LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118461.D

Aca On : 3 Jan 2020 15:09

Operator :© JU

Sample : PB125813BL

Misc :

ALS Vial : 8 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-BF122419 .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 5.075 503 508 526 rBV 220763 324899 8.55% 1.405%
2 5.481 573 577 594 rBVY 2013141 1914096 50.36% 8.275%
3 6.487 743 748 751 rBV 1842507 1999821 52.62% 8.646%
4 6.622 767 771 774 rBV 2704491 2284603 60.11% 9.877%
5 6.845 806 809 817 rBV 481457 400814 10.55% 1.733%

7.004 831 836 839 rBV 1996515 1766479 46.48% 7.637%
7.416 901 906 918 rBV 1254750 1326643 34.91% 5.736%
8.133 1023 1028 1043 rBvV 501992 513089 13.50% 2.218%
9.210 1205 1211 1226 rBV 3193978 3274564 86.16% 14.157%
9.892 1322 1327 1337 rBV 718164 772714 20.33% 3.341%

=
QO ~NO®

11 10.692 1459 1463 1480 rBV 2430925 2306389 60.69% 9.971%
12 11.392 1578 1582 1597 rBV 764660 834746 21.96% 3.609%
13 12.980 1847 1852 1855 rBV 3851585 3800488 100.00% 16.431%
14 14.045 2029 2033 2044 rBvV 570266 643190 16.92% 2.781%

15 14.798 2156 2161 2166 rVB 40650 43022 1.13% 0.186%
16 15.139 2214 2219 2224 rBV 55733 61638 1.62% 0.266%
17 15.533 2281 2286 2296 rBvV 361318 582775 15.33% 2.520%
18 15.962 2354 2359 2364 rBvV 65673 94801 2.49% 0.410%
19 16.474 2440 2446 2452 rBvV2 45390 82696 2.18% 0.358%
20 17.068 2540 2547 2553 rBV6 28452 58116 1.53% 0.251%
21 17.774 2660 2667 2675 rVB3 18943 44591 1.17% 0.193%
Sum of corrected areas: 23130174
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118461.D

Aca On : 3 Jan 2020 15:09

Operator :© JU

Sample : PB125813BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF118461.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118461.D

Aca On : 3 Jan 2020 15:09

Operator :© JU

Sample : PB125813BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 16.21 ng 324899 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 507 (5.069 min): BF118461.D (-503) (-) m/z 43.00 100.00%
43
59
5000
101
4.80 500 5.20 5.40
O S BB 8 | "m/z 59.00 60.09%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN S IR L
4.80 500 5.20 5.40
59 101 m/z 101.00 24.74%
0 21 37| 53 || 67 77 8 91
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.00 13.70%
101
15 58
0 \ 28 7|l 51 | 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- TT T T[T T T T[T T T[T T T TrrT
50 4.80 500 5.20 5.40
m/z 41.10 10.47%
41
5000
86
0 "'I""I""I""I""?%"'I"'??""I""I' "}P}"'I' R RN LS IR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118461.D

Aca On : 3 Jan 2020 15:09

Operator :© JU

Sample : PB125813BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2 unknown6.62 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.62 114.00 ng 2284600 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 771 (6.622 min): BF118461.D (-767) (-) m/z 132.00 100.00%
32
5000 68
6 rrrTyrTTTrTTTT T T T T T
40 54 | 75 103 6.20 6.40 6.60 6.80 7.00
S A M .!..|,....,..5.‘?,..!.,.'!..,.1.1.5.,....,"...,.. m/z 68.10 37.72%
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 R AL UL LU I
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.06%
1 33
44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“ ASSRASS BERB RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132

6.20 6.40 6.60 6.80 7.00

5000 m/z 66.00 26.98%
3B 4 - g7 105
60 78 ‘
by b2 B L Do | Lows
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A l
Abundance #14770: Cyclopropanamine, 1-phenyl- T BEaas e o )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17 .29%
104
5000
51 77
39 65 ‘ oL 115
0..”,??”W:”.lw??“ﬁ.w.:Hq”..ﬁ..w.ﬂnl.ﬁh,”..,t.... -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118461.D

Aca On : 3 Jan 2020 15:09

Operator :© JU

Sample : PB125813BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 4 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.14 2.12 ng 61638 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2219 (15.139 min): BF118461.D (-2214) (-) m/z 57.05 100.00%
g7
85
5000
] ] l|113 141 183, 14.80 15.00 15.20 15.40
ol b e e m/z 71.10 82.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
5000

14.80 15.00 15.20 15.40
m/z 43.05 71.20%

141 169 197 225 365 393

267 295

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
R e RRRERREE R
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 64 .79%
113 141 169
B I o o e L o o e e e I L B a i
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493:; Hexacosane
57 14.80 15.00 15.20 15.40
m/z 41.10 29.66%
5000 85
29
LT |13 141 169 107 205 253 295 323 367
—— Pt e e e e e
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118461.D

Aca On : 3 Jan 2020 15:09

Operator :© JU

Sample : PB125813BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 5 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.96 3.25 ng 94801 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2359 (15.962 min): BF118461.D (-2354) (-) m/z 57.10 100.00%
57
5000
T 207 o 15160 1580 16,00 1620
Ot ”.!hhwh..w.u.“.”,”.w..”,”.w.”.“.“,”.. m/z 71.05 77 .75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
57
5000
15.60 15.80 16.00 16.20
99 m/z 43.05 65.41%
0l26 ]1 141 183 205 282
m/z--> 55 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance #194493: Hexacosane
57
15,60 15.80 16.00 16.20
5000 m/z 85.10 60.46%
99
0 e 183 225 267 309 367
m/z--> 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #241526: Tetratetracontane
57 15.60 15.80 16.00 16.20
m/z 55.05 29.78%
5000
97
127 69
0. 26 ﬂu |, 169 211 253 309 351 407 446477 533 575 618
m/z--> 5'0 1(')0 150 200 250 300 350 400 4&'30 5(')0 5&'30 6(|)O 15.|60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118461.D

Aca On : 3 Jan 2020 15:09

Operator :© JU

Sample : PB125813BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 6 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.47 2.84 ng 82696 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2445 (16.468 min): BF118461.D (-2440) (-) m/z 57.10 100.00%
57
5000
I 133169207 281 16.20 16.40 16.60 16.80
O ”.“.” R L o e e m/z 71.10 82.05%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000

16.20 16.40 16.60 16.80
m/z 43.00 59.99%

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

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
5[7
R ANERE RS R R
16.20 16.40 16.60 16.80
5000 m/z 85.05 58.23%

99
26 | | 141 183 225 267 309 380

Oy P e P e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane

5[7 16.20 16.40 16.60 16.80
m/z 55.00 27.61%
5000
99

0l_26, | | 141 183 225 267 309 365

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.20 16.40 16. 60 16.80

8270-BF122419.M Mon Jan 06 16:16:03 2020 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010320\
Data File : BF118461.D

Acq On : 3 Jan 2020 15:09

Operator : JU

Sample : PB125813BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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... 5.07 16.2 ng 324899 1 6.85 400814 20.0
unknown6 .62 6.62 114.0 ng 2284600 1 6.85 400814 20.0
2-methyloctacosane 15.14 2.1 ng 61638 6 15.54 582775 20.0
Eicosane 15.96 3.3 ng 94801 6 15.54 582775 20.0
Tetratetracontane 16 .47 2.8 ng 82696 6 15.54 582775 20.0
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