LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134687.D

Acqg On : 09 Aug 2023 13:09
Operator : CG\JU

Sample : 03903-08

Misc :

ALS Vvial : 10 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134687.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.151 5 11 16 rBV 45972 66684 1.93% 0.213%
2 3.645 254 265 273 rBV3 19659 40404 1.17% 0.129%
3 5.028 496 500 505 rBV 89604 115326  3.34% 0.368%
4 5.292 542 545 550 rBV 163954 154442  4.48% 0.493%
5 5.398 559 563 565 rBV 246323 274519 7.96% 0.876%
6 5.428 565 568 572 rVB 2975965 3098541 89.83% 9.885%
7 5.975 652 661 664 rBV3 42171 55847 1.62% 0.178%
8 6.263 708 710 713 rVB 104007 81926 2.38% 0.261%
9 6.328 719 721 724 rBV 172241 157569 4.57% 0.503%
106 6.363 724 727 730 rVB 122733 102730 2.98% 0.328%
11 6.404 730 734 735 rBvV2 124287 105767 3.07% 0.337%
12 6.439 735 740 742 rVV 3008598 3114028 90.28% 9.934%
13 6.486 742 748 754 rVB 73574 77150 2.24% 0.246%
14 6.628 769 772 779 rBV 496903 396242 11.49%  1.264%
15 6.804 798 802 805 rBV 1882313 1550025 44.94%  4.945%
16 6.857 808 811 819 rVB2 73623 78084  2.26%  0.249%
17 7.122 852 856 858 rBV 58589 51990 1.51% 0.166%
18 7.333 887 892 893 rBV 55096 47329 1.37% ©0.151%
19 7.363 893 897 900 rVB 2340455 1979119 57.37% 6.314%
20 8.081 1015 1019 1022 rBV 2621397 2048828 59.40% 6.536%
21 8.145 1028 1030 1038 rVB 90156 85706  2.48% 0.273%
22 8.539 1095 1097 1103 rBV 43110 45723 1.33% 0.146%
23 9.157 1198 1202 1205 rBV 4226450 3449460 100.00% 11.004%
24 9.275 1219 1222 1226 rBV 154623 125094 3.63% 0.399%
25 9.598 1273 1277 1284 rBV 152073 144852 4.20% 0.462%

26  9.833 1314 1317 1321 rBV 2388816 2156483 62.52%
27 10.627 1447 1452 1455 rBV 2010949 1919026 55.63%
28 10.751 1470 1473 1481 rBV3 53269 106393 3.08%

[ORE RN RNe) e))
w
w
o]
R

29 10.957 1503 1508 1512 rBvV4 44751 85796 2.49% 274%
30 11.198 1546 1549 1551 rBvV2 60420 45904 1.33% 146%
31 11.227 1551 1554 1557 rVB2 71492 70849 2.05% ©.226%
32 11.327 1567 1571 1574 rBV 2116318 1853611 53.74% 5.913%
33 11.369 1576 1578 1581 rBV3 28439 42642 1.24% 0.136%
34 11.445 1589 1591 1596 rBV3 35385 42424 1.23% ©0.135%
35 11.510 1600 1602 1604 rBV3 46609 54512 1.58% ©0.174%
36 11.580 1612 1614 1617 rVB 44795 41523 1.20% 0.132%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134687.D

Acqg On : 09 Aug 2023 13:09
Operator : CG\JU

Sample : 03903-08

Misc :

ALS Vvial : 10 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.627 1620 1622 1625 rBV 50485 49811 1.44% 0.159%
38 11.669 1625 1629 1632 rBV3 78145 125692 3.64% 0.401%
39 11.792 1647 1650 1653 rBv3 43523 50311 1.46% 0.160%
40 11.863 1658 1662 1665 rBV2 360427 335081 9.71% 1.069%
41 12.039 1689 1692 1694 rBV3 56134 62392 1.81% 0.199%
42 12.321 1735 1740 1744 rBV3 101452 176779 5.12% 0.564%
43 12.380 1748 1750 1753 rBV2 101681 93579 2.71% 0.299%
44 12.463 1762 1764 1768 rBV5 64246 77079  2.23%  0.246%
45 12.539 1774 1777 1780 rBV 166128 164525 4.77% 0.525%
46 12.768 1814 1816 1819 rBV 169368 158699 4.60%  0.506%
47 12.833 1824 1827 1830 rBV 135966 143005 4.15% 0.456%
48 12.921 1838 1842 1845 rBV 2811353 2612108 75.73% 8.333%
49 13.710 1974 1976 1979 rBV2 189244 226975 6.58% 0.724%
50 13.974 2017 2021 2025 rBV2 1530053 1821630 52.81% 5.811%
51 14.621 2129 2131 2136 rVB 334564 341656 9.90%  1.090%

52 15.456 2269 2273 2276 rBV = 926463 1041207 30.18% 3.322%

Sum of corrected areas: 31347077
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 09 Aug 2023 13:09
¢ CG\JU
: 03903-08

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
BF134687.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3500000
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o

TIC: BF134687.D\data.ms

6.439

5.428

7.363
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8
5.028 52 857 7.1227.

6.628
151 3.645 5.975 G%GK 3

Time-->
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TIC: BF134687.D\data.ms
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0
Time-->
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Time-->

8270-BF080123

T
9.50 10.00 10.50 11.00
TIC: BF134687.D\data.ms

— — — —
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13.974

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134687.D

Acqg On : 09 Aug 2023 13:09
Operator : CG\JU

Sample : 03903-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Benzene, 1l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.328 2.03 ng 157569  1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 721 (6.328 min): BF134687.D\data.ms (-719) (-) m/z 105.05 100.00%
105.1
5000 J\M
39.0 77.0 6.00 6.20 6.40 6.60
et b 2070 106,05 33.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
5000 AAM/\’
6.00 6.20 6.40 6.60
m/z 91.05 12.38%
39.0 77.0
\\\‘\‘\\\“\\“\‘\“‘\‘\\\““\\‘}\‘\‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
“_“W‘H“H“_‘H
6.00 6.20 6.40 6.60
5000 m/z 76.95 12.02%
39.0 77.0
S TR T S M ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.00 6.20 6.40 6.60
m/z 79.05 9.17%
5000
39.0 77.0

m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134687.D

Acqg On : 09 Aug 2023 13:09
Operator : CG\JU

Sample : 03903-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Mesitylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.628 5.11 ng 396242 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 92
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 92
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 60
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 55
Abundance Scan 772 (6.628 min): BF134687.D\data.ms (-769) (-) m/z 105.10 100.00%
105.1
5000 45.0 120.1
59"0 77.0 91.0 6.40 6.60 6.80 7.00
H‘\\H‘HH‘\\\\“‘\H\\i“\‘\\wN\‘H‘1‘\‘\‘}“\\\\“‘\\H‘\‘\‘\‘\‘H‘\‘\“‘HH‘ m/Z 120.10 46.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene
105.0

120.0 “M A L

5000 RN AR RS RN AN
6.40 6.60 6.80 7.00
- m/z 45.05 42.20%
51.0 "~ 91.0
‘w‘”\‘2“7"(\)‘”“\””i“‘““‘?ﬂ"‘(‘)\”“HW”\‘””\“‘1‘\”““‘\“”‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.40 6.60 6.80 7.00
5000 m/z 59.00 16.47%
77.0 91.0
**\1‘*5*'9\”*‘*\*H*‘\‘?***i‘*‘***?%‘?*\***mww‘”H\Mw”‘*‘w‘”w k
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10717: Benzene, 1,2,4-trimethyl- = MM TR
105.0 6.40 6.60 6.80 7.00

m/z 119.05 12.32%

120.0
5000
77.0
27.0 51.0 91.0
H“m‘m“""““mi‘\m‘?ﬂ"‘qw“1“””“1‘H_‘:Mmu“‘mw

m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00

8270-BF080123.M Thu Aug 10 ©5:38:46 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134687.D

Acqg On : 09 Aug 2023 13:09
Operator : CG\JU

Sample : 03903-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.863 3.62 ng 335081 Phenanthrene-d10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 1662 (11.863 min): BF134687.D\data.ms (-1658) (1 m/z 43.10 100.00%
73.0

43.1
5000
— ——
11.50 12.00
e m/z 73.00 97.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 = e
213.0 11.50 12.00
171.0 m/z 60.00 90.39%
TTT ‘ \‘\‘\ T “‘\‘\ \H!H‘\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109279: Tetradecanoic acid
73.0
43.0 P o
11.50 12.00
5000 129.0 m/z 57.10  79.51%
185.0
228.0
HWAMUWN“
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 41.10 73.21%
5000 129.0
‘ 199.0 92420
A 158, B
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134687.D

Acqg On : 09 Aug 2023 13:09
Operator : CG\JU

Sample : 03903-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Pyrene, 1,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.710 2.49 ng 226975  Chrysene-di2 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 93
2 o-Terphenyl 230 C18H14 000084-15-1 81
3 Naphthalene, 2-styryl- 230 C18H14 002039-70-5 81
4 5,6-Dihydrochrysene 230 C18H14 002091-92-1 68
5 (6,7-Dimethoxy-3,4-dihydro-1-iso... 230 C13H14N202 1000332-51-4 59

Abundance Scan 1976 (13.710 min): BF134687.D\data.ms (-1974) (-, m/z 230.10 100.00%

230.1
5000
97.1 T T
il 148.0189. 285.1 337.3 1350 14,00
0 ' i 2821 3373 397, nyz 229.10  28.13%
miz--> 50 100 150 200 250 300 350
Abundance #111859: Pyrene, 1,3-dimethyl-
230.0
5000 — ——
13.50 14.00
m/z 215.10  24.87%
7.
\\\;5“\\\‘\i‘\‘h\\\‘\\1\8\9‘p\‘\h \‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #111841: o-Terpheny
230.0
—— —
13.50 14.00
5000 m/Z 97.10 18.91%
51 O l \‘ H‘ 16\5 0 H‘\ \‘
I e T T e
m/z--> 50 100 150 200 250 300 350
Abundance #111860: Naphthalene, 2-styryl- T T
230.0 13.50 14.00
m/z 226.10 17.44%
5000
114.0
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134687.D

Acqg On : 09 Aug 2023 13:09

Operator : CG\JU

Sample : 03903-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknownl4.621 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.621 3.75 ng 341656 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2,3-dimethyl-2,3-di-(2,2... 338 C26H26

2 Benzamide, 2,3-difluoro-N-[4-(3,... 352 C16H8F4N20
3 Benzamide, 2,4-difluoro-N-methyl... 255 C14H19F2NO
4 Benzoic acid, 2,6-difluoro-, 2-a... 276 C15H10F203
5 Benzamide, 2,6-difluoro-N-methyl... 255 C14H19F2NO

Abundance Scan 2131 (14.621 min): BF134687.D\data.ms (-2129) (-]
54

141.1

1000150-93-8 35
S 1000277-49-1 22
1000437-06-3 20
1000266-38-6 18
1000421-47-6 18

m/z 57.10 100.00%

5000 261.1
—r —
} “ } 352.3 14.50 15.00
o il Uwﬂw‘ A2 kv o ) 2082 4853 0 140 05 82.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246499: Butane, 2,3-dimethyl-2,3-di-(2,2'-naphthyl)-
169.0
5000 — —
14.50 15.00
m/z 71.10 63.55%
41.0 J
\\\‘\“\\\\]-‘]-\?]l\f‘[h\ \\‘\\\\‘2\7\\8.\0‘\:3\:\3\8.‘0\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #261139: Benzamide, 2,3-difluoro-N-[4-(3,4-difluorophen
141.0
—r —
14.50 15.00
5000 ITI/Z 169.10 55.56%
63.0
s di) ] 2110 2850 3920
e e T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141790: Benzamide, 2,4-difluoro-N-methyl-N-hexyl- P ——
141.0 14.50 15.00
m/z 70.10 54.86%
5000
420 | | 198.0255.0
B I L R R AR R REE —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134687.D

Acqg On : 09 Aug 2023 13:09
Operator : CG\JU

Sample : 03903-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1l-ethy... 6.328 2.0 ng 157569 1 6.804 1550030 20.0
Mesitylene 6.628 5.1 ng 396242 1 6.804 1550030 20.0
n-Hexadecanoic ... 11.863 3.6 ng 335081 4 11.327 1853610 20.0
Pyrene, 1,3-dim... 13.710 2.5 ng 226975 5 13.980 1821630 20.0
unknownl14.621 14.621 3.8 ng 341656 5 13.980 1821630 20.0
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