LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114388.D

Acq On : 18 May 2019 13:59

Operator : JU/SJ

Sample : PB119788BL

Misc :

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-BF051019.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 2.157 7 12 17 rVB 80718 121467 2.02% 0.232%
2 5.475 572 576 600 rBV 4973472 5161446 85.76% 9.853%
3 6.481 742 747 765 rBV 4692925 5418640 90.03% 10.344%
4 6.610 765 769 778 rVV 5303871 5146248 85.51% 9.824%
5 6.833 804 807 816 rVB 1447054 1265680 21.03% 2.416%

6.992 830 834 847 rVB 4477232 4071104 67.64% 7.772%
7.398 898 903 919 rBV 3336002 3463647 57.55% 6.612%
1681352 1614391 26.82% 3.082%
9.186 1202 1207 1220 rBV 5877659 5997380 99.65% 11.449%
9.869 1318 1323 1335 rVB 1721186 1817048 30.19% 3.469%
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11 10.657 1453 1457 1474 rBV 3286747 3343634 55.55% 6.383%
12 11.351 1571 1575 1584 rBV 2102589 1994508 33.14% 3.808%
13 11.874 1660 1664 1673 rBV5 33517 73970 1.23% 0.141%
14 12.657 1793 1797 1806 rBV6 42441 103497 1.72% 0.198%
15 12.933 1839 1844 1848 rBV 5757608 6018612 100.00% 11.490%

16 13.992 2020 2024 2033 rBV 1623913 1670075 27.75% 3.188%
17 14.451 2098 2102 2106 rBV 140061 143115 2.38% 0.273%
18 14.756 2149 2154 2161 rBV 419019 458448 7.62% 0.875%
19 15.086 2205 2210 2217 rBV 633335 781630 12.99% 1.492%
20 15.462 2269 2274 2287 rBV2 1643650 2357640 39.17% 4_.501%

21 15.892 2341 2347 2354 rBV 489933 782265 13.00% 1.493%
22 16.386 2425 2431 2438 rBV 247629 437580 7.27% 0.835%
23 16.968 2525 2530 2538 rVB3 70466 140240 2.33% 0.268%

Sum of corrected areas: 52382265
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114388.D

Acq On : 18 May 2019 13:59

Operator : JU/SJ

Sample : PB119788BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF114388.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114388.D

Acq On : 18 May 2019 13:59

Operator : JU/SJ

Sample : PB119788BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 unknown6.61 Concentration Rank 1

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

6.61 81.32 ng 5146250 1,4-Dichlorobenzene-d4 6.83
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 769 (6.610 min): BF114388.D (-765) (-) m/z 132.00 100.00%
5000 68
6 rTrTTyTTTTT T T T T T T T
75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,...!,“.'.‘.‘? W .Gll‘ll SN -7 S W1 . [ N m/z 68.10 45.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 i
5000 RS AR LN LA
620 640 6.60 6.80 7.00
3 78 m/z 134.00 33.03%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 28.92%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14491: 5-Aminoindole R e

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.19%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114388.D

Acq On : 18 May 2019 13:59

Operator : JU/SJ

Sample : PB119788BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.76 3.89 ng 458448 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2155 (14.762 min): BF114388.D (-2149) (-) m/z 57.10 100.00%
g7
5000 85
| ‘ I113 141 160 207 239 281 14.40 14.60 14.80 15.00
0 N 0 0 N O O e . m/z 71.10 64.65%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85
14.40 14.60 14.80 15.00
29 m/z 43.05 60.75%
113
0 L L | d (141 169 197 225 253 281 309 338
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance
57
o 14.40 14.60 14.80 1500
5000 m/z 85.10 48.21%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 150 260 2éo 360 3éo '
Abundance #209565: Octacosane
57 14.40 14.60 14.80 15.00
m/z 55.05 22 .39%
5000 85
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 2éo 360 3éo ' 14%0 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114388.D

Acq On : 18 May 2019 13:59

Operator : JU/SJ

Sample : PB119788BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.09 6.63 ng 781630 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2211 (15.092 min): BF114388.D (-2205) (-) m/z 57.10 100.00%
57
5000 85
113 14.80 15.00 15.20 15.40
141
ol d A T T 100 107 225 253 283300 351 gy 7110 63.31%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
14.80 15.00 15.20 15.40
113 m/z 43.10 62.90%
o 29 | MHL‘M | 717 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 14,80 15.00 15.20 15.40
5000 m/z 85.10 48_.91%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane S N L B B
57 14.80 15.00 15.20 15.40
m/z 55.10 22 .00%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40

8270-BF051019.M Mon May 20 18:42:22 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114388.D

Acq On : 18 May 2019 13:59

Operator : JU/SJ

Sample : PB119788BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.89 6.64 ng 782265 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2347 (15.892 min): BF114388.D (-2341) (-) m/z 57.10 100.00%

57

5000 85

:

113 15.60 15.80 16.00 16.20
141 169 211

ol 3t LA |7y M 169102211 239 266 295 323 351 | 777110 63,500

m/z--> 50 100 150 200 250 300 350

Abundance #194493: Hexacosane

13

5000 85
15.60 15.80 16.00 16.20

m/z 43.10 61.29%

29
oL k h I | H1ﬁ3J141 169 107 225 253 295 323 367
L B o e o A B e e e e e LA B s e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R R e e R
15.60 15.80 16.00 16.20
5000 m/z 85.05 47.16%
85
29 113 141
oLl 70 169 107 225 263 281 823 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B B L B B B B
57 15.60 15.80 16.00 16.20
m/z 55.10 21.13%
85
5000
29 113
oL L. TS 169 197 225 253 2%
et LA B e o e T B R o e AR e
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114388.D

Acq On : 18 May 2019 13:59

Operator : JU/SJ

Sample : PB119788BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 6
R.T. EstConc Area Relative to ISTD R.T.
16.39 3.71 ng 437580 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 2432 (16.392 min): BF114388.D (-2425) (-) m/z 57.10 100.00%

5000

9 e
141 163 205 065 341 16.00 16.20 16.40 16.60 16.80

0 m/z 43.10 60.04%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57
5000 LA B L L L L L L L
16. 00 16. 20 16. 40 16 60 16. 80
99 m/z 71.10 59.46%
o2l e s 26
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
T T T T T T
16.00 16.20 16.40 16.60 16.80
5000 m/z 85.10 45.93%

9
141 179210 p53 309  3gg

i

L M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane i e e
517 16.00 16.20 16.40 16.60 16.80
m/z 55.05 22 .89%
5000

F

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

L A S I SR e L SN

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 00 16. 20 16. 40 16 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114388.D

Acq On : 18 May 2019 13:59

Operator : JU/SJ

Sample : PB119788BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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]
unknown6.61 6.61 81.3 ng 5146250 1 6.83 1265680 20.0
Tetracosane 14.76 3.9 ng 458448 6 15.47 2357640 20.0
2-methyloctacosane 15.09 6.6 ng 781630 6 15.47 2357640 20.0
Hexacosane 15.89 6.6 ng 782265 6 15.47 2357640 20.0
Heneicosane 16.39 3.7 ng 437580 6 15.47 2357640 20.0
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