LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140585.D

Acqg On : 22 Nov 2024 18:35
Operator : RC/JU

Sample : P4822-02

Misc :

ALS Vvial : 23  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: BF140585.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 3 5 17 rVB 624277 828754 44.91% 6.088%
2 5.087 505 509 518 rVB 21900 32633 1.77% 0.240%
3 5.499 573 579 601 rBV 1149357 1514043 82.04% 11.123%
4 6.504 745 750 768 rBV 1136210 1563066 84.70% 11.483%
5 6.869 807 812 817 rBV 440266 536580 29.08%  3.942%

6 7.434 902 908 917 rBV = 725690 981833 53.20%

7 7.681 945 950 960 rVB 14066 22209 1.20%

8 8.151 1025 1030 1041 rBV 519591 665213 36.05%

9 9.222 1207 1212 1222 rBV 1448064 1845498 100.00% 1
9.904 1323 1328 1340 rBV 516591 661578 35.85%
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11 10.622 1444 1450 1458 rBV 240054 321219 17.41%
12 10.698 1458 1463 1473 rBV 653707 845250 45.80%
13 10.928 1498 1502 1507 rVB 44433 56622 3.07%
14 11.398 1576 1582 1592 rBV 454207 654167 35.45%
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=
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15 11.922 1665 1671 1683 rVV3 172552 308604 16.72% 267%
16 12.016 1683 1687 1694 rVB3 14467 30537 1.65% 0.224%
17 12.086 1696 1699 1705 rBV5 12224 21459 1.16% ©.158%
18 12.610 1784 1788 1801 rBV 98245 173164 9.38% 1.272%
19 12.704 1801 1804 1810 rBV 33134 52568 2.85% 0.386%
20 12.845 1823 1828 1840 rVB 95422 156938 8.50% 1.153%

21 12.980 1846 1851 1859 rVB 1048084 1366053 74.02% 10.036%

22 13.874 2000 2003 2015 rVB2 74887 140997 7.64% 1.036%
23 14.045 2027 2032 2040 rVB2 337032 497293 26.95% 3.653%
24 15.533 2281 2285 2294 rVB 207402 335861 18.20% 2.467%

Sum of corrected areas: 13612139

8270-BF112124 .M Mon Nov 25 00:27:23 2024 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 22 Nov 2024 18:35
: RC/JU
: P4822-02

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
BF140585.D

Sample Multiplier: 1

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

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140585.D

Acqg On : 22 Nov 2024 18:35
Operator : RC/JU

Sample : P4822-02

Misc

ALS vial : 23  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.
2.122 30.89 ng 828754  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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 5 (2.122 min): BF140585.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1
87.1
R ERRREREREEAES
91 2.202.302.40 2.50
Ok P2 L m/z 43.18 35.60%
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 71
43.0 2.202.302.40 2.50
' 87.0 m/z 87.10  26.46%
29.0
M‘ \‘\“ LQO ‘ |
0 \‘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 N e
2.202.302.40 2.50
5000 41.0 55.0 m/z 55.10 25.42%
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- R R RRREREEEEEES
73.0 2.202.302.40 2.50
m/z 41.10 11.21%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e e v
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\BF112224\
Data File : BF140585.D

Acqg On : 22 Nov 2024 18:35
Operator : RC/JU

Sample : P4822-02

Misc

ALS vial : 23  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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.622 9.71 ng 321219  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Azobenzene 182 C12H16N2 000103-33-3 58
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 49
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 1450 (10.622 min): BF140585.D\data.ms (-1444) (-] ' m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1
1050 1100
152.1
bt 2280 Tl m/z 77.10 67.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000
1050 1100
510 m/z 182.10  56.02%
0 27.0 | ‘ 126.0 15?0 I
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
770 1090
1050 1100
5000 182.0 m/z 51.10 23.84%
51.0
32.0 ‘ ‘ 150.0
oA e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
77.0 1050 1100
m/z 181.10 9.02%
182.0
5000
51.0 105.0
0l27.0 ‘ ‘ 1280 1220 \ .
e —— —5—
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\BF112224\
Data File : BF140585.D

Acqg On : 22 Nov 2024 18:35
Operator : RC/JU

Sample : P4822-02

Misc

ALS vial : 23  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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.922 9.44 ng 308604  Phenanthrene-d10 11.398
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1671 (11.922 min): BF140585.D\data.ms (-1665) (- m/z 73.05 100.00%
430 780

5000 129.0

-

2132
‘ 1l ‘ 256.3 12.00
Hw‘uﬂhmw‘“‘HHJWWhJWwMHw_ﬂ‘JWJ_Hu_M‘_HL_ m/z 43.05 85.25%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 CT
12.00

m/z 60.00  82.23%

o

1510185021&0 256.0

O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—=
43.0 12.00
5000 129.0 m/Z 41.10 74.49%

o

171.0
‘ 214.0
BTN o
m/z--> 20 40 60 80 100120140160180200220240260

Abundance 126199: Pentadecanoic acid T
43.0 73.0 12.00
m/z 57.10 68.22%

5000 129.0
199.0
e e T
150“‘HHM‘HH\HMHH\ L

o“wm‘qm“u“H‘wH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘W‘ —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

3+
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140585.D

Acqg On : 22 Nov 2024 18:35
Operator : RC/JU

Sample : P4822-02

Misc

ALS vial : 23  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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.874 5.67 ng 140997  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 93
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 90
5 1-Hexacosene 364 C26H52 018835-33-1 90
Abundance Scan 2003 (13.874 min): BF140585.D\data.ms (-2000) (- m/z 57.10 100.00%
57.1
5000 wajbﬁu
111
234.1 . 1400
13.50 14.00
L ass 015 a
ol AL 203 L S sere m/z 43.10  80.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — ——
13.50 14.00
11.0 m/z 55.10  66.69%
0 \“\ ‘\" h \““\M“ “ “ ]r!:_)‘4.\(\)\ \2’0\9\0\ T ‘ \2\8\0\0‘ L ‘ L ’ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #173730: 9-Eicosene, (E)-
57.0
— ——
13.50 14.00
5000 ITI/Z 83.10 65.26%
11.0
ol LLLLLL 3580 2090 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #318054: Nonadecy! pentafluoropropionate — ——
57.0 13.50 14.00
m/z 69.10 60.32%
- T ij\/w
ob-+L) H L3590 pop oo mm
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140585.D

Acqg On : 22 Nov 2024 18:35
Operator : RC/JU

Sample : P4822-02

Misc

ALS Vvial : 23  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... 2.122 30.9 ng 828754 1 6.869 536580 20.0
Benzophenone 10.622 9.7 ng 321219 3 9.904 661578 20.0
n-Hexadecanoic ... 11.922 9.4 ng 308604 4 11.398 654167 20.0
5-Eicosene, (E)- 13.874 5.7 ng 140997 5 14.045 497293 20.0
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