LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF021419\

Data File : BF112571.D

Aca On : 14 Feb 2019 16:46 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : K1350-09 5X EO-02-021319-C

ALS Vial : 13 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 5.469 572 575 590 rBV 169446 255161 8.21% 1.649%
2 6.486 745 748 766 rBV 172465 300263 9.66% 1.941%
3 6.610 766 769 775 rBV 319016 321273 10.34% 2.077%
4 6.828 803 806 815 rBV 542174 496128 15.96% 3.207%
5 6.986 829 833 843 rBV 269731 254864 8.20% 1.647%
6 7.398 899 903 906 rBV 123253 149960 4.83% 0.969%
7 8.092 1018 1021 1022 rBV 51441 48006 1.54% 0.310%
8 8.110 1022 1024 1030 rVB 601728 586128 18.86% 3.788%
9 8.616 1106 1110 1112 rBV 37835 35034 1.13% 0.226%
10 8.698 1121 1124 1128 rBV 99712 85891 2.76% 0.555%
11 8.933 1161 1164 1167 rBvV2 48496 42750 1.38% 0.276%
12 9.063 1182 1186 1190 rBV5 27459 39293 1.26% 0.254%

13 9.186 1204 1207 1212 rBV 394879 362104 11.65% 2.340%
14 9.263 1216 1220 1223 rBV 142897 122747 3.95% 0.793%
15 9.522 1257 1264 1265 rBV7 24685 41073 1.32% 0.265%

16 9.580 1270 1274 1277 rBV3 58453 73541 2.37% 0.475%
17 9.792 1307 1310 1313 rVB 168821 125748 4._.05% 0.813%
18 9.869 1319 1323 1327 rBvV2 777202 669369 21.54% 4_.326%

19 10.116 1361 1365 1368 rBV3 42015 52091 1.68% 0.337%
20 10.186 1373 1377 1381 rBV5 22831 39420 1.27% 0.255%
21 10.292 1389 1395 1398 rBV 184160 172284 5.54% 1.114%
22 10.421 1410 1417 1424 rBVS 23790 52951 1.70% 0.342%
23 10.510 1426 1432 1435 rBV 62850 85029 2.74% 0.550%

24 10.663 1455 1458 1469 rBV 195098 248355 7.99% 1.605%
25 10.763 1472 1475 1485 rVB 195897 233736 7.52% 1.511%

26 11.210 1548 1551 1554 rBV 164884 132698 4.27% 0.858%
27 11.239 1554 1556 1562 rVB2 63683 75975 2.44% 0.491%
28 11.357 1572 1576 1579 rBV 793733 738201 23.75% 4.771%
29 11.380 1579 1580 1586 rVB 138588 124662 4.01% 0.806%
30 11.639 1620 1624 1626 rBV 124996 109311 3.52% 0.707%

31 11.739 1637 1641 1644 rVB 844776 741442 23 .86% 4.792%
32 11.892 1665 1667 1670 rVB2 36597 33977 1.09% 0.220%
33 11.974 1678 1681 1690 rVB4 32735 54160 1.74% 0.350%
34 12.045 1690 1693 1697 rBV 108797 100705 3.24% 0.651%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF021419\

Data File : BF112571.D

Aca On : 14 Feb 2019 16:46 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : K1350-09 5X EO-02-021319-C

ALS Vial : 13 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 12.427 1753 1758 1759 rBV 3422440 3107664 100.00% 20.086%

36 12.445 1759 1761 1768 rVV2 2685205 2380285 76.59% 15.385%
37 12.527 1772 1775 1780 rVB 428005 345653 11.12% 2.234%
38 12.574 1780 1783 1788 rBV 198714 230056 7.40% 1.487%
39 12.804 1817 1822 1828 rVB2 199792 242179 7.79% 1.565%
40 12.939 1841 1845 1848 rVB 426950 397082 12.78% 2.567%

41 13.127 1872 1877 1880 rBV4 25380 51159 1.65% 0.331%
42 13.157 1880 1882 1887 rVB2 55699 66503 2.14% 0.430%
43 13.251 1894 1898 1901 rBV2 49073 55100 1.77% 0.356%
44 13.504 1937 1941 1946 rBV 46012 59796 1.92% 0.386%
45 13.827 1994 1996 2000 rVB 51595 49684 1.60% 0.321%
46 13.921 2009 2012 2015 rBVZ2 48598 60448 1.95% 0.391%
47 14.004 2022 2026 2029 rBV 722645 774406 24.92% 5.005%
48 14.033 2029 2031 2034 rVB 68552 61959 1.99% 0.400%
49 14.145 2047 2050 2053 rBV 51576 50473 1.62% 0.326%
50 14.445 2099 2101 2104 rBV 62105 54495 1.75% 0.352%
51 14.751 2151 2153 2156 rVB2 76905 66126 2.13% 0.427%

52 15.486 2274 2278 2282 rVB 339990 414060 13.32% 2.676%

Sum of corrected areas: 15471458
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112571.D

Aca On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample : K1350-09 5X

Misc :

ALS Vial : 13 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: BF112571.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112571.D

Aca On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample : K1350-09 5X

Misc :

ALS Vial : 13 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 4

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

6.61 12.95 ng 321273 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 769 (6.610 min): BF112571.D (-766) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 96.0 J 6.20 6.40 6.60 6.80 7.00
01 L A o I m/z 68.10 36.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 67.0 REPEARESERRARE SRRRENE
6.0 6.40 6.60 6.80 7.00
m/z 134.00 31.90%
01 \ AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 980 1160 m/z 66.10 24.61%
0 |||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 14.06%
5000
104.0
m/z--> 25 Jo éo 85 160 120 140 160 180 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\BF021419\
Data File : BF112571.D

Aca On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample : K1350-09 5X

Misc :

ALS Vial : 13 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 Tetradecane Concentration Rank 14

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

8.70 2.93 ng 85891 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Tridecane 184 C13H28 000629-50-5 76
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Nonane 128 C9H20 000111-84-2 64

Abundance Scan 1124 (8.698 min): BF112571.D (-1121) (-) m/z 57.05 100.00%
57.0

NV PRV

8.40 8.60 8.80 9.00

0 m/z 43.05 83.92%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0
5000 85.0 Mﬁw

41/0 8.40 8.60 8.80 9.00
m/z 71.05 65.66%

15.0 I| Ul |

. 130 100 190 1980
R T R L B AN B e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #48831: Tridecane
57.0
8.40 8.60 8.80 9.00
5000 m/z 41.10 50.97%
41/0
85.0
0 ‘\‘ ! ‘\ ‘\ \‘ w\‘ ol 113.0 141'0 184'0
B B I B o B B e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #48851: Dodecane, 2-methyl- R B R e AR
43.0 8.40 8.60 8.80 9.00
m/z 85.10 38.69%
5000 1.0
2710 99.0 141.0
ob20 I | 1250 169.0185.0
T B B B e e R RS
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112571.D

Aca On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample : K1350-09 5X

Misc :

ALS Vial : 13 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 5 unknown9.58 Concentration Rank 17

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

9.58 2.20 ng 73541 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 46
2 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 46
3 Dimethvl phthalate 194 C10H1004 000131-11-3 42
4 Octacosane 394 C28H58 000630-02-4 38
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 38

Abundance Scan 1274 (9.580 min): BF112571.D (-1270) (-) m/z 163.00 100.00%
168.0
430 710
5000
99.1 1330 194.0 920 940 9.60 9.80
0||||||||||IIIIII|| WWWWW m/Z 71.05 77.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
5%.0
5000 85.0
9.20 9.40 9.60 9.80
m/z 57.05 75.48%
0 130 1410 1830 211.0 239.0 267.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71399: Tetradecane, 4-methyl-
43.0  71.0
9.20 9.40 9.60 9.80
5000 m/z 43.05 72.74%
99.0 1270 169.0
0...,..”,‘..l,”H.,w.”ﬂ..J.“h..,”..,.ﬂn,.%?7 A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55704: Dimethy! phthalate REAREEREEE L e e
163.0 9.20 9.40 9.60 9.80
m/z 85.05 35.18%
5000
77.0
50.0 133.0
oiso %O | peso 1o | o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112571.D

Aca On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample : K1350-09 5X

Misc :

ALS Vial : 13 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 7 Hexadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.29 5.15 ng 172284 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Heptadecane 240 C17H36 000629-78-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 91
5 Pentadecane 212 C15H32 000629-62-9 91

Abundance Scan 1395 (10.292 min): BF112571.D (-1389) (-) m/z 57.10 100.00%
51.1
5000
155.1 10.00 10.20 10.40 10.60
o 1821 2262 m/z 43.10 78.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83026: Hexadecane
57.0
5000 LR SN UL RAULLE U
10.00 10.20 10,40 10.60
m/z 71.10 73.72%
0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane
510 W
85.0 10.00 10.20 10.40 10.60
5000 m/z 85.05 49_.91%
29.0
m/z--> 20 40 eb 8b 160 150 150 1é0 180 200 220 240 2éo 280
Abundance #129492: Eicosane e A i At
57.0 10.00 10.20 10.40 10.60
m/z 41.10 43.37%
5000
85.0
o | |, M30 1410 169, 0 197.0 2250 2530 2820
m/z--> 25 4b 60 80 100 150 150 1éo 180 200 220 240 260 280 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112571.D

Aca On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample : K1350-09 5X

Misc :

ALS Vial : 13 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 Hexacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.51 2.54 ng 85029 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 80
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 80
3 Hentriacontane 437 C31H64 000630-04-6 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 1432 (10.510 min): BF112571.D (-1426) (-) m/z 57.05 100.00%
51.0
5000
99.1 NS DN SRR
] 141.0 183.1 10.20 10.40 10.60 10.80
ol b b b e | m/z 71.05 57.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494:; Hexacosane
57.0
5000 AR SR SRR IR
10,20 10.40 10.60 10.80
m/z 43.05 48.88%
oLt L L i J ] }419 1830 2250 267.0 309.0  366.0
m/z--> 50 100 1éo 200 250 300 350 400 '
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
10.20 10.40 10.60 10.80
5000 m/z 41.10 36.02%
990
0 ﬂw |, 141.0 1830 2390
m/z--> 50 160 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane B R BAEmEmE
57.0 10.20 10.40 10.60 10.80
m/z 85.10 30.50%
5000
99.0
0 Ly a0 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 1&'30 200 250 300 350 400 ' 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112571.D

Aca On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample : K1350-09 5X

Misc :

ALS Vial : 13 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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.21 3.60 ng 132698 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Docosane 310 C22H46 000629-97-0 90
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 1551 (11.210 min): BF112571.D (-1548) (-) m/z 57.10 100.00%
57.1
5000
1131 1411 1691 1061 10180 11,00 11170 1140 1160
0! - m/z 43.05 T74.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0
5000 AR DAL DU B B

10.80 11.00 11.20 11.40 11.60
m/z 71.10 69.63%

29.0

N 1130 1410 169.0 197.0 225.0 253.0  296.0
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94345: Heptadecane
57.0
R R
10.80 11.00 11.20 11.40 11.60
5000 m/z 85.05 48.04%
85.0
29.0
. L) M130 1410 169.0 1060 2400
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane e B m e e AR
57.0 10.80 11.00 11.20 11.40 11.60
m/z 41.05 44 _01%
5000 85.0
20,0 J
. Ll M3 1410 169.0 197.0 2250 253.0 281.0 310.0
e e ittt
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112571.D

Aca On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample : K1350-09 5X

Misc :

ALS Vial : 13 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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.24 2.06 ng 75975 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 64
4 Tritetracontane 605 C43H88 007098-21-7 64
5 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 59
Abundance Scan 1556 (11.239 min): BF112571.D (-1554) (-) m/z 57.10 100.00%

517.1

5000

11.00 11.20 11.40 11.60

0 m/z 71.10 88.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-
57.0
5000 LA B L B L L L L L L
85.0 11.00 11.20 11.40 11.60
29.0 0 m/z 43.10 54 _.01%
o I| A || L [141.0 1830 2110  253.0 282.0
et e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethy!-
57.0
11.00 11.20 11.40 11.60
5000 85.0 m/z 85.10 45 .92%
113.0
o “ ‘ [ 771410 183.0 211.0 239.0 267.0 296.0
R B B s L AR e e e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140552: Dodecane, 1-iodo- e s paa e st
57.0 11.00 11.20 11.40 11.60
m/z 41.10 44 _35%
5000 85.0
29.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112571.D

Aca On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample : K1350-09 5X

Misc :

ALS Vial : 13 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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.64 2.96 ng 109311 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 1624 (11.639 min): BF112571.D (-1620) (-) m/z 57.05 100.00%
57.0
5000
113.1 " 11/40 11,60 11.80 12.00
141.1 169.2
0 1972 m/z 43.10 75.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105884: Octadecane
57.0
5000 85.0 v T
11.40 11.60 11.80 12.00
20.0 m/z 71.05 70.81%
oL ||| 13014101600 197.0 2250 254.0
m/z--> 25 40 60 85 1601201401601802002202402602803603503&0
Abundance #94346: Heptadecane
57.0
g5.0 " 11/40 11,60 11.80 12.00
5000 m/z 85.10 54 _.63%
29.0
oL || ) [M3C14101600107.0 2400
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 3(')0 350 34'10
Abundance #175557: Tetracosane B E aR e e e
57.0 11.40 11.60 11.80 12.00
m/z 41.10 42 .15%
5000 85.0
2.0 1130 1410
0 ‘ L s 1690197022502530281030903380
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320 340 11'40 11.60 11.80 12. oo

8270-BF012519.M Fri Feb 15 13:32:45 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112571.D

Aca On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample : K1350-09 5X

Misc :

ALS Vial : 13 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 13 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.74 20.09 ng 741442 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 94
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 83
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 80
Abundance Scan 1641 (11.739 min): BF112571.D (-1637) (-) m/z 74.10 100.00%
74.1
5000
43.0
L om0 s 227.2 1140 1160 1180 1260
: 185.1 270.2 . . . .
0,....,....||,.-... W 22y L 88 T 0T i m/z 87.10 77.60%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 UL ISR RN U
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.05 33.02%
. | 0] ) eLo 171.0 199.0 2270 2700
s 30 Ao 6 B 1 e Tk 1% 10 20 3% b e
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.40 11,60 11.80 12.00
5000 43.0 270.0 m/z 55.10 27 .24%
143.0 2970
97.0 185.0
. .-‘---‘.‘----M.-‘--‘ Lo a2re | 1600080 | L
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester AR e s
74.0 11.40 11.60 11.80 12.00
m/z 41.10 26.29%
5000 43.0
miz-> 20 40 60 85 160 120 110 160 180 200 220 210 260 11140 11.60 11.80 12.00

8270-BF012519.M Fri Feb 15 13:32:46 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112571.D

Aca On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample : K1350-09 5X

Misc :

ALS Vial : 13 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 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.73 ng 100705 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Docosane 310 C22H46 000629-97-0 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 1692 (12.039 min): BF112571.D (-1690) (-) m/z 57.10 100.00%
57.1
5000
031 10, 11180 12100 12,20 1240
Oty ”.“.”,”.w.”.“.”,”.w.”...”,”.w.”.“.”,”. m/z 71.10 79.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
5000 LI UL UL UL R

11:80 12.00 12.20 12.40
m/z 43.05 76.21%

13.0 169.0 225.0 281.0 337.0 394.0

0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105885: Octadecane
57.0
11.80 12.00 12.20 12.40
5000 m/z 85.10 54.58%
o 130 1690 2540
R e L RS REARE RARE R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R REE R e C e
57.0 11.80 12.00 12.20 12.40
m/z 41.05 38.02%
5000
13. O
0 ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
B E e A BAA RS Eaa e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 11.80 12.00 12.20 12.40

8270-BF012519.M Fri Feb 15 13:32:46 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112571.D

Aca On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample : K1350-09 5X

Misc :

ALS Vial : 13 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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.43 84.20 ng 3107660 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. methv... 294 C19H3402 002462-85-3 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

Abundance Scan 1758 (12.427 min): BF112571.D (-1753) (-) m/z 67.05 100.00%

67.0

41.1
5000
1231 B B e S
| 1501 1761 oopn 2632 2043 12.20 12.40 12.60 12.80
Ol m/z 81.05 85.62%
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)-
41.0 671.0
5000 LA L L L L LB L L LB
12.20 12.40 12.60 12. 80
m/z 55.10 62.77%
. 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 #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
41.0 e o RSN R

12.20 12.40 12.60 12.80
m/z 95.05 59.25%

5000

123.0
. 1500 1780 9p30 2630 2940
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 T T T
67.0 12 20 12. 40 12. 60 12. 80

m/z 41.10 56.39%

-

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

5000

8270-BF012519.M Fri Feb 15 13:32:47 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112571.D

Aca On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample : K1350-09 5X

Misc :

ALS Vial : 13 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 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.44 64 .49 ng 2380290 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 95
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 94
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 93
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 93
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 93
Abundance Scan 1760 (12.439 min): BF112571.D (-1759) (-) m/z 74.00 100.00%
74.0
41.1
5000
222.2 LN BN IR UL B
150 1802 264.2 2063 12:20 12.40 12.60 12.80
Ok ' m/z 55.10 87.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
58.0
5000 [N SN UL RS B
12,20 12.40 12,60 12.80
29.0 111.0 264.0 m/z 69.10 82 .59%
" 1380  180.0 2220 296.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
58.0

12.20 12. 40 12. 60 12.80
5000 m/z 41.10 73.71%
29.0

. 111.0 264.0
1380 1800 2220 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester

0
55.0 12.20 12.40 12.60 12.80
m/z 83.10 72.18%

264.0
111.0
138.0  180.0 2220 296.0 AA

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

5000

8270-BF012519.M Fri Feb 15 13:32:48 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112571.D

Aca On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample : K1350-09 5X

Misc :

ALS Vial : 13 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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.53 9.36 ng 345653 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 86
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
Abundance Scan 1775 (12.527 min): BF112571.D (-1772) (-) m/z 74.05 100.00%
74.0
5000 43 1
| | e 282 12120 1240 1760 12580
: 298.3 - - - -
0 ..-,'....]', A '--!..'-,..3-.2,1..4..,[... ol A e ws m/z 87.00  76.63%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143130: Methyl stearate
74.0
5000 ILUULRR SRR LN IR
43.0 1220 12.40 12.60 12.80
143.0 m/z 43.10 39.24%
97.0
b LT smrg | o 1590 g 20 asmo
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84485: Tridecanoic acid, methyl ester
74.0
12.20 12.40 12.60 12.80
5000{ 43.0 m/z 55.10 28.64%
0 H ‘H I \97\\0 | 14‘30 18\50\ 2280
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester T T
74.0 12,20 12.40 12.60 12.80

m/z 41.05 26 .68%

5000
143.0 255.0
‘ 199.0 ‘ 298.0
0 53‘\b ‘ ‘m ‘ \ ;219 M| 171 0 L 227 0 | ‘\

m/z--> 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 Fri Feb 15 13:32:48 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021419\
Data File : BF112571.D

Acq On : 14 Feb 2019 16:46

Operator : JU/SJ

Sample - K1350-09 5X

Misc :

ALS Vial : 13 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 12.9 ng 321273 1 6.83 496128 20.0
Tetradecane 8.70 2.9 ng 85891 2 8.11 586128 20.0
unknown9 .58 9.58 2.2 ng 73541 3 9.87 669369 20.0
Hexadecane 10.29 5.2 ng 172284 3 9.87 669369 20.0
Hexacosane 10.51 2.5 ng 85029 3 9.87 669369 20.0
Heneicosane 11.21 3.6 ng 132698 4 11.36 738201 20.0
Hexadecane, 2,6,1... 11.24 2.1 ng 75975 4 11.36 738201 20.0
Octadecane 11.64 3.0 ng 109311 4 11.36 738201 20.0
Hexadecanoic acid... 11.74 20.1 ng 741442 4 11.36 738201 20.0
Octacosane 12.04 2.7 ng 100705 4 11.36 738201 20.0
9,12-Octadecadien... 12.43 84.2 ng 3107660 4 11.36 738201 20.0
16-Octadecenoic a... 12.44 64.5 ng 2380290 4 11.36 738201 20.0
Methyl stearate 12.53 9.4 ng 345653 4 11.36 738201 20.0
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