LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050123\
Data File : BF133162.D

Acqg On : 01 May 2023 18:37

Operator : CG\JU

Sample : 02558-07 :
Misc : P001-SS013-0612-01

ALS vial : 8 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: BF133162.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.922 472 482 487 rBV 99444 130799 3.06% 0.418%
2 5.340 548 553 556 rBvV 3936090 3621288 84.85% 11.580%
3  6.369 723 728 731 rBV 3805641 3792091 88.85% 12.127%
4 6.728 785 789 792 rBV 1640524 1241447 29.09% 3.970%
5 7.293 880 885 888 rBV 2930063 2487142 58.28% 7.954%

8.010 1003 1007 1011 rBV 2147271 1739989 40.77%
9.092 1186 1191 1194 rBV 4620579 4267757 100.00% 13.
9.763 1299 1305 1308 rBV 2439383 1968201 46.12%
10.475 1423 1426 1430 rVB 326077 264948  6.21%
10 10.551 1435 1439 1442 rBV 2811070 2428921 56.91%
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R

11 10.692 1458 1463 1466 rBV 43733 55117 1.29%
12 11.245 1553 1557 1560 rBV 2401831 1953536 45.77%
13 11.780 1645 1648 1652 rBV 331498 342332 8.02%
14 12.569 1779 1782 1785 rBvV2 99505 99372 2.33%
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15 12.833 1823 1827 1830 rBV 4356681 4028888 94.40% 12.884%
16 13.074 1866 1868 1872 rBV 57197 45851 1.07% 0.147%
17 13.745 1980 1982 1984 rBV 76032 79472 1.86% ©.254%
18 13.880 2001 2005 2011 rVB 1355943 1194642 27.99%  3.820%
19 14.063 2033 2036 2039 rBV 73751 68457 1.60% 0.219%
20 14.369 2085 2088 2092 rBV 83182 81699 1.91% 0.261%

21 14.410 2092 2095 2101 rBV8 60010 120693 2.83%
22 14.986 2191 2193 2197 rVB2 103543 103508 2.43%
23 15.298 2242 2246 2252 rVB 966333 1049435 24.59%
24 15.763 2321 2325 2331 rBV 80982 105257 2.47%
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Sum of corrected areas: 31270842
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 May 2023 18:37
¢ CG\JU
: 02558-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
BF133162.D

P001-SS013-0612-01

: 8 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

Abundance TIC: BF133162.D\data.ms
4000000 5.340 6.369
3000000 7.293
2000000
6.728
1000000
4.922
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: BF133162.D\data.ms
9.092 12.833
4000000
3000000 10.551
9.763 11.245
8.010
2000000
1000000
10.47 11.780
12.569 13.074
L_MJ\J 0.692 MW
ol — -t I R R B e e
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: BF133162.D\data.ms
4000000
3000000
2000000
13.880
15.298
1000000
13.745| 14.063 1443680 15.763
0 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133162.D

Acqg On : 01 May 2023 18:37

Operator : CG\JU

Sample : 02558-07 :
Misc P001-SS013-0612-01

ALS vial : 8 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 3
R.T. EstConc Area Relative to ISTD R.T.
4.922 2.11 ng 130799 1,4-Dichlorobenzene-d4 6.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 42
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
Abundance Scan 482 (4.922 min): BF133162.D\data.ms (-472) (-) m/z 43.00 100.00%
3.0
5000
R R R
‘ 101.1 4.60 4.80 5.00 5.20
Ol 790200 sz 59.10 52.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LI L L I L B R
4.60 4.80 5.00 5.20
m/z 101.10  16.30%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
e EEARRREEas ST
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.31%
310 ‘ 101.0
o‘Hwmu‘”\‘“”wH“M‘H“‘Hwwwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.06%
5000
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133162.D

Acqg On : 01 May 2023 18:37

Operator : CG\JU

Sample : 02558-07 :
Misc : P001-SS013-0612-01

ALS vial : 8 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 2
R.T. EstConc Area Relative to ISTD R.T.
10.475 2.69 ng 264948  Acenaphthene-di10 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 47
3 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 1426 (10.475 min): BF133162.D\data.ms (-1423) (- m/z 105.00 100.00%
105.0
5000 182.1
51.0
=
10.50
152.1
ot 1 P ) 240L m/z 77.85 63.66%
miz--> 50 100 150 200 250
Abundance #56922: Benzophenone
105.0
5000 T
182.0 10.50
51.0 m/z 182.05  49.66%
O ]\-8\.0\ T }‘ T \”M\ T ‘ ‘\ T T ]\.5“2'\0\ \H T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #173929: 2-Benzoyl-4-bromo-5-methyl-1,2-oxazol-3-one
105.0
—
10.50
5000 m/z 51.00 26.32%
51.0
o0l Ll 1470 283.
ey
m/iz--> 50 100 150 200 250
Abundance #173941: N-Methylbenzamide, N-pentafluoropropionyl- e
105.0 10.50
m/z 50.00 8.15%
5000
51.0
o180 | | | | 1600 281.C
———f———t—— ol
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\BF050123\
Data File : BF133162.D

Acqg On : 01 May 2023 18:37

Operator : CG\JU

Sample : 02558-07 :
Misc : P001-SS013-0612-01

ALS vial : 8 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 1
R.T. EstConc Area Relative to ISTD R.T.
11.781 3.50 ng 342332  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1648 (11.780 min): BF133162.D\data.ms (-1645) (- m/z 73.00 100.00%
43.0 73.0
5000
129.1
213.3 LI RN
\‘ | 15711851 256.3 11.50 12.00
Ol m/z 43.05 97.40%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
11.50 12.00
157.01g5 02130 256.0 m/z 59.95 85.80%
O,
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #109281: Tetradecanoic acid
73.0
. ==
43.0 11.50 12.00
5000 m/z 41.05 76.71%
129.0
185.0 228.0
1
0,?
m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #126199: Pentadecanoic acid —— —
43.0 ,73.0 11.50 12.00
m/z 55.05 70.05%
5000 129.0
199.0
R s
0%§RhHM‘MMMMWmu“ﬂwHw‘wuﬂwﬂwjuw‘uw‘uw‘uw“ —r— —
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133162.D

Acqg On : 01 May 2023 18:37

Operator : CG\JU

Sample : 02558-07 :
Misc P001-SS013-0612-01

ALS vial : 8 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 6-Nitroundec-5-ene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.410 2.02 ng 120693  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 59
2 1-Nitrododecane 215 C12H25N02 016891-99-9 47
3 Cyclododecane 168 C12H24 000294-62-2 47
4 Cyclohexane, 3-ethyl-5-methyl-1-... 168 C12H24 1000151-39-5 43
5 1-Tridecene 182 C13H26 002437-56-1 30
Abundance Scan 2095 (14.410 min): BF133162.D\data.ms (-2092) (-} | m/z 69.10 100.00%
69.1
5000
——
177.2 2292 289.3 14.50
ob—rul m/z 83.10  73.98%
miz--> 50 100 150 200 250 300 350
Abundance #74652: 6-Nitroundec-5-ene
55.0
5000 1
14.50
T&O m/z 43.10 65.82%
182.0
04 \H} L“f“\"H‘\L“\Hdi “‘“\1\3§"q\ L B
miz--> 50 100 150 200 250 300 350
Abundance #93094: 1-Nitrododecane
69.0
——
14.50
5000 m/z 55.00 63.99%
29.
‘ ‘ 11.0 180.0
L 17 1
m/z--> 50 100 150 200 250 300 350
Abundance #43471: Cyclododecane ‘
55.0 14.50
m/z 57.10 54.35%
5000 7.0
AL 20
S .
m/z--> 50 100 150 200 250 300 350 14.50
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50123\
BF133162.D

: 01 May 2023 18:37

: CG\JU

: 02558-07

: 8 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

P001-SS013-0612-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 5 Triacontane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.762 2.01 ng 105257  Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Octadecane 254 C18H38 000593-45-3 87
4 4-Methylheneicosane 310 C22H46 025117-29-7 87
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 2325 (15.763 min): BF133162.D\data.ms (-2321) (- m/z 57.10 100.00%
57.1
5000 “A”W%AWAWJ\JM““VwMMA
127.1 ‘15‘50‘ ‘16‘00‘
ol “‘u ¥ w“w“‘i bl 20002738 3653 7 71.10 64.25%
miz--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 — e
15.50 16.00
m/z 43.05 61.20%
130
\\\‘ \\‘\\\\‘\\f\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
—r —
15.50 16.00
5000 m/z 85.18  47.29%
oLl L LLLT2 1990 2250 2310 3850
m/z--> 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane T —
57.0 15.50 16.00
m/z 55.10 25.57%
5000 WMMW
L M89 1600 2540
L e o T SRS S e e
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133162.D

Acqg On : 01 May 2023 18:37

Operator : CG\JU

Sample : 02558-07 :
Misc : P001-SS013-0612-01

ALS vial : 8 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-... 4.922 2.1 ng 130799 1 6.728 1241450 20.0
Benzophenone 10.475 2.7 ng 264948 3 9.763 1968200 20.0
n-Hexadecanoic ... 11.781 3.5 ng 342332 4 11.245 1953540 20.0
6-Nitroundec-5-ene 14.410 2.0 ng 120693 5 13.880 1194640 20.0
Triacontane 15.762 2.0 ng 105257 6 15.298 1049440 20.0
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