LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111524\
Data File : BF140407.D

Acqg On : 15 Nov 2024 16:47
Operator : RC/JU

Sample : P4807-13

Misc :

ALS Vvial : 18 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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF140407.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.152 3 10 23 rVB 940008 1466988 51.88% 6.998%
2 5.093 498 510 520 rBV 37538 61116 2.16% 0.292%
3 5.504 575 580 597 rBV 1629726 2184717 77.26% 10.422%
4 6.510 745 751 774 rVB 1733363 2385081 84.34% 11.377%
5 6.875 807 813 818 rBV 577030 729934 25.81%  3.482%
6 7.434 902 908 917 rBV 1132976 1499198 53.02% 7.152%
7 7.516 917 921 934 rVB 26375 40599 1.44% 0.194%
8 7.681 945 950 964 rBV 44246 65040 2.30% 0.310%
9 8.151 1025 1030 1048 rVB 715724 942932 33.34% 4.498%
10 9.228 1207 1213 1223 rBV 2194712 2827854 100.00% 13.490%
11  9.910 1323 1329 1343 rVB 816443 1068726 37.79% 098%

5
12 10.622 1445 1450 1458 rBV 164288 205276 7.26% ©
13 10.698 1458 1463 1479 rBV 1230512 1618266 57.23% 7.719%
14 11.398 1577 1582 1590 rBV 889654 1113968 39.39% 5
15 11.463 1590 1593 1599 rVB 25735 31792 1.12% ©

16 11.922 1666 1671 1692 rBV2 114778 215983 7.64%  1.030%
17 12.498 1765 1769 1778 rVB 18395 30140 1.07% ©.144%
18 12.986 1846 1852 1857 rBV 1873244 2468912 87.31% 11.777%
19 13.916 2002 2010 2024 rBv4 29866 127205 4.50% 0.607%
20 14.057 2025 2034 2043 rVB 520005 740181 26.17%  3.531%

21 14.839 2162 2167 2176 rBV 249299 404166 14.29%  1.928%
22 15.574 2286 2292 2305 rVB 444881 735293 26.00%  3.508%

Sum of corrected areas: 20963367
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 15 Nov 2024 16:47
: RC/JU
: P4807-13

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111524\
BF140407.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: 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\BF111524\
Data File : BF140407.D

Acqg On : 15 Nov 2024 16:47
Operator : RC/JU

Sample : P4807-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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.
2.152 40.20 ng 1466990 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 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 10 (2.152 min): BF140407.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0 A
87.1 H‘\\H‘\\H‘\\H‘\\H‘\\
91 ‘ 2.202.302.402.502.60
Obrreree 2 L Wiz 43.65  37.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T [T T T T[T T 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 55.05 25.75%
29.0
M‘ \‘\“ LQO ‘ |
O\‘H\\‘HH‘!\!\‘\!\‘!“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 SRS
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.70%
27.0
Ot el 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- A RRARRRAEEEE
73.0 2.202.302.402.502.60
m/z 41.05 12.48%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e e —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111524\
Data File : BF140407.D

Acqg On : 15 Nov 2024 16:47
Operator : RC/JU

Sample : P4807-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.622 3.84 ng 205276  Acenaphthene-di10 9.910
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 50
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1450 (10.622 min): BF140407.D\data.ms (-1445) (- m/z 105.00 100.00%
105.0
77.1
182.1
5000
51.1 _— —
10.50 11.00
152.1
Ol ek 2280 R m/z 77.10 66.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — ——
10.50 11.00
51.0 m/z 182.10  51.84%
o270 || 1960 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30106: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.10 23.84%
51.0
X 152.0
I S T N - SO
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- T —
105.0 10.50 11.00
m/z 181.10 8.28%
77.0
5000
51.0
0 27.0 | \‘ I—I | ‘ 125.0 1540
R B e —— —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111524\
Data File : BF140407.D

Acqg On : 15 Nov 2024 16:47
Operator : RC/JU

Sample : P4807-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.922 3.88 ng 215983  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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1671 (11.922 min): BF140407.D\data.ms (-1666) (-} | m/z 73.00 100.00%
43.0 73.0
5000 1291
213.2 —
| 157.1185.1 3 12.00
Y — m/z 43.05 89.20%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
157.01g5 2130  256.0 m/z 60.00 81.74%
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 57.05 73.10%
199.0
s e
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid T
43.0 73.0 12.00
' m/z 41.05 69.51%
5000
129.0
Lo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111524\
Data File : BF140407.D

Acqg On : 15 Nov 2024 16:47
Operator : RC/JU

Sample : P4807-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.916 3.44 ng 127205 Chrysene-di2 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 1-Nonadecene 266 C19H38 018435-45-5 87
Abundance Scan 2010 (13.916 min): BF140407.D\data.ms (-2002) (| m/z 83.10 100.00%
43.1] 83.1
5000
25.1 —r
M ‘ 177.0 248.1 14.00
— bl L m/z 57.85  96.86%
miz-> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
5000 T
14.00
25.0 m/z 43.18  89.46%
O L “\‘ ‘\“ “ ‘\ ‘\‘ T \““ ‘H‘ \“‘L\ ‘h ‘%\63.0\ \2‘19.9\ T ‘ \2\8\0.\0‘ T T
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
——
14.00
5000 m/z 55.05 84.17%
39.0
1o || LLLL 120 2620 2200 2900 W
miz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane ——
57.0 14.00
97.0 m/z 97.05 82.31%
39.0
50 LLLLL L1390 10 2690 saoy -
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111524\
Data File : BF140407.D

Acqg On : 15 Nov 2024 16:47
Operator : RC/JU

Sample : P4807-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 13-Docosenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.839 10.99 ng 404166  Perylene-di12 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 98
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
3 L-Norvaline, N-((1R)-(-)-menthyl... 383 C22H41NO4 1010392-87-9 35
4 Urea, 1-butyl-3-(propylsulfonyl)... 238 C8H18N202S2 024539-91-1 35
5 Acetamide, N-propyl-N-octyl- 213 C13H27NO 1000438-05-6 35
Abundance Scan 2167 (14.839 min): BF140407.D\data.ms (-2162) (- m/z 59.05 100.00%
59.0
5000 ﬁ
14‘56 EI.S‘Od
0 W M“ BE0E 1842 24022771 3203 705 16 73.61%
m/z--> 50 100 150 200 250 300
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 — e
14.50 15.00
m/z 55.10 50.71%
126.0
ol iyl 700 24002770 3
miz--> 50 100 150 200 250 300
Abundance #174777: 9-Octadecenamide, (Z2)-
59.0
— —
14.50 15.00
5000 ITI/Z 41.05 34.85%
126.0
h H\ | ‘ 1840 238.0 281.0
ol Y P e S Gl
miz--> 50 100 150 200 250 300
Abundance #290037: L-Norvaline, N-((1R)-(-)-menthyloxycarbonyl)-, P e
72.0 14.50 15.00
m/z 43.10 33.20%
5000
139.0 210.0 254.0
e il || ——
m/z--> 50 100 150 200 250 300 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111524\
Data File : BF140407.D

Acqg On : 15 Nov 2024 16:47
Operator : RC/JU

Sample . P4807-13

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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... 2.152 40.2 ng 1466990 1 6.875 729934 20.0
Benzophenone 10.622 3.8 ng 205276 3 9.910 1068730 20.0
n-Hexadecanoic ... 11.922 3.9 ng 215983 4 11.398 1113970 20.0
Behenic alcohol 13.916 3.4 ng 127205 5 14.057 740181 20.0
13-Docosenamide... 14.839 11.0 ng 404166 6 15.574 735293 20.0
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