LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100419\
Data File : BG043042.D

Aca On : 5 0Oct 2019 00:01

Operator :© JU

Sample : K5154-15

Misc :

ALS Vial : 14 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-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 heiaht area % max. total
1 3.176 7 15 23 rBv 206762 531705 10.38% 1.724%
2 3.252 23 28 45 rVB 662853 1191253 23.26% 3.863%
3 5.385 385 391 398 rBV2 55653 97063 1.89% 0.315%
4 5.649 427 436 449 rBV 730849 1259887 24.60% 4 .085%
5 7.236 697 706 719 rBV2 515273 1045986 20.42% 3.392%
6 7.600 759 768 780 rBVY 1176726 2033071 39.69% 6.592%
7 8.064 839 847 854 rBV 262585 465505 9.09% 1.509%
8 8.387 894 902 911 rBV 812275 1399744 27.33% 4 _.539%
9 9.222 1036 1044 1056 rBV 705276 1254528 24.49% 4.068%
10 10.867 1316 1324 1332 rBvV 337662 616871 12.04% 2.000%

11 13.305 1732 1739 1749 rBV 1921145 2957247 57.73% 9.589%
12 14.128 1873 1879 1889 rBvV 325037 488171 9.53% 1.583%
13 14.680 1966 1973 1988 rVB2 568232 943703 18.42% 3.060%
14 15.091 2037 2043 2047 rBv4 32445 52223 1.02% 0.169%
15 15.250 2063 2070 2076 rBV2 50015 153102 2.99% 0.496%

16 16.166 2219 2226 2236 rBV 1835664 2827533 55.20% 9.168%
17 16.360 2255 2259 2266 rVB4 35085 55980 1.09% 0.182%
18 17.424 2434 2440 2446 rBvV2 729517 1089511 21.27% 3.533%
19 18.323 2586 2593 2608 rBV 848877 1333049 26.02% 4.322%
20 19.586 2804 2808 2819 rBV 298817 442777 8.64% 1.436%

21 19.850 2849 2853 2859 rVB 193639 272890 5.33% 0.885%
22 20.032 2878 2884 2891 rBV 3640783 5122306 100.00% 16.609%
23 21.337 3102 3106 3117 rBV 393537 639793 12.49% 2.074%
24 21.695 3160 3167 3176 rVB 820177 1386137 27.06% 4._.494%
25 21.889 3196 3200 3206 rVB 81230 110417 2.16% 0.358%

26 22.500 3299 3304 3309 rBV2 102242 174925 3.41% 0.567%
27 23.188 3416 3421 3430 rVB 151705 291465 5.69% 0.945%
28 23.992 3552 3558 3567 rvB2 171183 370844 7.24% 1.202%
29 24.915 3704 3715 3729 rBV2 544153 1872709 36.56% 6.072%
30 26.078 3905 3913 3924 rVB3 122070 360974 7.05% 1.170%

Sum of corrected areas: 30841369
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043042.D

Aca On : 5 0Oct 2019 00:01

Operator :© JU

Sample : K5154-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG043042.D

3500000
3000000
2500000
2000000

1500000
7.60

1000000
3.25 5.65 8.39 9.22

500000 g 8.06 10.87
5.38

L i o RSN Wikt L SHRESISISRSMIUIESIE LSRR Y. USSR | S S —————————

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG043042.D

20.03
3500000

3000000
2500000
2000000] 13.31 16.17
1500000

18.32 21.70
1000000 17.42
14.68

500000 14.13

22.50

21.89

1516925 h&SG

O o e L o B T A B e o o o B LJNLA B e e o

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: BG043042.D

3500000
3000000
2500000
2000000
1500000

1000000
24.91

00000 2319 23.99 j\ 26.08
A A

O T o P T T T T T T T T T T e o T e T e e e 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\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043042.D

Aca On : 5 0Oct 2019 00:01

Operator :© JU

Sample : K5154-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 1 Cyclopentane, methyl- Concentration Rank 5

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

3.18 22.84 ng 531705 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 59
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 56
4 1-Hexene 84 C6H12 000592-41-6 53
5 1-Butanol 74 C4H100 000071-36-3 47

Abundance Scan 16 (3.182 min): BG043042.D (-7) (-) m/z 56.05 100.00%
96
84
41
5000
69
207 3.20 3.30 3.40 3.50 3.60
A L B o o S o S S L m/z 84.05 67.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1455: Cyclohexane
% 84
5000 a1 AR IUARA AR RN U R
69 3.20 3.30 3.40 3.50 3.60
- m/z 41.05 56.60%
15 Il 11
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
a1 3.20 3.30 3.40 3.50 3.60
5000 69 m/z 55.10 44 _19%
28 84
15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1488: 1-Pentene, 2-methyl-
56 3.20 3.30 3.40 3.50 3.60
m/z 69.10 30.80%
41
5000 o 84
"'I"'W"' IREERARBESS SRR SEANE SRR RN SN SRR R VNI UL U IR R
m/z--> 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043042.D

Aca On : 5 0Oct 2019 00:01

Operator :© JU

Sample : K5154-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 3

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

3.25 51.18 ng 1191250 1,4-Dichlorobenzene-d4 8.06
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 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 28 (3.252 min): BG043042.D (-23) (-) m/z 73.10 100.00%
7B ?
5000 43
3.20 3.30 3.40 3.50 3.60 3.70
— .“L, - | A 207 281301 310 "m/z 43.10 37.64%
m/z--> 50 100 150 200 250 300 350
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000
43 3.20 3.30 3.40 3.50 3.60 3.70
m/z 55.10 28.81%
2 '|}?%' LS ALY UL SRR SR UL
m/z--> 50 100 150 200 250 300 350
Abundance
73
3.20 3.30 3.40 3.50 3.60 3.70
5000 a1 m/z 87.10 26 .89%
R "'97' }%g'l LR WAL UL UL S
m/z--> 50 100 150 200 250 300 350
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60 3.70
m/z 41.10 11.77%
5000 87
1 .1,5‘.9.‘.‘.,....,....,.... R —
m/z--> 50 100 150 200 250 300 350 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043042.D

Aca On : 5 0Oct 2019 00:01

Operator :© JU

Sample : K5154-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 unknown7.60 Concentration Rank 1

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

7.60 87.35 ng 2033070 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 768 (7.600 min): BG043042.D (-759) (-) m/z 132.00 100.00%
32
5000 68
40 54 %6 720 7.40 7.60 7.80 8.00
o A8 dyus 1ol 207 228 | G gg 10 43.28%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A L L L B
7.20 7.40 7.60 7.80 8.00
70 m/z 134.00 32.41%
31 44
| I 86 i 116
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
69 SR I R R
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.57%
31 51
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #14144: 5-Fluoro-2-chloropyrimidine ,f.\.. R B RasmE e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.72%
5000
33 44 o 105 ‘
"LI"pﬂ'J”%{'”MJ'”I"H DR N DN S B L U LR
m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043042.D

Aca On : 5 0Oct 2019 00:01

Operator :© JU

Sample : K5154-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 Hexathiane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.25 3.24 ng 153102 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexathiane 192 S6 013798-23-7 94
2 Di(tert-butvl) trisulfide. perfl... 534 C8F18S3 016005-64-4 53
3 Di(tert-butvl) disulfide. perflu... 502 C8F18S2 034880-30-3 36
4 2-Chloro-7-methoxvnaphthalene 192 C11HOCIO 067061-67-0 36
5 tert-Butyl isopropyl disulfide, ... 452 C7F16S2 1000226-69-7 36
Abundance Scan 2070 (15.250 min): BG043042.D (-2063) (-) m/z 64.00 100.00%
64 192
128 )
96 R SN SRR B
163 405 15.00 15.20 15.40 15.60
e S S R A I Bt I e o S S KOS m/z 191.80 86.23%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #55118: Hexathiane
64 192
5000 R UM SRR B IR
128 15.00 15.20 15.40 15.60
% m/z 127.85 27.28%
160
m/z--> 55 160 1éo 260 2%0 360 3%0 460 4éo 560
Abundance
64
15.00 15.20 15.40 15.60
5000 m/z 193.80 26.81%
113
163 283 315 534
m/z--> 55 160 1éo 260 2%0 360 3%0 460 4éo 560
Abundance #235586: Di(tert-butyl) disulfide, perfluoro- LA Ramna e
64 15.00 15.20 15.40 15.60
m/z 95.95 15.51%
5000
113
283
‘ 163 214 751 7 502
m/z--> 5'0 1(')0 1&'30 2(')0 251;0 3(')0 3&1;0 4c')o 4&'30 5(')0 ' 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043042.D

Aca On : 5 0Oct 2019 00:01

Operator :© JU

Sample : K5154-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.32 24_.47 ng 1333050 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 97
3 Octadecanoic acid 284 C18H3602 000057-11-4 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2593 (18.323 min): BG043042.D (-2586) (-) m/z 73.05 100.00%

5000

—

18.00 18.20 18.40 18.60
m/z 60.05 88.91%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid

—

5000

18.00 18.20 18.40 18.60
m/z 43.05 86.60%

157185 213 256

%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 e R A BEARE
18.00 18.20 18.40 18.60
5000 129 m/z 55.10 77.37%
171
99 214
I B R T T B B o IR B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid T T T T
43,78 18.00 18.20 18.40 18.60
m/z 57.05 76.26%
5000 129

n

m/z--> 50 100 150 200 250 300 350 400 450 500 18 00 18. 20 18. 40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043042.D

Aca On : 5 0Oct 2019 00:01

Operator :© JU

Sample : K5154-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.59 6.39 ng 442777 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52

Abundance Scan 2809 (19.592 min): BG043042.D (-2804) (-) m/z 73.10 100.00%

129

5000

:

19.20 19.40 19.60 19.80 20.00
m/z 43.10 95.80%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131258: Octadecanoic acid

5

19.20 19.40 19.60 19.80 20.00
m/z 55.10 92.05%

5000

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
60
L B o o S
19.20 19.40 19.60 19.80 20.00
5000 129 m/z 57.10 91.47%
29 87
172
I B S N B E o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95855: Pentadecanoic acid R EaE T
43 78 19.20 19.40 19.60 19.80 20.00
m/z 60.05 82.69%
5000 129
‘ 199 242
157
m/z--> 50 lOO 15 200 250 300 350 400 450 19 20 19. 40 19. 60 19. 80 20. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043042.D

Aca On : 5 0Oct 2019 00:01

Operator :© JU

Sample : K5154-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.85 3.94 ng 272890 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 93
2 2.2-Bis-(4-hvxroxvphenv)-butane 242 C16H1802 000077-40-7 72
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 64
4 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 59
5 Diphenolic acid 286 C17H1804 000126-00-1 59
Abundance Scan 2853 (19.850 min): BG043042.D (-2849) (-) m/z 213.10 100.00%
213
5000 h
39 65 91 119144169 | 250 285 343 430 473 19.50 19,80 20.00.20.20
SNV PN B e NP W N8 . SRS oSN~ . L m/z 214.10 17.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000
19.60 19.80 20.00 20.20
119 m/z 228.05 16.84%
65 o | 165
mz-> 50 100 150 200 250 300 350 400 450
Abundance
213
19,60 19.80 20.00 20.20
5000 m/z 119.00 14.81%
242

119
39 65 91 145169

m/z--> 50 100 150 200 250 300 350 400 450

Abundance #84389: 2H,8H-Benzo[1,2-b:3,4-b]dipyran-2-one, 8,8-dimethyl- e S A A St
213 19.60 19.80 20.00 20.20

m/z 91.05 9.56%

-

5000

185
63 gg 128 |

T T I I
m/z--> 50 100 150 200 250 300 350 400 450 19.60 19.80 20.00 20.20

3
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043042.D

Aca On : 5 0Oct 2019 00:01

Operator :© JU

Sample : K5154-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 Cycloeicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.34 9.23 ng 639793 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 95
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 3107 (21.343 min): BG043042.D (-3102) (-) m/z 57.10 100.00%
g7
97
5000
125 21,00 21.20 21.40 21.60
oL 3 153174195 221 252 281 308 337 m/z 55.10 95 _59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
55
5000 AR AR SRR
29 nl 21,00 21.20 21.40 21.60
m/z 43.10 93.43%
] l1§9 168 196 224 252 280
m/z--> 50 15 200 250 300 350 400
Abundance
57
o 21,00 21.20 21.40 21.60
5000 m/z 69.05 78.93%
29 125
154 196 224 269 320
m/z--> 50 100 15 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester T T T RS
57 21.00 21.20 21.40 21.60
o7 m/z 97.05 73.93%
5000
L L L qa o 2t a0 e
m/z--> 50 100 150 200 250 300 350 400 21,00 21.20 21.40 21.60

8270-BG092519.M Mon Oct 07 18:35:52 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043042.D

Aca On : 5 0Oct 2019 00:01

Operator :© JU

Sample : K5154-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 11 Tetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.50 2.52 ng 174925 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetracosane 338 C24H50 000646-31-1 86
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 83
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 3304 (22.500 min): BG043042.D (-3299) (-) m/z 57.10 100.00%
SN SUNSA B
183 281 22.20 22.40 22.60 22.80
213 239 309325 m/z 43.10 68.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 AR U R
85 nmnmnmnm
- m/z 71.10 63.30%
) \ Iy u113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 100 1%0 260 250 360 3éo 460
Abundance
57
22120 22.40 22.60 22.80
5000 85 m/z 85.10 50.67%
29
113 141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo 460
Abundance #152416: Tridecane, 1-iodo- LI L B L L N BRI
57 22.20 22.40 22.60 22.80
m/z 55.10 21.84%
h T W
28
183
H\ \ ‘ l | ‘J 1]\-3\ 15\5 { 310
m/z--> % 1& ﬁo ﬁ 2m ﬁo ﬁ)4® 2nwuwmwmo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043042.D

Aca On : 5 0Oct 2019 00:01

Operator :© JU

Sample : K5154-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 Heneicosane, 11-decyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.19 4.21 ng 291465 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Hexatriacontane 507 C36H74 000630-06-8 87
Abundance Scan 3421 (23.188 min): BG043042.D (-3416) (-) m/z 57.05 100.00%
57
5000 ﬁrwwﬂvwr,\MAQ}\Mﬁwww*_vvw“,
99 22.80 23.00 23,20 23.40 23.60
141417207 : : : : :
kb L 2207 249261 323357 803 | 7o 43.10  56.28%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223853: Heneicosane, 11-decyl-
57
5000 LAV BB
22:80 23.00 23.20 23.40 23.60
295 m/z 71.10 55.05%
99
[T am s | s
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
22.80 23.00 23,20 23.40 23.60
5000 m/z 85.10 43.95%

99
26 141 183 225 267 309 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 22.80 23.00 23.20 23.40 23.60

m/z 55.10 25.36%

-

5000

5

97
26 |, 141 183 225 267 309 351 393 435 491 535574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22. 80 23. 00 23. 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043042.D

Aca On : 5 0Oct 2019 00:01

Operator :© JU

Sample : K5154-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.99 3.96 ng 370844 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3558 (23.992 min): BG043042.D (-3552) (-) m/z 57.10 100.00%
57
5000
9 e RBEARRERRESEEE S
141 183 23.60 23.80 24.00 24.20 24.40
AL 183 222 267 300 385 asues | o 71.10  63.67%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141424:; Heneicosane

5000
23.60 23.80 24.00 24.20 24.40

m/z 43.10 59.82%

296

14
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R RAREEER e
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 46.44%

9
141 183 239 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 24 _.73%

5000

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 23 60 23. 80 24 00 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043042.D

Aca On : 5 0Oct 2019 00:01

Operator :© JU

Sample : K5154-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

26.08 3.86 ng 360974 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptadecane 240 C17H36 000629-78-7 97
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 96
4 Pentadecane 212 C15H32 000629-62-9 94
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93

Abundance Scan 3913 (26.078 min): BG043042.D (-3905) (-) m/z 57.10 100.00%

57
5000 85

141 183207 940 267 25.80 26.00 26.20 26.40
_— 2% 38 B "m/z 71.10 60.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane

113

5000
25.80 26.00 26.20 26.40

m/z 43.10 58.36%

141 169 197 225 253

296

m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e R
85 25.80 26.00 26.20 26.40
5000 m/z 85.10 44 .10%
29
13 141 160 197 240
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethy!-
57 25.80 26.00 26.20 26.40
m/z 55.10 21.04%
5000 85

113
|l T 14 183 211 239 267 296

I T T T
m/z--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100419\
Data File : BG043042.D

Acq On : 5 0Oct 2019 00:01

Operator : JU

Sample : K5154-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
Quant Title : 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]
Cyclopentane, met... 3.18 22.8 ng 531705 1 8.06 465505 20.0
Butane, 2-methoxy... 3.25 51.2 ng 1191250 1 8.06 465505 20.0
unknown7 .60 7.60 87.3 ng 2033070 1 8.06 465505 20.0
Hexathiane 15.25 3.2 ng 153102 3 14.68 943703 20.0
n-Hexadecanoic acid 18.32 24.5 ng 1333050 4 17.42 1089510 20.0
Octadecanoic acid 19.59 6.4 ng 442777 5 21.70 1386140 20.0
Phenol, 4,4"-(1-m... 19.85 3.9 ng 272890 5 21.70 1386140 20.0
Cycloeicosane 21.34 9.2 ng 639793 5 21.70 1386140 20.0
Tetracosane 22.50 2.5 ng 174925 5 21.70 1386140 20.0
Heneicosane, 11-d... 23.19 4.2 ng 291465 5 21.70 1386140 20.0
Heptadecane, 2,6,... 23.99 4.0 ng 370844 6 24.91 1872710 20.0
Pentadecane 26.08 3.9 ng 360974 6 24.91 1872710 20.0
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