LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081420\
Data File : BF121292.D

Aca On : 14 Aug 2020 18:50

Operator : JU/CG

Sample : L3681-02

Misc :

ALS Vial : 6 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-BF081320.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 4.875 472 474 486 rVB 27816 37616 1.37% 0.219%
2 5.304 543 547 562 rBY 1898383 1815755 66.12% 10.564%
3 6.340 719 723 726 rBVY 1942440 1795456 65.38% 10.446%
4 6.704 781 785 794 rBB 544044 434993 15.84% 2.531%
5 7.269 877 881 884 rBVY 1534395 1248069 45.45% 7.261%
6 7.987 1000 1003 1007 rBV 744776 579075 21.09% 3.369%
7 9.069 1183 1187 1190 rBvV 2517810 2317310 84.38% 13.482%
8 9.463 1250 1254 1257 rBV 170246 140452 5.11% 0.817%
9 9.739 1298 1301 1305 rBV 854539 678555 24.71% 3.948%
10 10.528 1431 1435 1439 rBVY 1668770 1479927 53.89% 8.610%
11 11.222 1549 1553 1556 rBvV 926422 754911 27 .49% 4.392%
12 12.433 1755 1759 1762 rBvV 95774 78631 2.86% 0.457%
13 12.663 1791 1798 1800 rBvV 78418 81166 2.96% 0.472%
14 12.810 1819 1823 1826 rBVY 2864086 2746177 100.00% 15.978%
15 13.386 1916 1921 1924 rBvV2 32925 35725 1.30% 0.208%

16 13.716 1973 1977 1994 rBv4 116795 302940 11.03% 1.763%
17 13.857 1996 2001 2004 rVvVv 988574 892630 32.50% 5.193%

18 13.880 2004 2005 2008 rVB 62661 37393 1.36% 0.218%
19 14.033 2027 2031 2033 rBvV 50106 45446 1.65% 0.264%
20 14.333 2080 2082 2085 rVB 55474 48652 1.77% 0.283%
21 14.633 2128 2133 2135 rBV2 70690 85103 3.10% 0.495%
22 14.868 2169 2173 2176 rBV 78451 107213 3.90% 0.624%
23 14.951 2183 2187 2193 rVB2 63669 82455 3.00% 0.480%
24 15.151 2218 2221 2226 rVB 56409 70345 2.56% 0.409%
25 15.210 2227 2231 2236 rBV 61106 71798 2.61% 0.418%
26 15.268 2236 2241 2245 rBV 679506 815074 29.68% 4.742%
27 15.304 2245 2247 2252 rVB3 67049 76767 2.80% 0.447%
28 15.598 2295 2297 2305 rVB2 24922 36480 1.33% 0.212%
29 15.710 2312 2316 2322 rBV2 46991 69784 2.54% 0.406%
30 16.174 2390 2395 2404 rBvV4 31679 75837 2.76% 0.441%
31 16.627 2468 2472 2480 rVB2 29728 52068 1.90% 0.303%
32 16.721 2484 2488 2493 rVB4 21130 34746 1.27% 0.202%
33 17.033 2537 2541 2549 rVB 31398 59002 2.15% 0.343%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081420\
Data File : BF121292.D

Aca On : 14 Aug 2020 18:50

Operator : JU/CG

Sample : L3681-02

Misc :

ALS Vial : 6 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 17187551
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081420\
Data File : BF121292.D

Aca On : 14 Aug 2020 18:50

Operator : JU/CG

Sample : L3681-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081420\
Data File : BF121292.D

Aca On : 14 Aug 2020 18:50

Operator : JU/CG

Sample : L3681-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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 Octatriacontyl pentafluorop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.72 6.79 ng 302940 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
2 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 91
3 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 91
4 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 91
5 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
Abundance Scan 1978 (13.721 min): BF121292.D (-1973) (-) m/z 57.10 100.00%
g7
5000
“ 1 1199 100 1340 13160 13,80 1400
AN R LA LA LA i AR AR LA LS AR LRSS RARRA RERR m/z 43.10 81.93%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate
57
97
5000 B DA UL IR UL
13,40 13.60 13.80 14.00
m/z 55.05 70.11%
o 2q\“ d\‘}“ ;81 225 281 341376415 460 532 577 678
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o 13.40 13.60 13.80 14.00
5000 m/z 83.05 66.92%
139
0l 20 181 222 264 306 348 391432 504 549 650
mﬁwﬁwﬁwﬁmﬁm
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242758: Tetratriaconty! heptafluorobutyrate B
57 13.40 13.60 13.80 14.00
m/z 69.00 60.16%
97
5000
ob 39 181 222 264 306 348 390 432 476 521 672
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081420\
Data File : BF121292.D

Aca On : 14 Aug 2020 18:50

Operator : JU/CG

Sample : L3681-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.63 2.09 ng 85103 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Octadecane 254 C18H38 000593-45-3 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2132 (14.627 min): BF121292.D (-2128) (-) m/z 57.00 100.00%
sl
5000 8
256
3 a 1440 1460 14.80 15.00
178 213 303 : : :
0....,'1.'.."'l|1'l"""".,""““,""‘2.8%|....,....,...., m/z 71.10 71.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 LI IR UL I B
14.40 14.60 14.80 15.00
29 m/z 43.05 70.84%
oL, .iu‘,h [ J i 41?ﬁ }§9|}27|| ??q N —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
1440 1460 14.80 15.00
5000 85 m/z 85.05 51.62%
. 2 113 141 169 197 95 254
mz-> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane Ll T
57 14.40 14.60 14.80 15.00
m/z 256.10 25.18%
5000
85
0 29 ”1}3 141 169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 1&1;0 200 250 300 350 400 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081420\
Data File : BF121292.D

Aca On : 14 Aug 2020 18:50

Operator : JU/CG

Sample : L3681-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14 .95 2.02 ng 82455 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2187 (14.951 min): BF121292.D (-2183) (-) m/z 57.05 100.00%

57

5000

14.60 14.80 15.00 15.20

155 183 207225  o5g273

(o} m/z 71.05 71.45%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane
57
5000 85 IIIII IIIIIIII IIII|I
14 60 14. 80 15. 00 15.20
m/z 43.05 59.01%
0 ‘ h [ 1}3 141 169 197 225 268
quupnquupuqnupuq””.”.””.”.””.”.””.”.””.
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
B B .
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 51.47%
41
225
L2 2 113 141 169 197 253,68
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane B BamaE T
57 14.60 14.80 15.00 15.20
m/z 55.00 23.81%
85
5000
113
. J\‘ || 1 169 197 225 253268 296
quu,nnp.upu..”..”q””..”.”..”.”..””..”.”..”.. B B .
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14 60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081420\
Data File : BF121292.D

Acq On : 14 Aug 2020 18:50

Operator : JU/CG

Sample - L3681-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081320_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]
Octatriacontyl pe... 13.72 6.8 ng 302940 5 13.86 892630 20.0
Heptadecane 14.63 2.1 ng 85103 6 15.27 815074 20.0
Nonadecane 14.95 2.0 ng 82455 6 15.27 815074 20.0
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