LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91924\
Data File : BF139463.D

Acqg On : 19 Sep 2024 14:37

Operator : RC/JU

Sample : P4087-19

Misc . NB-614-COMP-04

ALS Vvial : 12 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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF139463.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1  2.205 11 19 29 rvB 715951 1110299 62.34% 8.390%
2 5.099 501 511 519 rBV 88793 133984 7.52% 1.012%
3 5.499 573 579 584 rBV 1213027 1583729 88.92% 11.968%
4 6.504 744 750 755 rBV 1248342 1693346 95.07% 12.796%
5 6.875 808 813 818 rBV 384715 481524 27.04%  3.639%
6 7.440 903 909 914 rBV 822558 1062793 59.67% 8.031%
7 7.693 947 952 957 rVB 24541 31113 1.75% 0.235%
8 8.157 1026 1031 1036 rBV 487852 595550 33.44%  4.500%
9 8.375 1061 1068 1074 rBV2 16925 21229 1.19% 0.160%
10 9.234 1208 1214 1219 rBV 1427617 1781095 100.00% 13.459%
11  9.910 1324 1329 1334 rBV 512072 626961 35.20% 738%

12 10.622 1445 1450 1457 rVB 65703 79604  4.47%
13 10.698 1457 1463 1479 rBV 830186 1048658 58.88%
14 11.398 1576 1582 1589 rBV 461972 599115 33.64%
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15 11.916 1665 1670 1686 rBV 115305 185472 10.41% 402%
16 12.704 1799 1804 1812 rBV 13266 22350  1.25% 169%
17 12.980 1845 1851 1856 rBV 1072232 1353080 75.97% 10.225%
18 13.545 1942 1947 1955 rVB2 12400 18896 1.06%

19 13.880 1999 2004 2024 rBV2 44393 131312 7.37%
20 14.027 2024 2029 2035 rBV 252672 327501 18.39%
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21 15.145 2214 2219 2228 rVB 12698 19399 1.09%
22 15.498 2273 2279 2290 rBV 199245 326197 18.31%  2.465%
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Sum of corrected areas: 13233207
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139463.D

Acqg On : 19 Sep 2024 14:37

Operator : RC/JU

Sample : P4087-19

Misc . NB-614-COMP-04

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139463.D\data.ms
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Abundance TIC: BF139463.D\data.ms
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Abundance TIC: BF139463.D\data.ms
1400000

1200000

1000000

800000

600000

400000

14.027
15.498

200000
13545 13880 15.145 j\
T ‘ T T T T ‘ T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF091324.M Fri Sep 20 17:36:52 2024 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139463.D

Acqg On : 19 Sep 2024 14:37

Operator : RC/JU

Sample : P4087-19

Misc . NB-614-COMP-04

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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.
2.205 46.12 ng 1110300 1,4-Dichlorobenzene-d4 6.875

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance  Scan 19 (2.205 min): BF139463.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
T
‘ 91 ‘ 2.20 2.40 2.60
Obprrerree e 22 m/z 43.65  49.64%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LN L L L B B B BRI
43.0 2.20 2.40 2.60
' 87.0 m/z 55.10 32.70%
29.0
M‘ \‘\“ LQO ‘ |
O \‘H\\‘HH‘f\f\‘\f\‘f“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 e
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 26.87%
27.0
0 H\ ‘m \“ I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- e
73.0 2.20 2.40 2.60
m/z 41.05 16.41%
5000 43.0
58.0
29.0 ‘ 87‘-0
Obrprrthbirrrepter e S —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139463.D

Acqg On : 19 Sep 2024 14:37

Operator : RC/JU

Sample : P4087-19

Misc . NB-614-COMP-04

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 4
R.T. EstConc Area Relative to ISTD R.T.
5.099 5.57 ng 133984 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 511 (5.099 min): BF139463.D\data.ms (-501) (-) m/z 43.10 100.00%
5000 59.1
R AAREEEEERNEE
| 61 1011 4.80 5.00 5.20 5.40
Ol bl P L m/z 59.16 51.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LN L B I B LA R
4.80 5.00 5.20 5.40
101.0 m/z 101.10  15.37%
31.0 83.0
O\\‘\\\\‘\\\‘\“‘\\\\“M\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\1‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
AR REaEE R T
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.14%
410 101.0
27.0 '
ol 180 Tl Ll 7io 830 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- e AAREEEEEE T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.15%
5000 41.0
29.
87.0
o 80 L Ll tee L we o, )l |
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\BF091924\
Data File : BF139463.D

Acqg On : 19 Sep 2024 14:37

Operator : RC/JU

Sample : P4087-19

Misc NB-614-COMP-04

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 5
R.T. EstConc Area Relative to ISTD R.T.
10.622 2.54 ng 79604  Acenaphthene-di1e 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 5-0xo-5-phenylpentanenitrile 173 C11H11NO 1000486-83-7 50
3 Vinyl benzoate 148 C9H802 000769-78-8 50
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 50
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 50
Abundance Scan 1450 (10.622 min): BF139463.D\data.ms (-1445) (-} | m/z 105.10 100.00%
105.1
77.1
182.1
5000
511
—— —
10.50 11.00
152.1
Ol vl 1 1280 D85 wyz 77.10 0 71.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — ——
10.50 11.00
51.0 m/z 182.10 52.81%
0\\\\‘\\\\‘\\‘\\‘\\\MM‘\\\\‘\\\\112\6\.9\‘%\5%\.0‘\\\\‘“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48332: 5-Ox0-5-phenylpentanenitrile
105.0
77.0 — ——
10.50 11.00
m/z 51.10  33.94%
5000 51.0
27.0
bt 1330 0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26899: Vinyl benzoate 7 o
105.0 10.50 11.00
m/z 50.10 11.53%
77.0
5000
51.0
15‘.0 ‘ 148.0
-4ttt —— —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00

8270-BF091324.M Fri Sep 20 17:36:55 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139463.D

Acqg On : 19 Sep 2024 14:37

Operator : RC/JU

Sample : P4087-19

Misc NB-614-COMP-04

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.916 6.19 ng 185472  Phenanthrene-di10 11.398
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 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1670 (11.916 min): BF139463.D\data.ms (-1665) (- m/z 43.05 100.00%
43.0 731
5000
129.1
—=
| 1010 | 157118512132 oo 12.00
— m/z 73.10  88.73%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.00  88.34%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—=
12.00
5000 129.0 m/z 41.05 80.56%
199.0
s e
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid —
73.0 12.00
43.0 m/z 55.05 74.55%
5000 129.0
185.0
|
o??RWﬂMNwwﬁNM%LWMmuwuu_ﬂ‘_uwu‘wwu_u‘_ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139463.D

Acqg On : 19 Sep 2024 14:37

Operator : RC/JU

Sample : P4087-19

Misc . NB-614-COMP-04

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 5 Octacosyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.880 8.02 ng 131312  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
Abundance Scan 2004 (13.880 min): BF139463.D\data.ms (-1999) (- m/z 57.05 100.00%
57.0
- m
%&9 0 281.0 13. 50 14. 00 ;
o't m/z 43.05 89.08%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #339001: Octacosyl trifluoroacetate
57.0
5000
13. 50 14 00
m/z 55.05 63.08%
ol u?xh 364.0437.0
‘\HT‘ TTWTHT \'\H‘WH'\[\H\‘HH]\\H‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 0 50 100150200250300350400450500550600650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
13. 50 14 00
5000 m/z 71.05 46.22%
196.0
Ol rHH
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349148: Octatriacontyl pentafluoropropionate
57.0 13. 50 14 00
m/z 83.10 46.05%
5000
ol ik %n.. 281.0355.0429.0 532.0 678.(
e e e e e e T e ;
m/z--> 0 50 100150200250300350400450500550600650 13. 50 14. 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91924\
Data File : BF139463.D

Acqg On : 19 Sep 2024 14:37

Operator : RC/JU

Sample : P4087-19

Misc . NB-614-COMP-04

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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... 2.205 46.1 ng 1110300 1 6.875 481524 20.0
2-Pentanone, 4-... 5.099 5.6 ng 133984 1 6.875 481524 20.0
Benzophenone 10.622 2.5 ng 79604 3 9.910 626961 20.0
n-Hexadecanoic ... 11.916 6.2 ng 185472 4 11.398 599115 20.0
Octacosyl trifl... 13.880 8.0 ng 131312 5 14.027 327501 20.0
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