LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043068.D

Acq On : 7 Oct 2019 15:20

Operator : JU

Sample : PB123604BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\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 height area % max. total

3.161 8 12 18 rBV2 41721 71124 1.25% 0.320%
3.244 21 26 34 rvVB 48837 72511 1.27% 0.327%
rBv 746620 1232544 21.67% 5.554%
7.227 696 704 718 rBV 820291 1451843 25.53% 6.542%
7.597 758 767 777 rBV 780185 1386657 24.38% 6.248%
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8.056 837 845 853 rBV 161504 280335 4._.93% 1.263%
8.379 891 900 909 rBV 589759 1069638 18.81% 4._.820%
9.219 1034 1043 1053 rBvV 467691 863687 15.19% 3.892%
10.858 1313 1322 1330 rBV 200442 374631 6.59% 1.688%
13.302 1731 1738 1750 rBV 1568825 2389584 42.02% 10.767%

=
QO ~NO®

11 14.125 1873 1878 1887 rBV 90637 128399 2.26% 0.579%
12 14.677 1965 1972 1986 rVB 392609 624212 10.98% 2.813%
13 16.164 2218 2225 2241 rBV 1634278 2505351 44.05% 11.289%%
14 17.421 2432 2439 2449 rBV2 586764 923537 16.24% 4.161%
15 18.308 2584 2590 2599 rBvV2 103876 162621 2.86% 0.733%

16 20.030 2877 2883 2893 rBV 4295948 5687402 100.00% 25.626%
17 21.340 3101 3106 3115 rBVS8 47404 132202 2.32% 0.596%

18 21.411 3115 3118 3129 rVB3 35937 73472 1.29% 0.331%

19 21.687 3159 3165 3177 rVB2 710546 1183931 20.82% 5.335%

20 23.185 3414 3420 3427 rBV3 34518 70065 1.23% 0.316%

21 23.990 3552 3557 3567 rVB5 37177 86018 1.51% 0.388%

22 24.906 3702 3713 3726 rBv2 425771 1325190 23.30% 5.971%

23 26.070 3903 3911 3919 rBV6 33083 98804 1.74% 0.445%
Sum of corrected areas: 22193758
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043068.D

Acq On : 7 Oct 2019 15:20

Operator :© JU

Sample : PB123604BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG043068.D
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043068.D

Acq On : 7 Oct 2019 15:20

Operator :© JU

Sample : PB123604BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 4

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

3.16 5.07 ng 71124 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 90
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
3 2-Amino-oxazole 84 C3H4N20 004570-45-0 78
4 2-Acetylpiperidine 127 C7H13NO 097073-22-8 56
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 50

Abundance Scan 12 (3.161 min): BG043068.D (-8) (-) m/z 56.05 100.00%
56
84
5000
3.20 3.30 3.40 3.50 3.60
o 132 209 281 544 75 8405 68 407
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1455: Cyclohexane
56 84
5000 A R LA R AR R
3.20 3.30 3.40 3.50 3.60
- m/z 41.10 63.80%
L S B L S I B L WL WL B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56
3.20 3.30 3.40 3.50 3.60
5000{ 27 m/z 55.10 38.27%
84
L S B L S I WL L WL WL B
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1333: 2-Amino-oxazole
84 3.20 3.30 3.40 3.50 3.60
m/z 39.10 29.80%
56
5000
‘- e
miz-> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043068.D

Acq On : 7 Oct 2019 15:20

Operator :© JU

Sample : PB123604BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 3

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

3.24 5.17 ng 72511 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 37
3 1-Propanol, 3-mercapto- 92 C3H80S 019721-22-3 9
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

Abundance Scan 25 (3.238 min): BG043068.D (-21) (-) m/z 73.10 100.00%
7B
5000 43
L 87
3.20 3.30 3.40 3.50 3.60
bbb e e 2 2L h7 4310 40.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 U IUNEIA UL IO AN AR
43 3.20 3.30 3.40 3.50 3.60
87 m/z 55.10 34.30%
29 ‘ Fg
0"'I'I']"I""I" AR SR S D S S S B DA S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
55 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 25.97%
41
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2423: 1-Propanol, 3-mercapto-
3 3.20 3.30 3.40 3.50 3.60
58 m/z 45.10 12.74%

92
5000 74

{;

m/z--> 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\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043068.D

Acq On : 7 Oct 2019 15:20

Operator :© JU

Sample : PB123604BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.60 Concentration Rank 1

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

7.60 98.93 ng 1386660 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 767 (7.597 min): BG043068.D (-758) (-) m/z 132.00 100.00%
32
5000 68
PP I ok T 1o 7k 8b
of R R R m/z 68.10 43.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
97
5000 R UL I R
7.20 7.40 7.60 7.80 8.00
70 m/z 134.00 33.70%
0..w..”,”H.HJ”H.”.“.Hﬁ........”. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132
69 R UL IR R
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.73%
31 51
G L L R UL WAL B L W IS B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14503: 1H-Benzimidazole, 2-methy!- S mmmeam e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 20.15%
5000
15 2839 52 % 77 90 104y |
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 200 220 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043068.D

Acq On : 7 Oct 2019 15:20

Operator :© JU

Sample : PB123604BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.31 3.52 ng 162621 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 2590 (18.308 min): BG043068.D (-2584) (-) m/z 73.10 100.00%
41 57 8
5000 129
185 213
143271 190 - 18.00 18.20 18.40 18.60
0! m/z 60.10 91.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
7B
43
.
5000
29 18.00 18.20 18.40 18.60
e, 214 m/z 57.05 85.43%
LA T T
o.HP.HLhH yl h.”“.”“.”“.”“.”“h”..”..”..”“.”“.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
18.00 18.20 18.40 18.60
5000 129 m/z 41.10 81.58%
8 g7 115 213 256
157171185 1 5!
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
3 78 18.00 18.20 18.40 18.60
57 m/z 43.10 81.54Y%
5000 129
29
199
143157171185 242
ol.15

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\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043068.D

Acq On : 7 Oct 2019 15:20

Operator :© JU

Sample : PB123604BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 Pentafluoropropionic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.34 2.23 ng 132202 Chrysene-di2 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 87
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 83
3 Heptadecafluorononanoic acid, he... 702 C26H35F1702 1000356-03-3 83
4 Hexatriacontyl trifluoroacetate 619 C38H73F302 1000351-88-6 81
5 Tetratriacontyl trifluoroacetate 591 C36H69F302 1000351-75-3 81
Abundance Scan 3106 (21.340 min): BG043068.D (-3101) (-) m/z 57.10 100.00%
57
97
5000
163 201 ,g9 327 21.00 21.20 21.40 2160 _
ok m/z 43.10 79.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
5000 AU S IR SRR
21.00 21.20 21.40 21.60
m/z 55.05 70.51%
0 182 238 283 384
m/z--> 50 160 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
% 21.00 21.20 21.40 2160
5000 m/z 97.10 68.41%

139 195 238 283 334

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242889: Heptadecafluorononanoic acid, heptadecy! ester

57 21.00 21.20 21.40 21.60

97 m/z 83.10 58.67%
238
5000
131
169
0 lll‘i‘ , | 283 331 381419 465 684

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 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\BG100719\
Data File : BG043068.D

Acq On : 7 Oct 2019 15:20

Operator : JU

Sample : PB123604BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.16 5.1 ng 71124 1 8.06 280335 20.0
Butane, 2-methoxy... 3.24 5.2 ng 72511 1 8.06 280335 20.0
unknown? .60 7.60 98.9 ng 1386660 1 8.06 280335 20.0
Tridecanoic acid 18.31 3.5 ng 162621 4 17.42 923537 20.0
Pentafluoropropio... 21.34 2.2 ng 132202 5 21.69 1183930 20.0
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