LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082423\
Data File : BF134931.D

Acqg On : 24 Aug 2023 18:52
Operator : CG\JU

Sample : 04116-09 2X

Misc :

ALS Vvial : 18 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-BF082223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134931.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.422 563 567 582 rBV 745591 742860 94.04% 7.848%
2 6.428 734 738 748 rBV 908694 766443 97.03% 8.097%
3 6.792 797 800 805 rVB 837293 672290 85.11% 7.102%
4 7.351 892 895 904 rVB 566106 442477 56.02% 4.675%
5 8.075 1014 1018 1021 rBV 971385 789918 100.00%  8.345%
6 8.134 1026 1028 1031 rVB 20049 15976 2.02% 0.169%
7 8.363 1063 1067 1070 rBV5 13759 16072 2.03% 0.170%
8 8.498 1086 1090 1092 rBV 35905 34933  4.42% 0.369%
9 8.763 1132 1135 1138 rVB4 19598 19786 2.50% 0.209%
10 9.098 1189 1192 1197 rBv2 60548 49762 6.30% 0.526%
11 9.151 1197 1201 1204 rBV 988375 767518 97.16%  8.109%
12 9.233 1211 1215 1217 rBV4 18466 22762 2.88% 0.240%
13 9.533 1264 1266 1268 rBv2 24027 21862 2.77% 0.231%
14  9.557 1268 1270 1273 rVB2 39562 28113 3.56% 0.297%
15 9.692 1290 1293 1298 rBv4 18054 21897 2.77% 0.231%
16 9.739 1298 1301 1303 rBv2 26934 19861 2.51% 0.210%
17 9.833 1313 1317 1320 rVB 851542 765091 96.86%  8.083%
18 9.933 1331 1334 1339 rBV6 14512 20658 2.62% 0.218%
19 10.033 1347 1351 1353 rVB5 20961 22583 2.86% 0.239%
20 10.151 1368 1371 1374 rBV2 16068 21231 2.69% 0.224%
21 10.333 1399 1402 1406 rVB5 20292 22346  2.83% 0.236%
22 10.380 1407 1410 1412 rBV3 16426 17372 2.20% 0.184%
23 10.492 1426 1429 1433 rVB2 36818 37795 4.78% 0.399%
24 10.539 1434 1437 1441 rVB5 16445 23905 3.03% 0.253%
25 10.622 1447 1451 1455 rBvV 580165 478506 60.58% 5.055%
26 10.757 1470 1474 1477 rVB 69268 66303 8.39% 0.700%
27 10.828 1482 1486 1491 rBV7 17516 34633 4.38% 0.366%
28 11.227 1550 1554 1558 rVB2 80530 89266 11.30% 0.943%
29 11.322 1567 1570 1573 rBV 845360 775476 98.17% 8.193%
30 11.345 1573 1574 1577 rVB 38398 27405 3.47% 0.290%
31 11.857 1659 1661 1666 rVB3 95815 89095 11.28% 0.941%
32 11.939 1673 1675 1678 rBv2 38032 33271 4.21% 0.351%
33 12.257 1727 1729 1735 rBV2 62246 84221 10.66% 0.890%
34 12.386 1748 1751 1753 rBV 63197 66996 8.48% 0.708%
35 12.780 1815 1818 1825 rBV3 110052 179023 22.66% 1.891%

36 12.921 1839 1842 1845 rBV 895391 728700 92.25%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082423\
Data File : BF134931.D

Acqg On : 24 Aug 2023 18:52
Operator : CG\JU

Sample : 04116-09 2X

Misc

ALS Vvial : 18 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-BF082223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.369 1916 1918 1921 rBV2 123656 97968 12.40% 1.035%

38 13.986 2020 2023 2028 rVB 748655 680086 86.10%  7.185%
39 15.468 2272 2275 2286 rVB 420756 671095 84.96%  7.090%

Sum of corrected areas: 9465555
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Aug 2023 18:52
¢ CG\JU
¢ 04116-09 2X

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082423\
BF134931.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1600000

1400000

1200000

1000000
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TIC: BF134931.D\data.ms
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Time-->
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TIC: BF134931.D\data.ms

12.921
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Time-->
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TIC: BF134931.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082423\
Data File : BF134931.D

Acqg On : 24 Aug 2023 18:52
Operator : CG\JU

Sample : 04116-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.227 2.30 ng 89266  Phenanthrene-dle 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
3 Pentacosane 352 (C25H52 000629-99-2 83
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 83
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 81

Abundance Scan 1554 (11.227 min): BF134931.D\data.ms (-1550) (- m/z 57.05 100.00%
=

.0
5000

1131 1841 11.00 11.50
nMu%‘wwkﬂ b 102420 w/z 71.05  68.16%

m/z--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0

o

5000 T —
11.00 11.50
F m/z 43.05 52.20%
9.0
0 Z\QA\J ‘!‘ \“‘\ “‘ T \]‘-\4\1‘0\ ]\_8\4\0‘ L I B
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
— —
11.00 11.50
5000 m/z 85.10 43.55%
113.0
0 183.0 253.0
T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane T —
57.0 11.00 11.50

m/z 41.10  28.99%

o WNW\M
9.0
\“\ ‘\h\‘ h“ H‘

141.0 183.0 225.0 295.0 352.

0 e R — —
miz--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082423\
Data File : BF134931.D

Acqg On : 24 Aug 2023 18:52
Operator : CG\JU

Sample : 04116-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.857 2.30 ng 89095  Phenanthrene-d1e 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 45
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 38
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 38
Abundance Scan 1661 (11.857 min): BF134931.D\data.ms (-1659) (- m/z 192.10 100.00%

431 730 192.1
5000 129.0 WWWM“WMMJ
R A
101.0 165.1 227.1256.1 11.50 12.00
O el bl m/z 43.10  83.97%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 \‘ T
129.0 11.50 12.00
m/z 60.00 82.57%
0

213.0
L] ) MH 1.0 = 157.0185.0
‘\1\\‘}‘\\”\”\H\‘\‘HHH“‘H‘M‘\H\‘H‘HH“H‘H‘\‘\H‘HH‘HH‘HH“HH‘
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance
192.0

11. 50 12 00
5000 m/z 73.00 81.99%
96.0 165.0
0 63.0
R Amana e R A o e  ma s
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0 11. 50 12 00

m/z 57.10 71.85%

5000
165.0 ‘
|

270 630 960 1560 | |

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11. 50 12 00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082423\
Data File : BF134931.D

Acqg On : 24 Aug 2023 18:52
Operator : CG\JU

Sample : 04116-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 2,8-Dimethyldibenzo(b,d)thi... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.257 2.17 ng 84221  Phenanthrene-d1e 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,8-Dimethyldibenzo(b,d)thiophene 212 C14H12S 001207-15-4 80
2 2,7-Dimethyldibenzothiophene 212 C14H12S 031317-19-8 76
3 3,7-Dimethyldibenzothiophene 212 C14H12S 001136-85-2 76
4 2,6-Dimethyldibenzothiophene 212 C14H12s 089816-75-1 76
5 Naphtho[2,3-b]thiophene, 4,9-dim... 212 C14H12S 016587-34-1 72

Abundance Scan 1729 (12.257 min): BF134931 D\data.ms (-1727) (- m/z 212.10 100.00%

212.
5000

105.1 A A
41.1 ‘ 152.1 Ll 2 12.00 12.50
\“\L il al m\n ‘\ Loul Lm“u\w il u\”u Farbl ‘29‘3‘1‘3‘25‘9 : m/z 211.05 39.69%

m/z--> 50 100 150 200 250 300
Abundance #90042: 2,8-Dimethyldibenzo(b,d)thiophene
212.0

5000

o

105.0 12.00 12.50
m/z 197.00 37.46%

152.0
O\?]‘.c\)\‘\ \““\‘\\‘\ “\‘\“h\‘\‘”‘w‘\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance
212.0

T T
12.00 12.50

5000 m/z 105.05 19.05%
105.0
A e B e o B A B e AR
mlz--> 50 100 150 200 250 300
Abundance #90038: 3,7-Dimethyldibenzothiophene T —
212.0 12.00 12.50

m/z 191.10 17.58%

5000
105.0 1650 ‘ w
N LA e

m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082423\
Data File : BF134931.D

Acqg On : 24 Aug 2023 18:52
Operator : CG\JU

Sample : 04116-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknownl2.780 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.780 5.26 ng 179023  Chrysene-di12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-ethylidenebis[4-et... 238 C18H22 010224-91-6 46
2 4-Isopropylxanthen-9-one 238 C16H1402 1000210-33-1 46
3 Benzene, 1,1'-ethylidenebis[3,4-... 238 C18H22 001742-14-9 46
4 Indeno[2,1-c]pyridin-9-one, 3,5,... 223 C15H13NO 064322-97-0 42
5 1,4,7-Trimethyl-2-azafluorenone 223 C15H13NO 064322-98-1 42
Abundance Scan 1818 (12.780 min): BF134931.D\data.ms (-1815) (- m/z 202.10 100.00%
202.1
238.2 ol e
100.0  165. ‘ ‘ 12.50 13.00
ol P22 “T u“h“\“u‘u L 2881327 00315 76.24%
miz--> 50 100 150 200 250 300
Abundance #121365: Benzene, 1,1'-ethylidenebis[4-ethyl-
223.0
5000 bt —
12.50 13.00
m/z 238.15 22.28%
28.0 77.0 117.0 165.0 ‘
0 \“‘\ g = \‘\. | “m\““\ S “ \‘“‘\ HV ‘\h“‘ ey ‘\ LA N
miz--> 50 100 150 200 250 300
Abundance
223.0
— —
12.50 13.00
5000 m/z 200.00 19.43%
o 280 770 1350 1650
e
m/iz--> 50 100 150 200 250 300
Abundance  #121370: Benzene, 1,1'-ethylidenebis[3,4-dimethyl- T —
223.0 12.50 13.00
m/z 179.10 16.66%
w WWM
39.0 910 1330 1780
N N e e
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082423\
Data File : BF134931.D

Acqg On : 24 Aug 2023 18:52
Operator : CG\JU

Sample : 04116-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 5 unknownl3.368 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.368 2.88 ng 97968  Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-butyl- 234 C18H18 001498-69-7 38
2 Spiro(1,3-benzodioxole-2,1"-cycl... 234 C13H1404 056011-74-6 38
3 Benzamide, 2-fluoro-5-trifluorom... 319 C16H21F4NO 1000437-13-2 30
4 Benzamide, 2-fluoro-3-trifluorom... 319 C16H21F4NO 1000437-10-0 30
5 Benzamide, 2-fluoro-3-trifluorom... 347 C18H25F4NO 1000437-10-2 30
Abundance Scan 1918 (13.368 min): BF134931.D\data.ms (-1916) (- m/z 191.15 100.00%
191.2
5000 55.1 95.1
234.1
37.1 ‘ T T ‘ T
13.00 13.50
0! m/z 95.10 49.12%
miz--> 50 100 150 200 250 300 350
Abundance #116394: Anthracene, 9-butyl-
191.0
5000 — ——
234.0 13.00 13.50
m/z 55.10 48.50%
oL 390 1010 1520 L
\\\\‘\\\\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
191.0
— ——
13.00 13.50
5000 81.0 234.0 m/z 109.10 46.02%
41.0
137.0
]
m/z--> 50 100 150 200 250 300 350
Abundance #223152: Benzamide, 2-fluoro-5-trifluoromethyl-N-methyl P ——
191.0 13.00 13.50
m/z 69.10 45.68%
5000
234.0
oL MO sa0 1440 | | o760 3100
— et P P
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082423\
Data File : BF134931.D

Acqg On : 24 Aug 2023 18:52
Operator : CG\JU

Sample : 04116-09 2X

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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|
Tridecane 11.227 2.3 ng 89266 4 11.328 775476 20.0
n-Hexadecanoic ... 11.857 2.3 ng 89095 4 11.328 775476 20.0
2,8-Dimethyldib... 12.257 2.2 ng 84221 4 11.328 775476 20.0
unknownl12.780 12.780 5.3 ng 179023 5 13.986 680086 20.0
unknown13.368 13.368 2.9 ng 97968 5 13.986 680086 20.0
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