LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140517.D

Acqg On : 20 Nov 2024 23:06
Operator : RC/JU

Sample : P4822-08

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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140517.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 3 7 21 rVB 683767 1041844 53.61% 6.241%
2 2.246 21 26 38 rVB4 8629 23914 1.23% 0.143%
3 5.093 501 510 517 rBV 30486 49528 2.55% 0.297%
4 5.504 574 580 598 rBV 1273710 1678246 86.35% 10.053%
5 6.510 745 751 769 rBV 1219083 1634012 84.07% 9.788%
6 6.875 808 813 818 rBV 454563 558863 28.76%  3.348%
7 7.434 902 908 918 rBV 800826 1034618 53.23% 6.198%
8 7.687 945 951 961 rBV 17596 27300 1.40% 0.164%
9 8.151 1025 1030 1042 rBV 476899 629190 32.37% 3.769%
10 9.228 1207 1213 1223 rBV 1386058 1830032 94.16% 10.962%
11  9.339 1228 1232 1236 rVB4 14551 20148 1.04% 0.121%
12 9.557 1264 1269 1274 rBV3 21808 30236 1.56% 0.181%
13 9.757 1294 1303 1310 rBv2 28973 51734 2.66% 0.310%
14  9.822 1310 1314 1320 rVB2 26367 38919 2.00% 0.233%
15 9.910 1323 1329 1333 rBV 485284 647321 33.31% 3.878%
16 10.298 1391 1395 1399 rBV3 19386 25493 1.31% 153%

17 10.622 1445 1450 1456 rBV 275310 355040 18.27%
18 10.698 1458 1463 1472 rVW 768897 1009587 51.95%
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19 10.810 1480 1482 1492 rVB9 10232 20374 1.05% 122%
20 10.927 1498 1502 1507 rBV 39279 50524  2.60% 303%
21 11.e63 1521 1525 1534 rBV7 15090 28351 1.46% ©.170%
22 11.251 1553 1557 1561 rBV2 34585 47937 2.47%  0.287%
23 11.398 1577 1582 1592 rBV2 539179 814501 41.91% 4.879%
24 11.475 1592 1595 1599 rVB 16071 20738 1.07% ©.124%
25 11.627 1615 1621 1627 rBV2 16606 38226 1.97% ©.229%
26 11.922 1664 1671 1683 rVV2 320737 581031 29.90% 480%
27 12.016 1684 1687 1694 rVB2 29894 57559 2.96% 345%
28 12.092 1696 1700 1705 rBV5 22267 42464  2.18%

29 12.616 1781 1789 1800 rBV 202793 446083 22.95%
30 12.710 1801 1805 1816 rVvv2 88379 174686  8.99%
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31 12.845 1823 1828 1842 rVB 153375 261619 13.46%
32 12.986 1846 1852 1859 rVV 1452316 1943526 100.00% 11.
33 13.892 2002 2006 2015 rVB3 86485 183293  9.43%
34 14.045 2028 2032 2045 rVB2 430752 668970 34.42%
35 15.168 2220 2223 2228 rVB 136327 192517  9.91%
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36 15.545 2283 2287 2300 rVB 257847 435494 22.41%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140517.D

Acqg On : 20 Nov 2024 23:06
Operator : RC/JU

Sample : P4822-08

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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 16693918
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 Nov 2024 23:06
: RC/JU
: P4822-08

. 18

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\

BF140517.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

o

TIC: BF140517.D\data.ms

5.504
6.510

7.434
134

6.875

246 5.093 7.6

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF140517.D\data.ms
12.86

9.228

10.698

11.398
8.151

11.922

0
Time-->

10.89347084- 251 476627

\ — — 7
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Abundance

1400000

1200000

1000000

800000

600000

400000

200000

Time-->

TIC: BF140517.D\data.ms

14.045
15.545
15.168

13.892
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140517.D

Acqg On : 20 Nov 2024 23:06
Operator : RC/JU

Sample : P4822-08

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.134 37.28 ng 1041840 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
Abundance Scan 7 (2.134 min): BF140517.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1
87.1
AR ARERREERE
91 2.202.302.402.50
Ol B . m/z 43.10 36.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL LA B R IR
43.0 2.202.302.402.50
' 87.0 m/z 87.10  26.59%
29.0
M‘ \‘\“ LQO ‘ |
O\‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 P
2.202.302.402.50
5000 41.0 55.0 m/z 55.10 25.57%
27.0
0 H\ ‘m \“ I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 2.202.302.402.50
m/z 41.10 11.94%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e e LN~ —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140517.D

Acqg On : 20 Nov 2024 23:06
Operator : RC/JU

Sample : P4822-08

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.622 10.97 ng 355040  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
3 Benzilamide 227 C14H13NO2 004746-87-6 47
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
5 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 47
Abundance Scan 1450 (10.622 min): BF140517.D\data.ms (-1445) (- m/z 105.05 100.00%
105.1
77.0
182.1
5000
51.0 — —
10.50 11.00
152.0
Olprrrrprder il e e 2200 R e m/z 77.05 66.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — A
10.50 11.00
510 m/z 182.10  54.22%
0 2?.0 ‘ A 126.0 15?.0 L
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl-
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.05 24.07%
51.0
0 el ‘ 212.0
LA B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107946: Benzilamide T T
770 105.0 10.50 11.00
: 183.0 m/z 181.10 9.74%
5000 44.0
0,“H“M‘H“M“H‘JH‘M“w%?%?ﬁu‘ﬂ“w“u‘ R
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140517.D

Acqg On : 20 Nov 2024 23:06
Operator : RC/JU

Sample : P4822-08

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.922 14.27 ng 581031 Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 35
Abundance Scan 1671 (11.922 min): BF140517.D\data.ms (-1664) (-} ' m/z 73.00 100.00%
73.0
43.1
5000 129.0
213.2 =
N —c
Py ‘H!ﬂ_”“‘ ! H\“ ’ 1“3‘ o um“w‘!“_m_\ crede m/z 43.10 83.80%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 R
129.0 12.00
213.0 m/z 60.00 80.21%
‘ H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\\\ HH\H \M{‘\ ‘HH\\\““HH‘N “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—
12.00
5000 129.0 m/z 57.10 67.71%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid ——
73.0 12.00
43.0 m/z 41.05 66.46%
5000
129.0
185.0 228.0
1
0?7 —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140517.D

Acqg On : 20 Nov 2024 23:06
Operator : RC/JU

Sample : P4822-08

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.710 4.29 ng 174686  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 1805 (12.710 min): BF140517.D\data.ms (-1801) (- m/z 73.00 100.00%
43.1 73.0

5000

| 1250  13.00
i

ma— A ] m/z 43.10  90.90%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 129.0

o

T T
12.50 13.00

m/z 60.00 78.68%

185.0 2410 284.C
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0

T —
43.0 129.0 256.0 12.50 13.00
5000 m/z 57.10 74.19%

213.0
H 171.0
O N T
m/z--> 20 40 60 80 100120140160180200220240260280

o

m/z--> 20 40 60

Abundance #126202: Pentadecanoic acid —— —
43.0 73.0 12.50 13.00
m/z 55.10 69.71%
5000
129.0 242.0
LA o ) mn 72
0 I H\‘ H‘M il HM‘ nh” i ‘153q | ‘ | |
e e e e e

80 100120140160180200220240260280

T T
12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140517.D

Acqg On : 20 Nov 2024 23:06
Operator : RC/JU

Sample : P4822-08

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.892 5.48 ng 183293  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 1-Octadecene 252 C18H36 000112-88-9 96
3 Pentacos-1-ene 350 C25H50 016980-85-1 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 93
Abundance Scan 2006 (13.892 min): BF140517.D\data.ms (-2002) (- m/z 57.10 100.00%
511 g7
230.1
5000
— ——
| h | #,39-1 1811 | 2701 3411 13.50 14.00
ob—— b bl dh o b il Lol WPl I m/z 55.10 99.41%
miz--> 50 100 150 200 250 300 350
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 — e
13.50 14.00
m/z 83.10 95.56%
0 T \“\ ‘\ “‘\ “!‘! \‘[ JL #3?.0182.0 2\2\41.0\ ‘26\6\.(\)\ ‘ T 1T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #138521: 1-Octadecene
57.0
— ——
0 13.50 14.00
5000 m/z 43.10 86.52%
39.0
oLl 000 a0 W
m/z--> 50 100 150 200 250 300 350
Abundance #259982: Pentacos-1-ene — T
55.0 13.50 14.00
7.0 m/z 69.10 86.50%
5000 }/LWR/NVNVJ\\A«”AfmxAJ
o LLLLLLITR aes0 eag MO
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140517.D

Acqg On : 20 Nov 2024 23:06
Operator : RC/JU

Sample : P4822-08

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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|
Butane, 2-metho... 2.134 37.3 ng 1041840 1 6.875 558863 20.0
Benzophenone 10.622 11.0 ng 355040 3 9.910 647321 20.0
n-Hexadecanoic ... 11.922 14.3 ng 581031 4 11.398 814501 20.0
Octadecanoic acid 12.710 4.3 ng 174686 4 11.398 814501 20.0
1-Nonadecene 13.892 5.5 ng 183293 5 14.045 668970 20.0
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