LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051119\
Data File : BG040902.D
Acq On : 12 May 2019 10:23 Instrument :
Operator : HP/JU gll\!A_ctsS o

- _ lentosampleld :
3?2?6 - (ero8-11 P026-SS015-0612-01
ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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 height area % max. total
1 3.140 4 9 18 rBvY 193366 359218 9.18% 1.472%
2 3.217 18 22 34 rvVB 207335 295526 7 .55% 1.211%
3 5.667 432 439 449 rBV 1044694 1677736 42.88% 6.877%
4 7.276 704 713 724 rBV 1158714 2023358 51.71% 8.293%
5 7.658 770 778 789 rBV 1110456 1860775 47.56% 7.627%
6 8.128 851 858 871 rBV 196224 344516 8.81% 1.412%
7 8.457 905 914 921 rBV 736954 1252749 32.02% 5.135%
8 9.309 1051 1059 1067 rBV 693013 1246441 31.86% 5.109%
9 10.955 1332 1339 1347 rBVY 269700 481374 12.30% 1.973%
10 13.387 1745 1753 1760 rBV 1666446 2506040 64.05% 10.271%

11 14.204 1884 1892 1897 rBV 263872 374939 9.58% 1.537%
12 14.762 1979 1987 1995 rBV2 476750 747969 19.12% 3.066%
13 16.248 2232 2240 2250 rBV 1687871 2638997 67.45% 10.816%
14 17.506 2448 2454 2465 rVB2 687461 1026856 26.24% 4_.209%
15 18.358 2593 2599 2607 rBV 239898 345752 8.84% 1.417%

16 19.550 2797 2802 2809 rVB 33613 49375 1.26% 0.202%
17 19.621 2809 2814 2824 rBV2 87185 144874 3.70% 0.594%
18 19.909 2857 2863 2869 rBV 56888 87012 2.22% 0.357%

19 20.103 2889 2896 2901 rBV 2965215 3912721 100.00% 16.037%
20 21.389 3109 3115 3122 rBvV4 92500 205581 5.25% 0.843%

21 21.789 3175 3183 3189 rBV2 668123 1183575 30.25% 4._.851%
22 21.942 3203 3209 3214 rBV3 23650 40813 1.04% 0.167%
23 22.564 3310 3315 3320 rBV2 32636 59108 1.51% 0.242%
24 23.275 3431 3436 3443 rVB4 60532 114398 2.92% 0.469%
25 23.481 3465 3471 3476 rVB2 55425 115195 2.94% 0.472%

26 24.110 3573 3578 3588 rVB5 51647 121226 3.10% 0.497%
27 25.132 3739 3752 3763 rBV2 383004 1181916 30.21% 4.844%

Sum of corrected areas: 24398040
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040902.D

Acq On : 12 May 2019 10:23

Operator : HP/JU

ﬁ?ggle i K2768-11 P026-SS015-0612-01
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040902.D

2500000
2000000

1500000

7.28
567 7.66

1000000
8.46 9.31

500000
2122 813 10.95

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040902.D

20.10

2500000

2000000
13.39 16.25
1500000

1000000
17.51 21.79

500000 14.76
14.20 18.36

16%820.1 2139 g4 2256

O e LI o o o ML e o e I S A EREEEE e

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: BG040902.D

2500000

2000000

1500000

1000000

500000 25.13

23.
2848 2411
T e e e e e e e e T T 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\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040902.D

Acq On : 12 May 2019 10:23

Operator : HP/JU

ﬁ?ggle i K2768-11 P026-SS015-0612-01
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.22 17.16 ng 295526 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 23 (3.222 min): BG040902.D (-18) (-) m/z 73.00 100.00%
3 7
5000 43
3.20 3.30 3.40 3.50 3.60
0 167 330 m/z 43.00 40.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LR IURRAN AR UG IS RARRE
43 3.20 3.30 3.40 3.50 3.60
m/z 55.00 28.51%
0””39¢L”PN'”“P”W””P”W”“P”'””'”'””'”W””P”W””I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
3.20 3.30 3.40 3.50 3.60
5000 55 m/z 87.10 27 .12%
29
o 97 115
Wwwmwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #734: N-Ethylformamide
3 3.20 3.30 3.40 3.50 3.60
73 m/z 41.10 11.80%
5000
o1 5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG051119\
Data File : BG040902.D

Acq On : 12 May 2019 10:23

Operator : HP/JU

Sample : K2768-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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 3 unknown7.66 Concentration Rank 1

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

7.66 108.02 ng 1860780 1,4-Dichlorobenzene-d4 8.13

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27

2 5-Aminoindole 132 C8H8N2 005192-03-0 22

3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 14

m/z 132.00 100.00%

7.40 7.60 7.80 8.00

m/z 68.00 50.05%

7.40 7.60 7.80 8.00

m/z 66.00 35.02%

7.40 7.60 7.80 8.00

m/z 134.00 34.77%

7.40 7.60 7.80 8.00

m/z 69.00 23 .50%

Abundance Scan 778 (7.658 min): BG040902.D (-770) (-)
5000 68
96
40 | 75 ‘
54 103
0 ..,....,.”.,...!!U.%Zi!!..?}!hh ..hw,.g?.,..u.,JP..,}}ﬁl....,'h..,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
70
31 60
B R N e o e  ARRARNEREEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
5000
104
66
oL 14 27 37 4451 58 T 89 g7 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000
63
oL 15 28 39 82 % 77 90 1M 55 ||
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040902.D

Acq On : 12 May 2019 10:23

Operator : HP/JU

ﬁ?ggle i K2768-11 P026-SS015-0612-01
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.36 6.73 ng 345752 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2599 (18.358 min): BG040902.D (-2593) (-) m/z 73.00 100.00%
43 7B
5000 129
97 213
171 256 AR AN BN UL
18.00 18.20 18.40 18.60
0 15 19 239 281 335 n/z 4310 89 68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129
18.00 18.20 18.40 18.60
15 105 13 258 m/z 60.00 84.46%
0‘ 1 h‘” H ‘H‘\ |‘||| ”” “” ””\”” |||2|3?||| T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 | 73
18,00 18.20 18.40 18.60
5000 129 m/z 57.10 67.31%
97 199 242
ol 26 D7 180 905
R L L B LA R AR LA RS AR RARAN LAARS RARAE LAARN RARAS EAARN LARRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72648: Tridecanoic acid
78 18.00 18.20 18.40 18.60
m/z 41.05 66.07%
43
5000
129
171 214
AR o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040902.D

Acq On : 12 May 2019 10:23

Operator : HP/JU

ﬁ?ggle i K2768-11 P026-SS015-0612-01
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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 6 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.62 2.82 ng 144874 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 2814 (19.621 min): BG040902.D (-2809) (-) m/z 73.00 100.00%

5000

19.40 19.60 19.80 20.00

0! m/z 43.05 92 .36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 TTTT TTTT TTTT TTTT T
185 241 19. 40 19 60 19. 80 20. 00
‘ “ ‘ m/z 57.05 77.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
R R REE SRR S
19.40 19.60 19.80 20.00
5000 129 m/z 60.00 68.84%
199
101 157 242
15
(O e B o o o o B AL B e o o e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84452: Tetradecanoic acid
73 19.40 19.60 19.80 20.00
43 m/z 41.00 63.36%
5000 129
185
228
1
ol15 57
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. 40 19 60 19. 80 20. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040902.D

Acq On : 12 May 2019 10:23

Operator : HP/JU

ﬁ?ggle i K2768-11 P026-SS015-0612-01
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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 7 1-Eicosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.39 3.47 ng 205581 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 93
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 90
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
5 1-Tricosene 322 C23H46 018835-32-0 90
Abundance Scan 3115 (21.389 min): BG040902.D (-3109) (-) m/z 43.10 100.00%
43
5000 wlursj\/&y\
06 355 21,00 21.20 21.40 21.60 21.80
ob—ly m/z 57.05 94 .20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127767: 1-Eicosene
43
5000 U SRR BRI BRI BN
111 21.00 21.20 21.40 21.60 21.80
280 m/z 55.05 82 .94%
139
J\ I | M‘H \ L | 167 200 252
OIIIIMIIII\\I le\hh\ 1 T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
97 LRI AU BN SUNIIRA B
21.00 21.20 21.40 21.60 21.80
5000 m/z 69.05 67.32%
29 125
0 154 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester I
57 21.00 21.20 21.40 21.60 21.80
m/z 41.00 62.18%
5000
oL b L 147\ 162 e
m/z--> 50 200 250 300 350 400 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040902.D

Acq On : 12 May 2019 10:23

Operator : HP/JU

ﬁ?ggle i K2768-11 P026-SS015-0612-01
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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 8 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.11 2.05 ng 121226 Perylene-d12 25.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 72
2 Octacosane 394 C28H58 000630-02-4 72
3 Eicosane 282 C20H42 000112-95-8 72
4 Hentriacontane 437 C31H64 000630-04-6 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 3578 (24.110 min): BG040902.D (-3573) (-) m/z 57.05 100.00%
g7
5000
23.80 24.00 24.20 24.40
(o} m/z 43.10 73.63%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR U UL BB
Bmmmmmmm
m/z 71.05 64 .89%
29 113
0 ol ‘\ “\ h h‘ H‘ l 1?1\16‘9 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3éo '
Abundance
57
23.80 24.00 24.20 24.40
5000 85 m/z 85.10 51.35%
29 118 441
0 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3éo '
Abundance #129490: Eicosane
57 23.80 24.00 24.20 24.40
m/z 55.00 34.78%
85
5000
L2 ‘ L 1\ |1 169 197 225 253 282
m/z--> 55 100 1éo 260 2éo 300 3éo ' 23. 80 24.00 24 20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO051119\

Data File : BG040902.D

Acq On : 12 May 2019 10:23

Operator : HP/JU

3?22'6 i K2768-11 P026-SS015-0612-01
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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... 3.22 17.2 ng 295526 1 8.13 344516 20.0
unknown7 .66 7.66 108.0 ng 1860780 1 8.13 344516 20.0
n-Hexadecanoic acid 18.36 6.7 ng 345752 4 17.51 1026860 20.0
Octadecanoic acid 19.62 2.8 ng 144874 4 17.51 1026860 20.0
1-Eicosene 21.39 3.5 ng 205581 5 21.79 1183580 20.0
Heneicosane 2411 2.0 ng 121226 6 25.13 1181920 20.0
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