LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

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-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 5.475 573 576 597 rBV 275254 409453 6.80% 1.549%
2 6.486 745 748 765 rBV 295281 455073 7.56% 1.722%
3 6.610 766 769 776 rBV 435934 476369 7.92% 1.803%
4 6.833 804 807 814 rBV 651083 577798 9.60% 2.186%
5 6.992 830 834 841 rBV 401907 376028 6.25% 1.423%
6 7.398 900 903 906 rBV 227788 231449 3.85% 0.876%
7 7.428 906 908 912 rVB 74663 63911 1.06% 0.242%
8 8.098 1019 1022 1023 rBVY 150410 137794 2.29% 0.521%
9 8.116 1023 1025 1031 rVvVv 790134 754180 12.53% 2.854%
10 8.175 1031 1035 1037 rVB2 65647 80806 1.34% 0.306%
11 8.404 1069 1074 1079 rBV6 59018 81427 1.35% 0.308%
12 8.622 1107 1111 1113 rBV 89135 82428 1.37% 0.312%
13 8.704 1122 1125 1129 rBV 257491 212611 3.53% 0.804%
14 8.939 1162 1165 1167 rBV 88050 69916 1.16% 0.265%
15 9.069 1183 1187 1191 rVB5 58060 82552 1.37% 0.312%
16 9.133 1196 1198 1200 rvv2 86516 64151 1.07% 0.243%

17 9.192 1204 1208 1212 rBV 525338 502412 8.35% 1.901%
18 9.269 1217 1221 1224 rBV 327412 274500 4._.56% 1.039%
19 9.345 1231 1234 1236 rVB 70824 62441 1.04% 0.236%
20 9.586 1271 1275 1278 rBV3 137509 171272 2.85% 0.648%

21 9.798 1304 1311 1315 rBV 358052 330917 5.50% 1.252%
22 9.874 1320 1324 1328 rVB 890918 773524 12.85% 2.927%
23 10.033 1346 1351 1353 rBV3 50988 75458 1.25% 0.286%
24 10.121 1362 1366 1370 rBV5 82868 110915 1.84% 0.420%
25 10.298 1390 1396 1399 rBV 381333 337433 5.61% 1.277%

26 10.351 1403 1405 1411 rVB3 35383 60180 1.00% 0.228%
27 10.516 1429 1433 1436 rBvV 106364 120565 2.00% 0.456%
28 10.669 1456 1459 1469 rBvV 248407 298228 4._.96% 1.128%
29 10.769 1473 1476 1486 rVB 357235 387916 6.45% 1.468%
30 11.216 1549 1552 1555 rBV 285929 237622 3.95% 0.899%

31 11.245 1555 1557 1564 rVB2 106973 132464 2.20% 0.501%
32 11.363 1574 1577 1581 rBV 726151 730946 12.15% 2.766%
33 11.645 1622 1625 1627 rBV 241832 191602 3.18% 0.725%
34 11.745 1638 1642 1645 rBV 2313008 1795741 29.84% 6.795%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

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-BF012519.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.880 1662 1665 1667 rBV2 81317 81070 1.35% 0.307%

36 12.051 1690 1694 1699 rVB 196512 182549 3.03% 0.691%
37 12.433 1755 1759 1761 rBV 4344346 4815051 80.01% 18.219%
38 12.457 1761 1763 1769 rVV 5796918 6017764 100.00% 22.770%
39 12.533 1773 1776 1781 rVB 851024 730951 12.15% 2.766%
40 12.592 1781 1786 1788 rBV3 174848 265422 4.41% 1.004%

41 12.768 1813 1816 1820 rVB 182812 180435 3.00% 0.683%
42 12.810 1820 1823 1830 rVB2 164257 187291 3.11% 0.709%
43 12.945 1842 1846 1849 rBV 503180 422860 7.03% 1.600%
44 13.092 1868 1871 1874 rBV 130992 139486 2.32% 0.528%

45 13.121 1874 1876 1881 rVB6 46050 66709 1.11% 0.252%
46 13.168 1881 1884 1885 rBVY 116439 97599 1.62% 0.369%
47 13.257 1896 1899 1903 rBV 137736 141633 2.35% 0.536%
48 13.368 1916 1918 1922 rBV4 49524 63727 1.06% 0.241%
49 13.509 1939 1942 1946 rBVY 100990 98143 1.63% 0.371%
50 13.839 1995 1998 2003 rBV 96122 97405 1.62% 0.369%
51 13.927 2010 2013 2015 rBV 106168 96991 1.61% 0.367%
52 14.015 2024 2028 2031 rBV 698195 663700 11.03% 2.511%
53 14.151 2049 2051 2054 rBV 106263 85904 1.43% 0.325%

54 14.762 2152 2155 2158 rBV 123526 109293 1.82% 0.414%
55 14.880 2171 2175 2183 rVB 235477 338003 5.62% 1.279%

56 15.092 2209 2211 2222 rVB 171353 261215 4_.34% 0.988%
57 15.474 2273 2276 2277 rBV 104743 120702 2.01% 0.457%
58 15.498 2277 2280 2286 rVB 327298 414066 6.88% 1.567%

Sum of corrected areas: 26428051
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF021319\

BF112544.D

13 Feb 2019 17:42

JussJ

K1343-25 5X

18 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 unknown6.61 Concentration Rank 5

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

6.61 16.49 ng 476369 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 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 769 (6.610 min): BF112544.D (-766) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 sy || e %0 | 625 40 b0 5B 700
SN SIS O .S RN MSSS || ES. m/z 68.10 39.01%
m/z--> 10 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 —rrrr e
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.29%
"I""I""Il"'l!ll'!"I""I'"!I""I""I""I""I""I'"'I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.05 25.25%
41.0 97.0
53.0
79.0 117.0

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

Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-

132.0 6.20 6.40 6.60 6.80 7.00
117.0 m/z 69.05 16.36%
5000
300 510 650 77.0 °
105.0 ‘
X L O A IS |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 Tridecane Concentration Rank 16

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

8.70 5.64 ng 212611 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 80
3 Dodecane 170 C12H26 000112-40-3 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1124 (8.698 min): BF112544.D (-1122) (-) m/z 57.05 100.00%
431 510
71.0
5000 85.0
99.0 17131 3L 01461 8.40 8.60 8.80 9.00
el Pl 800 1664 IBRL L eso 43,10 82.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48835: Tridecane
43.0 510
71.0
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.05 62.07%
15.0 ) 99I .0 113.0127.0141.0155.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48855: Undecane, 2,3-dimethyl-
43.0 57.0
71.0 8.40 8.60 8.80 9.00
5000 85.0 m/z 41.10 49 _.30%
29.0 140.0
Pl 90150
bl B0 4 1690
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38315: Dodecane I o B
57.0 8.40 8.60 8.80 9.00
43.0 m/z 85.05 35.75%
71.0
5000
85.0
29.0
99.0
150 |l L | 9Oumsowzomio 1700
m/z--> 20 40 60 80 100 120 140 160 180 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 : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 4 Tetradecane Concentration Rank 13

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

9.27 7.10 ng 274500 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 86

Abundance Scan 1221 (9.269 min): BF112544.D (-1217) (-) m/z 57.05 100.00%
5%.0
o JLAA“JRAAﬁAv_JL~VN~NJwAULx~
113.1 9.00 9.20 9.40 9.60
lall 1691  198.2 m/z 43.10 78.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59879: Tetradecane
57.0
5000 WW
9.00 9.20 9.40 9.60
410 m/z 71.10 62.52%
15.0 I| I| 113.0 141.0 169.0 198.0
m/z--> "'25"' Zb"' 60 80 100 120 140 160 180 200
Abundance #48833: Tridecane
5.0 WNUM\A,«
9.00 9.20 9.40 9.60
5000 41,0 85.0 m/z 41.10 46 .77%
miz--> "'z'o""4'0""e'o""s'o""166"iéd"iid"iéd"iéd"'zéd'"' W
Abundance #71393: Pentadecane Lo HL A o e S
57.0 9.00 9.20 9.40 9.60
m/z 85.10 39.70%
5000 85.0
41/0
180 | “ Lo 1180 1410 1600 212.0
m/z--> 25 45 65 85 160 150 150 1éo 1§0 260 ' 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 : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 10
R.T. EstConc Area Relative to ISTD R.T.
10.30 8.72 ng 337433 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 86
Abundance Scan 1396 (10.298 min): BF112544.D (-1390) (-) m/z 57.10 100.00%
57.1
5000 : LNV‘AJLAAA,H,A
39l 1131 1411 10.00 10.20 10,40 10.60
. 168.2 1961 226.3 n/z 43.10 74_89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83024: Hexadecane
57.0
5000 AU TR AR
10.00 10.20 10,40 10.60
29.0 m/z 71.10 68.49%
| 113.0 1410 169.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57.0
85.0 10.00 10.20 10.40 10.60
5000 m/z 85.10 47 .55%
29.0
LUl | 10 1410 1690 197.0 2400
m/z--> 20 40 60 éo 160 150 110 1éo 180 200 220 240
Abundance #71394: Pentadecane e AR REAEE e
57.0 10.00 10.20 10.40 10.60
m/z 41.10 41.35%
5000 85.0
29.0
Lo g ) 1130 1410 4680 212.0
m/z--> 20 40 éo éo 100 150 140 160 180 200 220 240 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 : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.77 10.61 ng 387916 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tridecane 184 C13H28 000629-50-5 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 1476 (10.769 min): BF112544.D (-1473) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00
m/z 43.10 80.70%

1131 1411 169.1 197.1

240.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71396: Pentadecane
57.0
85.0
5000 LA L L L L LB L
10.40 10.60 10.80 11.00
29.0 m/z 71.10 67.82%
113.0 141.0 169.0 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
R EERE R RS RS RS
85.0 10.40 10.60 10.80 11.00
5000 ' m/z 85.10 47.91%
29.0 113.0
200 | M50 1410 1600 1970 2250 s30 2060
B L B o e e RANRASNERRSs REEEa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48834: Tridecane R R et
57.0 10.40 10.60 10 80 11. 00
m/z 41.10 42 .76%

I | I l
L B e B R R R R R R R RS N LI [ L B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10. 60 10 80 11.00

5000 85.0
29.0
I ‘ 112.0 141.0 184.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.22 6.50 ng 237622 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 1553 (11.221 min): BF112544.D (-1549) (-) m/z 57.10 100.00%

57.1

5000

11.00 11.20 11.40 11.60
m/z 71.10 78.07%

1411 168.1 1971  232.1254.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105886: Octadecane
571.0
5000 850 LA L L L L L LB
11.00 11.20 11.40 11.60
m/z 43.10 76.86%
29.0 113.0 141.0
Il Il || L |I| Jl 169 0 197 0 225 0 254 0
R B E e o e A AR REE S BT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57.0 J
R L e
85.0 11.00 11.20 11.40 11.60
5000 > m/z 85.10 52.12%
29.0
‘ Il 4 41180 1410 1690 197.0 268.0
T T e o A = e B T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 J
Abundance #94346: Heptadecane T e T e
57.0 11.00 11.20 11.40 11.60
m/z 41.05 39.02%
85.0
5000
29.0
. “ [ T A 11?0‘\ 141.0 169.0 197.0 240.0 'J
B I o B A S e A RAS RS A RER L B S Raama B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 Nonadecane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.64 5.24ng 191602  Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Nonadecane 268 Cl1OH40 000629-92-5 94

000629-94-7 91
000629-78-7 91
000646-31-1 91
007225-66-3 91

m/z 57.10 100.00%

11.40 11.60 11.80 12.00

m/z 43.10 75.40%

11.40 11.60 11.80 12.00

m/z 71.10 70.15%

11.40 11.60 11.80 12.00

m/z 85.10 47 .20%

11.40 11.60 11.80 12.00

2 Heneicosane 296 C21H44
3 Heptadecane 240 C17H36
4 Tetracosane 338 C24H50
5 Tridecane, 7-hexyl- 268 C19H40
Abundance Scan 1624 (11.639 min): BF112544.D (-1622) (-)
57.1
5000
155.1 183.1 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane
57.0
5000 85.0
29.0
1l 1130 1410 160.0 197.0 2050  268.0
o R A Rem
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0
5000 85.0
29.0
| ‘ L4 11301410 1600 107.0 2250 2530  296.0
R e Es B e e A ARA RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94345: Heptadecane
57.0
5000 85.0
29.0
L | JM80 1410 1690 1060 2400
R B e o L AR AR ame s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 41.10 41 _.49%

11.40 11.60 11.80 12.00

8270-BF012519.M Thu Feb 14 14:29:37 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.74 49.13 ng 1795740 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 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1641 (11.739 min): BF112544.D (-1638) (-) m/z 73.95 100.00%
74.0
5000 430
143.1 LA SRR U
97.1 1711 1992 2272 11.40 11.60 11.80 12.00
0 ,....,...‘.",.-.'.. Moo dpre | A1 1992 O, 2103 s TU87 .10 72.41%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LA BN UM
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.05 36.67%
“M|I}%0 . | 1710 1990 2270 270.0
s o Ao 6 B 1% 1% 140 1% T e 2% 2 o
Abundance #84485: Tridecanoic acid, methyl ester
74.0

11.40 11.60 11.80 12.00

5000 43.0 m/z 41.05 30.87%

143.0
‘H 970 1850‘ 2280

I B B o RANERRERREEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

Il
#119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 11.40 11.60 11.80 12.00

m/z 55.10 29.36%

5000 43.0 n
143.0
\‘ ‘\ M\ J ‘ Ly \97\ 9 117.0, | 185 0 227 0 270 0

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 14:29:38 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 Tridecane, l-iodo- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.05 4.99 ng 182549 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 1694 (12.051 min): BF112544.D (-1690) (-) m/z 57.10 100.00%
57.1
5000
11.80 12.00 12.20 12.40
141.1
I— 1680 2212 m/z 43.10 70.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57.0
5000
850 11.80 12.00 12.20 12.40
28.0 183.0 m/z 71.10 69.05%
O e O .1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane
57.0
" 11)80 12.00 12.20 12.40
0
5000 85.0 m/z 85.05 48 .47%
29.0
| 4 J11?0 1410 1690 1970 2260
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 260 280 360
Abundance #71393: Pentadecane T
57.0 11.80 12.00 12.20 12.40
m/z 41.10 37 .69%
5000 85.0
29.0
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 280 360 11.80 12.00 12.20 12.40

8270-BF012519.M

Thu Feb 14 14:29:38 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.43 131.75 ng 4815050 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 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
Abundance Scan 1758 (12.427 min): BF112544.D (-1755) (-) m/z 67.10 100.00%
67.1
411
5000
1231 1501 12.20 12.40 12.60 12.80
178.1 263.3 .
- 220.2 2993 "m/z 81.10 83.02%
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)-
410 67.0
5000
12.20 12.40 12.60 12.80
m/z 55.05 64 .90%
123.0 1490 4759 262.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0

12.20 12.40 12.60 12.80
m/z 41.10 58.58%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0 12.20 12.40 12.60 12.80

41.0 m/z 95.10 56.28%

-

5000

123.0 150.0

178.0
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

293.0 263.0 294.0

-

8270-BF012519.M Thu Feb 14 14:29:39 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 11-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.46 164.66 ng 6017760 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99

Abundance Scan 1764 (12.463 min): BF112544.D (-1761) (-) m/z 55.10 100.00%

5000
2222 2612 ---.----|-¥A-|----|--~
137.1 180.2 266.3 12.20 12.40 12.60 12.80
0 T m/z 69.10 71.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-

55.0

12.20 12.40 12.60 12.80
m/z 41.10 70.62%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester
55.0

A
LI L L L L L L B

12.20 12.40 12.60 12.80
m/z 74.10 63.07%

5000

29.0 264.0

1370 1800 2220 296.0

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

Abundance #141288: 16-Octadecenoic acid, methyl ester A
55.0 12.20 12.40 12.60 12.80

m/z 83.10 57.93%

5000

29.0 264.0

111.0

138.0 180.0 222.0

296.0
T T T T T T
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 14:29:40 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 14 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.53 20.00 ng 730951 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methvl stearate

2 Heptadecanoic acid. 16-methvl-.
3 Pentadecanoic acid. 14-methvl-.

298 C19H3802
... 298 C19H3802
... 270 C17H3402

000112-61-8 98
005129-61-3 94
005129-60-2 90

4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
Abundance Scan 1775 (12.527 min): BF112544.D (-1773) (-) m/z 74.00 100.00%

74.

0

5000

L

5000 43.1
143.1 2552
e 191 g0 2592 e
e L B e e R S S h e T At
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000
143.0 255.0 298.0
43.0
97.0 199.0
so, | LT, o L me, | zmo Ly 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

143.0 255.0
298.0
97.0 199.0
L1 | 171 0 227 0 \ ‘

m/z--> 20 40 60

80 100 120 140 160 180 200 220 240 260 280 300

Abundance

5000 43.0

#119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.

0

1970 14? 0 185 0 2270 2700

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

m/z 87.00 73 .68%

12.20 12.40 12.60 12.80

m/z 43.10 42 _.81%

12.20 12.40 12.60 12.80

m/z 55.10 28 .30%

12.20 12.40 12.60 12.80

m/z 41.10 28.28%

12.20 12.40 12.60 12.80

8270-BF012519.M Thu Feb 14 14:29:40 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 Methyl 9-cis,ll-trans-octad... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.77 5.44 ng 180435 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 98
2 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 94
3 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 93
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 91
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 90
Abundance Scan 1816 (12.768 min): BF112544.D (-1813) (-) m/z 67.10 100.00%
67.1

5000

_%

A
LU N B B N N O

2632 2943 12.40 12.60 12.80 13.00
m/z 81.10 69.30%

21.0 150.1

192.0 220.2

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

-

5000
12.40 12.60 12.80 13.00

294.0 m/z 95.10 50.21%

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 #139709: Methyl 10-trans, 12-cis-octadecadienoate
67.0

12.40 12.60 12.80 13.00
m/z 55.05  43.85%

5000
294.0

123.0 150.0

178.0 220.0 263.0

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

Abundance #139735: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
67.0 12.40 12.60 12.80 13.00

m/z 79.10 43 .45%

-

41.0

5000
294.0

124.0 150.0

1780 2200 2630

i}

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

8270-BF012519.M Thu Feb 14 14:29:41 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 Tridecane, 7-propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.81 5.64 ng 187291 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-propvl- 226 C16H34 055045-09-5 76
2 Octacosane 394 C28H58 000630-02-4 68
3 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 64
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 64
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 1823 (12.810 min): BF112544.D (-1820) (-) m/z 57.10 100.00%
5%.1 q
5000 202.1
sl 12.40 12.60 12.80 13.00 13.20
155.1 : : : : :
b 15 g s0ei2s U TT0 732200
m/z--> 50 100 150 200 250 300 350
Abundance #83029: Tridecane, 7-propyl-
43.0
85.0
5000 LDV AU SUNA
12.40 12.60 12.80 13.00 13.20
140.0 m/z 43.10 69.47%
3.0
T ! "ﬁ""' T 4 1 ??qq [rrrr oot
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—
12.40 12.60 12.80 13.00 13.20
5000 m/z 85.10 52.98%
99.0
27,0 ] |y, 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 2%0 360 350
Abundance #140552: Dodecane, 1-iodo- LS BB L BN
57.0 12.40 12.60 12.80 13.00 13.20
m/z 202.05 42 .10%
5000
99.0 155.0
g e e S
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00 13.20

8270-BF012519.M Thu Feb 14 14:29:42 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 N,N-Dimethyloctylamine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.88 16.33 ng 338003 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 64
2 1.6-Hexanediamine. N.N.N®" N"-tet... 172 C10H24N2 000111-18-2 64
3 N.N-Dimethvl-2-cvclohexvloxvethv... 171 C10H21NO 071126-60-8 64
4 Benzedrex 155 C10H21IN 000101-40-6 59
5 3(N,N-Dimethylmyristylammonio)pr... 363 C19H41NO3S 014933-09-6 59

Abundance Scan 2175 (14.880 min): BF112544.D (-2171) (-) m/z 58.10 100.00%

54.1
5000

14.60 14.80 15.00 15.20

100.2 157119012221 267.1 3202 364.3 400.2

T i+ m/z 72.05 7.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #29185: N,N-Dimethyloctylamine
58.0
5000
14.60 14.80 15.00 15.20
m/z 41.10 7.34%
26,0, | 980 1970
=177
m/z--> 50 100 150 200 250 300 350 400
Abundance #39692: 1,6-Hexanediamine, N,N,N',N-tetramethy!-
58.0
A B
14.60 14.80 15.00 15.20
5000 m/z 55.10 7.34%
150 . | 940280 170
et
m/z--> 50 100 150 200 250 300 350 400
Abundance #39002: N,N-Dimethyl-2-cyclohexyloxyethylamine A B
58.0 14.60 14.80 15.00 15.20
m/z 157.10 6.05%
5000
1L | 171.0
e e e B WA e e B! A B
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF012519.M Thu Feb 14 14:29:42 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112544.D

Aca On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample : K1343-25 5X

Misc :

ALS Vial : 18 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 20 Octadecane, l-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.09 12.62 ng 261215 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-iodo- 380 C18H371 000629-93-6 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2211 (15.092 min): BF112544.D (-2209) (-) m/z 57.10 100.00%
57.1
5000
09.1 e
141.1 14.80 15.00 15.20 15.40
183.2217.2253.1 323.3359.1 ) )
—! 287.1 3903403 Tnyz 71.10  73.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202263: Octadecane, 1-iodo-
57.0
5000 LRI U BRI UL UL
Mmmmmmmm
99.0 253.0 m/z 43.10 72 .60%
189 | | | | | }49 1830 380.0
m/z--> éo 160 1%0 260 2%0 360 3%0 460 '
Abundance #129490: Eicosane
57.0
14.80 15.00 15,20 15.40
5000 m/z 85.10 60.22%
99.0
L J | | 1410 1830 2250 2820
m/z--> éo 160 1%0 260 250 360 3%0 460 '
Abundance #105885: Octadecane I AEEREE TS
57.0 14.80 15.00 15.20 15.40
m/z 41.10 28.90%
5000
99.0
| {] || 141.0 183.0 221 ,0254.0
m/z--> éo 160 1%0 260 2%0 360 3%0 460 ' 14%0 1500 1520 1540
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021319\
Data File : BF112544.D

Acq On : 13 Feb 2019 17:42

Operator : JU/SJ

Sample - K1343-25 5X

Misc :

ALS Vial : 18 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 .61 6.61 16.5 ng 476369 1 6.83 577798 20.0
Tridecane 8.70 5.6 ng 212611 2 8.12 754180 20.0
Tetradecane 9.27 7.1 ng 274500 3 9.87 773524 20.0
Hexadecane 10.30 8.7 ng 337433 3 9.87 773524 20.0
Pentadecane 10.77 10.6 ng 387916 4 11.36 730946 20.0
Octadecane 11.22 6.5 ng 237622 4 11.36 730946 20.0
Nonadecane 11.64 5.2 ng 191602 4 11.36 730946 20.0
Hexadecanoic acid... 11.74 49.1 ng 1795740 4 11.36 730946 20.0
Tridecane, l1l-iodo- 12.05 5.0 ng 182549 4 11.36 730946 20.0
9,12-Octadecadien... 12.43 131.8 ng 4815050 4 11.36 730946 20.0
11-Octadecenoic a... 12.46 164.7 ng 6017760 4 11.36 730946 20.0
Methyl stearate 12.53 20.0 ng 730951 4 11.36 730946 20.0
Methyl 9-cis,11-t... 12.77 5.4 ng 180435 5 14.02 663700 20.0
Tridecane, 7-propyl- 12.81 5.6 ng 187291 5 14.02 663700 20.0
N,N-Dimethyloctyl... 14.88 16.3 ng 338003 6 15.50 414066 20.0
Octadecane, 1-iodo- 15.09 12.6 ng 261215 6 15.50 414066 20.0
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