LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125636.D

Acqg On : 24 Sep 2021 23:25
Operator : JU/CG

Sample : M3916-01

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_F\METHODS\8270-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125636.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.21e 14 21 29 rVB 1196767 1518774 35.20% 5.419%
2 4.504 406 411 416 rVB 927686 1032453 23.93% 3.684%
3 5.110 509 514 522 rVB 582497 675595 15.66%  2.411%
4 5.504 576 581 584 rBV 3075376 2737772 63.45% 9.769%
5 6.504 746 751 754 rBV 3232229 3067029 71.09% 10.944%

6 6.887 812 816 819 rBV 1331859 1036048 24.01% 3

7 7.445 905 911 914 rBV 2083379 2092016 48.49% 7

8 8.063 1013 1016 1025 rBV 104730 89961 2.09% ©0.321%

9 8.169 1029 1034 1037 rVV 1529073 1439328 33.36% 5
9.239 1211 1216 1220 rBV 4425345 4314524 100.00% 15.

11 9.922 1327 1332 1335 rBV 2100391 1632687 37.84% 5
12 10.704 1461 1465 1468 rBV 1706520 1378657 31.95% 4
13 11.404 1580 1584 1587 rBV 1914964 1534766 35.57% 5.476%
14 12.986 1849 1853 1857 rBV 3559681 3325116 77.07% 11.
15 13.886 2002 2006 2009 rBV3 77280 118769 2.75% ©

16 14.039 2028 2032 2036 rBV 1130189 939807 21.78%  3.353%
17 15.515 2277 2283 2287 rBV 869885 1092364 25.32%  3.898%

Sum of corrected areas: 28025666
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Sep 2021 23:25
: M3916-01

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092421\
BF125636.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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\BF@92421\
Data File : BF125636.D

Acqg On : 24 Sep 2021 23:25
Operator : JU/CG

Sample : M3916-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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.
2.210 29.32 ng 1518770 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# 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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23

5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance  Scan 21 (2.210 min): BF125636.D\data.ms (-14) (-) m/z 73.05 100.00%

3.0
5000
43.0
87-1 T ‘ L ‘ L ‘ L
570 ‘ 2.20 2.40 2.60
el O m/z 43.05  32.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L
2.20 2.40 2.60
43.0 o
‘ 87.0 m/z 87.10 25.16%
29.0 L
\‘H\”“HH“‘f‘\‘f\‘\f\‘fg“-(\)\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 N
220 240 2.60
5000 41.0 55.0 m/z 55.10 24.42%
27.0
S A 112.0 1290
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 220 240 2.60
m/z 71.10 11.42%
5000 43.0
58.0
29.0 87.0
[ Uy |
T e e e e e A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125636.D

Acqg On : 24 Sep 2021 23:25
Operator : JU/CG

Sample : M3916-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.504 19.93 ng 1032450 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 78
Abundance Scan 411 (4.504 min): BF125636.D\data.ms (-406) (-) m/z 83.00 100.00%
83.0
55.0
5000
43.0 981
A RAmEa R
‘ 670 4.20 4.40 4.60 4.80
\\’\\H‘H\\‘\\H‘M\\\W‘\}\‘H\\.‘HH“H‘H‘HH“HH m/Z 55.05 83.69%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L B LR L B R
29.0 43.0 98.0 4.20 4.40 4.60 4.80
’ m/z 98.10 38.87%
\\’\\H‘H}‘M\\\‘1M\\\“i‘i1\‘\\6\7\.(‘)\\H“HH‘HH“HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 A RAmaa T
200 43.0 4.20 4.40 4.60 4.80
5000 m/z 43.05 32.06%
98.0
15.0
O 1 R 2
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- T
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 22.05%
5000 41.0 98.0
27.0 69.0
0 IO P O O A O OO | R
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80

8270-BF092421.M Mon Sep 27 08:08:19 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125636.D

Acqg On : 24 Sep 2021 23:25
Operator : JU/CG

Sample : M3916-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.1106 13.04 ng 675595 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 514 (5.110 min): BF125636.D\data.ms (-509) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 e
| 83.0 4.80 5.00 5.20 5.4 ;
\\\\‘\\\\“1\\‘\“i\\\\“\\\\“\\\\‘\\\\‘\\ m/Z 59.10 60.29%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R R B B
59.0 4.80 5.00 5.20 5.40
m/z 101.10  23.30%
15.0 101.0
\\\‘\‘\W‘\\“M\\1‘\\\\8‘3‘\.0\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R e R
4.80 5.00 5.20 5.40
5000 210 m/z 58.10 17.60%
W | 12601420
et
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R maE R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.34%
5000
15.0 | 7%-0 100.0
1 1L |
-t r—ty——t—1 A EaRRR L
m/z--> 20 40 60 80 100 120 140 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@92421\
Data File : BF125636.D

Acqg On : 24 Sep 2021 23:25
Operator : JU/CG

Sample : M3916-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 4 Nonadecyl pentafluoropropio... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.886 2.53 ng 118769 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 94
2 1-Hexacosene 364 C26H52 018835-33-1 93
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

Abundance Scan 2006 (13.886 min): BF125636.D\data.ms (-2002) (1  m/z 57.10 100.00%
57.1

5000 W
— —
‘ ‘ h 0070 2810 13.50 14.00
Mk "M‘“\H““““““ﬂ‘ e m/z 43.10  81.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #318054: Nonadecy! pentafluoropropionate
57.0
5000 110 — ——
13.50 14.00
m/z 83.05 80.02%
J \‘ “ ‘ h “\ “\ m u 01960 26603110 4121
\\\‘ \\‘ \\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
— —
13.50 14.00
5000 111.0 m/z 97.85  79.84%
Al T T
miz--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol “ —
57.0 13.50 14.00
m/z 69.05 67.07%
111.0
5000
e | ‘M‘JT‘ i 0195.0237.0280.0322.0 378.0
ey “‘ P T e e — —
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125636.D

Acqg On : 24 Sep 2021 23:25
Operator : JU/CG

Sample : M3916-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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... 2.210 29.3 ng 1518770 1 6.887 1036050 20.0
3-Penten-2-one,... 4.504 19.9 ng 1032450 1 6.887 1036050 20.0
2-Pentanone, 4-... 5.110 13.0 ng 675595 1 6.887 1036050 20.0
Nonadecyl penta... 13.886 2.5 ng 118769 5 14.039 939807 20.0
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