LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133795.D

Acqg On : 16 Jun 2023 02:08
Operator : CG\JU

Sample : 03235-05

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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133795.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 3 8 14 rVB 509062 680136 15.61% 2.487%
2 2.240 22 26 35 rVB 37281 50621 1.16% 0.185%
3 5.057 493 505 520 rBV 324667 538487 12.36% 1.969%
4 5.457 567 573 576 rBV 3580099 3842918 88.20% 14.051%
5 6.463 738 744 747 rBV 3090420 4001652 91.85% 14.631%

6 6.828 802 806 810 rBV 907678 722931 16.59%
7 7.398 897 903 906 rBV 2568460 2446675 56.16%
8 8.110 1021 1024 1028 rBV 1149055 922481 21.17%
9 9.192 1203 1208 1211 rBV 4963145 4356821 100.00% 15.

9.869 1319 1323 1326 rBV 1245039 1030363 23.65%

w Ul woo N
w
~N
w
R

11 10.580 1441 1444 1448 rBV 230715 193299 4.44% ©
12 10.657 1453 1457 1461 rBV 2798886 2725925 62.57% 9
13 11.357 1572 1576 1579 rBV 1073448 996161 22.86% 3.642%
14 11.880 1661 1665 1669 rBV 60124 66314 1.52% ©
15 12.945 1841 1846 1849 rBV 3557367 3325737 76.33% 12.

16 13.845 1995 1999 2009 rBV 101265 156777 3.60% ©.573%
17 13.998 2019 2025 2032 rBV 618641 565435 12.98% 2.067%
18 15.457 2268 2273 2282 rBV 558910 727323 16.69%  2.659%

Sum of corrected areas: 27350056
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\

BF133795.D

: 16 Jun 2023 02:08
¢ CG\JU
: 03235-05

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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\BF061523\
Data File : BF133795.D

Acqg On : 16 Jun 2023 02:08
Operator : CG\JU

Sample : 03235-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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.
2.134 18.82 ng 680136 1,4-Dichlorobenzene-d4 6.828

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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance Scan 8 (2.134 min): BF133795.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.1
P
‘ ‘ 2.202.302.402.50
R 1 A O (N AN B Y W Y-S E 0T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN RN RN
43.0 2.202.302.402.50
— 850 87.0 m/z 55.05  28.71%
29.0 ‘
O\\\‘\\\\‘\\\\‘\\\”"\\\\“‘}\‘\\‘\\f‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
RN RRAEERERECEE
40 5o, 87.0 2.202.302.402.50
5000 ’ m/z 87.10 24.95%
29.0
150 Mh ‘ ‘\ A
ot e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2245: Silane, tetramethyl- A
73.0 2.202.302.402.50
m/z 41.05 14.64%
5000
43.0
150 290 17 599
PSS M WEBI | At SR ML -1 M A SAMAOS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133795.D

Acqg On : 16 Jun 2023 02:08
Operator : CG\JU

Sample : 03235-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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.
5.057 14.90 ng 538487 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 505 (5.057 min): BF133795.D\data.ms (-493) (-) m/z 42.95 100.00%
3.0
5000 59.0
101.1 \\\\‘\\\\‘\\\\‘\\\\‘\\\
4.80 5.00 5.20 5.40
byl 830 P
oY b m/z 59.00 51.11%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L I L L L B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.30%
27.0 | ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e ERRAREEAEE
4.80 5.00 5.20 5.40
5000 410 m/z 58.00 12.97%
oL 12800
m/iz--> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl- S RRRRmEEA S
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.83%
5000 41.0
H ‘ 87.0
o‘HF?\«‘\ww\i”“w‘\m\_m,w,w
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\BF061523\
Data File : BF133795.D

Acqg On : 16 Jun 2023 02:08
Operator : CG\JU

Sample : 03235-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 3 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.580 3.75 ng 193299  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 50
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 50
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50
Abundance Scan 1444 (10.580 min): BF133795.D\data.ms (-1441) (- m/z 105.00 100.00%
105.0
5000 182.1
51.0
R \
152.1 10.50
oty m/z 77.05 63.65%
miz-> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 — :
10.50
510 m/z 182.10  49.20%
| 152.0 |
0\\‘\‘\‘\\”M\\“\\\\“‘\\\‘\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
105.0
R \
10.50
5000 182.0 m/z 51.00 29.83%
51.0
150.0
bt A
miz--> 50 100 150 200 250
Abundance #173929: 2-Benzoyl-4-bromo-5-methyl-1,2-oxazol-3-one —h ‘
105.0 10.50
m/z 50.00 9.52%
5000
51.0
o0l L 1470 283.(
A= —h
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133795.D

Acqg On : 16 Jun 2023 02:08
Operator : CG\JU

Sample : 03235-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Docosyl pentafluoropropionate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.845 5.55 ng 156777  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

Abundance Scan 1999 (13.845 min): BF133795.D\data.ms (-1995) (- m/z 57.05 100.00%
57.0
5000
1111
= —
13.50 14.00
168.2
ol AdblidpSPe22312810 m/z 43.05 93.18%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #332270: Docosy! pentafluoropropionate
57.0
5000 — —
13.50 14.00
m/z 55.05 70.83%
\\\‘1\\!11\!\1\\‘f\\\[\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #339001: Octacosyl trifluoroacetate
57.0
— ——
13.50 14.00
5000 m/z 69.10 59.92%
1.0
oM ‘ ‘ 1 ‘ 5116,7 0222. 02780 _ 364.0 437.0
“w“u“u‘ R R e AR ABRARE S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342427: Tricosyl heptafluorobutyrate — 7
57.0 13.50 14.00
m/z 41.05 55.48%
5000
I VNJ%&WWMANwa$WW”
ol H L [P020a0 3220 518.(
“W‘H‘_‘H A e e e e e P e
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@61523\
Data File : BF133795.D

Acqg On : 16 Jun 2023 02:08
Operator : CG\JU

Sample : 03235-05

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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... 2.134 18.8 ng 680136 1 6.828 722931 20.0
2-Pentanone, 4-... 5.057 14.9 ng 538487 1 6.828 722931 20.0
Benzophenone 10.580 3.8 ng 193299 3 9.869 1030360 20.0
Docosyl pentafl... 13.845 5.5 ng 156777 5 13.998 565435 20.0
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