LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100319\
Data File : BG043013.D
Aca On : 3 Oct 2019 15:54 Instrument :
Operator : JU (B.‘,'I\!A_(tSS el

- _ lentosampleld :
3?22'6 : K5168-03 20190769-SS-COMPOSITE-9
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 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 3.177 9 15 24 rBv3 100625 251251 5.05% 0.890%
2 3.259 24 29 43 rVB 188614 330803 6.65% 1.172%
3 5.650 429 436 452 rBV 1246929 2083265 41.85% 7.378%
4 7.243 699 707 724 rBVY 1344424 2477084 49.77% 8.773%
5 7.607 761 769 782 rBVY 1334884 2305701 46.32% 8.166%

8.065 840 847 854 rBV 248470 436080 8.76% 1.544%
8.394 895 903 911 rBV 962586 1710690 34.37% 6.058%
9.229 1036 1045 1056 rBV 778050 1427695 28.68% 5.056%
10.874 1316 1325 1335 rBVY 309196 584540 11.74% 2.070%
13.312 1732 1740 1756 rBV 2106399 3279185 65.88% 11.613%

=
QO ~NO®

11 14.135 1872 1880 1886 rBV 262206 397613 7.99% 1.408%
12 14.687 1964 1974 1984 rBV 530560 868400 17.45% 3.075%
13 16.173 2218 2227 2244 rBV 1947216 3102341 62.33% 10.987%
14 17.425 2432 2440 2446 rBV2 679480 1065931 21.41% 3.775%
15 18.318 2587 2592 2602 rBV 110966 181574 3.65% 0.643%

16 19.581 2803 2807 2813 rBV5 38109 56643 1.14% 0.201%
17 20.034 2878 2884 2895 rBV 3556578 4977557 100.00% 17.628%
18 21.350 3103 3108 3109 rBV2 74421 96199 1.93% 0.341%

19 21.696 3160 3167 3174 rBV2 762805 1268553 25.49% 4._.493%
20 24.922 3706 3716 3728 rVB2 465128 1335654 26.83% 4_.730%

Sum of corrected areas: 28236759
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100319\
BG043013.D
3 Oct 2019 15:54

Ju
K5168-03
4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
Parameters: LSCINT.P

20190769-SS-COMPOSITE-9

Abundance
3500000

3000000:
2500000
2000000
1500000
1000000

500000

33,86

TIC: BG043013.D

7.24 7.61

8.39

8.07

10.87

O
Time-->

350 400 450 5.00 5.50 6.00 650

7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG043013.D

13.31

16.17

17.42
14.69

14.13
18.32

19.58

2003

21.70

21.35

(s
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
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG043013.D

24.92

|

==

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

8270-BG092519.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100319\

Data File : BG043013.D

Aca On : 3 Oct 2019 15:54

Operator : JU

ﬁ?ggle : K5168-03 20190769-SS-COMPOSITE-9
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1-Pentene, 2-methyl- Concentration Rank 4

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

3.18 11.52 ng 251251 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 90
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 78
3 1-Hexene 84 C6H12 000592-41-6 59
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 50
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47

Abundance Scan 16 (3.183 min): BG043013.D (-9) (-) m/z 56.05 100.00%
96
84
5000
3.20 3.30 3.40 3.50 3.60
Ol 2822 85 A Tm/z 84.05 62.31%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #1456: Cyclohexane
56
84
5000 HUAS A U U AR AR
27 3.20 3.30 3.40 3.50 3.60
l m/z 41.05 50.54%
Olml'f'”'l"”l"”I"'W""P"'I”"I'”'I"”
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #1478: 1-Pentene, 2-methyl-
56
3.20 3.30 3.40 3.50 3.60
5000{ 27 m/z 55.05 33.86%
84
OIJ";'“"I"'W""I"'W""I"'W""I"'W""
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #1452: 1-Hexene B A ARARAEESEE EEA L
56 3.20 3.30 3.40 3.50 3.60
m/z 69.10 23.73%
5000
27 84
mz-> 0 50 100 150 200 250 300 350 400 450 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\BG100319\

Data File : BG043013.D

Aca On : 3 Oct 2019 15:54

Operator : JU

ﬁ?ggle : K5168-03 20190769-SS-COMPOSITE-9
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.26 15.17 ng 330803 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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 29 (3.259 min): BG043013.D (-24) (-) m/z 73.10 100.00%

n

-

5000
| 3.20 3.30 3.40 3.50 3.60 3.70
o..tJl,n. hoot 2o 28l S myz 43.10  37.43%
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
78

3.20 3.30 3.40 3.50 3.60 3.70

43
m/z 55.10 26.68%
ol )|
L e e e e L B e e e e o e L e o s e e
m/z--> 50 100 150 200 250 300 350
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
3.20 3.30 3.40 3.50 3.60 3.70
5000 55 m/z 87.10 24.33%
L
odld s
m/z--> 50 100 150 200 250 300 350
Abundance #4436: Pentane, 3-methoxy-
78 3.20 3.30 3.40 3.50 3.60 3.70
m/z 71.10 11.46%
5000
45
"
O
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\BG100319\

Data File : BG043013.D

Aca On : 3 Oct 2019 15:54

Operator : JU

ﬁ?ggle : K5168-03 20190769-SS-COMPOSITE-9
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 unknown7.61 Concentration Rank 1

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

7.61 105.75 ng 2305700 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 770 (7.613 min): BG043013.D (-761) (-) m/z 132.00 100.00%
132
5000 68
96 R RIS LS R
40 J | 007 507 7.20 7.40 7.60 7.80 8.00
oSSR ¥ S G | L m/z 68.10 43.30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 R R N R
7.20 7.40 7.60 7.80 8.00
33 . ﬂr m/z 134.00 34 .39%
0'|lH4M'L"'|""|”"|"'w""|'”'|"'w""|”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
720 7.40 7.60 7.80 8.00
5000 97 m/z 66.10 30.74%
51 10
0% JJH“"l"”|""|”"|"'w""|'”'|"'w""|”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine e
132 7.20 7.40 7.60 7.80 8.00
69 m/z 69.10 19.12%
104
5000
O'Jmﬂ”l'l"”|""|”"|"'w""|'”'|"'w""|”
m/z--> 50 100 150 200 250 300 350 400 450 500 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\BG100319\

Data File : BG043013.D

Aca On : 3 Oct 2019 15:54

Operator : JU

ﬁ?ggle : K5168-03 20190769-SS-COMPOSITE-9
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.32 3.41 ng 181574 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 2592 (18.318 min): BG043013.D (-2587) (-) m/z 73.10 100.00%
60 7B
43
5000
129 213
7 171185
11| ™Y 109 | 227 %6 18.00 18.20 18.40 18.60
0 m/z 60.10 84.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
18.00 18.20 18.40 18.60
m/z 43.05 78.05%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 6078
18,00 18.20 18.40 18.60
5000 129 m/z 57.10 71.02%
29
L5 L#H 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid el Esama e
43 60 73 18.00 18.20 18.40 18.60
m/z 55.05 66.61%
5000 29
3
0 T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.IOO 18.|20 18.I40 18.|60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100319\

Data File : BG043013.D

Acq On : 3 Oct 2019 15:54

Operator : JU

ﬁ?ggle : K5168-03 20190769-SS-COMPOSITE-9
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.18 11.5 ng 251251 1 8.07 436080 20.0
Butane, 2-methoxy... 3.26 15.2 ng 330803 1 8.07 436080 20.0
unknown7 .61 7.61 105.8 ng 2305700 1 8.07 436080 20.0
n-Hexadecanoic acid 18.32 3.4 ng 181574 4 17.42 1065930 20.0
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