LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043080.D

Acq On : 7 Oct 2019 23:00

Operator : JU

Sample : PB123704BL

Misc :

ALS Vial : 17 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-BG092519_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 3.164 8 13 22 rBvV 252407 478091 8.28% 1.843%
2 3.240 22 26 42 rVB 608020 849125 14.70% 3.273%
3 4_568 246 252 261 rBY 78703 120285 2.08% 0.464%
4 5.167 348 354 360 rBY 81189 123950 2.15% 0.478%
5 5.637 426 434 446 rBVY 671837 1107786 19.18% 4.269%
6 7.229 694 705 716 rBV 498633 929461 16.10% 3.582%
7 7.594 760 767 776 rBVY 968054 1695857 29.37% 6.536%
8 8.058 839 846 854 rBvY 191629 328588 5.69% 1.266%
9 8.381 893 901 911 rBV 679860 1206967 20.90%  4.652%
10 9.215 1035 1043 1052 rBVY 571043 1057815 18.32% 4.077%

11 10.860 1314 1323 1333 rBV 239756 452745 7.84% 1.745%
12 13.305 1731 1739 1750 rBV 1754263 2800920 48.50% 10.795%
13 14.127 1872 1879 1885 rBV 114957 177040 3.07% 0.682%
14 14.679 1965 1973 1984 rBV2 460848 758539 13.14% 2.923%
15 16.166 2218 2226 2240 rBV 1914247 2972336 51.47% 11.455%

16 17.423 2432 2440 2449 rBV2 655810 1045320 18.10% 4.029%
17 18.310 2586 2591 2601 rBv4 71595 169684 2.94% 0.654%
18 20.032 2877 2884 2895 rBV 4239232 5774768 100.00% 22.256%
19 20.332 2929 2935 2944 rBV2 52478 63159 1.09% 0.243%
20 20.825 3015 3019 3023 rBvV 82412 98719 1.71% 0.380%

21 21.336 3101 3106 3111 rBV 96312 122755 2.13% 0.473%
22 21.689 3159 3166 3181 rVB 740595 1259048 21.80% 4._.852%
23 21.883 3194 3199 3204 rVB 115745 157197 2.72% 0.606%
24 22.488 3297 3302 3308 rBV 116845 194878 3.37% 0.751%
25 23.181 3414 3420 3427 rVB2 107050 205230 3.55% 0.791%

26 23.986 3550 3557 3567 rBV3 87642 193718 3.35% 0.747%
27 24.909 3702 3714 3726 rBV2 413840 1389101 24.05% 5.354%

28 26.066 3903 3911 3919 rVB6 52746 146642 2.54% 0.565%
29 26.748 4022 4027 4034 rVB10 28215 67519 1.17% 0.260%

Sum of corrected areas: 25947243

8270-BG092519.M Tue Oct 08 12:37:41 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043080.D

Acq On : 7 Oct 2019 23:00

Operator :© JU

Sample : PB123704BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG043080.D
4000000

3000000

2000000

7.59

3.24 5.64 23 8.38 9.22

16 10.86
457 517 A 8.06

L o L SRR E T L o SR

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG043080.D

4000000

1000000

20.03

3000000

16.17
2000000 13.30

1000000
17.42 21.69
14.68

14.13 18.31 2033 20.83 2134 [2188 2249
o) S | G |/ S UUIUUMMPHIN | WS o S S LG SRS S

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: BG043080.D

4000000

3000000
2000000

1000000

24.91
23.18 A;
3.1 23.99 26.07  26.75

L A B L L T e e L R i RREESEARas Lo L e

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\BG100719\
Data File : BG043080.D

Acq On : 7 Oct 2019 23:00

Operator :© JU

Sample : PB123704BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 1 1-Pentene, 2-methyl- Concentration Rank 4

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

3.16 29.10 ng 4738091 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
4 Cyanic acid, 2-methylpropyl ester 99 C5H9NO 001768-25-8 64
5 1-Hexene 84 C6H12 000592-41-6 53

Abundance Scan 12 (3.158 min): BG043080.D (-8) (-) m/z 56.05 100.00%

56
84
5000
3

320 330 340 350 3.60
ol 221 332 m/z 84.05 70.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #1458: Cyclohexane
56
84

5000 S EABRARAREE LRSS S n s o
3.20 3.30 3.40 3.50 3.60

m/z 41.10 55.61%

3
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
56

3.20 3.30 3.40 3.50 3.60

5000 ab m/z 55.05 43.92%
84
15
A A A L LA LN LA A SR LARAS LA AL LA AL U R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #1491: Cyclopentane, methyl-
56 3.20 3.30 3.40 3.50 3.60

m/z 69.10 31.45%

5000
3 ‘ 84
0 15 I t

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\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043080.D

Acq On : 7 Oct 2019 23:00

Operator :© JU

Sample : PB123704BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 3

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

3.24 51.68 ng 849125 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 26 (3.240 min): BG043080.D (-22) (-) m/z 73.10 100.00%
7B
5000 43 s
55 87
3.20 3.30 3.40 3.50 3.60
0...,....','-.'..-‘.--,..'..,....,....,....,...1??.... 28221 Tqyz 43.10 0 37.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.20 3.30 3.40 3.50 3.60
‘55 87 m/z 55.10 29.67%
0"'Pd'WL'”I"”I”"P"W"” SRS EEBU SRR SEREY S
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.10 29.14%
29
o R O - < —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #734: N-Ethylformamide
30 3.20 3.30 3.40 3.50 3.60
73 m/z 41.10 11.70%
5000
44 58
18 \
0 ..‘.‘,.‘...Nv‘...,....,....,....,....,.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043080.D

Acq On : 7 Oct 2019 23:00

Operator :© JU

Sample : PB123704BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4_.57 7.32 ng 120285 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
3 3-Hexen-2-one 98 C6H100 000763-93-9 86
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 252 (4.568 min): BG043080.D (-246) (-) m/z 83.10 100.00%

56 83
5000
43 98

420 440 460 480 500
0....,....'|-,'-..".| o m/z 55.10  99.55%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 LI L L L L L L LB L
29 98 420 4.40 4.60 4.80 5.00

m/z 43.05 36.12%

0 .” ILI |I| 67 | ‘.
L o o o L B B L R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

55 83

4.20 4.40 4.60 4.80 5.00

41

5000 m/z 98.10 33.95%
27 98
15 69
o e O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3157: 3-Hexen-2-one O EEamE L R
83 420 4.40 4.60 4.80 5.00
4 55 m/z 39.10 25.08%
5000
29
98
M 69
ol bl S e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043080.D

Acq On : 7 Oct 2019 23:00

Operator :© JU

Sample : PB123704BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.17 7.54 ng 123950 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 47
3 3-Heptadecanol 256 C17H360 084534-30-5 25
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 355 (5.173 min): BG043080.D (-348) (-) m/z 43.10 100.00%
43
5000
T +B0 5h0 550 540 560
0...&,.6.9.-.',|....,....2,0.7...,....,....,....,....,....5?9 m/z 59.10 61.08%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR N UL LN

480 5.00 5.20 5.40 5.60
m/z 101.00 21.36%

101
O e e e
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
B e b S SRR
4.80 5.00 520 5.40 5.60
5000 101 m/z 58.05 12.59%
27
O T T T T T T T T T e T T
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107658: 3-Heptadecanol
59 4.80 5.00 520 5.40 5.60
m/z 41.10 9.80%
5000
29 97
125 227
0..Mﬁr hi&l..}F?”.,..k.,”..,....“...,...w....,.
mz--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043080.D

Acq On : 7 Oct 2019 23:00

Operator :© JU

Sample : PB123704BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 unknown7.59 Concentration Rank 1

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

7.59 103.22 ng 1695860 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 766 (7.588 min): BG043080.D (-760) (-) m/z 131.95 100.00%
132
5000 68
40 %6 720 7.40 7.60 7.80 8.00
ol l-..l,l...., s 22l 281 81 "m/z 68.10 44.70%
m/z--> 50 100 150 200 250 300 350
Abundance #14491: 5-Aminoindole
132
5000 AR RN LR LR B
7.20 7.40 7.60 7.80 8.00
104 m/z 66.10 32.34%
66 l
e - e ——
m/z--> 50 100 150 200 250 300 350
Abundance
132
N
69 AR RN LR AR S
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 134.00 32.22%
50
L L L L IS B WL UL
m/z--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methyl- A e R
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.85%
5000
15 319 H Gf i I 1?4
m/z--> 50 100 150 200 250 300 350 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043080.D

Acq On : 7 Oct 2019 23:00

Operator :© JU

Sample : PB123704BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.31 3.25 ng 169684 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25
Abundance Scan 2591 (18.310 min): BG043080.D (-2586) (-) m/z 73.05 100.00%
43 57 78
5000 129

213

157171185 256

143 199 281 18.00 18.20 18.40 18.60

0! m/z 60.10 92 .38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000 29 256
18.00 18.20 18.40 18.60
21 m/z 43.05 91.04%
143157171185199
Ottt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 78
57 18.00 18.20 18.40 18.60
5000 129 m/z 57.10 88.33%
29 171
87 o 185 214
o 15 101 143157 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 18.00 18.20 18.40 18.60
43 m/z 41.10 64.73%
5
5000 129
185 228
115
1 143157171 ‘
ol i, ﬁ. R ol e X S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043080.D

Acq On : 7 Oct 2019 23:00

Operator :© JU

Sample : PB123704BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.88 2.50 ng 157197 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 3199 (21.883 min): BG043080.D (-3194) (-) m/z 57.05 100.00%
57
5000 85
113 207 21.60 21.80 22.00 22.20
141 169
o...|,....l| P 240267 295 327 | n7z 43.10  69.22%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L UM BRI I BUL
2160 21.80 22.00 22.20
m/z 71.10 64 .65%
. 2011 | ﬂ1}3‘1§1 169 197 225 253 205 323 367
m/z--> 50 100 1%0 200 250 300 350
Abundance
57
21.60 21.80 22.00 22.20
5000 g5 m/z 85.10 51.05%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 21.60 21.80 22.00 22.20
m/z 55.05 25.04%
5000 85
113
N ] || 77,141 169 107 225 267 205 365 393
m/z--> 50 100 @ 200 250 300 350 ' 2160 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043080.D

Acq On : 7 Oct 2019 23:00

Operator :© JU

Sample : PB123704BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 9 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22 .49 3.10 ng 194878 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Docosane 310 C22H46 000629-97-0 90

Abundance Scan 3302 (22.488 min): BG043080.D (-3297) (-) m/z 57.10 100.00%

5000

22.20 22.40 22.60 22.80
m/z 43.10 65.33%

0 141 183 221253 295 341 429 481

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129493: Eicosane

22 20 22.40 22.60 22. 80
m/z 71.10 56 .84%

5000

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
22.20 22.40 22.60 22.80
5000 m/z 85.10 44 .58%

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

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493:; Hexacosane

57 22.20 22.40 22.60 22.80

m/z 55.05 21.31%
5000
99
N 141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043080.D

Acq On : 7 Oct 2019 23:00

Operator :© JU

Sample : PB123704BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 10 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.18 3.26 ng 205230 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3420 (23.181 min): BG043080.D (-3414) (-) m/z 57.10 100.00%

o ’\/V;A_,‘/\l

22 80 23.00 23.20 23.40
(o} m/z 43.10 58.65%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
5|7

5000 R R et
22.80 23.00 23.20 23.40

m/z 71.10 56.64%

4169 207 553 309 347

99
0 , 141 183 225 267 309 367
R o o T B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
22.80 23.00 23.20 23.40
5000 m/z 85.10 45 .18%

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

O e T T T T [ T [T T [ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
5[7 22.80 23.00 23.20 23.40
m/z 41.10 23.51%
5000

99
26) )1 141 183 225 267 309 380

e s kil B it i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.80 23. 00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043080.D

Acq On : 7 Oct 2019 23:00

Operator :© JU

Sample : PB123704BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 11 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.99 2.79 ng 193718 Perylene-di12 24 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heneicosane 296 C21H44 000629-94-7 93
3 Hentriacontane 437 C31H64 000630-04-6 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 90
5 Hexatriacontane 507 C36H74 000630-06-8 90
Abundance Scan 3558 (23.992 min): BG043080.D (-3550) (-) m/z 57.10 100.00%
57
5000 185
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
113 141 469 253 23.60 23.80 24.00 24.20 24.40
I Jﬂ, Lo a5 197222 299 288 827 401\ “m/z 71.05  68.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57
5000 85
23.60 23.80 24.00 24.20 24.40
29 J 113 268 m/z 43.10 56.71%
141
0 ..'l: J.l .n4 J.J.ﬂ,‘}?93%27:%2?. N N,
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 45 .96%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3éo 460 !
Abundance #223852: Hentriacontane
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 28.14%
5000 85
113 141 169
0 ‘ H |77+, 169 197 225 253 281 309 337 365 437
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3éo 4(')0 ! 23.|60 23.|80 24.'00 24.'20 24.'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043080.D

Acq On : 7 Oct 2019 23:00

Operator :© JU

Sample : PB123704BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 12 Tricosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
26.07 2.11 ng 146642 Perylene-di12 24 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Tricosane 324 C23H48 000638-67-5 83
3 Heptacosane 380 C27H56 000593-49-7 80
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
5 Hentriacontane 437 C31H64 000630-04-6 80
Abundance Scan 3912 (26.072 min): BG043080.D (-3903) (-) m/z 57.05 100.00%
57
5000 85
127 207 ' 25.80 26.00 26,20 26.40
163183 231 263284 357
ol b 'L-' A b T S0 S2T Rl Tm/z 71.10 57.59%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85
29 25.80 26.00 26.20 26.40
m/z 85.10 48 .52%
o, .J. VLA L0 a0 aor 225 os3 22
m/z--> 50 100 150 200 250 300 350
Abundance
57
25.80 26.00 26.20 26.40
5000 85 m/z 43.10 44 .63%
29 113 141 169 197 o5 253 281 324
L
m/z--> 55 160 150 200 250 300 3éo
Abundance #202661: Heptacosane T T
57 25.80 26.00 26.20 26.40
m/z 55.10 23.17%
5000 85
29 } 113 14
ol ) 1 | 169 197 225 253 281 309 337 380
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3éo 25 80 26. oo 26. 20 26 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043080.D

Acq On : 7 Oct 2019 23:00

Operator : JU

Sample : PB123704BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.16 29.1 ng 478091 1 8.06 328588 20.0
Butane, 2-methoxy... 3.24 51.7 ng 849125 1 8.06 328588 20.0
3-Penten-2-one, 4... 4_57 7.3 ng 120285 1 8.06 328588 20.0
2-Pentanone, 4-hy... 5.17 7.5 ng 123950 1 8.06 328588 20.0
unknown? .59 7.59 103.2 ng 1695860 1 8.06 328588 20.0
n-Hexadecanoic acid 18.31 3.3 ng 169684 4 17.42 1045320 20.0
Octacosane 21.88 2.5 ng 157197 5 21.69 1259050 20.0
Eicosane 22.49 3.1 ng 194878 5 21.69 1259050 20.0
Hexacosane 23.18 3.3 ng 205230 5 21.69 1259050 20.0
Nonadecane 23.99 2.8 ng 193718 6 24.90 1389100 20.0
Tricosane 26.07 2.1 ng 146642 6 24.90 1389100 20.0
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