LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114696.D

Aca On : 31 May 2019 9:48

Operator : HP/JU

Sample : PB119779BL

Misc :

ALS Vial : 5 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-BF052919 .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 5.322 543 550 553 rBY 7539898 8669276 74.55% 7 .990%
2 6.339 716 723 726 rBVY 7471913 8815493 75.81% 8.125%
3 6.469 739 745 748 rBVY 8092647 9328082 80.21% 8.597%
4 6.698 780 784 787 rBVY 5202629 4483773 38.56% 4.132%
5 6.857 806 811 814 rBVY 7531237 7463637 64.18% 6.879%

7.257 873 879 882 rBV 5426775 6169887 53.06% 5.686%
7.980 996 1002 1005 rBV 5695132 6103083 52.48% 5.625%
9.057 1178 1185 1188 rBV 9696405 11629019 100.00% 10.718%
9.727 1292 1299 1302 rBV 7152560 7424379 63.84% 6.843%
10.510 1425 1432 1435 rBV 6794929 7086355 60.94% 6.531%

=
QO ~NO®

11 11.204 1542 1550 1553 rBV 7579432 7544746 64.88% 6.954%
12 12.786 1813 1819 1822 rBV 9840007 10804110 92.91% 9.957%
13 13.821 1988 1995 1999 rBV 5878276 6040979 51.95% 5.568%
14 14.609 2126 2129 2135 rVB 265171 248916 2.14% 0.229%
15 14.921 2178 2182 2186 rVB 408851 437364 3.76% 0.403%

16 15.215 2226 2232 2236 rBV2 3799967 4749665 40.84% 4._.377%
17 15.274 2238 2242 2247 rVB 467928 591496 5.09% 0.545%

18 15.668 2305 2309 2318 rVB 367472 548953 4.72% 0.506%
19 16.133 2384 2388 2395 rVB 224368 363486 3.13% 0.335%

Sum of corrected areas: 108502699
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114696.D

Aca On : 31 May 2019 9:48

Operator : HP/JU

Sample : PB119779BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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: BF114696.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114696.D

Aca On : 31 May 2019 9:48

Operator : HP/JU

Sample : PB119779BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 unknown6.47 Concentration Rank 1

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

6.47 41.61 ng 9328080 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 30
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 745 (6.469 min): BF114696.D (-739) (-) m/z 132.00 100.00%
32
5000 68
IREBE ARSI S
40 g4 | 75 104 ‘ 6.20 6.40 6.60 6.80
N — T ??...' SIS -7 S W T . S [ N m/z 68.00 39.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 er RS RSN RARSE RARAS SR
a1 o7 6.20 6.40 6.60 6.80
117 m/z 134.00 35.11%
79
..,....,....,?ﬁ‘..".'...;'...ﬁ‘,o.'.l::|,..'.'.I,-...E.‘-,g..l..,.l.oﬁ,...|.',1.2.f‘.,ll...,..
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 o " 620 640 6.60 6.80
5000 m/z 66.00 25.63%
31 o9 “ 8
| P l !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R e AR AR
132 6.20 6.40 6.60 6.80
m/z 69.05 16.18%
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 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114696.D

Aca On : 31 May 2019 9:48

Operator : HP/JU

Sample : PB119779BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 3 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.27 2.49 ng 591496 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Heneicosane 296 C21H44 000629-94-7 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2241 (15.268 min): BF114696.D (-2238) (-) m/z 57.10 100.00%
57
85
5000
141 15.00 15.20 15.40 15.60
I || Lay 169 207230 267202 325 351 381401 |\ Ty 771 10 72.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000 LR DR DU BRI B
mmmmmmmm
- m/z 43.00 59.75%
| ﬂ113 141 169 197 225 253 338
m/z--> 55 100 150 260 250 300 3%0 400
Abundance #141426: Heneicosane
57
o 15,00 15.20 1540 15.60
5000 m/z 85.10 54 _.28%
29 113
L L L T 241 169 107 225 253 296
m/z--> 55 160 1éo 260 250 360 3%0 400
Abundance #215181: 2-methyloctacosane T T
57 15.00 15.20 15.40 15.60
m/z 55.00 21.12%
5000 85
200 | | ulf3‘1§1‘1§9 197 225 267 295 365 393
m/z--> 55 160 1éo 260 2%0 360 3%0 460 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114696.D

Aca On : 31 May 2019 9:48

Operator : HP/JU

Sample : PB119779BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.67 2.31 ng 548953 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2309 (15.668 min): BF114696.D (-2305) (-) m/z 57.00 100.00%
g7
13 ' 15.40 15.60 15.80 16.00
141 . . . .
. iy .||, i 162183 211 239 266 311337 371 415 | nzn 7110 73.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L L BULELL BRI UL
mmmmmmmm
m/z 43.05 59.95%
29 113
| | ] | 141 169 197 225 253 296
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance #215181: 2-methyloctacosane
57
' 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 56.62%
113
29 | || |77, 241 169 197 225 267 295 365 393
m/z--> éo 160 1%0 260 2éo 360 3%0 460
Abundance #185533: Pentacosane L T e
57 15.40 15.60 15.80 16.00
m/z 55.00 23.78%
113
29 |y 74 169 211 239 267 205 323 352
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 4(')0 15'40 15. 60 15. 80 16 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF053119\
Data File : BF114696.D

Acq On : 31 May 2019 9:48

Operator : HP/JU

Sample : PB119779BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .47 6.47 41.6 ng 9328080 1 6.70 4483770 20.0
Tetracosane 15.27 2.5 ng 591496 6 15.22 4749670 20.0
Heneicosane 15.67 2.3 ng 548953 6 15.22 4749670 20.0
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