LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56258.D

Acqg On : 11 Jan 2023 20:05
Operator : CG/JU

Sample : 01069-01

Misc :

ALS Vvial : 15 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: BGO56258.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.329 3 7 19 rVB 143238 212222 9.47%  1.998%
2 5.350 345 351 358 rBvV 102617 162002 7.23% 1.525%
3 5.832 426 433 444 rBV 435714 688587 30.73% 6.484%
4 7.448 697 708 717 rBV 436548 758278 33.84% 7.140%
5 8.312 848 855 863 rBV 113622 195720 8.73% 1.843%

6 9.487 1046 1055 1062 rBV 250931 442459 19.75% 4.166%
7 11.144 1329 1337 1345 rBV 149692 272919 12.18% 2.570%
8 13.553 1740 1747 1755 rBV 895711 1321311 58.97% 12.441%
9 14.927 1974 1981 1989 rVB 302354 476075 21.25% 4.483%
10 16.261 2200 2208 2215 rBV 52013 77678 3.47% ©.731%

11 16.402 2225 2232 2241 rBV 721621 1079587 48.18% 10.165%

12 17.660 2440 2446 2452 rBV 447009 674960 30.12% 6.355%
13 18.506 2585 2590 2598 rBv4 63504 104233 4.65% ©.981%
14 19.692 2787 2792 2798 rVB 19200 28493  1.27% ©0.268%
15 19.763 2798 2804 2809 rBV7 15762 30095 1.34% ©.283%

16 20.239 2879 2885 2890 rBV 1696857 2240730 100.00% 21.098%
17 20.903 2991 2998 3007 rBV 116042 170167 7.59%
18 21.537 3102 3106 3116 rVB3 47712 86971 3.88%
19 21.955 3170 3177 3184 rBV 448439 781530 34.88%
20 25.392 3752 3762 3775 rBV2 272998 816515 36.44%
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Sum of corrected areas: 10620532
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56258.D

Acq On : 11 Jan 2023 20:05
Operator : CG/JU

Sample : 01069-01

Misc

ALS Vial : 15 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: BG056258.D\data.ms
1600000

1400000
1200000
1000000

800000

600000
5.832 7.448
400000
9.487

200000329 8.312 11.144

5.350

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG056258.D\data.ms

1600000

20.239

1400000
1200000

1000000 13.553

800000 16.402

600000
17.660 21.955
400000 14.927
200000 20.903

16.2 18.506 1965963 wy
-t =M M e e e e e T
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: BG056258.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

25.392
200000

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\BG011123\
Data File : BG@56258.D

Acq On : 11 Jan 2023 20:05
Operator : CG/JU

Sample : 01069-01

Misc

ALS Vial : 15 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.
3.329 21.69 ng 212222  1,4-Dichlorobenzene-d4 8.312

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 9
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 7 (3.329 min): BG056258.D\data.ms (-3) (-) m/z 73.00 100.00%

3.0
5000
87.0
R ARRAREEEERE
43"0 71 3.403.503.603.70
0‘w‘H‘M‘H‘H‘MHm‘_ququ‘WLM‘_‘H‘H‘W‘H‘_‘H‘H m/z 87.00  28.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B L BRI R L
43.0 3.403.503.603.70
: 87.0 m/z 43.00 15.69%
29.0 LS ‘
O\\‘H\\’\\\“\“\\H“‘}\‘\\‘H\‘?’.(\)\\\“\}H‘\H\‘H\\’\\\\‘\\H‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2248: Silane, tetramethyl-
73.0
e ARREEEREREERES
3.403.503.603.70
5000 m/z 71.05 11.62%
45.0
0 15\.0 29\"0 ‘H 590 | 88.0
P e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9210: 1,3-Dioxolane, 2-propyl- R R RREREE e
73.0 3.403.503.603.70
m/z 54.95 11.52%
5000
45.0
0 ST _86.0 99.0 1150
AR R L A B e ALAR R R s  EAERmARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56258.D

Acq On : 11 Jan 2023 20:05
Operator : CG/JU

Sample : 01069-01

Misc

ALS Vial : 15 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.
5.350 16.55 ng 162002 1,4-Dichlorobenzene-d4 8.312

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-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 28
4 2-Octanol, 2,6-dimethyl- 158 C10H220 018479-57-7 23
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 17
Abundance Scan 351 (5.350 min): BG056258.D\data.ms (-345) (-) m/z 59.00 100.00%
43.0 59.0
101.0
5000
T
83.0 5.00 5.20 5.40 5.60
Ol il L L myz 43.e0 92.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B L B LA LR B
59.0 5.00 5.20 5.40 5.60
m/z 101.00 72.68%
O\\‘\\\\‘\\\ﬁ‘]l.(\)\”‘“\i\\‘\\‘}\‘\\\\‘\\\\?%\.o\\‘\\\l\()“]\n\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
T
5.00 5.20 5.40 5.60
5000 m/z 58.00 22.48%
“ || 730 g7 1020
Ol et e S e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 [\
Abundance #15687: 3-Hexanol, 4-ethyl- e A RRREE
59.0 5.00 5.20 5.40 5.60
m/z 39.00 10.73%
5000
41.0
29‘0 H ‘ 700 830 1010
S SN e N | O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56258.D

Acq On : 11 Jan 2023 20:05
Operator : CG/JU

Sample : 01069-01

Misc

ALS Vial : 15 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 4
R.T. EstConc Area Relative to ISTD R.T.
16.261 3.26 ng 77678  Acenaphthene-d1e0 14.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 91
2 Phenazine, 5,10-dihydro- 182 C12H1ON2 000613-32-1 52
3 1,1'-Biphenyl, 3,4'-dimethyl- 182 C14H14 007383-90-6 49
4 9H-Pyrido[3,4-b]indole, 1-methyl- 182 C12H1@N2 000486-84-0 49
5 4,4'-Dimethylbiphenyl 182 C14Hi4 000613-33-2 49
Abundance Scan 2208 (16.261 min): BG056258.D\data.ms (-2200) (- | m/z 105.00 100.00%
105.0
182.0
77.0
5000
50.9 1600 1650
151.9 ‘ 16.00 16.50
Ob e el 3269 T 2071y 182,00 77.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000 S0, .
182.0 16.00 16.50
51.0 m/z 77.08  67.83%
P I 12701520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56785: Phenazine, 5,10-dihydro-
182.0
—— A
16.00 16.50
5000 ITI/Z 180.90 19.49%
50.0 760 1020 1270 1530
0 e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57018: 1,1'-Biphenyl, 3,4'-dimethyl- LA L i MA Co
182.0 16.00 16.50
m/z 50.90 13.90%
5000
39.0 63.0 89.0 1150 152.0 ‘ ‘
Ottt e e S L -
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56258.D

Acq On : 11 Jan 2023 20:05
Operator : CG/JU

Sample : 01069-01

Misc

ALS Vial : 15 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 5
R.T. EstConc Area Relative to ISTD R.T.
18.506 3.09 ng 104233 Phenanthrene-d10 17.660
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 43
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 43
5 Undecanoic acid 186 C11H2202 000112-37-8 27

Abundance Scan 2590 (18.506 min): BG056258.D\data.ms (-2585) (- | m/z 73.00 100.00%

9.

5000
41.0

18.50
m/z 213.00  55.23%

o

S+—

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
5000 LTI TR
18.50
171.0

H 129.0 214.0 m/z 59.90 54.88%

‘\HJ\\Mml?h‘ ‘ I ‘ \ ‘

‘HH’HH T W‘HW\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid

T ‘ n\W\\ \t\ ‘
18.50
5000 129.0 m/z 71.80  45.23%
' 157.0 1850 213.0  256.0
o}

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

o

Abundance #126203: Pentadecanoic acid wh L e g
43.0 73.0 18.50
m/z 129.00 43.15%
5000 129.0
199.0 2420
10 o W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56258.D

Acq On : 11 Jan 2023 20:05

Operator : CG/JU

Sample : 01069-01

Misc

ALS vial : 15

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 5 9-Octadecenamide, (Z)- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
20.903 4.35 ng 170167 Chrysene-di12 21.954
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 70
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 52
3 Dodecanamide 199 C12H25NO 001120-16-7 50
4 9-Octadecenamide 281 C18H35NO 003322-62-1 46
5 Tetradecanamide 227 C14H29NO 000638-58-4 46

Abundance Scan 2998 (20.903 min): BG056258.D\data.ms (-2991) (- | m/z 72.00 100.00%
72.0
5000 ﬂ\A
2050  21.00
207.8 . .
ob— ‘M ‘\\ \‘ ‘Hh‘ "\ ‘\IMM.M ‘\‘H‘ ‘\‘\‘J ‘1.“\\‘2’6‘4‘ :‘l‘ — ‘3‘5‘(‘5 ‘9‘ - ‘4‘3‘1‘9 m/z 59.00 73.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174776: 9-Octadecenamide, (2)-
59.0
5000 — VA
20.50 21.00
‘ 126.0 m/z 55.00 34.05%
281.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #245085: 13-Docosenamide, (Z)-
59.0
20.50 21.00
5000 m/z 69.00 29.74%
126.0
3370
oL ‘H\ \ Loy, 1840 240000103570
m/z--> 0 100 150 200 250 300 350 400
Abundance #74753: Dodecanamide
59.0 20.50 21.00
m/z 41.00 24.21%
5000
1280
oL 00 s
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56258.D

Acq On : 11 Jan 2023 20:05
Operator : CG/JU

Sample : 01069-01

Misc

ALS Vial : 15 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 6 Trifluoroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.537 2.23 ng 86971  Chrysene-d12 21.954
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 87
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
3 Cyclopentadecane 210 C15H30 000295-48-7 86
4 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 74
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 72
Abundance Scan 3106 (21.537 min): BG056258.D\data.ms (-3102) (- | m/z 96.95 100.00%
97.0
5000| 43,
et VU ‘
| “ 1830 2009 2821 3415 430 2130
o114 S 'm/z 83.05 86.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #228955: Trifluoroacetic acid, pentadecy! ester
57.0
5000 11.0 Nttt Py
21.50
m/z 69.00  78.28%
O \\“\‘{““\‘ ‘\ ‘“ “‘\1\8\?\(‘)‘\\2\5“5\\0\?\’()‘6\\0\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecy! ester
57.0
LN i
21.50
m/z 57.00 68.23%
5000 110 /
0 W‘\M ‘\ 180 7380 pos0
m/z--> 50 100 150 200 250 300 350 400
Abundance #87654: Cyclopentadecane MWBMMWMWMm‘ ‘ ‘Wﬁﬂm”ﬁﬂ
55.0 21.50
m/z 71.00 63.33%
5000
} 11.0
210.0
o“, gl
m/z--> 50 100 150 200 250 300 350 400 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56258.D

Acqg On : 11 Jan 2023 20:05
Operator : CG/JU

Sample : 01069-01

Misc

ALS Vvial : 15 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... 3.329 21.7 ng 212222 1 8.312 195720 20.0
2-Pentanone, 4-... 5.350 16.6 ng 162002 1 8.312 195720 20.0
Benzophenone 16.261 3.3 ng 77678 3 14.928 476075 20.0
Tridecanoic acid 18.506 3.1 ng 104233 4 17.660 674960 20.0
9-Octadecenamid... 20.903 4.3 ng 170167 5 21.954 781530 20.0
Trifluoroacetic... 21.537 2.2 ng 86971 5 21.954 781530 20.0
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