12.910 1832 1840 1843 rBV 9986520 10762615 78.91% 7 .330%
31 12.980 1850 1852 1857 rVB6 139224 144380 1.06% 0.098%
32 13.045 1860 1863 1866 rVvV 490364 387224 2.84% 0.264%
33 13.116 1873 1875 1877 rBV3 147545 149374 1.10% 0.102%
34 13.145 1877 1880 1882 rVvv2 760456 715197 5.24% 0.487%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.169 1882 1884 1887 rVB 792984 624617 4._.58% 0.425%

36 13.327 1909 1911 1914 rVB2 423836 310371 2.28% 0.211%
37 13.380 1916 1920 1922 rVV 695467 672394 4._.93% 0.458%
38 13.404 1922 1924 1927 rVVv4 232533 251253 1.84% 0.171%
39 13.451 1929 1932 1935 rVV 1772689 1625565 11.92% 1.107%
40 13.492 1937 1939 1941 rVV 333435 309187 2.27% 0.211%

41 13.516 1941 1943 1946 rVB2 349705 306272 2.25% 0.209%
42 13.610 1957 1959 1962 rVB2 190521 155088 1.14% 0.106%
43 13.674 1966 1970 1973 rBV 1789362 1676174 12.29% 1.142%
44 13.768 1981 1986 1992 rBV 5311950 5753350 42.18% 3.918%
45 13.816 1992 1994 1999 rVB 1249307 1237775 9.07% 0.843%

46 13.957 2012 2018 2021 rBV 3760762 5498942 40.32% 3.745%
47 13.980 2021 2022 2024 rVB 399723 203748 1.49% 0.139%
48 14.080 2037 2039 2045 rVB5 173543 211766 1.55% 0.144%
49 14.139 2046 2049 2052 rVB 461844 391925 2.87% 0.267%
50 14.445 2097 2101 2107 rVV3 402820 525365 3.85% 0.358%

51 14.498 2107 2110 2114 rVB5 296061 325129 2.38% 0.221%
52 14.745 2149 2152 2156 rVB 356393 320030 2.35% 0.218%
53 14.974 2187 2191 2195 rBV2 202371 363361 2.66% 0.247%
54 15.074 2205 2208 2211 rBV2 313889 328074 2.41% 0.223%
55 15.268 2238 2241 2246 rVB 132131 165695 1.21% 0.113%

56 15.327 2247 2251 2257 rVV 175053 265595 1.95% 0.181%
57 15.392 2257 2262 2268 rVV 2199191 2686584 19.70% 1.830%
58 15.445 2268 2271 2277 rVB 296123 361672 2.65% 0.246%
59 15.868 2339 2343 2347 rBV 203594 304478 2.23% 0.207%
60 16.274 2408 2412 2415 rBV4 106575 139495 1.02% 0.095%

61 16.362 2424 2427 2436 rVB4 162188 240295 1.76% 0.164%
62 16.939 2521 2525 2534 rVB4 85212 180598 1.32% 0.123%
63 17.409 2601 2605 2615 rVB4 114354 267392 1.96% 0.182%

Sum of corrected areas: 146839306
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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: BF111198.D
1.2e+07 543 6.96

6.48.57
1e+07
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF111198.D
1.2e+07 al16

12.91
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF111198.D
1.2e+07

1e+07
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o T T e T T T e

I T
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\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknown3.23 Concentration Rank 11

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

3.23 2.64 ng 318183 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlene Glvcol 76 C3H802 000057-55-6 43
2 (S)Y-(H)-1.2-Propanediol 76 C3H802 004254-15-3 39
3 Butanenitrile. 2-(methoxvmethoxv) 129 C6H11NO2 1000196-86-5 9
4 2-Hexanol 102 C6H140 000626-93-7 9
5 Hydrazine, (2-methoxyethyl)- 90 C3H10N20 003044-15-3 9

Abundance Scan 194 (3.228 min): BF111198.D (-191) (-) m/z 45.10 100.00%

45.1
5000

280 300 320 340 360

61.0
o/ P b My 4170821 B — 0 m/z 43.00 18.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #940: Propylene Glycol
45.0
5000 [TTIr[rrrr[rrrr[prrrrprrrs

2.80 3.00 3.20 3.40 3.60
m/z 43.95 4._.84%

31.0
15|.O . L 610 460
o W NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
I REEmE R
2.80 3.00 3.20 3.40 3.60
5000 m/z 61.00 4.82%
190 310 || 610 750
Olrrrprrrep e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12869: Butanenitrile, 2-(methoxymethoxy) e REampaELE DL E
45.0 2.80 3.00 3.20 3.40 3.60
m/z 57.00 2.92%
5000
68.0
R RAa B L A adA L& Aadaannaaesaeaas s St
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.02 9.58 ng 1153310 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 499 (5.022 min): BF111198.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 450 4k 500 550 a%0.
otk 88O 2010 o910 52, 64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B R LA R
59.0 460 480 500 520 5.40
0
150 1010 m/z 101.10 16.87%
0 Wl 83.0
AL S IR SURLLEL SURLIL DAL DL BN L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
460 480 500 520 540
5000 410 m/z 58.05 13.75%
o Il 126.0142,0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime BEEEEEEEEsEE ey e )
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.63%
5000
101.0
o180 | 600 840
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.57 Concentration Rank 1

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

6.57 97.98 ng 11790600 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 762 (6.569 min): BF111198.D (-758) (-) m/z 132.00 100.00%
13R.0
5000 68.1
400 540 ‘ %.1 620 640 6.60 6.80 7.00
o..,....,...!!'.'...,!!..,.:.-.|,..7.5?,1....,..!.,?1??.‘,’.1.1.7.,1....,~'...,.. m/z 68.10 44.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 S SARIUARRAE AR AR

620 6.40 6.60 6.80 7.00
m/z 134.00 32.71%

31.0 51.0
o..,....,|...'!-,.!..,|!...,...!i..?i’,(?...,....,....,....,....,-...,..
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene
132.0
e e
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.05 29.87%
63.0 81.0
31.0 101.0 112.0
0 ..,....,h...,...?? ?.J.ﬂl.:l,..ﬂ.i .21 T R [
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene R L e REaRE
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.87%
5000
63.0 81.0
31.0 50.0 ‘ 101.0 112.0 |
O e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 700
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 29.31 ng 5071960 Phenanthrene-d10 11.32
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 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1662 (11.863 min): BF111198.D (-1657) (-) m/z 43.10 100.00%
) 3.0
5000
129.1
98.0 157118522132 o 1160 11.80 12,00 12.20
0 2852 3299 m/z 73.05 90.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T -LT- ARUARE
nmnmnmnm
J 1570 155 0 2130 256.0 m/z 60.00 87.13%
Olrrrprrrrfie
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
1160 11.80 12.00 12.20
5000 129.0 m/z 57.10 78.36%
199.0
L, | e e e
0%§9t"Lh“h '“W“'““v“h“LJHW““PHWH“P“'““V“W““v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72647: Tridecanoic acid R BEREEREEe
73.0 nmnmnmnm
43.0 m/z 41.10 74 .41%
5000 129.0
171.0
‘ ‘ 99.0 \ ‘ 214.0
0'“PLAL“TLW”JMAW””J”M””J”W“iP”W””P”'””P”W“”P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 wunknownl2.27 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.27 2.00 ng 346987 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 6-ethvl-1.2.3.4-tet... 256 C19H28 301643-35-6 44
2 4b.8-Dimethvl-2-isopropviphenant... 256 C19H28 1000197-14-1 30
3 Naphthalene. 2.2-dimethvl-3-brom... 254 C10H11BrOSi 080269-48-3 27
4 3-Dimethvlaminodiphenvimethane 211 C15H17N 094026-72-9 25
5 10,11-Dihydrodibenz(b,f)(1,4)oxa... 211 C13HINO2 003158-85-8 22
Abundance Scan 1731 (12.269 min): BF111198.D (-1730) (-) m/z 159.10 100.00%
150.1
5000 22 a2
185.2
43.1 117.1 ‘
91.0 12.00 12.20 12.40 12.60
67.1
o T e b Ll 2RO 09700 6. 14%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107707: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-1,1,4,4-t...
241.0
5000
143.0 12.00 12.20 12.40 12.60
41.0 1uso. T m/z 241.20  48.99%
69.0 91.0 ~V° 212.0
04
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8...
241.0
159.0 12.00 12.20 12.40 12.60
5000 m/z 185.15 31.58%
185.0
g0 momo B 4L oD L
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104954: Naphthalene, 2,2-dimethyl-3-bromo-1-oxa-2-sila-1,...
241.0 12.00 12.20 12.40 12.60
159.0 /z 43.10 23.51%
5000
115.0
0|||||||||||||||8|3||O||||||‘||||||||‘|‘||“|||||||||||| ||||H‘|||U|||| TT Jv—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.65 13.08 ng 3595610 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1796 (12.651 min): BF111198.D (-1791) (-) m/z 43.10 100.00%
43.1 73.0
5000 129.1 __/k-~__dAvA\v“ﬁ\,vﬁh_,,/
185.2 241.3 0843 e e L EEmaaT
1Q1. 157.1 . 12.40 12.60 12.80 13.00
o 9 Wt L 2132, l b "m/z 73.05 85.80%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

-

5000
12.40 12.60 12.80 13.00

m/z 57.10 82 .59%

04
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_
73.0 12.40 12.60 12.80 13.00
5000 284.0 m/z 60.00 77.11%
129.0
185.0213.0241.0
ol ‘M o | ol tamomo | e s
m/z--> 50 0 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0 12.40 12.60 12.80 13.00
m/z 55.10 72.01%
5000 129.0
j 0 W
oLl \L“".‘,...\.y..‘..,u e R e

m/z--> 50 150 200 250 300 350 12. 40 12 60 12. 80 13. 00

8270-BF120518.M Mon Dec 10 14:26:03 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknownl3.15 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.15 2.60 ng 715197 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(2-propenvl)- 134 C9H100 000501-92-8 22
2 2H-1-Benzopvran. 3.4-dihvdro- 134 C9H100 000493-08-3 18
3 5-Methvlene-4.5.6.6a-tetrahvdro-... 134 C9H100 1000193-02-7 14
4 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 14
5 1H-Indazole, 5,7-dimethyl- 146 CO9H1O0N2 043067-41-0 14
Abundance Scan 1881 (13.151 min): BF111198.D (-1877) (-) m/z 146.10 100.00%
1

-

5000
256.1 2872 12.80 13.00 13.20 13.40
0 m/z 57.10 96.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15296: Phenol, 4-(2-propenyl)-
134.0
5000 LA L L L L L L B B
o 12.80 13.00 13.20 13.40
770 107.0 m/z 43.10 89.89%
5ol ]
0,”.ﬁuww%ﬁﬂukqbnm.J.P”.“.”,””,”.q”.w.”q.”.P”.P”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15331: 2H-1-Benzopyran, 3,4-dihydro-
134.0
T T
12.80 13.00 13.20 13.40
5000 78.0 m/z 92.10 82.50%
510 ‘ 106.0
0 \‘\ e sl J“‘ ‘\M |
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15365: 5-Methylene-4,5,6,6a-tetrahydro-3ah-pentalen-1-one
134.0 12.80 13.00 13.20 13.40
m/z 134.10 78.27%
91.0
5000
39.0 66.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40

8270-BF120518.M Mon Dec 10 14:26:04 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknownl3.17 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.17 2.27 ng 624617 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopentvl- 146 Cl1l1H14 000700-88-9 25
2 2-Vinvl-1.3-dithiane 146 C6H10S2 061685-40-3 25
3 4-Methvlanthranilic acid. N-meth... 208 C10H12N203 1000195-55-6 22
4 Benzoic acid. 3.4-dimethvl-. eth... 178 C11H1402 033499-44-4 14
5 Oxalamide, N-(2-hydroxyethyl)-N"__. 278 C14H18N204 1000304-26-2 14
Abundance Scan 1884 (13.169 min): BF111198.D (-1882) (-) m/z 146.10 100.00%
146.1
91.1
5000 171
41.1
‘ 67.0 i 1ol 269.2 12.80 13.00 13.20 13.40
I n"'|”|l...,.:'~..~',l..~.~.|,.'..2.?.4..1. B2 T n/z 133.10  89.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21604: Benzene, cyclopentyl-
117.0
146.0
5000 AR UL B B
9.0 1280 13.00 13.20 13.40
390 m/z 91.10 56.95%
68.
0 P”thAWULm”!'J|Id“l””P'”P”'P”W'”W”'W”“I””P'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21856: 2-Vinyl-1,3-dithiane
146.0
740 12,80 13.00 13.20 13.40
5000 45.0 m/z 117.10 50.84%
103.0
J n --.H---“.W--‘-“.----.----.----.----.----.----.----.----.----.---
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67196: 4-Methylanthranilic acid, N-methyl-N-nitroso-, met... LR AR
146.0 12.80 13.00 13.20 13.40
m/z 92.10 49 _47%
5000
7 1190 178.0
ML P I - S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40

8270-BF120518.M Mon Dec 10 14:26:05 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 8-Isopropyl-1,3-dimethylphe... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.38 2.45 ng 672394 Chrysene-d12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-1sopropvl-1.3-dimethviphenanth... 248 C19H20 135886-06-5 70
2 1.4-Naphthoauinone. 6-acetvl-2.5... 248 C12H806 013378-89-7 62
3 1"R-Methvl-2.2"-spirobiindan-1-one 248 C18H160 082309-97-5 59
4 2.4.6-Triisopropvlbenzoic acid 248 C16H2402 049623-71-4 53
5 2(1H)-Pyrimidinethione, 3,4-dihy... 248 C13H16N20S 063704-47-2 53
Abundance Scan 1920 (13.380 min): BF111198.D (-1916) (-) m/z 233.15 100.00%
238.2
5000
4111()1.()150118]?- —_— casq | 13:0013.20 13.40 13.60
G M NMMMMNMMMNIS S m/z 248.20 85.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #100938: 8-Isopropyl-1,3-dimethylphenanthrene
248.0
5000
13.00 13.20 13.40 13.60
10 203. m/z 218.10 27.18%
oL 630 i 1520 | T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #100366: 1,4-Naphthoquinone, 6-acetyl-2,5,7-trihydroxy-
238.0
13.00 13.20 13.40 13.60
5000 m/z 203.10 25.33%
43.0
oL L oo 14901020
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #100913: 1'R-Methyl-2,2'-spirobiindan-1-one AR B AR !
248.0 13.00 13.20 13.40 13.60
m/z 202.10 21.36%
5000
118.0
‘ 202.
0"'w"lw'l'w"'w'l'""w"w"'w"'w"'w"" A SN BN SULRLALE R
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.20 13.40 13.60

8270-BF120518.M Mon Dec 10 14:26:05 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknownl3.45 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.45 5.91 ng 1625570 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Cvclodecadiene. 1.5-dimethvl... 204 C15H24 015423-57-1 47
2 1.4-Cvclohexadiene. 3.3.6.6-tetr... 136 C10H16 002223-54-3 42
3 1-Hvdroxv-6-(3-isopropenvl-cvclo... 222 C14H2202 1000189-14-9 40
4 1.4-Benzenedimethanol. .alpha.-m... 152 C9H1202 080463-22-5 35
5 Ethyl 3-hydroxybenzoate 166 C9H1003 007781-98-8 35

Abundance Scan 1932 (13.451 min): BF111198.D (-1929) (-) m/z 121.10 100.00%

5000
167.1
Ol 2412 28{ 2 c330 13.20 13.40 13.60 13.80
0! bty ppm e b e m/z 91.05 40.22%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64436: 1,5-Cyclodecadiene, 1,5-dimethyl-8-(1-methylethyli...
121.0
41.0
5000 LA L L L L L LB
1 13.20 13.40 13.60 13.80
0
161.0 504 m/z 93.10 30.83%
04
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15827: 1,4-Cyclohexadiene, 3,3,6,6-tetramethyl-
121.0
T e
13.20 13.40 13.60 13.80
5000 m/z 41.10 30.74%
ng 8|
ot
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #79257: 1- Hydroxy 6-(3-isopropenyl-cycloprop-1-enyl)-6-met... N BN s e
121. 13.20 13.40 13.60 13.80

m/z 79.10 30.47%

5000{ 410

R B i e o o
m/z--> 50 100 150 200 250 300 350 400 450 500 13.20 13.40 13.60 13.80

8270-BF120518.M Mon Dec 10 14:26:06 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 1-Phenanthrenecarboxylic ac... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.67 6.10 ng 1676170 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenanthrenecarboxvlic acid. 7... 316 C21H3202 001686-62-0 72
2 10.12-Tricosadivnoic acid. methv... 360 C24H4002 1000333-59-4 41
3 Benzene. 1.3-diethyl-5-methvl- 148 C11H16 002050-24-0 18
4 Benzamide. N-(4-methoxvphenvl)-4._... 241 C15H15N02 1000306-95-9 14
5 1,3,6,10-Dodecatetraene, 3,7,11-... 204 C15H24 026560-14-5 14
Abundance Scan 1969 (13.668 min): BF111198.D (-1966) (-) m/z 105.10 100.00%
5000 187 241.2
287.2 - 13.40 13.60 13.80 14.00
of A—LM%W m/z 91.05 93.36%
m/z--> 150 200 250 300 350 400 450 500
Abundance #1583 O 1- Phenanthrenecarboxyllc acid, 7-ethenyl-1,2,3,4,..
41.0
30 187.0
5000 LRI B BULILN B B
13. 40 13. 60 13. 80 14. oo
316.0 m/z 41.10 86.87%
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #190907: 10,12-Tricosadiynoic acid, methyl ester
91.0

13.40 13.60 13.80 14.00
m/z 119.10 80.38%

5000

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22806: Benzene, 1,3-diethyl-5-methyl- R R e e A
133.0 13.40 13.60 13.80 14.00

m/z 79.10 77 .74%

5000
91.0

51.0
N et A cnelih aramt

m/z--> 0 50 100 150 200 250 300 350 400 450 500 13. 40 13. 60 13. 80 14. OO

8270-BF120518.M Mon Dec 10 14:26:07 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Dehydroabietic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.77 20.93 ng 5753350 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dehvdroabietic acid 300 C20H2802 001740-19-8 94
2 1-Phenanthrenecarboxvlic acid. 1... 300 C20H2802 005155-70-4 90
3 Butanoic acid. 2-(cvano)(2.4.6-t... 300 C17H20N203 1000267-71-7 62
4 2-Ethvlidene-hvdrazono-3-methvl-... 239 C10H10CIN3S 1000148-08-4 45
5 2-Phenyl-4-(propen-1-yD)-pyrimid... 239 C14H13N30 1000287-21-7 42
Abundance Scan 1986 (13.768 min): BF111198.D (-1981) (-) m/z 239.20 100.00%
239.2
285.2
5000 197.2
43.1 141.1
91.0 1 | 3302 28 13.40 13.60 13.80 14.00
0 bl L4302 2828 Tn/z 285.20  62.20%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #144998: Dehydroabietic acid
239.0 285.0
5000 LN BRI U
197.0 1340 13.60 13.80 14.00
141.0 : m/z 197.15 41.31%
43.0
91.0 l
0 ﬂ..LL AMMMnx T 1 S .
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #145029: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
285.0
239.0 DU AL N I
13.40 13.60 13.80 14.00
5000 m/z 141.10 30.89%
197.0
430 41, 141.0 l
0 IIII\ulwlIII\.IIUILJLMMLILIIII\I ||||||||||||||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #144530: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenylami...
239.0 13.40 13.60 13.80 14.00
m/z 43.10 28.27%
43.0
5000 285.0
183.0
91.0
Ol rrr { Ju..i?;l“]l; L . e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 13.40 13.60 13.80 14.00

8270-BF120518.M Mon Dec 10 14:26:08 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

ASP BNA STANDARDS FOR 5 POINT CALIBRAT

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

10N

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M

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 1-Docosene

D

Concentration Rank 9

R.T. EstConc Area Relative to IST
13.82  4.50 ng 1237780  Chrysene-d12  13.96
Hit# of 5 Tentative ID MW  MolForm
‘1 1-Docosene 308 C22H44  001599-67-3

2 Heptafluorobutvric acid. hexadec... 438 C20H33F702
3 Heptadecvl heptafluorobutvrate 452 C21H35F702
4 Nonadecvl trifluoroacetate 380 C21H39F302

001599-67-3 98
006385-15-5 94
959085-66-6 94
1000351-76-3 91
000297-24-5 91

m/z

57.10 100.00%

13.60 13.80 14.00 14.20

5 Cyclooctacosane 392 C28H56
Abundance Scan 1995 (13.821 min): BF111198.D (-1992) (-)
57.1
5000 7.1
o Lypgz 189.1 251.1 298.2 355.1 445.1 533.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151537: 1-Docosene

Ul
(=}
(o]
N
(=}

m/z

43.05 73.87%

13. 60 13 80 14. OO 14. 20

5000
308.0
00 |
olis. 11 10223.0266.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

m/z

55.05 53.48%

13.60 13.80 14.00 14.20

Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0
5000
169.0
of b UL T 22802000 w00

m/z--> 0 50 100 150 200 250 300 350 400 450 500

m/z

71.10 52.31%

Abundance #227400: Heptadecy! heptafluorobutyrate e e e
57.0 13.60 13.80 14.00 14.20
m/z 83.10 44 _25%
97.0
5000
169.0
o ) 238.0 283.0 434.0
B T et B I B e L R

m/z--> 0 50 100 150 200 250 300 350 400 450 500

13. 60 13 80 14. OO 14. 20

8270-BF120518.M Mon Dec 10 14:26:08 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Nonadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.74 2.38 ng 320030 Perylene-d12 15.39
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 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 2151 (14.739 min): BF111198.D (-2149) (-) m/z 57.10 100.00%
57.1
5000
| 99| ° 141.1 182.2 228.1 291.1 3442 445.2 1I4'A:0I 1460 1480 1500 _
(S 5 5 I vt ot T~ N . ... m/z 43.10 74.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57.0
5000 L IS BRI BN B
14.40 14. 60 14. 80 15. 00
l l 268.0 m/z 71.05  68.35%
141.0
Ol?gl AL J J;Id i 183 q 225.0 e —
m/z--> 50 150 o 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 47 .18%
9.0
o \ M xi |4 1410 1830 2300 2810 3230
m/z--> éo 160 1%0 260 250 360 3%0 460 '
Abundance #141426: Heneicosane LA L L L L B
57.0 14.40 14.60 14.80 15.00
m/z 55.05 24 .08%
5000
99.0
0l15. ‘ ] ] ,\ | ] 141.0 183.0 225.0 296.0
m/z--> 5'0 100 1&1,0 2(')0 25'30 3(')0 350 4(')0 ' 14'40 14. 60 14. 80 15. 00

8270-BF120518.M Mon Dec 10 14:26:09 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Tricosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.07 2.44 ng 328074 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Eicosane 282 C20H42 000112-95-8 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptadecane 240 C17H36 000629-78-7 83
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 83
Abundance Scan 2207 (15.068 min): BF111198.D (-2205) (-) m/z 57.10 100.00%
57.1
5000
113.1 14.80 15.00 15,20 15.40
167.2 252.1
0 ...|...J.II[.‘I.'.'.‘““...2|15L.0..|'...??.9'.3.?5,(?':.[..“...|....|.5.3.3.'1 m/z 43.10 64.29%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #164579: Tricosane
5000 LR B BUELN UL B

14.80 15.00 15.20 15.40
m/z 71.10 60.24%

141.0 197.0 253.0 324.0

04
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129493: Eicosane

14.80 15.00 15.20 15.40
m/z 85.10 37.51%

5000
282.0
141.0 183.0225.0
0!
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane o L B o o T

14.80 15.00 15.20 15.40
m/z 55.00 23.24%

5000

141.0183.0225.0267.0  338.0
R
m/z--> 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Docosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.44 2.69 ng 361672 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Tetracosane 338 C24H50 000646-31-1 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2270 (15.439 min): BF111198.D (-2268) (-) m/z 57.10 100.00%
57.1
5000
HREUR DAL L B SR
141.2 266.1 15.20 15.40 15.60 15.80
Ob—rdly }“.'.'.‘, 18422251200, 800 91 sz 43.10  70.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153223: Docosane
57.0
5000 L B BRI I B
mmmmmmmm
9.0 m/z 71.10 51.83%
0 ﬁ411-‘0183 0 239.0 310 0
o> 80 ibo 10 a0 26 o o b0 0 s 5%
Abundance #129491: Eicosane
7.0
" 15.20 15.40 15.60 15.80
5000 m/z 85.10 45 . 25%
. 9?141013392250 282.0
m/z--> Eb 160 1éo 200 250 300 3%0 460 4%0 560 5%0
Abundance #175557: Tetracosane T T
15.20 15.40 15.60 15.80
m/z 41.05 18.89%
5000

141.0183.0225.0267.0  338.0
R R AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111198.D

Aca On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample : J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.27 ng 304478 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
3 Pentacosane 352 C25H52 000629-99-2 86
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2343 (15.868 min): BF111198.D (-2339) (-) m/z 57.05 100.00%
57.0
5000 85.1
L 520 o szspasimes s ssvz | — 1560 55 oo e
ol Ll PR S R A S 2 20e . Im/z 43.10 61.88%
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 LRI BRI BUGRILN UL B
85.0 15.60 15.80 16.00 16.20
29.0 m/z 71.10 61.63%
. | L ,ﬂl 141.01600197.0225.0253.0 _ 2960
m/z--> §0 150 260 250 300 3%0
Abundance #48854. Dodecane, 2-methyl-
57.0
85.0 ' 15.60 15.80 16.00 16.20
5000 m/z 85.10 44 .68%
29.0 141.0
| | | 13.0 \ 169.0
0 |||‘|‘||‘ju‘|‘|J| I||IJ ‘ |||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane e
57.0 15.60 15.80 16.00 16.20
m/z 55.00 24 .94Y%
5000 85.0
1
oL 29 |y ﬁ_\ [141:9169.0 211.0239.0267.0295.0323.0352.0
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 3&1;0 15 60 15. 80 16. oo 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120718\
Data File : BF111198.D

Acq On : 7 Dec 2018 20:27

Operator : JU/SJ

Sample - J6214-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_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]
unknown3.23 3.23 2.6 ng 318183 1 6.80 2406790 20.0
2-Pentanone, 4-hy... 5.02 9.6 ng 1153310 1 6.80 2406790 20.0
unknown6 .57 6.57 98.0 ng 11790600 1 6.80 2406790 20.0
n-Hexadecanoic acid 11.86 29.3 ng 5071960 4 11.32 3461260 20.0
unknownl12 .27 12.27 2.0 ng 346987 4 11.32 3461260 20.0
Octadecanoic acid 12.65 13.1 ng 3595610 5 13.96 5498940 20.0
unknown13.15 13.15 2.6 ng 715197 5 13.96 5498940 20.0
unknown13.17 13.17 2.3 ng 624617 5 13.96 5498940 20.0
8-1sopropyl-1,3-d... 13.38 2.5 ng 672394 5 13.96 5498940 20.0
unknownl13.45 13.45 5.9 ng 1625570 5 13.96 5498940 20.0
1-Phenanthrenecar... 13.67 6.1 ng 1676170 5 13.96 5498940 20.0
Dehydroabietic acid 13.77 20.9 ng 5753350 5 13.96 5498940 20.0
1-Docosene 13.82 4.5 ng 1237780 5 13.96 5498940 20.0
Nonadecane 14.74 2.4 ng 320030 6 15.39 2686580 20.0
Tricosane 15.07 2.4 ng 328074 6 15.39 2686580 20.0
Docosane 15.44 2.7 ng 361672 6 15.39 2686580 20.0
Heneicosane 15.87 2.3 ng 304478 6 15.39 2686580 20.0
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