LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56256.D

Acqg On : 11 Jan 2023 18:43
Operator : CG/JU

Sample : 01055-03

Misc :

ALS Vvial : 13  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-BG122722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO56256.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.331 3 7 22 rVB 455418 707521 18.28% 4.763%
2 4.959 278 284 293 rVB 79957 138093 3.57% 0.930%
3 5.352 346 351 358 rVB 50127 75221 1.94% 0.506%
4 5.834 424 433 444 rVB 319696 524793 13.56%  3.533%
5 7.444 700 707 719 rBV 201679 346506 8.95% 2.333%
6 8.167 823 830 840 rBV2 36727 62499 1.62% 0.421%
7 8.314 848 855 863 rVB 125792 215314 5.56% 1.449%
8 9.489 1047 1055 1064 rBV 422746 763124 19.72%  5.137%
9 11.146 1329 1337 1344 rBV 168222 300990 7.78% 2.026%
10 13.555 1739 1747 1754 rBV 1726268 2540921 65.66% 17.105%

11 14.924 1974 1980 1991 rVB 320786 519648 13.43% 3
12 16.404 2224 2232 2242 rBV 1271545 1954236 50.50% 13.
13 17.662 2437 2446 2457 rVB 488873 734589 18.98%  4.945%
14 18.508 2585 2590 2598 rBV2 98041 149126 1
0

w
(o]
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R

15 19.765 2799 2804 2812 rBV 63865 103388  2.67% 696%

16 20.241 2879 2885 2890 rBV 2948564 3869583 100.00% 26.049%

17 21.539 3101 3106 3120 rBV 38524 94224  2.43%  0.634%

18 21.951 3170 3176 3185 rVB2 453109 825928 21.34% 5.560%

19 23.707 3470 3475 3480 rBV4 20194 39503 1.02% 0.266%
5.

20 25.394 3750 3762 3776 rBV2 295910 889636 22.99%

Sum of corrected areas: 14854843
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56256.D

Acq On : 11 Jan 2023 18:43
Operator : CG/JU

Sample : 01055-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056256.D\data.ms
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Abundance TIC: BG056256.D\data.ms
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Abundance TIC: BG056256.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56256.D

Acq On : 11 Jan 2023 18:43
Operator : CG/JU

Sample : 01055-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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.
3.331 65.72 ng 707521 1,4-Dichlorobenzene-d4 8.314

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 7 (3.331 min): BG056256.D\data.ms (-3) (-) m/z 73.00 100.00%

3.0
5000
87.0
43"0 0.0 3.403.503.603.70
0‘w‘Hw‘uw‘HMMMW‘?q\HW‘MW‘HH‘HWH‘WH‘WH‘WH“ m/z 87.00  28.60%
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
43.0 3.403.503.603.70
' 87.0 m/z 43.00 15.68%
29.
OH‘HH’HH’\H\‘HH‘\H‘\“\H\‘H\\‘HH‘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 T T
3.403.503.603.70
5000 41.0 55.0 m/z 55.00 12.09%
27.0
Ob g e 1120 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2248: Silane, tetramethyl- R A RamasREmsEEE
73.0 3.403.503.603.70
m/z 71.00 10.94%
5000
45.0
o 190 290 " 590 | 880
T T e e e e  RREaa e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56256.D

Acq On : 11 Jan 2023 18:43
Operator : CG/JU

Sample : 01055-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.352 6.99 ng 75221  1,4-Dichlorobenzene-d4 8.314

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 43
3 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 28
4 6-Nitrohexan-2-ol 147 C6H13NO3 062224-53-7 25
5 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
Abundance Scan 351 (5.352 min): BG056256.D\data.ms (-346) (-) m/z 59.00 100.00%
59.0
43.0
101.0
5000
AN & S G—
83.0 5.00 5.20 5.40 5.60
Oty L L1492 T s 60 76.82%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L L A L
5.00 5.20 5.40 5.60
101.0 m/z 101.00 64.42%
0 27\\9 il m‘ 83\0 \‘
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #298: Guanidine
59.0
43.0
T
5.00 5.20 5.40 5.60
5000 ITI/Z 58.00 19.42%
27.0
ot
miz--> 20 40 60 80 100 120 140
Abundance #15705: 3-Heptanol, 4-methyl- e AR maaE R
59.0 5.00 5.20 5.40 5.60
m/z 98.00 12.29%
5000
27.0 430
83.0 101.0
o ——P ‘M‘ H‘; ol ,“ 290 A FNBINENSINE § -
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56256.D

Acq On : 11 Jan 2023 18:43

Operator : CG/JU

Sample : 01055-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Methyl 2,5,8,11,14,17,20-he... Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
5167 s.81ng 62499  1,4-Dichlorobenzene-d4 8.314
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl 2,5,8,11,14,17,20-heptaox. .. 368 Cl6H3209 1010366-81-3 78

2 Propanol, [(butoxymethylethoxy)m... 248 C13H2804 055934-93-5 72

3 Methyl 2,5,8,11,14,17,20,23-octa... 412 C18H36010 1000366-81-2 64
4 Methyl 2,5,8,11,14,17,20,23,26-n... 456 C28H40011 1000366-81-1 64
5 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 64

Abundance Scan 830 (8.167 min): BG056256.D\data.ms (-823) (-)
59.0

5000 117.0
Wm_m_uwm,‘
LL“ 220.9 7.80 8.00 8.20 8.40
bl L2209 4/ 57.60  55.94%
miz--> 50 100 150 200 250 300
Abundance #276566: Methyl 2,5,8,11,14,17,20-heptaoxadocosan-22
59.0
117.0
5000 \‘\\\\‘\\\\‘V\\\‘\\\\’\
7.80 8.00 8.20 8.40
m/z 117.00 43.02%
OL\5 \O‘H \““ L‘\ T “\ T :‘I;Gi‘lwow ?95\9 \2\4‘9(\)\ LB
miz--> 50 100 150 200 250 300
Abundance #132985: Propanol, [(butoxymethylethoxy)methylethoxy]-
59.0
R ARRARmRHELLE I
7.80 8.00 8.20 8.40
5000 m/z 41.00 25.30%
117.0
161.0
o190 L)
miz--> 50 100 150 200 250 300

Abundance #308810: Methyl 2,5,8,11,14,17,20,23-octaoxapentacosa

m/z 59.00 100.00%

|

M A (WY

59.0 7.80 8.00 8.20 8.40
117.0 m/z 39.00 14.91%
5000
ol50, | | ||| 010 2050 2490 s090 iy
m/z--> 50 100 150 200 250 300 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56256.D

Acq On : 11 Jan 2023 18:43
Operator : CG/JU

Sample : 01055-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.508 4.06 ng 149126  Phenanthrene-di10 17.662
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 55
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 55
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 27
Abundance Scan 2590 (18.508 min): BG056256.D\data.ms (-2585) (- | m/z 73.00 100.00%
73.0
129.0
5000 2131
4Ll 171.0
256.3 - [
i L L
oL—— i ‘M W Mm H\M | " ‘ . m‘ Ay ‘.‘ e m/z 129.00 53.60%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
18.50
97.0 m/z 60.00 52.59%
H‘ ‘ 171 0 213.0 256.0
ol i“‘ : H!‘ Hu M‘H\ ‘H‘\ il ‘ ‘ . “‘ U ‘\‘ —
m/z--> 50 100 50 200 250
Abundance #92070: Tridecanoic acid
73.0
T /\/\ A A ‘ N
43.0 1850
5000 m/z 213.10 48.66%
129.0
1710 2140
0 ‘\ o u‘ H‘H ‘uh““ ‘\H\‘L ‘m“ i1 ‘m‘ “\ : | — “\ : e
miz--> 50 100 150 200 250
Abundance #109284: Tetradecanoic acid R
73.0 18.50
1290 m/z 69.00 46.41%
5000 43.0
185.0 228.0
fo) \“ \“\ ‘n‘\“ H‘ hH il m‘ ‘ ‘ L m‘ A ‘ . —
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56256.D

Acq On : 11 Jan 2023 18:43
Operator : CG/JU

Sample : 01055-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 6 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.765 2.81 ng 103388  Phenanthrene-di0 17.662
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 38
3 Adipic acid, butyl trans-2-methy... 298 C17H3004 1000324-74-6 35
4 Adipic acid, butyl 2- methylpent—. . 286 C16H3004 1010353-55-8 27
5 Adipic acid, butyl cycloheptyl e. 298 C17H3004 1000324-71-6 27
Abundance Scan 2804 (19.765 min): BG056256.D\data.ms (-2799) (- | m/z 73.00 100.00%
73.0
5000 123.0 185.1 24t /\J\Aww
T —
20593408  428. 19.50 20.00
0! m/z 129.00 51.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 g, 284.0
185.0 19.50 20.00
‘ L m/z 241.10 51.15%
O “‘h“\ ‘ ““‘Hh“uu‘““ M “’\‘ “ " ‘ ‘ ‘ ‘ T “‘ R AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #92068: Tridecanoic acid
73.0
S S
19.50 20.00
5000 m/z 59.90 44 ,58%
29.
129.0 214.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #196872: Adipic acid, butyl trans-2-methylcyclohexyl este | WA bt AL 1 M
129.0 19.50 20.00
185.0 m/z 185.10 42.33%
5000
55.0
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56256.D

Acq On : 11 Jan 2023 18:43
Operator : CG/JU

Sample : 01055-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 7 n-Nonadecanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.539 2.28 ng 94224  Chrysene-d12 21.951
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 87
2 Octacosanol 410 C28H580 000557-61-9 83
3 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 72
4 Chloroacetic acid, pentadecyl ester 304 C17H33C1l02 070301-47-2 72
5 Carbonic acid, tetradecyl 2,2,2-... 388 C17H31C1303 1000314-56-0 72
Abundance Scan 3106 (21.539 min): BG056256.D\data.ms (-3101) (- 82.95 100.00%
- MJ\/\M
207.0 ks
} “ ‘153 1 296.0 369.2 4290 o 21.50
o I \\‘\‘ ‘M‘ ! \IHI‘I}U\m\\JN“\‘\“H‘\ ‘uﬂ Il ‘\H‘ [ ‘\‘ — L “ RN - ‘\‘ 97.00 99.80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179253: n-Nonadecanol-1
83.0

5000 1
2150

69.00  82.83%

90
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308226: Octacosano
83.0

2150
5000 m/z 71.00 64.98%

o
N
©

w

9.0
29 | h i ﬁ195 0250.0307.0 3920

[ N
T \\‘ Ty \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #311137: Carbonic acid, hexadecyl 2,2,2-trichloroethyl es ! ‘M -
83.0 21.50
m/z 82.00 47.25%

5000
29.
Ul Fgpzsee
0 "H\‘l‘w‘h"‘\“"ﬂ\‘l\""m"‘\""‘H‘HH‘HH‘HH‘HH“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011123\
Data File : BG@56256.D

Acqg On : 11 Jan 2023 18:43
Operator : CG/JU

Sample : 01055-03

Misc

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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... 3.331 65.7 ng 707521 1 8.314 215314 20.0
2-Pentanone, 4-... 5.352 7.0 ng 75221 1 8.314 215314 20.0
Methyl 2,5,8,11... 8.167 5.8 ng 62499 1 8.314 215314 20.0
n-Hexadecanoic ... 18.508 4.1 ng 149126 4 17.662 734589 20.0
Octadecanoic acid 19.765 2.8 ng 103388 4 17.662 734589 20.0
n-Nonadecanol-1 21.539 2.3 ng 94224 5 21.951 825928 120.0
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