LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133097.D

Acqg On : 27 Apr 2023 13:49

Operator : CG\JU

Sample : 02448-07 :
Misc : 20230345-COMP-23

ALS vial : 9 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133097.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.304 370 377 384 rVB 94843 117534 2.14% 0.287%
2 4.945 480 486 498 rVB 993984 1407955 25.59% 3.442%
3 5.357 551 556 559 rBV 4587369 4909759 89.24% 12.001%
4 5.745 618 622 626 rVB 95015 76901 1.40% ©.188%
5 6.375 723 729 732 rBV 4171699 5101408 92.72% 12.470%

6 6.734 786 790 793 rBV 1640280 1258612 22.88%
7 7.298 880 886 889 rBV 3074241 3261128 59.27%
8 8.016 1003 1008 1012 rBV 2033918 1774510 32.25%
9 9.098 1185 1192 1195 rBV 5993619 5501857 100.00% 13.

9.769 1300 1306 1309 rBV 2529426 2028012 36.86%
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11 10.480 1422 1427 1431 rBV 262379 225317 4.10%
12 10.557 1434 1440 1443 rBV 3624601 3630890 65.99%
13 11.251 1554 1558 1561 rBV 2509212 2020667 36.73%
14 11.786 1644 1649 1658 rBV 531282 542684  9.86%
15 12.568 1779 1782 1787 rBV2 83531 87832 1.60%
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16 12.839 1824 1828 1832 rVB 5212301 5271595 95.81% 12.
17 13.886 1994 2006 2009 rBV 1880537 1831735 33.29%
18 14.668 2136 2139 2144 rVB 61255 69310 1.26%
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19 14.992 2191 2194 2200 rVB 99223 105107 1.91% 257%
20 15.304 2242 2247 2252 rBV 1067377 1349563 24.53% 299%
21 15.356 2252 2256 2262 rVB 105945 143481 2.61% ©.351%
22 15.768 2322 2326 2331 rVB2 74867 109627 1.99% 0.268%
23 16.245 2403 2407 2415 rVB3 46350 84771 1.54% 0.207%

Sum of corrected areas: 40910255
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Apr 2023 13:49
¢ CG\JU
. 02448-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042723\
BF133097.D

20230345-COMP-23

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M

Quant Title

TIC Library

: 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@42723\
Data File : BF133097.D

Acqg On : 27 Apr 2023 13:49

Operator : CG\JU

Sample : 02448-07 :
Misc : 20230345-COMP-23

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.945  22.37 ng 1407960 1,4-Dichlorobenzene-d4 6.734
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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 486 (4.945 min): BF133097.D\data.ms (-480) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.1 T T
4.60 4.80 5.00 5.20
1l | 83.1 9
L m/z 59.05  54.94%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L N B L R L I
4.60 4.80 5.00 5.20
59.0 m/z 101.18  19.55%
101.
27.0 ‘ H 83.0 0‘ 0
O\\\\‘\“\H\\““1\\‘{‘\f\\[‘\\f\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e ARMRmEES S
4.60 4.80 5.00 5.20
5000 59.0 m/z 58.10 15.11%
101.0
0+ ‘1‘5“.?“1“‘ ““\ N ‘8‘3"0“ e
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e ARRRmEES S
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.48%
5000 41.0
A SO 272,30 S | N
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133097.D

Acqg On : 27 Apr 2023 13:49

Operator : CG\JU

Sample : 02448-07 :
Misc : 20230345-COMP-23

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.480 2.22 ng 225317  Acenaphthene-di10 9.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzilamide 227 C14H13NO2 004746-87-6 50
3 1-Propanone, 3-chloro-1-phenyl- 168 C9HIC10 000936-59-4 47
4 Benzoic acid, 2-propenyl ester 162 C10H1002 000583-04-0 47
5 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 47
Abundance Scan 1427 (10.480 min): BF133097.D\data.ms (-1422) (- m/z 105.05 100.00%
105.1
77.1
51.0 i
10.50
152.1
bl b 2289 T myz 77.100 62.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 1
10.50
510 m/z 182.10  48.34%
RECH 1260 1520 |
‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #107946: Benzilamide
105.0
77.0 183.0 i
10.50
m/z 50.95 25.52%
5000 44.0 /
! d ! 1520 |
Ot e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44322: 1-Propanone, 3-chloro-1-phenyl- =
105.0 10.50
m/z 50.10 8.29%
5000 77.0
51.0
27.0
S 1330 1680
B o A s
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133097.D

Acqg On : 27 Apr 2023 13:49

Operator : CG\JU

Sample : 02448-07 :
Misc : 20230345-COMP-23

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.786 5.37 ng 542684  Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1649 (11.786 min): BF133097.D\data.ms (-1644) (- m/z 73.00 100.00%
43.0 73.0
5000 1291
213.3 T T
| H‘ 157.2185.2 T s 11.50 12.00
Y wm”mw uumHM”_‘mwmww‘w m/z 43.85  94.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R 1
11.50 12.00
167.01g5 02130  256.0 m/z 59.95 89.83%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—— —
11.50 12.00
5000 129.0 m/z 57.05 73.86%
199.0
s e LT
0%§RH“‘WNMJ“MWHN‘M‘Humuhwuquﬁwuuwuwu
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #109281: Tetradecanoic acid — .
73.0 11.50 12.00
43.0 m/z 55.05 68.80%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133097.D

Acqg On : 27 Apr 2023 13:49

Operator : CG\JU

Sample : 02448-07 :
Misc : 20230345-COMP-23

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
2-Pentanone, 4-... 4.945 22.4 ng 1407960 1 6.734 1258610 20.0
Benzophenone 10.480 2.2 ng 225317 3 9.769 2028010 20.0
n-Hexadecanoic ... 11.786 5.4 ng 542684 4 11.251 2020670 20.0

8270-BF042123.M Fri Apr 28 10:22:12 2023 Pag 6



