LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41025\
Data File : BM@49878.D

Acqg On : 10 Apr 2025 10:54
Operator : RC/JU

Sample : Q1753-01

Misc :

ALS vial : 4 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-BM040825.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@49878.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.893 319 324 335 rVB 837205 1118165 8.68% 1.667%
2 5.363 397 404 420 rBV 3491985 5092444 39.51% 7.593%
3 5.969 502 507 515 rVB 133891 190896 1.48% 0.285%
4 6.951 666 674 685 rBV 3441776 5223777 40.53% 7.789%
5 7.775 808 814 822 rBV 993929 1534950 11.91% 2.289%

6 8.934 1003 1011 1023 rBV 1952503 3195939 24.80% 4.765%
7 10.569 1280 1289 1301 rBV 1153107 1949305 15.13% 2.907%
8 13.039 1702 1709 1720 rBV 5719880 7956260 61.74% 11.863%
9 14.421 1936 1944 1950 rBV 1827280 2676527 20.77% 3.991%
10 15.774 2168 2174 2182 rBV 1083191 1435436 11.14%  2.140%

11 15.910 2190 2197 2210 rBV 4820819 6793338 52.71% 10.129%
12 17.162 2401 2410 2419 rBV 2355586 3244353 25.17% 4.838%
13 18.062 2557 2563 2584 rBV 2472501 3833766 29.75% 5.716%
14 19.339 2776 2780 2797 rBV 1119666 1841826 14.29% 2.746%
15 19.786 2851 2856 2862 rBV 11206909 12887461 100.00% 19.216%

16 21.080 3072 3076 3086 rBV3 294235 525247 4.08% ©.783%
17 21.397 3124 3130 3136 rBV 2411616 3546067 27.52% 5.287%
18 24.391 3632 3639 3654 rVB 1537400 4020762 31.20% 5.995%

Sum of corrected areas: 67066519
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41025\
Data File : BM@49878.D

Acqg On : 10 Apr 2025 10:54
Operator : RC/JU

Sample : Q1753-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM049878.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41025\
Data File : BM@49878.D

Acqg On : 10 Apr 2025 10:54
Operator : RC/JU

Sample : Q1753-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 2
R.T. EstConc Area Relative to ISTD R.T.
4.893 14.57 ng 1118176 1,4-Dichlorobenzene-d4 7.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 50
3 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 17
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
Abundance Scan 324 (4.893 min): BM049878.D\data.ms (-319) (-) m/z 43.00 100.00%
43.0
5000
101.1 SRS § GRS
| ‘ 4.60 4.80 5.00 5.20
ol o 14121709 2149 2810 4,7 59.65  59.96%
m/z--> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T
4.60 4.80 5.00 5.20
m/z 101.10  22.94%
‘ 101.0
1\3"9 “‘\‘ ‘\h‘ ‘ ‘\ T \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
e e AR
4.60 4.80 5.00 5.20
5000 m/z 58.05 16.05%
290 101.0
9 S
m/z--> 50 100 150 200 250
Abundance #53395: 2,5,8,11-Tetraoxadodecane R RREEE RSN
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.02%
5000
29.0
Wowso
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41025\
Data File : BM@49878.D

Acqg On : 10 Apr 2025 10:54
Operator : RC/JU

Sample : Q1753-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.969 2.49 ng 190896 1,4-Dichlorobenzene-d4 7.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 Silane, butyltrimethyl- 130 C7H18Si 001000-49-3 37
3 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 28
4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 28
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 25
Abundance Scan 507 (5.969 min): BM049878.D\data.ms (-502) (-) m/z 73.05 100.00%
43.0 73.0
5000
 EEmE e R R
115.1 5.60 5.80 6.00 6.20
ol by 114541789 2810 . 43,00 88.04%
m/z--> 50 100 150 200 250
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0 730
5000 L e A
5.60 5.80 6.00 6.20
m/z 115.10  13.35%
115.0
T T Mf ‘fh“ ‘ h\ \‘ T T } T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #15643: Silane, butyltrimethyl-
73.0
R AANEELE R e e S
5.60 5.80 6.00 6.20
5000 m/z 41.00 11.19%
115.0
410 \
e T
m/z--> 50 100 150 200 250
Abundance #9027: N-.alpha.-Acetylglycinamide e AARmEES S
300 73.0 5.60 5.80 6.00 6.20
' m/z 39.05 7.40%
- MWNVJ\WM
N I PR R S —
mlz--> 50 100 150 200 250 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41025\
Data File : BM@49878.D

Acqg On : 10 Apr 2025 10:54
Operator : RC/JU

Sample : Q1753-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.774 10.73 ng 1435440  Acenaphthene-d10 14.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 49
3 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 47
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 025333-24-8 47
Abundance Scan 2174 (15.774 min): BM049878.D\data.ms (-2168) (- | m/z 105.00 100.00%
105.0
182.1
5000
51.0 — ——
15.50 16.00
152.0
ot 2650 m/z 77.05 66.68%
m/z--> 50 100 150 200 250
Abundance #56927: Benzophenone
105.0
182.0
5000 — —
15.50 16.00
51.0 m/z 182.05 64.30%
L4 | 1820 4
ulll n
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0
— —
15.50 16.00
5000 m/z 50.95 22.05%
51.0
15.0 | A | 13501650
g
m/z--> 50 100 150 200 250
Abundance #173929: 2-Benzoyl-4-bromo-5-methyl-1,2-oxazol-3-one —r— T
105.0 15.50 16.00
m/z 181.10 10.47%
5000
51.0
O 140 283
Al — —
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@41025\
Data File : BM@49878.D

Acqg On : 10 Apr 2025 10:54
Operator : RC/JU

Sample : Q1753-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.062  23.63 ng 3833770  Phenanthrene-d10 17.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2563 (18.062 min): BM049878.D\data.ms (-2557) (-~ | m/z 73.05 100.00%
73.0

5000 129.0 Jt
213.2
‘ 171.1 ‘ 256.1 18.00 |
36 g L ‘ ‘ | bl L340 hs ce.ee  77.80%
miz-—-> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid

73.0

129.0 256.0
5000 213.0 18100 |
m/z 43.10 74.07%
29, ‘ ‘ T?LO
\‘ ! \\‘H\ \\‘\H Wil H‘\ | ‘\ L \‘ I ‘ ‘
T T \‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\

100 150 200 250 300 350
#109281: Tetradecanoic acid

%

m/z-->
Abundance

.0

50
73
T T I
18.00
5000 m/z 57.05 63.06%
129.0
29. 185.0 228.0
“ HM‘ uh” ML I | ‘\ l ‘\
Tt L e e e
50

—

—

m/z--> 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid —F ‘
73.0 18.00
m/z 55.10  62.22%
5000 129.0
29.0
‘ 199.0 2420

— L‘ H‘ I \\‘h“\ M\‘ ik “‘ ‘ “ “ {“ ‘i - “\ A e I =

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@41025\
Data File : BM@49878.D

Acqg On : 10 Apr 2025 10:54
Operator : RC/JU

Sample : Q1753-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.339 10.39 ng 1841830  Chrysene-d12 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
Abundance Scan 2780 (19.339 min): BM049878.D\data.ms (-2776) (- m/z 73.00 100.00%
73.0
5000 j&K“w‘MMWJ_
185.1 2412 — —
19.00 19.50
857.2 415 /7 43.10  85.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 —_ —
129.0 19.00 19.50
60.00 82.69%
29. } 185.0 284.0 m/z
‘\““\““L WM‘\“‘} \“‘\ \‘ \“\ “ - \“ T \“\ LA T B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
73.0
— —==
19.00 19.50
5000 129.0 m/z 57.10 74.26%
29.
‘ ‘ 199.0
L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid o 7
73.0 19.00 19.50
m/z 55.10 64.57%
5000 129.0
29. 228.0
|18*Q e —
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41025\
Data File : BM@49878.D

Acqg On : 10 Apr 2025 10:54
Operator : RC/JU

Sample : Q1753-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 Pentadecafluorooctanoic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.080 2.96 ng 525247  Chrysene-d12 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 90
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
Abundance Scan 3076 (21.080 min): BM049878.D\data.ms (-3072) (- | m/z 57.10 100.00%
57.1
5.1 207.0 5100 |
21.00
281.0
oh“h'huﬂw374'2476'2 m/z 83.10 76.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 ——
21.00
m/z 43.10 75.80%
‘FS.O 252.0
HJ‘\\\‘\‘H\I‘\“\‘L%“\‘H\‘H‘H‘\.H\‘HH‘\H.\‘HH‘HH‘HH‘\\\\‘\\6ﬂ.‘8\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0
LN
21.00
5000 m/z 55.10 71.31%
50 00
L1111 O Ot
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #287613: Nonadecyl trifluoroacetate 7 ‘
57.0 21.00
m/z 97.10 67.08%
5000
5.0
‘ ] 238.0311.0
HM‘H“Nﬂwhmw‘wam‘_‘HMHH‘HH‘H‘WH‘W‘HW‘H‘_ ——
mlz--> 50 100 150200 250 300 350 400 450 500 550 600 650 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41025\
Data File : BM@49878.D

Acqg On : 10 Apr 2025 10:54
Operator : RC/JU

Sample : Q1753-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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-... 4.893 14.6 ng 1118170 1 7.775 1534950 20.0
2-Pentanone, 4-... 5.969 2.5 ng 190896 1 7.775 1534950 20.0
Benzophenone 15.774 10.7 ng 1435440 3 14.422 2676530 20.0
n-Hexadecanoic ... 18.062 23.6 ng 3833770 4 17.163 3244350 20.0
Octadecanoic acid 19.339 10.4 ng 1841830 5 21.398 3546070 20.0
Pentadecafluoro... 21.080 3.0 ng 525247 5 21.398 3546070 20.0
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