LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117495.D

Aca On : 23 Oct 2019 20:44

Operator :© JU

Sample : K5494-01

Misc :

ALS Vial : 14 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-BF101819.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 5.351 552 555 575 rBV 933709 973894 85.80% 9.412%
2 6.381 726 730 747 rBVY 1123696 1112482 98.01% 10.752%
3 6.504 747 751 758 rVV 1262261 1125460 99.16% 10.877%
4 6.734 786 790 801 rBV 239465 237775 20.95% 2.298%
5 6.886 812 816 829 rBV 979337 831641 73.27% 8.037%
6 7.298 882 886 910 rBV 709083 689798 60.77% 6.667%
7 8.010 1004 1007 1029 rBV 321377 313200 27 .59% 3.027%
8 9.086 1186 1190 1193 rBV 1427022 1135035 100.00% 10.970%
9 9.204 1207 1210 1214 rVB 22914 20391 1.80% 0.197%
10 9.480 1254 1257 1266 rBV 310525 239165 21.07% 2.311%

11 9.763 1301 1305 1315 rBV 430805 364543 32.12% 3.523%
12 10.551 1436 1439 1453 rBvV 677190 678197 59.75% 6.554%
13 11.245 1554 1557 1561 rBV 350029 338128 29.79%% 3.268%

14 11.774 1645 1647 1655 rBV3 69936 80198 7.07% 0.775%
15 12.298 1733 1736 1740 rBV3 34378 55072 4._.85% 0.532%
16 12.333 1740 1742 1745 rVB2 19384 18301 1.61% 0.177%
17 12.463 1761 1764 1767 rBV 49054 43732 3.85% 0.423%
18 12.486 1767 1768 1774 rVB4 15331 14435 1.27% 0.140%
19 12.692 1798 1803 1809 rBV 42885 52203 4._.60% 0.505%

20 12.827 1822 1826 1830 rBV 986410 941435 82.94% 9.098%

21 13.057 1861 1865 1868 rBV2 17213 18831 1.66% 0.182%
22 13.733 1972 1980 1993 rBV5 81667 164146 14.46% 1.586%
23 13.892 2003 2007 2010 rBV 228173 249506 21.98% 2.411%

24 14.345 2081 2084 2087 rBV2 22984 23137 2.04% 0.224%
25 14.380 2087 2090 2093 rBV5 9470 13732 1.21% 0.133%
26 14.645 2132 2135 2138 rVB 18959 18035 1.59% 0.174%
27 14.715 2143 2147 2150 rBV2 16640 19424 1.71% 0.188%
28 14.915 2178 2181 2184 rBV 22072 28942 2.55% 0.280%
29 14.957 2185 2188 2191 rVB2 28691 35023 3.09% 0.338%
30 15.021 2195 2199 2204 rVB7 11032 21196 1.87% 0.205%
31 15.204 2227 2230 2235 rVB2 14250 16939 1.49% 0.164%
32 15.268 2237 2241 2244 rVV 20597 21850 1.93% 0.211%
33 15.321 2245 2250 2259 rVB 201185 277710 24.47% 2.684%
34 15.498 2276 2280 2284 rBV5 11055 17719 1.56% 0.171%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117495.D

Aca On : 23 Oct 2019 20:44

Operator :© JU

Sample : K5494-01

Misc :

ALS Vial : 14 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 = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.715 2313 2317 2323 rBV2 28197 40217 3.54% 0.389%
36 15.804 2326 2332 2339 rBV10 13164 38638 3.40% 0.373%
37 16.186 2392 2397 2401 rBV5 14657 26835 2.36% 0.259%
38 16.733 2486 2490 2496 rVB7 16336 31245 2.75% 0.302%
39 17.368 2596 2598 2607 rVB5 8218 18951 1.67% 0.183%

Sum of corrected areas: 10347161
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117495.D

Aca On : 23 Oct 2019 20:44

Operator :© JU

Sample : K5494-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF117495.D
1400000
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1200000 6.38
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Abundance TIC: BF117495.D
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Abundance TIC: BF117495.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117495.D

Aca On : 23 Oct 2019 20:44

Operator :© JU

Sample : K5494-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101819._.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 unknown6.50 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.50 94 .67 ng 1125460 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (6.498 min): BF117495.D (-747) (-) m/z 132.00 100.00%
5000 68
96 IIIIIIIIIIIIIIIIIIII
40 sy 7 g7 5 6.20 6.40 6.60 6.80
L B e BN B i m/z 68.10 50.16%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ||||||||ﬁ||||||||||||||
6.20 6.40 6.60 6.80
0
31 51 78 m/z 134.00 32.11%
e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
R e REEEE L a e
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.00 31.60%
S VB '~ Y ™ S
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T
132 6.20 6.40 6.60 6.80
m/z 69.05 20.33%
5000 67
41 53 97 17
\\ P
el sl g ee 20 LW
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117495.D

Aca On : 23 Oct 2019 20:44

Operator :© JU

Sample : K5494-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 4.74 ng 80198 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 86
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 59
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 47
Abundance Scan 1646 (11.769 min): BF117495.D (-1645) (-) m/z 73.00 100.00%
7B
41 60
5000
129 T Trrr[rrr1 llflklllll
‘ | H 8|5 9|7 15 | 1140 1160 11.80 12.00
e I m/z 60.00 77.53%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #84453: Tetradecanoic acid
60 B
43
5000 129 1140 1160 11.80 12.00
29 ‘ ‘ o7 115 185 228 m/z 41.00 74 .46%
143 171
I| IHJIN!JIJ| hh TR -l W 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95855: Pentadecanoic acid
43 60 78
11.40 11.60 11.80 12.00
5000{ g 129 m/z 43.00 72.72%
242
‘ H‘ 1 115 18 157171185 199
||‘|||‘|‘i‘||”l”‘|‘l‘:‘ H\I\H\ \\‘\ |H||| ‘:|||‘|||‘||||‘|||‘i||2:|l-|3|2|2|5|||‘|||
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance #39472: n-Decanoic acid
60 78 11.40 11.60 11.80 12.00
a1 m/z 55.00 48 .20%
5000{ 29 129
87
115 172
B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117495.D

Aca On : 23 Oct 2019 20:44

Operator :© JU

Sample : K5494-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.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 n-Pentadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.30 3.26 ng 55072 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Pentadecanol 228 C15H320 000629-76-5 81
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 76
3 n-Nonadecanol-1 284 C19H400 001454-84-8 76
4 n-Heptadecanol-1 256 C17H360 001454-85-9 76
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 76
Abundance Scan 1736 (12.298 min): BF117495.D (-1733) (-) m/z 55.10 100.00%
55, 83
206
5000 11

|M J 12.00 12.20 12.40 12.60

e e e ey m/z 83.05 98.67%

m/z--> 50 100 150 200 250 300 350
Abundance #84599: n-Pentadecanol
56 88
5000
i 12.00 12.20 12.40 12.60
29 m/z 97.00 97.07%
| |140 182 319
A
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
a7
83
12.00 12.20 12.40 12.60
5000 111 m/z 41.00 96.83%
29 169
196
SR N S - U -
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1
556 88 12.00 12.20 12.40 12.60
m/z 69.00 94 .09%
5000 111
29
LM n 1 " 1l t J{l?g i 168 196 238 266
e e L B e e e T e e e e EAmamanas L
m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117495.D

Aca On : 23 Oct 2019 20:44

Operator :© JU

Sample : K5494-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.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 Trichloroacetic acid, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 13.16 ng 164146 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
2 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 86
Abundance Scan 1979 (13.727 min): BF117495.D (-1972) (-) m/z 57.05 100.00%

g7

83

5000

:

13.40 13.60 13.80 14.00
m/z 43.05 86.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205392: Trichloroacetic acid, hexadecy! ester

69

-

5000

13.I40 13.I60 13.I80 14.IOO
m/z 83.05 77.23%

125
2 153 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #156543: Isobutyl tetradecy! carbonate
57
T T
13.40 13.60 13.80 14.00
5000 m/z 55.00 71.56%
83
111
%?‘ 1L 139 168 196
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1 R EEEEE B
43 13.40 13.60 13.80 14.00
m/z 69.05 67.17%
5000 83
18
| L e 140 168 196 238 266 308 336

T I T I
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\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117495.D

Aca On : 23 Oct 2019 20:44

Operator :© JU

Sample : K5494-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.90 ng 40217 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 2-methvloctacosane 408 C29H60 1000376-72-8 86
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Sulfurous acid. butyl octadecvl ... 390 C22H4603S 1000309-18-5 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2318 (15.721 min): BF117495.D (-2313) (-) m/z 57.00 100.00%
57
5000

‘ | 155 191 15.40 15.60 15.80 16.00
B I I m/z 71.05 90.26%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane

sl7

5000 R R n et
15. 40 15 60 15. 80 16.00

m/z 43.05 78 .14%

99
Jﬂl 1§1 183 225 267 309 351 437

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #215181: 2-methyloctacosane
517
R REERE R R Ry
15.40 15.60 15.80 16.00
5000 m/z 85.05 69.63%
99
264 | ||| 41 183 225 267 309365
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 15.40 15.60 15.80 16.00
m/z 55.00 24 .99%
5000

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117495.D

Aca On : 23 Oct 2019 20:44

Operator :© JU

Sample : K5494-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.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 7 Acetic acid, chloro-, hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.80 2.78 ng 38638 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 60
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 58
3 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 53
4 1-Heptadecene 238 C17H34 006765-39-5 53
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 53
Abundance Scan 2331 (15.798 min): BF117495.D (-2326) (-) m/z 57.00 100.00%
57 97
5000 125
147 209 266 e e
| ‘ 15.40 15.60 15.80 16.00 16.20
i | e — m/z 43.05 98.63%
m/z--> 50 100 150 200 250 300
Abundance #159656 Acetic acid, chloro-, hexadecy! ester
43
5000 AR DR BRI ISR
1540 15.60 15.80 16.00 16.20
‘ 125 m/z 97.10 89.67%
Ilnlllllll ||I1I "‘}.|:!-?|6|2|%4|.|||26|9||||||||
m/z--> 50 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
15.40 15.60 15.80 16.00 16.20
5000 111 m/z 83.00 69.43%
29
| | ! ‘ 110 1% 1 aasem 342
m/z--> 50 100 150 200 250 300
Abundance #181284: Acetic acid, chloro-, octadecy! ester e o
57 83 15.40 15.60 15.80 16.00 16.20
m/z 71.00 67 .04%
5000 111
‘31\ il ‘\ \H I l‘L 17}0 L 169 2(\)7224 2§0 297
m/z--> 50 100 150 200 250 300 ' 1540 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102319\
Data File : BF117495.D

Acq On : 23 Oct 2019 20:44

Operator : JU

Sample - K5494-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.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]
unknown6 .50 6.50 94.7 ng 1125460 1 6.73 237775 20.0
Tetradecanoic acid 11.77 4.7 ng 80198 4 11.24 338128 20.0
n-Pentadecanol 12.30 3.3 ng 55072 4 11.24 338128 20.0
Trichloroacetic a... 13.73 13.2 ng 164146 5 13.89 249506 20.0
Hentriacontane 15.72 2.9 ng 40217 6 15.32 277710 20.0
Acetic acid, chlo... 15.80 2.8 ng 38638 6 15.32 277710 20.0
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