LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@50625\
Data File : BP024550.D

Acqg On : 06 May 2025 17:08
Operator : RC/JU

Sample : Q1956-02

Misc :

ALS Vvial : 12 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_ P\Methods\8270E-BP041425.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@24550.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.875 298 304 314 rBV 205233 292378 3.70% 0.694%
2 5.328 375 381 397 rBV 2297393 3427916 43.32% 8.136%
3 6.893 640 647 669 rBV 2238787 3544190 44.79% 8.412%
4 7.704 777 785 792 rBV 518080 842897 10.65% 2.000%
5 8.851 972 980 998 rBV 1378223 2293143 28.98% 5.442%

6 10.475 1249 1256 1270 rBV 662078 1179116 14.90% 2
7 12.945 1668 1676 1696 rBV 3407716 5208455 65.82% 12.
8 14.333 1905 1912 1927 rBV 1103294 1578282 19.95% 3.746%
9 14.563 1942 1951 1969 rBV 1153667 2513156 31.76% 5
10 14.945 2004 2016 2017 rBV 69536 179533 2.27% @

11 15.716 2141 2147 2154 rBV 226517 336354 4.25% ©
12 15.851 2162 2170 2186 rBV 3091393 4919744 62.17% 11.
13 17.139 2382 2389 2395 rBV 1277524 1859389 23.50% 4.413%
14 18.074 2543 2548 2565 rBV 425533 755934 9.55% 1
15 19.404 2770 2774 2785 rBV 90664 175864  2.22% ©

16 19.862 2846 2852 2861 rBV 6713921 7912788 100.00% 18.
17 21.256 3084 3089 3101 rBV3 109238 304021 3.84%
18 21.580 3138 3144 3162 rVB 1434959 2306734 29.15%
19 24.927 3704 3713 3727 rVB 875912 2505030 31.66%

Ul vl ® 0
~
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Sum of corrected areas: 42134924
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050625\
Data File : BP024550.D

Acqg On : 06 May 2025 17:08
Operator : RC/JU

Sample : Q1956-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041425.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP024550.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050625\
Data File : BP024550.D

Acqg On : 06 May 2025 17:08
Operator : RC/JU

Sample : Q1956-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041425.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 3
R.T. EstConc Area Relative to ISTD R.T.
4.875 6.94 ng 292378 1,4-Dichlorobenzene-d4 7.704

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 DL-Lactamide, N,N-dimethyl-, met... 131 C6H13NO2 1000452-57-0 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 23

Abundance Scan 304 (4.875 min): BP024550.D\data.ms (-298) (-) m/z 43.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050625\
Data File : BP024550.D

Acqg On : 06 May 2025 17:08
Operator : RC/JU

Sample : Q1956-02

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041425.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl4.563 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.563 31.85 ng 2513160  Acenaphthene-d10 14.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesityl oxide semicarbazone 155 C7H13N30 003780-62-9 22
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 14
3 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 14
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 14
5 2-Amino-5-fluorobenzoic acid 155 C7H6FNO2 000446-08-2 11

Abundance Scan 1951 (14.563 min): BP024550.D\data.ms (-1942) (- m/z 43.00 100.00%
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1T T
HM 1972 28243402 414.2473.8533 5 14.50
o_H‘mWMH_m\,m‘_m_m_m GRS m/z 57.85 56.27%
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Abundance #32500: Mesityl oxide semicarbazone
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Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
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Abundance #24162: 2-Pentanol, 2-methyl-, acetate ‘ ‘
43.0 14.50
m/z 101.10 52.16%
5000 101.0 A
F1iA i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050625\
Data File : BP024550.D

Acqg On : 06 May 2025 17:08
Operator : RC/JU

Sample : Q1956-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041425.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 Hexathiane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.945 2.28 ng 179533  Acenaphthene-di10 14.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 94
2 Cyclic octaatomic sulfur 256 S8 010544-50-0 9
3 2-Chloro-7-methoxynaphthalene 192 C11H9C10 067061-67-0 7
4 Cyclobutane, 1,1'-(1,1,2,2-tetra... 354 C10OH6F12 035207-94-4 5
5 Sulfur dioxide 64 02S 007446-09-5 4
Abundance Scan 2016 (14.945 min): BP024550.D\data.ms (-2004) (- m/z 63.90 100.00%
63.9
191.8
5000
127.8 S
l 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050625\
Data File : BP024550.D

Acqg On : 06 May 2025 17:08
Operator : RC/JU

Sample : Q1956-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041425.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 4
R.T. EstConc Area Relative to ISTD R.T.
15.716 4.26 ng 336354  Acenaphthene-d10 14.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
3 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 56
4 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 50
5 Azobenzene 182 C12H1ON2 000103-33-3 45
Abundance Scan 2147 (15.716 min): BP024550.D\data.ms (-2141) (- | m/z 104.95 100.00%
109.0
182.0
5000
39 1550 1600
O Py b by 28093410 412.1 489.3545.0 /7 76,95  64.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 T
1550 1600
m/z 182.0 56.01%
P7.0| | |
\\1‘\\\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
105.0
T
1550 1600
5000 182.0 m/z 50.9 24 .44%
32
-t
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #57937: Methanone, phenyl-2-pyridinyl- :
105.0 1550 1600
183.0 m/z 50.0 8.73%
5000
27.0 |
m‘U\‘H“H‘H‘\m‘uu‘u\\‘\\H‘\m‘\m‘\m‘uu‘\ —
mlz--> 50 100 150 200 250 300 350 400 450 500 550 1550 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050625\
Data File : BP024550.D

Acqg On : 06 May 2025 17:08
Operator : RC/JU

Sample : Q1956-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041425.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.074 8.13 ng 755934  Phenanthrene-di10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 87

Abundance Scan 2548 (18.074 min): BP024550.D\data.ms (-2543) (- m/z 73.00 100.00%
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Abundance #143511: n-Hexadecanoic acid
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #179089: Octadecanoic acid
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%
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #126199: Pentadecanoic acid
73.0 18.00

m/z 55.00  63.45%

—

5000

199.0

ollihissor

5
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050625\
Data File : BP024550.D

Acqg On : 06 May 2025 17:08
Operator : RC/JU

Sample : Q1956-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041425.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 Cyclotetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.256 2.64 ng 304021 Chrysene-d12 21.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 96
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3089 (21.256 min): BP024550.D\data.ms (-3084) (- m/z 57.00 100.00%

57.0
5000

TSJ — —
2100  21.50
207.0 281.0
‘ ‘*"“‘}H"“““H“\Mn““uw\u‘m“""““3‘5‘?"9‘“““‘?‘1"‘1“‘5%5‘"9 m/z 83.05 87.51%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0

5000 . T T
336.0 21.00 21.50

m/z 43.05 82.99%

153.0
\2\6‘\\ Tt “H}H \\ ‘A\“\ \I2\""]P\:‘(\J'\ ig“??\(‘)lw T \‘L [TT T T T T T T[T T[T rTT T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0

T T
21.00 21.50

5000 m/z 55.00  81.28%

125.0
}Fi 238.0
O
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #275003: Dichloroacetic acid, heptadecyl ester T —
57.0 21.00 21.50

m/z 97.05 76.79%

5000
F 5.0
IHJ

\‘mh Wiy, 23802950 -

I I il
L B L I L B B L B B R B R IR R

‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050625\
Data File : BP024550.D

Acqg On . 06 May 2025 17:08
Operator : RC/JU

Sample : Q1956-02

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041425.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-... 4.875 6.9 ng 292378 1 7.704 842897 20.0
unknown14.563 14.563 31.9 ng 2513160 3 14.333 1578280 20.0
Hexathiane 14.945 2.3 ng 179533 3 14.333 1578280 20.0
Benzophenone 15.716 4.3 ng 336354 3 14.333 1578280 20.0
n-Hexadecanoic ... 18.074 8.1 ng 755934 4 17.139 1859390 20.0
Cyclotetracosane 21.256 2.6 ng 304021 5 21.580 2306730 20.0
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