LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122322\
Data File : BF131808.D

Acqg On : 23 Dec 2022 16:03
Operator : CG\JU

Sample : PB149887BL

Misc :

ALS vial : 9 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-BF122022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131808.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 3 11 16 rVB 81013 109253 2.08% 0.424%
2 5.075 503 508 518 rBV 138543 224041 4.27% 0.870%
3 5.469 570 575 578 rBV 2826696 2871682 54.68% 11.150%
4 6.487 741 748 750 rBV 2355965 2919095 55.58% 11.334%
5 6.845 805 809 812 rBV 754981 591629 11.27%  2.297%

6 7.416 900 906 909 rBV 1687839 1977744 37.66% 7.679%
7 8.134 1023 1028 1032 rBV 785550 779413 14.84%  3.026%
8 9.222 1207 1213 1216 rBV 3771749 3968511 75.56% 15.409%
9 9.904 1323 1329 1332 rBV 1191303 1011526 19.26%  3.927%
10 10.704 1458 1465 1468 rBV 2993598 2770092 52.75% 10.756%

11 11.404 1578 1584 1587 rBV 1346909 1185898 22.58% 4.605%
12 12.810 1820 1823 1827 rBV 130051 113553 2.16% 0.441%
13 13.004 1850 1856 1859 rBV 5261399 5251852 100.00% 20.392%
14 13.522 1940 1944 1949 rBV 97476 76551  1.46% 0.297%
15 14.057 2031 2035 2039 rBV 1068819 1015837 19.34%  3.944%

16 15.557 2285 2290 2298 rBV 536438 763059 14.53%  2.963%

17 16.033 2365 2371 2379 rVB2 40356 64042 1.22% 0.249%
18 16.551 2454 2459 2466 rVB2 32946 61226 1.17% 0.238%
Sum of corrected areas: 25755004

8270-BF122022.M Sun Dec 25 01:25:45 2022 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122322\

BF131808.D
: 23 Dec 2022 16:03
: CG\JU
: PB149887BL
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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\BF122322\
Data File : BF131808.D

Acqg On : 23 Dec 2022 16:03
Operator : CG\JU

Sample : PB149887BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.152 3.69 ng 109253  1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 56
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
Abundance  Scan 11 (2.152 min): BF131808.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000
43.0
55.0 87'1 \\\‘\H\‘\\H‘H\\‘\H\‘\\
‘ 2.202.302.402.502.60
\\‘\\\\‘\\\\‘\\\\“"\‘\‘\\‘\‘\\‘\“\\\\i‘\}\\‘\\\\‘\\\\‘\\\\‘ m/Z 42.95 34.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T PR T TR
43,0 290 2.202.302.402.502.60
87.0 m/z 54.95 25.34%
27.0 ‘
\\‘\\\\‘\\\‘H‘M\\\“’1\‘\\‘\‘\{‘\“\\\\}‘\1\\‘\\\\‘\\\\‘\.\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R e A REA R
41.0 87.0 2.202.302.402.502.60
5000 50 m/z 87.16 24.17%
29.0
15.0 Mh ‘ ‘\ H
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8502: 2-Methyl-5-hexen-3-ol R RARRRRAREISEE
73.0 2.202.302.402.502.60
m/z 71.10 11.41%
55.0
43.0
5000
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60

8270-BF122022.M Sun Dec 25 01:25:47 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122322\
Data File : BF131808.D

Acqg On : 23 Dec 2022 16:03
Operator : CG\JU

Sample : PB149887BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.075 7.57 ng 224041 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 50
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 508 (5.075 min): BF131808.D\data.ms (-503) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SBSSNSSSD 1 S S,
‘ 830 4.80 5.00 5.20 5.40
bbbl S e e e M/Z 59,00 63.05%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L B L B AL
59.0 4.80 5.00 5.20 5.40
m/z 101.00 21.80%
27\\'\9 \M \‘ 83\-0 101.0
\\‘H\\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
AR ARAEEERE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.11%
41.0
27.0 101.0
"Ml“‘w‘i:‘mwmmW:wmwH_m_ww_ww‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e ARARARREE S
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.19%
5000 41.0
=Y 126.0 1420 "
e e e e e e R R e RS
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122322\
Data File : BF131808.D

Acqg On : 23 Dec 2022 16:03
Operator : CG\JU

Sample : PB149887BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Hexadecanoic acid, 1,1-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.810 2.24 ng 113553  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 93
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 64
4 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 35
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 30
Abundance Scan 1823 (12.810 min): BF131808.D\data.ms (-1820) (- m/z 56.00 100.00%
56.0
5000 A
s 2% 00
171.1 213.2 . : :
““““Hﬁ“ ““‘H‘H PLETE L L 82l s 00 62.62%
miz--> 50 150 200 250 300
Abundance  #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 T i —_—
12.50 13.00
m/z 41.10 45.00%
1 90 257.0
. “‘ “ HMM u“ H\\ \‘u\h‘\‘ g ‘18‘\5‘0‘ — \‘ ‘\“ — ‘3‘1“2‘(
miz--> 50 100 150 200 250 300
Abundance #214941: Hexadecanoic acid, butyl ester
56.0 A
ALy
12.50 13.00
5000 m/z 43.05 41.73%
‘ ‘ ‘ 257.0
N \ . 18502190, | 312
miz--> 50 100 150 200 250 300 /\
Abundance  #214978: Hexadecanoic acid, 2-methylpropyl ester e ] 4 ‘ A
57.0 12.50 13.00
m/z 55.00 36.53%
5000
239.0
Pt 2 |
189 | LU g800 T ame | praod2e || .,
m/z--> 50 100 150 200 250 300 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122322\
Data File : BF131808.D

Acqg On : 23 Dec 2022 16:03
Operator : CG\JU

Sample : PB149887BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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... 2.152 3.7 ng 109253 1 6.845 591629 20.0
2-Pentanone, 4-... 5.075 7.6 ng 224041 1 6.845 591629 20.0
Hexadecanoic ac... 12.810 2.2 ng 113553 5 14.057 1015840 20.0
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