LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 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-BG123019.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 3.146 5 10 30 rvB 1182042 1727294 20.02% 2.983%
2 5.067 332 337 348 rVB 213151 333078 3.86% 0.575%
3 5.537 409 417 433 rBVY 1224484 1938713 22.48% 3.348%
4 7.124 679 687 699 rBV 875397 1528386 17.72% 2.640%
5 7.494 739 750 758 rBVY 2050253 3604944 41.79% 6.226%
6 7.964 821 830 837 rBV 435454 747722 8.67% 1.291%
7 8.287 876 885 892 rBY 1678904 2955897 34.27% 5.105%
8 9.115 1016 1026 1037 rBV 1486922 2673743 31.00% 4.618%
9 10.761 1297 1306 1314 rBV 640164 1143562 13.26% 1.975%
10 13.216 1717 1724 1732 rBVY 3779315 6146817 71.26% 10.616%

11 14.045 1859 1865 1872 rBV 99215 142395 1.65% 0.246%
12 14.591 1950 1958 1965 rBV 1082624 1722883 19.97% 2.976%
13 16.078 2203 2211 2222 rBV 3423459 5179150 60.04% 8.945%
14 17.335 2418 2425 2431 rBV 1347332 2064569 23.93% 3.566%
15 18.240 2574 2579 2588 rBV 241569 419903 4.87% 0.725%

16 19.509 2791 2795 2802 rBV2 99341 191058 2.21% 0.330%
17 19.950 2864 2870 2876 rBV 6267012 8626016 100.00% 14.898%
18 20.273 2922 2925 2929 rVB 108773 120887 1.40% 0.209%
19 20.766 3002 3009 3013 rBvV2 219790 286399 3.32% 0.495%
20 21.260 3087 3093 3100 rBV2 663555 1217860 14.12% 2.103%

21 21.583 3142 3148 3157 rBV 1274662 2114565 24.51% 3.652%
22 21.806 3181 3186 3192 rBV 612206 849919 9.85% 1.468%
23 22.406 3282 3288 3303 rVB 840027 1385700 16.06% 2.393%
24 23.087 3397 3404 3412 rBV 1002651 1808252 20.96% 3.123%
25 23.275 3431 3436 3442 rVB2 81359 156938 1.82% 0.271%

26 23.880 3530 3539 3548 rBvV 889820 1984926 23.01% 3.428%
27 24.709 3670 3680 3689 rBV2 821060 2181112 25.29% 3.767%
28 24.809 3689 3697 3714 rVB 767099 1940156 22.49% 3.351%
29 25.913 3875 3885 3895 rBV2 493023 1531712 17.76% 2.645%
30 27.235 4100 4110 4124 rVB3 250467 862281 10.00% 1.489%

31 28.833 4373 4382 4396 rVB5 77954 315061 3.65% 0.544%

Sum of corrected areas: 57901898
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG043893.D
6000000

5000000
4000000

3000000

7.49
2000000 8.29

.15 5.54
1000000 7.12

5.07

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: BG043893.D

6000000

796 10.76

19,95

5000000

4000000 13.22
16.08

3000000

2000000
17.34 21.58

14.59

1000000 2126 [2181 224
14.04 18.24 1951 || 20.27 2577

O o o L A o L B B o I B I o L L B o e e e e e R e 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: BG043893.D

6000000

5000000
4000000
3000000
2000000

23.09
1000000 23.88 20481
25.91

27.24

23.28 A S 28.83
O e AR R s e L L L BB BABERBARREEELLL Lo s s S s

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\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.15 46.20 ng 1727290 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 28
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 11 (3.152 min): BG043893.D (-5) (-) m/z 73.10 100.00%

73

-

5000
\l | 378 3.20 3.30 3.40 3.50 3.60
- m/z 43.10 36.87%
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000

3.20 3.30 3.40 3.50 3.60

43
m/z 87.10 26.75%
et
m/z--> 50 100 150 200 250 300 350
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
3.20 3.30 3.40 3.50 3.60
5000 41 m/z 55.10 25.03%
I IH ‘ | o7 120
ol — il M Ve e
m/z--> 50 100 150 200 250 300 350
Abundance #7506: 2-Methyl-5-hexen-3-ol
73 3.20 3.30 3.40 3.50 3.60
m/z 71.10 11.68%
43
5000 /\\
m/z--> 50 100 150 200 250 300 350 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\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.07 8.91 ng 333078 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25

Abundance Scan 337 (5.067 min): BG043893.D (-332) (-) m/z 43.05 100.00%
a3
59
5000
1o 480 500 520 540
73 : : : :
o...,....,....,....','e...‘??.':I,....,.'...,E.‘~.3..,...:,|....,....,....,....,...., m/z 59.10 55.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 R RS LN LS SRR
4.80 500 5.20 5.40
59 101 m/z 101.10 19.22%
0 o ) | o @y
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540
5000 m/z 58.10 16.40%
29 101
N I Il 73 83
RN A R N LA SN AR RN RSN SARAN LRSS SARAN AR BUARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester REEE SR S R
50 4.80 500 5.20 5.40
m/z 41.10 9.03%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.49 Concentration Rank 1

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

7.49 96.42 ng 3604940 1,4-Dichlorobenzene-d4 7.96
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 16
3 1l-Isoaquinolinemethanol. .alpha.-... 191 C12H17NO 114608-92-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 749 (7.488 min): BG043893.D (-739) (-) m/z 132.00 100.00%
5000 68
40 5y . 9|6 5115 J n 720 740 7.60 7.80
o AL 87T | )l 47 m/z 68.10 43.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U U L R R
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 33.47%
0 U DI SRR U
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80
5000 67 m/z 66.10 28.15%
41 97
53
‘ 79 ‘ 117
ol bl g8 08 |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53851: 1-Isoquinolinemethanol, .alpha.-ethyl-1,2,3,4-tetr... e
132 7.20 7.40 7.60 7.80
m/z 69.10 17.62%
5000
105
314150 65 7 91 0’ | 144 159 173 190
mz-> 20 40 60 80 100 120 140 160 180 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13
R.T. EstConc Area Relative to ISTD R.T.
18.24 4_.07 ng 419903 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2579 (18.240 min): BG043893.D (-2574) (-) m/z 73.00 100.00%

78

r

5000 129
213
l 1T7f?5 256 00 aag 466 18.00 18.20 18.40 18.60
ol Lo IPUI I Y AN R SN S L A m/z 43.10 93.74%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid

-

5000 LA L L L L L LB
18.00 18.20 18.40 18.60
0
157 1g5 213 256 m/z 60.10 90.99%
Oty
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid
43 78

18.00 18.20 18.40 18.60
m/z 41.10 79.82%

5000

-

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131261: Octadecanoic acid e e
43,73 18.00 18.20 18.40 18.60
m/z 57.10 78 .59%
5000 129
97
185 241 o284
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.77 2.71 ng 286399 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Docosane 310 C22H46 000629-97-0 94
3 Nonadecane 268 C19H40 000629-92-5 94
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 93
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3010 (20.772 min): BG043893.D (-3002) (-) m/z 57.10 100.00%
g7
85
5000
20.40 20.60 20.80 21.00
3 141
o ,~|. W " 4 My 109101 219 253 281 305825 3% | n777 43.10  70.52%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 RUNNSUNRUAE SUURRE
mmmmmmmm
29 m/z 71.10 65.51%
m/z--> §0 160 1éo 260 2éo 360 3éo
Abundance #153223: Docosane
57
20.40 20.60 20.80 21.00
5000 85 m/z 85.10 53.95%
113
ol 3l LT 1% an 20 27 30
m/z--> §0 160 150 200 250 360 3éo
Abundance #117638: Nonadecane
57 20.40 20.60 20.80 21.00
m/z 41.10 25.06%
5000 85
29
0 \‘ ) | J\ I \J 1}34141 169 197 225 268
m/z--> 5'0 1(')0 150 200 250 300 3&'30 20. 40 20. 60 20 80 21. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclohexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.26 11.52 ng 1217860 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
4 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 87
Abundance Scan 3093 (21.260 min): BG043893.D (-3087) (-) m/z 57.05 100.00%
57
83 f
5000
111
3 139 21.00 21.20 21.40 21.60
ol b ML g A7 107 189208225 252 281 323341 yz7v 4310 79.24%
m/z--> 50 100 150 200 250 300
Abundance #81246: Cyclohexadecane
55 83
5000 LR ORI UM BN B
29 111 21,00 21.20 21.40 21.60
m/z 55.10 59.78%
0 .l | .|l 13I9 " 167 19.6 22I4
m/z--> 50 100 150 200 250 300
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
83 21,00 21.20 21.40 21.60
5000 m/z 71.10 58.57%
29 111
0 ‘\ J130 198 190 227 e
m/z--> 50 100 150 200 250 300
Abundance #143260: 1-Dodecanoal, 2-octyl-
57 21.00 21.20 21.40 21.60
m/z 83.10 54 .60%
5000 83
111
29 139
ol I L | ) 167 196 224 252 280297 W
m/z--> 50 100 150 200 250 300 ' 21,00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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, 10-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.81 8.04 ng 849919 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3187 (21.812 min): BG043893.D (-3181) (-) m/z 57.10 100.00%
57
85
5000
113 21.40 21.60 21.80 22.00 22.20
14
ol 2 A LA T M 169 197 205 0a7267 205 333 3T Ln 7140 72.50%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 U R SRR BN
21.40 21.60 21.80 22.00 22.20
m/z 43.10 65.90%
0 3 Il | l|1,}3J,31 1‘?4,,183 211 239 281
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
71 21.40 21.60 21.80 22.00 22.20
5000 m/z 85.05 52 .25%
99 196
o bl l | 137155 | 225 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane REEREEER e e
57 21.40 21.60 21.80 22.00 22.20
m/z 55.05 24 .92%
85
5000
29 113
oLl L1 .\ | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 21140 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.09 17.10 ng 1808250 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3404 (23.087 min): BG043893.D (-3397) (-) m/z 57.10 100.00%

57
5000 85

113 22,80 23.00 23.20 23.40
141
0 .3.*1, LM 10 10716230 om1 323 3m1 sea | oot oSt e ey
miz--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
a8
71
5000 T T T T T

22. 80 23. OO 23 20 23. 40
m/z 43.10 64 .73%

0 } J (127 155 183 225 253
i e
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
1 22.80 23.00 23.20 23.40
5000 m/z 85.10 50.98%
99 196
127
o Jl.d, LS L4252 280
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl- R R
57 22. 80 23. 00 23 20 23. 40

m/z 55.10 24 _.27%

5000 85
113, 154
0 39 L1 T8 | 183 211 239 281

I T
m/z--> 50 100 150 200 250 300 350 22. 80 23. 00 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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, 8-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.88 18.20 ng 1984930 Perylene-di12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 3539 (23.880 min): BG043893.D (-3530) (-) m/z 57.10 100.00%
I JAL
5000
113 360 23.80 24.00 24.20
o ] I || L1141 169 107 225 253 283 309 342 415 7 ;3 607213 8202 200 7212%8%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43
71
5000 LI UL SUMRIL UL S
23.60 23.80 24.00 24.20
m/z 43.10 61.58%
9 127 19
ol A AL 2T | s asp2m0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57
' 23.60 23.80 24.00 24.20
5000 85 m/z 85.10 54 _55%
o ‘ Ly MR % as3 211 230 om
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane L T e e
57 23.60 23.80 24.00 24.20
m/z 55.10 23.69%
85
5000
29 113
ol L)y J | 141 169 197 225 253 296

m/z--> 50 100 150 200 250 300 350 400 23 60 23. 80 24. OO 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .81 17.79 ng 1940160 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 3697 (24.809 min): BG043893.D (-3689) (-) m/z 57.10 100.00%
5000 J\
141 24 40 24. 60 24 80 25 00 25. 20
o 169 197 225 253 295 323 365 415 n/z 71.10 70 . 30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 L S B B B
24 40 24. 60 24 80 25 00 25. 20
- m/z 43.10 62 .84%
o ‘|| 1| | (113 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2%0 300 3%0 460
Abundance #185535: Heptadecane, 9-octyl-
57
24,40 24.60 24.80 25.00 25.20
5000 85 m/z 85.10 53.03%
0 ‘ Ll M3 141 160 107 239 267 204 323 352
m/z--> éo 160 1éo 260 2%0 360 3%0 460
Abundance #141426: Heneicosane
57 24.40 24.60 24.80 25.00 25.20
m/z 55.10 22 .04%
85
5000
29 113
ol L L)y J | 141 169 197 225 253 296 ) \
LI N | LI | L B LI N T 17T LI R LI B T T 1T 7T T —rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3&1;0 4(')0 24.40 24.60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

25.91 14.05 ng 1531710 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3884 (25.907 min): BG043893.D (-3875) (-) m/z 57.10 100.00%

57
I j\L\
5000
s R AR

ol | | llfll (169 207 239 267 295 323 355 379 m /2; 60;3?0136 %0 27612(_)11%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
85

5000 A R I S
25.60 25.80 26.00 26.20

m/z 43.10 62.28%

113
o 200 || |10, 169 197 225 267 295 365 393
el T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57

25.60 25.80 26.00 26.20

5000 85 m/z 85.10 53.84%
29
R NN M3 141 169 197 25 253 295 323 367
T e e Ll
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T T T T

57 25.60 25.80 26.00 26.20
m/z 55.10 22 .30%

85
5000
29 113
DL LT 141 169 107 225 253 296

ot—rryt e R A EE s Ea e e

T
m/z--> 50 100 150 200 250 300 350 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
27.24 7.91 ng 862281 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 4111 (27.241 min): BG043893.D (-4100) (-) m/z 57.10 100.00%
57
5000 ]/\\y_
o e AR
141 27.00 27.20 27.40 27.60
o] Ak 1| .1|.1. [.109 207 253 281 309 343369 401429 | n 771 05 71.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 LI SURIL B UL B
ﬂ%ﬂ%ﬂ@ﬂm
m/z 43.10 64 .84%
29 113 149
ol A L 0 109107 205 253 205323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
85 27.00 27.20 27.40 27.60
5000 m/z 85.05 55.93%
29 113
oL L. | L) J 141 169 197 225 253 296
m/z--> 55 100 1%0 260 250 360 3%0 460
Abundance #194499: Eicosane, 7-hexyl-
57 27.00 27.20 27.40 27.60
m/z 55.10 25.38%
B ] \MJL\‘-
0 Ll MBaa 182 511 555 281 308 337
m/z--> % 1& ﬁo ﬁ 2% ﬁo w)4& ﬂ%ﬂ%ﬂ@ﬂm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043893.D

Aca On : 3 Jan 2020 18:36

Operator :© JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 Hentriacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
28.83 2.89 ng 315061 Perylene-di12 24 .71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 2-methvlhexacosane 380 C27H56 1000376-72-7 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 4381 (28.828 min): BG043893.D (-4373) (-) m/z 57.10 100.00%
57
5000
¥ 1,207 B0 28180 2000 2020
267 : : : :
Ol ...I'.&.‘.J.4-‘...11..--..,.... A e M7z 71.10  72.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57
5000

28.60 28.80 29.00 29.20
99 m/z 43.10 67.19%

i }?1 183 225 267 309 351 437

O P e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202663: 2-methylhexacosane
5[7
R ANEERE S Ea SR
28.60 28.80 29.00 29.20
5000 m/z 85.10 59.34%
99
Jzsl Ly L] 14 188 205 267 33
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5[7 28.60 28.80 29.00 29.20
m/z 55.10 24 .75%
5000

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

L A S I SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 28. 60 28 80 29. 00 29. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010320\
Data File : BG043893.D

Acq On : 3 Jan 2020 18:36

Operator : JU

Sample - K6464-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 3.15 46.2 ng 1727290 1 7.96 747722 20.0
2-Pentanone, 4-hy... 5.07 8.9 ng 333078 1 7.96 747722 20.0
unknown7 .49 7.49 96.4 ng 3604940 1 7.96 747722 20.0
n-Hexadecanoic acid 18.24 4.1 ng 419903 4 17.34 2064570 20.0
Heptadecane 20.77 2.7 ng 286399 5 21.58 2114570 20.0
Cyclohexadecane 21.26 11.5 ng 1217860 5 21.58 2114570 20.0
Eicosane, 10-methyl- 21.81 8.0 ng 849919 5 21.58 2114570 20.0
Octadecane, 2-met... 23.09 17.1 ng 1808250 5 21.58 2114570 20.0
Pentadecane, 8-he... 23.88 18.2 ng 1984930 6 24.71 2181110 20.0
Octacosane 24 .81 17.8 ng 1940160 6 24.71 2181110 20.0
2-methyloctacosane 25.91 14.1 ng 1531710 6 24.71 2181110 20.0
Hexacosane 27.24 7.9 ng 862281 6 24.71 2181110 20.0
Hentriacontane 28.83 2.9 ng 315061 6 24.71 2181110 20.0
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