LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043959.D

Aca On : 7 Jan 2020 18:14

Operator :© JU

Sample : L1039-01

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 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 3.149 5 10 21 rVB 380734 681079 12.36% 1.599%
2 5.071 331 337 349 rBV 465774 725253 13.16% 1.702%
3 5.541 410 417 432 rVB 1877508 3087214 56.01% 7.247%
4 7.133 679 688 698 rBY 1997760 3579340 64.94% 8.402%
5 7.497 742 750 757 rBVY 2056695 3506085 63.61% 8.230%
6 7.961 822 829 837 rBV 603949 1035229 18.78% 2.430%
7 8.284 875 884 892 rBY 1521734 2723381 49.41% 6.393%
8 9.119 1015 1026 1037 rBvV 1199260 2201723 39.95% 5.168%
9 10.764 1297 1306 1319 rBV 831298 1514461 27.48% 3.555%
10 13.220 1716 1724 1732 rBV 3042121 4864769 88.26% 11.419%
11 13.919 1838 1843 1847 rBV5 35916 69127 1.25% 0.162%

12 14.037 1857 1863 1869 rBV 163506 287961 5.22% 0.676%
13 14.354 1912 1917 1922 rBV7 46448 102710 1.86% 0.241%
14 14.401 1922 1925 1928 rVVv4 57331 88406 1.60% 0.208%
15 14.436 1928 1931 1937 rVB3 87194 130284 2.36% 0.306%

16 14.595 1949 1958 1965 rBV 1254835 2122129 38.50% 4.981%
17 15.129 2045 2049 2051 rBv4 42521 66681 1.21% 0.157%
18 15.394 2091 2094 2101 rVB 120341 178788 3.24% 0.420%
19 16.081 2205 2211 2217 rBV 2127471 3253584 59.03% 7.637%
20 17.339 2420 2425 2429 rBV 1223076 1881069 34.13% 4.416%

21 17.380 2429 2432 2438 rVB 545902 743443 13.49% 1.745%
22 19.953 2865 2870 2876 rVB 4139745 5511647 100.00% 12.938%
23 21.263 3089 3093 3098 rVB2 343682 505171 9.17% 1.186%
24 21.587 3143 3148 3154 rBV 1178205 1947974 35.34% 4_.573%
25 24.724 3674 3682 3689 rBV2 686427 1793878 32.55% 4.211%

Sum of corrected areas: 42601386
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043959.D

Aca On : 7 Jan 2020 18:14

Operator :© JU

Sample : L1039-01

Misc :

ALS Vial : 5 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

Abundance TIC: BG043959.D

5000000
4000000
3000000
7.13 7.50

2000000 5.54

1000000 10.76
15 5.07 7.9

e et LIS L WIHSUESHESRSREMPRVIES SRR S| SN WSS WS- S——————————

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG043959.D

1995
5000000

4000000

13.22
3000000

16.08

21.59
2000000

21.26

1000000
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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: BG043959.D

5000000

4000000

3000000

2000000

24.72
1000000

O

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\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043959.D

Aca On : 7 Jan 2020 18:14

Operator :© JU

Sample : L1039-01

Misc :

ALS Vial : 5 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.15 13.16 ng 681079 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 10 (3.149 min): BG043959.D (-5) (-) m/z 73.10 100.00%
7B

i

5000 43
55 87
| 105 007 3.20 3.30 3.40 3.50 3.60
Ol b b e 2% 2% m/z 43.10  36.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
<]
5000 L L L L L L L B L B L B
43 95 3.20 3.30 3.40 3.50 3.60

. ‘ 77 m/z 87.10 25.91%
101
0 '|""I"I|'I'I""I""I""I""I""I""I""

m/z--> 20 40 60 80 100 120 140 160 180 200

E

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.10 24 .62%
29
Ll L | o a2
O L B o o JLALAL A I i i i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl- ERARREREEAR R A s
73 3.20 3.30 3.40 3.50 3.60
m/z 71.10 11.07%
5000 43
58
0.,JM.,:.”,..u.“L..,”..,..”,...w....,”..,.”. R L e o e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043959.D

Aca On : 7 Jan 2020 18:14

Operator :© JU

Sample : L1039-01

Misc :

ALS Vial : 5 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 14.01 ng 725253 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 337 (5.071 min): BG043959.D (-331) (-) m/z 43.10 100.00%
a3
59
5000
T TR 500 520 540
83 : : : :
o...,....,....,.??.','::..?.1.:],....,7.3..,.~...?.1...-,|....,....,....,....,...., m/z 59.10 59.97%
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 L L I L
59 480 500 520 5.40
m/z 101.10 21.25%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31 59
480 5.00 520 540
5000 m/z 58.10 15.49%
41
o | “mso g3 gy 102
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 4.80 5.00 5.20 5.40
m/z 41.10 9.37%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043959.D

Aca On : 7 Jan 2020 18:14

Operator :© JU

Sample : L1039-01

Misc :

ALS Vial : 5 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 3 unknown7.50 Concentration Rank 1

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

7.50 67.74 ng 3506090 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 750 (7.497 min): BG043959.D (-742) (-) m/z 132.00 100.00%
132
5000
0 e 720 7.40 7.60 7.80
(o} B e R m/z 68.10 44 _38%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U R SR L UL
7.20 7.40 7.60 7.80
31 51 m/z 134.00 35.08%
0! 2
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80
5000 67 m/z 66.10 28.36%
41 97
53
I P
oL— .“i“. .“.‘. f““l‘.‘.“l‘ .‘.‘a,%oj. I‘\IIIHI R e R I
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #52379: Tranylcypromine-propionyl R R R
57 32 7.20 7.40 7.60 7.80
24 m/z 69.05 17.36%
5000 98 116
0 | A M‘ i 158 189
URMURILELELS SIS SURLEL UL UL SARLLIL UL SR UARLLIL O U RN SR L UL
m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010720\
Data File : BG043959.D

Aca On : 7 Jan 2020 18:14

Operator :© JU

Sample : L1039-01

Misc :

ALS Vial : 5 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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.26 5.19 ng 505171 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 93
2 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 93
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 92
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 92
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
Abundance Scan 3092 (21.257 min): BG043959.D (-3089) (-) m/z 57.10 100.00%
57
97 N“W“w#wquwMMJxWM¢W
5000
125 226 HL AU SR B B
154 292 21.00 21.20 21.40 21.60
ob AL l;lr-et,‘.l.l-?l. s 255 292320 854 387413 460490520 | T TA3 TG 97.73%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115906: 1-Nonadecene
43 6 97

5000 LIS L L L L L L
21. OO 21. 20 21. 40 21. 60
125 m/z 83.10 75.44%
o 15] 154182210238266
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #170817: 2- Chloropropionic acid, hexadecy! ester

57 83

5000
29
-

21.00 21.20 21.40 21.60
m/z 55.10 73.09%

i

196222 59

39 168 332

m/z--> 0 50
Abundance

100 150 200 250 300 350 400 450 500

#177132: 1-Heneicosyl formate R A EEEREmm
21.00 21.20 21.40 21.60

m/z 69.10 69.27%

U1

5000

%

139167196222 266294327

Ot “...“...“...“......w...w...w...w...w... RS o SR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. OO 21. 20 21. 40 21. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010720\
Data File : BG043959.D

Acq On : 7 Jan 2020 18:14

Operator : JU

Sample : L1039-01

Misc :

ALS Vial : 5 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]
Butane, 2-methoxy... 3.15 13.2 ng 681079 1 7.96 1035230 20.0
2-Pentanone, 4-hy... 5.07 14.0 ng 725253 1 7.96 1035230 20.0
unknown? .50 7.50 67.7 ng 3506090 1 7.96 1035230 20.0
1-Nonadecene 21.26 5.2 ng 505171 5 21.59 1947970 20.0
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