LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020320\
Data File : BG044276.D

Aca On : 3 Feb 2020 17:22

Operator : CG/JU

Sample : L1345-04

Misc :

ALS Vial : 8 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 5.491 402 409 422 rBV 1425464 2322204 34.41% 7.430%
2 7.084 671 680 690 rBY 1495078 2679591 39.71% 8.573%
3 7.918 814 822 831 rVB 241724 417049 6.18% 1.334%
4 8.241 869 877 886 rBVY 1147185 2004126 29.70% 6.412%
5 9.070 1010 1018 1032 rBV 911411 1676440 24.84% 5.364%

10.721 1289 1299 1317 rBV 339657 648658 9.61% 2.075%
13.177 1710 1717 1731 rBV 2681506 4316235 63.96% 13.809%
14.005 1852 1858 1869 rBV 154065 239321 3.55% 0.766%
14.557 1945 1952 1965 rBVY 656186 1062583 15.75% 3.400%
16.044 2198 2205 2217 rBV 2210397 3495247 51.80% 11.183%

=
QO ~NO®

11 17.295 2412 2418 2430 rBV 837115 1308198 19.39% 4.185%
12 19.916 2857 2864 2883 rBV 4852322 6747909 100.00% 21.589%
13 21.214 3080 3085 3096 rBv2 160770 317084 4._.70% 1.014%
14 21.543 3134 3141 3156 rBV 811764 1400614 20.76% 4.481%
15 21.755 3172 3177 3183 rBV 86841 121473 1.80% 0.389%

16 22.342 3270 3277 3285 rBV 129441 229510 3.40% 0.734%
17 23.012 3385 3391 3399 rVB 157114 277087 4.11% 0.887%
18 23.788 3515 3523 3533 rBV2 145939 323017 4._.79% 1.033%
19 24.645 3658 3669 3676 rBV3 400596 1276254 18.91% 4.083%
20 25.785 3854 3863 3877 rVB2 82343 245767 3.64% 0.786%

21 27.084 4072 4084 4094 rBV5 40126 147666 2.19% 0.472%

Sum of corrected areas: 31256033
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020320\
Data File : BG044276.D

Aca On : 3 Feb 2020 17:22

Operator : CG/JU

Sample : L1345-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG044276.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020320\
Data File : BG044276.D

Aca On : 3 Feb 2020 17:22

Operator : CG/JU

Sample : L1345-04

Misc :

ALS Vial : 8 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 2 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.21 4.53 ng 317084 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 3084 (21.208 min): BG044276.D (-3080) (-) m/z 57.10 100.00%

57 33

5000

20.80 21.00 21.20 21.40 21.60
m/z 43.10 86.75%

153168

207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55

83

20.I8O 21.I00 21.I20 21.I40 21.I60
m/z 83.05 83.64%

5000

126 153168 196 223 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
41 20.80 21.00 21.20 21.40 21.60
5000 111 m/z 55.05 77 .45%
26 139154 180 210 233 266 204
wﬁmﬁw’mmm‘mwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester T T T T T
4 20.80 21.00 21.20 21.40 21.60

69 m/z 69.10 74 .37%
5000

125

153168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020320\
Data File : BG044276.D

Aca On : 3 Feb 2020 17:22

Operator : CG/JU

Sample : L1345-04

Misc :

ALS Vial : 8 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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.34 3.28 ng 229510 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3277 (22.342 min): BG044276.D (-3270) (-) m/z 57.05 100.00%
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T
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Abundance #129490: Eicosane
57
85

5000 R D RR e
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\ m/z 43.05 61.82%

29 141
LA T e e aor 225 g 2
m/z--> 50 1 0 150 200 250 300 350
Abundance
57

22. OO 22. 20 22. 40 22.60

5000 8 m/z 85.10 55.54%
29
113 141 169 197 205 253 338
S T B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T R TR RS
57 22.00 22.20 22.40 22.60

m/z 55.10 22.11%

85
5000
29 113
| ‘ L .\ | 141 169 197 225 253 296

m/z--> 50 100 150 200 250 300 350 22. 00 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020320\
Data File : BG044276.D

Aca On : 3 Feb 2020 17:22

Operator : CG/JU

Sample : L1345-04

Misc :

ALS Vial : 8 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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.01 3.96 ng 277087 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 86
3 Hexacosane 366 C26H54 000630-01-3 81
4 Hexatriacontane 507 C36H74 000630-06-8 74
5 Octacosane 394 C28H58 000630-02-4 74

Abundance Scan 3391 (23.012 min): BG044276.D (-3385) (-) m/z 57.05 100.00%

57
85
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113 22 60 22. 80 23. 00 23 20 23. 40
141 169 197
— .34, y .UI, o 109 197 221239 267 309 355 m/z 71.10 67.66%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85

5000 e U L RS R
22 60 22. 80 23. 00 23 20 2340

m/z 43.10 60.23%

113
3J | ].]] | |11 169 197 225 253 281 309 338
P T T
m/z--> 50 100 150 200 250 300 350
Abundance
57

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
22.60 22.80 23.00 23.20 23.40

5000 85 m/z 85.10 55.25%
29
113 155 1g3 211 253
S T e e e e LB B A e s e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane REEEE R e e
57 22.60 22.80 23.00 23.20 23.40

m/z 55.10 22 .48%

5000 85
29 “
‘ i || M2 141 169 197 205 253 295 323 367

m/z--> 50 100 150 200 250 300 350 22 60 22. 80 23. 00 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020320\
Data File : BG044276.D

Aca On : 3 Feb 2020 17:22

Operator : CG/JU

Sample : L1345-04

Misc :

ALS Vial : 8 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 Hexacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.79 5.06 ng 323017 Perylene-d12 24 .65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3523 (23.788 min): BG044276.D (-3515) (-) m/z 57.10 100.00%

57
85
5000

113
141 169 107 23.40 23.60 23.80 24.00 24,20
AL .J.||, b T2 197 225 258 281 8L 0 Tmyz 71.10 75.48%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
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23. 40 23 60 23. 80 24 00 24. 20

m/z 43.10 59.05%

29
s i NN ﬂ1}3‘1§1 169 107 225 253 205 323 367
- | o2 223 296 323 BT
miz--> 50 100 150 200 250 300 350
Abundance
57

23. 40 23 60 23. 80 24 00 24.20

5000 85 m/z 85.10 57.67%
113
29 141 169 197 225 267 295 365 393
—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- BAREE RSy S
57 23.40 23.60 23.80 24.00 24.20

m/z 55.10 25.17%

B | ’\A‘L‘_
113
3 } L Jlfl 169 197 23 267 204 323 352

III‘I.I‘I“I II‘II IIII T T T L T T 7T T 1 T T IIIIIIIIIIIIIIIIII
T | | T T T T

m/z--> 50 100 150 200 250 300 350 23. 40 23 60 23. 80 24 00 24. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020320\
Data File : BG044276.D

Aca On : 3 Feb 2020 17:22

Operator : CG/JU

Sample : L1345-04

Misc :

ALS Vial : 8 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 Tetracosane, 1l1-decyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.79 3.85 ng 245767 Perylene-di12 24.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane. 1ll1-decvl- 479 C34H70 055429-84-0 91
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3864 (25.791 min): BG044276.D (-3854) (-) m/z 57.10 100.00%
g7
85
5000

_r'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_r

I 141 25.40 25.60 25.80 26.00 26.20
169 197 225 251 282 341

L J“:,l. Lo 2el 282309 3 | m/z 71.10 79.49%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85
25.40 25.60 25.80 26.00 26.20
m/z 43.10 67 .25%
29 113 141
L “ Lk 169 197 225 253 295 323 367
e T L A e e e e e e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
P T T T
25.40 25.60 25.80 26.00 26.20
5000 a5 m/z 85.05 58.86%

113
141 169 197 225 253 295 337 364 393 420

m/z--> 50 100 150 200 250 300 350 400
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43 25.40 25.60 25.80 26.00 26.20
m/z 55.10 27 .28%
71
5000

99 127
L 47 155 183 225 253 295 337

T
m/z--> 50 100 150 200 250 300 350 400 25 40 25. 60 25. 80 26 00 26. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020320\
Data File : BG044276.D

Aca On : 3 Feb 2020 17:22

Operator : CG/JU

Sample : L1345-04

Misc :

ALS Vial : 8 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 7 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

27.08 2.31 ng 147666 Perylene-d12 24 .65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heneicosane 296 C21H44 000629-94-7 83
3 Tetratetracontane 619 C44H90 007098-22-8 81
4 Tetracosane 338 C24H50 000646-31-1 81
5 Hexacosane 366 C26H54 000630-01-3 81

Abundance Scan 4083 (27.078 min): BG044276.D (-4072) (-) m/z 57.10 100.00%

5000

26.80 27.00 27.20 27.40
m/z 71.05 64.57%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
5|7

5000
26.80 27.00 27.20 27.40

99 m/z 85.10 50.83%

(41183 205 281 337 394

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance
57
26.80 27.00 27.20 27.40
5000 m/z 43.05 50.51%
99
26 141 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R B o
517 26.80 27.00 27.20 27.40
m/z 55.10 22 .61%
5000

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 26. 80 27. OO 27 20 27. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020320\
Data File : BG044276.D

Acq On : 3 Feb 2020 17:22

Operator : CG/JU

Sample : L1345-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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]
5-Eicosene, (E)- 21.21 4.5 ng 317084 5 21.54 1400610 20.0
Eicosane 22.34 3.3 ng 229510 5 21.54 1400610 20.0
Tetracosane 23.01 4.0 ng 277087 5 21.54 1400610 20.0
Hexacosane 23.79 5.1 ng 323017 6 24.65 1276250 20.0
Tetracosane, 11-d... 25.79 3.9 ng 245767 6 24.65 1276250 20.0
Octacosane 27.08 2.3 ng 147666 6 24.65 1276250 20.0
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