LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100419\
Data File : BG043038.D

Aca On : 4 Oct 2019 21:28

Operator :© JU

Sample : K5154-11

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 - 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 3.170 8 14 23 rBv 245233 542604 10.36% 1.721%
2 3.246 23 27 42 rVB 737182 1204726 23.00% 3.822%
3 3.546 73 78 84 rBvV 33417 52397 1.00% 0.166%
4 5.644 428 435 451 rBV 703747 1158240 22.11% 3.674%
5 7.230 698 705 718 rBV2 470743 940186 17.95% 2.983%
6 7.600 759 768 778 rBVY 1136661 1955587 37.33% 6.204%
7 8.064 839 847 855 rBV 253117 444954 8.49% 1.412%
8 8.387 890 902 919 rBV 779621 1375393 26.25% 4.363%
9 9.222 1036 1044 1053 rBVY 680691 1248383 23.83% 3.960%
10 10.867 1315 1324 1332 rBvV 331131 603169 11.51% 1.913%

11 13.305 1732 1739 1749 rBV 1862825 2964701 56.59% 9.405%
12 14.128 1873 1879 1892 rVB 414481 621922 11.87% 1.973%
13 14.680 1962 1973 1980 rBV 581852 916986 17.50% 2.909%
14 16.167 2219 2226 2236 rBV 1877553 2854035 54.48% 9.054%
15 17.424 2433 2440 2448 rBV2 752969 1175559 22.44% 3.729%

16 18.317 2586 2592 2601 rBV 494899 697643 13.32% 2.213%
17 19.580 2803 2807 2814 rBV2 164623 227156 4_.34% 0.721%
18 19.839 2848 2851 2856 rVB5 40221 55560 1.06% 0.176%
19 20.033 2878 2884 2893 rBV 3952767 5239062 100.00% 16.620%
20 20.338 2932 2936 2940 rVB 78361 100917 1.93% 0.320%

21 20.697 2993 2997 3005 rVB10 31224 58068 1.11% 0.184%
22 20.832 3015 3020 3024 rBV2 124064 157594 3.01% 0.500%
23 21.343 3101 3107 3117 rBV 460954 874962 16.70% 2.776%
24 21.689 3160 3166 3173 rBV2 822271 1377298 26.29% 4 _.369%
25 21.889 3194 3200 3205 rBV 198473 302875 5.78% 0.961%

26 22.500 3298 3304 3308 rBV 231827 374053 7.14% 1.187%
27 23.194 3415 3422 3428 rVB 292140 520175 9.93% 1.650%
28 23.999 3552 3559 3566 rvB2 313055 626941 11.97% 1.989%
29 24.909 3704 3714 3733 rVB3 529123 2167021 41.36% 6.874%
30 26.084 3905 3914 3925 rVB2 202787 593903 11.34% 1.884%

31 27.430 4138 4143 4144 rBVS5 64237 90722 1.73% 0.288%

Sum of corrected areas: 31522792
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043038.D

Aca On : 4 Oct 2019 21:28

Operator :© JU

Sample : K5154-11

Misc :

ALS Vial : 10 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
A%‘H@&?& TIC: BG043038.D
3000000
2000000
7.60
1000000
3.25 5.64 8.39 9.22
7.23
B.17 8.06 10.87
3.55
S e e e -
Time--> 350 4.00 450 5.00 5.50 6.00 650 7.00 750 800 850 9.00 9.50 10.00 1050 1100 1150 1200 1250
Ab TIC: BG043038.D
4585556 203
3000000
2000000{ 13.31 16.17
21.69
1000000 17.42
1413 T} 18.32 21.34 oigo 2250
19. J 3 :
o J\ SN S S S+ UL W
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
AbXé‘H&S}?& TIC: BG043038.D
3000000
2000000
1000000
24.91
23.19 24.00 j\ 26.08 v7 43
0 A A
L A T S B B e L B e e R 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\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043038.D

Aca On : 4 Oct 2019 21:28

Operator :© JU

Sample : K5154-11

Misc :

ALS Vial : 10 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 1-Pentene, 2-methyl- Concentration Rank 4

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

3.17 24.39 ng 542604 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 86
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 56
4 1-Hexene 84 C6H12 000592-41-6 53
5 1-Butanol 74 C4H100 000071-36-3 47

Abundance Scan 14 (3.170 min): BG043038.D (-8) (-) m/z 56.10 100.00%
96
84
5000
3.20 3.30 3.40 3.50 3.60
m/z 84.05 64.73%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1457: Cyclohexane
56
41 84
5000 HUAS AR AR RN RARRE
27 3.20 3.30 3.40 3.50 3.60
69 m/z 41.10 53.10%
15
2 I
m/z--> 0 20 40 eb 80 100 120 140 160 180 200 220
Abundance
41 56
3.20 3.30 3.40 3.50 3.60
5000 27 69 m/z 55.10 39.00%
84
15
L UL SO IV I B SRS BRSNS B SRR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1491: Cyclopentane, methyl-
56 3.20 3.30 3.40 3.50 3.60
m/z 69.10 28.39%
5000 4l
69
27 ‘ ‘ 84
'I“}ﬁ't”ML”wl“"P"W"”I'”'I”"P"'"”I'”'P"W AN LR IR SRR UL UL
m/z--> 0O 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\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043038.D

Aca On : 4 Oct 2019 21:28

Operator :© JU

Sample : K5154-11

Misc :

ALS Vial : 10 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 54 .15 ng 1204730 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 74
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 28 (3.252 min): BG043038.D (-23) (-) m/z 73.10 100.00%
7B
5000 43 s
3.20 3.30 3.40 3.50 3.60 3.70
,...&L,‘....l?(?...,....2,0.8...,.2]7.7.,....,....,....,4.6.6.4?? m/z 43.10 37.68%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 3.20 3.30 3.40 3.50 3.60 3.70
m/z 87.05 28.29%

m/z--> 0 50 100 150 200 250 300 350 400 450

-

Abundance
73
41 3.20 3.30 3.40 3.50 3.60 3.70
5000 m/z 55.10 28.20%
15
R o o LA o o RN
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1877: Acetamide, N-ethyl-
3 3.20 3.30 3.40 3.50 3.60 3.70
m/z 41.10 11.16%
5000 87
59‘
R o B I L I e o B
m/z--> 0 50 100 150 200 250 300 350 400 450 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 : BG043038.D

Aca On : 4 Oct 2019 21:28

Operator :© JU

Sample : K5154-11

Misc :

ALS Vial : 10 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 3 unknown7.60 Concentration Rank 1

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

7.60 87.90 ng 1955590 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 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17

Abundance Scan 768 (7.600 min): BG043038.D (-759) (-) m/z 132.00 100.00%
132
5000 68

7.20 7.40 7.60 7.80 8.00

...J!;ﬂ.l.k..l,l.. N A ¥ m/z 68.10 43.97%
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97

5000 |||||||||I|IIII|IIII|II
7.20 7.40 7.60 7.80 8.00

31 10 m/z 134.00 34.24%
| |1||l

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
132
69 A REEA S
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.32%
31
L B B N L B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl- ,/.J\.. e
132 7.20 7.40 7.60 7.80 8.00

m/z 69.10 19.86%

5000

153\1“)“1 |

L e o o o T o o o o e N I N B e

m/z--> 0 50 100 150 200 250 300 350 400 450 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 : BG043038.D

Aca On : 4 Oct 2019 21:28

Operator :© JU

Sample : K5154-11

Misc :

ALS Vial : 10 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 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.32 11.87 ng 697643 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 81

Abundance Scan 2593 (18.323 min): BG043038.D (-2586) (-) m/z 73.10 100.00%

73

5000

|

157 185 T IIIIIIII IIIIIIII
18 00 18. 20 18. 40 18 60
m/z 60.10 96.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 TT TTT T[T T LB B
18 00 18. 20 18. 40 18 60
0
157 jgs 213 256 m/z 43.05 93.52%
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 76.14%
97
185 241 284
113 157 207
mmmwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid R e
3 | 78 18.00 18.20 18.40 18.60

m/z 55.05 74 .70%

5000 129

iy

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\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043038.D

Aca On : 4 Oct 2019 21:28

Operator :© JU

Sample : K5154-11

Misc :

ALS Vial : 10 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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.58 3.30 ng 227156 Chrysene-di12 21.69
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 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2807 (19.580 min): BG043038.D (-2803) (-) m/z 43.05 100.00%

43 78

5000

19.20 19.40 19.60 19.80
m/z 73.10  95.14%

326 357 394

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #131258: Octadecanoic acid

5000

19!20 19.I40 19!60 19.I80
m/z 55.05 84.47%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance

60

19.20 19.40 19.60 19.80
5000 129 m/z 60.10 80.05%

85

157 185 213 256

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #84453: Tetradecanoic acid
73 19.20 19.40 19.60 19.80
2 m/z 57.10 79.51%
5000 129
185 228
| -
m/iz--> 0 50 100 150 200 250 300 350 400 450 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043038.D

Aca On : 4 Oct 2019 21:28

Operator :© JU

Sample : K5154-11

Misc :

ALS Vial : 10 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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.83 2.29 ng 157594 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 3020 (20.832 min): BG043038.D (-3015) (-) m/z 57.10 100.00%
g7
5000 85
113 141 211 20.60 20.80 21.00 21.20
....,....J,...f,-?‘?s..,...z?g,?e??.gl, 3268356 429 478 | n77 43.10  59.60%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94346: Heptadecane
g7
85
5000 AR BN SURILE MRS B
20.60 20.80 21.00 21.20
29 13 m/z 71.10 57 .55%

[° 141160197 240

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance

57

20.60 20.80 21.00 21.20

5000 m/z 85.05 39.76%
85

29
113 141 169 197 225 253 282

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #141426: Heneicosane
57 20.60 20.80 21.00 21.20
m/z 41.05 35.41%

85
5000
29 113

UL | 7141 169197 225 255 296

m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21. 00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043038.D

Aca On : 4 Oct 2019 21:28

Operator :© JU

Sample : K5154-11

Misc :

ALS Vial : 10 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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.34 12.71 ng 874962 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
3 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 91
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 91
Abundance Scan 3107 (21.343 min): BG043038.D (-3101) (-) m/z 57.10 100.00%
57
5000 83

111 L..................

“wmmm4 21.00 21.20 21.40 21.60
e A Ry 7R8I 207205 328356 A6 | m/z 43.10 76.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #151537: 1-Docosene
57 97
5000 21.00 21.20 21.40 21.60
308 : - : :
29 125 m/z 55.05  70.14%
L L f5astzmmass om0
B e A B L I o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
97 21.00 21.20 21.40 21.60
5000 m/z 83.05 51.85%
125
29 153181 224250280308 353 454
ot i o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosyl heptafluorobutyrate Do e PRy
57 21.00 21.20 21.40 21.60
m/z 71.10 51.80%
97
5000
125
29 lx 169195022250 294322 367 518
I e A e B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043038.D

Aca On : 4 Oct 2019 21:28

Operator :© JU

Sample : K5154-11

Misc :

ALS Vial : 10 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 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.89 4.40 ng 302875 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 96
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexatriacontane 507 C36H74 000630-06-8 90
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 3200 (21.889 min): BG043038.D (-3194) (-) m/z 57.10 100.00%

g7
5000 85

21.60 21.80 22.00 22.20

113
[ 141 183208 239267295 343369 429

SR B WA et AR S s T = m/z 43.10 67.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #153223: Docosane
5000 TTT LA L L L L L LB

21.|60 21.80 22.00 22.20
m/z 71.10 64 .48%

113
141 18311239067 310

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

57

21.60 21.80 22.00 22.20
5000 85 m/z 85.10  43.35%

29 113
141169197 225253 281 309 338

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane

21.60 21.80 22.00 22.20
m/z 41.05 27 .27%

5000

113141169197 225253 281300337 379 421449477 506
I I I I
mz-> 0 50 100 150 200 250 300 350 400 450 500 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043038.D

Aca On : 4 Oct 2019 21:28

Operator :© JU

Sample : K5154-11

Misc :

ALS Vial : 10 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 Tetracosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
22.50 5.43 ng 374053 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Octacosane 394 C28H58 000630-02-4 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 3304 (22.500 min): BG043038.D (-3298) (-) m/z 57.10 100.00%
57
5000 85
113 22.20 22.40 22.60 22.80
141
ol A d L) k160 196 224 251 283 300 330 aon | TG 57,97
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
5000 85
22.20 22.40 22.60 22.80
29 m/z 43.10 57.04%
| | | j113 141 169 197 205 253 281 309 338
m/z--> 55 160 1éo 260 250 300 3%0 400
Abundance
57
22.20 22,40 22.60 22.80
5000 a5 m/z 85.10 46 .27%
29 113
141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3%0 460
Abundance #215181: 2-methyloctacosane
57 22.20 22.40 22.60 22.80
m/z 55.05 23.75%
5000 85
29 I Il ulﬁ3‘1ﬂl‘1§9 197 225 267 295 365 393
m/z--> % @ J& 2& 2% 3& 3% 4& nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043038.D

Aca On : 4 Oct 2019 21:28

Operator :© JU

Sample : K5154-11

Misc :

ALS Vial : 10 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 11 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.19 7.55 ng 520175 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Hexacosane 366 C26H54 000630-01-3 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Nonadecane 268 C19H40 000629-92-5 89
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3421 (23.188 min): BG043038.D (-3415) (-) m/z 57.10 100.00%

5000

113 119 22.80 23.00 23.20 23.40 23.60

m/z 43.10 58.98%

183 210 239

281 309 351 394 429

m/z--> 50 100 150 200 250 300 350 400
Abundance #141424:; Heneicosane
57
5000 85 T T T T llllllll L T
22. 80 23. 00 23. 20 23 40 23. 60
- 113 m/z 71.10 54 _.98%
4[24 169 107 205 25 206
L o A I A e e o e I O ML B o
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
LB B o S
22.80 23.00 23.20 23.40 23.60
5000 85 m/z 85.10 40.61%
29
113 141 169 197 205 253 295323 367
L B e e e o e LA o e o i o o S S
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57 22.80 23.00 23.20 23.40 23.60
m/z 55.10 23.51%
5000 85
29
LUL ) MB41 169 106 240

m/z--> 50 100 150 200 250 300 350 400 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 : BG043038.D

Aca On : 4 Oct 2019 21:28

Operator :© JU

Sample : K5154-11

Misc :

ALS Vial : 10 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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .00 5.79 ng 626941 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptacosane 380 C27H56 000593-49-7 93
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3559 (23.999 min): BG043038.D (-3552) (-) m/z 57.10 100.00%

57
5000

23. 60 23 80 24. OO 24. 20 24 40
141 183 225
ob ALALL 3 183 225 282 323355 420 489 m/z 71.10 66.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane

23. 60 23 80 24. OO 24. 20 24 40
m/z 43.10 59.15%

141 183 225 282
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57

23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 44 _48Y%

5000

99
26 141 183 225 267 323 380

m/z--> 0 5I0 lCI)O léO 200 250 300 350 400 4é0 5CI)O 55I0 6CI)O

Abundance #241528: Tetratetracontane REEEEEEEE ST
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 25.77%

5000
97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23 80 24. OO 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100419\
Data File : BG043038.D

Aca On : 4 Oct 2019 21:28

Operator :© JU

Sample : K5154-11

Misc :

ALS Vial : 10 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 Hexatriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.08 5.48 ng 593903 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 95
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 3913 (26.078 min): BG043038.D (-3905) (-) m/z 57.10 100.00%
g7
5000 85
113 | 25.80 26.00 26,20 26.40
141169
o Ad LD SEIPAOT 299 282 327355 420457489 | uzn 71.10  62.85%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane

5000
25.80 26.00 26.20 26.40

m/z 43.10 57.27%

113141169197 225253 281300337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance
57
e e
25.80 26.00 26.20 26.40
5000 g5 m/z 85.10 41.50%
113941
169197 225253 281 309 337 365 437
e a f T e e e L R
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57 25.80 26.00 26.20 26.40
m/z 55.10 26.26%
5000 85
29
¥ 3141169197 225253 295323 367
e e 2 T T B e e T
miz--> 0 50 100 150 200 250 300 350 400 450 500 2580 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 : BG043038.D

Acq On : 4 Oct 2019 21:28

Operator : JU

Sample : Kb154-11

Misc :

ALS Vial : 10 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- 3.17 24 .4 ng 542604 1 8.06 444954 20.0
Butane, 2-methoxy... 3.25 54_.1 ng 1204730 1 8.06 444954 20.0
unknown7 .60 7.60 87.9 ng 1955590 1 8.06 444954 20.0
n-Hexadecanoic acid 18.32 11.9 ng 697643 4 17.42 1175560 20.0
Octadecanoic acid 19.58 3.3 ng 227156 5 21.69 1377300 20.0
Heptadecane 20.83 2.3 ng 157594 5 21.69 1377300 20.0
1-Docosene 21.34 12.7 ng 874962 5 21.69 1377300 20.0
Docosane 21.89 4.4 ng 302875 5 21.69 1377300 20.0
Tetracosane 22.50 5.4 ng 374053 5 21.69 1377300 20.0
Heneicosane 23.19 7.5 ng 520175 5 21.69 1377300 20.0
Eicosane 24 .00 5.8 ng 626941 6 24.91 2167020 20.0
Hexatriacontane 26.08 5.5 ng 593903 6 24.91 2167020 20.0
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