LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031320\
Data File : BG044784.D

Aca On : 14 Mar 2020 4:52

Operator : CG/JU

Sample : PB127427BL

Misc :

ALS Vial : 20 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-BG031020.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 3.154 4 11 19 rBv2 268094 656790 8.09% 1.641%
2 3.231 19 24 39 rvB 655659 1205333 14.84% 3.011%
3 5.158 347 352 362 rVB 67938 120069 1.48% 0.300%
4 5.622 423 431 443 rBV 941121 1588776 19.57% 3.968%
5 7.202 693 700 711 rVB 591687 1046375 12.89% 2.614%

8.054 836 845 852 rBV 468670 810952 9.99% 2.026%
8.378 891 900 908 rBV 1852012 3324333 40.94% 8.303%
9.212 1033 1042 1051 rBV 1536098 2875361 35.41% 7.182%
10.863 1314 1323 1331 rVB 617271 1142295 14.07% 2.853%
13.313 1732 1740 1752 rVB 3952456 6320841 77.85% 15.788%

=
QO ~NO®

11 14.130 1874 1879 1885 rBV 135205 200316 2.47% 0.500%
12 14.688 1967 1974 1984 rBV 971453 1579601 19.45% 3.945%
13 16.168 2219 2226 2235 rBV 2893161 4716248 58.09% 11.780%
14 17.432 2433 2441 2450 rBV 1173772 1790849 22.06% 4._.473%
15 18.331 2589 2594 2602 rBV2 145449 210692 2.59% 0.526%

16 19.752 2832 2836 2842 rVB 95146 108908 1.34% 0.272%
17 20.046 2879 2886 2892 rBV 6006820 8119516 100.00% 20.281%
18 21.362 3106 3110 3123 rVB3 193802 352718 4_.34% 0.881%
19 21.703 3161 3168 3176 rVB 995425 1719745 21.18% 4._.296%
20 23.254 3428 3432 3438 rVB4 56877 104394 1.29% 0.261%

21 23.442 3459 3464 3472 rVB2 109687 230795 2.84% 0.576%
22 24.065 3567 3570 3577 rVB5 53296 99742 1.23% 0.249%
23 24.923 3705 3716 3728 rBV2 606058 1711162 21.07% 4.274%

Sum of corrected areas: 40035811
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031320\

BG044784.D

14 Mar 2020 4:52

CG/JuU

PB127427BL

20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG031020.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000
.15

3.23

TIC: BG044784.D

8.38
9.21

5.62

7.20 8.05
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10.86

0
Time-->
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6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG044784.D

13.31

16.17

14.69 17.43

18.33

A
1T

14.13

20L05

21.70

19.75 21.36

A
T 1 1T

A
TT T T

05
Time-->
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Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG044784.D

24.92

A

232844  24.07

==

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

8270-BG031020.M Mon Mar

16 14:35:29 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031320\
Data File : BG044784.D

Aca On : 14 Mar 2020 4:52

Operator : CG/JU

Sample : PB127427BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.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 Cyclohexane Concentration Rank 3

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

3.15 16.20 ng 656790 1,4-Dichlorobenzene-d4 8.05
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 56
3 2-Amino-oxazole 84 C3H4N20 004570-45-0 47
4 2-Pentene. 2-methvl- 84 C6H12 000625-27-4 43
5 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 42

Abundance Scan 10 (3.148 min): BG044784.D (-4) (-) m/z 56.05 100.00%

56
84
5000

320 330 340 350 3.60

Ot it 216190169 207236 2 A% m/z 84.05 62.36%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1456: Cyclohexane
56
84
5000 L L L L L LI B
27 3.20 3.30 3.40 3.50 3.60

m/z 41.10 52 .38%

0,.'.1..,‘.'[.'.,....,....,....,....,....,....,....,....
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

56

3.20 3.30 3.40 3.50 3.60

5000 84 m/z 55.05 33.88%
29
O e i I o o o L o e o o LA A e i e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1333: 2-Amino-oxazole
84 3.20 3.30 3.40 3.50 3.60

m/z 69.05 25.42%

56
5000
)
0

m/z--> 0 50 100 150 200 250 300 350 400 450 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\BG031320\
Data File : BG044784.D

Aca On : 14 Mar 2020 4:52

Operator : CG/JU

Sample : PB127427BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.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 2

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

3.23 29.73 ng 1205330 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 24 (3.231 min): BG044784.D (-19) (-) m/z 73.10 100.00%
7B
5000 . F
3.20 3.30 3.40 3.50 3.60
0 ..‘L|“..].|?4|.EL2.8.|..1E}Q|.2.21. % M7 m/z  43.10  36.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000
43 3.20 3.30 3.40 3.50 3.60
‘ m/z 55.10 27.17%
0 | 1|101
! JRULELL UARLELN UL UL UL BURLELEL SRR U
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
3.20 3.30 3.40 3.50 3.60
5000{ 43 m/z 87.10 25.73%
e s L L LA UL B WA G
m/z--> 50 100 150 200 250 300 350 400
Abundance #4436: Pentane, 3-methoxy-
7B 3.20 3.30 3.40 3.50 3.60
m/z 71.10 11.18%
5000 ?
45
0 2$ \l‘ 1 " 101
m/z--> 50 100 150 200 250 300 350 400 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\BG031320\
Data File : BG044784.D

Aca On : 14 Mar 2020 4:52

Operator : CG/JU

Sample : PB127427BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.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 unknown5.16 Concentration Rank 5

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

5.16 2.96 ng 120069 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 37
3 2.3-Dimethvloxirane-2-carboxvlic... 130 C6H1003 1000306-64-4 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Acetaldehyde N-formyl-N-methylhy... 100 C4H8N20 016568-02-8 25

Abundance Scan 352 (5.158 min): BG044784.D (-347) (-) m/z 43.10 100.00%
5000
— 4bo 500 850 810 |
0 ....,.~.'.-.',|.1.2.7.1??...2,0.7...,....,....,..?9.?....,...4.9,6. m/z 59.10 65.76%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 G R RS UL
480 5.00 5.20 5.40
m/z 101.10 21.40%
101
O e e e
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
480 500 520 540
5000 m/z 58.10 12.37%
31 101
L S L L L L UL LI WL LI
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13304: 2,3-Dimethyloxirane-2-carboxylic acid, methyl ester
43 480 5.00 5.20 5.40
m/z 41.20 11.48%
5000
Ll 5
O o o o S S
miz--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031320\
Data File : BG044784.D

Aca On : 14 Mar 2020 4:52

Operator : CG/JU

Sample : PB127427BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.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 7
R.T. EstConc Area Relative to ISTD R.T.
18.33 2.35 ng 210692 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2594 (18.331 min): BG044784.D (-2589) (-) m/z 73.05 100.00%
73
43
5000
o7 129 213
157 185 ‘ 256 18.00 18.20 18.40 18.60
ol \ pelil bl 1 291810331302 387 |l TeG 0 g8 04t
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
4
5000 129 AR AR
83 18.00 18.20 18.40 18.60
ot 157 1g5 213 256 m/z 43.10 72.46%
0 i Jl'J'Li""'l""l U SR
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 73
18,00 18.20 18.40 18.60
5000 129 m/z 55.10 67.27%
o1 185
157 007 241 284
ob—— g QL il 0 = b o
m/z--> 55 160 1éo 260 250 360 3%0
Abundance #72646: Tridecanoic acid A R E am B
43 | 73 18.00 18.20 18.40 18.60
m/z 57.15 66.11%
5000
129
w 97 \ 171 214
0.“. “I‘ .Iul.mlhl\‘l\‘l | .‘1|5‘2. l .‘1.9,5.‘. e A e e s
m/z--> 5 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031320\
Data File : BG044784.D

Aca On : 14 Mar 2020 4:52

Operator : CG/JU

Sample : PB127427BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.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 9-Tricosene, (2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.36 4.10 ng 352718 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 95
2 1-Tricosene 322 C23H46 018835-32-0 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 93

Abundance Scan 3110 (21.362 min): BG044784.D (-3106) (-) m/z 57.15 100.00%

125 ||||||||III|IIII|IIII|I
21.00 21.20 21.40 21.60

T —

54 192222250280 314 356 402 454
Oh s ,....,..l.fl,.... 222250280 319 3% 02 4% 5B n/z 55.10  94.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #163019: 9-Tricosene, (2)-
55 83
5000 LA L L L L L LB L L B
21.00 21.20 21.40 21.60
29 m/z 83.10 93.83%
139 322
o ] 167195222 262 294
ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
97 LA L L L L L LB L LN B
21.00 21.20 21.40 21.60
5000 m/z 43.15 92 .50%
29 125
o 153182210238 266294322
R e R A B e o B o o I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151538: 1-Docosene B
55 21.00 21.20 21.40 21.60
m/z 97.10 75 .55%
97
5000
29
125
0 l 153181 308
R e e L L e e o e e o o I S B N B RN R R 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\BG031320\
Data File : BG044784.D

Aca On : 14 Mar 2020 4:52

Operator : CG/JU

Sample : PB127427BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.44 2.70 ng 230795 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 86
3 Farnesol isomer a 222 C15H260 1000108-92-4 74
4 3.7.11-Tridecatrienenitrile., 4.8... 231 C16H25N 006006-01-5 64
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 64
Abundance Scan 3464 (23.442 min): BG044784.D (-3459) (-) m/z 69.10 100.00%
69 ﬂ
5000
41 N LR B RN R

95 137 Bmmmmmmm
175 203 231 259 341
o..im. pkd il ST 200200209 205 341 400 447 491 m/z 81.10 54.38%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215930: Squalene
69
41

5000 R ML e
23. 20 23. 40 23. 60 23. 80

m/z 41.15 18.82%

ol bl il 7"?1. oAy 23209 3Mser M0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69
A R o e
23.20 23.40 23.60 23.80
5000 m/z 95.10 12.34%
41
95 137
0 163191217245 273299 341367 410
R B B e o R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #79401: Farnesol isomer a RS mEEEs L
69 23.20 23.40 23.60 23.80
m/z 68.20 12.33%
5000 41
21
L e
m/z--> 50 100 150 200 250 300 350 400 450 23.20 23.40 23.60 23.80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG031320\

BG044784.D

14 Mar 2020 4:52
CG/Ju

PB127427BL

20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031020.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
Cyclohexane 3.15 16.2 ng 656790
Butane, 2-methoxy. .. 3.23 29.7 ng 1205330
unknown5.16 5.16 3.0 ng 120069
n-Hexadecanoic acid 18.33 2.4 ng 210692
9-Tricosene, (2)- 21.36 4.1 ng 352718
Squalene 23.44 2.7 ng 230795

8270-BG031020.M Mon Mar 16 14:35:32 2020

|--Internal Standard---|
| # RT Resp Conc]

8.05 810952 20.0
8.05 810952 20.0
8.05 810952 20.0

21.70 1719750 20.0

1
1
1
4 17.43 1790850 20.0
5
6 24.92 1711160 20.0
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