LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022520\
Data File : BF119072.D
Aca On : 25 Feb 2020 18:48 Instrument :
Operator : CG/JU E?Afs el

- _ lentosampleld :
3?2?:'6 - Heri-04 E156-B4-022420-GW-BD
ALS Vial : 10 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-BF022020.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_475 401 406 415 rBB 219787 274458 3.81% 0.597%
2 5.381 556 560 580 rBY 2455468 2379261 33.07% 5.177%
3 6.392 728 732 749 rBVY 1566846 1500242 20.85% 3.264%
4 6.751 789 793 801 rBVY 1263689 1094460 15.21% 2.381%
5 6.910 815 820 823 rBVY 4523811 4529489 62.95% 9.856%
6 7.316 883 889 892 rBVY 2931243 3514875 48.85% 7.648%
7 8.033 1006 1011 1016 rBV 1488661 1443922 20.07% 3.142%
8 8.392 1067 1072 1082 rBV 91398 127720 1.78% 0.278%
9 9.110 1188 1194 1197 rBV 6318193 7195237 100.00% 15.656%
10 9.210 1205 1211 1217 rVB4 48593 82548 1.15% 0.180%

11 9.498 1256 1260 1265 rBV 366866 352839 4_90% 0.768%
12 9.786 1303 1309 1319 rVB 1900563 1821268 25.31% 3.963%
13 10.580 1437 1444 1447 rBV 4461783 4899658 68.10% 10.661%
14 10.692 1460 1463 1467 rBV 81007 77052 1.07% 0.168%
15 11.133 1534 1538 1542 rBV3 159616 165496 2.30% 0.360%

16 11.268 1555 1561 1568 rBV 2124370 1881335 26.15% 4.094%
17 11.804 1648 1652 1664 rBvV2 905141 1048477 14.57% 2.281%
18 11.963 1675 1679 1684 rVB2 62386 84786 1.18% 0.184%
19 12.363 1741 1747 1755 rVB4 52320 97667 1.36% 0.213%
20 12.586 1781 1785 1796 rBV 524957 616954 8.57% 1.342%

21 12.857 1825 1831 1834 rBV 6760116 7125044 99.02% 15.503%
22 13.745 1979 1982 1992 rBV 631342 845636 11.75% 1.840%
23 13.904 2002 2009 2018 rBV 1733517 1674695 23.28% 3.644%
24 14.068 2033 2037 2044 rBvV 116906 118587 1.65% 0.258%
25 14.368 2085 2088 2099 rVB 191360 230149 3.20% 0.501%

26 14.668 2135 2139 2143 rVB 253738 251177 3.49% 0.547%
27 14.986 2188 2193 2198 rBV 293880 321405 4._47% 0.699%
28 15.327 2246 2251 2262 rBV 1032273 1625163 22.59% 3.536%
29 15.756 2318 2324 2329 rBV 182464 270746 3.76% 0.589%
30 15.809 2329 2333 2348 rVB4 51597 138710 1.93% 0.302%

31 16.227 2398 2404 2409 rBV 96296 168818 2.35% 0.367%

Sum of corrected areas: 45957874
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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\BF022520\

BF119072.D

25 Feb 2020 18:48

CG/JuU

L1671-04

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA F\METHODS\8270-BF022020.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

E156-B4-022420-GW-BD
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF022520\

Data File : BF119072.D

Aca On : 25 Feb 2020 18:48

Operator : CG/JU

3?22 le L1671-04 E156-B4-022420-GW-BD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.80 11.15 ng 1048480 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Undecanoic acid 186 C11H2202 000112-37-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1651 (11.798 min): BF119072.D (-1648) (-) m/z 73.00 100.00%
73
a3 0
5000 129
97 1s 213 S S S —
143157171185 o0 | 5oy 256 11,40 11.60 11.80 12.00 12.20
o} m/z 59.95 72.93%
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 AR DR BN S
nmnmnmnmnm
m/z 43.00 65.78%

213
,Ju 143 157171 185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.40 11.60 11.80 12.00 12.20
5000 m/z 41.05 56.90%

29
129
87 115 171 214
101 143157 | 185
0 198
I B o B o B I B AR RAREE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
#50053: Undecanoic acid

Abundance N L L B B B
60 73 11.40 11.60 11.80 12.00 12.20
m/z 55.10 54 _92%

129
143
" 101115 186 |

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20

50001 o9

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF022520\

Data File : BF119072.D

Aca On : 25 Feb 2020 18:48

Operator : CG/JU

3?22 le L1671-04 E156-B4-022420-GW-BD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.59 7.37 ng 616954 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50
Abundance Scan 1786 (12.592 min): BF119072.D (-1781) (-) m/z 72.95 100.00%
43
5000
12.20 12.40 12.60 12.80 13.00
Ot m/z 43.00 70.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
48 57 7,
5000 LIRS UV BRI SR I
12.20 12.40 12.60 12.80 13.00
m/z 59.95 70.35%
143,5,171
Obrrpr bl
m/z--> 26 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> NI RN SR I
12.20 12.40 12.60 12.80 13.00
5000 129 m/z 55.00 61.14%
87
27 U5 143)0;,,,185' 242
o 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid B R R R
43 60 12.20 12.40 12.60 12.80 13.00
m/z 57.05 56.50%
5000
143157171185 213
(o} A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 12h0 1260 1280 1350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF022520\

Data File : BF119072.D

Aca On : 25 Feb 2020 18:48

Operator : CG/JU

3?22 le L1671-04 E156-B4-022420-GW-BD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.74 10.10 ng 845636 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 1981 (13.739 min): BF119072.D (-1979) (-) m/z 83.10 100.00%

55
5000 111

139 167185 210 281 13. 40 13. 60 13 80 14. 00

(o} m/z 97.05 87.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
5000

13.40 13.60 13.80 14.00
m/z 69.10 85.60%

167 195 222 250 280 308 336

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
e  EERERRESE
13.40 13.60 13.80 14.00
5000 111 m/z 55.00 85.58%
29
o 139 167 106 233 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1 Pl s
55 83 13. 40 13. 60 13 80 14. 00
m/z 57.05 82.75%
5000
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF022520\

Data File : BF119072.D

Aca On : 25 Feb 2020 18:48

Operator : CG/JU

3?22 le L1671-04 E156-B4-022420-GW-BD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9
R.T. EstConc Area Relative to ISTD R.T.
14 .37 2.75 ng 230149 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2088 (14.368 min): BF119072.D (-2085) (-) m/z 57.00 100.00%

57
85
5000

113
141 169 197 225 253 282 397 14100 1420 1440 1460
ob— .-w“l PP Mot e S m/z 71.05 92.90%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

5000
14.00 14.20 14.40 14.60
m/z 85.10 68.11%

29
o L [P0 107 050 208
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

14.00 14.20 14.40 14.60

5000 85 m/z 43.05 60.07%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
S et S B LR A
miz--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane e ——=—maam
57 14100 14,20 14.40 14.60

m/z 55.00 25.89%

- | M
113
29 ‘ || 757,141 169 197 225 267 205 365 393

ot e B R N B

m/z--> 50 100 150 200 250 300 350 400 14. 00 14. 20 14.40 14.60
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8270-BF022020.M

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022520\
Data File : BF119072.D

Aca On : 25 Feb 2020 18:48

Operator : CG/JU

Sample : L1671-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA F\METHODS\8270-BF022020.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
- C:\DATABASE\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 8

R.T. EstConc Area Relative to ISTD R.T.
14.67 3.09 ng 251177 Perylene-d12 15.33
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 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2139 (14.668 min): BF119072.D (-2135) (-) m/z 57.10 100.00%
57
85
5000
FBMI 14.40 14.60 14.80 15.00
169 197 : : : :
I J A 222 208 2% m/z 71.05 91.25%
m/z--> 50 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000
85 14.40 14.60 14.80 15.00
m/z 85.10 68.70%
0 %9 ;113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
1440 14.60 14.80 15.00
5000 85 m/z 43.05 56.68%
118 1m
o2 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane B e
57 14.40 14.60 14.80 15.00
m/z 55.00 24 _.93%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
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\HPCHEMI1\BNA F\DATA\BF022520\

Data File : BF119072.D

Aca On : 25 Feb 2020 18:48

Operator : CG/JU

3?22 le L1671-04 E156-B4-022420-GW-BD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.99 3.96 ng 321405 Perylene-di12 15.33
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 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 2-methvlhexacosane 380 C27H56 1000376-72-7 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2194 (14.992 min): BF119072.D (-2188) (-) m/z 57.05 100.00%
57
85
5000
141 14.60 14.80 15.00 15.20 15.40
169 197 225
ol 253 281 309 m/z 71.05 93.22%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
14.60 14.80 15.00 15.20 15.40
113 m/z 85.10 68.23%
o 20| | || ['°,141 169 197 225 267 208 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
85 14.60 14.80 15.00 15.20 15.40
5000 m/z 43.00 53.93%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194499: Eicosane, 7-hexyl- R e e AR
57 14.60 14.80 15.00 15.20 15.40
m/z 99.10 26 .05%
5000 85
0 Loy MR aar 182 515 5y 281 508 337
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF022520\

Data File : BF119072.D

Aca On : 25 Feb 2020 18:48

Operator : CG/JU

3?22 le L1671-04 E156-B4-022420-GW-BD
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA F\METHODS\8270-BF022020.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 10 Heptadecane, 9-octyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.23 2.08 ng 168818 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87

Abundance Scan 2405 (16.233 min): BF119072.D (-2398) (-) m/z 57.00 100.00%
57
85
5000
141 169 16.00 16.20 16.40 16.60
3 197 225 265
ol b, 283 m/z 71.05 89.19%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85
16.00 16.20 16.40 16.60
m/z 85.10 72 .93%
oS ) JM3 141 160 197 %9 567 204 323 352
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.00 16.20 16.40 16.60
5000 85 m/z 43.00 52 .85%
. 29 U3 141 169 107 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane B
57 16.00 16.20 16.40 16.60
m/z 99.10 24 .90%
85
5000
29 13 4
ol .'i- LA JI L7 10 107 228 ps3 282
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF022520\

Data File : BF119072.D

Acq On : 25 Feb 2020 18:48

Operator : CG/JU

3?22 le L1671-04 E156-B4-022420-GW-BD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.M
Quant Title : 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 11.80 11.2 ng 1048480 4 11.27 1881340 20.0
Octadecanoic acid 12.59 7.4 ng 616954 5 13.90 1674700 20.0
n-Tetracosanol-1 13.74 10.1 ng 845636 5 13.90 1674700 20.0
Heneicosane 14.37 2.8 ng 230149 5 13.90 1674700 20.0
Heptacosane 14.67 3.1 ng 251177 6 15.33 1625160 20.0
2-methyloctacosane 14.99 4.0 ng 321405 6 15.33 1625160 20.0
Heptadecane, 9-oc... 16.23 2.1 ng 168818 6 15.33 1625160 20.0
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