LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 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-BF012519.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 5.475 572 576 593 rBV 275440 427649 14.47% 2.589%
2 6.486 745 748 766 rBV 336403 493157 16.68% 2.986%
3 6.616 766 770 776 rBV 492182 507142 17.16% 3.070%
4 6.833 804 807 814 rBV 648900 563847 19.08% 3.414%
5 6.992 830 834 843 rBV 443174 400804 13.56% 2.427%
6 7.398 900 903 907 rBvV 235919 258996 8.76% 1.568%
7 7.428 907 908 912 rVB 70363 45179 1.53% 0.274%
8 8.098 1019 1022 1023 rBVY 86532 80847 2.74% 0.489%
9 8.116 1023 1025 1031 rVvVv 718280 717753 24.28% 4 .345%
10 8.175 1031 1035 1038 rVB3 42783 58161 1.97% 0.352%
11 8.410 1070 1075 1079 rBV5 34759 49336 1.67% 0.299%
12 8.533 1093 1096 1098 rBV 43407 33809 1.14% 0.205%
13 8.622 1108 1111 1114 rBV 48287 43783 1.48% 0.265%
14 8.704 1122 1125 1129 rBV 128786 106814 3.61% 0.647%
15 8.939 1163 1165 1167 rBvV2 50757 40400 1.37% 0.245%
16 9.069 1183 1187 1191 rBV5 28111 42112 1.42% 0.255%
17 9.133 1196 1198 1200 rvv2 50462 35426 1.20% 0.214%

18 9.192 1204 1208 1213 rBV 586079 562331 19.03% 3.404%
19 9.269 1217 1221 1224 rBV 140860 119762 4._05% 0.725%

20 9.345 1231 1234 1236 rVB2 35975 31051 1.05% 0.188%
21 9.527 1258 1265 1266 rBV6 20723 37008 1.25% 0.224%
22 9.586 1271 1275 1278 rBV2 76992 87350 2.96% 0.529%
23 9.798 1308 1311 1315 rVB 112568 87718 2.97% 0.531%
24 9.874 1320 1324 1333 rVB 860450 777315 26.30% 4._.706%
25 10.121 1362 1366 1370 rBV5 26760 31716 1.07% 0.192%
26 10.192 1374 1378 1383 rBV7 15582 31786 1.08% 0.192%
27 10.298 1390 1396 1399 rBV 107561 109809 3.72% 0.665%
28 10.516 1427 1433 1436 rBV2 38202 59518 2.01% 0.360%

29 10.669 1456 1459 1466 rBV 280854 317412 10.74% 1.922%
30 10.769 1473 1476 1486 rVB 109523 138472 4.68% 0.838%

31 11.216 1549 1552 1555 rBV 86967 72133 2.44% 0.437%
32 11.245 1555 1557 1564 rVB2 40449 49449 1.67% 0.299%
33 11.363 1574 1577 1581 rBV 699590 717729 24.28% 4._.345%
34 11.645 1622 1625 1627 rBV 68563 59142 2.00% 0.358%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 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-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.745 1638 1642 1645 rBV 812710 708694 23.98% 4.291%

36 11.880 1661 1665 1673 rBv4 78436 119001 4._.03% 0.720%
37 12.051 1690 1694 1699 rVB 62820 61170 2.07% 0.370%
38 12.433 1754 1759 1760 rBV 2322518 2249672 76.11% 13.620%
39 12.451 1760 1762 1769 rVV 3109654 2955727 100.00% 17.895%
40 12.533 1773 1776 1781 rVB 405771 332863 11.26% 2.015%

41 12.586 1781 1785 1788 rBV 107560 152034 5.14% 0.920%
42 12.768 1813 1816 1819 rBV2 76175 76461 2.59% 0.463%
43 12.810 1820 1823 1830 rVB2 99310 121295 4._.10% 0.734%
44 12.945 1840 1846 1849 rBV 586922 530677 17.95% 3.213%

45 13.092 1869 1871 1873 rBVY 54439 48309 1.63% 0.292%
46 13.168 1881 1884 1885 rBVY 49128 48665 1.65% 0.295%
47 13.257 1897 1899 1908 rVB2 62434 65495 2.22% 0.397%
48 13.510 1939 1942 1946 rVB 56795 53089 1.80% 0.321%
49 13.833 1995 1997 2001 rBV 86786 81743 2.77% 0.495%
50 13.927 2011 2013 2016 rBV 42944 35090 1.19% 0.212%
51 14.015 2024 2028 2031 rBV 706031 698930 23.65% 4.231%
52 14.151 2049 2051 2055 rBV 81837 69209 2.34% 0.419%
53 14.457 2101 2103 2106 rVB 102863 78669 2.66% 0.476%

54 14.762 2152 2155 2158 rBV 126967 118330 4._00% 0.716%
55 15.098 2209 2212 2217 rVB 141560 166158 5.62% 1.006%
56 15.498 2273 2280 2285 rVB2 344675 551315 18.65% 3.338%

Sum of corrected areas: 16517512
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112545.D
3000000

2500000
2000000
1500000

1000000

500000 6.62 K 6.99

5.47 jfmi
0 k

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: BF112545.D

3000000

2500000 1213
2000000
1500000 *

1000000 9.87 11.74

12.94
12.53

592731 13169B72€

500000

11.64 11.882.05

04
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: BF112545.D

3000000

2500000

2000000

1500000

1000000 14.02

14.46 1476 1510
500000 1415

rr¥¥—7—1—

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.62 Concentration Rank 4

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

6.62 17.99 ng 507142 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 771 (6.622 min): BF112545.D (-766) (-) m/z 132.00 100.00%
132.0
5000
68.1
©0 sio || o s 620 6.40 6.60 6.80 7.00
et ROl Tm/z 68.10 34.24%
m/z--> 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 AR AL UL I I
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.59%
'”'l'”WJ'W””'P'”I”7hq”'P'”l”"'”'P'”I””I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 22.18%
33.0 44.0 00 105.0
miz--> A e'o o 8 % 10 116 130 1d0 14
Abundance #14770: Cyclopropanamine, 1-phenyl-
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.70%
104.0
5000
51.0 77.0
%0 |y mo | om0 |
‘m AN il i \ ‘ | ‘
m/z--> 30 40 50 60 70 80 95 100 110 120 130 140 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\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Dodecane Concentration Rank 14

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

8.70 2.98 ng 106814 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 80
2 Tridecane 184 C13H28 000629-50-5 80
3 Hexadecane 226 C16H34 000544-76-3 72
4 Tetradecane 198 C14H30 000629-59-4 64
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59

Abundance Scan 1124 (8.698 min): BF112545.D (-1122) (-) m/z 57.05 100.00%
51.0

5000

8.40 8.60 8.80 9.00
m/z 43.05 76.42%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane
57.0
5000 LA L L L L L L L
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.10 58.09%
' | , 1120 1410 1700
IIIIIIIIIIII.IIIIIIIIIIIIIIIII.IIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48833: Tridecane
57.0
8.40 8.60 8.80 9.00
0
5000 9,4 650 m/z 41.05 48.13%
ol d o us0 o 1840
| I I 1L L )
L A o o o RN R E S s s s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane R
57.0 8.40 8.60 8.80 9.00
m/z 85.10 34.09%
5000 85.0
29.0

Lo M | 1410 1690 1970 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 4 Tetradecane Concentration Rank 13

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

9.27 3.08 ng 119762 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 87
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 80
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80

Abundance Scan 1221 (9.269 min): BF112545.D (-1217) (-) m/z 57.10 100.00%
57.1
5000

?

9.00 9.20 9.40 9.60
m/z 43.05 84 .81%

39 113.1

141.1 198.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
T L/*\/v—/\/‘/\l\/\‘/*
5000 LA L L L L L L L L

9.00 9.20 9.40 9.60
m/z 71.05 65.13%

1130 1410 1690 198.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
570 W
A T TR
9.00 9.20 9.40 9.60
5000 85.0 m/z 41.10 51.06%
29.0 ‘
b LA 20 a0 1690 gm0 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 ¢M¢AWJWMJAMJJLﬂmﬁmjwﬂkk\m
Abundance #48834: Tridecane L B
57.0 9.00 9.20 9.40 9.60
m/z 85.05 43.28%
5000 85.0
29.0
| ‘ |l 120 1410 184.0
| Il |
..w..”,.”.,”..“..w..”,.”.......” e
m/z--> 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecane Concentration Rank 17

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

9.80 2.26 ng 87718 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 1311 (9.798 min): BF112545.D (-1308) (-) m/z 57.05 100.00%
57.0

TTrTT T T T T T T T T T

39 1131 1450 9.40 9.60 9.80 10.00 10.20

...,....'i:..|,..':.,!...',...".,.--........1.7.4.0....,....,.... m/z 43.10 74.03%

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

Abundance #83023: Hexadecane wj

57.0

5000

940 9.60 980 1000 1020
m/z 71.10 67 .55%

29.0

1130 1410 169.0 1970 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane

%
-3

9.40 9.60 9.80 10.00 10.20

5000 m/z 85.10 46.76%
85.0
29.0
\‘ ‘ ol 1130 1410 169.0 212.0
”'|“"w"w"”|'“'|”"w"'"“ e
m/z--> 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0 9.40 9.60 9.80 10.00 10.20
m/z 41.10 39.60%
5000 85.0
290 Muvw»JkLVJ
m/z--> 60 80 100 120 140 160 180 200 220 940 9.60 980 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 15
R.T. EstConc Area Relative to ISTD R.T.
10.30 2.83 ng 109809 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Pentadecane 212 C15H32 000629-62-9 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 1396 (10.298 min): BF112545.D (-1390) (-) m/z 57.05 100.00%
57.0
5000 85.1
| 1081 a1 01 10100 10120 1040 10,60
ettt e m/z 43.10  73.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105885: Octadecane
57.0

10,00 10.20 10.40 10.60
m/z 71.10 63.05%

5000

1130 1410 169.0 197.0 2950 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57.0
T T T
10.00 10.20 10.40 10.60
5000 m/z 85.10 45.59%
85.0
29.0
”.“.”,”.w.”.“.”,”.w.”.“.” ”...”...”,”.q.”.“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane A T T
57.0 10.00 10.20 10.40 10.60
m/z 41.05 40.01%
5000 85.0
29.0

113 0 ]_4]_ 0 169.0 198 0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.77 3.86 ng 138472 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1476 (10.769 min): BF112545.D (-1473) (-) m/z 57.10 100.00%
57.1
. e A«JMJL\N\JK
AR AR A A
113.1 10.40 10.60 10.80 11.00
141.0
....,....-,':..| e e M/Z 43.05  73.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0
5000 DA R PR SRS
850 1040 10.60 10.80 11.00
29.0 m/z 71.10 64 .78%
Ll | 1130 141.0 169.0 197.0 2250 2530 2960
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§o 300
Abundance #105884: Octadecane
57.0
10,40 10.60 10.80 11.00
5000 85.0 m/z 85.05 46.48%
29.0
Ll ‘ L4 J1130 141.0 1690 1970 2250 2540
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§o 300
Abundance #94345: Heptadecane L LN L L L N BN B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 37.28%
5000 85.0
29.0
L) JM30 1410 1690 1960 2400
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§o 300 1040 1060 1080 1100

8270-BF012519.M Thu Feb 14 14:29:56 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.74 19.75 ng 708694 Phenanthrene-d10 11.36
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 93
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
Abundance Scan 1641 (11.739 min): BF112545.D (-1638) (-) m/z 74.00 100.00%
74.0
5000 431
‘ | o7.1 usd 227.2 11.40 11,60 11.80 12.00
185.1 : - - - -
el L a0y | 1e3p 185t 2108 s e 76,080
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 JLADLIURE BN UM
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.10 37 .88%
“M|I}%0 ] ﬂm1%oﬂm 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
11.40 11.60 11.80 12.00
5000 43.0 270.0 m/z 41.10 29.05%
143.0 2970
\\\ Ml gero | 1020%%0s0 | L |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate B R EREREEEE S

74.0 11.40 11.60 11.80 12.00

m/z 55.05 27 .77%

5000

43 0
‘ 101 0121. 0 171.0 199 0 242 0

SN
- W
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00

8270-BF012519.M Thu Feb 14 14:29:57 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.88 3.32 ng 119001 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50

Abundance Scan 1665 (11.880 min): BF112545.D (-1661) (-) m/z 73.00 100.00%

43.0 730
5000 129.1

11.60 11.80 12.00 12.20
m/z 60.00 88.95%

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

5000 129.0 ...,...n.,...‘,......‘..
11.60 11.80 12.00 12.20

60 | M/z 43.05 86.59%

‘J‘u 157.0 185.0 213.0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43.0 73.0

11. 60 11.80 12.00 12.20

5000 129.0 m/z 41.05 79.48%
T ‘l‘;‘ : Iulul‘ miine ‘l 80,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid I R B s e
73.0 11. 60 11. 80 12. OO 12 20

m/z 57.10 68 .80%

43.0
H\ H‘M‘ :
EEEEEREEEE RN

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

8270-BF012519.M Thu Feb 14 14:29:57 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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.
12.43 62.69 ng 2249670 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99

Abundance Scan 1758 (12.427 min): BF112545.D (-1754) (-) m/z 67.05 100.00%

67.0

5000

_%

263.2 294.2 12.20 12.40 12.60 12.80
m/z 81.05 84.22%

123.1 150.1

178.1 220.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

—

12.20 12.40 12.60 12.80
m/z 55.10 65.42%

5000

123.0 149.0 178.0

262.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

—

12.20 12.40 12.60 12.80
m/z 41.10 58.62%

5000

123.0 1500 263.0 294.0

178.0 220.0

—

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R e R EEEEE R
410 6710 12.20 12.40 12.60 12.80
m/z 95.05 56.50%
5000 95.0

=

\\123 0 150.0 1780 2200 2630 29? 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12. 60 12. 80

8270-BF012519.M Thu Feb 14 14:29:58 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 15-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.45 82.36 ng 2955730 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
2 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 95
3 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 95
4 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 94
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91

Abundance Scan 1762 (12.451 min): BF112545.D (-1760) (-) m/z 55.10 100.00%

1

5000
111.1 e I
137.1 1802 2222 msmm 12.20 12.40 12.60 12.80
i m/z 41.10 73.31%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
54.0
5000 N UL SN RN I
12,20 12.40 12,60 12.80
29.0 111.0 264.0 m/z 69.10 68.00%
" 1380 1800 2220

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141275: 9-Octadecenoic acid, methyl ester

12.20 12.40 12.60 12.80
5000 83.0 m/z 74.00 59.49Y%
29.0 .
T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester A E L AR
41.0 | 74.0 12.20 12.40 12.60 12.80
m/z 83.10 54 _45%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12. 40 12.60 12.80

8270-BF012519.M Thu Feb 14 14:29:59 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.53 9.28 ng 332863 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 94
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 86
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86
Abundance Scan 1775 (12.527 min): BF112545.D (-1773) (-) m/z 74.00 100.00%
74.0
5000 431
143.1 ISRV AN UL UGS
97.1 199.1 255.2 12.20 12.40 12.60 12.80
...,....-,"...-hl,..h..,l.!..l,l...~.,..'..,l e 280 283 hyz 87.00 78.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 12.20 12.40 12.60 12.80
143.0 - - - - -
43.0 1990 2550 m/z 43.10 39.52%
97.0 '
so, | ALy | o, 1o |y L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
12.20 12.40 12.60 12.80
5000 m/z 41.05 31.48%
143.0 255.0
\ 970 ‘ 199.0 ‘ 298.0
"'w"w"“M'M'N”'J“'“W'J“l'“'ﬁ?%g'“'h“'?%zq ”'l"'w'“'t“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107593: Pentadecanoic acid, methyl ester S ERmEaE A
74.0 12.20 12.40 12.60 12.80
m/z 55.05 29.88%
5000
e 10 213.0
so, | Lyl ore | | mo 2o o L,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,20 12.40 12.60 12.80

8270-BF012519.M Thu Feb 14 14:29:59 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Methyl 9-cis,ll-trans-octad... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.77 2.19 ng 76461 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 94
2 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 91
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 86
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 83
5 Methyl 6,l11-octadecadienoate 294 C19H3402 1000336-43-2 83
Abundance Scan 1816 (12.768 min): BF112545.D (-1813) (-) m/z 67.05 100.00%
67.0

95.1

5000

_%

294.2 12.40 12.60 12.80 13.00
m/z 81.10 66.10%

122.0 150.1

193.0215.1  249.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
67.0

e

12.40 12.60 12.80 13.00
294.0 m/z 95.10 55.31%

5000

123.0 150.0

178.0 220.0 262.0

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

—

12.40 12.60 12.80 13.00
m/z 55.10 42.92%

5000

124.0 150.0 294.0

263.0

178.0 220.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- e R R EaEE
410 67.0 12.40 12.60 12.80 13.00

m/z 79.10 42.02%

—

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

5000 95.0
M1230 150.0 1780 2200 2630 29fo

?

8270-BF012519.M Thu Feb 14 14:30:00 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.81 3.47 ng 121295 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 64
2 Pvrene 202 C16H10 000129-00-0 60
3 Fluoranthene 202 C16H10 000206-44-0 46
4 1-Methvl-7.11-dithiaspirol5.51 u... 202 C10H18S2 107678-22-8 46
5 Tetradecane 198 C14H30 000629-59-4 35
Abundance Scan 1823 (12.810 min): BF112545.D (- 1820) ) m/z 202.10 100.00%
5000 A
e e
1131 1411 1741 12.40 12.60 12.80 13.00 13.20
8 232 “nw/z 57.10 63.80%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
5000 85.0 12.40 12.60 12.80 13.00 13.20
29.0 m/z 43.10 44 _95%
I 130 1410 160.0 196.0 240.0
m/z--> ﬁo Jo éo éo 100 120 140 160 180 200 220 240
Abundance #62823: Pyrene
202.0
12.40 12.60 12.80 13.00 13.20
5000 m/z 71.05 41.83%
101.0
200 5.0 750 , | 1200 1500 1740 ||
miz-> 20 40 60 80 100 120 140 160 1éo 200 220 240
Abundance #62828: Fluoranthene T T
202.0 12.40 12.60 12.80 13.00 13.20
m/z 85.10 37.03%
5000
101.0
270 500 750, | 1220 150.0 1740 M
miz-> 20 40 60 80 100 120 140 160 15';0 200 220 240 1240 12.60 12.80 13.00 13.20

8270-BF012519.M Thu Feb 14 14:30:01 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Sulfurous acid, butyl hepta... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.34 ng 81743 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 86
2 Eicosane 282 C20H42 000112-95-8 76
3 Dodecane 170 C12H26 000112-40-3 52
4 Pentadecane 212 C15H32 000629-62-9 52
5 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 50
Abundance Scan 1996 (13.827 min): BF112545.D (-1995) (-) m/z 57.10 100.00%
57.1
5000
83.1
1111 215.2 B
144.0171.1 2520 2952 3432 13.60 13.80 14.00 14.20
e m/z 43.10 74 .87%
m/z--> 50 100 150 200 250 300
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57.0
5000 LI BN SULIL ML B
85.0 13.60 13.80 14.00 14.20
m/z 71.10 68.43%
23'0” | | Pi0m901600 2100290  oong
m/z--> 50 100 150 200 2%0 300 '
Abundance #129490: Eicosane
57.0
85.0 ' 13.60 13.80 14.00 14.20
5000 m/z 69.10 48_.79%
113.0
23'0.‘ | L J\\ | H4}0169.0197.0225.0253 0 282.0
m/z--> 50 100 150 200 250 300 '
Abundance #38315: Dodecane R mEEEE RS S
57.0 13.60 13.80 14.00 14.20
m/z 83.10 35.76%
5000
85.0
29.0
q{j“ﬂmmmﬂm
m/z--> 50 100 150 200 250 300 ' 13.60 13.80 14.00 14.20

8270-BF012519.M Thu Feb 14 14:30:01 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 Nonadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14 .46 2.25 ng 78669 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Hexacosane. 9-octvl- 479 C34H70 055429-83-9 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 87
Abundance Scan 2104 (14.462 min): BF112545.D (-2101) (-) m/z 57.10 100.00%
57.1
5000

4111751 214.2247.1 284.1 326.1 370.2 14.20 14.40 14.60 14.80
m/z 71.10 72.81%

m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane

5000

14.20 14.40 14,60 14.80
m/z 43.10 52.52%

141.0 183.0 225.0 268.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #232377: Hexacosane, 9-octyl-
57.0
R N REE
14.20 14.40 14.60 14.80
5000 m/z 85.10 50.95%

9.0
365.0
‘ | ; 1410 1830 2380 2810 3230 °) 406.0

II‘I‘IIIII‘IIIIAIIIIIIIIIIII IIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane B EERR Bam e L
57.0 14.20 14.40 14.60 14.80
m/z 41.10 25.20%
5000
99.0
2500 | | 141.0 1830 2250 2810 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14.80

8270-BF012519.M Thu Feb 14 14:30:02 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112545.D

Aca On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample : K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.76 4.29 ng 118330 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Heneicosane 296 C21H44 000629-94-7 98
3 Eicosane 282 C20H42 000112-95-8 93
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 93
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2155 (14.762 min): BF112545.D (-2152) (-) m/z 57.10 100.00%
57.1
5000
s 14140 14760 14,80 15,00
4111971 281.1 : : : .
— ,I.J. A b2t ., 1971 245028113122 36533081 oG 70,340
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57.0
5000 L AL IS BRI B B
mmmmmmmm
99.0 m/z 43.10 67 .39%
20) | | A | 4 240 1830 2250 3380
m/z--> §0 100 150 200 250 360 3%0 460
Abundance #141426: Heneicosane
57.0
14.40 14.60 14.80 1500
5000 m/z 85.10 49 .93%
99.0
270] | | | JJ | 110 1830 2250 2660296.0
m/z--> §0 100 1%0 200 250 360 350 400
Abundance #129490: Eicosane R AR EEEEE T
57.0 14.40 14.60 14.80 15.00
m/z 41.10 22 .43%
5000
99.0
z10) | ||| | 1419 1m0 z2s0 220

m/z--> 50 100 150 200 250 300 350 400 14.40 14 60 14. 80 15. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021319\
Data File : BF112545.D

Acq On : 13 Feb 2019 18:10

Operator : JU/SJ

Sample - K1343-31 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
unknown6.62 6.62 18.0 ng 507142 1 6.83 563847 20.0
Dodecane 8.70 3.0 ng 106814 2 8.12 717753 20.0
Tetradecane 9.27 3.1 ng 119762 3 9.87 777315 20.0
Hexadecane 9.80 2.3 ng 87718 3 9.87 777315 20.0
Octadecane 10.30 2.8 ng 109809 3 9.87 777315 20.0
Heneicosane 10.77 3.9 ng 138472 4 11.36 717729 20.0
Hexadecanoic acid... 11.74 19.8 ng 708694 4 11.36 717729 20.0
n-Hexadecanoic acid 11.88 3.3 ng 119001 4 11.36 717729 20.0
9,12-Octadecadien... 12.43 62.7 ng 2249670 4 11.36 717729 20.0
15-Octadecenoic a... 12.45 82.4 ng 2955730 4 11.36 717729 20.0
Methyl stearate 12.53 9.3 ng 332863 4 11.36 717729 20.0
Methyl 9-cis,11-t... 12.77 2.2 ng 76461 5 14.02 698930 20.0
Heptadecane 12.81 3.5 ng 121295 5 14.02 698930 20.0
Sulfurous acid, b... 13.83 2.3 ng 81743 5 14.02 698930 20.0
Nonadecane 14.46 2.3 ng 78669 5 14.02 698930 20.0
Tetracosane 14.76 4.3 ng 118330 6 15.50 551315 20.0
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