LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011720\
Data File : BG044080.D

Aca On : 17 Jan 2020 18:39

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 7 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 G\METHODS\8270-BG123019.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 5.035 325 331 343 rBV 185965 287142 4 .86% 1.008%
2 5.511 405 412 429 rBV 940208 1507208 25.50% 5.293%
3 7.103 675 683 693 rBV 654942 1134098 19.19% 3.983%
4 7.467 736 745 755 rBVY 1405654 2445550 41.38% 8.588%
5 7.931 817 824 832 rVB 260688 435569 7.37% 1.530%

8.254 871 879 889 rBV 1048691 1832065 31.00% 6.434%
9.089 1012 1021 1037 rBV 841502 1533798 25.95% 5.386%
10.734 1292 1301 1314 rBV 351164 646905 10.95% 2.272%
13.196 1712 1720 1737 rBV 2282765 3798848 64.28% 13.340%
14.571 1942 1954 1967 rBV 623257 1045639 17.69% 3.672%

=
QO ~NO®

11 16.057 2199 2207 2221 rBV 2112290 3384985 57.27% 11.887%
12 17.314 2414 2421 2435 rBV 802041 1271920 21.52% 4._467%
13 19.929 2859 2866 2879 rBV 4305366 5910251 100.00% 20.755%
14 21.557 3137 3143 3152 rBV 789842 1279924 21.66% 4._.495%
15 21.774 3175 3180 3184 rBV 47835 66421 1.12% 0.233%

16 22.361 3276 3280 3289 rVB 73065 119157 2.02% 0.418%
17 23.037 3390 3395 3404 rVvB2 84959 162638 2.75% 0.571%
18 23.813 3522 3527 3535 rVB2 77169 164825 2.79% 0.579%
19 24.671 3663 3673 3681 rBV 468803 1328339 22.48% 4 _.665%
20 25.822 3864 3869 3881 rVB3 43943 121371 2.05% 0.426%

Sum of corrected areas: 28476653
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044080.D

Aca On : 17 Jan 2020 18:39

Operator : JU

Sample : PB126101BL

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG123019.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: BG044080.D
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Abundance TIC: BG044080.D
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG044080.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044080.D

Aca On : 17 Jan 2020 18:39

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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.

5.03 13.18 ng 287142 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 330 (5.029 min): BG044080.D (-325) (-) m/z 43.05 100.00%
a3
59
5000
101 ISR SRS SRR RN R
51 | 3 g3 o1 4.60 4.80 500 5.20 5.40
o} S £ S A s N — m/z 59.10 57.49%
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 ISR S UL LN
59 460 4.80 5.00 520 5.40
m/z 101.10 20.10%
15 31 101
0 ‘ 1 N 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
43
460 480 5.00 520 540
5000 m/z 58.10 13.83%
101
15 a 8 s 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester AR LR S S
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.96%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044080.D

Aca On : 17 Jan 2020 18:39

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.47 Concentration Rank 1

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

7.47 112.29 ng 2445550 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 745 (7.467 min): BG044080.D (-736) (-) m/z 132.00 100.00%
5000 68
© s || 7o Pyons | TR ko T T
o g8 WP s L m/z 68.10 40.86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL L I
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 33.82%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.0 7.60 7.80
5000 67 m/z 66.10 25.62%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 16.70%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, AN A U
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044080.D

Aca On : 17 Jan 2020 18:39

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.04 2.54 ng 162638 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexacosane 366 C26H54 000630-01-3 87
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 86
5 Triacontane 422 C30H62 000638-68-6 86

Abundance Scan 3395 (23.037 min): BG044080.D (-3390) (-) m/z 57.10 100.00%

57
5000 85

155 22.80 23.00 23.20 23.40
182 211 253 327
ol A b b *l 13‘.} pa T 223,288 991396 4% Tqyz 71.10 69.04%

m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane

5

5000 85 IIIIIIIIIIIIIIIIIII
22. 80 23. 00 23 20 23. 40
29 m/z 43.10 62.68%
0 \‘ “\ ‘ H H u‘ \3‘\1‘\11\169 197 225 268
] T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e R
22.80 23.00 23.20 23.40
5000 85 m/z 85.10 50.30%
29
. 113 141 160 107 225 253 295 323 367
B L e B .
m/z--> 50 100 150 200 250 300 350 400
Abundance #129498: Nonadecane, 2-methyl- e B EEaE e
57 22.80 23.00 23.20 23.40
m/z 55.05 25.14%
5000
85
29 113
R
e A a E  a e R
m/z--> 50 100 150 200 250 300 350 400 22. 80 23. 00 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044080.D

Aca On : 17 Jan 2020 18:39

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 5
R.T. EstConc Area Relative to ISTD R.T.
23.81 2.48 ng 164825 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptacosane 380 C27H56 000593-49-7 86
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 3527 (23.813 min): BG044080.D (-3522) (-) m/z 57.10 100.00%
57
5000 85 }l
113 10 9260 22180 2400 2490
141 169 207 23.40 23.60 23.80 24.00 24.20
N Ll |], Lo 200 289 282 355 m/z 71.10  73.16%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L AR DAL B B
23 40 23. 60 23. 80 24. oo 24. 20
m/z 43.10 57 .92%
0 T h | M‘\J | |1 169 197 225 253 282
m/z--> 50 100 150 260 2%0 300 3%0
Abundance
57
o 23.40 23.60 23.80 24.00 24.20
5000 m/z 85.10 50.36%
29 113
0 141 169 197 225 253 296
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane AL BN LA BN
57 23.40 23.60 23.80 24.00 24.20
m/z 55.10 27 .22%
N | Nmquﬂwavwh/\MJWAMMNMMJM
29 i 13 14
ol bl T 9t 169 107 225 253 | 295 323 367 S
m/z--> 50 100 m 200 250 300 m Bmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011720\
Data File : BG044080.D

Acq On : 17 Jan 2020 18:39

Operator : JU

Sample : PB126101BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 5.03 13.2 ng 287142 1 7.93 435569 20.0
unknown? .47 7.47 112.3 ng 2445550 1 7.93 435569 20.0
Nonadecane 23.04 2.5 ng 162638 5 21.56 1279920 20.0
Eicosane 23.81 2.5 ng 164825 6 24.67 1328340 20.0
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