LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF131003.D

Acqg On : 04 Nov 2022 21:58

Operator : CG\JU

Sample : N5340-05

Misc . MW-9-102722

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

Signal : TIC: BF131003.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.193 11 18 28 rVB 1191377 1579860 65.27% 15.301%
2 5.122 513 516 521 rBV 142503 143468 5.93% 1.389%
3 5.522 581 584 591 rVB 94671 83110 3.43% 0.805%
4 6.528 751 755 761 rBV 370622 318809 13.17%  3.088%
5 6.910 816 820 823 rBV 469803 365544 15.10%  3.540%

6 7.475 907 916 919 rBV 1293223 1315721 54.36% 12.743%
7 8.192 1035 1038 1042 rBV 560907 500220 20.67% 4.845%
8 9.275 1217 1222 1225 rBV 2846960 2420533 100.00% 23.443%
9 9.957 1334 1338 1341 rBV 564523 464402 19.19%  4.498%
10 10.575 1440 1443 1446 rBV 35855 27901 1.15% 0.270%

11 11.445 1588 1591 1595 rVB 508521 463930 19.17% 4.493%
12 13.039 1858 1862 1865 rBV 2026099 1751891 72.38% 16.967%

13 14.010 2019 2027 2034 rBV 15381 53200 2.20% ©.515%
14 14.098 2038 2042 2048 rVB 470871 398406 16.46% 3.859%
15 14.192 2053 2058 2061 rBV 105324 103215 4.26% 1.000%

16 15.604 2293 2298 2305 rBV 264722 335189 13.85%  3.246%

Sum of corrected areas: 10325399
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF131003.D

Acqg On : 04 Nov 2022 21:58

Operator : CG\JU

Sample : N5340-05

Misc . MW-9-102722

ALS vial : 11 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

Abundance TIC: BF131003.D\data.ms
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Abundance TIC: BF131003.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF131003.D

Acqg On : 04 Nov 2022 21:58

Operator : CG\JU

Sample : N5340-05

Misc MW-9-102722

ALS vial : 11 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 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 1
R.T. EstConc Area Relative to ISTD R.T.
2.193 86.44 ng 1579860 1,4-Dichlorobenzene-d4 6.910
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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37

4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 18 (2.193 min): BF131003.D\data.ms (-11) (-) m/z 73.05 100.00%

73.0
5000 431
87.1
‘ 91 ‘ 220 240 2.60
Ob e 22 w/z 43.18  45.59%
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 e L
430 2.20 2.40 2.60
87.0 m/z 55.10 30.65%
\ \‘ 90 Ly
0 \‘H\\‘HH‘!\!\‘\!\!‘HH‘\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 A
220 240 2.60
5000 410 550 m/z 87.10  26.65%
27.0
A A1 O O 112.0 1290
AR L R o e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R o B e e
73.0 220 240 2.60
m/z 41.05 14.96%
5000 43.0
58.0
20.0 87‘.0
0 wH1““‘””‘””‘””‘HH_M‘,‘HwHH‘HH‘HH‘HHWH B e e e
mlz--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF131003.D

Acqg On : 04 Nov 2022 21:58

Operator : CG\JU

Sample : N5340-05

Misc . MW-9-102722

ALS vial : 11 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 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 2
R.T. EstConc Area Relative to ISTD R.T.
5.122 7.85 ng 143468 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 516 (5.122 min): BF131003.D\data.ms (-513) (-) m/z 43.00 100.00%

43.0
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5000
1010 N N N
‘ 83.0 4.80 5.00 5.20 5.40
1) AN A N S N — m/z 59.10  54.47%
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Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
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101.0 m/z 101.00 17.31%
270 ‘ 83.0
0 \\\’\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e EEaRRREEas
4.80 5.00 5.20 5.40
5000 410 m/z 58.00 14.20%
Ol L 12010
m/z--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R RRRRRRELE RSN A T
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.66%
5000
58.0
15.0 100.0
L
mlz--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\

: BF131003.D

. 04

Nov 2022 21:58

: CG\JU
: N5340-05

11

Sample Multiplier: 1

: C:\Database\NIST20.L

MW-9-102722

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

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 Dichloroacetic acid, heptad... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14010 2.67ng 53200 Chrysene-di2 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 CLOH36C1202  1000282-98-2 76

2 2- Chloropropionic acid, octadec... 360 C21H41C102
3 Pentafluoropropionic acid, penta... 374 C18H31F502
4 Heptafluorobutyric acid, pentade... 424 C19H31F702
5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302

088104-31-8 68
959092-08-1 68
959261-23-5 68
074339-53-0 68

Abundance Scan 2027 (14.010 min): BF131003.D\data.ms (-2019) (- m/z 43.05 100.00%
43.0
83.0
5000
144.9
237.0 T
| e
om:“‘ ‘ H‘H‘HH ‘m_”“_m‘” m/z 55.00  98.23%
m/z--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
97.0
5000 —
14.00
m/z 57.10 84.55%
oL ‘u“ il \M “‘\ m 7 ‘HJ‘S‘O‘O 280 2950
miz—-> 50 100 150 200 250 300 350
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0
97.0
T \
14.00
5000 m/z 41.85  76.83%
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester P ‘
57.0 14.00
97.0 m/z 83.00 73.53%
h M
390 210.0 h
o159 L1 e T
m/z--> 50 150 200 250 300 350 14.00

8270-BF102722.M Mon Nov 07 11:36:22 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF131003.D

Acqg On : 04 Nov 2022 21:58

Operator : CG\JU

Sample : N5340-05

Misc . MW-9-102722

ALS vial : 11 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 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 4 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.192 5.18 ng 103215  Chrysene-di2 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 38
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 23
Abundance Scan 2058 (14.192 min): BF131003.D\data.ms (-2053) (- m/z 277.10 100.00%
2771
5000
77.0 199.0 e o
39d ‘ 115.0 152.0 ‘ H 14.00 14.50
01— ‘W‘W‘MCWu‘Wuw W‘w‘ T m/z 278.10 31.76%
m/z--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —— e
14.00 14.50
77.0 199.0 m/z 77.00 22.71%
152.0
0 \2\7\.0\ ‘}‘ T T “\ T ‘ T T L ““\ T \“\ U T T T T ‘ T T ‘\ T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
e Ayt
14.00 14.50
5000 m/z 199.00  22.29%
77.0 183.0
ol 29 L 100 L U\ 280 |
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy e AR AT
277.0 14.00 14.50
m/z 201.00 20.66%
5000
77.0 183.0
| ‘ 131.0 ‘ ‘ ‘
S AVt W [ VIS I E PP ASN S
mlz--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF131003.D

Acqg On : 04 Nov 2022 21:58

Operator : CG\JU

Sample : N5340-05

Misc . MW-9-102722

ALS Vvial : 11 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... 2.193 86.4 ng 1579860 1 6.910 365544 20.0
2-Pentanone, 4-... 5.122 7.8 ng 143468 1 6.910 365544 20.0
Dichloroacetic ... 14.010 2.7 ng 53200 5 14.098 398406 20.0
Triphenylphosph... 14.192 5.2 ng 103215 5 14.098 398406 20.0
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