LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114523.D

Aca On : 23 May 2019 13:52

Operator : JU/SJ

Sample : PB119776BL

Misc :

ALS Vial : 4 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-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 heiaht area % max. total
1 2.163 3 13 18 rVB 101116 146605 2.49% 0.235%
2 5.457 568 573 602 rBY 4293689 4838901 82.23% 7.741%
3 6.463 739 744 761 rBVY 4400050 5107955 86.80% 8.171%
4 6.587 761 765 769 rBVY 4744066 4838082 82.21% 7.739%
5 6.810 800 803 816 rVB 2558882 2272356 38.61% 3.635%

6.969 826 830 848 rBV 4161153 3890587 66.11% 6.224%
7.375 894 899 921 rBV 2968822 3264606 55.48% 5.222%
8.092 1016 1021 1036 rBV 3040611 3001640 51.01% 4.802%
5505892 5753071 97.76% 9.203%
9.845 1314 1319 1323 rBV 3139209 3345538 56.85% 5.352%
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11 10.639 1449 1454 1470 rBV 3407506 3508788 59.62% 5.613%
12 11.339 1568 1573 1576 rBV 3660492 3619873 61.51% 5.791%
13 12.921 1836 1842 1845 rBV 5761194 5884814 100.00% 9.414%
14 13.980 2017 2022 2031 rBV 3483665 3403946 57.84% 5.445%
15 14.121 2041 2046 2050 rBV 129222 129174 2.20% 0.207%

16 14.427 2093 2098 2102 rBV 438566 431889 7.34% 0.691%
17 14.727 2143 2149 2159 rBV 956176 1009752 17.16% 1.615%
18 15.057 2198 2205 2214 rBV 1135527 1404552 23.87% 2.247%
19 15.439 2261 2270 2281 rBV2 2590296 4484711 76.21% 7.174%
20 15.851 2333 2340 2353 rBV 700405 1148915 19.52% 1.838%

21 16.345 2416 2424 2433 rBV 359545 656240 11.15% 1.050%
22 16.921 2515 2522 2530 rBV2 108851 240244 4.08% 0.384%
23 17.598 2631 2637 2645 rVB3 56656 130519 2.22% 0.209%

Sum of corrected areas: 62512758
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114523.D

Aca On : 23 May 2019 13:52

Operator : JU/SJ

Sample : PB119776BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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: BF114523.D

5000000 6.59

6.46
5.46 6.97

4000000
3000000 7.37

2000000

1000000

O e 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: BF114523.D

5000000

4000000 11.34

10.64
8.09 9.85

3000000

2000000

1000000

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF114523.D

5000000
4000000
13.98

3000000 15.44

2000000

1000000 1 15.85

14.43 16.34
0 A;Ajklﬁlz L ﬂjk )\ 16.92 17.60

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114523.D

Aca On : 23 May 2019 13:52

Operator : JU/SJ

Sample : PB119776BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.59 Concentration Rank 1

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

6.59 42 .58 ng 4838080 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 766 (6.592 min): BF114523.D (-761) (-) m/z 132.00 100.00%
132
5000 68
40 %6 J 620 6.40 6.60 6.80 7.00
54 . . : : :
0 g8 Lwenr o "h/z 68.10  40.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR AR RN SR L
6.20 6.40 6.60 6.80 7.00
2 51 m/z 134.00 33.64%
o} 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 26.20%
104
ol 14 27 39 Sl 77 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180 L
Abundance #52379: Tranylcypromine-propionyl s e e RN
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 15.76%
5000 98 116
| I ”qu I‘h .uh. rl“-‘-. 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 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\BF052319\
Data File : BF114523.D

Aca On : 23 May 2019 13:52

Operator : JU/SJ

Sample : PB119776BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.43 2.54 ng 431889 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2098 (14.427 min): BF114523.D (-2093) (-) m/z 57.10 100.00%
57
5000 85
113 14.20 14.40 14.60 14.80
141
ol | ,I. WA T2t 160 107 225 253 282302324 | 77T 43,10 64.78%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 "A'I""I""I""I"'
85 14.20 14.40 14.60 14.80
m/z 71.10 59.00%
o 2901 | | ;118 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
" 14.20 14.40 14.60 14.80
5000 g5 m/z 85.10 44 .81%
29
oL ] | (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane - T
57 14.20 14.40 14.60 14.80
m/z 41.05 21.85%
5000 a5
29 113 L
0 | ] | gl 770,141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 ' 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114523.D

Aca On : 23 May 2019 13:52

Operator : JU/SJ

Sample : PB119776BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 5
R.T. EstConc Area Relative to ISTD R.T.
14.73 4_.50 ng 1009750 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2149 (14.727 min): BF114523.D (-2143) (-) m/z 57.10 100.00%
57
5000 85
113 14.40 14.60 14.80 15.00
141
ol L b 109 107 225 253 281 309 337 | iy 43.05  64.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000

14.40 14.60 14.80 15.00
m/z 71.10 60.03%

29
o L L[] 241 169 107 225 253 206
e ptet— et e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 46.01%
29 113
0 | ‘ | 777 141 169 197 225 253 281 309 338
B B o L B e e e e e L B AL A A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57 14.40 14.60 14.80 15.00
m/z 55.05 22.33%
5000 85
113
oL 2] j | 141 169 197 225 253 281 309 337 365 393 422
....,.... L B e e LA A B i i o s S R e Ry
m/z--> 50 100 150 200 250 300 350 400 14. 40 14. 60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114523.D

Aca On : 23 May 2019 13:52

Operator : JU/SJ

Sample : PB119776BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Pentacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.06 6.26 ng 1404550 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2206 (15.062 min): BF114523.D (-2198) (-) m/z 57.10 100.00%
57
5000 85
113 14.80 15.00 15.20 15.40
141
ol AT 109 107 225 263 281 309 381 Tz 43.10  62.94%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 14.80 15.00 15.20 15.40

m/z 71.05 62.40%
| 4118 141 169 197 225 253 281 323 351 380

29
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 44 . 70%
113
oLy J | M 169189211 239 267 295 323 352
ety T I e e R B A B
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 14.80 15.00 15.20 15.40
m/z 55.10 22 .49%
5000 85
29
oL w j‘k | M2 141 160 107 205 253 205 323 367
||||||||||||||||||||||||||||||||||||| _l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_ﬁ
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114523.D

Aca On : 23 May 2019 13:52

Operator : JU/SJ

Sample : PB119776BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.85 5.12 ng 1148920 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2340 (15.851 min): BF114523.D (-2333) (-) m/z 57.10 100.00%
g7
5000 85
113 15.60 15.80 16.00 16.20
141
0....|, 11 1 A 09197 225258 295 | "m/z 43.05 63.24%
m/z--> 50 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85

15.60 15.80 16.00 16.20

- m/z 71.10 61.77%
oL Lk ﬂ | 1141 169 197 225 253 281 309 337 365 394
b , e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
P 15.60 15.80 16.00 16.20
5000 m/z 85.05 45.35%
29 113
L 1141 169 197 225 253 296
O e e o e O
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57 15.60 15.80 16.00 16.20
m/z 55.10 23.04%
5000
85
29
oL ‘1}3J141 169 197 225 253 281 323 351 380
R i R e PR T
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\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114523.D

Aca On : 23 May 2019 13:52

Operator : JU/SJ

Sample : PB119776BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 7 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.34 2.93 ng 656240 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2423 (16.339 min): BF114523.D (-2416) (-) m/z 57.05 100.00%
57
5000 85
| ll113 141 169 107 225 250 281 355 16.00 16.20 16.40 16.60
oyl by mm =l g 2 20 858 m/z 71.10 61.32%
m/z--> 50 1 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

16.00 16.20 16.40 16.60
m/z 43.05 60.97%

29 113
o I|J I ] L 141 (169 197 225 253 2%
e e e B
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
R R e
16.00 16.20 16.40 16.60
5000 m/z 85.10 47.51%
85
29
oL i (113 141 169 197 225 253 281 323 351 380
T T e e e e e
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 16.00 16.20 16.40 16.60
m/z 55.10 22.76%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
R e T e e iR A e e
miz--> 50 100 150 200 250 300 350 16.00 16,20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052319\
Data File : BF114523.D

Acq On : 23 May 2019 13:52

Operator : JU/SJ

Sample : PB119776BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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]
unknown6 .59 6.59 42 .6 ng 4838080 1 6.81 2272360 20.0
Heptacosane 14.43 2.5 ng 431889 5 13.98 3403950 20.0
Heneicosane 14.73 4.5 ng 1009750 6 15.44 4484710 20.0
Pentacosane 15.06 6.3 ng 1404550 6 15.44 4484710 20.0
Octacosane 15.85 5.1 ng 1148920 6 15.44 4484710 20.0
Triacontane 16.34 2.9 ng 656240 6 15.44 4484710 20.0
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