LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060119\
Data File : BG041020.D

Aca On 1 Jun 2019 19:59

Operator : HP/JU

Sample : K3106-04

Misc :

ALS Vial : 17 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-BG052919 .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 3.126 3 6 15 rVB 272912 482319 9.55% 1.863%
2 3.209 15 20 35 rvB 1115264 1742105 34.48% 6.727%
3 5.653 430 436 447 rVB 594424 951426 18.83% 3.674%
4 7.257 701 709 721 rBV 419644 742336 14.69% 2.867%
5 7.645 767 775 785 rBVY 1040865 1759721 34.83% 6.796%

8.120 849 856 868 rBvV 223646 402505 7.97% 1.554%
8.444 903 911 923 rVB 923691 1568902 31.05% 6.059%
9.296 1047 1056 1072 rBV 824480 1464190 28.98% 5.654%
10.941 1328 1336 1348 rBVY 317685 594132 11.76% 2.294%
13.373 1742 1750 1762 rBV 2281088 3446010 68.20% 13.307%

=
QO ~NO®

11 14.190 1884 1889 1894 rBV 120937 167178 3.31% 0.646%
12 14.748 1977 1984 1993 rBV2 516724 850232 16.83% 3.283%
13 16.235 2230 2237 2249 rBV 1893269 2852881 56.46% 11.017%
14 17.492 2445 2451 2462 rVB 696419 1058981 20.96% 4._.089%
15 18.344 2591 2596 2606 rBv2 111193 159920 3.16% 0.618%

16 19.607 2807 2811 2818 rVB4 41172 57913 1.15% 0.224%
17 20.089 2887 2893 2900 rBV 3889254 5052840 100.00% 19.513%
18 21.370 3107 3111 3119 rBV2 98610 183898 3.64% 0.710%
19 21.775 3172 3180 3187 rBV 676294 1146695 22.69% 4.428%
20 24.078 3567 3572 3580 rVB5 28952 56613 1.12% 0.219%

21 25.112 3734 3748 3758 rBV2 375941 1154505 22.85% 4.458%

Sum of corrected areas: 25895302

8270-BG052919.M Mon Jun 03 07:36:24 2019 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG060119\

BG041020.D

1 Jun 2019 19:59

HP/JU

K3106-04

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

3500000
3000000
2500000
2000000
1500000
3.21

1000000

500000} {|5

TIC: BG041020.D

7.64

5.65
7.26
8.12

10.94

0
Time-->

3.50 4.00 450 5.00 5.50 6.00 650 7.00

7.50 8.00 850 9.00 950

10 00 10. 50 11. OO 11. 50 12. OO 12. 50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG041020.D

13.37

16.23

17.49
14.75

18.34

14.19 {L
A

19.61

20,09

21.78

21.37

05
Time-->

A
T T T

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: BG041020.D

25.11
24.08

0k

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\BGO060119\
Data File : BG041020.D

Aca On 1 Jun 2019 19:59

Operator : HP/JU

Sample : K3106-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 2

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

3.21 86.56 ng 1742110 1,4-Dichlorobenzene-d4 8.12
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 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 20 (3.209 min): BG041020.D (-15) (-) m/z 73.00 100.00%
<} ?
5000 43
3.20 3.30 3.40 3.50 3.60
101 208 275 325 m/z 43.00 39820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4486: Butane, 2-methoxy-2-methyl-
<}
5000
43 3.20 3.30 3.40 3.50 3.60
m/z 87.00 28.30%
27 )
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 3.20 3.30 3.40 3.50 3.60
5000 7 m/z 55.00 27.14%
15 | ‘ l o7
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.00 13.27%
5000 87
14 59
m/z--> 25&ebm1®nmmmmmmmmmmm%mmﬁo 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\BGO060119\
Data File : BG041020.D

Aca On 1 Jun 2019 19:59

Operator : HP/JU

Sample : K3106-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 unknown7.64 Concentration Rank 1

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

7.64 87.44 ng 1759720 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 774 (7.639 min): BG041020.D (-767) (-) m/z 132.00 100.00%
132
5000 e8
40 96 AR I UL AR
7.40 7.60 7.80 8.00
...J.L,ﬂ.-.l..l,l...-.,..17.9.,2.12..2.47‘....,....,....,....,..‘.‘5?8, m/z 68.00 51.43%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 UL UL L L
7.40 7.60 7.80 8.00
s 70 m/z 66.00 37 .54%
"JJ{LL”I""I”"I""P"'I"”I""I”"I"'W
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14491: 5-Aminoindole
132
740 7.60 7.80 8.00
5000 m/z 134.00 33.36%
104
66
14 39, |,
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #14503: 1H-Benzimidazole, 2-methyl- e e R
132 7.40 7.60 7.80 8.00
m/z 69.00 22.11%
5000

63
14 39 104

s g oy |
LN L L L L L L L LI L L B

m/z--> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060119\
Data File : BG041020.D

Aca On 1 Jun 2019 19:59

Operator : HP/JU

Sample : K3106-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 6
R.T. EstConc Area Relative to ISTD R.T.
18.34 3.02 ng 159920 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2595 (18.338 min): BG041020.D (-2591) (-) m/z 60.00 100.00%

5000 129

85 g5 23 SN RS e
g 115 157171 199 | 227.,,,256 18.00 18.20 18.40 18.60
143 242 281
m/z 73.00 99.22%
20 40 60
J}L

m/z--> 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
5000 129
83 18.00 18.20 18.40 18.60
157 213 m/z 57.05 86.28%

143 171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50052: Undecanoic acid

m/z 43.05  78.44%

18.00 18.20 18.40 18.60
5000
2 87 129143
1V e ‘ 157 18
799 O ) S e —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #95851: Pentadecanoic acid e
43 | 73 18 00 18. 20 18. 40 18 60
5 m/z 41.00 61.94%
5000 129
29
199
‘ ‘ 143157171185 242
A5 L SN B ST

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18. 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060119\
Data File : BG041020.D

Aca On 1 Jun 2019 19:59

Operator : HP/JU

Sample : K3106-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 1-Pentadecanethiol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.37 3.21 ng 183898 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 92
2 1-Pentadecene 210 C15H30 013360-61-7 91
3 Pvridine-3-carboxamide. oxime. N... 281 C13H10F3N30 288246-53-7 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Isoheptadecanol 256 C17H360 057289-07-3 87
Abundance Scan 3111 (21.370 min): BG041020.D (-3107) (-) m/z 43.05 100.00%
83
2000 A’M’LW
LN PR BN B
139 163 189207 21.00 21.20 21.40 21.60
58220277208 32341 | L/, 57.05  96.08%
m/z--> 50 100 150 200 250 300
Abundance #97496: 1-Pentadecanethiol
55 83
5000 RN BRI BN U
29 111 244 21.00 21.20 21.40 21.60
l 210 m/z 55.00 93.36%
i e ° L
m/z--> 50 100 150 200 250 300
Abundance #69582: 1-Pentadecene
43 83
21.00 21.20 21140 21.60
5000 m/z 83.10 85.58%
111
25 || |6 l “\ | 140 182 210
m/z--> L '55' '160' B '150' B '200' ' "250' ' "360' L
Abundance #127989: Pyridine-3-carboxamide, oxime, N-(2-trifluorometh... R AR anuete e i o
69 244 21.00 21.20 21.40 21.60
51 281 m/z 69.10 75.02%
212
B | 1 | WWM/
‘ 141
195
_ ?3‘} Iuj'\l .'%,“.Ilﬂ.. i-U | "‘l A "“i N : Al IR
m/z--> 50 100 150 200 250 300 21.00 21.20 21.40 21.60

8270-BG052919.M Mon Jun 03 07:36:26 2019

Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060119\
Data File : BG041020.D

Acq On 1 Jun 2019 19:59

Operator : HP/JU

Sample : K3106-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919_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]
Butane, 2-methoxy... 3.21 86.6 ng 1742110 1 8.12 402505 20.0
unknown? .64 7.64 87.4 ng 1759720 1 8.12 402505 20.0
n-Hexadecanoic acid 18.34 3.0 ng 159920 4 17.49 1058980 20.0
1-Pentadecanethiol 21.37 3.2 ng 183898 5 21.78 1146700 20.0
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