LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125514.D

Acqg On : 15 Sep 2021 20:35
Operator : JU/CG

Sample : M3684-22

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-BF091521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125514.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.204 11 20 25 rBV 3472280 4884466 82.12% 15.268%
2 4.387 381 391 4600 rBV 23836 61802 1.04% 0.193%
3 5.087 506 510 522 rVB 527332 565944  9.52%  1.769%
4 5.493 575 579 592 rBV 2075960 1886108 31.71% 5.896%
5 6.498 746 750 766 rBV 1151725 1147414 19.29% 3.587%

6 6.863 809 812 816 rBV 1117954 970840 16.32% 3

7 7.434 903 909 912 rBV 2802870 3034168 51.01% 9.484%

8 8.145 1026 1030 1034 rBV 1247211 1271714 21.38% 3

9 9.228 1208 1214 1217 rBV 5251068 5281695 88.80% 16.510%
9.904 1324 1329 1333 rBV 1565868 1454398 24.45%
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11 10.551 1432 1439 1445 rBV 84068 114730 1.93%
12 10.698 1460 1464 1474 rVB 1106771 1070992 18.01%
13 10.816 1479 1484 1487 rBV 184161 167963 2.82%
14 11.280 1559 1563 1566 rBv2 93963 95453 1.60%
15 11.398 1578 1583 1586 rBV 1646402 1550102 26.06%

POOWO
Ul
N
9]
R

16 12.986 1848 1853 1856 rBV 5648236 5947905 100.00% 18.
17 13.904 2006 2009 2014 rVB 88839 87660 1.47%
18 14.039 2028 2032 2036 rBV 1512505 1304925 21.94%
19 15.527 2279 2285 2294 rVB 889742 1092631 18.37%
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Sum of corrected areas: 31990910
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091521\

BF125514.D
: 15 Sep 2021 20:35
Ju/CG
. M3684-22
: 9 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

TIC: BF125514.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125514.D

Acqg On : 15 Sep 2021 20:35
Operator : JU/CG

Sample : M3684-22

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.204 100.62 ng 4884470 1,4-Dichlorobenzene-d4 6.863

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 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 17
Abundance  Scan 20 (2.204 min): BF125514.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
5000 43.0 A
e BEamanEa o
‘ J 881 2.20 2.40 2.60
Ol v ooy kil 580 Il 881wz 43.00 44.89%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B B

220 240 2.60

43.0
‘ m/z 55.00 35.53%
27,0 88.0
O\‘\\\\‘\““\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
T
220 240 2.60
5000 55.0 m/z 87.10 26.64%
39
0 L ‘ \ JL 88.0 1120 129.0
“““““ “““ ““,‘ e e
miz--> 0 20 40 80 100 120
Abundance #2245.Suane,teuanuﬂhyh R B o
73.0 2.20 2.40 2.60

m/z 41.00 13.98%

5000
430

m/z--> 0 20 40 60 80 100 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125514.D

Acqg On : 15 Sep 2021 20:35
Operator : JU/CG

Sample : M3684-22

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.087 11.66 ng 565944  1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 510 (5.087 min): BF125514.D\data.ms (-506) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
83.0 4.80 5.00 5.20 5.40
Obrr e b e e M/Z 0 59.00 63.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R I A BN LA
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.00 17.20%
O \\\‘\f‘!‘f‘\\f‘?‘ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\?%\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
AmmmE B R
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 15.83%
29.
‘ ‘ 87.0
b 220 L WLl me [
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime e RARREEESE T
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.73%
5000
101.0
oL 180 310 | %89 790 60 A
R Ea T L R e AARARRmm R RARREEE NS LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125514.D

Acqg On : 15 Sep 2021 20:35
Operator : JU/CG

Sample : M3684-22

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.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 3 Tridecane, 5-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.816 2.17 ng 167963  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 C16H34 055045-11-9 86
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
3 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 62
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 60
5 Tridecane 184 C13H28 000629-50-5 58

Abundance Scan 1484 (10.816 min): BF125514.D\data.ms (-1479) (- m/z 57.00 100.00%

57.0
5000
99.1 "0 1100
‘ H ‘ . 410 184.1 10.50 11.00
ob— w“‘W‘w‘ﬂ‘ﬁ‘ﬁ e \‘”“ ——— m/z 71.10 61.55%
miz--> 50 100 150 200 250
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 2 e
10.50 11.00
m/z 43.00 45.60%
112.0
O T T T ‘\“ ‘h‘\ H‘ “‘ \H T ‘]\-4.\2.‘0\ “\]_8\“3\0‘ \2\26\.()\ ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
— —
10.50 11.00
5000 m/z 85.05 23.56%
113.0
27,0
o T L1 ssiese s
miz--> 50 100 150 200 250
Abundance #22092: Octane, 3,5-dimethyl- — —
57.0 10.50 11.00
m/z 41.00 20.22%
5000
27,0‘ ‘ 99.0
1 O A I . —
m/z--> 50 100 150 200 250 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125514.D

Acqg On : 15 Sep 2021 20:35
Operator : JU/CG

Sample : M3684-22

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF@91521.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... 2.204 100.6 ng 4884470 1 6.863 970840 20.0
2-Pentanone, 4-... 5.087 11.7 ng 565944 1 6.863 970840 20.0
Tridecane, 5-pr... 10.816 2.2 ng 167963 4 11.398 1550100 20.0
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