LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92821\
Data File : BF125695.D

Acqg On : 28 Sep 2021 18:33
Operator : JU/CG

Sample : M3953-05

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_F\METHODS\8270-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125695.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 6 14 20 rBV 4304987 5655109 87.94% 14.561%
2 5.498 576 580 583 rBV 3061476 2651563 41.23% 6.828%
3 6.498 746 750 753 rBV 2057404 1635120 25.43% 4.210%
4 6.887 812 816 819 rBV 1468434 1128316 17.54%  2.905%
5 7.445 906 911 914 rBV 3792327 3500955 54.44%  9.015%

6 8.063 1013 1016 1030 rBV 126124 140916 2.19% 0.363%
7 8.169 1030 1034 1037 rBV 1754612 1541512 23.97% 3.969%
8 9.245 1212 1217 1220 rBV 7219485 6431002 100.00% 16.559%
9 9.922 1328 1332 1335 rBV 2195879 1702799 26.48%

10 10.116 1362 1365 1371 rBV 82379 72632  1.13%
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11 10.710 1461 1466 1469 rBV 4150243 3765769 58.56%
12 11.404 1580 1584 1588 rBV 1996659 1628761 25.33%
13 11.927 1667 1673 1686 rBV 526167 589043 9.16%
14 12.716 1803 1807 1820 rBV 297842 323759 5.03%
15 12.992 1849 1854 1857 rBV 6140993 5741324 89.28% 14.783%
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16 13.892 2000 2007 2009 rBV2 61219 85906 1.34% 0.221%
17 14.039 2028 2032 2036 rBV 1248652 1095396 17.03%  2.821%

18 15.515 2277 2283 2295 rBV 919636 1146562 17.83%  2.952%

Sum of corrected areas: 38836444
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 28 Sep 2021 18:33
: M3953-05

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092821\
BF125695.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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\BF©92821\
Data File : BF125695.D

Acqg On : 28 Sep 2021 18:33
Operator : JU/CG

Sample : M3953-05

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.169 100.24 ng 5655110 1,4-Dichlorobenzene-d4 6.886

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 14 (2.169 min): BF125695.D\data.ms (-6) (-) m/z 73.10 100.00%
73.1
5000
431
3 87'1 \H‘\\H‘HH‘H\\‘HH‘\H
o1 2.202.302.402.502.60
Ob oot ot b L 2080 w/z 43.10 32.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 AR RERRE RN R R R
430 2.202.302.402.502.60
' 87.0 m/z 87.10  25.66%
29.0
N ‘\“\ g?-o if
O\‘H\\‘HH‘!\!\‘\!\‘!‘HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 f e e
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.10 24.89%
27.0
0Ll 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- A
73.0 2.202.302.402.502.60
m/z 71.10 11.69%
5000 43.0
58.0
Obrprrthbirrrepter e e —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125695.D

Acqg On : 28 Sep 2021 18:33
Operator : JU/CG

Sample : M3953-05

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.927 7.23 ng 589043  Phenanthrene-d10 11.404
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1673 (11.927 min): BF125695.D\data.ms (-1667) (1 m/z 73.00 100.00%

431 30
5000 129.0
===
H‘ 157118512132 256.1 1200
oww‘i‘:‘w!” W‘“Mm“‘w‘w‘l_w‘wm‘_“”_‘m‘m“_uww‘_‘ m/z 60.00 86.84%
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000
213.0 1200
H 157.0185.0 81.99%
O\H‘\‘\‘\\“‘i‘\\H!H‘\hH‘H\‘LHU‘\\U‘l‘\“\‘H‘\\H“\\‘H‘\“\\‘\“H\‘\‘\‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
1200
5000 129.0 ITI/Z 57.10 72.76%
199.0
L ) e T2
omsol AR A LT L L
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #109281: Tetradecanoic acid =
73.0 1200
43.0 m/z 55 65.13%
5000
129.0
185.0 228.0
: o
ol Ml T e, 2579
m/z--> 20 40 60 80 100120140160 180 200220240260 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125695.D

Acqg On : 28 Sep 2021 18:33
Operator : JU/CG

Sample : M3953-05

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 3 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.716 3.98 ng 323759  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72

Abundance Scan 1807 (12.716 min): BF125695.D\data.ms (-1803) (-  m/z 72.95 100.00%

129.0
5000
185.1 ) g =
‘ ‘ ‘ 2841 12.50 13.00
ob—L, M\H\H“\M bbb b L m/z 43.e5  91.24%
mlz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
50001 28.0 2840 T o
1850 241.0 12.50 13.00
m/z 59.95 83.15%
oL HM\ i “‘\‘ ‘L NE “ ‘\“‘ | ‘\‘ : “‘ [
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
. ==
12.50 13.00
m/z 57.05 79.52%
5000 284.0 /
3.0 129.0
‘ 185.0 2410
0 \‘ﬂ‘\ MMM““‘ M\ uf ‘\‘\ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid == ™
73.0 12.50 13.00
m/z 55.05 69.09%
5000 129.0
29.0
‘ ‘ 199.0 242 0
ol L L L e
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92821\
Data File : BF125695.D

Acqg On : 28 Sep 2021 18:33
Operator : JU/CG

Sample : M3953-05

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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... 2.169 100.2 ng 5655110 1 6.886 1128320 20.0
n-Hexadecanoic ... 11.927 7.2 ng 589043 4 11.404 1628760 20.0
Octadecanoic acid 12.716 4.0 ng 323759 4 11.404 1628760 20.0
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