LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043963.D

Aca On : 7 Jan 2020 20:51

Operator :© JU

Sample : L1017-01

Misc :

ALS Vial : 9 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 3.148 5 10 23 rvVB 128164 238608 3.51% 0.604%
2 5.069 331 337 349 rBV 259004 398278 5.85% 1.008%
3 5.539 410 417 428 rBV 1055230 1737480 25.54% 4 _.399%
4 7.131 679 688 704 rBVY 1261123 2213837 32.54% 5.606%
5 7.496 742 750 758 rBVY 1208337 2105548 30.94% 5.331%
6 7.960 822 829 838 rVB 552519 969669 14.25% 2.455%
7 8.289 876 885 893 rBV 908327 1602198 23.55% 4_.057%
8 9.117 1016 1026 1038 rBV 802780 1430140 21.02% 3.621%
9 10.762 1298 1306 1314 rBV 773233 1429705 21.01% 3.620%
10 13.218 1716 1724 1732 rBVY 2790494 4438016 65.22% 11.237%

11 14.041 1857 1864 1870 rBV 194274 292719 4 _30% 0.741%
12 14.593 1950 1958 1965 rBV 1245966 1954022 28.72% 4.948%
13 16.080 2204 2211 2222 rBV 2511231 3889116 57.16% 9.847%
14 17.337 2418 2425 2430 rBV 1360930 2144981 31.52% 5.431%
15 17.378 2430 2432 2437 rVB 176562 212182 3.12% 0.537%

16 18.212 2570 2574 2578 rBV2 54959 91928 1.35% 0.233%
17 18.259 2578 2582 2587 rVB 78039 120815 1.78% 0.306%
18 18.406 2601 2607 2610 rBV2 70075 136681 2.01% 0.346%
19 19.129 2726 2730 2734 rBV 73959 110271 1.62% 0.279%
20 19.182 2734 2739 2742 rBV7 38397 70806 1.04% 0.179%

21 19.264 2749 2753 2759 rBv4 35365 68318 1.00% 0.173%
22 19.388 2769 2774 2780 rVB 391687 529658 7.78% 1.341%
23 19.746 2827 2835 2843 rVB 409415 710518 10.44% 1.799%
24 19.822 2846 2848 2854 rVB3 54165 77075 1.13% 0.195%
25 19.952 2864 2870 2881 rVB 4910820 6804254 100.00% 17.229%

26 20.398 2944 2946 2951 rVB 82845 84237 1.24% 0.213%
27 21.256 3088 3092 3098 rBV2 396241 579013 8.51% 1.466%
28 21.585 3141 3148 3153 rBV 1309139 2337858 34.36% 5.920%
29 23.083 3399 3403 3408 rVvB2 128560 211755 3.11% 0.536%
30 23.260 3430 3433 3441 rVB 114658 210450 3.09% 0.533%

31 23.865 3532 3536 3544 rVB2 174956 329549 4._.84% 0.834%
32 24.723 3673 3682 3689 rBV2 708664 1964184 28.87% 4._.973%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043963.D

Aca On : 7 Jan 2020 20:51

Operator :© JU

Sample : L1017-01

Misc :

ALS Vial : 9 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

Method
Title

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

Sum of corrected areas: 39493869

8270-BG123019.M Wed Jan 08 16:55:24 2020 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043963.D

Aca On : 7 Jan 2020 20:51

Operator :© JU

Sample : L1017-01

Misc :

ALS Vial : 9 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: BG043963.D
5000000

4000000
3000000

2000000

7.13

5.54 7.50

1000000 8.29 9.12 10.76
5.07 A

(.

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG043963.D
5000000 1995

4000000

3000000{ 13.22
16.08

2000000
21.59

14.59 17.34

1000000 21.26

193@97
14.04 38 ml 208

O o e L I I e e L LA B o e B e e B o o B o B o e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16. 50 17. OO 17.50 18 00 18. 50 19. OO 19. 50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG043963.D
5000000

4000000
3000000

2000000

1000000 2472

232826 23.86
L AA_ . ~AN A

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\BG010720\
Data File : BG043963.D

Aca On : 7 Jan 2020 20:51

Operator :© JU

Sample : L1017-01

Misc :

ALS Vial : 9 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 5

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

3.15 4.92 ng 238608 1,4-Dichlorobenzene-d4 7.97
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 39
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 5

Abundance Scan 10 (3.148 min): BG043963.D (-5) (-) m/z 73.10 100.00%
3
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
O e bl 222128 141 190 207 Tm/z  43.10  42.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 RN IR R IUUE IR
43 3.20 3.30 3.40 3.50 3.60
‘ 55 87 m/z 55.10 28.07%
0'”'I”L'J'”'I"“I'”'I'”'I'”'I"”I"” [rTrrrprrrTT
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HE RS RN RS AR
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.05 24 _44%
0 Llsme e
m/z--> 80 100 120 140 160 180 200 220
Abundance #734: N-Ethylformamide N R R R
30 3.20 3.30 3.40 3.50 3.60
73 m/z 71.10 11.03%
5000
44 58
) |
R s I R A A L I AR W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043963.D

Aca On : 7 Jan 2020 20:51

Operator :© JU

Sample : L1017-01

Misc :

ALS Vial : 9 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 unknown5.07 Concentration Rank 3

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

5.07 8.21 ng 398278 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 337 (5.069 min): BG043963.D (-331) (-) m/z 43.10 100.00%
ile]
5000
T T2k 5h0 5% 540
o...l.,'.7.3.'.~,|....,....,20.8...,....,....,....,.4.2? m/z 59.10 56.69%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
ile]
5000 R RS S IR UL

4.80 5.00 5.20 5.40
m/z 101.10 20.80%

101
Ot B B S o B O [ o S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
s
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.51%
101
15
L] 73
o s |
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl- e e AR
43 4.80 5.00 5.20 5.40
m/z 41.05 9.32%
5000
101
18
73
e O O
m/z--> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043963.D

Aca On : 7 Jan 2020 20:51

Operator :© JU

Sample : L1017-01

Misc :

ALS Vial : 9 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 unknown7.50 Concentration Rank 1

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

7.50 43.43 ng 2105550 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 751 (7.502 min): BG043963.D (-742) (-) m/z 132.00 100.00%
5000 68
40 % J 720 7.40 7.60 7.80
54 : . : :
o g8 lae e 207 h77 68.10  41.76%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 N AR A AR R

7.20 7.40 7.60 7.80
m/z 134.00  33.71%

31 51
9
o T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
R RAREEEE s m ]
7.20 7.40 7.60 7.80
5000 m/z 66.10 25.78%
33 44 o 105
60 ‘
N U A O 1 |
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e R
132 7.20 7.40 7.60 7.80
m/z 69.10 15.68%
5000 67
41 97
Wi o,
79
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043963.D

Aca On : 7 Jan 2020 20:51

Operator :© JU

Sample : L1017-01

Misc :

ALS Vial : 9 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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.26 4.95 ng 579013 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 95
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
4 Cvclohexadecane 224 C16H32 000295-65-8 94
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 90
Abundance Scan 3093 (21.262 min): BG043963.D (-3088) (-) m/z 57.10 100.00%
g7
5000 \~Mﬂﬂwﬁ,,k“,vj\x~vx~1\.Wm,-*
111 226
RIS SRS BN BRI SUNE
141 180 J 21.00 21.20 21.40 21.60
ol L L .1. b oAy, 222280309 358385 ASIS6 804 | ns 43.10  87.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LU SURULE BN B SU
21.00 21.20 21.40 21.60
29 111 m/z 83.10 65.91%
o J , 1 139167 196223 252 280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104157: E-15-Heptadecenal
43
83 121,00 21.20 21,40 21.60
5000 m/z 55.10 63.57%
111
o | 1139 168 196 224 252
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)- R EERE RS B
57 21.00 21.20 21.40 21.60
83 m/z 97.10 60.72%
5000
29 111
0 ‘ l 139167 196 224252 280
m/z--> 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\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043963.D

Aca On : 7 Jan 2020 20:51

Operator :© JU

Sample : L1017-01

Misc :

ALS Vial : 9 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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.26 2.14 ng 210450 Perylene-di12 24.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 72
2 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 72
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 72
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
Abundance Scan 3433 (23.260 min): BG043963.D (-3430) (-) m/z 69.10 100.00%
69
5000 /K
41 95 T
123
494175 23.00 23.20 23.40 23.60
O J,". Ay L L1°175 206031255 287314341367 408432 490 |z =Tei 6 49 700
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215929: Squalene
69
5000 LI B UL IR B

23. OO 23 20 23. 40 23 60

4l . m/z 41.10 22.40%
95
0 b by | 163191217244 273299 341367 410
g e T
mz--> 50 100 150 200 250 300 350 400 450
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-

6

23.00 23.20 23.40 23.60
m/z 95.10 14 .68%

5000

0!
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R B R B
69 23.00 23.20 23.40 23.60
m/z 123.10 11.82%
5000
41
95 137
oL,\M,,mSlg?,,,,,,
m/z--> 50 100 150 200 250 300 350 400 450 23. OO 23 20 23. 40 23 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043963.D

Aca On : 7 Jan 2020 20:51

Operator :© JU

Sample : L1017-01

Misc :

ALS Vial : 9 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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.86 3.36 ng 329549 Perylene-di12 24.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 3535 (23.859 min): BG043963.D (-3532) (-) m/z 57.10 100.00%
57
5000
13 23,60 23.80 24.00 24.20
141 256 301
ol AL 193225500 7327358385 440467494 542 | nzo 71.10  69.78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57
5000 85 LI UL BRI SULLL I
23.60 23.80 24.00 24.20
m/z 43.10 63.36%
. 29 f}3141169197225253 295323 367
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl-
57
23,60 23.80 24.00 24.20
5000 85 m/z 85.10 53.45%
0 f}3141169197 239267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117637: Nonadecane T
57 23.60 23.80 24.00 24.20
m/z 55.10 21.30%
T W\W‘N\N/\N/N/WW\/V
5000
29
ol 313141169197 268
m/z--> 5'0 100 150 200 250 300 350 400 450 500 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010720\
Data File : BG043963.D

Acq On : 7 Jan 2020 20:51

Operator : JU

Sample : L1017-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.15 4.9 ng 238608 1 7.97 969669 20.0
unknown5 .07 5.07 8.2 ng 398278 1 7.97 969669 20.0
unknown? .50 7.50 43.4 ng 2105550 1 7.97 969669 20.0
5-Eicosene, (E)- 21.26 5.0 ng 579013 5 21.59 2337860 20.0
Squalene 23.26 2.1 ng 210450 6 24.72 1964180 20.0
Hexacosane 23.86 3.4 ng 329549 6 24.72 1964180 20.0
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