LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040919\
Data File : BF113661.D
Acq On > 9 Apr 2019 15:08 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K2316-07 20190175-AMND-COMP-CS-2
ALS Vial : 10 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-BF040319_.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 4._863 468 472 487 rBVY 210644 317092 9.61% 1.117%
2 5.292 542 545 571 rBV 1841081 2268921 68.74% 7.991%
3 6.334 717 722 738 rBV 2678084 2985336 90.44% 10.514%
4 6.451 738 742 764 rVB 2821386 2724644 82.54% 9.596%
5 6.675 777 780 793 rVB 642228 650925 19.72% 2.293%
6 6.834 803 807 821 rVB 2468431 2215742 67.13% 7.804%
7 7.245 873 877 892 rBV 1830532 1881171 56.99% 6.625%
8 7.963 995 999 1017 rBV 754076 837092 25.36% 2.948%
9 8.639 1111 1114 1117 rVB 57978 42367 1.28% 0.149%
10 9.033 1177 1181 1190 rBV 3322986 3048306 92.35% 10.736%

11 9.427 1245 1248 1258 rBV 331870 337570 10.23% 1.189%
12 9.663 1283 1288 1292 rBV2 21333 37450 1.13% 0.132%
13 9.710 1292 1296 1307 rVB 1055432 978499 29.64% 3.446%
14 10.498 1426 1430 1444 rBV 1741007 1806484 54.73% 6.362%
15 10.610 1446 1449 1452 rBV 76063 63185 1.91% 0.223%

16 11.051 1521 1524 1528 rBV2 25153 34578 1.05% 0.122%
17 11.192 1544 1548 1556 rBV 1124637 1068959 32.38% 3.765%
18 11.727 1636 1639 1649 rBV2 256878 305882 9.27% 1.077%

19 12.510 1770 1772 1779 rBV 40306 58082 1.76% 0.205%
20 12.651 1790 1796 1798 rBV2 26320 40809 1.24% 0.144%
21 12.774 1812 1817 1820 rBV 3519436 3300901 100.00% 11.626%
22 13.345 1909 1914 1917 rBV2 33958 37322 1.13% 0.131%
23 13.674 1967 1970 1974 rVB 46609 41292 1.25% 0.145%

24 13.804 1987 1992 1993 rBV 207202 207334 6.28% 0.730%
25 13.827 1993 1996 2019 rVV 1137391 1542730 46.74% 5.434%

26 13.986 2020 2023 2030 rVB 70269 74306 2.25% 0.262%
27 14.292 2069 2075 2079 rBV 95176 103750 3.14% 0.365%
28 14.586 2121 2125 2131 rVB 112246 115399 3.50% 0.406%
29 14.651 2133 2136 2139 rVB 92184 80784 2.45% 0.285%
30 14.892 2174 2177 2182 rVB 119682 125690 3.81% 0.443%

31 15.233 2230 2235 2248 rVB 709346 952927 28.87% 3.356%
32 15.633 2299 2303 2310 rVB 73117 107375 3.25% 0.378%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040919\

Data File : BF113661.D

Acq On : 9 Apr 2019 15:08

Operator : JU/SJ

ﬁ?ggle - K2316-07 20190175-AMND-COMP-CS-2
ALS Vial : 10 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 - 0 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-BF040319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 28392904
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040919\
Data File : BF113661.D

Acq On 9 Apr 2019 15:08

Operator : JU/SJ

Sample - K2316-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

20190175-AMND-COMP-CS-2
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113661.D

Acq On 9 Apr 2019 15:08

Operator : JU/SJ

ﬁ?ggle - K2316-07 20190175-AMND-COMP-CS-2
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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.

4._86 9.74 ng 317092 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 471 (4.857 min): BF113661.D (-468) (-) m/z 43.00 100.00%
43
59
5000
101 U S SRR LR
51| 83 | 4.60 4.80 5.00 5.20
o} S £ | .« — m/z 59.00 58.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.60 4.80 5.00 5.20
m/z 101.00 18.29%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 57.90 13.90%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R L B L
43 4.60 4.80 5.00 5.20
m/z 41.00 9.58%
5000
101
15 3 | 8 6 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113661.D

Acq On 9 Apr 2019 15:08

Operator : JU/SJ

ﬁ?ggle - K2316-07 20190175-AMND-COMP-CS-2
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 unknown6.45 Concentration Rank 1

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

6.45 83.72 ng 2724640 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12

Abundance Scan 742 (6.451 min): BF113661.D (-738) (-) m/z 132.00 100.00%
32
5000 68
96 IRSENAEE RSN LR A
40 54 g5 1s 6.20 6.40 6.60 6.80
o} T L B B A m/z 68.00 41.38%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T #'IAT"I""I"'
6.20 6.40 6.60 6.80
31 51 ‘ m/z 134.00 32.93%
0"hmH'H'IJW'I'”'I“'”I"‘W""P"'I”"I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
57 132
74 620 640 6.60 680
5000 gg 116 m/z 66.00 26.54%
158 189
e L S A L UL B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil LS AN T
132 6.20 6.40 6.60 6.80
m/z 69.00 16.00%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113661.D

Acq On 9 Apr 2019 15:08

Operator : JU/SJ

ﬁ?ggle - K2316-07 20190175-AMND-COMP-CS-2
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.73 5.72 ng 305882 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1639 (11.727 min): BF113661.D (-1636) (-) m/z 73.00 100.00%
60 73
5000 129
7 213 e ERRBLES
01115 | 4a 187171185 o0 | oy 256 11.40 11.60 11.80 12.00
(o} m/z 43.00 91 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

f

R

5000 129 L e B e
11.40 11.60 11.80 12.00

m/z 59.90 87.81%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
i R e
11.40 11.60 11.80 12.00
5000 129 m/z 56.95 73.25%
29 g7
115 | 143 199 242
101 157171185
oL 15 i 213226
T R LAREA R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid I
60 73 11.40 11.60 11.80 12.00
43 m/z 54.95 67.27%
5000 129
7 185 228
01115 | 143,.5171 | 199
o \ bl e Lo |
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113661.D

Acq On 9 Apr 2019 15:08

Operator : JU/SJ

ﬁ?ggle - K2316-07 20190175-AMND-COMP-CS-2
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .59 2.42 ng 115399 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Docosane 310 C22H46 000629-97-0 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2126 (14.592 min): BF113661.D (-2121) (-) m/z 57.00 100.00%

5000
197 239 302 14.20 14.40 14.60 14.80 15.00
0 m/z 71.00 65.57%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
57
5000 TT T T [T T T T[T T T T[T TT T 7T
14 20 14. 40 14. 60 14. 80 15. 00
99 m/z 43.00 64.12%
ol28L 1 dd 141 183 225 267 300 351 422
T T T [ e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R e EERE RS R a
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.00 55.41%

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

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #153222: Docosane AR B E B
57 14.20 14.40 14.60 14.80 15.00
m/z 98.90 19.65%
5000

99
26| | |||, 141 183 225 267 310

e b A

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14 20 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113661.D

Acq On 9 Apr 2019 15:08

Operator : JU/SJ

ﬁ?ggle - K2316-07 20190175-AMND-COMP-CS-2
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.89 2.64 ng 125690 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2177 (14.892 min): BF113661.D (-2174) (-) m/z 57.00 100.00%

5000

14.60 14.80 15.00 15.20

0 m/z 71.00 62.94%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 LA L L L L LB

14.60 14.80 15.00 15.20
m/z 43.00 58.44%

\Hu 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R N REEE S R
14.60 14.80 15.00 15.20
5000 m/z 84.95 46 .46%
99
o 141 183 225 267 309 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane R AR ARER S
57 14.60 14.80 15.00 15.20
m/z 54.95 20.83%
5000

99
26 ] |, 141 183 225 281 337 394

e M —— S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.60 14.80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113661.D

Acq On 9 Apr 2019 15:08

Operator : JU/SJ

ﬁ?ggle - K2316-07 20190175-AMND-COMP-CS-2
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.63 2.25 ng 107375 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 2-methyloctacosane 408 C29H60 1000376-72-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2302 (15.627 min): BF113661.D (-2299) (-) m/z 57.00 100.00%
57
5000
3 s 210 269 540 1560 1580 1600
0....q- ”"".PPﬂ e m/z 70.95 63.61%
m/z--> 50 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 L B BULRLL UL B
mmmmmmmm
113 m/z 43.00 61.08%
OaHMm‘mmmmmmwmmm
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance
57
"' 15.40 15.60 15.80 16.00
5000 m/z 85.00 50.73%
85
29 113 141
0 169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #202661: Heptacosane AR RaE e
57 15.40 15.60 15.80 16.00
m/z 55.00 24 .53%
5000 85
29 113 141
ol |77, 711,169 197 225 253 281 309 337 380
m/z--> 55 160 1%0 260 2%0 360 3%0 460 ! 1550 1560 1580 1600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040919\

Data File : BF113661.D

Acq On : 9 Apr 2019 15:08

Operator : JU/SJ

3?22'6 - K2316-07 20190175-AMND-COMP-CS-2
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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... 4._.86 9.7 ng 317092 1 6.68 650925 20.0
unknown6 .45 6.45 83.7 ng 2724640 1 6.68 650925 20.0
n-Hexadecanoic acid 11.73 5.7 ng 305882 4 11.19 1068960 20.0
Triacontane 14.59 2.4 ng 115399 6 15.23 952927 20.0
Tetratetracontane 14 .89 2.6 ng 125690 6 15.23 952927 20.0
Hentriacontane 15.63 2.3 ng 107375 6 15.23 952927 20.0
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