LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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 5.051 500 504 518 rBV 71056 115573 3.52% 0.434%
2 5.463 570 574 606 rBY 2071670 2375390 72.33% 8.920%
3 6.475 742 746 763 rBVY 2316132 2504432 76.26% 9.405%
4 6.598 763 767 781 rVB 2752200 2689900 81.90% 10.101%
5 6.822 801 805 813 rBV 562469 513688 15.64% 1.929%
6 6.981 828 832 840 rBVY 2207037 2068477 62.98% 7.768%
7 7.387 897 901 915 rBVY 1560505 1614403 49.16% 6.062%
8 8.104 1019 1023 1039 rBV 690406 667100 20.31% 2.505%
9 9.181 1200 1206 1216 rBvY 3300353 3284245 100.00% 12.333%
10 9.575 1269 1273 1279 rBV 124056 121296 3.69% 0.455%

11 9.857 1317 1321 1330 rBV 836256 783250 23.85% 2.941%
12 10.657 1452 1457 1472 rBV 2105950 2123208 64.65% 7.973%
13 11.351 1571 1575 1585 rBV 769018 797199 24.27% 2.994%
14 11.869 1660 1663 1676 rBV 262844 300627 9.15% 1.129%

15 12.651 1793 1796 1808 rBV 54525 83222 2.53% 0.313%
16 12.933 1839 1844 1847 rBV 3325335 3199764 97.43% 12.016%
17 13.145 1875 1880 1885 rBV 36829 42854 1.30% 0.161%
18 13.486 1934 1938 1941 rBV2 51699 48186 1.47% 0.181%

19 13.810 1990 1993 2006 rBV 361816 528105 16.08% 1.983%
20 13.998 2021 2025 2030 rBV 726228 698675 21.27% 2.624%

21 14.127 2044 2047 2050 rBV 101884 91010 2.77% 0.342%
22 14.433 2095 2099 2101 rBV 149296 133600 4_.07% 0.502%
23 14.457 2101 2103 2111 rVBS8 23900 42819 1.30% 0.161%
24 14.733 2146 2150 2154 rBV 158969 150466 4._.58% 0.565%
25 14.810 2159 2163 2166 rVB 41589 43291 1.32% 0.163%

26 15.063 2202 2206 2210 rBV 173708 183278 5.58% 0.688%
27 15.433 2265 2269 2272 rBV 154390 208593 6.35% 0.783%
28 15.468 2272 2275 2285 rVB2 461649 621614 18.93% 2.334%
29 15.862 2336 2342 2347 rBV 149793 227229 6.92% 0.853%

30 15.933 2349 2354 2359 rBV5 34078 84627 2.58% 0.318%
31 16.357 2419 2426 2430 rBV 93244 179830 5.48% 0.675%
32 16.933 2519 2524 2529 rBV3 37297 68543 2.09% 0.257%
33 17.615 2635 2640 2648 rVB10 14898 34957 1.06% 0.131%

8270-BF012519.M Wed Feb 20 15:54:37 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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 - 0 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

Sum of corrected areas: 26629451
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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: BF112618.D
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Abundance TIC: BF112618.D
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1500000
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Abundance TIC: BF112618.D

3000000
2500000
2000000
1500000
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500000 13.81 ol
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43 i Jk, 89 1636
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.05 4_.50 ng 115573 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 504 (5.051 min): BF112618.D (-500) (-) m/z 43.00 100.00%
43
59
5000
101 o e e = S MM
| 83 480 5.00 520 5.40
R B e m/z 59.00 56.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 5.40
m/z 101.00 23.98%
15 31 101
25 7] 37, 53,| 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 5.00 520 5.40
5000 m/z 58.00 15.69%
29 101
15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4083: Morpholine, 4—methy|— LA L L L L L B
43 480 5.00 520 5.40
m/z 41.00 9.08%
5000
101
71
"'l'ﬁ?'|"'?Fl""F'l'é?"ﬁs'|""i""|"§6'|'"'ﬁ""l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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

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

Peak Number 2 unknown6.60 Concentration Rank 1

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

6.60 104.73 ng 2689900 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 767 (6.598 min): BF112618.D (-763) (-) m/z 132.00 100.00%
5000 68
96 SRS SR SR
40 g 6.20 6.40 6.60 6.80 7.00
[ L eus | m/z 68.10 41.48%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR LRI L UL I
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.18%
"% !||'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .77%
33 44 o 105
---‘-.--‘-ﬁq--‘--f)----‘.-‘-?l-S.-- S
m/z--> 40 60 80 100 120 140 160 180 |
Abundance #52379: Tranylcypromine-propionyl R A RA RN RS S
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 17.73%
5000 98 116
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 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\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.87 7.54 ng 300627 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1663 (11.869 min): BF112618.D (-1660) (-) m/z 73.00 100.00%

43 o 78
5000 129

.

213
157171185 T o e R
N M“ 43 199 | 227 256 11.60 11.80 12.00 12.20
..w.”.“.h T m/z 43.05 86.18%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129 LA L L L L L LB

11. 60 11. 80 12. OO 12 20

m/z 59.95 83.48%
213
TJJ 143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73 _}
43 T T TR
11.60 11.80 12.00 12.20
5000 29 129 m/z 41.10 79.99%
115 171
214
| | T } ‘ 143157 ‘ 185
...,.l..‘,“ AL PR Y Y N AN
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 J
Abundance #95851: Pentadecanoic acid R T T
43 60 73 11.60 11.80 12.00 12.20
m/z 55.05 71.53%
5000 129
29
199
143157171185 242 k-m-N,M,~A
15 | ‘
.”,”.q.”

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.65 2.09 ng 83222 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 1796 (12.651 min): BF112618.D (-1793) (-) m/z 73.00 100.00%
43 7B
57
5000 129

12.40 12.60 12.80 13.00
m/z 43.05 94.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 R o B
12.40 12.60 12.80 13.00
0
. 17f85 241 284 m/z 41.05 79.01%
143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73
43 _| I R EREE RS

12.40 12.60 12.80 13.00
m/z 57.05 70.06%

5000
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R R R R R E s L a R
60 12.40 12.60 12.80 13.00

m/z 59.95 65.31%
5000 129
J‘Hv 143157171185199213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.81 15.12 ng 528105 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance Scan 1993 (13.810 min): BF112618.D (-1990) (-) m/z 57.10 100.00%
57
5000 ” L ‘ \ ﬁ
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—r
139 13.40 13.60 13.80 14.00 14.20
b J JB16 224 280 o m/z 43.05 97.35%
m/z--> 50 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 AU A B
13140 13.60 13.80 14.00 14.20
29 ‘ 111 m/z 55.05 80.81%
J | L L 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—r
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 75.26%
L] lJ | ) ga7 ) 196 224 269 420
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57 13.40 13.60 13.80 14.00 14.20
m/z 69.05 68.78%
83
5000
111
29
| 139 19 210238 283 434
|||||||| ||||||||||||||||||||||||| —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—r
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.13 2.61 ng 91010 Chrysene-di12 14 .00
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 Hexacosane 366 C26H54 000630-01-3 90
4 Octadecane 254 C18H38 000593-45-3 87
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 2047 (14.127 min): BF112618.D (-2044) (-) m/z 57.05 100.00%
57
85
‘ | | Il 113 141 183 13.80 14.00 14.20 14.40
R i B e e B B o m/z 71.10 68.57%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
13.80 14.00 14.20 14.40
m/z 43.10 66.81%
29 113
J | L 00,141 169 107 225 253 296
m/z--> 50 160 1%0 260 2%0 360 3%0
Abundance #94346: Heptadecane
57
g5 13.80 14.00 14.20 14.40
5000 m/z 85.10 55.17%
29
L. | | l‘Jllﬁ3A 141 169 197 240
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane T Tttt
57 13.80 14.00 14.20 14.40
m/z 41.05 30.14%
i i || M8 141 169 197 225 253 295 303 367
m/z--> 5'0 1(')0 150 2(')0 251;0 300 3&1;0 13.|80 14.'00 14.'20 14.'40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.43 3.82 ng 133600 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2098 (14.427 min): BF112618.D (-2095) (-) m/z 57.05 100.00%
57
5000 85
113 141 34 1420 14.40 14.60 14.80
169
..J,.l...*|....,...1.9?2:1?.. A m/z 71.05 73.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 R S LU B U
14.20 14.40 14.60 14.80
m/z 43.10 70.83%
29 13 4
| .I J Il L .41?9 197 225 253 282
m/z--> éo 160 150 260 250 300 3éo 460
Abundance #215181: 2-methyloctacosane
57
"' 1420 14.40 14.60 14.80
5000 85 m/z 85.10 48 .52%
113
29 | | || |7]7,241 160 197 225 267 205 365 393
m/z--> éo 160 1éo 260 250 360 3éo 460
Abundance #219831: Triacontane
57 14.20 14.40 14.60 14.80
m/z 41.10 32.07%
5000 85
113 141
29| | ||| J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3éo 460 1450 1440 1460 1480
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.73 4.84 ng 150466 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2149 (14.727 min): BF112618.D (-2146) (-) m/z 57.10 100.00%
57
5000 85
155 183 14.40 14.60 14.80 15.00
...'.~,'.“ L 5‘35, e e m/z 71.10 72.82%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 R A UL B UL
mmmmmmmm
m/z 43.10 68.98%
2011 11}3‘1§1 169 197 225 253 205 323 367
m/z--> 55 160 150 260 2%0 300 3%0 '
Abundance #141426: Heneicosane
57
o 14.40 14.60 14.80 15.00
5000 m/z 85.10 48 .31%
29 113
UL LT 141 160 197 205 253 206
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane T T T T T
57 14.40 14.60 14.80 15.00
m/z 41.10 26.18%
5000 85
113
200 | || |77, 141 160 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1440 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.06 5.90 ng 183278 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2206 (15.063 min): BF112618.D (-2202) (-) m/z 57.10 100.00%
57
5000
141 14.80 15.00 15.20 15.40
" ...J....,...1.9,7....2??... e || M7z 71.10  75.01%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
57
5000 L R B UL L
14.80 15.00 15.20 15.40
99 m/z 43.10 73.81%
24 J] 41 183 225 282
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57
14,80 15.00 15.20 1540
5000 m/z 85.05 54 _.95%
99
26, | | 141 183 225 267 309 365
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane T
57 14.80 15.00 15.20 15.40
m/z 55.05 27 .30%
5000

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.80 15. 00 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.86 7.31 ng 227229 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2342 (15.862 min): BF112618.D (-2336) (-) m/z 57.10 100.00%
57
85
5000

141 169101 225 253 282 15.60 15.80 16.00 16.20
...r,ﬂ"] LT 225 208 282 | m/z 71.10 75.48%

m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 TT T[T T T T[T T rrrrrrr1
15. 60 15. 80 16. 00 16. 20
113 m/z 43.10 62.91%
29 | d 141 169 197 225 253 281 309 337 365 303 422
i e T e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
B EERR Bam e L
85 15.60 15.80 16.00 16.20
5000 m/z 85.10 52.97%
29 113
[ ULy )y, 169 197 225 253 296
— e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane R
57 15.60 15.80 16.00 16.20
m/z 55.10 26.40%
5000 85
29 113

UL T 141 169 197 225 253 281 309 337 380
R e R e o e RS R e S

m/z--> 50 100 150 200 250 300 350 400 15. 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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 Heptadecyl heptafluorobutyrate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.93 2.72 ng 84627 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 52
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 49
3 Behenic alcohol 326 C22H460 000661-19-8 46
4 n-Nonadecanol-1 284 C19H400 001454-84-8 46
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 43

Abundance Scan 2353 (15.927 min): BF112618.D (-2349) (-) m/z 55.05 100.00%
55 97
5000
179 o 185207 15.60 15.80 16.00 16.20
— | m/z 57.10 92.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 R UM RN UL UL
111 15.60 15.80 16.00 16.20
29 m/z 97.05 85 .55%
1l L1§9 169 510 238 283 434
m/z--> 50 100 150 200 250 300 350 400
Abundance #207396: Bromoacetic acid, octadecyl ester
43
69 S N SN SRR UGS
97 15.60 15.80 16.00 16.20
5000 m/z 43.10 79 .38%
21
L A4 Jl | 53181 22250 o
m/z--> 50 100 150 200 2éo 300 350 400
Abundance #166292: Behenic alcohol R AEmEEEE L
55 83 15.60 15.80 16.00 16.20
m/z 83.00 73 .58%
5000 1
29
Ll ‘L1?911§7 196 224 252 280 308
m/z--> éo 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF012519.M Wed Feb 20 15:54:43 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.36 5.79 ng 179830 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2427 (16.362 min): BF112618.D (-2419) (-) m/z 57.05 100.00%
57
85
5000
UNNUNNUSUA SR
141 183505 267 16.00 16.20 16.40 16.60
S | ".JIII"“']"“""".'...,.'...,....,....,... m/z 71.10 77 .94%
m/z--> 50 150 200 250 300 350 400
Abundance #117637: Nonadecane \K/\/\\m
57
85
5000 IUNABSUNADSUNALSUNARE B
16. oo 16 20 16. 40 16.60
29 m/z 43.10 71.85%
LD 228 141 169 197 268
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane
57
16.00 16.20 16140 16.60
5000 85 m/z 85.10 65.58%
118 141
29 | [ | 47,169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane L R I St
57 16.00 16.20 16.40 16.60
m/z 55.10 33.67%
85
N W
29 113
111 [ | 141 169 197 225 253 296
m/z--> % 1m ﬁo ﬁ 2% ﬁo ﬁ)4& 1mmwmmm%o'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112618.D

Aca On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.93 2.21 ng 68543 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 2-methvlhexacosane 380 C27H56 1000376-72-7 91
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2523 (16.927 min): BF112618.D (-2519) (-) m/z 57.10 100.00%
57
5000 85
l Illll 111 169 211 16,60 16.80 17.00 17.20
- | %m HIMHul S — m/z 71.10 83.99Y%
m/z--> 50 15 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000 UL AR A DU RN
16. 60 16. 80 17. oo 17.20
- m/z 43.10 54 _.62%
VL (HE3,241 169 197 295 253 338
m/z--> §o 160 1éo 260 250 360 3%0 460 !
Abundance #194494: Hexacosane
57
16,60 16.80 17.00 17.20
5000 g5 m/z 85.10 48 .88%
29 13 9m
9 | || |7/ 341 169 107 225 253 205 366
m/z--> §o 160 1éo 260 250 360 3%0 460 !
Abundance #223852: Hentriacontane R B R
57 16.60 16.80 17.00 17.20
m/z 55.10 31.70%
5000 85
113 141
| || | 77,141 169 107 225 253 281 309 337 365 437
m/z--> % ﬁo @ 2& 250 ﬁ 3% ﬁo ! mmmmﬂmﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021919\
Data File : BF112618.D

Acq On : 19 Feb 2019 13:54

Operator : JU/SJ

Sample : K1515-01

Misc :

ALS Vial : 8 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]
2-Pentanone, 4-hy... 5.05 4.5 ng 115573 1 6.82 513688 20.0
unknown6 .60 6.60 104.7 ng 2689900 1 6.82 513688 20.0
n-Hexadecanoic acid 11.87 7.5 ng 300627 4 11.35 797199 20.0
Octadecanoic acid 12.65 2.1 ng 83222 4 11.35 797199 20.0
5-Eicosene, (E)- 13.81 15.1 ng 528105 5 14.00 698675 20.0
Heneicosane 14.13 2.6 ng 91010 5 14.00 698675 20.0
Eicosane 14.43 3.8 ng 133600 5 14.00 698675 20.0
Hexacosane 14.73 4.8 ng 150466 6 15.47 621614 20.0
2-methyloctacosane 15.06 5.9 ng 183278 6 15.47 621614 20.0
Triacontane 15.86 7.3 ng 227229 6 15.47 621614 20.0
Heptadecyl heptaf... 15.93 2.7 ng 84627 6 15.47 621614 20.0
Nonadecane 16.36 5.8 ng 179830 6 15.47 621614 20.0
Tetracosane 16.93 2.2 ng 68543 6 15.47 621614 20.0
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