LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082619\
Data File : BG042502.D

Aca On : 26 Aug 2019 17:10

Operator : HP/JU

Sample : K4491-06

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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.118 3 5 34 rVB 1533969 2861309 99.72% 14.798%
2 5.556 414 420 438 rBV 204546 366422 12.77% 1.895%
3 7.166 684 694 709 rBV 119446 246650 8.60% 1.276%
4 7.530 749 756 769 rBV 411376 745261 25.97% 3.854%
5 8.000 829 836 844 rBV 114519 193688 6.75% 1.002%
6 8.323 884 891 901 rBV 447546 792261 27.61% 4_.097%
7 9.164 1024 1034 1047 rBV 278039 538381 18.76% 2.784%
8 10.820 1307 1316 1322 rBV 135169 249416 8.69% 1.290%
9 13.276 1727 1734 1747 rBV 945691 1490304 51.94% 7.708%
10 14.105 1869 1875 1879 rBvV 24434 39180 1.37% 0.203%

11 14.657 1960 1969 1976 rBV2 223540 364604 12.71% 1.886%
12 16.149 2215 2223 2233 rBV 712789 1175338 40.96% 6.079%

13 16.390 2258 2264 2269 rBV3 17888 29707 1.04% 0.154%
14 17.413 2432 2438 2442 rBV2 294046 453310 15.80% 2.344%
15 17.454 2442 2445 2451 rVB 55231 78459 2.73% 0.406%

16 18.312 2576 2591 2607 rBV 1053361 2122076 73.96% 10.975%
17 18.846 2678 2682 2685 rVB3 23754 31506 1.10% 0.163%
18 19.463 2778 2787 2793 rBV 66187 150860 5.26% 0.780%
19 19.581 2800 2807 2817 rBV 616027 987355 34.41% 5.106%

20 19.828 2846 2849 2854 rVB 41719 56959 1.99% 0.295%
21 20.021 2876 2882 2888 rBV 2145537 2869217 100.00% 14.839%
22 20.327 2931 2934 2938 rVB3 32080 41472 1.45% 0.214%
23 20.820 3015 3018 3023 rVB2 43826 57141 1.99% 0.296%

24 21.332 3101 3105 3116 rVB2 66813 130247 4._.54% 0.674%
25 21.690 3159 3166 3172 rBV 448683 784947 27 .36% 4._.060%

26 21.878 3194 3198 3207 rVB 85469 126493 4.41% 0.654%
27 22.495 3298 3303 3310 rBV 100272 159729 5.57% 0.826%
28 23.194 3416 3422 3430 rVB 120961 226199 7.88% 1.170%
29 23.382 3448 3454 3462 rVB 125191 255677 8.91% 1.322%
30 24.005 3554 3560 3570 rVvB2 106730 242794 8.46% 1.256%

31 24.927 3708 3717 3748 rVB3 322500 1264772 44.08% 6.541%
32 26.108 3911 3918 3930 rVB3 71043 203888 7.11% 1.054%

8270-BG082219.M Tue Aug 27 18:52:21 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082619\
Data File : BG042502.D

Aca On : 26 Aug 2019 17:10

Operator : HP/JU

Sample : K4491-06

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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 19335622
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082619\
Data File : BG042502.D

Aca On : 26 Aug 2019 17:10

Operator : HP/JU

Sample : K4491-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG042502.D

2000000

.12
1500000

1000000

500000 753 8.32
9.16

5.56
7.17 8.00 10.82

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 11.50 12.00 1250
Abundance TIC: BG042502.D

20.02
2000000

1500000

18.31

1000000 13.28
16.15
21.69

500000
17.41

14.66
20.33 20.82 21.33 ([21.88 22.49

14.10 ﬂ_ 16.39 1}.45 L2 22 K

O L LA L s o s o e e e I L o o o o o o B e B B A A e o 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: BG042502.D

2000000

1500000

1000000

500000 24.93
232338  24.00 26.11

A A
e e 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\HPCHEMI1\BNA G\DATA\BG082619\
Data File : BG042502.D

Aca On : 26 Aug 2019 17:10

Operator : HP/JU

Sample : K4491-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.12 295.46 ng 2861310 1,4-Dichlorobenzene-d4 8.00
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 5 (3.118 min): BG042502.D (-3) (-) m/z 73.10 100.00%
73
5000
43 87 /\\
T
9 ‘ 3.20 3.30 3.40 3.50
Ob el R b 4202 118 137 156 176 193206 224 267284 | “nz7 43.10  32.39%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 RS SRS RN R
3.20 3.30 3.40 3.50
J 87 m/z 87.10 30.22%
0 ,|I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

?

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87 T
3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 27.74%
il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4436: Pentane, 3-methoxy-
78 3.20 3.30 3.40 3.50
m/z 71.10 11.87%
5000
45
29
bl P9 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50

8270-BG082219.M Tue Aug 27 18:52:23 2019

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082619\
Data File : BG042502.D

Aca On : 26 Aug 2019 17:10

Operator : HP/JU

Sample : K4491-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 unknown7.53 Concentration Rank 4

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

7.53 76.95 ng 745261 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 756 (7.530 min): BG042502.D (-749) (-) m/z 132.00 100.00%
5000 /\
68
0 % J 720 740 7.60 7.80
40 54 - - . :
ol L e e N m/z 68.10 33.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U A L UL LR
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 33.10%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
A LA L UL LR
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 22.24%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 13.56%
5000 og M° ]\k
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, N o
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082619\
Data File : BG042502.D

Aca On : 26 Aug 2019 17:10

Operator : HP/JU

Sample : K4491-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.31 93.63 ng 2122080 Phenanthrene-d10 17.41
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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 2591 (18.312 min): BG042502.D (-2576) (-) m/z 73.10 100.00%
73
43 51
5000 213
157171185 UL AR R
43 199 284 18.00 18.20 18.40 18.60
0! m/z 60.10 87 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 AR AR AR
83 18.00 18.20 18.40 18.60
157 213 m/z 43.10 75.02%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid
3 | B
7 18.00 18.20 18.40 18.60
5000 129 m/z 57.10 73.72%
29
143157 214
LN Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73 18.00 18.20 18.40 18.60
57 m/z 55.10 68.81%
5000 129
29
199
‘ 143157171185 242
0 ..1.5,.‘a..‘i:‘..
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\HPCHEMI1\BNA G\DATA\BG082619\
Data File : BG042502.D

Aca On : 26 Aug 2019 17:10

Operator : HP/JU

Sample : K4491-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.58 25.16 ng 987355 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 n-Decanoic acid 172 C10H2002 000334-48-5 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2807 (19.581 min): BG042502.D (-2800) (-) m/z 73.05 100.00%
43
5000 ___,WA_~*~M_jL\\ﬁw_A.m__Av
19.20 1940 19.60 19.80
b m/z 60.10 87 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
48 57 7,
5000 SRR AR
mmwmmmmm
29 241 284 m/z 43.10 85.43%
199513227
Obrrpr bl
m/z--> 26 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43 55 783
19.20 1940 19.60 19.80
5000 - 129 m/z 57.10 84 .59Y%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid | BLELELELE BLELELELE BN LR B
73 19.20 19.40 19.60 19.80
m/z 55.10 74 .38%
129
5000
43 5
87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1920 1940 1960 1980
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082619\
Data File : BG042502.D

Aca On : 26 Aug 2019 17:10

Operator : HP/JU

Sample : K4491-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.33 3.32 ng 130247 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3105 (21.332 min): BG042502.D (-3101) (-) m/z 57.10 100.00%
57
LIRS SN DU SUNRRE
113 141 183207 21.00 21.20 21.40 21.60
oL LN LN 199207030258 205 s as0 oot S0 Eg a3
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane
57
85
5000 R AU SRR DR U
mmmmmmmm
- m/z 43.10 52.66%
oL T, | 113,141 169 197 225 253 338
m/z--> §0 160 1%0 260 250 360 3%0 460 4éo
Abundance #194493: Hexacosane
57
21.00 21.20 21.40 21.60
5000 85 m/z 85.10 44.79%
29 113
ol J J |l || |77, 141160 197 225 253 295 323 367
m/z--> §0 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #215181: 2-methyloctacosane B REmEE TS L
57 21.00 21.20 21.40 21.60
m/z 55.10 26.81%
- 1 L“HN“hAvaMNJﬂ\LWMWWAWNvaW
113
o2 ‘ L7714 160 197 225 267 295 365 393
m/z--> §0 160 1%0 260 250 360 3%0 400 4éo 21. 00 21. 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082619\
Data File : BG042502.D

Aca On : 26 Aug 2019 17:10

Operator : HP/JU

Sample : K4491-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.88 3.22 ng 126493 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3198 (21.878 min): BG042502.D (-3194) (-) m/z 57.10 100.00%
57
5000 i W\A\/\M
113 2160 21.80 22.00 22.20
141 183 226
ol 3t 4 LA 761103 208226 263 2g1 356 m/z 71.10 64.23%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 R SR R PR S
a5 mmmmnmnm
29 m/z 43.10 56.95%
o | J I | J (113 141 169 197 226
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #185533: Pentacosane
57
2160 21.80 22.00 22.20
5000 85 m/z 85.10 51.75%
113
L2y \ [ 1Yt 169189 211 239 267 205 323 352
m/z--> 55 100 150 200 250 300 3éo
Abundance #194493: Hexacosane R B B R
57 21.60 21.80 22.00 22.20
m/z 55.10 21.94Y%
- 1 w“““N*WWNVNWMJA\hvaMva*vaw
. 29 h‘ | | t\lﬁ34 141 160 197 225 253 295 323 367
m/z--> 50 1m 150 M 250 300 3% mmmmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082619\
Data File : BG042502.D

Aca On : 26 Aug 2019 17:10

Operator : HP/JU

Sample : K4491-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.50 4_.07 ng 159729 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 93
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 3304 (22.501 min): BG042502.D (-3298) (-) m/z 57.10 100.00%
g7 A
85
5000
113 o'o0 99140 9960 9980
141 169 208 22.20 22.40 22.60 22.80
P ll '1 o 389200 (202 281 309 885 | hs7 71.10 63.99%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR A A AR
nmnmnmnm
m/z 43.10 55.13%
29 113
ol \ Ly .l L1t 109 107 225 253 296
m/z--> 50 100 150 200 250 360 3%0
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
22120 22,40 22.60 22.80
5000 85 m/z 85.10 54 _.25%
0 4 “ | ‘\1}3 (141 183 211 239 267 296
m/z--> éo 160 150 200 250 360 3%0
Abundance #94351: Hexadecane, 3-methyl- L LR B S B
57 22.20 22.40 22.60 22.80
m/z 55.10 25.73%
5000
85
3
oL Al s e M T
m/z--> 50 100 150 200 250 300 350 nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082619\
Data File : BG042502.D

Aca On : 26 Aug 2019 17:10

Operator : HP/JU

Sample : K4491-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.19 5.76 ng 226199 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3421 (23.188 min): BG042502.D (-3416) (-) m/z 57.10 100.00%
113 22:80 23.00 23.20 23.40 23.60
141 169 : : : : :
o 197 225 255 281 n/z  71.10 66 68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57
5000 85 AU BRI BN
22. 80 23. oo 23 20 23 40 23. 60
- 113 m/z 85.10 56.22%
oL l 7141 169 197 225 253 296
m/z--> §o 160 1%0 260 250 360 3éo 460
Abundance #209566: Octacosane
57
22:80 23.00 23.20 23.40 23.60
5000 g5 m/z 43.10 53.69%
29
0 { L) 1113\141 169 197 225 253 281 309 337 365 394 —vwvmwﬁx/\vw#/\bkwjthAwwﬂm
m/z--> §0 100 1%0 260 250 300 3éo 460
Abundance #219831: Triacontane A B e
57 22.80 23.00 23.20 23.40 23.60
m/z 55.10 22 .46%
- T WWAAP/\M
113
ol 290 1| j | 141 169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&1,0 2(')0 250 3(')0 3&'30 4(')0 22. 80 23. 00 23 20 23 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082619\
Data File : BG042502.D

Aca On : 26 Aug 2019 17:10

Operator : HP/JU

Sample : K4491-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.38 4.04 ng 255677 Perylene-di12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 81
4 1.5.9-Decatriene., 2.3.5.8-tetram... 192 C14H24 230646-72-7 80
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 78
Abundance Scan 3454 (23.382 min): BG042502.D (-3448) (-) m/z 69.10 100.00%
60 [
5000
41
95 137 [rrrrprrr T
23.00 23.20 23.40 23.60
161180 203
ol l whd g1g | 191180203 231 257 281 342 367 m/z 81.10 53.29%
m/z--> 50 100 150 200 250 300 350
Abundance #215932: Squalene
60
5000 [rrrrprrr T
a1 23.00 23.20 23.40 23.60
% m/z 41.10 22.02%
ol | B30 161 191 231 273 209 341 367
m/z--> 50 100 150 200 250 300 350
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69
23.00 23.20 23.40 23.60
50000 41 m/z 95.10 15.88%
93
{ ‘ 136 161 100
o .‘k;J,*.|‘UhJ,%;%\.W — B ,?1?.3?1,. 384
m/z--> 50 100 150 200 250 300 350
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- R e o e S R R
69 23.00 23.20 23.40 23.60
a1 m/z 137.10 13.93%
5000
95 123
0 .H. .‘,N‘.\“. .‘Hl'. .“.‘.1“:9.:.[7.7.|....|....|....|....
m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082619\
Data File : BG042502.D

Aca On : 26 Aug 2019 17:10

Operator : HP/JU

Sample : K4491-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

24 .01 3.84 ng 242794 Perylene-d12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetracontane 563 C40H82 004181-95-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 3561 (24.011 min): BG042502.D (-3554) (-) m/z 57.10 100.00%

5000

23.60 23.80 24.00 24.20 24.40
m/z 71.10 62.72%

o 141 183 225 267 300341

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

-

23. 60 23. 80 24. 00 24. 20 24 40
m/z 85.10 54 _.76%

5000

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #239764: Tetracontane
57
T T
23.60 23.80 24.00 24.20 24.40
5000 m/z 43.10 51.63%
99
41 183 2o
o | [], 183 225 267 309 351 393 449 491 562
e P A e e e e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane L e o
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 21.77%
5000

s

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082619\
Data File : BG042502.D

Aca On : 26 Aug 2019 17:10

Operator : HP/JU

Sample : K4491-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 Heptadecane, 8,8-dipentyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.11 3.22 ng 203888 Perylene-di12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 8.8-dipentvl- 380 C27H56 055282-28-5 90
2 Nonacosane 408 C29H60 000630-03-5 90
3 Pentadecane. 8.8-diheptvl- 408 C29H60 055268-72-9 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 83
Abundance Scan 3918 (26.108 min): BG042502.D (-3911) (-) m/z 57.10 100.00%
57
b1 g2 00 169 207 o 201 sop aan 25180 26100 2620 2640
ol A A LT T UL 2 T 809 3R Tm/z 71.10  56.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202664: Heptadecane, 8,8-dipentyl-
57
5000 AU RRAARER
309 25.80 26.00 26,20 26.40
113 253 281 m/z 85.10 50.98%
i 141 169 197
oL, 31 225 351 379
m/z--> 50 100 150 200 250 300 350 400
Abundance #215180: Nonacosane
57
25.80 26.00 26.20 26.40
5000 85 m/z 43.10 49.41%
113
. 2?‘ ] Ly 189 197 225 253 281 309 337 365 408 v4ﬁNVN\N/$MJ/\\MM»%WWMNMM“
m/z--> 50 100 150 260 250 300 350 400
Abundance #215183: Pentadecane, 8,8-diheptyl- I e A RERREEEE
57 25.80 26.00 26.20 26.40
309 m/z 55.10 22 .56%
- 1 ﬁwNW%%WMwmhwm/\vuhhﬁﬁwhmw\mw
113
ol 3 Ll | "N 160 197 225 253 281 | 333
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\BG082619\
Data File : BG042502.D

Acq On : 26 Aug 2019 17:10

Operator : HP/JU

Sample - K4491-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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]
Butane, 2-methoxy... 3.12 295.5 ng 2861310 1 8.00 193688 20.0
unknown7 .53 7.53 77.0 ng 745261 1 8.00 193688 20.0
n-Hexadecanoic acid 18.31 93.6 ng 2122080 4 17.41 453310 20.0
Octadecanoic acid 19.58 25.2 ng 987355 5 21.68 784947 20.0
Tetracosane 21.33 3.3 ng 130247 5 21.68 784947 20.0
Hexadecane 21.88 3.2 ng 126493 5 21.68 784947 20.0
Heneicosane 22.50 4.1 ng 159729 5 21.68 784947 20.0
Octacosane 23.19 5.8 ng 226199 5 21.68 784947 20.0
Squalene 23.38 4.0 ng 255677 6 24.93 1264770 20.0
Eicosane 24.01 3.8 ng 242794 6 24.93 1264770 20.0
Heptadecane, 8,8-... 26.11 3.2 ng 203888 6 24.93 1264770 20.0
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