LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100722\
Data File : BF130586.D

Acqg On : 07 Oct 2022 21:24
Operator : CG\JU

Sample : N5046-06

Misc :

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_ F\Methods\8270-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130586.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.787 454 459 472 rVB 402150 525209 29.99% 4.149%
2 5.216 528 532 552 rBv 1783038 1664539 95.04% 13.149%
3 5.616 597 600 610 rVB 33448 34457 1.97% 0.272%
4 6.257 705 709 712 rBV 1736164 1522944 86.96% 12.030%
5 6.610 766 769 773 rBV 526846 433246 24.74% 3.422%
6 7.181 862 866 869 rBV 1272152 1014343 57.92% 8.013%
7 7.833 972 977 984 rBV3 13658 43639  2.49% 0.345%
8 7.892 984 987 1004 rVB 658303 534554 30.52% 4.223%
9 8.969 1166 1170 1173 rBV 2188121 1751342 100.00% 13.835%
10 9.639 1281 1284 1288 rBV 562184 478457 27.32% 3.780%
11 10.427 1414 1418 1430 rVB 1103760 942893 53.84% 7.448%
12 10.621 1448 1451 1454 rBV 18857 24264 1.39% 0.192%
13 11.121 1532 1536 1539 rBV 561140 438237 25.02% 3.462%
14 11.663 1624 1628 1632 rBv4 18858 25170 1.44%  0.199%
15 12.227 1718 1724 1727 rBV6 22759 23626 1.35% 0.187%
16 12.327 1737 1741 1745 rBV 37672 31636 1.81% 0.250%
17 12.557 1775 1780 1783 rBV 41597 44206  2.52% ©0.349%

18 12.704 1801 1805 1809 rBV 1839667 1708169 97.53% 13.494%

19 13.751 1977 1983 1986 rBV 621976 588961 33.63% 4.652%
20 13.774 1986 1987 1993 rVB 41345 43993 2.51% 0.348%
21 13.927 2010 2013 2016 rVB2 22541 21901 1.25% 0.173%
22 14.233 2062 2065 2068 rBV 30845 26465 1.51% 0.209%
23 14.527 2112 2115 2124 rBV2 32026 41105 2.35% 0.325%
24 14.751 2150 2153 2161 rVB 29675 45494 2.60% 0.359%
25 14.827 2164 2166 2170 rVB 37068 32987 1.88% 0.261%
26 15.080 2206 2209 2214 rVB 24736 29350 1.68% 0.232%
27 15.133 2214 2218 2222 rBV 427565 485414 27.72% 3.834%
28 15.551 2285 2289 2292 rBV 38340 50833 2.90% 0.402%
29 15.992 2360 2364 2371 rVB3 29926 51736 2.95% 0.409%
Sum of corrected areas: 12659170
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100722\
Data File : BF130586.D

Acqg On : @07 Oct 2022 21:24
Operator : CG\JU

Sample : N5046-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF130586.D\data.ms
2000000
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1500000
7.181
1000000
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Abundance TIC: BF130586.D\data.ms
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Abundance TIC: BF130586.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100722\
Data File : BF130586.D

Acqg On : @07 Oct 2022 21:24

Operator : CG\JU

Sample : N5046-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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.
4.787  24.25 ng 525209 1,4-Dichlorobenzene-d4 6.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 459 (4.787 min): BF130586.D\data.ms (-454) (-) m/z 43.00 100.00%
43.0
59.1
5000
101'1 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
‘ 83.0 4.40 4.60 4.80 5.00 5.20
) U )| M AN & RS m/z 59.10  63.02%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L AL I
59.0 4.40 4.60 4.80 5.00 5.20
m/z 101.10 24.41%
0 27\\\ Ll | 830 1010
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R R ERERE
4.40 4.60 4.80 5.00 5.20
5000 41.0 ITI z 58.10 15.53%
126.0
b L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime R R ‘ P
43.0 4.40 4.60 4.80 5.00 5.20
m/z 41.05 8.87%
5000
101.0
15.0 ‘
ol il 00840 e
m/z--> 20 40 60 80 100 120 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100722\
Data File : BF130586.D

Acqg On : @07 Oct 2022 21:24
Operator : CG\JU

Sample : N5046-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.551 2.09 ng 50833  Perylene-d12 15.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 72
3 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 72
4 Tetratetracontane 619 C44H90 007098-22-8 58
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 53
Abundance Scan 2289 (15.551 min): BF130586.D\data.ms (-2285) (- m/z 57.05 100.00%
57.0
5000 M
99.0 —— :
ol— ‘\m uh‘” M“ H\ \%4% q “]‘_“8‘%‘1 \‘%‘29 ‘1‘i iy \‘uu‘\ﬁﬂ\zwo\‘ \\\?"4.? 1 ITI/Z 71.10 71.04%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 —
15.50
99.0 m/z 43.10 66.98%
ol LLLL L 1 0250 220
miz--> 50 100 150 200 250 300 350
Abundance #176396: Nonadecane, 9-methyl-
57.0
T \
15.50
5000 m/z 85.00 55.64%
99.0 140.0
o LLLiliL ) 1s0z0zzo
m/z--> 50 100 150 200 250 300 350
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester —— ‘
43.0 15.50
m/z 55.10 28.56%
5000 85.0 WM
‘H M 125.0 1820
om‘m‘w e e e
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100722\
Data File : BF130586.D

Acqg On : @07 Oct 2022 21:24
Operator : CG\JU

Sample : N5046-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Heptacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.992 2.13 ng 51736  Perylene-d12 15.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Eicosane 282 C20H42 000112-95-8 64
3 Nonadecane 268 C19H40 000629-92-5 64
4 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 52
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 52
Abundance Scan 2364 (15.992 min): BF130586.D\data.ms (-2360) (- m/z 57.10 100.00%
57.1
5000 m
9.0
‘ ‘ ‘ ‘ 1 207.0  269.0 315.2355.9 16.00
o) m— \“ \‘\ ‘\HH\H \\‘\ \‘u iyl g |‘HI“ \‘Hu In \‘ ‘\HH‘ \‘H‘H\i \‘un\\ by ‘\H‘H‘ H\ \’ L m/Z 71.10 70.71%
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 L
16.00
m/z 43.10 53.68%
0 LS. q wL\ uh\ u\w H h }4% 9]\'83 9?25 0267.0 309.0 380(
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
——
16.00
5000 m/z 85.05 42.44%
e L o e S S e
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane —
57.0 16.00
m/z 41.00  25.56%
o MMM
oL || |07 1410183 0225,0 2080
L L e L A A S SO ——
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100722\
Data File : BF130586.D

Acqg On : @7 Oct 2022 21:24
Operator : CG\JU

Sample : N5046-06

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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-... 4.787 24.3 ng 525209 1 6.610 433246 20.0
Eicosane 15.551 2.1 ng 50833 6 15.133 485414 20.0
Heptacosane 15.992 2.1 ng 51736 6 15.133 485414 20.0
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