LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107716.D

Acq On 26 Jul 2018 22:43

Operator : JU/SJ

Sample - J4109-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF072018_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 height area % max. total
1 5.201 482 487 498 rBV 348268 541571 13.29% 1.408%
2 5.595 551 554 578 rBV 2015981 3372558 82.75% 8.768%
3 6.595 720 724 744 rBV 2098846 3637973 89.26% 9.458%
4 6.737 744 748 772 rVB 2986907 3993215 97.97% 10.381%
5 6.960 783 786 803 rBVY 634121 1051987 25.81% 2.735%
6 7.113 808 812 837 rBV 2413212 3061117 75.11% 7.958%
7 7.525 878 882 906 rBV 1671686 2470889 60.62% 6.424%
8 8.242 1000 1004 1027 rBV 1134844 1547646 37.97%  4.023%
9 9.313 1182 1186 1202 rBV 3682117 4075756 100.00% 10.596%
10 9.654 1241 1244 1247 rBV2 37182 45538 1.12% 0.118%
11 9.707 1250 1253 1262 rVB 294020 307725 7 .55% 0.800%
12 9.860 1274 1279 1284 rBV2 42650 52314 1.28% 0.136%
13 10.001 1295 1303 1318 rBV 1467156 1577655 38.71% 4.101%
14 10.554 1393 1397 1403 rVB3 33189 47293 1.16% 0.123%

15 10.795 1434 1438 1451 rBV 2155574 2654468 65.13% 6.901%

16 10.883 1451 1453 1467 rVB4 43954 100685 2.47% 0.262%
17 11.101 1484 1490 1493 rBv4 23801 46408 1.14% 0.121%
18 11.395 1536 1540 1550 rVB 57202 79277 1.95% 0.206%
19 11.495 1553 1557 1560 rBV 1251209 1312048 32.19% 3.411%
20 11.519 1560 1561 1568 rVB 326448 271826 6.67% 0.707%

21 11.824 1611 1613 1617 rBV 44974 53903 1.32% 0.140%
22 11.913 1623 1628 1632 rBV 37347 54203 1.33% 0.141%
23 12.001 1639 1643 1646 rBV2 343651 377393 9.26% 0.981%
24 12.024 1646 1647 1653 rVB2 98438 92371 2.27% 0.240%
25 12.107 1658 1661 1664 rVVv2 91701 118549 2.91% 0.308%
26 12.130 1664 1665 1669 rVB 53483 41782 1.03% 0.109%
27 12.289 1689 1692 1694 rBV2 38986 44038 1.08% 0.114%
28 12.324 1695 1698 1703 rVB3 42401 54603 1.34% 0.142%
29 12.548 1732 1736 1739 rBV2 51384 65439 1.61% 0.170%
30 12.642 1748 1752 1760 rVB7 27043 54074 1.33% 0.141%
31 12.713 1760 1764 1768 rBV 233439 243929 5.98% 0.634%
32 12.807 1778 1780 1785 rVB 47809 48099 1.18% 0.125%
33 12.866 1787 1790 1797 rVB3 33067 52708 1.29% 0.137%

34 12.942 1797 1803 1809 rBV 291727 355547 8.72% 0.924%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107716.D

Acq On 26 Jul 2018 22:43

Operator : JU/SJ

Sample - J4109-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.077 1822 1826 1836 rBV 2698191 2708877 66.46% 7.042%

36 13.154 1836 1839 1845 rVB5 28125 52836 1.30% 0.137%
37 13.265 1855 1858 1864 rVB4 49937 86243 2.12% 0.224%
38 13.624 1915 1919 1922 rBV3 36150 45690 1.12% 0.119%

39 13.954 1971 1975 1985 rVV3 309970 391042 9.59% 1.017%
40 14.142 2002 2007 2011 rBV 1056338 1332151 32.68% 3.463%

41 14.895 2132 2135 2139 rVB2 57691 59434 1.46% 0.155%
42 15.218 2186 2190 2192 rBVY 89270 136232 3.34% 0.354%
43 15.248 2193 2195 2205 rVV3 110867 147495 3.62% 0.383%
44 15.536 2241 2244 2250 rBVY 69367 103354 2.54% 0.269%
45 15.607 2252 2256 2260 rBVY 97830 151424 3.72% 0.394%

46 15.677 2261 2268 2277 rVB 746344 1266685 31.08% 3.293%
47 16.112 2338 2342 2348 rVB 54048 79730 1.96% 0.207%

Sum of corrected areas: 38465780
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107716.D

Acq On 26 Jul 2018 22:43

Operator : JU/SJ

Sample - J4109-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF107716.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107716.D

Acq On 26 Jul 2018 22:43

Operator : JU/SJ

Sample - J4109-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.20 10.30 ng 541571 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 487 (5.201 min): BF107716.D (-482) (-) m/z 43.00 100.00%
43
59
5000
101 llllllllllllllllll
480 500 520 540 5.60
o...,....,....,..?7.',....,??!.i...‘??....,??..,....,|....,. m/z 59.00 64.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR R AR SRR
480 5.00 520 5.40 5.60
m/z 101.00 19.74%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> A S D A N T
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
480 500 520 540 560
5000 m/z 58.00 17.45%
41
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- s R AR S
59 480 500 520 540 5.60
m/z 41.00 8.02%
5000 41
31
Ll sl T8
O |'}§'|' 'J!I" 'Ji’L' '|?%!Li ""L' "'I"'|'I"'g?l""l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107716.D

Acq On 26 Jul 2018 22:43

Operator : JU/SJ

Sample - J4109-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_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 2 unknown6.74 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.74 75.92 ng 3993220 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF107716.D (-744) (-) m/z 132.00 100.00%
5000
68
0 s | % J 550 5k oo Tho
Ot ll 7 87 | 30515y | “m/z 68.00 34.35%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR S SR AR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.03%
0..‘..“‘|l.H.|.l‘..‘....lu“...luu‘.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 23.85%
97
‘ ‘ 117
0....‘,‘..“.‘. | m.8|8 lwe oo
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 13.85%
5000 og M1°
o 8 7 158 189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107716.D

Acq On 26 Jul 2018 22:43

Operator : JU/SJ

Sample - J4109-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_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-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.00 5.75 ng 377393 Phenanthrene-d10 11.49
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 56
Abundance Scan 1643 (12.001 min): BF107716.D (-1639) (-) m/z 60.00 100.00%
43 73
192
5000
213 T i S LR
1431°7171 o7 256 11.60 11.80 12.00 12.20 12.40
(o} m/z 73.00 99.10%
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 A R DR SRR
11.60 11.80 12.00 12.20 12.40
m/z 43.00 85.68%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 783
11/60 11.80 12.00 12.20 12.40
5000 129 m/z 57.00 82.70%
29
15 “ ‘“ L#H 143157
O
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B R L
43 73 11.60 11.80 12.00 12.20 12.40
m/z 55.00 72 .70%
5000 129
29
199
143157171185 202
0'}ﬁ'LJH" LN ISR AU SUNIL B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107716.D

Acq On 26 Jul 2018 22:43

Operator : JU/SJ

Sample - J4109-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_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 Heptafluorobutyric acid, he... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 5.87 ng 391042 Chrysene-di2 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
Abundance Scan 1974 (13.948 min): BF107716.D (-1971) (-) m/z 57.05 100.00%
sl7
83
5000
RN AU BRI U
139 281 13.60 13.80 14.00 14.20
o 166 204 j 250 304327350 7 55 00 84 620
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57
5000 UL A L SRR
13.60 13.80 14.00 14.20
29 125 m/z 43.00 80.56%
oL A ‘ h L 147 \ %9?224,|?§9,,|,,,,Illlllftzlo”
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83 1360 13.80 14.00 14.20
5000 m/z 83.10 69.90%
111
29 ‘ 169
ol P T 2028 28 4
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester B B S e
g7 13.60 13.80 14.00 14.20
83 m/z 69.05 61.97%
29 169
0 ik ‘ 11139 o | 255 406
m/z--> 5'0 1(')0 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107716.D

Acq On 26 Jul 2018 22:43

Operator : JU/SJ

Sample - J4109-07

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_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]
2-Pentanone, 4-hy... 5.20 10.3 ng 541571 1 6.96 1051990 20.0
unknown6 .74 6.74 75.9 ng 3993220 1 6.96 1051990 20.0
n-Hexadecanoic acid 12.00 5.8 ng 377393 4 11.49 1312050 20.0
Heptafluorobutyri... 13.95 5.9 ng 391042 5 14.14 1332150 20.0

8270-BF072018.M Fri Jul 27 17:12:46 2018 Page: 8



