LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140722.D

Acqg On : 03 Dec 2024 20:10
Operator : RC/JU

Sample : P5048-01

Misc :

ALS Vvial : 22 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140722.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 3 9 22 rVB 728683 1142681 68.61% 9.701%
2 2.258 22 28 38 rVB 24841 41724 2.51% 0.354%
3 5.093 505 510 520 rVB 55446 88009 5.28% 0.747%
4 5.504 574 580 605 rBV 1010754 1370964 82.31% 11.639%
5 6.510 745 751 769 rBV 1040841 1393863 83.69% 11.834%

6 6.869 807 812 819 rBV 306882 371073 22.28% 3

7 7.434 902 908 0917 rBV 677942 903016 54.22% 7.666%

8 7.687 944 951 962 rBV2 14594 32171 1.93% ©

9 8.151 1025 1030 1042 rBV 348085 456365 27.40% 3
9.222 1207 1212 1222 rBV 1341428 1665594 100.00% 14.141%

11  9.904 1323 1328 1343 rVB 370389 469564 28.19%
12 10.616 1444 1449 1456 rBV 149071 193547 11.62%
13 10.698 1458 1463 1477 rBV 622124 816451 49.02%
14 11.398 1577 1582 1596 rBV 306707 429426 25.78%

P wWoaRrw
Xo}
w
=
R

15 11.922 1663 1671 1682 rBV3 72990 160683  9.65% 364%
16 12.010 1683 1686 1695 rVB3 11737 28042 1.68% 0.238%
17 12.616 1784 1789 1793 rBV 55380 72779 4.37% 0.618%
18 12.845 1822 1828 1834 rBV 64812 102147 6.13% ©.867%
19 12.980 1846 1851 1860 rVB 905067 1159325 69.60% 9.842%
20 13.874 1999 2003 2015 rVB3 66727 124601 7.48% 1.058%
21 14.051 2028 2033 2045 rVB 276529 432544 25.97%  3.672%

22 15.557 2284 2289 2299 rVB 205759 324287 19.47% 2.753%

Sum of corrected areas: 11778856
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 03 Dec 2024 20:10
: RC/JU
: P5048-01

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
BF140722.D

MH-746-WC

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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800000

600000
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0
Time-->
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TIC: BF140722.D\data.ms
9.222

12.980

10.698
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11.398
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XTI
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Time-->
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Time-->

TIC: BF140722.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140722.D

Acqg On : 03 Dec 2024 20:10

Operator : RC/JU

Sample : P5048-01

Misc MH-746-WC

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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.
2.146  61.59 ng 1142680 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 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 9 (2.146 min): BF140722.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
43.0
87.1
AT
91 ‘ 2.202.302.402.502.60
Ol ol e Mz 43.05 36.06%
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 I T[T 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  26.99%
29.0
M‘ I ‘\‘ ‘ J{)go ‘ | ‘
0\\‘\H\‘\H\‘H!\‘H!‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘H\\‘HH
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 AR
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.10  25.42%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
A T e L o e N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R ARRRRmREEEEEE
73.0 2.202.302.402.502.60
m/z 41.05 11.68%
5000
45.0
29.0
0H“H‘:“m“‘1‘”‘_‘5“9"9‘HmH_m‘uH_'m_m‘uu_m P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140722.D

Acqg On : 03 Dec 2024 20:10

Operator : RC/JU

Sample : P5048-01

Misc MH-746-WC

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Propane, 1,1-dimethoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.258 2.25 ng 41724  1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 22
3 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro02 005267-73-2 9
4 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7
5 Glycine 75 C2H5NO2 000056-40-6 7

Abundance  Scan 28 (2.258 min): BF140722.D\data.ms (-22) (-) m/z 75.10 100.00%

78.1
5000 451

“ 220 240 260
el e m/z 73010 67.06%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 9.0

220 240 260

o

‘ r.o m/z 45.10 40.83%
O ‘\ T “ ‘\ ‘\ T ‘\“‘ T ‘M ‘ T T ]\-‘0:\3.\()\ T ‘ L ‘ L ‘ L ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4994: Pentane, 3-methoxy-
73.0

220 240 2.60

5000 41.05 25.99%
45.0
27.0
0‘_‘1“”““"‘M"wh‘H‘1‘0‘1"9‘“HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #55143: 1,3-Dioxolane, 2-(1-bromoethyl)- e manan o S
73.0 220 240 2.60

m/z 47.10  23.54%

5000

27.0
‘H iy

107.0 135.0 179.0 Y

m/z--> 20 40 60 80 100 120 140 160 180 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140722.D

Acqg On : 03 Dec 2024 20:10

Operator : RC/JU

Sample : P5048-01

Misc . MH-746-WC

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.093 4.74 ng 88009 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 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 510 (5.093 min): BF140722.D\data.ms (-505) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 R RRE s A RERRR R
| | ‘ 83.0 4.80 5.00 5.20 5.40 .
o'ttt e e m/z 59.10 63.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I LA AL BN
59.0 4.80 5.00 5.20 5.40
m/z 101.10  23.12%
0 27\\\ A . 830 10%0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
e R
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.78%
101.0
150 280 | % s60
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol R R mmE S T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.25%
5000 83.0
41.0 101.0
27.ﬁ
0H"‘H""“1""“‘1‘1““"1”i"‘uiHH‘mu‘m“‘m‘mw R A BARRRRRREE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140722.D

Acqg On : 03 Dec 2024 20:10

Operator : RC/JU

Sample : P5048-01

Misc . MH-746-WC

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 2
R.T. EstConc Area Relative to ISTD R.T.
10.616 8.24 ng 193547  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 N-Methylbenzamide, N-trifluoroac... 231 C1OH8F3NO2 1000446-91-5 47
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
5 Ethanone, 2-bromo-1-phenyl- 198 C8H7Bro 000070-11-1 47
Abundance Scan 1449 (10.616 min): BF140722.D\data.ms (-1444) (-} ' m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1 T ‘ T T ‘ T
152.1 | 10.50 11.00
O rprrrrrbr e e e e e M/z 77.100 66.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 —r— ——
10.50 11.00
510 m/z 182.10  52.95%
152.0
0 \\\‘\‘\\\“\\‘\\‘\\\H}“\\\\‘\‘\\\‘\\\\‘\\}‘\‘\\\\‘H\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32010: Acetophenone, 2-chloro-
105.0
—— —
770 10.50 11.00
5000 m/z 51.10 25.03%
51.0
0 B PP S NN~
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112230: N-Methylbenzamide, N-trifluoroacetyl- —— —
105.0 10.50 11.00
m/z 181.10 9.16%
5000 77.0
51.0
0250 o 231.0 A
R R B RN ARERE, - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140722.D

Acqg On : 03 Dec 2024 20:10

Operator : RC/JU

Sample : P5048-01

Misc MH-746-WC

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.922 7.48 ng 160683  Phenanthrene-di10 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 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1671 (11.922 min): BF140722.D\data.ms (-1663) (-} | m/z 73.10 100.00%
430 731
192.1
157.1 79000
IS i T O
b ML b M st b b 2507 T Tz a3.05 86, 39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.00 77 .00%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
T ‘ T /\\
12.00
5000 129.0 m/z 55.10 66.85%
199.0
s e
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid T
43.0 73.0 12.00
' m/z 41.10 66.19%
5000
129.0
Lo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140722.D

Acqg On : 03 Dec 2024 20:10

Operator : RC/JU

Sample : P5048-01

Misc . MH-746-WC

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 6 1-Hexacosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.874 5.76 ng 124601  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 1-Tetracosene 336 (C24H48 010192-32-2 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 2003 (13.874 min): BF140722.D\data.ms (-1999) (- m/z 57.10 100.00%
511 971
5000
230.1 50 1400
‘ L 1891707 75,4 1350  14.00
ob— ‘h ‘\‘\‘h‘ “‘ \\u‘u‘ d\\‘\\‘u‘\‘ \M Uil Il ‘\‘\‘um; ‘\‘\‘ T m/Z 55.10 93.24"0
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970
5000 — e
13.50 14.00
m/z 43.10 88.79%
oL Ldd | i m‘ N ‘h 1810 2380 2020 364
miz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
— ——
97.0 13.50 14.00
5000 m/z 83.05 88.07%
0
o5 LLLLL 190 1980 | 2690 w200 J«N
m/z--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene “ T
43.0 83.0 13.50 14.00
m/z 97.10 85.28%
5000
25.0
T Y S e
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\BF120324\
Data File : BF140722.D

Acqg On : 03 Dec 2024 20:10

Operator : RC/JU

Sample : P5048-01

Misc : MH-746-WC

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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... 2.146 61.6 ng 1142680 1 6.869 371073 20.0
Propane, 1,1-di... 2.258 2.3 ng 41724 1 6.869 371073 20.0
2-Pentanone, 4-... 5.093 4.7 ng 88009 1 6.869 371073 20.0
Benzophenone 10.616 8.2 ng 193547 3 9.904 469564 20.0
n-Hexadecanoic ... 11.922 7.5 ng 160683 4 11.398 429426 20.0
1-Hexacosene 13.874 5.8 ng 124601 5 14.051 432544 20.0
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