LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110038.D

Acq On : 20 Oct 2018 8:18

Operator : JU/SJ

Sample : PB113996BL

Misc :

ALS Vial : 41 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-BF101518_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 5.216 527 532 541 rBvV 151000 193477 4_52% 0.649%
2 5.598 592 597 600 rBvV 2735717 2584634 60.41% 8.673%
3 6.586 760 765 768 rBvV 2801804 2599030 60.74% 8.721%
4 6.734 786 790 793 rBV 3059562 2695778 63.00% 9.046%
5 6.969 826 830 833 rBV 1366272 1180504 27.59% 3.961%

7.122 852 856 860 rBV 3316125 3090862 72.24% 10.371%
7.528 920 925 928 rBV 2315511 2450799 57.28% 8.224%
8.251 1043 1048 1051 rBV 1782713 1509368 35.28% 5.065%
9.327 1225 1231 1234 rBV 4796450 4278839 100.00% 14.357%
10.010 1342 1347 1351 rBV2 1794816 1538450 35.95% 5.162%

=
QO ~NO®

11 10.798 1477 1481 1491 rVB 1484482 1247115 29.15% 4.185%
12 11.498 1596 1600 1604 rBV 1419032 1293653 30.23% 4.341%

13 12.892 1834 1837 1840 rVB 116110 87929 2.05% 0.295%
14 13.086 1865 1870 1873 rBV 3294335 2858817 66.81% 9.593%
15 13.598 1952 1957 1961 rBV 74782 63981 1.50% 0.215%

16 14.145 2046 2050 2053 rBV 1053618 950164 22.21% 3.188%
17 15.268 2237 2241 2246 rVB 52620 60568 1.42% 0.203%
18 15.668 2303 2309 2322 rBV 645642 876849 20.49% 2.942%
19 16.133 2384 2388 2400 rVB 64281 100125 2.34% 0.336%

20 16.668 2473 2479 2489 rBV2 47935 88820 2.08% 0.298%
21 17.309 2579 2588 2593 rBV3 22396 52399 1.22% 0.176%
Sum of corrected areas: 29802161
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110038.D

Acq On : 20 Oct 2018 8:18

Operator : JU/SJ

Sample : PB113996BL

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF110038.D

4000000
7.12
6.73
3000000 5 60 6.59
7.53
2000000
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1000000
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e B e S S S e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF110038.D
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Abundance TIC: BF110038.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110038.D

Acq On : 20 Oct 2018 8:18

Operator : JU/SJ

Sample : PB113996BL

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.22 3.28 ng 193477 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 533 (5.222 min): BF110038.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101 I UL AR S
51 | 83 | 480 5.00 520 5.40 5.60
Obrrr e e e m/z 59.00 53.63%
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 A L UL R
59 4.80 5.00 520 540 5.60
m/z 101.00 20.19%
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
480 500 520 540 560
5000 M m/z 58.00 14_.70%
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 e BRamr )
43 4.80 500 5.20 5.40 5.60
m/z 41.00 9.01%
5000
101
15 31 8 6 86
R A R SR RN ARAR RRARA RARSA RARAN AARAN LALA RALRS RS RARRY A S UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110038.D

Acq On : 20 Oct 2018 8:18

Operator : JU/SJ

Sample : PB113996BL

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_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 2 unknown6.73 Concentration Rank 2

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

6.73 45_.67 ng 2695780 1,4-Dichlorobenzene-d4 6.97
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 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 789 (6.728 min): BF110038.D (-786) (-) m/z 132.00 100.00%
5000 68
640 6.60 6.80 7.00
o} B R R m/z 68.05 43.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRS SRR SRS AR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.01%
0 ‘ L1 H 1 ‘ “ !
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.95%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 |
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-  EEAmE R
132 6.40 6.60 6.80 7.00
m/z 69.10 17.52%
117
5000
29 91
7 1R er ey )
0 |'“"f'“”'FH"JW'“"lw"'H'“ U DAL UL B ISR SRS SRS AR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF101518.M Mon Oct 22 16:44:04 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110038.D

Acq On : 20 Oct 2018 8:18

Operator : JU/SJ

Sample : PB113996BL

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_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 4 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.13 2.28 ng 100125 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Triacontane 422 C30H62 000638-68-6 80
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 80
4 Hentriacontane 437 C31H64 000630-04-6 74
5 Eicosane 282 C20H42 000112-95-8 74
Abundance Scan 2388 (16.133 min): BF110038.D (-2384) (-) m/z 57.05 100.00%
57
5000
e 27 om » 15130 16,00 1620 1640
ob——bpt, m/z 71.05 65.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
15.80 16.00 16.20 16.40
m/z 43.05 55.61%
29 113
0 \‘ ‘L ‘ “\ ‘hw h‘ H‘ “1ﬂ'1‘169 197 225 253 296
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance
57
15,80 16.00 16.20 16.40
5000 85 m/z 85.10 47 .72%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
HELELELI UL SRR IURLELEL UL SURLELELN BUNLELUN UL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #59890: Tridecane, 3-methyl-
57 15.80 16.00 16.20 16.40
m/z 55.00 24 .61%
5000
29
85
ol i L) | 113140 1% 108
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(')0 15.|80 16.|00 16.|20 16.I4O
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110038.D

Acq On : 20 Oct 2018 8:18

Operator : JU/SJ

Sample : PB113996BL

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_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 5 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.67 2.03 ng 88820 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2479 (16.668 min): BF110038.D (-2473) (-) m/z 57.10 100.00%
57
5000 85
113 S 180 1R en 1700
141 295 283 16.40 16.60 16.80 17.00
0 .--“ Ly 277 m/z 71.05 67.55%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
16.40 16.60 16.80 17.00
m/z 85.10 51.16%
0 2?“ “M‘M H m341?1 169 197 225 253 295 323 367
m/z--> §o 100 1%0 260 250 360 3%0 '
Abundance
57
16.40 16.60 16.80 17.00
5000 85 m/z 43.00 50.54%
29 113
0 169 197 225 253 281 309 337 365 394
m/z--> §o 160 150 260 250 360 3%0 '
Abundance #185533: Pentacosane L B R
57 16.40 16.60 16.80 17.00
m/z 55.00 26.87%
5000 85
113
oL 22l 169189 211 239 267 205 303 352
m/z--> % @ J& 200 250 3& 3% ' mmmmmmﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110038.D

Acq On : 20 Oct 2018 8:18

Operator : JU/SJ

Sample : PB113996BL

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.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]
2-Pentanone, 4-hy... 5.22 3.3 ng 193477 1 6.97 1180500 20.0
unknown6.73 6.73 45.7 ng 2695780 1 6.97 1180500 20.0
Heneicosane 16.13 2.3 ng 100125 6 15.67 876849 20.0
Hexacosane 16.67 2.0 ng 88820 6 15.67 876849 20.0
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