LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BGO55087.D

Acqg On : 6 Oct 2022 18:17
Operator : CG/JU

Sample : N5014-05

Misc :

ALS vial : 9 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-BG100322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55087.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.370 106 14 22 rBV 250530 379892 18.76%  3.963%
2 5.385 351 357 371 rVB 127063 209029 10.32% 2.181%
3 5.855 428 437 455 rBV 394819 651827 32.20% 6.800%
4 7.465 702 711 720 rBV 410097 708072 34.98% 7.386%
5 8.335 851 859 867 rBV 97379 165096 8.15% 1.722%

6 9.504 1049 1058 1066 rBV 239722 424674 20.98% 4.430%
7 11.167 1334 1341 1350 rBV 132353 234413 11.58%  2.445%
8 13.570 1744 1750 1759 rVB 701997 1057890 52.25% 11.036%
9 14.939 1975 1983 1990 rVB 244731 373384 18.44%  3.895%
10 16.414 2227 2234 2243 rBV 676277 1051149 51.92% 10.965%

11 17.677 2441 2449 2455 rBV 339843 522316 25.80%
12 18.529 2589 2594 2602 rBV2 66889 109638 5.42%
13 19.780 2803 2807 2819 rBv4 21687 43763 2.16%
14 20.250 2881 2887 2893 rBV 1564390 2024508 100.00% 2
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15 21.566 3106 3111 3125 rBV 66390 108585 5.36% 133%
16 21.837 3152 3157 3162 rVB3 12526 21657 1.07% 0.226%
17 21.966 3172 3179 3186 rBV 349721 594165 29.35% 6.198%
18 22.818 3319 3324 3334 rVB6 15097 36511 1.80% ©.381%
19 23.934 3508 3514 3526 rVB4 25834 56587 2.80% ©0.590%
20 24.434 3592 3599 3605 rBV2 22960 50756 2.51% ©.529%
21 24.492 3605 3609 3618 rVB8 15388 33820 1.67% ©.353%
22 25.415 3755 3766 3781 rVB2 198608 609504 30.11% 6.358%

23 26.719 3977 3988 3997 rVB5 37168 118819 5.87% 1.239%

Sum of corrected areas: 9586055
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
BGO55087.D

6 Oct 2022 18:17

: CG/IU

: N5014-065

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55087.D

Acqg On : 6 Oct 2022 18:17
Operator : CG/JU

Sample : N5014-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.370  46.02 ng 379892 1,4-Dichlorobenzene-d4 8.341

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 14 (3.370 min): BG055087.D\data.ms (-10) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 87.0
‘ ‘ 3.403.503.603.703.80
Obe e et el m/z 43,08 42.94%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 IERNEAARE R AR R R RN
43.0 3.403.503.603.703.80
590 87.0 m/z 55.00  29.16%
mo |
O\\‘\\\\‘\\\”“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
I RAananaaEaE R
40 55, 87.0 3.403.503.603.703.80
5000 ’ m/z 87.00 25.94%
29.0
150 ‘W\ ‘ ‘\ w
o+t e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8502: 2-Methyl-5-hexen-3-ol T
73.0 3.403.503.603.703.80
[ m/z 41.00 14.04%
43.0
5000
27.0
o 20 S N —
m/z--> 10 20 30 40 50 60 70 80 90 100 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55087.D

Acqg On : 6 Oct 2022 18:17
Operator : CG/JU

Sample : N5014-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.385 25.32 ng 209029 1,4-Dichlorobenzene-d4 8.341

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 27
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 357 (5.385 min): BG055087.D\data.ms (-351) (-) m/z 43.00 100.00%

43.0
5000 59.0 K
EEEERREEE SR
‘ 83.0 101.0 5.00 5.20 5.40 5.60 5.80
Obrrrrerr el bl i e M/Z 59.00 50.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L B R
59.0 5.00 5.20 5.40 5.60 5.80
m/z 101.00 16.04%
0 27\\\ Ll , 830 10%0
H‘\\H‘\H\‘H\I‘IH\‘\H\‘H\\‘HH’\H\‘HH‘\\H’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n- Propyl t-butyl ether
59.0
R ERman R
5.00 5.20 5.40 5.60 5.80
m/z 58.00 14.08%
5000 0 101.0
ol 140 L“ Ll 730 870 | 1179
R AERARas Ea e T e e L LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester ‘H“‘H“‘H“‘H“,u
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 9.56%
5000 57.0
29.0
101.0
Oty ‘\ SRARIRRARR \7SP T J AR
= H“‘H“H“‘H e e e “‘H‘H“_“W‘H‘,H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\BG100622\
Data File : BG@55087.D

Acqg On : 6 Oct 2022 18:17
Operator : CG/JU

Sample : N5014-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.529 4.20 ng 109638  Phenanthrene-di10 17.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 2594 (18.529 min): BG055087.D\data.ms (-2589) (- | m/z 43.00 100.00%

43.0 73.0
5000 129.0
. T T

0 ‘H‘\\HH”\\

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0

) 157.01g85213.0  256.0 :
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
Jal

1&50 |
5000 129.0 ITI/Z 41.00 71.65%
Lo e 70
0]\'5‘0\‘”\‘1“ ‘H!M‘W H\H‘H\H}\‘} ‘H‘“‘\{““\‘““i“‘“‘i““‘\““\“““\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109281: Tetradecanoic acid A —— ‘
73.0 18.50

m/z 57.00  65.90%

43.0
5000
129.0
185.0 228.0
“ ‘\ 1l ‘ H“ HM‘ ?H M‘\ i ‘1570 ‘ L ‘ ‘

O‘H‘H‘ﬂm‘ﬂ‘u"H‘M‘HMHH‘HHWNKWH‘W‘H‘_H‘_‘H‘

m/z--> 20 40 60 80 100120 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\BG100622\
Data File : BG@55087.D

Acqg On : 6 Oct 2022 18:17
Operator : CG/JU

Sample : N5014-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.566 3.66 ng 108585  Chrysene-di2 21.966
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
Abundance Scan 3111 (21.566 min): BG055087.D\data.ms (-3106) (- | m/z 55.00 100.00%
55.0
. JWF
11.0
LN
21.50
167.1 220.8
0l '2819, m/z 43.00  95.29%
miz--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 —— ‘
11.0 21.50
m/z 57.00  94.58%
ob AL, 1980, 20005200
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
T 7
21.50
5000 m/z 69.00 67 .64%
11.0
169.0
o AL 0 23000 s
m/z--> 50 100 150 200 250 300 350 400
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester 7 ‘
57.0 21.50
m/z 83.00 65.88%
5000 11.0 %NMNMMWMNjkquM\WMMM
210.0
ol L1 asa0%002s00  aseo i
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55087.D

Acqg On : 6 Oct 2022 18:17
Operator : CG/JU

Sample : N5014-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.719 3.90 ng 118819 Perylene-di2 25.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 2-Methyltetracosane 352 C25H52 001560-78-7 90
4 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 90
5 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 90

Abundance Scan 3988 (26.719 min): BG055087.D\data.ms (-3977) (- | m/z 57.00 100.00%

57.0
5000

—— —
41.1 26.50 27.00
ol—4 wh‘ u“‘u“‘“ LI 2112 2660 9839 4300 77.02%
mi/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — —
26.50 27.00

m/z 70.95 74.52%

L 010250 aeso sso
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-

57.0

T
26.50 27.00

5000 m/z 85.00 56.30%
ol | “\\ H | 141-0183.0225.0267.0300.0 3650
i “““ L e
m/z--> 50 100 150 200 250 300 350
Abundance #262014: 2-Methyltetracosane T —
57.0 26.50 27.00

m/z 54.95  26.39%

- VWMN’WW
“‘

oLl ‘H\ “M‘ 1410183.0225.0267.03090

T —
m/z--> 50 100 150 200 250 300 350 26.50 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55087.D

Acqg On : 6 Oct 2022 18:17
Operator : CG/JU

Sample : N5014-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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... 3.370 46.0 ng 379892 1 8.341 165096 20.0
2-Pentanone, 4-... 5.385 25.3 ng 209029 1 8.341 165096 20.0
n-Hexadecanoic ... 18.529 4.2 ng 109638 4 17.677 522316 20.0
Trifluoroacetox... 21.566 3.7 ng 108585 5 21.966 594165 20.0
Pentacosane 26.719 3.9 ng 118819 6 25.409 609504 20.0
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