LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010323\
Data File : BGO56194.D

Acqg On : 3 Jan 2023 20:26
Operator : CG/JU

Sample : N6248-12

Misc :

ALS Vvial : 14 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-BG122722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56194.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  3.367 7 13 26 rVB 139434 272058 10.12%  1.850%
2 5.382 348 356 363 rBv 130629 210053 7.82% 1.428%
3 5.864 429 438 448 rBvV 575812 940194 34.98% 6.393%
4 7.474 703 712 720 rBV 589567 1012888 37.69% 6.887%
5 8.343 853 860 867 rBB 183919 313180 11.65% 2.129%

6 9.512 1051 1059 1070 rBV 348130 624298 23.23%  4.245%
7 11.169 1332 1341 1350 rBV 240593 443644 16.51%  3.017%
8 13.578 1742 1751 1758 rBV 1259103 1934834 71.99% 13.156%
9 14.947 1977 1984 1991 rBV 447164 699512 26.03% 4.756%

10 16.287 2204 2212 2219 rBV 185665 274247 10.20%  1.865%
11 16.428 2229 2236 2244 rBV 879884 1362403 50.69% 9.264%
12 17.685 2442 2450 2455 rBV 573183 883092 32.86% 6.005%
13 17.726 2455 2457 2463 rVB 35280 42604 1.59% ©0.290%
14 18.414 2568 2574 2581 rBV9 13975 37897 1.41% 0.258%
15 18.525 2588 2593 2602 rBvV2 110361 166919 6.21% 1.135%
16 18.743 2624 2630 2634 rBV7 15693 38153 1.42% 0.259%
17 19.712 2790 2795 2800 rBV 119312 169155 6.29% 1.150%
18 19.783 2800 2807 2814 rBV 32266 66201 2.46%  ©.450%
19 20.076 2846 2857 2862 rBV 120841 226187 8.42% 1.538%
20 20.259 2882 2888 2893 rBV 2064927 2687730 100.00% 18.275%

21 21.563 3106 3110 3119 rVB4 80062 141053 5.25%
22 21.980 3173 3181 3187 rBV 541355 1052047 39.14%
23 22.027 3187 3189 3196 rVB 53431 80461 2.99%
24 24.342 3576 3583 3588 rBV2 44278 122487  4.56%
25 25.447 3762 3771 3781 rVB2 296676 905636 33.70%
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Sum of corrected areas: 14706933
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010323\
Data File : BGO56194.D

Acq On : 3 Jan 2023 20:26
Operator : CG/JU

Sample : N6248-12

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG056194.D\data.ms
2000000
1500000
1000000
5.864 7.474
500000
9.512
11.169
367 5.382 8.343
O \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG056194.D\data.ms
D
2000000 20.259
1500000
13.578
1000000 16.428
17.685 21.980
500000 14.947
16.2 18.525 19.7120.074 21.56327/027
o 17726  18.418.743 /83
I L e B e e e L e e B B B A A A A
Time--> 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: BG056194.D\data.ms
2000000
1500000
1000000
500000 25 447
24.342
e e e e e e e e e
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
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\BG010323\
Data File : BGO56194.D

Acq On : 3 Jan 2023 20:26
Operator : CG/JU

Sample : N6248-12

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.367 17.37 ng 272058 1,4-Dichlorobenzene-d4 8.343

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 9
5 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 9

Abundance  Scan 13 (3.367 min): BG056194.D\data.ms (-7) (-) m/z 73.00 100.00%

5000
43.0 R RRERE e A na
‘ ‘ ) 3.403.503.603.703.80
Obereprrrtbrb b 2194 mjz 87.00  27.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN EAREN AR RN RN R
43.0 3.403.503.603.703.80
' m/z 43.00 16.69%
O\H‘\‘\“\\‘[“\‘H\H‘H‘\‘\[HH‘HH‘HH‘HH‘HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R NRARERERRESEIE
3.403.503.603.703.80
5000 41.0 m/z 55.00 12.66%
obrd b M 220 e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2248: Silane, tetramethyl- e
73.0 3.403.503.603.703.80
m/z 71.00 11.90%
5000
43.0
0‘ﬂ_hwuuwHﬁ_Hw‘HWHH_HW‘HWHH_HW‘HWHH_HWH R MIRARswEEEEsEas
m/z--> 20 40 60 80 100120140160180200220240260280 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010323\
Data File : BGO56194.D

Acq On : 3 Jan 2023 20:26
Operator : CG/JU

Sample : N6248-12

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.382 13.41 ng 210053 1,4-Dichlorobenzene-d4 8.343

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 35
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 32
4 Guanidine 59 CH5N3 000113-00-8 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
Abundance Scan 356 (5.382 min): BG056194.D\data.ms (-348) (-) m/z 59.00 100.00%
59.0
430 101.0
5000
T
83.0 5.00 5.20 5.40 5.60 5.80
Ob e el et TEL L miz 43.08 79.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L B L LA L B R
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.00  72.59%
Sl 0 83\'0
O \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5056: Propane, 1-ethoxy-2-methyl-
31.0 59.0
A Ra
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.00 20.67%
g
73.0 102.0
S A A P el 1 £ Ml
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4871: 3-Hydroxy-3-methyl-2-butanone e EARmEES S
59.0 5.00 5.20 5.40 5.60 5.80
m/z 39.00 11.30%
5000 43.0
31.0
0 150 I ‘ | “ | 87\0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010323\
Data File : BGO56194.D

Acq On : 3 Jan 2023 20:26
Operator : CG/JU

Sample : N6248-12

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.287 7.84 ng 274247  Acenaphthene-di0 14.947
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 91
2 2,4,6-Trimethoxytoluene 182 C10H1403 014107-97-2 46
3 3,4-Dimethoxy-5-hydroxybenzaldehyde 182 C9H1004 029865-90-5 43
4 3,3'-Dimethylbiphenyl 182 C14H14 000612-75-9 43
5 3-Aminocarbazole 182 C12H1ON2 006377-12-4 38
Abundance Scan 2212 (16.287 min): BG056194.D\data.ms (-2204) (- | m/z 105.00 100.00%
105.0 182.0
5000
o0 16.00 16.50
152.0 : :
) SRS N R i L 2867 2904 Tns7 182,00 81.84%
miz--> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 —r ——
16.00 16.50
51.0 m/z 77.00  66.81%
| 152.0
O T T ‘\ ‘\ ‘ T \“M\ 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 #56417: 2,4,6-Trimethoxytoluene
182.0
—— —
16.00 16.50
5000 m/z 51.00 18.09%
151.0
h5.0 69.0 109. | ‘ ‘
0 " \‘H imw“u‘\‘ ‘H“ ‘Lm" u“ UH“\H\‘ ’\\“u\‘ “‘ T
miz--> 50 100 150 200 250
Abundance #57552: 3,4-Dimethoxy-5-hydroxybenzaldehyde —— A
182.0 16.00 16.50
m/z 180.90  14.447%
5000
39.0
‘ 96.0 1390
AT W e A I N (PO
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010323\
Data File : BGO56194.D

Acq On : 3 Jan 2023 20:26
Operator : CG/JU

Sample : N6248-12

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.525 3.78 ng 166919  Phenanthrene-di0 17.685
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 83
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 78
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 43
Abundance Scan 2593 (18.525 min): BG056194.D\data.ms (-2588) (- | m/z 72.95 100.00%
73.0
5000 128.9 213.1
41.0
1 \
) 18.50
0b— h“p““”!‘ T m/z 60.00  49.16%
miz--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid
73.0
5000
430 120.0 18.50
171.0 214.0 m/z 128.95 46.81%
O . \‘ ‘\“ ‘n‘\‘ 1l ‘ ‘h\‘\‘\} ‘\ ‘m‘ “\ “‘ ‘ “\‘ T
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
18.50
5000 41,0 m/z 213.10 46.39%
129.0
185.0 228.0
0 — “‘ ‘H‘\‘ ‘Hm‘ M‘H‘L {M‘\‘H} “ i \‘ \u“ “\‘ \‘ — ‘\‘ T
miz--> 50 100 150 200 250
Abundance #75718: Dodecanoic acid
73.0 18.50
m/z 70.95 41.63%
5000
129.0
g 1 9 P i
I 1 T
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010323\
Data File : BGO56194.D

Acq On : 3 Jan 2023 20:26
Operator : CG/JU

Sample : N6248-12

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.563 2.68 ng 141053  Chrysene-d12 21.980
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 93
2 3-Octadecene, (E)- 252 C18H36 007206-19-1 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 Eicosyl methyl ether 312 C21H440 1000406-29-4 83
Abundance Scan 3110 (21.563 min): BG056194.D\data.ms (-3106) (- | m/z 83.00 100.00%
83.0
o wwmnmﬂumewﬁkthvwvawx
{ : ko
9.0 251.9 . :
195.1 332.2 468.3 .
O‘H\‘1WNW&WMUMWWMWWWWWMNMWNJ\wwm\‘m\w$?a m/z 97.00 90.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155961: 1-Nonadecene
97.0
41,
5000 —— ‘
21.50
m/z 69.00 78.51%
0 J\ L ‘ ‘\1;??-‘0210.0266.0
‘\\1‘11I‘T\\f[\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138525: 3-Octadecene, (E)-
69.0
L \
21.50
5000 m/z 71.00 47 .54%
5.0
0 \ Ayl \'J‘FJ\ 1 1820 25l20
et
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179253: n-Nonadecanol-1 T
83.0 21.50
m/z 111.00 46.91%
h MMJLM
024,.|Mﬁ-“o,238;0’ =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010323\
Data File : BGO56194.D

Acqg On : 3 Jan 2023 20:26
Operator : CG/JU

Sample : N6248-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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... 3.367 17.4 ng 272058 1 8.343 313180 20.0
2-Pentanone, 4-... 5.382 13.4 ng 210053 1 8.343 313180 20.0
Benzophenone 16.287 7.8 ng 274247 3 14.947 699512 20.0
Tridecanoic acid 18.525 3.8 ng 166919 4 17.685 883092 20.0
1-Nonadecene 21.563 2.7 ng 141053 5 21.980 1052050 20.0
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