LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample : K5742-09

Misc :

ALS Vial : 4 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-BF110619.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 2.257 20 29 35 rVB 2044574 2739316 7.21% 1.846%
2 4.092 326 341 345 rBVY 13595003 37986361 100.00% 25.606%
3 5.157 516 522 530 rVB 1607673 2145362 5.65% 1.446%
4 5.551 583 589 592 rBY 7900085 8732277 22.99% 5.886%
5 6.551 752 759 763 rBVY 7690396 9482053 24.96% 6.392%
6 6.698 779 784 787 rBVY 8665982 9211983 24.25% 6.210%
7 6.928 819 823 826 rBVY 2164403 1666529 4 .39% 1.123%
8 7.086 846 850 853 rVB 7956522 7173341 18.88% 4 .835%
9 7.492 913 919 922 rBVY 5775411 5912352 15.56% 3.985%
10 8.216 1037 1042 1045 rBvV 2388870 2190069 5.77% 1.476%

11 9.292 1220 1225 1229 rBV 9304428 9800256 25.80% 6.606%
12 9.686 1288 1292 1295 rBV 1094060 920067 2.42% 0.620%
13 9.974 1337 1341 1344 rBV 2979712 2657073 6.99% 1.791%
14 10.769 1470 1476 1479 rBV 7462518 7463911 19.65% 5.031%
15 11.468 1591 1595 1598 rBV 3347751 2819629 7.42% 1.901%

16 11.992 1677 1684 1699 rBV 1549884 1678970 4.42% 1.132%
17 12.257 1725 1729 1733 rVB 468125 414152 1.09% 0.279%
18 12.557 1777 1780 1786 rVB 1476001 1428783 3.76% 0.963%
19 12.780 1813 1818 1827 rBV 607566 679373 1.79% 0.458%
20 13.062 1861 1866 1869 rBV 10364364 10704247 28.18% 7.215%

21 13.292 1901 1905 1908 rVB 1848202 1695394 4._46% 1.143%
22 13.439 1926 1930 1934 rBV2 451047 500368 1.32% 0.337%
23 13.486 1934 1938 1942 rVV2 479262 579003 1.52% 0.390%
24 13.704 1972 1975 1977 rBV 703575 599293 1.58% 0.404%
25 13.951 2013 2017 2025 rBV2 2684901 3551908 9.35% 2.394%

26 14.109 2040 2044 2048 rVB 2728878 2629182 6.92% 1.772%
27 14.274 2069 2072 2075 rBV 392078 421809 1.11% 0.284%
28 14.586 2118 2125 2132 rBV 1271887 1851279 4._.87% 1.248%
29 14.904 2172 2179 2189 rVV 555095 902582 2.38% 0.608%
30 14.986 2189 2193 2197 rVB 465700 467185 1.23% 0.315%

31 15.256 2234 2239 2241 rBV 635925 789503 2.08% 0.532%
32 15.286 2241 2244 2251 rVB 968115 1370257 3.61% 0.924%
33 15.615 2295 2300 2304 rBV 1580941 2120385 5.58% 1.429%
34 15.656 2304 2307 2311 rVB2 540180 706772 1.86% 0.476%

8270-BF110619.M Mon Nov 11 08:02:40 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample : K5742-09

Misc :

ALS Vial : 4 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\HPCHEM1\BNA F\METHODS\8270-BF110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.121 2380 2386 2390 rBV 500691 794354 2.09% 0.535%
36 16.168 2390 2394 2406 rVB 1130583 2135445 5.62% 1.439%
37 16.656 2469 2477 2484 rBV 240905 507636 1.34% 0.342%

38 17.386 2593 2601 2612 rVV2 141024 446411 1.18% 0.301%
39 17.792 2663 2670 2680 rBv4 175177 477223 1.26% 0.322%

Sum of corrected areas: 148352093
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\

BF117731.D
8 Nov 2019 15:23
Ju
K5742-09
4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

2.26

TIC: BF117731.D
09

5.55

5.16

6.70
6.55

7.09

6.93

7.49

0
Time-->

5.00

5.50

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0t~

TIC: BF117731.D

9.29

10.77

0.97 11.47

8.22

11.99

12.26

12.56
12.78

13.06

13.2

Time-->

10.00

10.50

1
11.00 11.50

12.00

12.50

13.00

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

1331491370

TIC: BF117731.D

13.9%4.11
15.62
15.66

14.59
14.27 1419009

16.17
R 1666 17.39

17.79

Time-->

1
13.50

14.50 15.00

15.50 16.00 16.50

I
14.00 17.00 17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.26 32.87 ng 2739320 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 29 (2.257 min): BF117731.D (-20) (-) m/z 73.05 100.00%
7B
5000 43
55 87
37 61 67 2.202.30 2.40 2.50 2.60 2.70
obr et et el e m/Z 43.00 38.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.202.30 2.40 2.50 2.60 2.70
55 87 m/z 55.00 26.00%
o ?9 35 1] | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.202.30 2.40 2.50 2.60 2.70
5000 a1 55 m/z 87.10 25.71%
| :
ok 1l MLW U etl o | o7 12 1z
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.202.30 2.40 2.50 2.60 2.70
m/z 40.95 12.66%
5000 43
58
0'|'”“W“"H*'w"“l'“'l”"w"w"“l'“'l“"w"w"“ DA IV AL IR RN AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.16 25.75 ng 2145360 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 522 (5.157 min): BF117731.D (-516) (-) m/z 42.95 100.00%
43
59
5000
101 R N R I
51 | 7 83 | 480 5.00 520 5.40
O e e e e e e m/z 59.00 54.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA I R I B
59 480 500 520 540
m/z 101.00 19.93%
15 31 101
0 | U Y | 83 ,
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.00 16.16%
101
15 31 % 6 86
) R A SRS RN ARAR RRARA RARSA RARAN AARAN LA RALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59 480 5.00 520 5.40
m/z 41.00 8.45%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY R R A A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 unknown6.70 Concentration Rank 2

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

6.70 110.55 ng 9211980 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 784 (6.698 min): BF117731.D (-779) (-) m/z 132.00 100.00%
5000 68
96 B SRR UL S
40 4 J 6.40 6.60 6.80 7.00
ol |7 e [ ysms | w/z 68.00 41.06%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IRBEARREE LARE UL SR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 35.04%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 28.02%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal N e R
132 6.40 6.60 6.80 7.00
m/z 69.10 17.34%
5000 67
41 97
53
‘ o ‘ 117
ol lll ol ) 88 a0 | S | |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.99 11.91 ng 1678970 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 1684 (11.992 min): BF117731.D (-1677) (-) m/z 72.95 100.00%

43

5000

213 A\

11.60 11,80 12.00 12,20 12.40
0 m/z 43.00 88.04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid

5000 R R EEEREmEE
11. 60 11. 80 12. OO 12 20 12. 40

256 m/z 60.00 84.98%

157 185

157 1g5 213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #95851: Pentadecanoic acid
43 73

11.60 11.80 12.00 12.20 12.40
5000 129 m/z 41.00 69.33%

2 Lﬁ

ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72647: Tridecanoic acid

0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
73 11.60 11.80 12.00 12.20 12.40
43 m/z 57.10 67.48%
5000 129 r
Ol

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.56 10.13 ng 1428780 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 90
Abundance Scan 1781 (12.563 min): BF117731.D (-1777) (-) m/z 57.05 100.00%
57
5000 85
113 12.20 12.40 12.60 12.80
3 141159 255
0 ...,....',...J,..|:.,!..!'l,..J.,.'...,l....,...l.l,?ﬁ.,?ll..l..?.35?... 2 m/z 71.05  71.19%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #117638: Nonadecane
57
5000 85

12.20 12.40 12.60 12.80
m/z 43.00 67.20%

29
0 1. I | Il ||| 1}3 Al 141 n 169 197 225 2(.38
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane
57
85 12.20 12.40 12.60 12.80
5000 m/z 85.05 51.28%
29 113
0 L 7,14 169 197 205 253 296
e e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57 12.20 12.40 12.60 12.80
m/z 41.00 29.80%
5000 85
29 113
0 J ‘141 169 197 225 253 281 309 338
T e e e e e e e e e e e R e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12 20 12. 40 12. 60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.78 4.82 ng 679373 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1818 (12.780 min): BF117731.D (-1813) (-) m/z 43.05 100.00%
43 78
57
5000 129

12.40 12.60 12.80 13.00
m/z 73.00 94.48%

199213227

=

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

12.40 12.60 12.80 13.00
m/z 60.00 77.89%

185 241 284

. 143457171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid

12.40 12.60 12.80 13.00
m/z 57.05  75.35%

5000
29
ol Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 12.40 12.60 12.80 13.00
43 m/z 55.00 73.99%
5
5000 129
185 228
115
o1t 143157171 ‘
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\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Tricosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.29 12.90 ng 1695390 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 1905 (13.292 min): BF117731.D (-1901) (-) m/z 57.05 100.00%
57
85
5000
4
113 13.00 13.20 13.40 13.60
141
0 ,,H T Mt 109080 211 239 267 205 324 o105 70.19%
m/z--> mmmmmmmmmmmmmmmm
Abundance #164578: Tricosane
57
5000 85
4 13.00 13.20 13.40 13.60
13 304 m/z 43.05 64 .65%
L L e e e e 2w s
m/z--> i&m%mmmmmmmmmmmm
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57
13.00 13.20 13.40 13.60
5000 4 85 m/z 85.10 52.21%
140
o ‘ 113 717 166182 205 226
m/z--> i&&%@mmmmmmmmmmﬁ
Abundance #141426: Heneicosane
57 13.00 13.20 13.40 13.60
m/z 41.00 25.42%
85
5000
113
o \\ bk o g 1L 169 107 225 253 296
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 350 13. oo 13 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 2,2,6,6-Tetramethyl-1,5-dio... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.70 4.56 ng 599293 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.6.6-Tetramethvl-1.5-dioxa-2.... 300 C16H2002Si2 039533-13-6 59
2 Benzold.Elisoindolol2.1-alauinaz... 285 C18H11N30 331269-09-1 52
3 2-(p-PhenoxvphenvD)indolizine 285 C20H15NO 072006-54-3 47
4 4-(Acridin-9-vIN-1.3-benzenediamine 285 C19H15N3 1000326-84-9 47
5 1-(Trihexylsilyloxy)pentane 370 C23H500Si1 1000308-32-2 38
Abundance Scan 1974 (13.698 min): BF117731.D (-1972) (-) . m/z 285.10 100.00%
285
5000
300
41 69 161 U BN RO
| 115 q41 1g7 203217 243257271 l ‘ 13.40 13.60 13.80 14.00
0...,....,..'..l-,:.-..,:.' et 2572 L 300 20 30,370
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #144448: 2,2,6,6-Tetramethyl-1,5-dioxa-2,6-disila-3,4:7,8-... .
285
5000 AABABRARASRA SRR AR
996 300 13140 13.60 13.80 14.00
211 m/z 161.00 25.65%
o 3 152 168 195 l
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 360
Abundance #132033: Benzo[d,E]isoindolo[2,1-a]quinazolin-12-one, 11-a...
285
13.40 13.60 13.80 14.00
5000 m/z 69.00 22 .46%
. 63 83 1912013 166 159205 229 256,
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #132099: 2-(p-Phenoxyphenyl)indolizine
285 13.40 13.60 13.80 14.00
m/z 286.10 21.87%
5000

191 208

51 77 102 127142 226241256
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00

8270-BF110619.M Mon Nov 11 08:02:45 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 27.02ng 3551910  Chrysene-d12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99

2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 2017 (13.951 min): BF117731.D (-2013) (-) m/z 57.05 100.00%
57 83
5000
139 13.60 13.80 14.00 14.20
167 254
o 19 224 280298 m/z 43.05 94.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
13.60 13.80 14.00 14.20
29 m/z 55.00 86 .30%
o A | 139 167 196 223 252 280
rreprere e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
ANANN__
13.60 13.80 14.00 14.20
5000 m/z 83.05 84 .92%
29
o il 167 196 224 252 280 308
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 T P
57 83 13.60 13.80 14.00 14.20
m/z 97.05 76.17%
5000
29
ob il 167 195 222 250 280 308 336 N
R RRRaaRRREESRRESESS R e S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20

8270-BF110619.M Mon Nov 11 08:02:45 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 1-Decanol, 2-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.59 14.08 ng 1851280 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 91
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 90
4 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 87
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87
Abundance Scan 2126 (14.592 min): BF117731.D (-2118) (-) m/z 57.00 100.00%
83
50001 4
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
139 14.20 14.40 14.60 14.80 15.00
o 154 182197 224 252269284 308 n/z  43.00 85930
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95994: 1-Decanol, 2-hexyl-
5000 LRSI DU AU AR I
41 14.20 14.40 14.60 14.80 15.00
m/z 83.10 72.92%
o . 196 224
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #187989: Oxalic acid, hexadecy! propy! ester
43
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.20 14.40 14.60 14.80 15.00
5000 71 m/z 55.00 70.27%
27
okl J 168 196 224 251
R AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester L B e e e L
43 14.20 14.40 14.60 14.80 15.00
n m/z 97.10 65.57%
5000
125
o2 141 169 107 224 253269
TTITT[TTTIIT —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80 15.00

8270-BF110619.M Mon Nov 11 08:02:46 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Heptadecane, 9-octyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.90 8.51 ng 902582 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 2178 (14.898 min): BF117731.D (-2172) (-) m/z 57.00 100.00%
57
5000 85
113 14.60 14.80 15.00 15.20
3! 141 169
oL ,I| | 24t 160187207225 258 281 m/z 71.10 69.53%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85
14.60 14.80 15.00 15.20
m/z 43.00 64 .53%
oLl } I 2 141 169 197 239 567 po4 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
o 14.60 14.80 15.00 15.20
5000 m/z 85.10 48.32%
29
ol M [ 13,4 169 197 225 253 338
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 14.60 14.80 15.00 15.20
m/z 41.00 22.18%
5000 85
. 29 ‘ 1\ I H M3 141 169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF110619.M Mon Nov

11 08:02:46 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Squalene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.99 4.41 ng 467185 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 76
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 64
3 Supraene 410 C30H50 007683-64-9 62
4 6.10.14-Hexadecatrien-1-ol. 3.7.... 292 C20H360 036237-66-8 53
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 53
Abundance Scan 2194 (14.992 min): BF117731.D (-2189) (-) m/z 69.10 100.00%
69
5000 149

14.60 14.80 15.00 15.20 15.40

75 207 231

273 307 341

0! m/z 149.00 50.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4!
14.60 14.80 15.00 15.20 15.40
m/z 81.00 49 _.37%
9% 137
ol by L 4171 161 191217 273209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69
e AARRREE R
14.60 14.80 15.00 15.20 15.40
5000 41 m/z 41.05 23.52%
93
l L 136
ol b hrd agy ) T 192 231 273 815341 384
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene B A u B
69 14.60 14.80 15.00 15.20 15.40
m/z 167.00 17.32%
5000
41
95 137
0 L L 217 | 163 191 217 245 273 299 341 367 410
——e e
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40

8270-BF110619.M Mon Nov 11 08:02:47 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Octadecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.26 7.45 ng 789503 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2240 (15.262 min): BF117731.D (-2234) (-) m/z 57.05 100.00%
57
5000
o 1500 15.20 15.40 15.60
141 . . . .
Ol ...11,4.1.4,1...1.9,7..2]:?9,...2.9,5..?‘.‘}.... S m/z 71.10 72.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117648: Octadecane, 2-methyl-
43
5000 TTTprrTTTT T T T T T T T T
85 15.00 15.20 15.40 15.60
m/z 43.05 62.59%
m/z--> 6 50 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #209566: Octacosane
57
1500 15.20 15.40 15.60
5000 m/z 85.10 54 _27%

99
26 ] |, 141 183 225 281 337 394

e M.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R BB EaEeE e e
57 15.00 15.20 15.40 15.60
m/z 55.00 24 _66%
5000

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

L A S I SR e L e T A

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.20 15.40 15.60

8270-BF110619.M Mon Nov 11 08:02:47 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 n-Tetracosanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.29 12.92 ng 1370260 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Octacosanol 410 C28H580 000557-61-9 90
Abundance Scan 2245 (15.292 min): BF117731.D (-2241) (-) m/z 97.10 100.00%
g7
69
5000 43
153 15.00 15.20 15.40 15.60
P L |77 180 213236 264283308 336 | 17z 83.05  94.10%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
125 15.00 15.20 15.40 15.60
m/z 69.00 75.66%
o 29 4 1158 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
87 83
15,00 15.20 15.40 15.60
5000 11 m/z 55.00 70.64%
29 139
ol L ” | .‘L j 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol B AR I
55 83 15.00 15.20 15.40 15.60
m/z 111.10 56.05%
29
L ” L) 13 167 196 204 252 280 508
L B LI B LI B L B L B T T T T T T T 7T L B —v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—v—v—
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF110619.M Mon Nov 11 08:02:48 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.12 7.49 ng 794354 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2386 (16.121 min): BF117731.D (-2380) (-) m/z 57.05 100.00%
57
85
5000

15.80 16.00 16.20 16.40

113
7], 141 160 211

o34, y AL fatgtte0, 211 263 283309 m/z 71.10 72.42%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LA L L L L L LB B |
15.80 16.00 16.20 16.40
m/z 43.00 62.06%
29 13 14
oL L. I 4141 169 197 225 253 205 323 367
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
e
15.80 16.00 16.20 16.40
5000 o m/z 85.05 55.17%
29
oL ] | 8 141 169 197 225 253 281 309 337 365 394
e B0 S i s A S R L AR L -
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane AR R et
57 15.80 16.00 16.20 16.40
m/z 55.00 23.41%
5000 85
113
N ] L1 (141 169 197 225 267 205 365 393
e e A i & B e
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF110619.M Mon Nov 11 08:02:48 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 18 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.17 20.14 ng 2135450 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Octacosanol 410 C28H580 000557-61-9 93

Abundance Scan 2394 (16.168 min): BF117731.D (-2390) (-) m/z 57.00 100.00%

57 83

5

5000 111
l 139 15.80 16.00 16,20 16.40
167 195
- i Il b2l A% 223 265292 8L "m/z 83.05 85.69%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
125 15.80 16.00 16.20 16.40
m/z 43.00 84.28%
o 29 4 1158 181 209 236 264 202 320 350 378
- T T I T 1T I T T L T I T L I T T
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
97 83
R AR
15.80 16.00 16.20 16.40
5000 11 m/z 97.10 82.50%
29 139
ol L ” | .‘L j 167 195 222 250 280 308 336
R e e
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol e
56 83 15.80 16.00 16.20 16.40
m/z 55.00 79.09%
5000 1
29 139
ob— 411 ” L | h | 167 196 224 252 280 308
— e e R EEE S e
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF110619.M Mon Nov 11 08:02:48 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.66 4.79 ng 507636 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2478 (16.662 min): BF117731.D (-2469) (-) m/z 57.05 100.00%
57 n
85
5000
A 1L 1 001 100 157 25 o s 1640 16,60 16,80 1700
ol A Ly S T m/z 71.10 78.55%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B B SR R
16. 40 16 60 16. 80 17. oo
m/z 43.00 61.94%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57
16,40 16.60 16.80 17.00
5000 85 m/z 85.10 53.99%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #175558: Tetracosane I e
57 16.40 16.60 16.80 17.00
m/z 55.00 22 .93%
85
5000
113
oL 3 |4 109,197 225 253 21 a9 38
m/z--> % 1& 150 2& 250 3& 3% ' mmmmmmﬂm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117731.D

Aca On : 8 Nov 2019 15:23

Operator :© JU

Sample = K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 _.gamma.-Sitosterol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.79 4_.50 ng 477223 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 92
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 47
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 38
5 Stigmastan-3-en-6-o0l 414 C29H500 1000214-19-7 22
Abundance Scan 2670 (17.792 min): BF117731.D (-2663) (-) m/z 43.00 100.00%
43
107
5000

17.40 17.60 17.80 18.00 18.20
m/z 55.00 66.64%

0!
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol

17.40 17.60 17.80 18.00 18.20
m/z 107.00 60.86%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43
A R REs B
17.40 17.60 17.80 18.00 18.20
5000 81 105 m/z 105.00 55.80%
18 145 " 414
73 255 303329
0 J l‘ l ‘m { 284 | 276 354 381
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- AR BRI
43 17.40 17.60 17.80 18.00 18.20
m/z 57.00 54 _.30%
5000 368
81 107
145 329 414
LULL g prs 213 247 275 3
Ot ALl MMM
m/z--> 0 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF110819\
Data File : BF117731.D

Acq On : 8 Nov 2019 15:23

Operator : JU

Sample : K5742-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110619_.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]
Butane, 2-methoxy... 2.26 32.9 ng 2739320 1 6.93 1666530 20.0
2-Pentanone, 4-hy... 5.16 25.8 ng 2145360 1 6.93 1666530 20.0
unknown6.70 6.70 110.6 ng 9211980 1 6.93 1666530 20.0
n-Hexadecanoic acid 11.99 11.9 ng 1678970 4 11.47 2819630 20.0
Nonadecane 12.56 10.1 ng 1428780 4 11.47 2819630 20.0
Octadecanoic acid 12.78 4.8 ng 679373 4 11.47 2819630 20.0
Tricosane 13.29 12.9 ng 1695390 5 14.11 2629180 20.0
2,2,6,6-Tetrameth... 13.70 4.6 ng 599293 5 14.11 2629180 20.0
5-Eicosene, (E)- 13.95 27.0 ng 3551910 5 14.11 2629180 20.0
1-Decanol, 2-hexyl- 14.59 14.1 ng 1851280 5 14.11 2629180 20.0
Heptadecane, 9-oc... 14.90 8.5 ng 902582 6 15.62 2120390 20.0
Squalene 14.99 4.4 ng 467185 6 15.62 2120390 20.0
Octadecane, 2-met... 15.26 7.5 ng 789503 6 15.62 2120390 20.0
n-Tetracosanol-1 15.29 12.9 ng 1370260 6 15.62 2120390 20.0
Hexacosane 16.12 7.5 ng 794354 6 15.62 2120390 20.0
1-Heptacosanol 16.17 20.1 ng 2135450 6 15.62 2120390 20.0
Heneicosane 16.66 4.8 ng 507636 6 15.62 2120390 20.0
-gamma.-Sitosterol 17.79 4.5 ng 477223 6 15.62 2120390 20.0
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