LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140518.D

Acqg On : 20 Nov 2024 23:32
Operator : RC/JU

Sample : P4822-02

Misc :

ALS Vvial : 19 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: BF140518.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 3 8 20 rVB 603888 941745 74.05%  8.954%
2 2.246 22 26 40 rVB4 7497 17727 1.39% 0.169%
3 5.093 506 510 518 rVB 17740 25308 1.99% 0.241%
4 5.504 575 580 594 rBV 862581 1133624 89.14% 10.778%
5 6.510 746 751 769 rBV 821467 1099154 86.43% 10.450%

6 6.875 808 813 818 rBV 328883 396500 31.18% 3

7 7.434 902 908 0917 rBV 528741 675733 53.13% 6

8 7.687 945 951 959 rBV 9496 13748 1.08% 0.131%

9 8.151 1025 1030 1046 rBV 318795 437461 34.40% 4
9.228 1207 1213 1223 rBV 916197 1192759 93.79% 11.

11  9.910 1323 1329 1338 rBV 324661 420288 33.05%
12 10.622 1445 1450 1458 rBV 168624 217149 17.07%
13 10.698 1458 1463 1472 rBV 500497 660933 51.97%
14 10.933 1498 1503 1512 rVB 30469 42649 3.35%

oMW
N
00
B
E

15 11.398 1577 1582 1592 rBV 359074 509644 40.07% 845%
16 11.633 1615 1622 1626 rBV5 5378 14284 1.12% 0.136%
17 11.922 1663 1671 1683 rVV3 149049 287392 22.60%  2.732%
18 12.016 1684 1687 1695 rVB4 13208 26994  2.12% 0.257%
19 12.092 1696 1700 1705 rVV6 10469 19988 1.57% 0.190%
20 12.539 1773 1776 1780 rVB2 9097 13069 1.03% 0.124%

21 12.616 1781 1789 1801 rBV 102147 245794 19.33%
22 12.710 1801 1865 1811 rVV 32836 55880 4.39%
23 12.845 1823 1828 1832 rBV 88552 121329 9.54%
24 12.986 1846 1852 1860 rBV 963410 1271797 100.00% 1
25 14.045 2028 2032 2043 rVB2 287247 424575 33.38%

ANVNPRON
=
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26 15.539 2282 2286 2295 rVB 154471 252433 19.85% 2.400%

Sum of corrected areas: 10517957
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 Nov 2024 23:32
: RC/JU
: P4822-02

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
BF140518.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
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400000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140518.D

Acqg On : 20 Nov 2024 23:32
Operator : RC/JU

Sample : P4822-02

Misc

ALS vial : 19 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.
2.140 47.50 ng 941745 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 8 (2.140 min): BF140518.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1
87.1
R RRREREEEEE R
9.0 2.202.302.402.50
Ol B30 . m/z 43.10  36.36%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T[T T T T[T [TTTT T
43.0 2.202.302.402.50
' 87.0 m/z 87.10  26.50%
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 R EEASa
2.202.302.402.50
5000 41.0 55.0 m/z 55.10 25.26%
27.0
Ot el 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- ST
73.0 2.202.302.402.50
m/z 41.10 11.90%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e S N S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

BF140518.D

: 20 Nov 2024 23:32
: RC/JU

: P4822-02

Library Se

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

: 19 Sample Multiplier: 1

: C:\Database\NIST20.L
LSCINT.P

arch Compound Report

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

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 Conce
EstConc Area Relative to IS
10.33 ng 217149  Acenaphthene-di10

10.622

Hit# of

5 Tentative ID

ntration Rank 3
D R.T.
9.910
CASH# Qual

1 Benzophenone
2 Benzenecarbothioic acid, S-methy... 152 C8H80S
3 N-Methoxy-N-methylbenzamide
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2
5 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2

182 C13H1e0

165 COH11NO2

000119-61-9 96
005925-68-8 49
006919-61-5 47
1000446-91-5 47
1000446-98-1 47

Abundance Scan 1450 (10.622 min): BF140518.D\data.ms (-1445) (- m/z 105.00 100.00%
105.0
77.1
182.1
5000
51.1
1050 1100
152.1
b prp e e 2200 T miz 77.100 68.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000
1050 1100
51.0 m/z 182.10 55.43%
; | ) 1260 1920 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
77.0 1050 1100
5000 ITI z 51.10 25.33%
51.0
ol2zro Tope
R T B I RS IS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0 1050 1100
m/z 181.10 9.46%
77.0
5000
51.0
0 28.0 | A 134.0 1650 ) )
B i AR — 4 ——
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140518.D

Acqg On : 20 Nov 2024 23:32
Operator : RC/JU

Sample : P4822-02

Misc

ALS vial : 19 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 11.28 ng 287392  Phenanthrene-di10 11.398
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 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 68
Abundance Scan 1671 (11.922 min): BF140518.D\data.ms (-1663) (- m/z 72.95 100.00%
73.0
43.0
5000 129.0
213.2 —
H H‘ 171l ‘ 256.3 12.00
0 ku‘i“‘mhﬂ_“ ‘MU‘ H‘l‘l“““m‘“\u“m‘h‘\‘H”‘!‘H“m‘w‘m‘\m‘“\ m/z 43.05  85.41%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 T
129.0 12.00
213.0 m/z 60.00 78.36%
‘ H (ﬂ 157.0185.0 ‘
0]\-5.‘0\\‘1\ HH\H\M\‘\‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109284: Tetradecanoic acid
73.0
—
129.0 12.00
5000 43.0 m/z 55.10 67.65%
185.0 228.0
10
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 41.10 67.40%
5000 129.0
199.0
s e
ST 0 10 8 O o O P W e
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 : BF140518.D

Acqg On : 20 Nov 2024 23:32
Operator : RC/JU

Sample : P4822-02

Misc

ALS vial : 19 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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.710 2.19 ng 55880  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 89
2 Octadecanoic acid 284 C18H3602 000057-11-4 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 62
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 53
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
Abundance Scan 1805 (12.710 min): BF140518.D\data.ms (-1801) (-} | m/z 73.05 100.00%
430 730
5000 129.0
—— —
12.50 13.00
0l t“, m/z 43.05 84.87%
miz-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
5000 129.0 T T
12.50 13.00
1990 2420 m/z 41.10 74.33%
oL W’H‘\ h“ Hhu\ M\‘u} “‘ ‘1‘6ﬂ‘q“ ‘i — “\‘ ——
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
e
43.0 730
—— —
12.50 13.00
5000 129.0 m/z 60.00 73.75%
‘ 1850 540 284l
oL ‘\“ \“\’ M\\ \‘H“‘M”‘L ‘1‘““0“1 i - L —— ‘L — ““
miz--> 50 100 150 200 250
Abundance #46964: n-Decanoic acid ﬂA/MﬂrTW‘ T o
60.0 12.50 13.00
m/z 55.10 68.66%
50007 29.0 129.0
172.0
0 ,PYO N — —
m/z--> 50 100 150 200 250 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140518.D

Acqg On : 20 Nov 2024 23:32
Operator : RC/JU

Sample : P4822-02

Misc

ALS Vvial : 19 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... 2.140 47.5 ng 941745 1 6.875 396500 20.0
Benzophenone 10.622 10.3 ng 217149 3 9.910 420288 20.0
n-Hexadecanoic ... 11.922 11.3 ng 287392 4 11.398 509644 20.0
Pentadecanoic acid 12.710 2.2 ng 55880 4 11.398 1509644 20.0
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