LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130929.D

Acqg On : 02 Nov 2022 14:11
Operator : CG\JU

Sample : N5310-21

Misc :

ALS vial : 7 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130929.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  2.263 23 30 36 rVB 465970 603586 29.66%  4.200%
2 5.157 514 522 529 rBV 194988 239695 11.78% 1.668%
3 5.545 583 588 591 rBV 1724349 1628935 80.05% 11.336%
4 6.540 752 757 760 rBV 1576943 1699382 83.51% 11.826%
5 6.922 818 822 825 rBV 623105 490274 24.09%  3.412%
6 7.487 912 918 921 rBV 1095075 1087570 53.44% 7.568%
7 8.122 1020 1026 1036 rBV3 26150 69199 3.40% 0.482%
8 8.210 1036 1041 1044 rVB 667762 647584 31.82%  4.506%
9 9.286 1218 1224 1227 rBV 2304744 1993378 97.96% 13.872%
10 9.969 1335 1340 1344 rBV 883081 752037 36.96% 5.233%
11 10.763 1470 1475 1478 rBV 1368176 1194856 58.72%  8.315%
12 11.463 1590 1594 1597 rBV 961570 796603 39.15% 5.543%
13 11.527 1601 1605 1611 rVB3 38224 32105 1.58% 0.223%
14 12.680 1797 1801 1804 rVB 40785 32466 1.60% 0.226%
15 12.910 1834 1840 1843 rBV 32794 32403 1.59% 0.225%
16 13.057 1860 1865 1868 rBV 2378443 2034980 100.00% 14.161%
17 14.039 2026 2032 2038 rBV7 22084 61240 3.01% 0.426%
18 14.110 2040 2044 2048 rBV 568296 545266 26.79%  3.794%
19 14.204 2055 2060 2065 rBv2 20686 26743 1.31% 0.186%
20 15.627 2296 2302 2311 rVB 303469 401759 19.74% 2.796%

Sum of corrected areas: 14370061
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\

: BF130929.D

: 02 Nov 2022 14:11
: CG\JU

: N5310-21

: 7 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF130929.D\data.ms

5.545

2.263

5.157

6.540

7.487

6.922

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
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2000000

1500000
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TIC: BF130929.D\data.ms
9.286
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13.057

12.6802.?&4

0
Time-->

10.00 10.50 11.00

11.527
11.50

12.00
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2000000

1500000
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500000

TIC: BF130929.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130929.D

Acq On : 02 Nov 2022 14:11
Operator : CG\JU

Sample : N5310-21

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.263 24.62 ng 603586 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# 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 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
5 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 9
Abundance  Scan 30 (2.263 min): BF130929.D\data.ms (-23) (-) m/z 73.05 100.00%
73.0
5000 43.0
87.1
R aman s
Ul ‘ ‘ 2. 20 240 2. 60
0‘W‘H‘WH‘M‘HM‘H_umWHH‘J‘WH‘W‘HW‘HW‘H‘_H‘_‘H m/z 43.05 46.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L
43.0 220 240 2.60
‘ 87.0 m/z 55.05 30.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 .
2. 20 240 2. 60
5000 41.0 55.0 m/z 87.10 26.75%
27.0
0 11, L 112.0 129.0
H_H‘VHW‘HWHH‘HH_‘H_HW‘HWH‘WHH_‘H_H‘_H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5032: 3-Pentanol, 3-methyl- a2
73.0 220 2.40 260
m/z 41.05 15.03%
5000
55.0
20.0 ‘ 87.0
0 15. p T ‘ ‘ | ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 2.40 260
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Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\

Data Path :

Data File : BF130929.D

Acq On : 02 Nov 2022 14:11
Operator : CG\JU

Sample : N5310-21

Misc

ALS vial : 7

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
5.157 9.78 ng 239695 1,4-Dichlorobenzene-d4 6.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 1,2-Butanediol 90 C4H1e02 000584-03-2 9
Abundance Scan 522 (5.157 min): BF130929.D\data.ms (-514) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ 83.0 4.80 5.00 5.20 5.40
Ol b e M/z 59.1@ 55.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LA LA LI L I
4.80 5.00 5.20 5.40
59.0 m/z 101.18  17.10%
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R ERREERRRNERRRREE
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.00 13.65%
29.0
‘ 101.0
0‘H"H‘_‘mﬂu‘hl1H‘Hhuwu‘_“q‘u‘p‘u‘u“_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime amamaREEE R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.72%
5000
101.0
ol 120 310 | °80 700 86,0
R B e SRR R R R R
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\BF110222\
Data File : BF130929.D

Acq On : 02 Nov 2022 14:11

Operator : CG\JU

Sample : N5310-21

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
8.122 2.14 ng 69199 Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Ethanol, 2-(2-butoxyethoxy)-
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803
3 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603
4 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204

162 C8H1803

000112-34-5 90
018912-80-6 64
000112-73-2 64
081327-29-9 50
000143-22-6 45

Abundance Scan 1026 (8.122 min): BF130929.D\data.ms (-1020) (-) m/z 45.00 100.00%
45.0
5000 f\x
R R e T
|| 75‘-0 100.0 7.80 8.00 8.20 8.40
Ol Ml T w/z s7.18 93.62%
miz--> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\’
41.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 39.98%
100.0
O \].\5‘\(“) T “ ‘\ T “ ‘1‘\ T ‘!‘HH\ T ‘1“\‘ ‘ \“\‘ L } T \1\1f6‘0\1\3‘}2 \0‘ T T
miz--> 40 60 80 100 120 140
Abundance #38409. Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
7.80 8.00 8.20 8.40
5000 ITI z 56.10 16.60%
89.0
29.0
73
b Ll 0 | 190 saso
miz--> 20 40 60 80 100 120 140
Abundance  #96404: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis- et e e
57.0 7.80 8.00 8.20 8.40
m/z 43.00 16.31%
5000
41.
75.0
‘ 101.0
obtso oy ol D se
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130929.D

Acq On : 02 Nov 2022 14:11
Operator : CG\JU

Sample : N5310-21

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Heptafluorobutyric acid, n-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.039 2.25 ng 61240  Chrysene-d12 14.116
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 83
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 83
3 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 80
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 74
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 74
Abundance Scan 2032 (14.039 min): BF130929.D\data.ms (-2026) (- m/z 55.00 100.00%
55.0
5000 WM
111
T \
i H 185.1234.15g1 o 14.00
ol L4 “ “ ‘”‘H‘W L e m/z 43.10 89.58%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0
5000 11.0 LN
14.00
m/z 83.60 67.95%
O \“\ ‘\“ \“\ ”‘ “\ ‘h ‘“\ ‘\ T ‘ T \ \2\5"2\(\)?\9§\0\ T ‘ L ‘ T \44‘8\(
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275085: Octadecyl trifluoroacetate
57.0
T \
14.00
5000 11.0 m/z 57.00 65.15%
0 \‘ \‘ | “ “ J ‘\ \h 1680 224.0 2970 348.0
A L R T e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228815: 1-Hexadecanesulfonyl chloride ——
57.0 14.00
m/z 68.95 63.45%
5000 11.0 WWWWVMMAJK%WWAMWMNW
4.0
LLLLLLLL o7 20000 s
m/z--> 50 100 150 200 250 300 350 400 450 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130929.D

Acqg On : 02 Nov 2022 14:11
Operator : CG\JU

Sample : N5310-21

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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... 2.263 24.6 ng 603586 1 6.922 490274 20.0
2-Pentanone, 4-... 5.157 9.8 ng 239695 1 6.922 490274 20.0
Ethanol, 2-(2-b... 8.122 2.1 ng 69199 2 8.210 647584 20.0
Heptafluorobuty... 14.039 2.3 ng 61240 5 14.116 545266 20.0

8270-BF102722.M Thu Nov @3 12:28:51 2022 Pag 7



