LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0@8403.D

Acqg On : 14 Dec 2021 20:47
Operator : CG/JU

Sample : M5017-29

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_ P\Methods\8270E-BP121421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@840©3.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.875 316 321 338 rVB 270414 390071 12.42%  2.540%
2 5.346 395 401 421 rBV 1013532 1585974 50.51% 10.327%
3 6.940 666 672 695 rBV 824136 1538004 48.98% 10.014%
4 7.746 803 809 820 rBV 209437 342892 10.92%  2.233%
5 8.911 998 1007 1029 rBV 547716 1004417 31.99% 6.540%

6 10.540 1277 1284 1304 rBV 243674 444518 14.16%  2.894%
7 13.016 1698 1705 1719 rBV 1368584 1990052 63.37% 12.958%
8 14.398 1932 1940 1954 rBV 345259 539320 17.17% 3.512%
9 15.898 2189 2195 2213 rBV 965995 1557366 49.60% 10.140%
10 17.163 2403 2410 2420 rBV 403508 640728 20.40% 4.172%

11 18.063 2559 2563 2571 rBV3 33016 58519 1.86% ©.381%
12 19.733 2842 2847 2858 rBV 2731137 3140152 100.00% 20.446%

13 20.975 3055 3058 3065 rBV2 145484 198489 6.32%  1.292%
14 21.269 3103 3108 3114 rBV 636717 883015 28.12% 5.750%
15 23.633 3505 3510 3527 rVB2 465507 1044424 33.26% 6.801%

Sum of corrected areas: 15357941
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 14 Dec 2021 20:47
: CG/IU
: M5017-29

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
BP008403.D

: 15  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BP008403.D\data.ms

5.346
6.940

8.911

4.875 7.746 10.540

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP008403.D\data.ms
19.733

13.016

15.898

14.398 17.163

18.063

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

0

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP008403.D\data.ms

21.269 23.633

20.975

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270E-BP121421.M Fri Dec 17 16:46:49 2021 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0O@8403.D

Acqg On : 14 Dec 2021 20:47
Operator : CG/JU

Sample : M5017-29

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.875 22.75 ng 390071 1,4-Dichlorobenzene-d4 7.746

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 321 (4.875 min): BP008403.D\data.ms (-316) (-) m/z 43.00 100.00%

43.0
5000
101.1

4.60 4.80 5.00 5.20

Obdhib il 2078 28193411 4290 5172  m/z 59.10  66.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L I LN L L
4.60 4.80 5.00 5.20
101.0 m/z 101.10 24.75%
0‘\\\“\‘ \\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R e
460480500520
O.MHM,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester “W“‘W“‘W“‘W“‘
59.0 4.60 4.80 5.00 5.20

m/z 41.05 9.62%

5000
’ 126.0
0 Al 1

‘\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0O@8403.D

Acqg On : 14 Dec 2021 20:47
Operator : CG/JU

Sample : M5017-29

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Cyclotetracosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.975 4.50 ng 198489  Chrysene-di12 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 98
2 9-Tricosene, (Z)- 322 C23H46 027519-02-4 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 3058 (20.975 min): BP008403.D\data.ms (-3055) (-  m/z 57.10 100.00%
7.1

5000 MJ\/MV/\
d e 21.00
209.1 281.0 :
oH\‘mJ_\“Humua‘m‘_"W?f‘ﬁ‘o‘“““‘39‘1‘4‘?9_1?4‘?“ m/z 55.05  85.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 T
21.00
m/z 43.10 80.20%
ik
Oz\d\-\‘\‘\\\‘\\‘\\\“‘I\‘I\\"\"“9\“(\)‘\ilz\z?\(‘)¥\\‘L‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227237: 9-Tricosene, (2)-
55.0
——
21.00
5000 ITI/Z 83.10 79.38%
125.0
322.0
ol 2820 2620
R A T o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene —
57.0 21.00
m/z 97.05 72.01%
5000
125.0
oLl ”“ ‘ 182.0 2920 364.0
““‘H“H“H‘w"H“H“H“_“w“u“u“u“_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP©0@8403.D

Acqg On : 14 Dec 2021 20:47
Operator : CG/JU

Sample : M5017-29

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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-... 4.875 22.8 ng 390071 1 7.746 342892 20.0
Cyclotetracosane 20.975 4.5 ng 198489 5 21.269 883015 20.0
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