LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71323\
Data File : BF134264.D

Acqg On : 13 Jul 2023 16:19
Operator : CG\JU

Sample : 03541-01

Misc :

ALS vial : 6 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134264.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.081 505 509 520 rVB 31975 45379  2.54% 0.335%
2 5.475 572 576 592 rBV 1792016 1668201 93.39% 12.319%
3 6.481 742 747 764 rBV 1691327 1786186 100.00% 13.191%
4 6.840 805 808 818 rBV 560608 445701 24.95% 3.291%
5 7.404 900 904 915 rBV 1143250 1017919 56.99% 7.517%

8.116 1022 1025 1030 rBV 620174 572922 32.08% 4.231%
9.198 1205 1209 1212 rBV 1862030 1572313 88.03% 11.611%
9.875 1321 1324 1328 rBV 730231 629694 35.25% 4.650%
10.592 1443 1446 1454 rBV 178942 155866  8.73% 1.151%
10 10.669 1455 1459 1473 rVV 1494636 1402960 78.55% 10.361%

11 11.375 1575 1579 1586 rBV 767536 681829 38.17%
12 11.904 1665 1669 1677 rBV2 192037 236419 13.24%
13 12.692 1800 1803 1810 rBV 104670 123151 6.89%
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14 12.969 1846 1850 1853 rBV 1849271 1559934 87.33% 11.520%
15 13.545 1943 1948 1950 rBV3 23354 24859  1.39% 184%
16 13.874 2001 2004 2006 rBV2 33864 38769  2.17% 0.286%
17 14.033 2027 2031 2038 rVB 673486 602556 33.73%  4.450%
18 14.192 2055 2058 2061 rBV 34165 33726 1.89% 0.249%
19 14.504 2107 2111 2115 rBV 58182 57811 3.24% 0.427%
20 14.816 2159 2164 2168 rBV 77539 92338 5.17% 0.682%

21 15.163 2219 2223 2229 rBV 74929 100175 5.61%
22 15.539 2281 2287 2299 rBV 391690 619182 34.67%
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23 16.021 2365 2369 2374 rVB2 32841 52791 2.96% 390%
24 16.874 2508 2514 2517 rBvV7 10493 20556 1.15% 152%
Sum of corrected areas: 13541237
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071323\

BF134264.D
: 13 Jul 2023 16:19
: CG\JU
: 03541-01
: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF134264.D\data.ms
5.475
6.481
1500000
7.404
1000000
6.840
500000
0 5.081
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF134264.D\data.ms
9.198 12.969
1500000 10.669
1000000
0.875 11.375
8.116
500000
g 11.904
t 1OK‘E 12.692
0 —— — 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: BF134264.D\data.ms
1500000
1000000
14.033
500000 15.539
13545 13.874/14.192 14.504 14.816 15.163 16.021 16.874
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 ‘ 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@71323\
Data File : BF134264.D

Acqg On : 13 Jul 2023 16:19
Operator : CG\JU

Sample : 03541-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 6
R.T. EstConc Area Relative to ISTD R.T.
5.081 2.04 ng 45379  1,4-Dichlorobenzene-d4 6.840

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 56
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 3-Octanol 130 C8H180 000589-98-0 28
Abundance Scan 509 (5.081 min): BF134264.D\data.ms (-505) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.1 T e e
| 83.0 4.80 5.00 5.20 5.40 ;
o e e e e m/z 59.00 59.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \\\‘\\\\‘\\\\’\\\\‘\/\\\\
4.80 5.00 5.20 5.40
59.0 m/z 101.10  20.29%
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R EARRNEEEEE T
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 17.01%
20.0 101.0
ol 139 73.0 85.0
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- ““H“‘J&‘,H“_“
9.0 4.80 5.00 5.20 5.40
m/z 39.00 7.18%
5000
41.0
29.0 101.0
O ettt 730, 860
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\BF@71323\
Data File : BF134264.D

Acqg On : 13 Jul 2023 16:19
Operator : CG\JU

Sample : 03541-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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.
10.592 4.95 ng 155866  Acenaphthene-di10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
3 Pentafluoroethyl phenyl ketone 224 CO9H5F50 000394-52-5 50
4 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 50
5 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 50
Abundance Scan 1446 (10.592 min): BF134264.D\data.ms (-1443) (-] ' m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
R \
10.50
152.1
bt L 2280 m/z 77.00 69.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone
105.0
77.0
5000 — :
182.0 10.50
510 m/z 182.16  49.83%
ol 20 \ 1520
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105.0
R \
77.0 10.50
5000 m/z 50.95 30.48%
51.0
o 270 152.0
T T e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104906: Pentafluoroethyl phenyl ketone —
105.0 10.50
77.0 m/z 50.00 9.30%
5000
51.0
0270 | 1450 177.0 224.C
e e e e e e e e b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71323\
Data File : BF134264.D

Acqg On : 13 Jul 2023 16:19
Operator : CG\JU

Sample : 03541-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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.
11.904 6.93 ng 236419  Phenanthrene-di10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 97
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Undecanoic acid 186 C11H2202 000112-37-8 52
Abundance Scan 1669 (11.904 min): BF134264.D\data.ms (-1665) (- m/z 43.05 100.00%
43.0 73.0
5000 129.1
157.1 213.2 RN
L | H 1185.1 ‘ 256.1 12.00
Y — ”“m““ “wwnuw“‘H‘H_‘m_wﬂwml_ m/z 73.00  92.55%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 1
129.0 12.00
213.0 m/z 60.00 84.46%
H H H (ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\l\w‘\\u\”\h\‘\‘HH\H““H“”h“\H\‘H‘HH‘H‘H‘\‘H‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
73.0
=
43.0 12.00
5000 129.0 m/Z 41.05 78.52%
171.0
214.0
101.0
R T R IR | IR T T A AU A ——
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 55.00 76.25%
5000 129.0
199.0
s e
ST 0 10 8 O o O P W T
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\BF@71323\
Data File : BF134264.D

Acqg On : 13 Jul 2023 16:19
Operator : CG\JU

Sample : 03541-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.692 3.61 ng 123151  Phenanthrene-di10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1803 (12.692 min): BF134264.D\data.ms (-1800) (- m/z 43.00 100.00%

43.0 73.0
5000 129.0

185.1 U AU
2412 ,o,. 12.50 13.00
A —F byl L T myz 73.00 0 89.87%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 S T
12.50 13.00

97.0
“M‘\\‘ “‘\‘\ ‘

H 171.0 213.0 256.0 :
L —— \“ ‘\H““\ ”h““ }““‘\“1 \“ L e B s e B B
miz--> 50 100 150 200 250
Abundance
73.
43.0 30

o

12.50 13.00
5000 129.0 ITI/Z 57.05 85.18%
1850 5410 284(
oL LAl s L Ly
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 12.50 13.00

m/z 55.00 81.68%

5000 129.0
199.0 2420
L‘ W u\ Il HHM“H H\M‘L il ‘\“1‘61.0{\‘ \ |

Ot [ e e ‘

— :
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71323\
Data File : BF134264.D

Acqg On : 13 Jul 2023 16:19
Operator : CG\JU

Sample : 03541-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.816 2.98 ng 92338  Perylene-di12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2164 (14.816 min): BF134264.D\data.ms (-2159) (-} ' m/z 57.10 100.00%
57.1
20 wwwﬂwwwvawawa\nw
90 — —
14.50 15.00
ol 1L ““‘ 01831 23920811 m/z 43.10  68.24%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
14.50 15.00
m/z 71.10 65.41%
ol L1 H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— —
14.50 15.00
5000 m/z 85.10 48.78%
99.0
150 141.0183.0 240.0
(ot I RUES T R
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane o 1
57.0 14.50 15.00
m/z 55.05 27.80%
o M
oLl 1 141.01830225.0267.0308.0 367.0
e S P —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71323\
Data File : BF134264.D

Acqg On : 13 Jul 2023 16:19
Operator : CG\JU

Sample : 03541-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 6 Decane, 3,8-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.163 3.24 ng 100175 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86

Abundance Scan 2223 (15.163 min): BF134264.D\data.ms (-2219) (- m/z 57.05 100.00%

57.0
5000

— —
15.00 15.50

13.1
o M o0 e assa N S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000 — ——
15.00 15.50

m/z 71.05 57.69%

113.0
“H\J”“J‘Hg?ng“W‘H‘wH‘w“wa“w‘H\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

— —
15.00 15.50

o

5000 m/z 85.05 42.77%
o 113.0969.0225.0281.0337.0394.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane —— —
57.0 15.00 15.50
m/z 55.00 23.98%
5000

-

13.0
| } | [1130169.0225.0281.0337.0393.0449.0 506.(

0L n b e S RS TR A — —
miz-> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71323\
Data File : BF134264.D

Acqg On : 13 Jul 2023 16:19
Operator : CG\JU

Sample : 03541-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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-... 5.081 2.0 ng 45379 1 6.840 445701 20.0
Benzophenone 10.592 5.0 ng 155866 3 9.875 629694 20.0
n-Hexadecanoic ... 11.904 6.9 ng 236419 4 11.375 681829 20.0
Octadecanoic acid 12.692 3.6 ng 123151 4 11.375 681829 20.0
Octacosane 14.816 3.0 ng 92338 6 15.539 619182 20.0
Decane, 3,8-dim... 15.163 3.2 ng 100175 6 15.539 619182 20.0
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