LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55073.D

Acqg On : 4 Oct 2022 21:42
Operator : CG/JU

Sample : N4936-03

Misc :

ALS Vvial : 17 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-BG100322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55073.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.379 16 15 33 rvB 283181 461038 28.50%  4.549%
2 4.772 247 252 260 rVB 36840 56930 3.52% 0.562%
3 5.394 350 358 369 rVB 527322 831277 51.40%  8.202%
4 5.864 431 438 447 rBV 430447 696548 43.07% 6.873%
5 6.493 539 545 551 rVB 36173 55203 3.41% 0.545%

468 703 711 720 rBV 465441 797937 49.33%
.344 853 860 872 rBV 118077 200532 12.40%
.513 1051 1059 1067 rBV 272528 477992 29.55%
10.917 1290 1298 1307 rBV 16628 26255 1.62%
10 11.176 1333 1342 1350 rBV 164529 299805 18.54%
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11 13.579 1744 1751 1758 rVB 795263 1176607 72.75% 11.
12 14.948 1977 1984 1991 rVB 286534 430159 26.60%
13 16.423 2228 2235 2244 rBV 609501 896624 55.447%
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14 17.680 2443 2449 2454 rBV 326314 503921 31.16% 972%
15 17.721 2454 2456 2462 rVB 56767 73380  4.54% 724%
16 17.798 2464 2469 2470 rBV2 12014 18110 1.12% ©.179%
17 18.532 2588 2594 2601 rBv4 30687 51060 3.16% ©.504%
18 19.472 2751 2754 2759 rVB2 31486 34167 2.11% ©.337%
19 19.707 2790 2794 2799 rVB 63237 87083 5.38% ©.859%
20 20.071 2851 2856 2861 rVB 50529 76613  4.74%  0.756%
21 20.259 2882 2888 2894 rBV 1232227 1617426 100.00% 15.960%
22 21.575 3109 3112 3118 rBV3 20723 31042 1.92% 0.306%
23 21.975 3171 3186 3186 rBV 313298 594340 36.75% 5.864%
24 24.325 3573 3580 3584 rBV3 12629 32825 2.03% 0.324%
25 25.107 3711 3713 3725 rVB4 9018 20777 1.28% ©.205%
26 25.259 3735 3739 3747 rVB 11986 25125 1.55% ©.248%
27 25.442 3758 3770 3788 rBV 186420 561764 34.73% 5.543%

Sum of corrected areas: 10134540
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55073.D

Acq On : 4 Oct 2022 21:42
Operator : CG/JU

Sample : N4936-03

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055073.D\data.ms
1200000

1000000

800000

600000 5394

5.864 7.468

400000

.379 9.513

200000 11.176
8.344

4,772 6.493 10.917
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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: BG055073.D\data.ms
1200000 20.259

1000000

800000 13.579

16.42
600000 b.423

400000
14.948 17.680 21.975

200000

17721, 18532 19.475/020.071 21575
¥ A

) RSUERSES H ESSSSHAD L SSSS U DAHISSMP SUSSIR  FHSUSSESS I 117 Srast MM SIS S SR - A

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: BG055073.D\data.ms
1200000

1000000

800000

600000

400000

200000 25.442

24.325 2

om\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55073.D

Acq On : 4 Oct 2022 21:42
Operator : CG/JU

Sample : N4936-03

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 2
R.T. EstConc Area Relative to ISTD R.T.
3.379 45.98 ng 461038  1,4-Dichlorobenzene-d4 8.344

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 39
3 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 15 (3.379 min): BG055073.D\data.ms (-10) (-) m/z 73.00 100.00%
3.0
5000 43.0 /k
87.0 \\‘HH‘\\H‘HH‘HH‘H\
‘ ‘ Lg 0 ‘ 3.403.503.603.703.80
0‘wH‘WH‘WH‘MM‘WMNMH‘WM‘WH‘WH‘WH‘WH‘WH‘WH“ m/z 43.00 44.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 AN EASENERERN RERRRRERRE RRN
43.0 3.403.503.603.703.80
‘ 87.0 m/z 55.00  29.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R REE I
3.403.503.603.703.80
5000 41.0 55.0 m/z 87.00 25.82%
27.0
0 11, L 112.0 129.0
H_H‘“Hw‘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 R aAaamEEETa R
73.0 3.403.503.603.703.80
e m/z 41.00 15.24%
5000
41,0
27.0 ‘
o‘wHH,H“1‘,“H:M:‘H‘m“wu;mwmww_m‘w_ww S N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55073.D

Acq On 4 Oct 2022 21:42

Operator : CG/JU

Sample : N4936-03

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 2 3-Hexen-2-one Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
4.772 5.68 ng 56930 1,4-Dichlorobenzene-d4 8.344
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 72
4 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 72
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 72

Abundance Scan 252 (4.772 min): BG055073.D\data.ms (-247) (-) m/z 55.00 100.00%
55.0 83.0
5000
39. 98.0
e
‘ 67.1 4.40 4.60 4.80 5.00
0 e T e m/z 83.08  96.19%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0
5000 L L L B I B IR I R I
98.0 4.40 4.60 4.80 5.00
m/z 43.00 39.61%
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\“\‘\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
R R AR
4.40 4.60 4.80 5.00
5000 ITI/Z 39.00 32.71%
39, 98.0
ZGHJ \‘ H‘\ . | L
O e e 2 b
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3809: 2-Pentene, 4,4-dimethyl-, (Z)- Attt
55.0 83.0 4.40 4.60 4.80 5.00
m/z 98.00 31.93%
41.0
5000
27.0 98.0
69.0
ol 10, 140
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55073.D

Acq On : 4 Oct 2022 21:42
Operator : CG/JU

Sample : N4936-03

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.394 82.91 ng 831277 1,4-Dichlorobenzene-d4 8.344

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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
Abundance Scan 358 (5.394 min): BG055073.D\data.ms (-350) (-) m/z 43.00 100.00%
3.0
5000 590
REaas R RR R
‘ 83.0 101.0 5.00 5.20 5.40 5.60 5.80
Ol bl i e M/Z 59.08 48.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L R LA B R
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.00 16.00%
R 0 83\'0 |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
Rmaas AR R
5.00 5.20 5.40 5.60 5.80
5000 57.0 m/z 58.00 15.23%
29.0
‘ 101.0
Om‘HH“H““HH‘Mm_m,wuwm'_m,uwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime N mmawA
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 8.75%
5000
101.0
ol 120 310 | °80 700 86,0
e e e e e e e e P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55073.D

Acq On : 4 Oct 2022 21:42
Operator : CG/JU

Sample : N4936-03

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.493 5.51 ng 55203 1,4-Dichlorobenzene-d4 8.344

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Isopropyl 5,11-dihydroxy-3,7,11-... 314 C18H3404 1000223-34-1 12
3 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Diacetyl(methoxyimino)methane 143 C6HINO3 069740-33-6 9
Abundance Scan 545 (6.493 min): BG055073.D\data.ms (-539) (-) m/z 42.95 100.00%
43.0 73.0
5000
R T
115.0 6.20 6.40 6.60 6.80
o m/z 73.00  88.24%
miz--> 50 100 150 200 250
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
5000 LB L L L NI AL BN
6.20 6.40 6.60 6.80
m/z 41.00 12.59%
115.0
O\‘\H\‘\h“’u‘\\\‘\"\‘\\\|\\\\|\\\\|\\\\
miz--> 50 100 150 200 250
Abundance #217306: Isopropyl 5,11-dihydroxy-3,7,11-trimethyl-2-dod
73.0
A RAREEEE e e
6.20 6.40 6.60 6.80
5000 m/z 115.00 11.80%
41.0
0 oLyl 3110 171.0 207.0  253.0283.(
e
m/z--> 50 100 150 200 250
Abundance #843: Acetamide, N-methyl- A RAREE S
43.0 73.0 6.20 6.40 6.60 6.80
m/z 39.00 9.77%
5000
01%-9“w L — S | E—
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55073.D

Acq On : 4 Oct 2022 21:42
Operator : CG/JU

Sample : N4936-03

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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.
18.532 2.03 ng 51060  Phenanthrene-die 17.680
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 .beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 22
Abundance Scan 2594 (18.532 min): BG055073.D\data.ms (-2588) (- | m/z 73.00 100.00%
43.0 730
5000 129.1
213.1
171.1 S AL LA o
| Hl ‘ ‘ ‘ 256.1 18.50
oWw‘\;‘w!"HHM H_JUJ_m‘hm_m‘ L 1T m/z 60.00 89.14%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1
18.50
157.01g5 92130  256.0 m/z 42.95 86.11%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
18.50
5000 129.0 m/z 57.10 77 .40%
199.0
s e T
EETTIN 8 O e P
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 A
Abundance #92070: Tridecanoic acid L ; QNMMM”WN
73.0 18.50
m/z 55.00 66.18%
43.0
5000
129.0
1710 2140 /\
101.0 ‘
ozl . LIS b
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BGO55073.D

Acqg On : 4 Oct 2022 21:42
Operator : CG/JU

Sample : N4936-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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... 3.379 46.0 ng 461038 1 8.344 200532 20.0
3-Hexen-2-one 4.772 5.7 ng 56930 1 8.344 200532 20.0
2-Pentanone, 4-... 5.394 82.9 ng 831277 1 8.344 200532 20.0
2-Pentanone, 4-... 6.493 5.5 ng 55203 1 8.344 200532 20.0
n-Hexadecanoic ... 18.532 2.0 ng 51060 4 17.680 503921 20.0

8270-BG100322.M Wed Oct ©5 13:21:19 2022 Pag 8



