LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139138.D

Acqg On : 23 Aug 2024 10:42
Operator : RC/JU

Sample : PB162917BL

Misc :

ALS vial : 3  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-BF082024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF139138.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.269 21 30 36 rvB 65386 106136 2.25% 0.403%
2 5.140 508 518 527 rBV 129940 213934 4.53% 0.813%
3 5.528 577 584 589 rBV 2307030 3296800 69.79% 12.532%
4 6.522 746 753 759 rBV 2222655 3337973 70.66% 12.688%
5 6.898 812 817 822 rBV 579952 717383 15.19% 2.727%

6 7.457 905 912 917 rBV 1556102 2185057 46.25%  8.306%
7 8.181 1028 1035 1040 rBV 707633 932475 19.74%  3.545%
8 9.257 1211 1218 1223 rBV 2924251 3937902 83.36% 14.969%
9 9.933 1327 1333 1338 rBVY 891848 1106636 23.43% 4.207%
10 10.722 1460 1467 1472 rBV 2047151 2683300 56.80% 10.200%

11 11.422 1580 1586 1591 rBV 952127 1191150 25.21%
12 13.010 1850 1856 1861 rBV 3500259 4724074 100.00% 17.957%

IN
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13 14.057 2029 2034 2043 rBV 771356 986673 20.89% 3.751%
14 15.539 2279 2286 2291 rBV 397426 606464 12.84% 2.305%
15 15.586 2291 2294 2303 rVB 35193 51338 1.09% 0.195%
16 16.033 2365 2370 2377 rBV 30945 50175 1.06% 0.191%
17 16.557 2453 2459 2466 rBV 30917 62353 1.32% 0.237%
18 17.174 2557 2564 2570 rBV 26284 65055 1.38% 0.247%
19 17.898 2680 2687 2695 rVB2 19525 52495 1.11% 0.200%
Sum of corrected areas: 26307373
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Aug 2024 10:42
: RC/JU
: PB162917BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
BF139138.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139138.D

Acqg On : 23 Aug 2024 10:42
Operator : RC/JU

Sample : PB162917BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 2
R.T. EstConc Area Relative to ISTD R.T.
2.269 2.96 ng 106136 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 25
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 25
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance  Scan 30 (2.269 min): BF139138.D\data.ms (-21) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.1 87.1

220 240 260
e L m/z 43,05 42.94%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
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o
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43.0 220 240 260
550 87.0 m/z 55.10  27.70%
29.0 ‘
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Abundance #15768: 2,2,4-Trimethyl-3-pentanol
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T R R
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Abundance #5032: 3-Pentanol, 3-methyl- R B ammanae
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m/z 41.05 12.97%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139138.D

Acqg On : 23 Aug 2024 10:42
Operator : RC/JU

Sample : PB162917BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 1
R.T. EstConc Area Relative to ISTD R.T.
5.140 5.96 ng 213934 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 518 (5.140 min): BF139138.D\data.ms (-508) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 0505505k
b w0 ]
-t m/z 59.10 56.65%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R IR R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.62%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e
4.80 5.00 5.20 5.40
5000 410 m/z 58.10 15.48%
126.0
b L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4153: 1-Propen-2-ol, acetate e e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.76%
5000
15.0 720 100.0 A
o — B \““1 A - T A A A
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139138.D

Acqg On : 23 Aug 2024 10:42
Operator : RC/JU

Sample : PB162917BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.557 2.06 ng 62353  Perylene-di12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Hentriacontane 437 C31He64 000630-04-6 87
Abundance Scan 2459 (16.557 min): BF139138.D\data.ms (-2453) (- m/z 57.05 100.00%
57.0
e hkmh,J\NMJ\\WNNKAJV
T \
LS ors e
0 “‘me”m“MW“u\uu‘M“““‘u“““““ m/z 43.10 63.77%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
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5000 —— :
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m/z 71.05 63.60%
\L

\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
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Abundance #298427: Octacosane
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\ \
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5000 m/z 85.10 46.50%
ol ‘M“\J141018302250 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350 \
Abundance #194590: Heneicosane nowianl an Tﬂf\fm
57.0 16.50

41.0
o150 | ] M 141918302250 2060 |
m/z--> 50 100 150 200 250 300 350 16.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\

BF139138.D
: 23 Aug 2024 10:42
: RC/JU
PB162917BL
: 3  Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Eicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.174 2.15 ng 65055  Perylene-di12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Hentriacontane 437 C31H64 000630-04-6 81
3 Heneicosane 296 C21H44 000629-94-7 76
4 Tetracosane 338 C24H50 000646-31-1 76
5 Heptacosane 380 C27H56 000593-49-7 74

Abundance Scan 2564 (17.174 min): BF139138.D\data.ms (-2557) (- m/z 57.10 100.00%
57.1
—— —
‘ ‘ lnl3 1 1789 2671 3602 17.00 17.50
0 ‘HkpuLW WWJJ"w‘“““‘Mww““‘J‘H““‘ m/z 71.18  64.83%
miz--> 50 100 150 200 250 300 350 400
Abundance #176385: Eicosane
57.0
5000 — =
17.00 17.50
m/z 43.10 63.20%
L | I3130 1600 2250 2620
O\\\‘“\\\\“’\“‘\ﬂ\‘l“\‘\\‘\"\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
—— —
17.00 17.50
5000 ITI/Z 85.10 53.89%
0 uh\ \‘h]\.] h h\ | \6\9 \0 il 2\2‘\5 .0 L ‘30‘90 3650 437'
AR B o T R e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane A ﬁ“f\fﬁﬂ AQann
57.0 17.00 17.50
m/z 55.00 26.19%
o v*\ﬁwJV“nf/\wfmvaVU”\
o‘J,lx169°,225°296° — —
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139138.D

Acqg On : 23 Aug 2024 10:42
Operator : RC/JU

Sample : PB162917BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.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... 2.269 3.0 ng 106136 1 6.898 717383 20.0
2-Pentanone, 4-... 5.140 6.0 ng 213934 1 6.898 717383 20.0
Hexacosane 16.557 2.1 ng 62353 6 15.539 606464 20.0
Eicosane 17.174 2.1 ng 65055 6 15.539 606464 20.0
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