LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124098.D

Acqg On : 27 May 2021 18:20

Operator : JU/CG

Sample : M2537-01 :
Misc : FK-BPM-04-016-ABCD

ALS Vvial : 11 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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124098.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.157 5 12 19 rBV 556177 694800 53.60%  8.218%
2 2.263 26 30 35 rvB3 12479 16253 1.25% 0.192%
3 5.098 509 512 517 rVB 24663 27272 2.10% 0.323%
4 5.498 575 580 583 rBV 1194549 1042716 80.44% 12.333%
5 6.504 746 751 754 rBV 1106198 1030008 79.46% 12.183%

6 6.875 811 814 818 rBB 327536 253963 19.59% 3

7 7.439 905 910 913 rBV 816918 728619 56.21% 8

8 8.057 1013 1015 1028 rBV2 37254 60963 4.70% 0.721%

9 8.157 1028 1032 1036 rVV 361233 312239 24.09% 3
9.233 1211 1215 1218 rBV 1607118 1296310 100.00% 15.

11  9.916 1327 1331 1334 rBV 413637 346516 26.73% 4
12 10.704 1461 1465 1468 rBV 833394 748012 57.70% 8
13 11.398 1580 1583 1587 rBV 382751 317006 24.45%  3.750%
14 12.986 1849 1853 1856 rBV 1271925 1028578 79.35% 12.
15 13.933 2008 2014 2025 rBV7 18561 64176 4.95% ©

16 14.039 2029 2032 2036 rVB 275060 224946 17.35%  2.661%
17 15.527 2280 2285 2289 rBV 211613 262169 20.22% 3.101%

Sum of corrected areas: 8454546
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 27 May 2021 18:20
: M2537-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052721\
BF124098.D

Ju/CaG

FK-BPM-04-016-ABCD

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124098.D

Acqg On : 27 May 2021 18:20

Operator : JU/CG

Sample : M2537-01 :
Misc : FK-BPM-04-016-ABCD

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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.
2.157 54.72 ng 694800 1,4-Dichlorobenzene-d4 6.875

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 40
3 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 33
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 3-Pentanol, 3-methyl- 102 CeH140 000077-74-7 9

Abundance  Scan 12 (2.157 min): BF124098.D\data.ms (-5) (-) m/z 73.10 100.00%

73.1
5000 43.1
87.1
R REEE R A
‘ 0.1 2.202.302.402.502.60
b L w/z 43.10  47.49%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T [T T[T
55.0 2.202.302.402.502.60
410 87.0 m/z 55.10  37.80%
27.0 ‘
0 H’\Hm“hu“‘l\‘\\‘\‘H‘\“\H\H\lu‘uu‘uu‘\.\H“H\‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
2.202.302.402.502.60
5000 41.0 550 m/z 87.10 27.48%
27.0
Oyl 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #13730: 3-Hexanol, 2,4-dimethyl- R ERE R
73.0 2.202.302.402.502.60
45.0 m/z 41.10 15.07%
5000 87.0
29.0
| ] % 0
o“W‘ﬂﬂu‘wlu‘phﬂuuuwhM‘_MJ‘H‘W‘H‘M‘H‘H‘W‘H‘ R RRRRARREREE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124098.D

Acqg On : 27 May 2021 18:20

Operator : JU/CG

Sample : M2537-01 :
Misc : FK-BPM-04-016-ABCD

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Guanidine Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.098 2.15 ng 27272 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Guanidine 59 CH5N3 000113-00-8 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9
4 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 9
5 tert-Butyl Hydroperoxide 90 C4H1002 000075-91-2 9
Abundance Scan 512 (5.098 min): BF124098.D\data.ms (-509) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
‘ 4.80 5.00 5.20 5.40
bl el wz se.es  73.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #256: Guanidine
43.0 59.0
I A
5000 18.0 T T T T T T T

4.80 5.00 5.20 5.40
m/z 101.10 24.74%

| ?1.0
O\\\‘\‘\\‘\‘\\f‘f‘[‘\\\\“\}\\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0
R
4.80 5.00 5.20 5.40
5000 57.0 ITI/Z 57.85 17.73%
29.0
‘ 101.0
O bbbt el 780 L
miz--> 10 20 30 40 50 60 70 80 90 100 110 |
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- Coppe ey
43.0 4.80 5.00 5.20 5.40
m/z 42.00 12.03%
5000 50.0
15.0 101.0
e 830
b e e E e
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@52721\
Data File : BF124098.D

Acqg On : 27 May 2021 18:20

Operator : JU/CG

Sample : M2537-01 :
Misc : FK-BPM-04-016-ABCD

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.057 3.90 ng 60963  Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
2 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50
3 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 50

4 Ethylene glycol diglycidyl ether 174 C8H1404 002224-15-9 39
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 38

Abundance Scan 1015 (8.057 min): BF124098.D\data.ms (-1013) (-) m/z 57.10 100.00%

57.1
5000
R RRma s e A
I ‘ 101.0 7.80 8.00 8.20 8.40
0 m_Hmpm”mhm!“‘_‘UH;“H‘_m_m_‘H_ m/z 45.10  86.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 \u\‘\Mu‘\uf\“uuﬁu
20.0 7.80 8.00 8.20 8.40
' m/z 41.00 39.19%
‘ 87.0
Ot \‘\”‘ \H ‘\ \““1‘\ \MH\ \‘1‘ \“ \“f‘\ \%0\7\.\0\ ‘-:L\\?)‘}Z\c‘) L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65550: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
T RRREREaE
7.80 8.00 8.20 8.40
5000 m/z 75.10 17.92%
89.0
0 2@\:‘9 ‘H‘ 69 || 1190 14401630
I e LA e St
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #75667: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis- T RARmEEEEY
57.0 7.80 8.00 8.20 8.40
m/z 56.00 15.30%
5000
29.0
85.0
1Y M il do7.0 1310
Ot e R R N
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124098.D

Acqg On : 27 May 2021 18:20

Operator : JU/CG

Sample : M2537-01 :
Misc : FK-BPM-04-016-ABCD

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Tricosyl pentafluoropropionate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.933 5.71 ng 64176 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 80
2 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 72
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 72
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 72
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 64

Abundance Scan 2014 (13.933 min): BF124098.D\data.ms (-2008) (1 m/z 55.00 100.00%

55.0
5000
111.0 [M‘l

I11| 0
ol n/z 57.10  91.15%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #233557: Tricosyl pentafluoropropionate
57.0
5000 1110 14 00

m/z 69.10 67.53%

0 J il \ ‘\ \h i\‘h I‘I 167 0 224.0 322 0 468.0
L [ T \ LI ‘ L ‘ L ‘ LI ‘ T \ TT ‘ LI ‘ TTTT ‘ L ‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosyl heptafluorobutyrate

57.0

14.00
m/z 43.05 57.54%
5000 110
0 J 1 ‘ h “\ I‘l i 90222 0 294 0 490‘
R A RN O B e R
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #194196: Octadecy! trifluoroacetate
57.0 14.00

m/z 97.10 54.69%

5000 111.0
0 J I ‘ “ J “ J\\16.8 0 2240 297 0348 0 M M m M\

m/z--> 50 100 150 200 250 300 350 400 450 l4 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52721\
Data File : BF124098.D

Acqg On : 27 May 2021 18:20

Operator : JU/CG

Sample : M2537-01 :
Misc : FK-BPM-04-016-ABCD

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.157 54.7 ng 694800 1 6.875 253963 20.0
Guanidine 5.098 2.1 ng 27272 1 6.875 253963 20.0
Ethanol, 2-(2-b... 8.057 3.9 ng 60963 2 8.157 312239 20.0
Tricosyl pentaf... 13.933 5.7 ng 64176 5 14.039 224946 20.0
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