LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136187.D

Acqg On : 24 Nov 2023 19:13
Operator : CG\JU

Sample : 05451-01

Misc :

ALS vial : 9 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-BF110723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136187.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 17 rVB 369606 466624 9.93% 1.601%
2 5.051 498 504 513 rVB 223169 284762 6.06% 0.977%
3 5.446 566 571 574 rBV 4031061 3816436 81.20% 13.097%
4 6.440 735 740 743 rBV 3597170 3829877 81.48% 13.143%
5 6.804 799 802 806 rBV 1051892 846128 18.00%  2.904%

6 7.369 892 898 901 rBV 2545085 2348785 49.97%  8.060%
7 8.081 1015 1019 1023 rBV 1347022 1177003 25.04% 4.039%
8 9.163 1198 1203 1206 rBV 15950670 4700233 100.00% 16.129%
9 9

.839 1312 1318 1321 rBV 1708572 1333166 28.36% 4.575%
10 10.633 1448 1453 1456 rBV 3226645 2758491 58.69%  9.466%
11 11.327 1568 1571 1574 rBV 1516210 1305978 27.79% 4.482%
12 11.869 1659 1663 1673 rBV2 255043 293035 6.23% 1.006%
13 12.545 1774 1778 1782 rBV 99609 98072 2.09% 0.337%
14 12.657 1794 1797 1806 rBV3 64092 82611 1.76% ©.283%
15 12.774 1811 1817 1820 rVWV 78589 80916 1.72% ©.278%

16 12.927 1839 1843 1846 rBV 4635140 3940422 83.83% 13.
17 13.851 1996 2000 2010 rBV3 70163 180470 3.84%
18 13.980 2017 2022 2025 rBV 874461 773813 16.46%
19 14.286 2070 2074 2080 rVB2 103758 101207 2.15%
20 15.462 2269 2274 2282 rVB 607269 722818 15.38%
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Sum of corrected areas: 29140847
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Nov 2023 19:13
¢ CG\JU
. 05451-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
BF136187.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.M

Quant Title

TIC Library

: 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\BF112423\
Data File : BF136187.D

Acqg On : 24 Nov 2023 19:13
Operator : CG\JU

Sample : 05451-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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.
2.128 11.03 ng 466624  1,4-Dichlorobenzene-d4 6.804

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 32
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
Abundance Scan 7 (2.128 min): BF136187.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000 43.1 J\
871 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\
‘ Lgo ‘ 2.202.302.402.50
Ob i 222 L m/z 43.10 42.98%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 AR RN RN RN
43.0 2.202.302.402.50
' 87.0 m/z 55.05 31.27%
29.0 L
0 \‘H\‘}“HH“‘!‘\‘!\‘\!\‘?‘-\O\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 R T T
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 25.56%
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- R ARaE  RRARAREERESESY
73.0 2.202.302.402.50
m/z 41.05 15.06%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e R A -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136187.D

Acqg On : 24 Nov 2023 19:13
Operator : CG\JU

Sample : 05451-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.051 6.73 ng 284762 1,4-Dichlorobenzene-d4 6.804

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 28
3 Acetone 58 C3H60 000067-64-1 22
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Acetamide, N-(cyanomethyl)- 98 C4H6N20 004814-80-6 9
Abundance Scan 504 (5.051 min): BF136187.D\data.ms (-498) (-) m/z 43.00 100.00%
3.0
5000 59.1
1010 L L L B B B
83.0 4.80 5.00 5.20 5.40
0t et m/z 59.10 49.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L LI LN B
4.80 5.00 5.20 5.40
590 m/z 101.00  17.78%
101.
o 200, H 70 830 1710
\\\’\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
B ARREEEEEE
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.00 17.29%
29.0
‘ 101.0
Ol bl 780
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #242: Acetone S me e RRARNRS
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.41%
5000
58.0
15.0 27.0 ‘
O et e e e e b e
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\BF112423\
Data File : BF136187.D

Acqg On : 24 Nov 2023 19:13
Operator : CG\JU

Sample : 05451-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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.
11.869 4.49 ng 293035  Phenanthrene-di10 11.328
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 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 53
Abundance Scan 1663 (11.869 min): BF136187.D\data.ms (-1659) (- m/z 73.00 100.00%
43.0 73.0
5000
129.1
213.1 e I
| H‘ 1711 ey 1150 12.00
oww‘u‘” “!Wm“w‘u el Lt L0 T gz a3.es 91.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
167.01g5 02130  256.0 m/z 59.95 90.92%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— P
11.50 12.00
5000 129.0 m/z 57.10 81.44%
199.0
s ) e T
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid =4 T
43.0 73.0 11.50 12.00
' m/z 55.05 79.02%
5000
129.0
Lo |
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\BF112423\
Data File : BF136187.D

Acqg On : 24 Nov 2023 19:13
Operator : CG\JU

Sample : 05451-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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 6
R.T. EstConc Area Relative to ISTD R.T.
12.657 2.14 ng 82611  Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 35

Abundance Scan 1797 (12.657 min): BF136187.D\data.ms (-1794) (- m/z 43.05 100.00%

43.0 73.0

5000
| .
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 129.0

12.50 13.00
m/z 73.00  89.46%

185.0 2410 284
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0

12.50 13.00
5000 1290 m/Z 57 . 65 87 . 7600
' 1710 2130 256.0
0 _m“:‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126202: Pentadecanoic acid — —
43.0 73.0 12.50 13.00

m/z 55.10 87.37%

5000
1290 242.0
199.0

olh ‘\\ I n‘ HM‘ nh” m u“ 158.0

T T
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136187.D

Acqg On : 24 Nov 2023 19:13
Operator : CG\JU

Sample : 05451-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.851 4.66 ng 180470  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
4 n-Heptadecanol-1 256 C17H360 001454-85-9 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 87
Abundance Scan 2000 (13.851 min): BF136187.D\data.ms (-1996) (- m/z 57.10 100.00%
57.1
97.0
5000
‘ 1350 14.00
0Lb— ‘J‘uu i “‘"‘“‘”]ﬁ“w‘w‘ 4 w‘ - ‘2‘4?‘1‘ e m/é 43.10 . 86.92%
miz--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
97.0
5000 — ——
13.50 14.00
m/z 55.05 76.78%
|, H‘m‘\ ‘\h 13701800 2380 5050

O Lyl
m/z--> 50 100 150 200 250 300 350
Abundance #289619: 1-Hexacosanol
43.0
— —
13.50 14.00
5000 83.0 m/z 83.10 74.99%
i | 1259 16002000 2820 3220354
e I T R
mlz--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate “ —
57.0 13.50 14.00
97.0 m/z 97.05 58.07%
h AMmeﬁwwwj\Mwaw&mAw
i “““““““““““““‘ — ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136187.D

Acqg On : 24 Nov 2023 19:13
Operator : CG\JU

Sample : 05451-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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 7 Oxirane, hexadecyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.286 2.62 ng 101207  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Hexadecanal 240 C16H320 000629-80-1 91
4 Tetradecanal 212 C14H280 000124-25-4 91
5 Eicosanal- 296 C20H400 002400-66-0 91

Abundance Scan 2074 (14.286 min): BF136187.D\data.ms (-2070) (- m/z 57.05 100.00%
57.0

5000 96.1

-

— —
14.00 14.50

37.0 169.0 201.1231.1

283.:

O et m/z 43.05 81.66%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0

3

5000 — e
14.00 14.50

m/z 82.05 74.16%

152.0

208.0 250.0

o

m/z--> 20 40 60 80 100120140160180200220240260280

=

Abundance #158567: Octadecana
43.0 82.0
—T -
14.00 14.50
5000 m/z 55.10 73.72%
ok
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #123917: Hexadecanal T —
43.0, 82.0 14.00 14.50

m/z 41.10 47.99%
5000
HLHJ\
T

T ‘
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50

3

166.0196.0 559

o

8270-BF110723.M Mon Nov 27 16:59:46 2023 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136187.D

Acqg On : 24 Nov 2023 19:13
Operator : CG\JU

Sample : 05451-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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... 2.128 11.0 ng 466624 1 6.804 846128 20.0
2-Pentanone, 4-... 5.051 6.7 ng 284762 1 6.804 846128 20.0
n-Hexadecanoic ... 11.869 4.5 ng 293035 4 11.328 1305980 20.0
Octadecanoic acid 12.657 2.1 ng 82611 5 13.980 773813 20.0
Dichloroacetic ... 13.851 4.7 ng 180470 5 13.980 773813 20.0
Oxirane, hexade... 14.286 2.6 ng 101207 5 13.980 773813 20.0
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