LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072921\
Data File : BF124863.D

Acqg On : 29 Jul 2021 21:40

Operator : JU/CG

Sample : M3216-07 :
Misc : 20210538-COM-11

ALS Vvial : 18 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-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124863.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 3 6 10 rBB 10126 10832 5.00% ©0.905%
2 5.487 574 578 581 rBV 153218 135287 62.49% 11.308%
3 6.498 745 750 753 rBV 146998 141966 65.58% 11.866%
4 6.869 810 813 816 rBB 42532 31331 14.47% 2.619%
5 7.434 905 909 912 rBB 106255 92088 42.54% 7.697%
6 8.051 1012 1014 1020 rBB 9856 8118 3.75% 0.679%
7 8.151 1028 1031 1034 rBV 52984 43130 19.92%  3.605%
8 9.228 1210 1214 1217 rBV 206264 170046 78.55% 14.214%
9 9.910 1327 1330 1334 rBB 65646 52374 24.19% 4.378%

10 10.698 1460 1464 1467 rBV 145453 127245 58.78% 10.636%

11 11.398 1579 1583 1586 rBV 77079 60205 27.81% 5.032%

12 12.492 1766 1769 1770 rBB 5743 4410 2.04% 0.369%

13 12.986 1848 1853 1856 rBV 253675 216481 100.00% 18.095%

14 13.880 2002 2005 2015 rBB2 9573 15814 7.31% 1.322%

15 14.039 2028 2032 2035 rVB 57958 48962 22.62% 4.093%

16 15.515 2278 2283 2288 rBB2 32425 38076 17.59% 3.183%
Sum of corrected areas: 1196365
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 29 Jul 2021 21:40
: M3216-07

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072921\
BF124863.D

Ju/CaG

20210538-COM-11

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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\BF072921\
Data File : BF124863.D

Acq On : 29 Jul 2021 21:40

Operator : JU/CG

Sample : M3216-07 :
Misc : 20210538-COM-11

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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.
2.122 6.91 ng 10832 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 Isobutylamine 73 C4H11N 000078-81-9 5
3 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 4
4 2-Pentanol, acetate 130 C7H1402 000626-38-0 4
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 4

Abundance Scan 6 (2.122 min): BF124863.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
43.1
5000
55.0 87.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ ‘ 2.202.302.402.50
ol e b e e m/z 43,100 51.63%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L LR R R R R
43.0 2.202.302.402.50
~ 550 87.0 m/z 55.00  29.99%
29.0 | ‘ |
O\\‘\\\\‘\\\”“\\\\“}\‘\\‘\\\‘\"\\\\‘\}\\’\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #861: Isobutylamine
30.0
T
2.202.302.402.50
5000 m/z 87.00 25.33%
73.0
o, 80 | 430 880 ]
R T A o o
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2147: 1-Butanamine, 3-methyl- T
30.0 2.202.302.402.50
m/z 41.10 18.56%
5000
e RRRREs e R aRaa
m/z--> 10 20 30 40 50 60 70 80 90 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072921\
Data File : BF124863.D

Acq On : 29 Jul 2021 21:40

Operator : JU/CG

Sample : M3216-07 :
Misc : 20210538-COM-11

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknown8.051 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.051 3.76 ng 8118 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Isobutoxymethyl)oxirane 130 C7H1402 003814-55-9 9
2 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 9
3 Aziridine, 1-(methoxymethyl)- 87 C4H9NO 001497-83-2 5
4 2-Propanol, 1-amino- 75 C3H9NO 000078-96-6 4
5 Ethanamine, 2-methoxy- 75 C3H9NO 000109-85-3 4
Abundance Scan 1014 (8.051 min): BF124863.D\data.ms (-1012) (-) m/z 45.10 100.00%
45.1
5000
R A RNEEEEEE e
‘ 59.0 75‘-0 7.80 8.00 8.20 8.40
Ol rrrerere e e e b e m/z 57.00 88.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15445: 2-(Isobutoxymethyl)oxirane
57.0
5000 41.0 73.0 B ARMESEE R
7.80 8.00 8.20 8.40
27 m/z 41.10 46.60%
87.0
OH’HH‘H{‘H\H\H}H‘HH\“HH“HH‘H\‘\‘HH‘\\H‘H\\‘\J\-\Z\g‘.\(\)\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4868: Propanoic acid, 2,2-dimethyl-
57.0
R RaaEE
7.80 8.00 8.20 8.40
5000 41.0 m/z 43.00 14.61%
27.0
87.0
bty T30, D0 2920
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2131: Aziridine, 1-(methoxymethyl)- R RNEEEEEY
45.0 7.80 8.00 8.20 8.40
m/z 75.00 12.51%
5000
15.0 29.0
L
I RN 1 S I DU
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072921\
Data File : BF124863.D

Acq On : 29 Jul 2021 21:40

Operator : JU/CG

Sample : M3216-07 :
Misc : 20210538-COM-11

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknownl13.880 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.880 6.46 ng 15814 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 47
2 Oxalic acid, cyclobutyl undecyl ... 298 C17H3004 1000309-70-2 38
3 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 38
4 Oxalic acid, cyclobutyl tetradec... 340 C20H3604 1000309-70-9 36
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 32
Abundance Scan 2005 (13.880 min): BF124863.D\data.ms (-2002) (- m/z 57.10 100.00%
57.1
5000 n ﬂ n /\
— A
13.50 14.00
[(JRERERES S & N m/z 55.00  92.90%
miz--> 50 100 150 200 250
Abundance #194563: Octadecane, 1-(ethenyloxy)-
43.0
5000 - A
13.50 14.00
m/z 43.00 86.02%
0 m“,‘ L \\‘ \‘ n\‘ 1250 1680 208.0 2520 296
miz--> 50 100 150 200 250
Abundance #196809: Oxalic acid, cyclobutyl undecy! ester
55.0 h n
- e
13.50 14.00
5000 m/z 41.00 70.50%
0 \‘ | 970 1540 199.0
— e
miz--> 50 100 150 200 250
Abundance #61053: 1-Decanol, 2-ethyl- — e
57.0 13.50 14.00
m/z 83.00 59.00%
5000
ol 1L P
YL 1 - — - L
m/z--> 50 100 150 200 250 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072921\
Data File : BF124863.D

Acqg On : 29 Jul 2021 21:40

Operator : JU/CG

Sample : M3216-07 :
Misc : 20210538-COM-11

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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... 2.122 6.9 ng 10832 1 6.869 31331 20.0
unknown8.051 8.051 3.8 ng 8118 2 8.151 43130 20.0
unknown13.880 13.880 6.5 ng 15814 5 14.039 48962 20.0
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