LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33125\
Data File : BF142190.D

Acqg On : 31 Mar 2025 19:56

Operator : RC/JU

Sample : Q1664-19 :
Misc : P001-BBDGA-007-01

ALS Vvial : 17 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-BF031025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142190.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 21 rVB 1104834 1779537 41.01% 6.464%
2 5.092 499 510 524 rBV 183868 318355 7.34% 1.156%
3 5.487 576 577 582 rBV 2396187 3337442 76.92% 12.123%
4 6.492 741 748 753 rBV 2511443 3657269 84.29% 13.285%
5 6.863 806 811 819 rBV 567564 708722 16.33% 2.574%

6 7.428 900 907 917 rBV 1726577 2354976 54.27%  8.554%
7 8.145 1024 1029 1048 rBV 698798 935673 21.56%  3.399%
8 9.222 1206 1212 1222 rBV 3390578 4339086 100.00% 15.762%
9 9.904 1320 1328 1342 rBV 740440 967418 22.30%  3.514%
10 10.616 1444 1449 1456 rBV 357687 454976 10.49% 1.653%

11 10.692 1456 1462 1477 rVV 1935463 2513578 57.93% 9.130%
12 10.810 1477 1482 1489 rVB3 26080 48030 1.11% 0.174%
13 11.386 1575 1580 1589 rBV 634897 865854 19.95%  3.145%
14 11.910 1665 1669 1684 rBV3 38573 88300 2.03% 0.321%
15 12.974 1844 1850 1863 rBV 2561342 3315157 76.40% 12.042%

16 13.868 1997 2002 2019 rBV 107071 234490 5.40%

0.
17 14.033 2022 2030 2039 rVV 482142 698128 16.09% 2.536%
18 14.786 2154 2158 2168 rBV4 25741 54890 1.27% 0.199%
19 15.504 2274 2280 2291 rBV 477009 798944 18.41% 2.902%
20 16.033 2365 2370 2379 rBV7 18323 58691 1.35% 0.213%
Sum of corrected areas: 27529516
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33125\
Data File : BF142190.D

Acqg On : 31 Mar 2025 19:56

Operator : RC/JU

Sample : Ql1664-19 :
Misc : P001-BBDGA-007-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142190.D\data.ms
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Abundance TIC: BF142190.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33125\
Data File : BF142190.D

Acqg On : 31 Mar 2025 19:56

Operator : RC/JU

Sample : Ql1664-19 :
Misc P001-BBDGA-007-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 50.22 ng 1779546  1,4-Dichlorobenzene-d4 6.863

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 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 9 (2.146 min): BF142190.D\data.ms (-3) (-) m/z 73.10 100.00%

3.1
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431 87.1
91 2.202.302.402.502.60
oH_MWM‘MH‘m"uHMHWHWwawww m/z 43.10  33.19%
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[T T T T TTTT 7T
43.0 2.202.302.402.502.60
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Abundance #15764: 2,2,4-Trimethyl-3-pentanol
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Abundance #4994 Pentane, 3-methoxy- AT
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33125\

Data File : BF142190.D

Acqg On : 31 Mar 2025 19:56

Operator : RC/JU

Sample : Ql1664-19 :
Misc . P001-BBDGA-007-01

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.092 8.98 ng 318355 1,4-Dichlorobenzene-d4 6.863
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 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 510 (5.092 min): BF142190.D\data.ms (-499) (-) m/z 43.05 100.00%
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e AREREEREEESRS R
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O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
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N EEERsmEEs R
4.80 5.00 5.20 5.40
5000 410 m/z 58.10 17.14%
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e b 1280120
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Abundance #4529: 2,3-Butanedione, monooxime N EARRsmEEs R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.16%
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ol kol 800 80 |l
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33125\
Data File : BF142190.D

Acqg On : 31 Mar 2025 19:56

Operator : RC/JU

Sample : Ql1664-19 :
Misc : P001-BBDGA-007-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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.
10.616 9.41 ng 454976  Acenaphthene-d10 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 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
4 Ethanone, 2,2,2-trifluoro-1-phenyl- 174 C8H5F30 000434-45-7 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C1O0 000936-59-4 47
Abundance Scan 1449 (10.616 min): BF142190.D\data.ms (-1444) (- m/z 105.10 100.00%
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51.1 — —
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Abundance #32010: Acetophenone, 2-chloro-
105.0
— —
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0 27.0 - il | ‘ 1540
e e
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Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- — 1
105.0 10.50 11.00
m/z 181.10 9.39%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33125\
Data File : BF142190.D

Acqg On : 31 Mar 2025 19:56
Operator : RC/JU

Sample : Ql1664-19

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

P001-BBDGA-007-01

BF031025.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 n-Hexadecanoic acid

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.910 2.04 ng 88300  Phenanthrene-dle 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 80

5 Oxalic acid, dodecyl propyl ester 300 C17H3204

1000309-26-5 25

Abundance Scan 1669 (11.910 min): BF142190.D\data.ms (-1665) (- m/z 73.10 100.00%
7’2
43.1
5000
R ¢
L o
OLrrrprrre ML m/z 60.00  82.82%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T AA ri
12.00
167.01g5 02130  256.0 m/z 43.10 73.03%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
——
12.00
5000 129.0 ITI/Z 57.05 65.95%
199.0
s ) e T
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109281: Tetradecanoic acid —
73.0 12.00
43.0 m/z 55.05 61.15%
5000
129.0
185.0 228.0
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\BF@33125\
Data File : BF142190.D

Acqg On : 31 Mar 2025 19:56

Operator : RC/JU

Sample : Ql1664-19 :
Misc P001-BBDGA-007-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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-Hexacosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.868 6.72 ng 234490  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 Behenic alcohol 326 C22H460 000661-19-8 95
Abundance Scan 2002 (13.868 min): BF142190.D\data.ms (-1997) (- m/z 57.10 100.00%
57.1
97.1
5000 Juﬁ
— ——
¥
[N “““ 9\ “h "wu H e m/z 55.10  93.44%
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
51.0 970
5000 — e
13.50 14.00
m/z 43.05 87.54%
oL Ldd m‘ n “““‘8‘1‘0 (2380 2020 364
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
— ——
13.50 14.00
5000 ITI/Z 83.10 85.64%
giso LI wr0000000 a0
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane — ——
57.0 13.50 14.00
97.0 m/z 69.10 84.10%
5000 Al/
olso || L[] 1390 1960 2690 a0 )
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\BF@33125\
Data File : BF142190.D

Acqg On : 31 Mar 2025 19:56

Operator : RC/JU

Sample : Q1664-19 :
Misc : P001-BBDGA-007-01

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 50.2 ng 1779540 1 6.863 708722 20.0
2-Pentanone, 4-... 5.092 9.0 ng 318355 1 6.863 708722 20.0
Benzophenone 10.616 9.4 ng 454976 3  9.904 967418 20.0
n-Hexadecanoic ... 11.910 2.0 ng 88300 4 11.386 865854 20.0
1-Hexacosene 13.868 6.7 ng 234490 5 14.033 698128 20.0
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