LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061720\
Data File : BF120635.D

Aca On 17 Jun 2020 16:28

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 5 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-BF061020.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 5.410 560 565 568 rBY 4076933 4559121 71.06% 9.952%
2 6.434 733 739 742 rBVY 3816925 4802116 74.85% 10.482%
3 6.798 797 801 804 rBVY 1186657 927009 14.45% 2.023%
4 6.957 823 828 831 rBVY 4348143 3946899 61.52% 8.615%
5 7.363 891 897 900 rBVY 3291953 3247312 50.62% 7.088%
6 8.075 1015 1018 1022 rBvV 1311155 1208089 18.83% 2.637%
7 9.157 1197 1202 1205 rBV 5847339 5678330 88.51% 12.395%
8 9.545 1265 1268 1271 rBVY 1139546 839391 13.08% 1.832%
9 9.751 1295 1303 1311 rBvV2 39176 82453 1.29% 0.180%
10 9.828 1313 1316 1320 rVB 1604522 1418348 22.11% 3.096%

11 10.622 1446 1451 1454 rBV 3841799 3792093 59.11% 8.277%
12 11.316 1565 1569 1572 rBV 1651786 1529910 23.85% 3.339%
13 11.527 1602 1605 1616 rVB 69793 71382 1.11% 0.156%
14 12.721 1804 1808 1811 rBV 89118 70608 1.10% 0.154%
15 12.780 1814 1818 1830 rBV 200530 238651 3.72% 0.521%

16 12.904 1833 1839 1842 rBV 5776699 6415627 100.00% 14.004%
17 13.451 1930 1932 1935 rBV 72707 67483 1.05% 0.147%
18 13.798 1987 1991 2004 rBV 301982 513726 8.01% 1.121%
19 13.945 2012 2016 2020 rBV 1618317 1565386 24.40% 3.417%
20 14.115 2042 2045 2051 rBV 148878 130480 2.03% 0.285%

21 14.421 2093 2097 2100 rBV 261139 220211 3.43% 0.481%
22 14.704 2141 2145 2152 rBV2 1199482 1545614 24.09% 3.374%
23 15.045 2199 2203 2209 rBV 311840 354299 5.52% 0.773%
24 15.386 2255 2261 2264 rBV 1385505 1698659 26.48% 3.708%
25 15.415 2264 2266 2273 rVB 293441 316329 4._.93% 0.690%

26 15.833 2332 2337 2343 rBV 198781 287398 4.48% 0.627%
27 16.321 2415 2420 2435 rVB 109761 209399 3.26% 0.457%
28 16.892 2513 2517 2526 rVB2 38526 76426 1.19% 0.167%

Sum of corrected areas: 45812749
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061720\
Data File : BF120635.D

Aca On 17 Jun 2020 16:28

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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: BF120635.D
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5000000
4000000 10.62
3000000

2000000 0.83 11.32
8.07

9.55
1000000
L 9.7 k 11.53 1337

or_rrr S e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF120635.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061720\
Data File : BF120635.D

Aca On 17 Jun 2020 16:28

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Phenol, 4,4"-(1-methylethyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.78 3.05 ng 238651 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 98
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 53
3 6-Bromo-2-(methvlamino)tropone 213 C8H8BrNO 1000241-43-1 50
4 2.5-bis(TrimethvisilvD)thiophene 228 C10H20SSi2 017906-71-7 42
5 Acridine, 9-chloro- 213 C13H8CIN 001207-69-8 40
Abundance Scan 1818 (12.780 min): BF120635.D (-1814) (-) m/z 213.10 100.00%
213
5000
6w o e 1240 1260 1250 1300
39 135150165181 197 : : : :
o...,....,....,.'...',..'..l,.l..-.|i....,.1?9 So1s1197 | |, 302, m/z 119.00  20.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84554: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 N LN SN UL R
1240 12.60 12.80 13.00
119 228 m/z 228.10 17.34%
. 39 65 %1‘ | 135150165181197 |
m/z--> 20 45 60 éo 100 150 150 160 180 200 220 240 260 280 300
Abundance
213
12.40 12,60 12.80 13.00
5000 m/z 214.10 15.96%
185
228
63 79 101 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72102: 6-Bromo-2-(methylamino)tropone e A REan e n e
21 12.40 12.60 12.80 13.00
m/z 91.10 11.53%
5000
134
106 186
77
ol 15 30 45 6 157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061720\
Data File : BF120635.D

Aca On 17 Jun 2020 16:28

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
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 Heptadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.80 6.56 ng 513726 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 1991 (13.798 min): BF120635.D (-1987) (-) m/z 57.05 100.00%
57

83

5000

E

13.40 13.60 13.80 14.00 14.20
m/z 43.10 84.75%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57

97

.

5000

13.40 13.60 13.80 14.00 14.20
125 m/z 55.00 74 .01%

0 154 182 210 238 265283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
ettt o st
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 83.05 71.13%
29 139

o 167 196 224 252 280 308

WWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol I e e
13.40 13.60 13.80 14.00 14.20
m/z 69.05 60.89%

5

5000

29

:

167 196 222238 266 294
R e EAREE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061720\
Data File : BF120635.D

Aca On 17 Jun 2020 16:28

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.42 2.81 ng 220211 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2097 (14.421 min): BF120635.D (-2093) (-) m/z 57.10 100.00%
57
85 A
5000
113 "' 1420 14.40 1460 14.80
141 : : : :
oL UL LT N 10 107 28 267 me T 0 71, 68
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
14.20 14.40 14.60 14.80
- 13 m/z 43.05 64 .53%
0 \‘ ‘L h H\ ‘hw h‘ u‘ { 14?1 | 169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance
57
"' 1420 14.40 1460 14.80
5000 85 m/z 85.05 54 _.04%
0 39 13 141 169 197 239 67 204 323 352
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance #194499: Eicosane, 7-hexyl- L B e e e
57 14.20 14.40 14.60 14.80
m/z 55.05 22.64%
5000 85
0 3 J | (M 1a1 182 513 o5y 281 308 337
T T T T T T T 171 T T T T T T T T T T T L T T T T T —v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—h
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 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\BF061720\
Data File : BF120635.D

Aca On 17 Jun 2020 16:28

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 13-Docosenamide, (Z2)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.70 18.20 ng 1545610 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 94
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Octadecanamide 283 C18H37NO 000124-26-5 47
5 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 38

Abundance Scan 2144 (14.698 min): BF120635.D (-2141) (-) m/z 59.00 100.00%

9

5000

|

114 14. 40 14. 60 14. 80 15. 00
140 170
o 198 221240 277294 320337 m/z 72.00 67 _.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 A\

Abundance #174696: 13-Docosenamide, (2)-
59

14.40 14.60 14.80 15.00
m/z 55.05 47 .69%

126 337
15 | | ‘N 0 154 184 206 234 254 276294 320
£ LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59

14. 40 14.60 14.80 15.00

5000 a1

o

5000 M m/z 43.10 31.44%
81
ML 9% 126 154 184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83610: Tetradecanamide e e e e
59 14. 40 14. 60 14. 80 15. 00

m/z 41.10 31.28%

) ,_/L__,/LJ\\
4
227

o”w”““”w””.”.“”.”.””.”.“”.”.””.”.””.”.”““”w” A A i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061720\
Data File : BF120635.D

Aca On 17 Jun 2020 16:28

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.04 4_.17 ng 354299 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2202 (15.039 min): BF120635.D (-2199) (-) m/z 57.05 100.00%
57
5000 85
L) 2 090 100 107 230 2sa " 14.80 15.00 15.20 15.40
VI 0 N W DOt - P LA - . S — m/z 71.05 67.03%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 43.05 65.34%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
" 14.80 15.00 15.20 15.40
5000 85 m/z 85.05 50.71%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #175557: Tetracosane B O L B B LRI
57 14.80 15.00 15.20 15.40
m/z 55.00 22.63%
5000 85
29 113
0 | gl T° 141 189 197 225 253 281 309 338
LI I N I B N SN B N DU B B B N B BN B N N B RN B N N B BN B B N B B B B RN B B B —v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—r
m/z--> 55 160 1%0 260 250 300 3%0 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061720\
Data File : BF120635.D

Aca On 17 Jun 2020 16:28

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.83 3.38 ng 287398 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2336 (15.827 min): BF120635.D (-2332) (-) m/z 57.05 100.00%
57 r
85
5000
13 15,60 15.80 16.00 16,20
141 169
Ny .~.||, OO LN m/z 71.05 73.76%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
15.60 15.80 16.00 16.20
m/z 43.10 60.76%
oL 3¢ h | MR 141 169 197 29 567 204 323 32
m/z--> 50 100 150 200 250 300 350
Abundance
57
15,60 15.80 16.00 16,20
5000 85 m/z 85.05 53.09%
0 29 13 141 160 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane S B B B B B B B B
57 15.60 15.80 16.00 16.20
m/z 55.00 22.05%
5000
29
oLl ‘}\‘ 13,341 169 107 205 253 338
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20

8270-BF061020-M Thu Jun 18 05:16:03 2020 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061720\
Data File : BF120635.D

Aca On 17 Jun 2020 16:28

Operator : JU/CG

Sample : L3020-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 8 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.32 2.47 ng 209399 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2420 (16.321 min): BF120635.D (-2415) (-) m/z 57.05 100.00%
57 A
5000 85
| 113 16.00 16.20 16.40 16.60
141 169 . . . .
o...l,.-| b Ve 200 2 m/z 71.05 70.84%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 UUNRUUUNNDSR IR AR
85 16.00 16.20 16.40 16.60
29 m/z 43.05 53.82%
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
16.00 16.20 16.40 16.60
5000 g5 m/z 85.10 50.72%
29
ol L7141 169 197 225 253 281 300 37 365 304
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- e EaEaET e e e
57 16.00 16.20 16.40 16.60
m/z 55.05 23.08%
5000 85 M/
oL 3 l | M2 141 160 197 239 567 294 323 352
m/z--> 55 160 1%0 260 2éo 360 3éo ' 1&00 1&20 1&20 1&60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061720\
Data File : BF120635.D

Acq On 17 Jun 2020 16:28

Operator : JU/CG

Sample - L3020-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061020.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]
Phenol, 4,4"-(1-m... 12.78 3.0 ng 238651 5 13.94 1565390 20.0
Heptadecyl triflu... 13.80 6.6 ng 513726 5 13.94 1565390 20.0
Heneicosane 14.42 2.8 ng 220211 5 13.94 1565390 20.0
13-Docosenamide, ... 14.70 18.2 ng 1545610 6 15.39 1698660 20.0
2-methyloctacosane 15.04 4.2 ng 354299 6 15.39 1698660 20.0
Heptadecane, 9-oc... 15.83 3.4 ng 287398 6 15.39 1698660 20.0
Eicosane 16.32 2.5 ng 209399 6 15.39 1698660 20.0
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