LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133388.D

Acqg On : 15 May 2023 17:48
Operator : CG\JU

Sample : 02774-03

Misc :

ALS Vvial : 10 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: BF133388.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.899 474 478 497 rVB 475253 569560 12.93% 1.851%
2 5.328 547 551 562 rBv 3881384 3817650 86.66% 12.410%
3  6.363 722 727 730 rBV 4051506 3783661 85.89% 12.299%
4 6.716 784 787 797 rBV 1407550 1092116 24.79%  3.550%
5 7.281 879 883 886 rBV 2731556 2452630 55.67% 7.972%
6 7.998 1002 1005 1009 rBV 1663772 1452702 32.98% 4.722%
7 9.081 1185 1189 1192 rBV 4890688 4405454 100.00% 14.320%
8 9.751 1300 1303 1307 rBV 2095361 1639383 37.21% 5.329%
9 9.910 1326 1330 1338 rBV 45185 75269 1.71% 0.245%
10 10.463 1421 1424 1428 rBV 312119 271109 6.15% 0.881%

11 10.545 1433 1438 1441 rBV 2815334 2667330 60.55%
12 11.233 1551 1555 1559 rBV 1869217 1638700 37.20%
13 11.775 1644 1647 1658 rBV2 112041 192401 4.37%
14 12.822 1821 1825 1829 rBV 4393796 4174199 94.75% 1
15 13.733 1976 1980 1998 rBV5 69889 244330 5.55%
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16 13.874 2000 2004 2011 rVB 1143258 1121553 25.46%  3.646%
17 14.351 2082 2085 2089 rBV2 42945 48995 1.11%
18 15.292 2240 2245 2250 rBV 859144 1116596 25.35%  3.630%

o
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o
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Sum of corrected areas: 30763638
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 15 May 2023 17:48
¢ CG\JU
. 02774-03

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051523\
BF133388.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF133388.D\data.ms
6.363
4000000 5.328
3000000 7281
2000000
6.716
1000000
4.899
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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
Abundance TIC: BF133388.D\data.ms
9.081
12.822
4000000
3000000 10.545
9.751
2000000 11.233
7.998
1000000
L 10'm t 11.775 L
9.910 .
0 —— —— — —f—— e — — = — T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF133388.D\data.ms
4000000
3000000
2000000
13.874
1000000 15.292
13.73 14.351
0 T 7 \“/\;‘\'_\v T T [ [ L [ L — L — L — T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133388.D

Acqg On : 15 May 2023 17:48
Operator : CG\JU

Sample : 02774-03

Misc

ALS Vvial : 10 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.
4.899 10.43 ng 569560 1,4-Dichlorobenzene-d4 6.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 478 (4.899 min): BF133388.D\data.ms (-474) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 T T T T T
831 ‘ 4.60 4.80 5.00 5.20
ol gl B 1294 m/z 59.10  54.65%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L B I B R
59.0 4.60 4.80 5.00 5.20
m/z 101.10 18.64%
15.0 101.0
‘ Wl | 83.0 | ‘
O\\\\‘\\\\‘}\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR AR
4.60 4.80 5.00 5.20
5000 410 m/z 58.00 15.58%
126.0
e b 1280120
m/iz--> 20 40 60 80 100 120 140
Abundance #4150: 1-Propen-2-ol, acetate R ARREREEEN e
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.71%
5000
15.0 72.0 100.0
0 | | | |

m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20

8270-BF042123.M Tue May 16 11:12:10 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133388.D

Acqg On : 15 May 2023 17:48
Operator : CG\JU

Sample : 02774-03

Misc

ALS Vvial : 10 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.
10.463 3.31 ng 271109  Acenaphthene-di10 9.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
3 N-Methylbenzamide, N-chlorodiflu... 247 C10H8C1F2NO2  1000446-98-2 47
4 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 47
5 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
Abundance Scan 1424 (10.463 min): BF133388.D\data.ms (-1421) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
=
| ‘ 1521 | 10.50 .
ot e e e e m/z 77.05 65.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 U
10.50
510 m/z 182.10  46.59%
| ‘ 152.0
O H\‘\‘\H“HH‘H\”\“\H\‘HH‘HH‘H}‘\‘H\\‘HH‘H\\‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0
e
77.0 10.50
5000 m/z 51.00 26.51%
51.0
o150 \‘ A | 134.0 165.0
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131407: N-Methylbenzamide, N-chlorodifluoroacetyl- =
105.0 10.50
m/z 181.10 8.98%
5000 77.0
51.0
0l15:0 Lo 162.0  212.0 247.0
T e e e e e e e e Ly
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133388.D

Acqg On : 15 May 2023 17:48
Operator : CG\JU

Sample : 02774-03

Misc

ALS Vvial : 10 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 4
R.T. EstConc Area Relative to ISTD R.T.
11.775 2.35 ng 192401  Phenanthrene-di10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 1647 (11.775 min): BF133388.D\data.ms (-1644) (- m/z 73.00 100.00%
43.0 73.0
5000 129.1
‘ 11.50 12.00
0“WH‘WW‘ m/z 43.05 95.73%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
11.50 12.00
157.01g5 2130  256.0 m/z 60.00 92.23%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
s s
11.50 12.00
5000 129.0 m/z 57.10 77 .04%
199.0
s ) e T
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid T T
3
43.0 73.0 11.50 12.00
m/z 55.05 75.63%
5000 129.0
171.0
214.0
0150? Sl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133388.D

Acqg On : 15 May 2023 17:48
Operator : CG\JU

Sample : 02774-03

Misc

ALS Vvial : 10 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 4 Oxalic acid, isobutyl tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.733 4.36 ng 244330  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 90
2 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 87
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 87
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 87
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87

Abundance Scan 1980 (13.733 min): BF133388.D\data.ms (-1976) (- m/z 57.10 100.00%

57.1
5000
97.0

13.50 14.00

u“‘ H L “\ \H‘H h\]: af \\9-6 216.2 248 3

ow«‘“u“;““w ST m/z 43.10 74.30%
mi/z--> 50 100 150 200 250 300
Abundance #251125: Oxalic acid, isobutyl tetradecyl ester
57.0
5000 — —

13.50 14.00
m/z 71.10 67.01%

97 0
T \ \ ‘ T \ T T T ‘ T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance #248885: Carbonic acid, octadecyl vinyl ester
57.0

13.50 14.00

o

5000 ITI/Z 85.05 50.04%
97.0
o270, L L 111 [1270 1600 s080 2520 207
miz--> 50 100 150 200 250 300
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester P ——
57.0 13.50 14.00

m/z 55.05 48.51%

5000
97 0
270 ‘u 1279 166.0196.0 269.0

ol u‘u TR A — —
miz--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133388.D

Acqg On : 15 May 2023 17:48
Operator : CG\JU

Sample : 02774-03

Misc

ALS Vvial : 10 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-... 4.899 10.4 ng 569560 1 6.716 1092120 20.0
Benzophenone 10.463 3.3 ng 271109 3 9.751 1639380 20.0
n-Hexadecanoic ... 11.775 2.4 ng 192401 4 11.233 1638700 20.0
Oxalic acid, is... 13.733 4.4 ng 244330 5 13.874 1121550 20.0
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