LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\
Data File : BG044266.D

Aca On : 31 Jan 2020 19:05

Operator : CG/JU

Sample : L1331-02

Misc :

ALS Vial : 16 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-BG013020.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 5.015 323 328 340 rVB 27126 49239 1.18% 0.220%
2 5.491 402 409 422 rBV 873450 1402153 33.73% 6.266%
3 7.083 672 680 698 rBV 944376 1712541 41.19% 7.652%
4 7.918 813 822 830 rBV 221986 389447 9.37% 1.740%
5 8.241 867 877 885 rBV 696146 1225304 29.47% 5.475%

9.069 1010 1018 1036 rBV 566904 1044565 25.12% 4.668%
10.714 1288 1298 1309 rBVY 317852 612214 14.73% 2.736%
13.176 1710 1717 1732 rBV 1787128 2843202 68.39% 12.705%
14.005 1852 1858 1868 rBVY 213252 323602 7.78% 1.446%
14.551 1944 1951 1963 rBV 674643 1071309 25.77% 4.787%

=
QO ~NO®

11 16.043 2198 2205 2225 rBV 1483539 2293099 55.15% 10.247%
12 17.295 2410 2418 2430 rBV 811013 1281899 30.83% 5.728%
13 19.915 2857 2864 2876 rBV 2978822 4157562 100.00% 18.578%
14 21.214 3080 3085 3096 rBV 141340 277041 6.66% 1.238%
15 21.543 3134 3141 3150 rBV 792234 1354668 32.58% 6.053%

16 21.754 3172 3177 3182 rBV 52054 73682 1.77% 0.329%
17 22.342 3272 3277 3282 rBV2 63797 96649 2.32% 0.432%
18 23.012 3385 3391 3397 rVB 78526 136993 3.30% 0.612%
19 23.194 3415 3422 3431 rBV 107672 199709 4_80% 0.892%
20 23.787 3516 3523 3530 rBvV 75277 163894 3.94% 0.732%

21 24.639 3658 3668 3689 rBV2 408685 1526233 36.71% 6.820%
22 25.779 3853 3862 3874 rBV3 46575 143934 3.46% 0.643%

Sum of corrected areas: 22378939
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG013120\

Data File : BG044266.D

Aca On : 31 Jan 2020 19:05

Operator : CG/JU

a?ggle ; L1331-02 il
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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: BG044266.D

2500000
2000000
1500000

1000000 5.49 7.08

8.24

500000
792 10.71

5.02

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 10.50 11.00 1150 1200 1250
Abundance TIC: BG044266.D

1992

2500000

2000000
13.18

1500000 16.04

1000000 17.29 21.54

14.55
500000

14.00
21.21 2175 22.34
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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: BG044266.D

2500000

2000000

1500000

1000000

500000 24.64

2&2%19 23.79 25.78
O R B o e BN B e e AL B B

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\HPCHEM1\BNA G\DATA\BG013120\

Data File : BG044266.D

Aca On : 31 Jan 2020 19:05

Operator : CG/JU

a?ggle ; L1331-02 ol
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.02 2.53 ng 49239 1,4-Dichlorobenzene-d4 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 329 (5.021 min): BG044266.D (-323) (-) m/z 43.05 100.00%
43
59
5000
101 Mt st ateamiisana )
49 | 73 83 460 4.80 5.00 5.20 5.40
ot et e e e e m/z 59.10 59.10%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U LS IR UL
460 4.80 5.00 5.20 5.40
59 m/z 101.10 23.44%
0 21 37, 53,|| 67 778 o ‘I
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 5.00 520 540
0
5000 101 m/z 58.10 17.82%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43 460 4.80 5.00 5.20 5.40
m/z 41.05 8.77%
5000
101
15 58
0 \ 28 7|l 51 | 69 84
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG013120\

Data File : BG044266.D

Aca On : 31 Jan 2020 19:05

Operator : CG/JU

a?ggle ; L1331-02 il
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.21 4.09 ng 277041 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 81
Abundance Scan 3084 (21.208 min): BG044266.D (-3080) (-) m/z 57.10 100.00%
57 g3
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—
139 208 20.80 21.00 21.20 21.40 21.60
Y 167 252 281 m/z 43.05 90.61%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83
5000 111 LRI RIS B B
20 80 21. 00 21. 20 21. 40 21. 60
29 m/z 55.05 86.85%
139
ol || [13°167106 238266 204
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance
57
83 20,80 21.00 21.20 21.40 21.60
5000 m/z 83.10 80.46%
29 111
139 168196 257 258
Of— g b4y =
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #234186: 17-Pentatriacontene
57 20.80 21.00 21.20 21.40 21.60
97 m/z 97.05 T77.77%
5000
ok LI 155191205238 267292320 348 376 a0s asa a2 40
miz--> 0 50 100 150 200 250 300 350 400 450 20.80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG013120\

Data File : BG044266.D

Aca On : 31 Jan 2020 19:05

Operator : CG/JU

a?ggle ; L1331-02 il
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 4 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.01 2.02 ng 136993 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 3391 (23.012 min): BG044266.D (-3385) (-) m/z 57.10 100.00%
57
85
5000

141 169 197 222 265 342 22.60 22.80 23.00 23.20 23.40
0....|,.. 'll-ll.-l.",' e N DU I m/z 71.10 76.78%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
5|7
85
5000

22.60 22.80 23.00 23.20 23.40
m/z 43.10 63.15%

29 113
ol | i 1] | 191,169 197 225 253 296
- F 2 B8
miz--> 50 100 150 200 250 300 350
Abundance
57
s S
22.60 22.80 23.00 23.20 23.40
5000 85 m/z 85.10 61.74%
29
. 13 141 169 197 225 253 205 323 367
S B NP R P L L P S
miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57 22.60 22.80 23.00 23.20 23.40
m/z 55.10 21.96%
5000 85
113
oL 2Ly [ | M1 169189211 239 267 205 323 352
— e L L S P B SR S
miz--> 50 100 150 200 250 300 350 2260 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG013120\

Data File : BG044266.D

Aca On : 31 Jan 2020 19:05

Operator : CG/JU

a?ggle ; L1331-02 ol
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.19 2.62 ng 199709 Perylene-di12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
5 (-+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 72
Abundance Scan 3421 (23.188 min): BG044266.D (-3415) (-) m/z 69.10 100.00%
69
5000
at 95 137
22.80 23.00 23.20 23.40 23.60
ol | g Ly 161 191207 282 355 401429 | o T8y 05 49.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 41
22.80 23.00 23.20 23.40 23.60
m/z 41.10 22 .09%
9 137
ol b g g d 16T 191217 273209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
22.80 23.00 23.20 23.40 23.60
5000 m/z 95.05 13.52%
41
95 137
0 116 | 163 191 217 245 273299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69 22.80 23.00 23.20 23.40 23.60
m/z 137.10 12.13%
5000 41
93
J 136
obo byl ag ) JO1 192 231 273 315341 384
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\HPCHEM1\BNA G\DATA\BG013120\

Data File : BG044266.D

Aca On : 31 Jan 2020 19:05

Operator : CG/JU

a?ggle ; L1331-02 il
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Eicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.79 2.15 ng 163894 Perylene-d12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91

Abundance Scan 3523 (23.787 min): BG044266.D (-3516) (-) m/z 57.10 100.00%
g7
85
5000
13 23.40 23.60 23.80 24.00 24.20
141 169 208
oL, | “ . .-l|, b A N~ m/z 71.10 78.39%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
23.40 23.60 23.80 24.00 24.20
m/z 43.10 58.86%
29 13 4m
oL ) | ] 4" 169 107 225 553 262
m/z--> 50 160 150 260 250 360 3éo
Abundance
57
23.40 23.60 23.80 24.00 24.20
5000 85 m/z 85.05 56.18%
29 113
o 141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #209566: Octacosane
57 23.40 23.60 23.80 24.00 24.20
m/z 41.10 22 .15%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 ' 23.'40 23.I60 23.|80 24.'00 24.'20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG013120\

Data File : BG044266.D

Acq On : 31 Jan 2020 19:05

Operator : CG/JU

a?ggle ; L1331-02 ol
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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]
2-Pentanone, 4-hy... 5.02 2.5 ng 49239 1 7.91 389447 20.0
1-Heneicosanol 21.21 4.1 ng 277041 5 21.54 1354670 20.0
Heneicosane 23.01 2.0 ng 136993 5 21.54 1354670 20.0
Squalene 23.19 2.6 ng 199709 6 24.64 1526230 20.0
Eicosane 23.79 2.1 ng 163894 6 24.64 1526230 20.0
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