LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022620\
Data File : BG044601.D

Aca On : 26 Feb 2020 13:13

Operator : CG/JU

Sample : PB127061BL

Misc :

ALS Vial : 5 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-BG022420 .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 5.447 395 401 413 rBV 460628 767528 15.77% 3.793%
2 7.045 666 673 689 rBV 268005 493956 10.15% 2.441%
3 7.873 807 814 823 rBV 204908 356247 7.32% 1.760%
4 8.196 861 869 883 rBV 826016 1472711 30.25% 7.278%
5 9.031 1001 1011 1032 rBV 643441 1223944 25.14% 6.048%

10.670 1283 1290 1307 rVB 272048 510009 10.48% 2.520%
13.138 1702 1710 1727 rBV 1863380 2972541 61.06% 14.689%
13.972 1846 1852 1861 rBV 37597 65928 1.35% 0.326%
14.512 1936 1944 1955 rBV 488578 767890 15.77% 3.795%
16.005 2191 2198 2208 rBY 1579042 2459930 50.53% 12.156%

=
QO ~NO®

11 17.256 2404 2411 2425 rBV 615792 987954 20.29% 4.882%
12 19.877 2851 2857 2871 rBV 3659529 4868025 100.00% 24.056%
13 21.169 3072 3077 3087 rBv2 113757 193737 3.98% 0.957%
14 21.498 3126 3133 3147 rBV 637464 1112882 22.86% 5.499%
15 21.704 3163 3168 3173 rBV 44040 64803 1.33% 0.320%

16 22.286 3262 3267 3274 rBV 59627 95456 1.96% 0.472%
17 22.944 3373 3379 3386 rBvV 82242 142948 2.94% 0.706%
18 23.708 3502 3509 3517 rBV 88189 173252 3.56% 0.856%
19 24.565 3645 3655 3673 rBV 398073 1269951 26.09% 6.276%
20 25.676 3836 3844 3853 rVB4 50189 145627 2.99% 0.720%

21 26.951 4054 4061 4072 rVB4 27187 90935 1.87% 0.449%

Sum of corrected areas: 20236254
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044601.D

Aca On : 26 Feb 2020 13:13

Operator : CG/JU

Sample : PB127061BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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: BG044601.D
3500000

3000000
2500000
2000000
1500000
1000000 8.20

9.03

5.45
500000
7.04 787 10.67
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Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 8. 50 9. 00 9. 50 10. 00 10.50 11. 00 11. 50 12. 00 12. 50
Abundance TIC: BG044601.D
3500000 19.88

3000000
2500000

2000000{13.14

16.00
1500000

1000000

17.26 21.50

500000 14.51

13.97 2f74m 22.29
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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: BG044601.D
3500000

3000000
2500000
2000000
1500000
1000000

500000 24.57
22.94 2371 ﬁk, 25.68 26.95
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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\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044601.D

Aca On : 26 Feb 2020 13:13

Operator : CG/JU

Sample : PB127061BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.17 3.48 ng 193737 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 93

Abundance Scan 3077 (21.169 min): BG044601.D (-3072) (-) m/z 57.10 100.00%
57 g3
RSN PR SUNIUE U
3 139 167 20.80 21.00 21.20 21.40
o e 20 24420 38 ns7 43.10  89.24%
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57
83
5000 AU PRSI SN AR B
111 20.80 21.00 21.20 21.40
- m/z 55.05 88.10%
N 'y |139 9 101210 238 g5283
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 UL PR SUNIUE U
20.80 21.00 21.20 21.40
5000 m/z 83.10 84 .14%
29 125
0 79 154 182 210 238 265283 334
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol PP T TR
55 83 20.80 21.00 21.20 21.40
m/z 97.05 75 .34%
5000 111 Av&wwv*ﬂfuwwwﬂj\\m¢ww~“¢A“N-
29
oL { L1159 s67 106 gm 2s o0
m/z--> 50 100 150 200 250 300 350 2080 21.00 21.20 21.40

8270-BG022420.M Thu Feb 27 13:03:13 2020 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044601.D

Aca On : 26 Feb 2020 13:13

Operator : CG/JU

Sample : PB127061BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.94 2.57 ng 142948 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3378 (22.938 min): BG044601.D (-3373) (-) m/z 57.10 100.00%
57
5000 Jl
113 22.60 22.80 23.00 23.20
141 169 : : :
Ol b ....I,-.=.?9,7.2??2]4‘,‘..2??,....3,5?...,... m/z 71.10 69.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
22.60 22.80 23.00 23.20
13 m/z 43.10 61.55%
o 2, ﬂ (141 169 197 225 267 295 365 393
m/z--> éo 100 150 200 250 300 350 400
Abundance
57
o 22.60 22.80 23.00 23.20
5000 m/z 85.10 47 .68%
29 113
o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T T T T T T T
57 22.60 22.80 23.00 23.20
m/z 55.10 22 .36%
5000 85
118 941
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 22.60 22.80 23.00 23.20

8270-BG022420.M Thu Feb 27 13:03:13 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044601.D

Aca On : 26 Feb 2020 13:13

Operator : CG/JU

Sample : PB127061BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.71 2.73 ng 173252 Perylene-di12 24 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 3509 (23.708 min): BG044601.D (-3502) (-) m/z 57.05 100.00%
57
85
5000
AU AU IS
141 169 23.40 23.60 23.80 24.00
ol | A A 1| L P AS7221 258 295 34 “nm/z 71.10 78.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
23.40 23.60 23.80 24.00
m/z 43.10 62.17%
29 113 141
oL LA 477 241 169 107 225 253 205 303 367
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
23.40 23.60 23.80 24.00
5000 85 m/z 85.10 55.02%
29 113 44
0 169 197 225 253 281 309 337 365 394
m/z--> §o 160 150 260 250 360 3éo 460
Abundance #219831: Triacontane T T T T T T
57 23.40 23.60 23.80 24.00
m/z 55.10 25.18%
5000 85
113 141
oL2) i J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1éo 2(')0 250 3(')0 3éo 4(|)O 23.'40 23.I60 23.I8O 24.'00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG022620\
Data File : BG044601.D

Acq On : 26 Feb 2020 13:13

Operator : CG/JU

Sample : PB127061BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG022420_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]
Heptadecyl heptaf... 21.17 3.5 ng 193737 5 21.50 1112880 20.0
2-methyloctacosane 22.94 2.6 ng 142948 5 21.50 1112880 20.0
Hexacosane 23.71 2.7 ng 173252 6 24.57 1269950 20.0
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