LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 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-BF092218 .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 4.887 472 476 485 rBV 31043 39259 3.08% 0.218%
2 5.310 544 548 558 rBY 1176530 1027405 80.58% 5.707%
3 6.339 719 723 726 rBVY 1362256 1095866 85.95% 6.087%
4 6.475 742 746 749 rBVY 1302055 1115706 87.50% 6.198%
5 6.704 782 785 789 rBV 756911 596881 46.81% 3.316%
6 6.863 808 812 815 rBVY 1076317 849263 66.61% 4.718%
7 7.263 876 880 883 rBV 861927 682313 53.51% 3.790%
8 7.986 999 1003 1009 rBV 997476 807370 63.32% 4 .485%
9 8.492 1086 1089 1093 rVB2 19126 16524 1.30% 0.092%
10 8.592 1102 1106 1109 rBV 50090 42720 3.35% 0.237%
11 8.810 1137 1143 1145 rBV3 21637 25607 2.01% 0.142%
12 9.022 1177 1179 1182 rVB3 23626 21867 1.72% 0.121%
13 9.063 1182 1186 1189 rBV 1673775 1275030 100.00% 7.083%
14 9.157 1196 1202 1205 rBV 90492 78910 6.19% 0.438%
15 9.322 1226 1230 1237 rBV10 15009 27709 2.17% 0.154%
16 9.457 1250 1253 1255 rBV 391998 323118 25.34% 1.795%
17 9.527 1263 1265 1268 rVB3 15206 16326 1.28% 0.091%
18 9.686 1289 1292 1296 rVB 107444 88254 6.92% 0.490%
19 9.739 1296 1301 1304 rBV 950355 872634 68.44% 4.847%
20 9.922 1327 1332 1334 rBV5 17798 28681 2.25% 0.159%
21 9.945 1334 1336 1339 rVvB4 28058 24464 1.92% 0.136%
22 10.004 1344 1346 1350 rVB3 28641 31203 2.45% 0.173%
23 10.180 1373 1376 1379 rVB 141543 105119 8.24% 0.584%
24 10.233 1383 1385 1391 rVB5 12757 20398 1.60% 0.113%
25 10.280 1391 1393 1395 rBV 26921 19930 1.56% 0.111%
26 10.404 1409 1414 1416 rBV 49229 56779 4 .45% 0.315%
27 10.451 1420 1422 1425 rVB 22123 18654 1.46% 0.104%
28 10.480 1425 1427 1430 rBV2 18142 18592 1.46% 0.103%

29 10.522 1430 1434 1438 rBV 726805 714187 56.01% 3.967%
30 10.651 1453 1456 1463 rBV 170696 179649 14.09% 0.998%

31 10.857 1487 1491 1493 rBv4 18665 22402 1.76% 0.124%
32 10.974 1509 1511 1515 rVB3 21050 22390 1.76% 0.124%
33 11.022 1515 1519 1524 rVB6 17361 24726 1.94% 0.137%

34 11.098 1529 1532 1535 rVV 153554 130926 10.27% 0.727%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 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-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.127 1535 1537 1542 rVB 60380 57865 4._.54% 0.321%
36 11.216 1548 1552 1554 rBV 844059 770462 60.43% 4._.280%
37 11.233 1554 1555 1559 rVB 86922 62557 4.91% 0.347%
38 11.286 1559 1564 1567 rBV2 34149 40184 3.15% 0.223%
39 11.474 1594 1596 1600 rVB4 15418 16889 1.32% 0.094%

40 11.521 1601 1604 1607 rBVY 115420 102557 8.04% 0.570%

41 11.621 1617 1621 1624 rBVY 518206 414641 32.52% 2.303%

42 11.751 1639 1643 1647 rBV2 83656 85526 6.71% 0.475%
43 11.821 1653 1655 1658 rBV2 34259 35634 2.79% 0.198%
44 11.927 1670 1673 1679 rBVY 104442 87625 6.87% 0.487%
45 12.080 1697 1699 1705 rBV6 16709 22405 1.76% 0.124%
46 12.263 1727 1730 1733 rBV2 18576 19354 1.52% 0.108%

47 12.304 1733 1737 1739 rBV 1262634 1250935 98.11% 6.949%
48 12.321 1739 1740 1747 rVB 1288219 1065917 83.60% 5.921%
49 12.410 1752 1755 1760 rvv2 259671 277067 21.73% 1.539%

50 12.457 1760 1763 1771 rVB9 18845 35934 2.82% 0.200%
51 12.533 1773 1776 1781 rBV5 16317 24306 1.91% 0.135%
52 12.645 1790 1795 1799 rBV 114647 120577 9.46% 0.670%
53 12.686 1799 1802 1805 rVB 61033 47247 3.71% 0.262%
54 12.792 1817 1820 1824 rBV 1183190 1023059 80.24% 5.683%
55 12.974 1849 1851 1855 rVB2 28567 23492 1.84% 0.130%
56 13.039 1859 1862 1866 rBV2 70290 75112 5.89% 0.417%
57 13.080 1866 1869 1872 rVV2 18723 17788 1.40% 0.099%
58 13.168 1882 1884 1887 rVB2 21126 16918 1.33% 0.094%
59 13.198 1887 1889 1893 rBV2 17438 19928 1.56% 0.111%
60 13.245 1894 1897 1900 rBv4 20247 27722 2.17% 0.154%
61 13.380 1917 1920 1925 rBV 52573 50350 3.95% 0.280%
62 13.551 1946 1949 1952 rVB4 23800 28151 2.21% 0.156%

63 13.710 1972 1976 1984 rVB 122441 169058 13.26% 0.939%
64 13.839 1994 1998 2001 rBV 866325 803957 63.05% 4._.466%

65 14.021 2027 2029 2032 rVB2 46811 40710 3.19% 0.226%
66 14.327 2078 2081 2083 rBV 57691 56658 4._.44% 0.315%
67 14.621 2129 2131 2134 rBV 61400 62090 4.87% 0.345%
68 14.692 2140 2143 2146 rVB 75878 74430 5.84% 0.413%

69 15.245 2232 2237 2241 rBV 489238 554368 43.48% 3.079%

Sum of corrected areas: 18002335
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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: BF109347.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 37.38 ng 1115710 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 745 (6.469 min): BF109347.D (-742) (-) m/z 132.00 100.00%
13%.0
5000 68.1
40.0 540 %.1 J " 620 640 6.60 6.80
01 B o e m/z 68.10 43.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IREBEAREE RS LRSS S
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 31.47%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk 5k ok ok
5000 980 1160 m/z 66.00 27.35%
0 |||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- L AL B e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.06%
117.0
5000
91.0
T, Lo
0 w“--f--W-rm--“u-H-.”--EH-“‘-.--nu----u---- IREBERAREE RS LRSS S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptadecane Concentration Rank 15

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

9.69 2.02 ng 88254 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 80
5 9-methylheptadecane 254 C18H38 026741-18-4 78

Abundance Scan 1293 (9.692 min): BF109347.D (-1289) (-) m/z 57.00 100.00%
57.0
5000 851
1131 1410 940 9.60 9.80 10.00
o m/z 43.00 79.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0

5000

9.40 9.60 980 1000
m/z 71.05 70.69%

29.0
141.0 169.0 197.0 240.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
57.0
9.40 9.60 9.80 10.00
5000 85.0 m/z 85.10 50.62%
113.0 154.0
o ‘ Lo T , 1183.0 211.0 239.0  281.0
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 #59880: Tetradecane
57.0 9.40 9.60 9.80 10.00
m/z 41.00 43.96%
5000 85.0
29.0
R A L R e R E T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Sulfurous acid, 2-propyl te... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.18 2.41 ng 105119 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1376 (10.180 min): BF109347.D (-1373) (-) m/z 57.10 100.00%
57.1
5000
113.1 9.80 10.00 10.20 10.40
Ol e 101 Al m/z 43.10 73.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43.0
71.0
5000 RSN IR R
9.80 10.00 10.20 10.40
97.0 m/z 71.10 65.48%
0 1. 168.0 197.0 2310 261.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83023: Hexadecane
57.0
9.80 10.00 10.20 1040
0
5000 85.0 m/z 85.10 45 _75%
29.0
0 \‘ l H I, I \‘ 11\3 0 141 0 169 0 197 0 226 0
m/z--> 20 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance #59880: Tetradecane R e e
57.0 9.80 10.00 10.20 10.40
m/z 41.05 36.32%
5000 85.0
29.0
0 Db lg ) 180 a0 160.0 1980
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.65 4.66 ng 179649 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 1456 (10.651 min): BF109347.D (-1453) (-) m/z 57.05 100.00%
57.0
e MM
TrTTpTTTT T T T T T T T T T
113.1 10.40 10.60 10.80 11.00
o 1551 1801 m/z 43.10 77.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane
57.0
5000 LN BRI BN BRI B
85.0 mmmmmmnm
29.0 m/z 71.10 68.87%
o I 113.0 141.0 1840
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§0 300
Abundance #141425: Heneicosane
57.0
" 1040 10.60 10.80 11.00
5000 85.0 m/z 85.10 45.26%
29.0
o ‘ |4 130 1410 1690 1970 2250 2530 2960
m/z--> 25 4b 65 éo 160 150 150 160 180 200 220 240 260 2§o 300 KNNMfANuLNJ
Abundance #94346: Heptadecane LI L B L B BB B
57.0 10.40 10.60 10.80 11.00
m/z 41.00 35.56%
85.0
5000
29.0
L 11139 1410 1690 1970 2400
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§0 300 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.52 2.66 ng 102557 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 1604 (11.521 min): BF109347.D (-1601) (-) m/z 57.05 100.00%
5%.0
5000 85.1
113.0 1412 11.20 11.40 11.60 11.80
o | A e | W/Z 43.10  73.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57.0
5000 85.0 UL D BUARSE UL B
nmnmnmnm
20.0 m/z 71.05 67 .54%
o |30 110 169.0 1970 2250 2540
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§o 300
Abundance #141425: Heneicosane
5.0 VJ
11:20 11.40 11.60 11.80 |
5000 85.0 m/z 85.10 49 .32%
29.0
o ‘ |4 130 1410 1690 1970 2250 2530 2960
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§o 300
Abundance #59880: Tetradecane R e e R
57.0 11.20 11.40 11.60 11.80
m/z 41.10 32.63%
5000 85.0
29.0
0 ‘ Loy 113 0 141.0 169 0 198 0
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§o 300 1120 1140 1160 1f80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.62 10.76 ng 414641 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83
Abundance Scan 1621 (11.621 min): BF109347.D (-1617) (-) m/z 74.10 100.00%
74.1
5000
43.0
143.1 R UM BRI SURRISN IR
227.2
97.1 185.1 11.40 11.60 11.80 12.00
0 ,....,‘...h',.-.'.. ey [ aesat L L 2030 o TUR7 00 73.02%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LR UL BRI SULBUSN I
43.0 11,40 11.60 11.80 12.00
143.0 m/z 43.05 32 .55%
e '1'66' 0 1h0 180 '1'86' Py '2'216' P
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
" 11.40 11,60 11.80 12,00
5000 270.0 m/z 55.05 25.37%
43.0
143.0 2970
97.0 185.0
0.-‘---‘.‘----“.-‘--‘ Lo a2re | 1600080 | L
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 R \ {,WAW,,~AKN~Jq
Abundance #84485: Tridecanoic acid, methyl ester L B R
74.0 11.40 11.60 11.80 12.00
m/z 41.05 25.26%
5000 43.0

97.0 14?0 185.0 228.0 N,‘ﬁmvﬁﬁ~ﬁﬁ\JLfNANNﬁJ\Mﬂ.N

O,H.W.H.P.jﬁ:”,”.w.h.P”...” R B RRAAR! B A A Ra R R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 n-Decanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.22 ng 85526 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 52
Abundance Scan 1643 (11.751 min): BF109347.D (-1639) (-) m/z 73.00 100.00%
430 73.0
5000 .
' ' : ' . 11.40 11.60 11.80 12.00
0 m/z 43.00 89.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39472: n-Decanoic acid
6d.0
5000 29.0 AR IS L S
129.0 1140 1160 1180 1200
‘ ‘ 87.0 m/z 60.00 74 .51%
172.0
0...,.m.h|.ﬂ'.$ ,h[.ﬁﬁ{qp,”..,h.”,........ R ARBRER S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
ABABRARARSE RN Rana o
11.40 11.60 11.80 12.00
5000 129.0 m/z 41.05 67.04%
0150\‘ j
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid B BN e o B e
60.0 11.40 11.60 11.80 12.00
m/z 55.10 64 .98%
5000 129.0
J‘L 157.0 1850 213.0 256.0
A
0 e = = NI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.30 32.47 ng 1250940 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 98
5 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 95

Abundance Scan 1736 (12.298 min): BF109347.D (-1733) (-) m/z 67.05 100.00%

67.0

41.0
5000
1231 150.1 1781 206.1 2340 2633 2943 12.00 12.20 12.40 12.60
(| S e a2 ' m/z 81.05 85.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- A,\
41.0 61.0
5000 ARRARAA AR RREAN AR
12,00 12.20 12.40 12.60
m/z 55.10 62.67%

. |L 1230 149.0 1759 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
67.0

12:00 12.20 12.40 12.60
m/z 95.05 56.77%

5000
294.0
124.0 150.0
178.0 220.0 263.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester T T
67.0 12.00 12.20 12.40 12.60
m/z 41.05 55.74%
5000
123.0 294.0
. 1900 1780 2200 2630

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.32 27.67 ng 1065920 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 7-Octadecenoic acid. methvl ester 296 C19H3602 057396-98-2 99
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99

Abundance Scan 1740 (12.321 min): BF109347.D (-1739) (-) m/z 55.10 100.00%

5000 NLJ
1802 2222 2643 700 1220 1240 2e0

0 296.3 m/z 69.10 72.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141300: 9-Octadecenoic acid (2)-, methyl ester

5000 T T T
12. OO 12. 20 12. 40 12 60

m/z 41.10 70.94%

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 /\'L‘A

Abundance #141274: 7-Octadecenoic acid, methyl ester
55.0

12:00 12.20 12.40 12.60
m/z 74.00 61.96%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester B e
55.0 12.00 12.20 12.40 12.60

m/z 83.10 53.37%

5000

29.0 264.0

180.0 222.0

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Oxalic acid, isobutyl hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.71 4.21 ng 169058 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 90
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 90
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 90
4 Cvclotetradecane 196 C14H28 000295-17-0 86
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 81
Abundance Scan 1976 (13.710 min): BF109347.D (-1972) (-) m/z 57.10 100.00%
57.1
5000 m
1.1 UL BN B
168.1 251.1 13.40 13.60 13.80 14.00
obrrd, ...,J.l.-.,....,....,...3.0,2..1..,....,....,....,....,....,....,...., m/z 43.10 81.97%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57.0
5000 SR AR SRR IR SR
1340 13.60 13.80 14.00
m/z 71.10 67.78%
. 10 1960 269.0
miz> 0 50 100 15 200 250 300 350 4% 450 560 5% 6% 6%
Abundance #143260: 1-Dodecanoal, 2-octyl-
57.0
13.40 13.60 13.80 14.00
5000 m/z 55.00 56.03%
1.0
ol | 167.0 224.0280.0
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate AR e RE R
57.0 13.40 13.60 13.80 14.00
m/z 83.10 54 .48%
5000
1.0
ob J 167.0 225.0 281.0 341.0 401.0 460.0 532.0 678.0
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650 1340 13.60 13.80 14.00

8270-BF092218_.M Thu Sep 27 15:04:07 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.24 ng 62090 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 70
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 64
3 Docosane 310 C22H46 000629-97-0 58
4 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 58
5 Hexacosane 366 C26H54 000630-01-3 52
Abundance Scan 2131 (14.621 min): BF109347.D (-2129) (-) m/z 57.10 100.00%
57.1
85.1
5000
pioiotol 3132 s | 1440 1460 14580 1500
ob el m/z 43.10 70.90%
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57.0
5000 85.0 LRI IS B SULILILN
mmmmmmmm
29.0 m/z 71.10 70.10%
m/z--> éo 160 1éo 260 2%0 360 3éo
Abundance #38349: Decane, 3,8-dimethyl-
57.0
"'14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 59.90%
113.0141.0
o|,‘,|,”°°, S—
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane RS EmmEs o L
57.0 14.40 14.60 14.80 15.00
m/z 55.10 25.16%
5000 85.0
. 200 4 1| M3 01141 0169.0197.0225.0253.0281.0 310.0
m/z--> éo 160 150 260 2%0 360 3éo 1420 1460 1480 1500

8270-BF092218_.M Thu Sep 27 15:04:07 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109347.D

Aca On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.69 2.69 ng 74430 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 86
2 Supraene 410 C30H50 007683-64-9 80
3 trans-Geranvlaeraniol 290 C20H340 024034-73-9 64
4 Cvclopropanecarboxvlic acid. 4-i... 204 C13H1602 1000331-01-9 58
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 56
Abundance Scan 2143 (14.692 min): BF109347.D (-2140) (-) m/z 69.10 100.00%
69.1
5000
1211 14,40 14.60 14.80 15.00
oL 390 el ol 1721 2141 25302841 34L2 | "m/z 81.00 52.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L I UL SULRILE MR
14,40 14.60 14.80 15.00
m/z 41.05 21.62%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14,40 14.60 14.80 15.00
5000 m/z 95.05 12.62%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance #136479: trans-Geranylgeraniol AR EEREE L
69.0 14.40 14.60 14.80 15.00
m/z 121.10 12.35%
5000
7.0
JZ29 0 j | [0, 18902210 257.02000
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
Data File : BF109347.D

Acq On : 26 Sep 2018 19:55

Operator : JU/SJ

Sample : J4773-13

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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]
unknown6 .47 6.47 37.4 ng 1115710 1 6.70 596881 20.0
Heptadecane 9.69 2.0 ng 88254 3 9.74 872634 20.0
Sulfurous acid, 2... 10.18 2.4 ng 105119 3 9.74 872634 20.0
Tridecane 10.65 4.7 ng 179649 4 11.22 770462 20.0
Octadecane 11.52 2.7 ng 102557 4 11.22 770462 20.0
Hexadecanoic acid... 11.62 10.8 ng 414641 4 11.22 770462 20.0
n-Decanoic acid 11.75 2.2 ng 85526 4 11.22 770462 20.0
9,12-Octadecadien... 12.30 32.5 ng 1250940 4 11.22 770462 20.0
9-Octadecenoic ac... 12.32 27.7 ng 1065920 4 11.22 770462 20.0
Oxalic acid, isob... 13.71 4.2 ng 169058 5 13.84 803957 20.0
Tetradecane 14.62 2.2 ng 62090 6 15.24 554368 20.0
Squalene 14.69 2.7 ng 74430 6 15.24 554368 20.0
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