LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111221\
Data File : BF126155.D

Acqg On : 12 Nov 2021 14:16
Operator : JU/CG

Sample : M4572-03

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_F\METHODS\8270-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126155.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.039 498 502 507 rBV 478286 506395  7.43% 1.731%
2 5.451 568 572 576 rBV 1866643 1743815 25.60% 5.959%
3 6.463 740 744 755 rVB 1408370 1187769 17.43% 4.059%
4 6.839 805 808 812 rBV 953798 757211 11.11%  2.588%
5 6.904 816 819 829 rBV 100884 162592 2.39% 0.556%

6 7.404 899 904 907 rBV 3160637 2996937 43.99% 10.242%
7 8.122 1023 1026 1030 rBV 1077186 964455 14.16%  3.296%
8 9.204 1205 1210 1213 rBV 7238658 5734381 84.17% 19.597%
9 9.880 1321 1325 1328 rBV 1413386 1194482 17.53%  4.082%
10 10.668 1454 1459 1462 rBV 4045268 3400346 49.91% 11.621%

11 11.363 1574 1577 1581 rVB 1587874 1285793 18.87% 4.394%
12 11.904 1664 1669 1676 rBV 617885 650571  9.55%  2.223%
13 12.957 1843 1848 1851 rBV 7916890 6812862 100.00% 23.283%
14 14.004 2021 2026 2030 rBV 1290863 1153374 16.93%  3.942%
15 15.468 2270 2275 2280 rBV 586740 710160 10.42% 2.427%

Sum of corrected areas: 29261143
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111221\

BF126155.D
: 12 Nov 2021 14:16
Ju/CG
: M4572-03
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: 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\BF111221\
Data File : BF126155.D

Acqg On : 12 Nov 2021 14:16
Operator : JU/CG

Sample : M4572-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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.
5.039 13.38 ng 506395 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 502 (5.039 min): BF126155.D\data.ms (-498) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R R RmEa
‘ 83.0 4.80 5.00 5.20 5.40
O bl S L m/z 59.10 56.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LI LA B BN B LA
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150 1010 m/z 101.00 16.90%
O \\\‘\f‘f‘f‘\\f?“ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
e RARREEEIE
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5000 m/z 58.00 14.13%
41.0
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0o il 730 860 L
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Abundance #9477: 3-Hexanol, 4-methyl- e RERRNEESE
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m/z 41.05 9.48%
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‘ ‘ 87.0
oo Wl ome
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111221\
Data File : BF126155.D

Acqg On : 12 Nov 2021 14:16
Operator : JU/CG

Sample : M4572-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Heptane, 3,5-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.904 4.29 ng 162592 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 53
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
3 Heptane, 3-ethyl- 128 C9H20 015869-80-4 50
4 2-Propyl-1-Pentanol, trifluoroac... 226 C10H17F302 1000365-19-7 50
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 50
Abundance Scan 819 (6.904 min): BF126155.D\data.ms (-816) (-) m/z 57.10 100.00%
57.1
5000 jt [L
831 \\‘\/\\”\\‘/\\\H‘HH‘HH’
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\‘ | 171119 o
0‘H‘HH,HH_‘H_‘H_‘HM‘HMH‘MH‘_HW‘HW‘HWH‘WH“ m/z 41.05 43.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14545: Heptane, 3,5-dimethyl-
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m/z 43.05 33.68%
270 1.0 99.0
o Co | eso | 11301280
H\‘HH’HH‘HH‘HH‘\H\‘HH’HH’H\\‘HH‘HH‘HH‘HH’HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
N N S AREREEEEE
6.60 6.80 7.00 7.20
5000 410 m/z 55.05 32.02%
27.0 83.0
T P
o230 Wl M b i 20
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14527: Heptane, 3-ethyl- *A““H“A“‘_““““
57.0 6.60 6.80 7.00 7.20
m/z 56.10  23.86%
5000 43.0
98.0
29.0 71.0
X T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111221\
Data File : BF126155.D

Acqg On : 12 Nov 2021 14:16
Operator : JU/CG

Sample : M4572-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Peak Number 3 n-Hexadecanoic acid

Concentration Rank 2

000057-10-3 98
001002-84-2 87
000638-53-9 81
000544-63-8 68

R.T. EstConc Area Relative to ISTD
11.904 10.12 ng 650571  Phenanthrene-di10
Hit# of 5 Tentative ID MW MolForm
1 n-Hexadecanoic acid 256 C16H3202
2 Pentadecanoic acid 242 C15H3002
3 Tridecanoic acid 214 C13H2602
4 Tetradecanoic acid 228 C14H2802
5 Undecanoic acid 186 C11H2202

Abundance Scan 1669 (11.904 min): BF126155.D\data.ms (-1664) (-

m/z
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0 Ww‘;:‘u‘w ik “‘ H\‘u‘w‘ww m‘_“wwwwwwm!_ m/z 72.95 93.74%
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Abundance #143508: n-Hexadecanoic acid
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Abundance #126199: Pentadecanoic acid
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U
12.00
5000 129.0 ITI/Z 41.05 86.70%
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Abundance #92070: Tridecanoic acid —
73.0 12.00
m/z 55.05 85.13%
43.0
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1710 2140
101.0
01‘0(ﬁ S
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111221\
Data File : BF126155.D

Acqg On : 12 Nov 2021 14:16
Operator : JU/CG

Sample : M4572-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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-... 5.039 13.4 ng 506395 1 6.839 757211 20.0
Heptane, 3,5-di... 6.904 4.3 ng 162592 1 6.839 757211 20.0
n-Hexadecanoic ... 11.904 10.1 ng 650571 4 11.363 1285790 20.0
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