LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140363.D

Acqg On : 14 Nov 2024 15:39
Operator : RC/JU

Sample : P4718-04

Misc :

ALS Vvial : 14 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: BF140363.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.163 3 12 18 rBV 5236869 9048173 100.00% 29.872%
2 4.740 444 450 457 rBV 88229 120895 1.34% 0.399%
3 5.087 500 509 524 rVB 255818 384092 4.24%  1.268%
4 5.492 571 578 589 rBV 1528568 2030789 22.44% 6.704%
5 6.492 740 748 766 rBV 1369975 1893398 20.93% 6.251%

6 6.869 807 812 820 rBV 650115 813239  8.99%
7 7.433 901 908 913 rBV 1453141 1996894 22.07%
8 8.151 1024 1030 1043 rVB 824229 1051528 11.62%
9 9.227 1206 1213 1223 rBV 2764542 3689213 40.77% 12.

9.904 1323 1328 1338 rBV 944831 1188638 13.14%
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11 10.621 1444 1450 1457 rBV 220028 288895 3.19%
12 10.698 1457 1463 1477 rBV 1554445 2153215 23.80%
13 11.392 1576 1581 1588 rBV 921943 1162704 12.85%
14 11.916 1665 1670 1685 rBV3 77066 174248 1.93%
15 12.980 1845 1851 1856 rBV 2292241 2908373 32.14%

OO WNO®
00
w
o]
B

16 14.045 2025 2032 2043 rVB 491224 677917  7.49%  2.238%
17 15.562 2284 2290 2303 rBV 436909 708047  7.83%  2.338%

Sum of corrected areas: 30290258
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 14 Nov 2024 15:39
: RC/JU
. P4718-04

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
BF140363.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140363.D

Acqg On : 14 Nov 2024 15:39
Operator : RC/JU

Sample : P4718-04

Misc

ALS vial : 14 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.
2.163 222.52 ng 9048170  1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 27
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 12 (2.163 min): BF140363.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.1
R RARAEARE R
2.202.302.402.502.60
om,mWMw‘,‘mWm‘w,mwwwlﬂlaqw m/z 43.05 39.01%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL I R L B B
43.0 2.202.302.402.502.60
5.0 87.0 m/z 87.10  27.65%
29.0 “
O\\\’\\\\‘\\\\“\\\\’\\\\‘\\\\‘\\\\’\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
ERARAEARE R
40 5o, 87.0 2.202.302.402.502.60
5000 ' m/z 55.05 27 .54%
29.0
50 | |
Ol , ‘ bt e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2104: Acetamide, N-ethyl-
30.0 2.202.302.402.502.60
m/z 41.05 13.15%
5000 43.0 87.0
15.0 72.0
om,u‘wm‘!‘HH,‘!HWF’?‘Qm,lm_m_m_m‘ A
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140363.D

Acqg On : 14 Nov 2024 15:39
Operator : RC/JU

Sample : P4718-04

Misc

ALS vial : 14 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Acetic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4.740 2.97 ng 120895 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
2 Isobutyl acetate 116 C6H1202 000110-19-0 39
3 Di-n-propyl ether 102 C6H140 000111-43-3 16
4 Isobutylamine 73 C4H11N 000078-81-9 9
5 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 9
Abundance Scan 450 (4.740 min): BF140363.D\data.ms (-444) (-) m/z 43.05 100.00%
43.0
5000
73.0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
‘ ‘ ‘ 207.0 4.40 4.60 4.80 5.00
Ot prrrebrrb e e e e M/z 56,16 37.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9207: Acetic acid, butyl ester
43.0
5000 L L R B R

4.40 4.60 4.80 5.00
m/z 41.10 17.04%

73.0
150 |yl | 1010

1 LIl
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9158: Isobutyl acetate
43.0

4.40 4.60 4.80 5.00

o

5000 ITI/Z 73.00 17.03%
73.0
0 15”?”‘!“\“‘\10\10\\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4981: Di-n-propyl ether R RERRSmEaEs na
43.0 4.40 4.60 4.80 5.00

m/z 61.00 13.91%

5000

73.0

102.0
15‘0 ‘H‘ “‘ ‘ ‘

ot bt e
miz--> 20 40 60 80 100 120 140 160 180 200

4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140363.D

Acqg On : 14 Nov 2024 15:39
Operator : RC/JU

Sample : P4718-04

Misc

ALS vial : 14 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.087 9.45 ng 384092 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9

Abundance Scan 509 (5.087 min): BF140363.D\data.ms (-500) (-) m/z 43.05 100.00%

3.0
59.1
5000 |
101.1 “‘_‘H‘H“_‘H{kﬁf
4.80 5.00 5.20 5.40
Lol e ;
-t m/z 59.10 58.39%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L BN R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 19.86%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AmmE E
4.80 5.00 5.20 5.40
5000 410 m/z 58.10 14 .84%
126.0
b L 12001459
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate ‘H“‘H“‘H““ﬁq“
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.17%
5000 JL
15.0 72.0 J\‘
LB 0 1000 e

m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140363.D

Acqg On : 14 Nov 2024 15:39
Operator : RC/JU

Sample : P4718-04

Misc

ALS vial : 14 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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.621 4.86 ng 288895  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 58
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 2-Chloro-1-phenyl-1-propanone 168 C9HSC1O0 006084-17-9 47
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 47
Abundance Scan 1450 (10.621 min): BF140363.D\data.ms (-1444) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1 — —
10.50 11.00
152.1
b prr e 2280 R miz 77.10 67.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 R —
10.50 11.00
510 m/z 182.10  54.90%
o2mo || 1969 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.10 25.13%
51.0
ol2o o
e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- 7 T
105.0 10.50 11.00
m/z 181.10 8.71%
77.0
5000
51.0
0 27.0 | \‘ Ll | ‘ 125.0 1540
R A e e —— ——
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\BF111424\
Data File : BF140363.D

Acqg On : 14 Nov 2024 15:39
Operator : RC/JU

Sample : P4718-04

Misc

ALS vial : 14 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.916 3.00 ng 174248  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 1670 (11.916 min): BF140363.D\data.ms (-1665) (- m/z 73.00 100.00%
73.0
43.1
5000
129.1
213.2 ]
‘ H‘ 157.1185.2 e 12.00
Ol HH!‘M”‘M”whwww‘hm“_M“‘m_uwww‘_ m/z 43.10 82.17%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.00 78.45%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0 N
12.00
5000 m/z 57.05 70.98%
129.0
‘ 171.0 214.0
0‘H‘N‘AMNMM“HMM?“H_wupumuukwh‘W‘HL_H‘_‘H‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 41.05 67.32%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWﬁ”meﬂmNMWHH_JHJHW‘HWHHM‘H_ —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140363.D

Acqg On : 14 Nov 2024 15:39
Operator : RC/JU

Sample : P4718-04

Misc

ALS Vvial : 14 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... 2.163 222.5 ng 9048170 1 6.869 813239 20.0
Acetic acid, bu... 4.740 3.0 ng 120895 1 6.869 813239 20.0
2-Pentanone, 4-... 5.087 9.4 ng 384092 1 6.869 813239 20.0
Benzophenone l10.621 4.9 ng 288895 3 9.904 1188640 20.0
n-Hexadecanoic ... 11.916 3.0 ng 174248 4 11.392 1162700 20.0
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