LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49808.D

Acqg On : 03 Apr 2025 16:35
Operator : RC/JU

Sample : Q1693-09

Misc :

ALS Vvial : 10 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 M\Methods\8270-BM@31325.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@49808.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.016 3 5 12 rvB 114600 156174 1.26% 0.243%
2 4,905 320 326 334 rBvV 794223 1106283 8.91% 1.725%
3 5.369 399 405 413 rBV 4295221 5939741 47.83% 9.260%
4 5.981 504 509 518 rvB 133856 190917 1.54% 0.298%
5 6.957 668 675 687 rBV 4067273 6072573 48.90% 9.467%

6 7.787 809 816 823 rVB 1140237 1736222 13.98% 2
7 8.940 1005 1012 1022 rBV 2360381 3644510 29.35% 5
8 10.581 1283 1291 1299 rBV 1331349 2169703 17.47%  3.383%
9 13.051 1703 1711 1727 rBV 5861043 8581777 69.11% 13.
10 14.427 1933 1945 1958 rBV 1992948 2847067 22.93% 4

11 15.786 2169 2176 2184 rBV 392518 533764 4.30% ©.832%
12 15.916 2191 2198 2216 rBV 4876188 6650601 53.56% 10.368%

13 17.168 2405 2411 2422 rBV 2314365 3175329 25.57% 4.950%
14 18.068 2559 2564 2572 rBV 358458 517806 4.17% ©.807%
15 18.933 2707 2711 2720 rBV3 115698 207732  1.67% ©.324%

16 19.345 2778 2781 2788 rBV2 99105 154403 1.24% 0.241%
17 19.792 2852 2857 2863 rBV 11146475 12418122 100.00% 19.360%
18 20.086 2903 2907 2910 rBv4 102183 152930 1.23% 0.238%
19 21.086 3073 3077 3085 rBV2 294719 555794  4.48%  0.866%
20 21.403 3125 3131 3139 rBV 2554113 3562557 28.69% 5.554%

21 24.403 3633 3641 3657 rVB 1450539 3768504 30.35% 5.875%

Sum of corrected areas: 64142509
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49808.D

Acqg On : 03 Apr 2025 16:35
Operator : RC/JU

Sample : Q1693-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM049808.D\data.ms
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Abundance TIC: BM049808.D\data.ms
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Abundance TIC: BM049808.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49808.D

Acqg On : 03 Apr 2025 16:35
Operator : RC/JU

Sample : Q1693-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.905 12.74 ng 1106280 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 326 (4.905 min): BM049808.D\data.ms (-320) (-) m/z 43.00 100.00%
43.0
5000
101.1 T
‘ 730 ‘ 4.60 4.80 5.00 5.20
Ot P25 14101650 1919 /7 59,16 54.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N N AN RN R

4.60 4.80 5.00 5.20

m/z 101.10 21.48%
15.0 ‘ 101.0
O\\\‘\‘\W‘\\“h}\\}‘\\\\"\\\\“‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e
4.60 4.80 5.00 5.20
5000 ITI z 58.10 17.27%
om0 | 126.0
R R A RRRREREES
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5058: Propane, 2-ethoxy-2-methyl- H_m‘uu,uwmw
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.07%
5000
87.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM040325\

BM0498608.D

: @3 Apr 2025 16:35
: RC/JU
: Q1693-09

: 10 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 2-Pentanone, 4-methoxy-4-me...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
5081 2.20ng 190917  1,4-Dichlorobenzene-d4  7.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83

2 Borane, dimethoxy-
3 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180
4 3-Heptanol, 3,5-dimethyl- 144 C9H200
5 2,3-Dimethoxy-2,3-dimethylbutane 146 C8H1802

74 C2H7B02

004542-61-4 38
027705-21-1 25
019549-74-7 25
006091-59-4 25

Abundance Scan 509 (5.981 min): BM049808.D\data.ms (-504) (-) m/z 73.05 100.00%
3.0 73.0
5000 J\
T T [T
115.1 5.60 5.80 6.00 6.20 6.40
O erre etk 2799, 2280 s 43,00 90.91%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #15504: 2-Pentanone, 4-methoxy-4-methyl-
73.0
43.0
5000 U LR R R L B B B B
5.60 5.80 6.00 6.20 6.40
115.0 m/z 115.10  12.78%
0 HH‘\‘U\\"hi‘\\w"\\{‘\’uu‘luu‘uH‘HH‘HH‘HH‘HH‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #897: Borane, dimethoxy-
73.0
43.0 5.60 5.80 6.00 6.20 6.40
5000 15.0 m/z 41.00 11.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #15789: Butane, 2-methoxy-2,3,3-trimethyl- R E s R Raa
73.0 5.60 5.80 6.00 6.20 6.40
m/z 39.00 8.05%
5000
41.0
O
] & e RN L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49808.D

Acqg On : 03 Apr 2025 16:35
Operator : RC/JU

Sample : Q1693-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.786 3.75 ng 533764  Acenaphthene-d10 14.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
5 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 47
Abundance Scan 2176 (15.786 min): BM049808.D\data.ms (-2169) (- | m/z 105.00 100.00%
105.0
182.0
5000
51.0 — ~—
152.0 ' 15.50 16.00
ob b T 281 s 77,00 69.27%
miz-> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 —— A
15.50 16.00
510 m/z 182.00  62.26%
| 152.0 ‘
O\\‘\‘\‘\\”M\\“\\\\“‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #56777: Azobenzene
77.0
—— —
182.0 15.50 16.00
5000 m/z 51.00 25.54%
oL 390 | 1{15.0 1520
e T
miz--> 50 100 150 200 250
Abundance #32010: Acetophenone, 2-chloro- P =
105.0 15.50 16.00
m/z 181.00 10.37%
5000
51.0
0140 I \‘ woul ‘ 1540
el AR T —— P
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49808.D

Acqg On : 03 Apr 2025 16:35

Operator : RC/JU

Sample : Q1693-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.M
: 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 4 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.068 3.26 ng 517806  Phenanthrene-d10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Tridecanoic acid

3 Tetradecanoic acid
4 Octadecanoic acid

5 Pentadecanoic acid

256 C16H3202
214 C13H2602
228 C14H2802
284 C18H3602
242 C15H3002

000057-10-3 99
000638-53-9 91
000544-63-8 89
000057-11-4 87
001002-84-2 87

Abundance Scan 2564 (18.068 min): BM049808.D\data.ms (-2559) (- | m/z 73.00 100.00%
73.0
5000
129.0
. T \
N h 1‘7‘1.1 ‘ 2561 a5, 18.00
0——1 nﬂ“Mw:ﬂ‘uw‘kﬂu‘N“‘k““ T m/z 59.95  78.12%
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 T A”
129.0 18.00
3.0 213.0 m/z 43.05 73.91%
171.0 ‘
o P R
miz--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid
73.0
T \
18.00
5000 ITI/Z 55.10 67.55%
29.
‘ 171 0 2140
OH‘\‘ h‘\hh\ L | \m “\ “\H“HH‘HH“
m/z--> 50 100 150 200 250 300 350
Abundance #109284: Tetradecanoic acid =
73.0 18.00
1290 m/z 41.05 65.55%
5000
185.0 228.0
29.
0, T T T
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49808.D

Acqg On : 03 Apr 2025 16:35
Operator : RC/JU

Sample : Q1693-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.086 3.12 ng 555794  Chrysene-d12 21.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
Abundance Scan 3077 (21.086 min): BM049808.D\data.ms (-3073) (- ' m/z 57.10 100.00%
5000
111
T \
208.0 21.00
ol bk, “ LLute22 7 2520 3021 356.14010 /. 43.05  89.54%
miz--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
55.0
5000 — :
11.0 21.00
{ ‘ m/z 83.10  87.20%
O\\‘\““ “\‘H‘\h‘f\\\‘\}6\7\9\‘\\\\‘\\\\3‘0\8\()\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
T \
21.00
m/z 55.10 85.52%
5000 111.0 /
ol AL L aes0 2980 ps0
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol T ‘
57.0 21.00
m/z 69.10 76.38%
111.0
5000
0 i ‘ ‘\ J\ \‘\ 1[679 222 0 278.0322.0 378.0
e “‘ et e e ——
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49808.D

Acqg On : 03 Apr 2025 16:35
Operator : RC/JU

Sample : Q1693-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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|
2-Pentanone, 4-... 4.905 12.7 ng 1106280 1 7.787 1736220 20.0
2-Pentanone, 4-... 5.981 2.2 ng 190917 1 7.787 1736220 20.0
Benzophenone 15.786 3.8 ng 533764 3 14.428 2847070 20.0
n-Hexadecanoic ... 18.068 3.3 ng 517806 4 17.169 3175330 20.0
1-Docosene 21.086 3.1 ng 555794 5 21.404 3562560 20.0
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