LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072820\
Data File : BF121061.D

Aca On 28 Jul 2020 10:48

Operator : JU/CG

Sample : L3435-01

Misc :

ALS Vial : 4 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-BF071620.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 5.428 563 568 571 rBVY 3326503 3863074 72.62% 10.729%
2 6.445 735 741 744 rBV 3274453 3797149 71.38% 10.546%
3 6.640 772 774 784 rBV 39490 56342 1.06% 0.156%
4 6.810 799 803 806 rBY 1125744 864330 16.25% 2.401%
5 7.375 894 899 902 rBVY 2537398 2640850 49.64% 7 .335%
6 8.092 1017 1021 1027 rBV 1333665 1127431 21.19% 3.131%
7 9.169 1199 1204 1215 rBvV 3907362 4691654 88.19% 13.030%
8 9.286 1222 1224 1239 rVB2 47875 76720 1.44% 0.213%
9 9.563 1267 1271 1284 rBV 539293 491848 9.25% 1.366%
10 9.845 1315 1319 1333 rBvV 1428828 1339502 25.18% 3.720%
11 10.639 1448 1454 1467 rBV 2484043 3207229 60.29% 8.908%
12 10.745 1469 1472 1477 rVB 50908 69258 1.30% 0.192%
13 11.328 1567 1571 1577 rBV 1482822 1484206 27.90% 4.122%
14 11.722 1634 1638 1642 rBvV 51122 54022 1.02% 0.150%
15 11.863 1653 1662 1666 rBV 212021 218145 4_.10% 0.606%
16 12.304 1734 1737 1741 rVB 65405 61902 1.16% 0.172%
17 12.516 1769 1773 1776 rBV 58931 62517 1.18% 0.174%
18 12.922 1836 1842 1845 rBV2 4316737 5319928 100.00% 14.775%
19 13.145 1874 1880 1886 rBv2 56279 79833 1.50% 0.222%
20 13.486 1933 1938 1941 rBV2 76534 83596 1.57% 0.232%

21 13.816 1990 1994 2011 rBV 842625 1319529 24.80% 3.665%
22 13.969 2015 2020 2030 rVV 1553948 1633905 30.71% 4 ._.538%
23 14.133 2045 2048 2056 rBV 104775 112964 2.12% 0.314%
24 14.439 2095 2100 2111 rBV3 128575 263872 4._.96% 0.733%
25 14.739 2148 2151 2155 rBV 94245 97642 1.84% 0.271%

26 15.074 2203 2208 2211 rBV 164930 184802 3.47% 0.513%
27 15.415 2260 2266 2279 rBV 1199101 1749376 32.88% 4 _.859%
28 15.868 2338 2343 2348 rBV 100145 150493 2.83% 0.418%
29 15.927 2348 2353 2361 rBV2 133841 353726 6.65% 0.982%
30 16.357 2420 2426 2431 rBV3 55126 121054 2.28% 0.336%

31 16.945 2521 2526 2533 rVB2 26965 53601 1.01% 0.149%

32 17.051 2536 2544 2553 rBVS 39782 167537 3.15% 0.465%
33 17.427 2600 2608 2623 rBVS8 56739 207276 3.90% 0.576%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072820\
Data File : BF121061.D

Aca On 28 Jul 2020 10:48

Operator : JU/CG

Sample : L3435-01

Misc :

ALS Vial : 4 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-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 36005313
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\

BF121061.D

28 Jul 2020 10:48

JU/CG

L3435-01

4 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121061.D

Aca On 28 Jul 2020 10:48

Operator : JU/CG

Sample : L3435-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.94 ng 218145 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1662 (11.863 min): BF121061.D (-1653) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 213 S AE e e M s
WO | 1ga187071185 (T s 11.60 11.80 12.00 12.20
0 m/z 60.00 90.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 L B BN BUURN B
nmnmnmnm
m/z 43.05 87.51%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1160 11.80 12,00 12.20
5000 - 129 m/z 57.05 73 .45%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid A R e e e
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 68.28%
5000 129
29
199
L#“ 143157171185 242
015 A EEREE s EE s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121061.D

Aca On 28 Jul 2020 10:48

Operator : JU/CG

Sample : L3435-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Heptafluorobutyric acid, he... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.82 16.15 ng 1319530 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 1995 (13.821 min): BF121061.D (-1990) (-) m/z 57.05 100.00%

57
83
5000

139 13. 60 13 80 14. OO 14. 20
168
0 196 248 280 m/z 43.05 82.98%

m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57

5000
713560 13180 14.00 14.20
m/z 55.05 76.43%

29
04
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
—_— )
_'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'
83 13.60 13.80 14.00 14.20
5000 m/z 83.10 75.35%
111
29 139 169 210 238 o,
ol — b gdy oy e
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol R e BAEREmE s
55 83 13.60 13.80 14. OO 14. 20

m/z 97.10 67 .83%

5000 111
29
] ‘ 1139 167 105 938 266 204

R I e e R A ARRS

m/z--> 50 100 150 200 250 300 350 400 13. 60 13 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121061.D

Aca On 28 Jul 2020 10:48

Operator : JU/CG

Sample : L3435-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .44 3.23 ng 263872 Chrysene-di12 13.97
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 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2100 (14.439 min): BF121061.D (-2095) (-) m/z 57.10 100.00%
57
85
5000
113 " 14/20 14.40 14.60 14.80
(141
- l, L LMo lor %S> 2 m/z 71.05 73.89%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B B L B
Mmmmmmmm
m/z 43.05 61.90%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> éo 100 1éo 260 2%0 360 3%0
Abundance
57
" 14/20 14,40 14.60 14.80
5000 85 m/z 85.05 52.26%
. 29 13 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- B L B R e p i e
43 14.20 14.40 14.60 14.80
- m/z 55.00 24 .02%
5000
o ‘ w J‘ H 127 155 183207225 253 295 337
m/z--> 5'0 100 150 2(')0 250 3(')0 3&1;0 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121061.D

Aca On 28 Jul 2020 10:48

Operator : JU/CG

Sample : L3435-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.07 2.11 ng 184802 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2207 (15.068 min): BF121061.D (-2203) (-) m/z 57.05 100.00%
g7
1 U\J\J\_\
5000
R DA SUN R SR
113 14.80 15.00 15.20 15.40
141
0...'.|-,'.-l. Ao 109 197 225 267296 "m/z 71.05  68.73%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 L B UL SO A
14,80 15.00 15.20 15.40
113 m/z 43.05 63.00%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance
57
o 14,80 15.00 15.20 15.40
5000 m/z 85.05 52.18%
29
0 13 141 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane R AR S
57 14.80 15.00 15.20 15.40
m/z 41.00 22.02%
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 160 1%0 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121061.D

Aca On 28 Jul 2020 10:48

Operator : JU/CG

Sample : L3435-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Octacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.93 4.04 ng 353726 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2353 (15.927 min): BF121061.D (-2348) (-) m/z 57.05 100.00%
57 83
5000 111 UM
139 167 207 267 15,60 15.80 16.00 16.20
0 o i e e o S e S m/z 83.10 90.71%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57
97
5000 L U BN SR SURRS
1560 15.80 16.00 16.20
125 m/z 97.05 87.86%
o 29 l 193 181 209 236 264 292 322 364 392
m/z--> 50 160 " 150 200 250 300 350 '
Abundance
57 83
15,60 15.80 16.00 16.20
5000 11 m/z 43.05 80.93%
29 139
o 167 195 222 250 280 308 336 A@NMNKMV‘AjMﬁ\\mJ“NﬁMJA\
m/z--> 50 100 150 200 250 300 350 '
Abundance #210517: 1-Heptacosanol R a R mamEE L
57 g7 15.60 15.80 16.00 16.20
m/z 55.05 76.90%
5000
125
o 20 ’ | ‘ 1152 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121061.D

Aca On 28 Jul 2020 10:48

Operator : JU/CG

Sample : L3435-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 unknownl7.43 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.43 2.37 ng 207276 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 18
2 5-0-Tolvlcarbamovl-3H-imidazole-... 273 C14H15N303 313251-31-9 14
3 1-Oxaspirol4.41nonane-4-carboxam... 273 C16H19NO3 1000319-97-0 14
4 2.6-Bis(3-(pvrid-2-v)-2-azaprop... 319 C19H21N5 090719-79-2 14
5 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 10
Abundance Scan 2608 (17.427 min): BF121061.D (-2600) (-) m/z 43.05 100.00%
43
107 145
5000
" 17.20 17.40 17.60 17.80
ok m/z 55.00 76.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 U B DU SN B
81 368 17.20 17.40 17.60 17.80
107 145 329 m/z 107.00 75.18%
oy | 173193213 247 275 301 414
m/z--> 50 100 150 200 250 300 350 400
Abundance
107
17.20 17.40 17.60 17.80
5000 139 73 m/z 145.00 72.10%
199
68 167 245
L L L L WL L WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #121932: 1-Oxaspiro[4.4]nonane-4-carboxamide, N-(3-methylp...
107 17.20 17.40 17.60 17.80
55 m/z 213.10 60.48%
5000
273
L& 133 162 189 o0
O?jltlml‘llululhlIIJIJ\I\ !‘::‘Llu‘uu‘u ||‘|||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072820\
Data File : BF121061.D

Acq On 28 Jul 2020 10:48

Operator : JU/CG

Sample - L3435-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.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]
n-Hexadecanoic acid 11.86 2.9 ng 218145 4 11.33 1484210 20.0
Heptafluorobutyri... 13.82 16.1 ng 1319530 5 13.97 1633910 20.0
Heneicosane 14 .44 3.2 ng 263872 5 13.97 1633910 20.0
2-methyloctacosane 15.07 2.1 ng 184802 6 15.42 1749380 20.0
Octacosanol 15.93 4.0 ng 353726 6 15.42 1749380 20.0
unknownl7.43 17.43 2.4 ng 207276 6 15.42 1749380 20.0
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