LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57773.D

Acqg On : 20 Jun 2023 12:47
Operator : CG/JU

Sample : 03262-07

Misc :

ALS vial : 8 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_ G\Methods\8270-BG061923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO57773.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.034 325 331 342 rVB 80249 121156 5.37% 0.779%
2 5.498 403 410 421 rBV 888012 1429785 63.36% 9.188%
3 7.090 671 681 688 rBVY 871945 1506480 66.76% 9.681%
4 7.925 816 823 830 rBV 177990 298675 13.24%  1.919%
5 9.088 1012 1021 1029 rBV 516588 903135 40.02% 5.804%
6 10.727 1290 1300 1310 rVB 245824 429901 19.05% 2.763%
7 13.183 1711 1718 1726 rVB 1145382 1764493 78.20% 11.339%
8 14.558 1944 1952 1960 rVB 359170 562084 24.91% 3.612%
9 15.915 2177 2183 2188 rBV 53906 76322 3.38% 0.490%
10 16.045 2198 2205 2212 rBV 978756 1469696 65.13% 9.445%
11 17.302 2413 2419 2424 rBV 455092 679453 30.11% 4.366%
12 17.343 2424 2426 2432 rVB 58514 69691 3.09% 0.448%
13 18.189 2563 2570 2574 rBV2 145010 231105 10.24% 1.485%
14 18.224 2574 2576 2581 rVB 39717 46503 2.06% ©.299%
15 18.371 2596 2601 2605 rBvV3 35319 63328 2.81% 0.407%
16 18.407 2605 2607 2613 rVB 21156 26000 1.15% 0.167%
17 18.677 2648 2653 2656 rBV 22440 31927 1.41% 0.205%
18 18.718 2656 2660 2668 rVBle 13008 23376 1.04% 0.150%
19 19.088 2719 2723 2728 rBV 26936 43419 1.92% 0.279%
20 19.229 2743 2747 2754 rBV2 19534 38050 1.69% 0.245%
21 19.352 2764 2768 2773 rVB 130971 179031 7.93% 1.151%
22 19.464 2782 2787 2796 rBV4 52053 73282 3.25% 0.471%
23 19.717 2821 2830 2839 rBV 211419 355903 15.77% 2.287%
24 19.787 2839 2842 2848 rVB7 13283 25015 1.11% 0.161%

25 19.916 2859 2864 2870 rBV 1660484 2256441 100.00% 14.501%

26 20.046 2880 2886 2890 rBV3 22828 50982  2.26% ©.328%
27 20.204 2904 2913 2920 rVB2 36826 105983 4.70% ©.681%
28 20.304 2928 2930 2936 rVB2 16155 24339 1.08% 0.156%
29 20.363 2936 2940 2944 rBV 39520 56707 2.51% 0.364%
30 20.504 2961 2964 2968 rBV 25941 29831 1.32% 0.192%
31 20.551 2968 2972 2976 rVB 35719 45130 2.00%  ©.290%
32 20.721 2998 3001 3004 rVB 26007 27548 1.22% 0.177%
33 20.956 3038 3041 3049 rVB2 26868 52756  2.34% ©.339%
34 21.209 3077 3084 3092 rVv4 118448 211896 9.39% 1.362%
35 21.285 3093 3097 3105 rVB3 36329 61219 2.71% 0.393%

36 21.556 3134 3143 3147 rBV3 432275 850057 37.67% 5.463%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57773.D

Acqg On : 20 Jun 2023 12:47
Operator : CG/JU

Sample : 03262-07

Misc

ALS vial : 8 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_ G\Methods\8270-BG061923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 21.597 3147 3150 3158 rVB 86596 155608 6.90%  1.000%
38 21.756 3173 3177 3182 rVB4 30035 47497  2.10% 0.305%
39 22.349 3273 3278 3286 rVB5 31775 71826  3.18% 0.462%
40 23.700 3502 3508 3516 rBv4 35222 118570 5.25% 0.762%
41 24.411 3624 3629 3638 rVB2 28128 72776  3.23% 0.468%
42 24.546 3647 3652 3661 rVB 38827 93702 4.15% 0.602%

43 24.705 3669 3679 3697 rVB 271737 780351 34.58% 5.015%

Sum of corrected areas: 15561029
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57773.D

Acqg On : 20 Jun 2023 12:47
Operator : CG/JU

Sample : 03262-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057773.D\data.ms
1600000

1400000
1200000

1000000
5.498 7.090

800000
600000 9.088

400000

10.727
200000 7.925

5.034
O{L

Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG057773.D\data.ms

1600000

19.916

1400000
120000013.183

1000000 16.045
800000
600000

17.302 21.556
400000 14.558

21.2091|597
2% .%85 756 22.349

A

200000 18.189 19.352

O .

L e e L e e i

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG057773.D\data.ms

1600000

1400000
1200000
1000000
800000
600000
400000 24.705

200000
23.700 2424

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57773.D

Acqg On : 20 Jun 2023 12:47
Operator : CG/JU

Sample : 03262-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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.
5.034 8.11 ng 121156 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 331 (5.034 min): BG057773.D\data.ms (-325) (-) m/z 43.00 100.00%
43.0
59.0
5000
e RARENE A
83.0 101.0 4.80 5.00 5.20 5.40
Otrrrrrrrrprrrr b el e M/Z 59,08 58.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L L L L L L
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 57.95 17.65%
O \\\‘\!‘f‘f‘\\I‘SIMTI\.\O\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T T e
4.80 5.00 5.20 5.40
5000 m/z 101.00 16.39%
41.0
29.0 101.0
O e il 730 860 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester R Ra A
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.89%
57.0
5000
20.0 101.0
O o e 730850
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57773.D

Acqg On : 20 Jun 2023 12:47
Operator : CG/JU

Sample : 03262-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 4
R.T. EstConc Area Relative to ISTD R.T.
15.915 2.72 ng 76322  Acenaphthene-di1e 14.558
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 47
4 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 46
5 Benzoylformic acid 150 C8H603 000611-73-4 46
Abundance Scan 2183 (15.915 min): BG057773.D\data.ms (-2177) (1 m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
e
16.00
153.0
0l 2280 T 2071 s 77,00 65.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 L
16.00
510 m/z 182.00  54.72%
2710 L 126.0 15?.0
O ‘\‘\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\’\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30106: Benzenecarbothioic acid, S-methyl ester

105.0
77.0 16.00
5000 ITI/Z 51.00 29.10%
51.0
152.0
28.0 ‘
Oy e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57931: Phenyl 4-pyridyl ketone
105.0 16.00
183.0 m/z 181.00 10.40%
77.0 '
5000 51.0
127.0 154.0
0 ‘HH_“mmw‘_uw”H‘HH‘HHWH“HH,HH N “‘m‘/\“““‘ il
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57773.D

Acqg On : 20 Jun 2023 12:47
Operator : CG/JU

Sample : 03262-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.189 6.80 ng 231105 Phenanthrene-di10 17.302
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 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2570 (18.189 min): BG057773.D\data.ms (-2563) (1 m/z 60.00 100.00%
60.0
5000 kv
128.9
97.0 191.9 — S
1 27.1256.1 18.00 18.50
A — ' m/z 42.95 92.25%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 - —
129.0 18.00 18.50
213.0 m/z 73.00 87.24%
Wil
01‘4‘0 “\ ‘H Il M“ | “whh“\ \M Ll gl | “‘ “‘ “‘u\‘ A L‘ . “ N
miz-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
pesopy =
18.00 18.50
5000 129.0 m/z 57.00 84.51%
il
0L— ‘\‘ W ‘H‘M W e Mhu\ M‘ u} “‘1‘5?9 ;“ ‘i - “\ —
miz--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid T —
73.0 18.00 18.50
m/z 55.00 75.32%
43.0
5000
129.0
1710 2140
0 1‘41‘0‘\‘ UJ ‘u‘n‘ u‘“ ‘uhh‘ ‘\H“L ‘m“‘ N ‘m‘ “\ : \ - “\ : — — —
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57773.D

Acqg On : 20 Jun 2023 12:47
Operator : CG/JU

Sample : 03262-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 11H-Benzo[b]fluorene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.204 2.49 ng 105983  Chrysene-di12 21.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 76
Abundance Scan 2913 (20.204 min): BG057773 D\data.ms (-2904) (- | m/z 216.05 100.00%
216.
5000 /\
e s
43.0 153.0 . .
2 1303 1 355.1
ol e w‘\u ‘ g el f"? N m/z 215.00  85.08%
m/z--> 50 100 150 200 250 300 350
Abundance #94576: 11H-Benzol[b]fluorene
216.0
5000
20 00 20 50
108.0 ITI/Z 213.00 26.90%
57.0 ‘“ 163.0 | H
O\\\\‘\\\\‘\\\‘\‘\“\\h\‘\M\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0 A
Lo Ll
20.00 20.50
5000 m/z 217.00 14.93%
95.0
BT S AT U —
m/z--> 50 100 150 200 250 300 350
Abundance #94575: 11H-Benzo[a]fluorene !
216.0 20 00 20 50
m/z 107.60  14.12%
5000
108.0
. 163.0
o‘m_m”"HH_‘wk‘u“”_”w””_ LW
m/z--> 50 100 150 200 250 300 350 20 00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57773.D

Acqg On : 20 Jun 2023 12:47
Operator : CG/JU

Sample : 03262-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Heptafluorobutyric acid, pe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.209 4.99 ng 211896  Chrysene-di12 21.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91

5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 91

Abundance Scan 3084 (21.209 min): BG057773.D\data.ms (-3077) (- | m/z 57.00 100.00%
57.0

111 L/FM

e e
225 9 2100 2150
812 282.
L h uh \‘\ ol L, 8”(‘)”‘”‘””‘”‘ m/z 55.00 91.92%

m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0

5000 — .
21.00 21.50

m/z 43.00 77.87%
“\\\

169.0
oL ol 280 4060
m/z--> 50 100 150 200 250 300 350 400
Abundance #321013: Heptafluorobutyric acid, hexadecyl ester
57.0

T T
21.00 21.50

5000 m/z 69.00 63.98%

11.0
2240
oL LLLLLLL L0 22009600z,
m/z--> 50 100 150 200 250 300 350 400

Abundance #282680: Pentafluoropropionic acid, pentadecy! ester T —
57.0 21.00 21.50
m/z 83.00 61.87%

0 \\‘ th% 55.0 210.0255,0 356.0

: T
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

5000

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062023\
Data File : BG®57773.D

Acqg On : 20 Jun 2023 12:47
Operator : CG/JU

Sample : 03262-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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-... 5.034 8.1 ng 121156 1 7.925 298675 20.0
Benzophenone 15.915 2.7 ng 76322 3 14.558 562084 20.0
n-Hexadecanoic ... 18.189 6.8 ng 231105 4 17.302 679453 20.0
11H-Benzo[b]flu... 20.204 2.5 ng 105983 5 21.556 850057 20.0
Heptafluorobuty... 21.209 5.0 ng 211896 5 21.556 850057 20.0
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