LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020819\
Data File : BG039423.D
Aca On : 8 Feb 2019 19:54 Instrument :
Operator : JU/SJ ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : K1404-08 A0C12-SS4-10.0-10.5
ALS Vial : 10 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 G\METHODS\8270-BG012919.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 3.223 17 23 32 rBv 79444 150481 3.69% 0.569%
2 3.299 32 36 42 rVB 58659 84017 2.06% 0.318%
3 5.256 363 369 376 rBV 80985 128006 3.14% 0.484%
4 5.714 440 447 455 rBV 1241767 1959893 48.10% 7.410%
5 7.312 711 719 731 rBV 1265239 2268319 55.67% 8.576%
6 7.699 775 785 794 rBVY 1223336 2064215 50.66% 7.804%
7 8.175 859 866 877 rVB 204040 349694 8.58% 1.322%
8 8.498 913 921 930 rVB 849699 1465386 35.96% 5.540%
9 9.350 1057 1066 1075 rBV 735391 1335288 32.77% 5.048%
10 10.995 1339 1346 1356 rVB 277622 509568 12.51% 1.927%

11 13.421 1749 1759 1768 rBV 1808776 2841733 69.74% 10.744%
12 14.238 1892 1898 1904 rBV 122478 179189 4._.40% 0.677%
13 14.796 1986 1993 2002 rVB2 464567 737229 18.09% 2.787%
14 16.282 2239 2246 2263 rBV 1650463 2433407 59.72% 9.200%
15 17.539 2454 2460 2470 rBV2 620231 935988 22.97% 3.539%

16 18.397 2601 2606 2624 rBvV2 213511 370803 9.10% 1.402%
17 19.660 2816 2821 2832 rBV2 94122 160209 3.93% 0.606%

18 19.918 2862 2865 2869 rVB2 43779 45894 1.13% 0.174%
19 20.135 2895 2902 2912 rBV 3152806 4074828 100.00% 15.406%
20 20.412 2941 2949 2954 rBV 49198 71963 1.77% 0.272%
21 20.782 3007 3012 3021 rBVS 24575 55958 1.37% 0.212%

22 20.905 3029 3033 3037 rBvV 96382 110940 2.72% 0.419%
23 21.428 3116 3122 3134 rBV 408866 584612 14.35% 2.210%
24 21.827 3184 3190 3198 rVB2 649251 1109048 27.22% 4.193%
25 21.992 3210 3218 3225 rBV 118465 172099 4.22% 0.651%

26 22.626 3320 3326 3333 rBV 110155 195809 4.81% 0.740%
27 23.349 3443 3449 3459 rBV2 111147 218045 5.35% 0.824%
28 24.195 3586 3593 3601 rBV3 101520 204668 5.02% 0.774%
29 25.205 3753 3765 3780 rBV4 419467 1299654 31.89% 4.914%
30 26.403 3958 3969 3980 rvVB4 50646 159294 3.91% 0.602%

31 26.533 3984 3991 4005 rVvv7 27206 94494 2.32% 0.357%
32 27.843 4208 4214 4225 rVB4 25636 78945 1.94% 0.298%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020819\
Data File : BG039423.D

Aca On : 8 Feb 2019 19:54

Operator : JU/SJ

Sample : K1404-08

Misc :

ALS Vial : 10 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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG012919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 26449676

8270-BG012919.M Mon Feb 11 13:55:28 2019

AQC12-SS4-10.0-10.5

Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020819\

Data File : BG039423.D

Aca On : 8 Feb 2019 19:54

Operator : JU/SJ

ﬁ?ggle i K1404-08 AOC12-SS4-10.0-10.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG039423.D
3000000

2500000
2000000

1500000
5.71 7.31 7.70

1000000 8.50

500000

8.18 10.99

33230 5.26

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG039423.D

3000000

20114

2500000

2000000 13.42

16.28
1500000

1000000
17.54 21.83

500000 14.80 21.43

18.40 2
14.24 h k 19. 6_@3 94 20.412&;9@()1 1.99 2268

o't ] e et e e e e R

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG039423.D

3000000

2500000
2000000
1500000
1000000

500000 25.21

2335 2419 A» 2624%3 27.84

bt T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020819\

Data File : BG039423.D

Aca On : 8 Feb 2019 19:54

Operator : JU/SJ

ﬁ?ggle i K1404-08 AOC12-SS4-10.0-10.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.30 4.81 ng 84017 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 59
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance Scan 36 (3.299 min): BG039423.D (-32) (-) m/z 73.15 100.00%

73
5000 43
55 87

|5o 59

320 340 360

0,,,,,,,, ..'..,....,....,....,....,....,.. et m/z 43.15 44 _.00%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA B B T T T T
43 320 3.40 360
55 87 m/z 55.15  32.62%
29
.33 39 || 50 |59 69 | 80 |
O b PR e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1996: Silane, tetramethyl-
73
e B e e
320 3.40 3.60
5000 m/z 87.15 26.61%
43
0 2 15 24 2933 39 | |47 53 59 6569 || 7781 88
R s B Al Aaaiaaaa s o
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #7506: 2-Methyl-5-hexen-3-ol —— —— T
73 320 340 3.60

m/z 45.15 14 _.32%

55
43
5000
27 39
0 15 Tin ‘M 5L 69|, 8l

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3 20 3. 40 3 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020819\

Data File : BG039423.D

Aca On : 8 Feb 2019 19:54

Operator : JU/SJ

ﬁ?ggle i K1404-08 AOC12-SS4-10.0-10.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.26 7.32 ng 128006 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Propane-1,1-diol diacetate 160 C7H1204 033931-80-5 9

Abundance Scan 370 (5.261 min): BG039423.D (-363) (-) m/z 43.10 100.00%
43
5000 59
s o “l’l " '5.00 520 540 560
O s e i O B B B o o e e m/z 59.15 50.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 " 500 520 540 560
m/z 58.15 16.62%
15 31 101
o 25,70 37, 53, 83 .
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59
5.00 5.20 5.40 5.60
5000 m/z 101.15 15.25%
a1 101
15 81 53 69 83
0"'w"'w'”'ﬁ"“wth'w'm‘h"“w"'w“"w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one LI L L B NI B}
43 5.00 520 5.40 5.60
m/z 41.15 7.48%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020819\

Data File : BG039423.D

Aca On : 8 Feb 2019 19:54

Operator : JU/SJ

ﬁ?ggle i K1404-08 AOC12-SS4-10.0-10.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknown7.70 Concentration Rank 1

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

7.70 118.06 ng 2064220 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 785 (7.699 min): BG039423.D (-775) (-) m/z 132.15 100.00%
132
5000 68
96 R UL UL R
40 54 7.40 7.60 7.80 8.00
ol qrer | Wsus Y "m/z 68.15 43.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.40 7.60 7.80 8.00
2 51 78 m/z 134.15 32.99%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
740 7.60 7.80 8.00
5000 67 m/z 66.15 29.69%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! N B e e S Emma
57 132 7.40 7.60 7.80 8.00
24 m/z 69.15 17.15%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S A W
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020819\

Data File : BG039423.D

Aca On : 8 Feb 2019 19:54

Operator : JU/SJ

ﬁ?ggle i K1404-08 AOC12-SS4-10.0-10.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.40 7.92 ng 370803 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 11
Abundance Scan 2607 (18.403 min): BG039423.D (-2601) (-) m/z 73.15 100.00%
43 60 78
5000
o 129 . 213
*Jl US| a7 Y185 199 | 207 256 18100 18.20 18.40 18.60 18.80
(o} m/z 60.15 89.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 AU BB N
18.00 18.20 18.40 18.60 18.80
m/z 43.15 88.31%
| lITJJ 143157171185199213
Ob e
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
18.00 18.20 18.40 18.60 18.80
5000 m/z 57.20 85.96%
29
0 ..1.5,... .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73 18.00 18.20 18.40 18.60 18.80
43 m/z 55.10 76.43%
5000 129
29
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.|00 18.|20 18.I4O 18.|60 18.I80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020819\

Data File : BG039423.D

Aca On : 8 Feb 2019 19:54

Operator : JU/SJ

ﬁ?ggle i K1404-08 AOC12-SS4-10.0-10.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.66 3.42 ng 160209 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 59
Abundance Scan 2821 (19.660 min): BG039423.D (-2816) (-) m/z 43.20 100.00%
5000 129
1115 | 143,171 19.40 19.60 19.80 20.00
(o} m/z 60.15 94 .90%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
78
5000
19.40 19.60 19.80 20.00
m/z 73.10 88.79%
0‘
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 78
19.40 19.60 19.80 20.00
5000 29 256 m/z 57.15 88.07%
213
0 “ ‘\‘\‘ 1l H) 143157 185199
m/z--> 26 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid T
43 78 19.40 19.60 19.80 20.00
m/z 55.20 71.33%
5000
29
o251l L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1940 1960 1980 2000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020819\

Data File : BG039423.D

Aca On : 8 Feb 2019 19:54

Operator : JU/SJ

ﬁ?ggle i K1404-08 AOC12-SS4-10.0-10.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.91 2.00 ng 110940 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
3 Tridecane. 6-methvl- 198 C14H30 013287-21-3 62
4 Pentadecane 212 C15H32 000629-62-9 62
5 Tetracosane 338 C24H50 000646-31-1 62
Abundance Scan 3034 (20.911 min): BG039423.D (-3029) (-) m/z 57.25 100.00%
g7
5000 85
113141 169 20.60 20.80 21.00 21.20
o....,h..1,....,....,21.0.2.3.8,..2??,..?f‘l,....,....,...“.gf. m/z 43.15 65.37%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane
5000 USSR ISR SRR

20.60 20.80 21.00 21.20
m/z 71.20 52 .53%

113141 169 197 225 253 282

04
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129502: Nonadecane, 9-methyl-
57
85 20.60 20.80 21.00 21.20
5000 m/z 85.20 41.06%
113140168
ok L) | yzezer
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59895: Tridecane, 6-methyl-
57 20.60 20.80 21.00 21.20
m/z 41.25 28.05%
5000
85
29 126
ol L] | 154183
e e e e e e T T
mz--> 0 50 100 150 200 250 300 350 400 450 500 20. 60 20. 80 21. OO 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020819\

Data File : BG039423.D

Aca On : 8 Feb 2019 19:54

Operator : JU/SJ

ﬁ?ggle i K1404-08 AOC12-SS4-10.0-10.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Octacosyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.43 10.54 ng 584612 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 3122 (21.428 min): BG039423.D (-3116) (-) m/z 57.25 100.00%

L 139 168 21 20 21. 40 21 60 21. 80
ol i Ay 88 207 »2 e e M/Z 43.20  77.41%

m/z--> 50 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate

57
5000
y ﬂ 111

57

97

5000 LA L L L L L L L L LB
21 20 21. 40 21 60 21. 80
125 m/z 55.15 66.04%
29
oL 1l | 153181208 250278306334 364392 437 488
...,....,....,....,....,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate
57
97 IIIIIIIIIIIIIIIIIIIII
21.20 21.40 21.60 21.80
5000 m/z 83.20 50.45%
29 125
o J 1 j l 154182210238 283 334
B i o A L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate e SRR EEEEE TS
57 21 20 21. 40 21 60 21. 80

m/z 71.20 44 _39%

83
5000
111
23 169
P g L)) 28979 210238 283 434
(SRS E NN O SO by E SN, - S

m/z--> 50 100 150 200 250 300 350 400 450 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020819\

Data File : BG039423.D

Aca On : 8 Feb 2019 19:54

Operator : JU/SJ

ﬁ?ggle i K1404-08 AOC12-SS4-10.0-10.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.99 3.10 ng 172099 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 80

Abundance Scan 3218 (21.992 min): BG039423.D (-3210) (-) m/z 57.15 100.00%

57

21.60 21.80 22.00 22.20 22.40

5000 85
L]

1113 141160 183 208 238 281 310 341

ol Al 00183 208 238 261 310 341 m/z 43.25 61.82%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85 [Trrr[rrrrprrrrprrrr It
21.60 21.80 22.00 22.20 22.40
29 m/z 71.20 50.16%
113
ol L) i e g 220
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
21.60 21.80 22.00 22.20 22.40
5000 85 m/z 85.25 38.71%
29
oL j I i 111134 141,160 197 225 253 205 323 367
e e
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57 21.60 21.80 22.00 22.20 22.40
m/z 55.15 23.79%
5000 85
29
A B e e o B e A e e e L I e o o I e o T T T
m/z--> 50 100 150 200 250 300 350 21 60 21. 80 22. OO 22 20 22. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020819\

Data File : BG039423.D

Aca On : 8 Feb 2019 19:54

Operator : JU/SJ

ﬁ?ggle i K1404-08 AOC12-SS4-10.0-10.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.63 3.53 ng 195809 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3327 (22.632 min): BG039423.D (-3320) (-) m/z 57.15 100.00%

57
5000 85

22.40 22.60 22.80 23.00

141 169191 225
0....l,‘. "....,....,....,..25.‘0.....,.... m/z 43.15  55.26%
m/z--> 0 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57
5000 LA L L L LB
85 22.40 22.60 22.80 23.00
29 m/z 71.20 52.91%
113
of bl B e 22
m/z--> 0 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
22.40 22.60 22.80 23.00
5000 85 m/z 85.20 45 _.57%
29 113 141
oL e A 169 197 225 253 281 309 337 380
L o A i LA A B A B i e o B o
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57 22.40 22.60 22.80 23.00
m/z 55.15 23.29%
5000 a5
29
o M | M 141 160 107 225 253 206
— et =t R R e RN A
m/z--> 0 50 100 150 200 250 300 350 22. 40 22. 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020819\

Data File : BG039423.D

Aca On : 8 Feb 2019 19:54

Operator : JU/SJ

ﬁ?ggle i K1404-08 AOC12-SS4-10.0-10.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Hexatriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.35 3.93 ng 218045 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3449 (23.349 min): BG039423.D (-3443) (-) m/z 57.20 100.00%

g7
5000

23.00 23.20 23.40 23.60

[113141169197225 267

O e m/z 43.15 60.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
5000 LA L L L L LB L

23.IOO 23.20 23.40 23.60
m/z 71.25 56 .89%

113141169197 205253 281309337 379 421449477 506

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
23.00 23.20 23.40 23.60
5000 m/z 85.20 37.75%

113141169197 205 253 281 300 337365 394

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane
23.00 23.20 23.40 23.60
m/z 55.25 24 _.27%
5000

113141169197 225253 282
g I I I
mz-> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020819\

Data File : BG039423.D

Aca On : 8 Feb 2019 19:54

Operator : JU/SJ

ﬁ?ggle i K1404-08 AOC12-SS4-10.0-10.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.19 3.15 ng 204668 Perylene-di12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 3592 (24.189 min): BG039423.D (-3586) (-) m/z 57.25 100.00%
57
5000 85
113 23.80 24.00 24.20 24.40 24.60
141
oL, .3.,1.-1. WA M es1es 207 283 2 R0 60, 10%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 NN AR N
23.80 24.00 24.20 24.40 24.60
29 m/z 71.20 55.87%
oL T 141 169 197 225 253 281 300 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
23.80 24.00 24.20 24.40 24.60
5000 85 m/z 85.20 39.69%
113
K ] Il 77,141 169 107 225 267 205 365 393
m/z--> 50 100 1%0 200 250 300 350
Abundance #129492: Eicosane
57 23.80 24.00 24.20 24.40 24.60
m/z 55.15 21.61%
5000
85
29
o ||l ] (113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 ' 23180 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020819\

Data File : BG039423.D

Aca On : 8 Feb 2019 19:54

Operator : JU/SJ

ﬁ?ggle i K1404-08 AOC12-SS4-10.0-10.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Tetratetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

26.40 2.45 ng 159294 Perylene-d12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 86
2 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 86
3 Octadecane 254 C18H38 000593-45-3 80
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
5 Octacosane 394 C28H58 000630-02-4 80

Abundance Scan 3968 (26.398 min): BG039423.D (-3958) (-) m/z 57.20 100.00%

5000

26.00 26.20 26.40 26.60 26.80

41177210 281 333

0 m/z 43.20 57 .05%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 TT T T [T T T T[T T T T[T T TT 7T

26. OO 26. 20 26 40 26. 60 26. 80
m/z 71.20 52 .56%

141 183 225 267 309 351 393 435 491 535 574 617

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232379: Tetracosane, 11-decyl-
5[7

26.00 26.20 26.40 26.60 26.80
5000 m/z 85.25 36.32%

9
| 141 183 225 295 337 378 420

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105886: Octadecane
57 26.00 26.20 26.40 26.60 26.80
m/z 55.15 20.67%
5000
%9 141

I G i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 26. OO 26. 20 26 40 26. 60 26. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG020819\

Data File : BG039423.D

Acq On : 8 Feb 2019 19:54

Operator : JU/SJ

3?22'6 i K1404-08 AOC12-SS4-10.0-10.5
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 3.30 4.8 ng 84017 1 8.18 349694 20.0
2-Pentanone, 4-hy... 5.26 7.3 ng 128006 1 8.18 349694 20.0
unknown7 .70 7.70 118.1 ng 2064220 1 8.18 349694 20.0
n-Hexadecanoic acid 18.40 7.9 ng 370803 4 17.54 935988 20.0
Octadecanoic acid 19.66 3.4 ng 160209 4 17.54 935988 20.0
Eicosane 20.91 2.0 ng 110940 5 21.83 1109050 20.0
Octacosyl trifluo... 21.43 10.5 ng 584612 5 21.83 1109050 20.0
Hexadecane 21.99 3.1 ng 172099 5 21.83 1109050 20.0
Pentadecane 22.63 3.5 ng 195809 5 21.83 1109050 20.0
Hexatriacontane 23.35 3.9 ng 218045 5 21.83 1109050 20.0
Octacosane 24.19 3.1 ng 204668 6 25.21 1299650 20.0
Tetratetracontane 26.40 2.5 ng 159294 6 25.21 1299650 20.0
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