LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100119\
Data File : BG042980.D

Aca On : 1 Oct 2019 23:29

Operator :© JU

Sample : K4946-03

Misc :

ALS Vial : 14 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-BG092519 .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 3.179 10 15 24 rBvV 111230 236628 6.06% 1.048%
2 3.255 24 28 39 rvB 69291 108087 2.77% 0.479%
3 5.652 429 436 449 rBV 843006 1379839 35.34% 6.109%
4 7.239 697 706 721 rBV 913264 1634824 41.87% 7.238%
5 7.609 759 769 781 rBV 865796 1534055 39.28% 6.791%
6 8.067 841 847 855 rBV 253121 456094 11.68% 2.019%
7 8.396 895 903 913 rVB 648909 1175027 30.09% 5.202%
8 9.230 1036 1045 1054 rBV 503694 947496 24.26% 4.195%
9 10.876 1316 1325 1335 rBV 334877 632403 16.19% 2.800%
10 13.314 1732 1740 1751 rBV 1532387 2372007 60.74% 10.501%
11 13.584 1780 1786 1792 rVB 30288 46131 1.18% 0.204%

12 14.136 1874 1880 1887 rBV 246890 369571 9.46% 1.636%
13 14.689 1967 1974 1982 rBV2 577719 939172 24.05% 4.158%
14 16.175 2219 2227 2237 rBV 1320645 2067249 52.94% 9.152%
15 17.433 2433 2441 2451 rBV2 759261 1196276 30.63% 5.296%

16 18.320 2586 2592 2600 rBV2 91436 145909 3.74% 0.646%
17 19.183 2734 2739 2745 rBVS8 25148 66231 1.70% 0.293%
18 20.041 2879 2885 2894 rBV 2886193 3904986 100.00% 17.288%
19 21.352 3103 3108 3119 rBV3 113782 275915 7.07% 1.222%
20 21.698 3160 3167 3175 rBV2 810027 1441949 36.93% 6.384%

21 22.509 3302 3305 3309 rBV5 28614 41439 1.06% 0.183%
22 24.019 3557 3562 3569 rBV6 37529 89641 2.30% 0.397%
23 24.924 3707 3716 3731 rVB3 503631 1527140 39.11% 6.761%

Sum of corrected areas: 22588069
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\
Data File : BG042980.D

Aca On : 1 Oct 2019 23:29

Operator :© JU

Sample : K4946-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG042980.D

2500000
2000000
1500000

1000000 565 7.24 761
8.40
500000 10.88

8.07
??6

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG042980.D

20.04

2500000

2000000

13.31

1500000 16.18

1000000 21.70
17.43

14.69
500000
14.14 21.35

| 13.58 1832 1918 22,51

O A [ e e o o B e e e e B

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: BG042980.D

2500000
2000000
1500000

1000000

24.92

500000
24.02
SRRV

e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\
Data File : BG042980.D

Aca On : 1 Oct 2019 23:29

Operator :© JU

Sample : K4946-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.M
Quant Title : 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 1-Pentene, 2-methyl- Concentration Rank 3

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

3.18 10.38 ng 236628 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 86
3 1-Hexene 84 C6H12 000592-41-6 59
4 Cvclopentanone. 2-ethvl- 112 C7H120 004971-18-0 50
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 47

Abundance Scan 15 (3.179 min): BG042980.D (-10) (-) m/z 56.10 100.00%

56.1
84.0
5000

3.20 3.30 3.40 3.50 3.60

o 130 2L 28301 "m/z 84.05 73.12%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1457: Cyclohexane
568.0
84.0
5000 LI L L LB LB LB B
27.0 3.20 3.30 3.40 3.50 3.60
m/z 41.10 52.39%
020
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1488: 1-Pentene, 2-methyl-
56.0
TR e T
3.20 3.30 3.40 3.50 3.60
m/z 55.10 39.12%
5000 840
29.0
0!
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1453: 1-Hexene
41.0 3.20 3.30 3.40 3.50 3.60
m/z 39.10 25.49%
5000
84.0
15.0
0!
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\
Data File : BG042980.D

Aca On : 1 Oct 2019 23:29

Operator :© JU

Sample : K4946-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.26 4.74 ng 108087 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-propvl- 116 C6H1202 003390-13-4 33
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 2,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 23

Abundance Scan 29 (3.261 min): BG042980.D (-24) (-) m/z 73.10 100.00%
73.1

-

5000 43.1
| ‘ 3.20 3.30 3.40 3.50 3.60 3.70
ol gy o L2066 1473 227 891 sz 43.10 39.92%
m/z--> 50 100 150 200 250 300 350
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
43.0 3.20 3.30 3.40 3.50 3.60 3.70
m/z 87.10 30.97%
|101.0
oJJL,-.nl-..,....,....,....,....,....,.
m/z--> 50 100 150 200 250 300 350
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
3.20 3.30 3.40 3.50 3.60 3.70
5000 410 m/z 55.10 27.73%
“ | 112.0
o B B e e L e e e e e e e A B
m/z--> 50 100 150 200 250 300 350
Abundance #8115: 1,3-Dioxolane, 2-propyl-
73.0 3.20 3.30 3.40 3.50 3.60 3.70
m/z 45.10 12_.00%
5000
45.0
115.0
o e —
m/z--> 50 100 150 200 250 300 350 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\
Data File : BG042980.D

Aca On : 1 Oct 2019 23:29

Operator :© JU

Sample : K4946-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.M
Quant Title : 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 3 unknown7.61 Concentration Rank 1

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

7.61 67.27 ng 1534060 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 769 (7.609 min): BG042980.D (-759) (-) m/z 132.00 100.00%
13R.0
5000 68.1
96.1 SR I R
40.1 250 8 347.4 7.20 7.40 7.60 7.80 8.00
0 : ; m/z 68.10 44 _.02%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 AR RS A A
69.0 7.20 7.40 7.60 7.80 8.00
39.0 m/z 66.10 32.61%
X 103.0
0 WWWWTWTWWFWWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
B0 750 740 760 780 500
5000 ' m/z 134.00 31.78%
31.0 ‘
0 II""I""I""I""I""I"‘I RN SR RN DA DA DA SN DA DN SR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine T R e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.98%
97.0
5000
310 90 ‘
0 II"'I""l"""l"" T "" R SRR SR AN DA DA BN BN A B B INEEEE N N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\
Data File : BG042980.D

Aca On : 1 Oct 2019 23:29

Operator :© JU

Sample : K4946-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.32 2.44 ng 145909 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Octadecanoic acid 284 C18H3602 000057-11-4 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62

Abundance Scan 2592 (18.320 min): BG042980.D (-2586) (-) m/z 73.00 100.00%

74.0

5000

:

18.00 18.20 18.40 18.60
m/z 57.05  94.44%

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107548: n-Hexadecanoic acid

:

18.IOO 18!20 18.I40 18.I60
m/z 60.10  89.23%

5000

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #84453: Tetradecanoic acid
73.0
18.00 18.20 18.40 18.60
m/z 43.10 79.27%
5000 129.0
29. 185.0 228.0
04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72643: Tridecanoic acid R D
73.0 18.00 18.20 18.40 18.60
m/z 41.10 74 .19%
5000 129.0
29. 171.0
214.0
0

m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\
Data File : BG042980.D

Aca On : 1 Oct 2019 23:29

Operator :© JU

Sample : K4946-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.M
Quant Title : 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 6 Trichloroacetic acid, penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.35 3.83 ng 275915 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 93
2 1-Docosene 308 C22H44 001599-67-3 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
4 10-Heneicosene (c.t) 294 C21H42 095008-11-0 89
5 17-Pentatriacontene 491 C35H70 006971-40-0 87

Abundance Scan 3108 (21.352 min): BG042980.D (-3103) (-) m/z 57.10 100.00%

57.1

25

5000 97.0
2070 o0 A% a0 |
0283.9 342.0 387.1 , - : - :
O - 2470 408 sz 55.10 70.19%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43.0
83.0
5000 LA L L L L L L L I
21.00 21.20 21.40 21.60
0
250 m/z 43.10 66 .29%
o 182.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #151537: 1-Docosene
57.0 97.0
L S e e
21.00 21.20 21.40 21.60
5000 m/z 83.05 52.59%
308.0
39.0
0l15.9 | 11118}9 223.0 266.0
ey A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205392: Trichloroacetic acid, hexadecy! ester e B
43.0 21.00 21.20 21.40 21.60
83.0 m/z 69.10 52.15%
5000
25.0
il g ‘\ - 196.0
oAbl oy it et
m/z--> 50 100 150 200 250 300 350 400 450 21. 00 21. 20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100119\
Data File : BG042980.D

Acq On : 1 Oct 2019 23:29

Operator : JU

Sample - K4946-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
Quant Title : 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]
1-Pentene, 2-methyl- 3.18 10.4 ng 236628 1 8.07 456094 20.0
Butane, 2-methoxy... 3.26 4.7 ng 108087 1 8.07 456094 20.0
unknown7 .61 7.61 67.3 ng 1534060 1 8.07 456094 20.0
n-Hexadecanoic acid 18.32 2.4 ng 145909 4 17.43 1196280 20.0
Trichloroacetic a... 21.35 3.8 ng 275915 5 21.70 1441950 20.0
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