LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131567.D

Acqg On : 09 Dec 2022 15:24
Operator : CG\JU

Sample : PB149504BL

Misc :

ALS vial : 7 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-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131567.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.204 14 20 25 rVB 42759 54075 2.00% ©.357%
2 5.128 512 517 529 rBV 263650 360902 13.36% 2.381%
3 5.522 579 584 587 rBV 1878730 1940988 71.84% 12.803%
4 6.534 750 756 759 rBV 1692023 1922394 71.16% 12.680%
5 6.904 816 819 823 rBV 403924 356372 13.19% 2.351%

.475 910 916 919 rBV 1289651 1269833 47.00% 8.376%
.198 1034 1039 1042 rBV 509674 447407 16.56%  2.951%
.280 1217 1223 1226 rBV 3011558 2503380 92.66% 16.513%
.963 1334 1339 1342 rBV 605662 553528 20.49% 3.651%
10 10.751 1469 1473 1477 rBV 1726833 1655681 61.28% 10.921%

11 11.451 1589 1592 1596 rBV 683897 587926 21.76% 3.878%
12 13.051 1859 1864 1867 rBV 3107782 2701696 100.00% 17.821%
13 14.104 2039 2043 2047 rBV 449791 370808 13.73% 2.446%
14 15.615 2294 2300 2304 rBV2 211679 277372 10.27% 1.830%
15 16.104 2377 2383 2392 rBvV2 21636 38200 1.41% 0.252%
16 16.639 2468 2474 2484 rBvV3 21975 45372 1.68% 0.299%
17 17.262 2570 2580 2591 rBvV3 16298 42060 1.56% 0.277%
18 18.015 2699 2708 2720 rBv4 11747 32306 1.20% 0.213%
Sum of corrected areas: 15160300
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library

: 09 Dec 2022 15:24
: CG\JU
: PB149504BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
BF131567.D

: 7 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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\BF120922\
Data File : BF131567.D

Acq On : 09 Dec 2022 15:24
Operator : CG\JU

Sample : PB149504BL

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 3
R.T. EstConc Area Relative to ISTD R.T.
2.204 3.03 ng 54075 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 10
Abundance  Scan 20 (2.204 min): BF131567.D\data.ms (-14) (-) m/z 73.05 100.00%
3.0
5000 43.0
87.1
T
‘ 5% 9 220 240 2.60
Ot 22 m/z 43.00  40.75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L B L B
43.0 220 240 260
' 87.0 m/z 87.10  27.23%
29.0 L
O \‘H\‘\‘“\\H“‘}\‘\\‘\f\‘?‘-\o\\\“\}\\‘H\\‘HH’\H\‘HH‘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 S
220 240 2.60
5000 41.0 55.0 m/z 55.00 26.04%
27.0
Ot el 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4950: Silane, ethyltrimethyl- At
73.0 220 240 260
m/z 41.00 14.30%
5000 59.0
87.0
43.0
0 29\‘0 \M Ll ‘\ | 10?0 [\'\
R L e e RARARRaRAR o e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131567.D

Acq On : 09 Dec 2022 15:24

Operator : CG\JU

Sample : PB149504BL

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
: 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T.
5.128 20.25 ng 360902 1,4-Dichlorobenzene-d4 6.910
Hit# of 5 Tentative ID MW MolForm CAS# 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 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 517 (5.128 min): BF131567.D\data.ms (-512) (-)

43.0
59.0
5000
101.0
il 830
o7t
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0
0 27\\\ Ll i 830 10%0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140

59.0

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

m/z 43.00 100.00%

4.80 5.00 5.20 5.40

m/z 59.00 60.72%

4.80 5.00 5.20 5.40

m/z 101.00  20.82%

4.80 5.00 5.20 5.40

5000 41.0 ITI/Z 58.00 14.29%
ot L 3280120
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate AR maREE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.20%
5000
58.0
15‘.0 " | 100.0
O o L e e L B RN B
m/z--> 20 40 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\BF120922\
Data File : BF131567.D

Acq On : 09 Dec 2022 15:24

Operator : CG\JU

Sample : PB149504BL

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Heneicosane Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
‘16.104 2.75ng 38200 Perylene-diz 15.615
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 206 C21Ha4 000629-94-7 86

2 Pentacosane 352 C25H52 000629-99-2 80
3 Hexacosane 366 C26H54 000630-01-3 80
4 Heptadecane 240 C17H36 000629-78-7 78
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 2383 (16.104 min): BF131567.D\data.ms (-2377) (- m/z 57.10 100.00%
57.1
5000 /\M
‘ 9.0 b fos—
16.00 16.50
190.8
[ — b M L2 A0S Wz 7110 73.79%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 4 T T T T \A \M ‘A T
16.00 16.50
9.0 m/z 43.10 65.30%
Ostwq\ “‘\ ““‘ \‘h‘\ h“ \“‘ \1&43‘?\ %8\‘3\0‘ \22\5\(\)‘ T \296‘(\)\ L
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
T MMW‘
16.00 16.50
5000 ITI/Z 85.00 51.43%
9.0
oL 111l 141018302250 2950 3520
T L o e A B B R
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T A
57.0 16.00 16.50
m/z 41.10 26.81%
5000
9.0
0 ‘ L uh\ \h\ “\‘ h‘ :‘!\-4%? 17830 225.0 267.0 309.0 367.(
L e e R S A A AR O S R e S S, —— ——
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131567.D

Acq On : 09 Dec 2022 15:24
Operator : CG\JU

Sample : PB149504BL

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 4 Tridecane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.639 3.27 ng 45372  Perylene-d12 15.615
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 80
3 Pentacosane 352 C25H52 000629-99-2 80
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 59
5 Hexacosane 366 C26H54 000630-01-3 59
Abundance Scan 2474 (16.639 min): BF131567.D\data.ms (-2468) (-) = m/z 57.10 100.00%
57.1
5000
\A ‘A/\A‘ / . ‘/V\ vy
‘ ¥ ‘ | 1551 2080 16.50 17.00
0L bl P T wm/z 71.18 72.06%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 U s
16.50 17.00
9.0 m/z 43.10 56.49%
olsoLL L1y 0 mm0250 ase0
miz--> 50 100 150 200 250 300 350
Abundance #74014: Tridecane, 3-methyl-
57.0
LA ‘MMMM ‘MMnLApn‘
16.50 17.00
5000 ITI/Z 85.00 55.93%
‘ ‘ 9.0 169.0
oLl e e ey
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane ‘ e —
57.0 16.50 17.00
m/z 55.00  25.58%
5000
9.0
ol Ll 1018302250 267.0 3090 3820 | 1|
= b A
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131567.D

Acq On : 09 Dec 2022 15:24
Operator : CG\JU

Sample : PB149504BL

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
¢ ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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

BF120822.M
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Peak Number 5 Tetratetracontane

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
17.262 3.03 ng 42060  Perylene-d12 15.615
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 86
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 86
3 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 72
4 Octadecane, 1-chloro- 288 C18H37Cl1 003386-33-2 72
5 Pentatriacontane 493 C35H72 000630-07-9 72

Abundance Scan 2580 (17.262 min): BF131567.D\data.ms (-2570) (-} | m/z 57.00 100.00%
57.0
5000 /\N
. N\/\A AAM
| HH 141.2207.0 17.00 17.50
o L L e m/z 71,10 77.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000
1700 1750
m/z 43.10 65.83%
0 [ ER7-0197.0 267.0337.0407.0 491.0562.0
‘\\\\’\H\‘\\\\‘\\\!1\\T[\1T\‘W\\1W\\\\\\\\‘\\\\‘\\\\‘\\\\‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #345481: Dotriacontane, 1-iodo-
57.0
T bpak
1700 1750
5000 m/z 85.10 51.14%
7.0
ob il Hml&g?‘?%?oss?o 449.0
Pt L R PR e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #188720: Sulfurous acid, dodecyl 2-propy! ester
43.0 1700 1750
m/z 55.00 27.86%
5000
hiso e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131567.D

Acq On : 09 Dec 2022 15:24
Operator : CG\JU

Sample : PB149504BL

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.015 2.33 ng 32306  Perylene-di2 15.615
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 78
2 Tetradecane, 1l-iodo- 324 C14H291 019218-94-1 72
3 Octadecane 254 C18H38 000593-45-3 72
4 Hexacosane 366 C26H54 000630-01-3 72
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 2708 (18.015 min): BF131567.D\data.ms (-2699) (- m/z 57.10 100.00%
57.1
5000
9.0 LY N L Y T
‘ ‘ H ‘ 192.9 18.00
oH!_1“““_JH_"Mm"2‘89:9_”‘_‘” m/z 71.10  84.54%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 ot
18.00
m/z 43.00 58.66%
9.0
oL | |1 7" 141018302250 2670 3230 380.
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo-
57.0
I I T
18.00
5000 m/z 85.10 50.67%
| 9.0 155.0 197.0
0‘M\M‘huw\‘Mh‘qM“““““““““““‘
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane e
57.0 18.00
m/z 55.00 29.61%
5000
9.0
BENBONEST I il
ol A e e
m/z--> 50 100 150 200 250 300 350 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120922\
Data File : BF131567.D

Acqg On : 09 Dec 2022 15:24
Operator : CG\JU

Sample : PB149504BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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... 2.204 3.0 ng 54075 1 6.910 356372 20.0
2-Pentanone, 4-... 5.128 20.3 ng 360902 1 6.910 356372 20.0
Heneicosane 16.104 2.8 ng 38200 6 15.615 277372 20.0
Tridecane, 3-me... 16.639 3.3 ng 45372 6 15.615 277372 20.0
Tetratetracontane 17.262 3.0 ng 42060 6 15.615 277372 20.0
Heptacosane 18.015 2.3 ng 32306 6 15.615 277372 20.0
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