LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55635.D

Acqg On : 15 Nov 2022 23:54

Operator : CG/JU

Sample : N5431-02 :

Misc : 20221176-COMP-11-MODIFIED-ELUTRIATE

ALS Vvial : 13  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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55635.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.689 232 238 245 rBV 17182 27404 1.07% 0.241%
2 5.306 338 343 350 rBv 47445 72961 2.86% 0.642%
3 5.782 417 424 435 rVB 288200 454707 17.83% 4.003%
4 7.392 690 698 707 rBV 211025 372748 14.62%  3.281%
5 8.256 837 845 852 rBV 134241 226810 8.90%  1.997%

6 9.425 1036 1044 1053 rVB 334367 597275 23.42% 5.258%
7 11.088 1319 1327 1334 rBV 182101 335347 13.15% 2.952%
8 13.502 1729 1738 1747 rBV 947658 1431637 56.15% 12.603%
9 14.877 1965 1972 1981 rVB 328150 511075 20.04% 4.499%
10 16.358 2217 2224 2240 rBV 886291 1388902 54.47% 12.226%

11 17.621 2431 2439 2447 rBV 450252 708809 27.80%  6.240%
12 18.256 2543 2547 2552 rVB 33516 41700 1.64% 0.367%
13 18.479 2580 2585 2596 rBV 253808 384776 15.09%  3.387%
14 19.413 2741 2744 2749 rVB2 24962 28178 1.11% ©0.248%
15 19.619 2771 2779 2790 rBV2 16348 48219 1.89% 0.424%

16 19.736 2795 2799 2806 rBV 84143 137473 5.39%
17 20.206 2873 2879 2885 rBV 1991995 2549770 100.00% 22.
18 21.534 3099 3105 3125 rBv4 90834 374608 14.69%
19 21.916 3163 3170 3180 rVB2 466065 785327 30.80%
20 23.679 3466 3470 3480 rVB3 34263 74007 2.90%
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21 25.330 3741 3751 3762 rVB2 272073 808089 31.69% 7.114%

Sum of corrected areas: 11359822
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55635.D

Acq On : 15 Nov 2022 23:54

Operator : CG/JU

Sample : N5431-02 :

Misc : 20221176-COMP-11-MODIFIED-ELUTRIATE

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance :
s TIC: BG055635.D\data.ms
1500000
1000000
500000
5.782 9.425
7.392 6.256 11.088
4.689 5306
O \‘\\\\‘\\\\‘\A\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055635.D\data.ms
2000000 20.006
1500000
10000001 13.502 16.358
500000 17.621 21.916
14.877
18.479
21.534
18.JZ§L 19.4&‘.%7936
O L e o e B s ey L A o B LA B B e B
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 :
s TIC: BG055635.D\data.ms
1500000
1000000
500000
25.330
23.679
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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55635.D

Acq On : 15 Nov 2022 23:54

Operator : CG/JU

Sample : N5431-02 :

Misc : 20221176-COMP-11-MODIFIED-ELUTRIATE

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 3-Penten-2-one, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.689 2.42 ng 27404  1,4-Dichlorobenzene-d4 8.256

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 238 (4.689 min): BG055635.D\data.ms (-232) (-) m/z 55.00 100.00%
55.0 83.0
5000 43.0
98.0
‘ 4.40 4.60 4.80 5.00
S 1T IRV | PN m/z 83.00 92.68%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 L B R B L L LR
29.0 98.0 4.40 4.60 4.80 5.00
m/z 43.00 46.03%
15.0
‘ | i H‘ | 670 |
O\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘{\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3567: 3-Hexen-2-one
83.0
55.0
 AAEmaaEE
43.0 4.40 4.60 4.80 5.00
5000 m/z 98.00 31.09%
29.0
98.0
\‘ \‘\‘\ H‘ | 69.0 |
Ot et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- e RRRREEEE T
55.0 83.0 4.40 4.60 4.80 5.00
m/z 39.00 30.10%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 H“HL“HlJM“w1“qwik“uhhu“pﬁ“_“q“‘
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55635.D

Acq On : 15 Nov 2022 23:54

Operator : CG/JU

Sample : N5431-02 :

Misc : 20221176-COMP-11-MODIFIED-ELUTRIATE

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.306 6.43 ng 72961  1,4-Dichlorobenzene-d4 8.256

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Acetone 58 C3H60 000067-64-1 12
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
Abundance Scan 343 (5.306 min): BG055635.D\data.ms (-338) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 S50 50540560
| | 831 | 0D 020 940080
o+ttt e e m/z 59.00 55.18%
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 B R I B |
59.0 5.00 5.20 5.40 5.60
150 1010 m/z 101.00 17.66%
O\\\‘\\‘\.\‘\\\?“]I\.(\)\\“H{\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn-
59.0
R AREEME R
21.0 5.00 5.20 5.40 5.60
5000 m/z 58.00 16.89%
86.0
0 rrrprrreprrrrprrrr e BB b IR0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate O RRAREE e
43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.75%
5000
58.0
0 15\0 2?0 LIl . 72\.0 109'0
LA B o R
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\BG111522\
Data File : BG@55635.D

Acq On : 15 Nov 2022 23:54

Operator : CG/JU

Sample : N5431-02 :

Misc : 20221176-COMP-11-MODIFIED-ELUTRIATE

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.479 10.86 ng 384776  Phenanthrene-di0 17.621
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 70
Abundance Scan 2585 (18.479 min): BG055635.D\data.ms (-2580) (- | m/z 72.95 100.00%
43.0 |73.0
5000
129.1
| 157.1185.1 256.1 18.50
— m/z 60.00  95.72%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 R
129.0 18.50
213.0 m/z 43.05 93.36%
‘ H (ﬂ 157 0185.0 ‘
O ]\-ﬁl‘o\\‘l\ T \H\H \M\‘\ ‘H\L \‘\““\ \H‘”h “\H\‘\ i ‘ T ‘ T \‘\ T ‘ \‘\ \M TTTT ‘ \‘\ TT ‘ TTT \“ T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
=
43.0 18.50
5000 129.0 m/z 57.05 75.46%
171.0
‘ 214.0
o AL
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid =
43.0 73.0 18.50
m/z 41.05 73.67%
5000 129.0
199.0
s e T
osol WAl WL A [0 1L, | S
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55635.D

Acq On : 15 Nov 2022 23:54

Operator : CG/JU

Sample : N5431-02 :

Misc 20221176-COMP-11-MODIFIED-ELUTRIATE

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.736 3.88 ng 137473 Phenanthrene-d10 17.621
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 Eicosane 282 C20H42 000112-95-8 56

Abundance Scan 2799 (19.736 min): BG055635.D\data.ms (-2795) (- | m/z 43.05 100.00%

43.0 73.0
5000 129.0
185.1 2411

. — —
‘ | ‘ 28‘4" 19.50 20.00
o) Eu— \‘ ‘\H ) m;‘d‘\wu‘\\u“ T ‘M L \‘ Wl REAT—. m/z 73.00 99.42%
m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 . —
19.50 20.00

284.C P
1850 5410 m/z 57.10  86.62%

oL ‘\“ L‘“\‘ [ w‘u‘\w b “u (- “‘ s
m/z--> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid
43.0 73.0

5000 129.0 m/z 59.95  83.84%
199.0 2420
0— H\\ ‘H‘u UM H;M‘\ ] \“‘ ‘1'?3"}0; “‘ R
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid ey s
60.0 19.50 20.00

5000 129.0
97.0 1710 2130 256.0
M H‘ W “H“‘\‘ Hhu\ ;‘H‘\‘ ul | ‘ ‘ ‘ ‘ | ‘ ‘

— —
miz--> 50 100 150 200 250 19.50 20.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55635.D

Acq On : 15 Nov 2022 23:54

Operator : CG/JU

Sample : N5431-02 :

Misc 20221176-COMP-11-MODIFIED-ELUTRIATE

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Pentacos-1-ene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.534 9.54 ng 374608 Chrysene-d12 21.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 94
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Cyclotetracosane 336 C24H48 000297-03-0 93
5 1-Hexacosene 364 C26H52 018835-33-1 91
Abundance Scan 3105 (21.534 min): BG055635.D\data.ms (-3099) (- | m/z 57.00 100.00%
57.0
5000
11.1
LN \
21.50
4.2 207.0 282.0
0Ly ”“M ‘“W‘“wv Mw“f‘uu““gﬁgp““‘ m/z 55.00 93.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
558.0
5000 —— :
11.0 21.50
m/z 43.00 84.67%
350.0
O\\“\“‘\ 670’2640
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
LN \
21.50
5000 m/z 83.05 79.21%
\
oL LALLLLL T 21202550 406!
m/z--> 50 100 150 200 250 300 350 400
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester T ‘
57.0 21.50
m/z 69.05 73.247%
h X ‘J\/\W
210.0
ol LLLLLL 3500 21002550 ase0 )
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\BG111522\
Data File : BG@55635.D

Acqg On : 15 Nov 2022 23:54

Operator : CG/JU

Sample : N5431-02 :

Misc : 20221176-COMP-11-MODIFIED-ELUTRIATE

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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|
3-Penten-2-one, ... 4.689 2.4 ng 27404 1 8.256 226810 20.0
2-Pentanone, 4-... 5.306 6.4 ng 72961 1 8.256 226810 20.0
n-Hexadecanoic ... 18.479 10.9 ng 384776 4 17.621 708809 20.0
Octadecanoic acid 19.736 3.9 ng 137473 4 17.621 708809 20.0
Pentacos-1-ene 21.534 9.5 ng 374608 5 21.916 785327 20.0
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