LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021020\
Data File : BF118875.D

Aca On : 10 Feb 2020 18:15

Operator : CG/JU

Sample : L1473-01

Misc :

ALS Vial : 13 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 F\METHODS\8270-BF020320.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 5.434 565 569 585 rBY 3339149 3396461 61.75% 8.635%
2 6.445 737 741 762 rBVY 3091845 3345120 60.82% 8.504%
3 6.810 800 803 807 rBVY 1242278 1050611 19.10% 2.671%
4 6.969 826 830 834 rBVY 3626410 3035734 55.19% 7.718%
5 7.369 894 898 902 rBVY 2270122 2207027 40.13% 5.611%
6 8.092 1017 1021 1027 rBV 1430942 1299320 23.62% 3.303%
7 9.169 1200 1204 1220 rBV 4415082 4411573 80.21% 11.216%
8 9.563 1266 1271 1281 rVB 157535 175026 3.18% 0.445%
9 9.845 1315 1319 1332 rBvV 1619008 1718070 31.24% 4.368%
10 10.633 1449 1453 1469 rBVY 3384017 3500927 63.65% 8.901%
11 10.745 1469 1472 1483 rVB2 41039 65314 1.19% 0.166%

12 11.333 1568 1572 1579 rBV 2037140 1962757 35.69% 4_.990%
13 11.863 1658 1662 1674 rBV2 489205 559688 10.18% 1.423%
14 12.139 1706 1709 1713 rVB 204928 174709 3.18% 0.444%
15 12.645 1791 1795 1808 rBV 129228 190173 3.46% 0.483%

16 12.916 1836 1841 1844 rBV 6035796 5500197 100.00% 13.983%

17 12.969 1847 1850 1855 rVB 102532 83004 1.51% 0.211%
18 13.151 1875 1881 1888 rBV2 55908 73234 1.33% 0.186%
19 13.386 1917 1921 1928 rVB4 40313 79405 1.44% 0.202%

20 13.492 1932 1939 1941 rBV2 97037 100600 1.83% 0.256%

21 13.816 1990 1994 2005 rBV 487947 700982 12.74% 1.782%
22 13.968 2014 2020 2027 rBV 1993474 2026247 36.84% 5.151%
23 14.133 2043 2048 2052 rBV 203211 189324 3.44% 0.481%
24 14.439 2096 2100 2111 rBV 231690 296105 5.38% 0.753%
25 14.739 2145 2151 2156 rVB 251114 263581 4._.79% 0.670%

26 15.068 2203 2207 2211 rBV 255186 290379 5.28% 0.738%
27 15.415 2260 2266 2278 rBV 1246780 2031958 36.94% 5.166%
28 15.862 2337 2342 2348 rBV 162400 243430 4.43% 0.619%
29 15.939 2350 2355 2361 rVVv7 32308 69968 1.27% 0.178%
30 16.357 2421 2426 2430 rBV 84312 153045 2.78% 0.389%

31 16.933 2521 2524 2530 rVB2 40426 69812 1.27% 0.177%
32 18.415 2772 2776 2790 rVB2 22387 69831 1.27% 0.178%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021020\
Data File : BF118875.D

Aca On : 10 Feb 2020 18:15

Operator : CG/JU

Sample : L1473-01

Misc :

ALS Vial : 13 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 F\METHODS\8270-BF020320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 39333612
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021020\
Data File : BF118875.D

Aca On : 10 Feb 2020 18:15

Operator : CG/JU

Sample : L1473-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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: BF118875.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021020\
Data File : BF118875.D

Aca On : 10 Feb 2020 18:15

Operator : CG/JU

Sample : L1473-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 5.70 ng 559688 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1662 (11.863 min): BF118875.D (-1658) (-) m/z 73.00 100.00%
43 607
5000 129
213
143157171185199 11.60 11.80 12.00 12.20
(o} m/z 60.00 79.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LI L B SULRLSN UL
nmnmnmnm
m/z 43.05 78.87%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 65.14%
29 87 185 228
101115 143157171 199213
O a e R RARRARR SR TS
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo L\N_A,Ak
Abundance #95851: Pentadecanoic acid EENEEEES e S
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 64 .16%
5000 129
29
143157171185199 242 L
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021020\
Data File : BF118875.D

Aca On : 10 Feb 2020 18:15

Operator : CG/JU

Sample : L1473-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Oxalic acid, isobutyl hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.82 6.92 ng 700982 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 l1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 90
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 81
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 81
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 81
Abundance Scan 1995 (13.821 min): BF118875.D (-1990) (-) m/z 57.05 100.00%

g7

83
5000 4

-

13.60 13.80 14.00 14.20

127 154 182

211230 252 280

0! m/z 43.05 78.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000 41 LN L L L LB
13. 60 13. 80 14. OO 14. 20
83 m/z 71.10 68.25%
0 11 1 I \“ H‘ \‘H 1:,-1127 148 196 224 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
83
13.60 13.80 14.00 14.20
5000 a1 11 m/z 83.05 63.17%
139

o 167 196 224 253 271 589 307323
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

J%

Abundance #227401: Heptadecy! heptafluorobutyrate
13.60 13.80 14.00 14.20
m/z 55.00 62.41%
- J‘L
oh2 130 169 195210 238 45 g3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021020\
Data File : BF118875.D

Aca On : 10 Feb 2020 18:15

Operator : CG/JU

Sample : L1473-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 4
R.T. EstConc Area Relative to ISTD R.T.
14 .44 2.92 ng 296105 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2100 (14.439 min): BF118875.D (-2096) (-) m/z 57.00 100.00%
57
85
5000
141 169 14.20 14.40 14.60 14.80
I 197 22 254 m/z 71.05 77.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 L B B B B
14.20 14.40 14.60 14.80
m/z 43.00 63.76%
. 29| h L i m341?1 169 197 225 253 295 323 367
m/z--> §o 100 1%0 260 2éo 360 3%0 400
Abundance
57
85 " 14.20 14.40 14.60 14.80
5000 m/z 85.05 59.08%
29
. 113 141 169 197 225 253 281 309 338
m/z--> §o 160 1%0 260 250 360 3%0 400
Abundance #141426: Heneicosane e RREES TS e
57 14.20 14.40 14.60 14.80
m/z 55.05 26.25%
85
5000
29
LTl J ] 11‘}1‘169 197 225 253 296
IR | L DL DL UL L L L TrTTTTTT T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021020\
Data File : BF118875.D

Aca On : 10 Feb 2020 18:15

Operator : CG/JU

Sample : L1473-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.74 2.59 ng 263581 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
Abundance Scan 2151 (14.739 min): BF118875.D (-2145) (-) m/z 57.00 100.00%
85
5000
141 169 14.40 14.60 14.80 15.00
o 21239 267 265 m/z 71.05 81.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 LU BN U
14.40 14.60 14.80 15.00
13 m/z 43.05 61.33%
L% LM e 169 107 225 567 0 365 303
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 58.63%
113 14
oL29 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-  Ehmamaama:
57 14.40 14.60 14.80 15.00
m/z 55.00 23.42%
5000 85
oL 3t L (M3 141 160 197 23 567 04 323 352
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021020\
Data File : BF118875.D

Aca On : 10 Feb 2020 18:15

Operator : CG/JU

Sample : L1473-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.07 2.86 ng 290379 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Nonadecane 268 C19H40 000629-92-5 94
3 Hexacosane 366 C26H54 000630-01-3 94
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2207 (15.068 min): BF118875.D (-2203) (-) m/z 57.10 100.00%
57
85
5000

113
} 141 169 197 205 253 296 14.80 15.00 15.20 15.40
- JJ|, Lo 0022528 296 385 398 480 | sz 71.10  74.68%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L L
14.80 15.00 15.20 15.40
m/z 85.05 59.17%
29 113
0 \‘ J ‘ “\ It h‘ u‘ 11?1‘16‘9 197 225 253 296
L o L o B e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
R AR BA RS e
14.80 15.00 15.20 15.40
5000 85 m/z 43.05 58.25%
29
o 113 141 169 197 205 268
L B A L B A o B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane L A L e
57 14.80 15.00 15.20 15.40
m/z 55.00 23.10%
5000 85
29
LT 13 141 169 197 225 253 205323 367
L B L e e T m R EEEEE RS
m/z--> 50 100 150 200 250 300 350 400 450 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021020\
Data File : BF118875.D

Aca On : 10 Feb 2020 18:15

Operator : CG/JU

Sample : L1473-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.86 2.40 ng 243430 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2342 (15.862 min): BF118875.D (-2337) (-) m/z 57.05 100.00%
57
85
5000
R DR BN SURIURN SR
141 169 207 15.60 15.80 16.00 16.20
oLyt 23 25 m/z 71.05 82.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000 85 R DR DU SURIURN SR
15.60 15.80 16.00 16.20
m/z 85.10 64 .72%
29 113 141
ol L) |77 141 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15,60 15.80 16.00 1620
5000 85 m/z 43.00 60.37%
113 941
o2 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane B A RRmEs BE s
57 15.60 15.80 16.00 16.20
m/z 55.00 22 .89%
5000 85
113
o 2, ‘ 177,241 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF021020\
Data File : BF118875.D

Acq On : 10 Feb 2020 18:15

Operator : CG/JU

Sample : L1473-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF020320.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]
n-Hexadecanoic acid 11.86 5.7 ng 559688 4 11.33 1962760 20.0
Oxalic acid, isob... 13.82 6.9 ng 700982 5 13.97 2026250 20.0
Hexacosane 14 .44 2.9 ng 296105 5 13.97 2026250 20.0
2-methyloctacosane 14.74 2.6 ng 263581 6 15.42 2031960 20.0
Heneicosane 15.07 2.9 ng 290379 6 15.42 2031960 20.0
Heptacosane 15.86 2.4 ng 243430 6 15.42 2031960 20.0
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