LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55543.D

Acqg On : 10 Nov 2022 17:25
Operator : CG/JU

Sample : PB148969BL

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_ G\Methods\8270-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55543.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.328 3 7 11 rBV 50873 66264 1.69% ©.386%
2 5.320 340 346 354 rBvV 133320 210997 5.37% 1.230%
3 5.796 419 427 437 rBV 919535 1447092 36.83% 8.435%
4 7.406 691 701 711 rBV 898109 1554286 39.56% 9.060%
5 8.269 839 848 857 rBV 174174 298658 7.60% 1.741%

6 9.439 1038 1047 1061 rBV 512210 913837 23.26% 5.327%
7 11.1e1 1320 1330 1337 rBV 243213 437262 11.13%  2.549%
8 13.516 1732 1741 1749 rBV 1508685 2285719 58.18% 13.323%
9 14.891 1966 1975 1981 rBV 401676 651953 16.59%  3.800%
10 16.366 2219 2226 2240 rBV 1248788 1875470 47.73% 10.932%

11 17.629 2434 2441 2447 rBV 576052 879837 22.39% 5.128%
12 20.214 2875 2881 2887 rBV 3044045 3929008 100.00% 22.902%

13 21.924 3166 3172 3180 rVB 582567 963349 24.52% 5.615%
14 23.510 3437 3442 3449 rVB2 43885 82044  2.09% ©.478%
15 24.374 3585 3589 3598 rvB2 59815 137935 3.51% ©.804%
16 25.344 3745 3754 3762 rBV2 320203 931504 23.71% 5.430%
17 26.636 3967 3974 3986 rVB 77055 241134 6.14% 1.406%

18 28.117 4219 4226 4238 rVB4 72935 249766  6.36% 1.456%

Sum of corrected areas: 17156115
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55543.D

Acq On : 10 Nov 2022 17:25
Operator : CG/JU

Sample : PB148969BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055543.D\data.ms
3000000

2500000
2000000
1500000

1000000 5.796 7.406

500000 9.439

11.101
8.269
828 5.320

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG055543.D\data.ms
3000000 20.214

2500000

2000000

1500000 13516

16.366

1000000

500000 14.891

o

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG055543.D\data.ms
3000000

2500000
2000000
1500000
1000000

500000 25.344

23.510 24.374 N]\\ 26.636 28.117

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG110922.M Fri Nov 11 12:26:17 2022 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55543.D

Acq On : 10 Nov 2022 17:25
Operator : CG/JU

Sample : PB148969BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 4
R.T. EstConc Area Relative to ISTD R.T.
3.328 4.44 ng 66264  1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CAS# 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 40
3 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance Scan 7 (3.328 min): BG055543.D\data.ms (-3) (-) m/z 73.00 100.00%
3.0
5000 43.0
87.0
AR A RRRRERERES o
‘ ‘ 5%0 ‘ ‘ 3.403.503.603.70
0rprrrrprereprreb e b e M/z 43,00 44.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B L B B L
43.0 3.403.503.603.70
87.0 m/z 55.00 32.74%
20 | o
OH‘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 #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A
3.403.503.603.70
5000 41.0 55.0 m/z 87.00 26.29%
27.0
0 11, L 112.0 129.0
H_H‘VHW‘HWHH‘HH_‘H_HW‘HWH‘WHH_‘H_H‘_H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8502: 2-Methyl-5-hexen-3-ol S
73.0 3.403.503.603.70
e m/z 41.05 15.28%
5000
41,0
27.0 ‘
0‘wHH,H“1‘,“H:M:‘H‘m“wu;mwmww_m‘w_ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.403.503.603.70
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\

BGO55543.D
: 10 Nov 2022 17:25
: CG/JU
: PB148969BL
: 3  Sample Multiplier: 1

Quant Title

TIC Library

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
5.320 14.13 ng 210997 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 3-Nonyl acetate 186 C11H2202 1010429-16-2 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
Abundance Scan 346 (5.320 min): BG055543.D\data.ms (-340) (-) m/z 43.00 100.00%
3.0
5000
T
101.0 5.00 5.20 5.40 5.60
Obr etk 730, L2088 5900 46.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I B I B L
5.00 5.20 5.40 5.60
m/z 58.00 15.24%
‘L 101.0
O\\\\‘\“\H\\“H}\\‘;‘\\.\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime
43.0
EPRER e e P e
5.00 5.20 5.40 5.60
5000 m/z 101.00 13.03%
101.0
150 | 169.0
] L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate R ARRRRS
43.0 5.00 5.20 5.40 5.60
m/z 40.95 7.72%
5000
150 72‘-0 100.0
o+t
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG111022\

Data File : BG@55543.D

Acq On : 10 Nov 2022 17:25
Operator : CG/JU

Sample : PB148969BL

Misc

ALS vial : 3

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Concentration Rank 5

Peak Number 3 Heptadecane

R.T EstConc Area Relative to ISTD R.T.
24.374 2.96 ng 137935 Perylene-d12 25.343
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Eicosane 282 C20H42 000112-95-8 86
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 86

Abundance Scan 3589 (24.374 min): BG055543.D\data.ms (-3585) (- | m/z 57.05 100.00%
57.0

X

5000
24.00 24.50
250.7
o‘H‘},“‘JTJ‘J‘wmuwH_Hw?ff‘f?”ﬁz‘?ﬁMwwwm m/z 43.00  64.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123958: Heptadecane
57.0
5000 e il
24.00 24.50
m/z 71.10 59.03%
w 27.0  240.0
O HHT \JHJ\JT‘J\%‘\‘H‘\ H\} TTTT [T T T T[T T T T[T T T T[T T T T TT T [TTTT[TTT
j SRR SARM AR S AR AR S AR SRR AN AR AR

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

—

Abundance #176385: Eicosane
57.0
s AN
24.00 24.50
5000 ITI/Z 85.05 45.,15%
i.|.27 .0197.0 2820
O‘H‘,H‘WLHWA«qm‘WH‘WH‘W‘HW‘HW‘H‘_H‘_H‘_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane g ‘ f”&mﬁwm
57.0 24.00 24.50
m/z 55.05 22.19%
5000
0 |11 || F27-0197.0 267.0337.0407.0 491.0562.0
e e e e e e —h —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55543.D

Acq On : 10 Nov 2022 17:25
Operator : CG/JU

Sample : PB148969BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Octadecane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.636 5.18 ng 241134  Perylene-di12 25.343
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 3974 (26.636 min): BG055543.D\data.ms (-3967) (- | m/z 57.00 100.00%
57.0
5000 /\
26 50 ‘27‘00‘
169 1 225 3 7.1 )
ol LLLITTD 1001 22532688 357.000 43,60 76.54%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158611: Octadecane, 2-methyl-
57.0
5000
26 50 27 OO
2950 m/z 71.10 64.07%
02’.0\\“‘\ . “‘\ ‘\‘ \h‘\ ‘ \“\‘\ 1‘ ‘1\6\9\()\ ‘ T \“\ T ‘2\6\9\0\ ‘ LI ‘ LI ‘ T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane
57.0
P
26 50 27.00
5000 m/z 85.05 48.52%
13.0
ol L0 ese a0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- s
57.0 26 50 27.00
55.00 25.22%
5000
N LT 1690 2250 se10 3650
,“‘w“““‘H“““‘H“““‘H“““‘_
m/z--> 0 50 100 150 200 250 300 350 400 26 50 27 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55543.D

Acq On : 10 Nov 2022 17:25
Operator : CG/JU

Sample : PB148969BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 5 Hexacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
28.117 5.36 ng 249766  Perylene-di12 25.343
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Heneicosane 296 (C21H44 000629-94-7 87
4 Octadecane 254 (C18H38 000593-45-3 83
5 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 83
Abundance Scan 4226 (28.117 min): BG055543.D\data.ms (-4219) (- | m/z 57.00 100.00%
57.0
5000 j\
2800  28.50
281.0 : :
ol u“ 4 L] ‘H‘ J312 2000 SUTT 35494000 .o 91 00 66.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 g s
28.00 28.50
m/z 43.00 65.06%
ol ‘L‘ 9 H | 141-0183.0225.0267.0309.0 367.0
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
e e
28.00 28.50
5000 m/z 85.00 46.74%
ol ‘\\ “\\ H | 1#1:0183.0225.0267.0300.0 3650
A R e L
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0 28.00 28.50
m/z 55.00 21.89%
5000
9.0
o590 |11 1 0ms0zs0 2060 vl
m/z--> 50 100 150 200 250 300 350 400 28.00 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BGO55543.D

Acqg On : 10 Nov 2022 17:25
Operator : CG/JU

Sample : PB148969BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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... 3.328 4.4 ng 66264 1 8.269 298658 20.0
2-Pentanone, 4-... 5.320 14.1 ng 210997 1 8.269 298658 20.0
Heptadecane 24.374 3.0 ng 137935 6 25.343 931504 20.0
Octadecane, 2-m... 26.636 5.2 ng 241134 6 25.343 931504 20.0
Hexacosane 28.117 5.4 ng 249766 6 25.343 931504 20.0
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