LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135809.D

Acqg On : 17 Oct 2023 13:35
Operator : CG\JU

Sample : 04740-01

Misc :

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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135809.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.328 377 381 394 rBV 18539 40832 1.60% ©0.308%
2 4.946 483 486 497 rBvV 339454 418038 16.39% 3.149%
3 5.375 555 559 576 rBV 732724 1079188 42.30% 8.130%
4 5.757 619 624 632 rBV 36601 42811 1.68% ©0.323%
5 6.393 729 732 755 rBV 398944 610326 23.92% 4.598%

6 6.734 787 790 804 rVB 445960 414537 16.25% 3.123%
7 7.304 883 887 906 rBV 1710994 1563160 61.27% 11.776%
8 8.016 1005 1008 1023 rBV 601812 514814 20.18% 3.878%
9 9.092 1187 1191 1195 rBV 2806275 2551171 100.00% 19.220%

9.775 1303 1307 1312 rBV 604958 526002 20.62% 3.963%

11 10.569 1438 1442 1455 rBV 1508087 1518041 59.50% 11.436%
12 11.269 1558 1561 1570 rVB 595807 517797 20.30%  3.901%
13 11.804 1647 1652 1663 rBV2 174082 249067 9.76%  1.876%
14 12.592 1782 1786 1793 rBV 79121 103232 4.05% ©.778%
15 12.869 1828 1833 1836 rBV 2402149 2224768 87.21% 16.761%

16 13.933 2011 2014 2023 rVB 438801 435346 17.06%  3.280%

17 14.027 2024 2030 2035 rBV5 20708 42727 1.67% ©.322%

18 15.033 2198 2201 2206 rVB4 18153 27894 1.09% 0.210%
2.

19 15.410 2261 2265 2273 rVB 281908 393977 15.44%

Sum of corrected areas: 13273728
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135809.D

Acqg On : 17 Oct 2023 13:35
Operator : CG\JU

Sample : 04740-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135809.D\data.ms
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Abundance TIC: BF135809.D\data.ms
9.092

2500000 12.869

o

2000000

1500000 10.569

1000000

8.016 9.775 11.269

L 11'8}\34 12.592 LM
0t —— ] G — —L —— I — A
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12,50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135809.D

Acqg On : 17 Oct 2023 13:35
Operator : CG\JU

Sample : 04740-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 1
R.T. EstConc Area Relative to ISTD R.T.
4.946  20.17 ng 418038 1,4-Dichlorobenzene-d4 6.734

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 486 (4.946 min): BF135809.D\data.ms (-483) (-) m/z 43.00 100.00%
3.0
59.1
5000
101-1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ 83 1 4.60 4.80 5.00 5.20
) SN S NS 1 S — m/z 59.10  56.92%
m/z--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B e e
4.60 4.80 5.00 5.20
59.0 m/z 161.10  16.82%
27.0 83.0 101.0
0\\\‘\“\H\\“H}\\‘i‘\\\\“\\\\“\\\\’\\\\’\\
m/z--> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e AARmEES ST
4.60 4.80 5.00 5.20
5000 41.0 m/z 58.00  14.96%
H ‘ 87.0
o‘HFF‘?\«‘\ww\;”“ww\_m,w,w
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e A RERARREEESEEE
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.67%
5000 41.0
126.0 1420
0 ‘“‘“‘Hwy“W}‘!““““““,““‘,‘\ ppeprpred e
mlz--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135809.D

Acqg On : 17 Oct 2023 13:35
Operator : CG\JU

Sample : 04740-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 2-Pentanone, 4-methoxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
5.757 2.07 ng 42811 1,4-Dichlorobenzene-d4 6.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 90
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 32
3 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 23
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 23
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 17
Abundance Scan 624 (5.757 min): BF135809.D\data.ms (-619) (-) m/z 43.00 100.00%
43.0
73.1
5000
1150 O ANBBARNSEEESEEEE L
|| se 8.0 1000 1% 540560 5806.00
Oh iy e e b m/z 73.10 83.00%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 ‘M“‘M“‘W“‘M“‘M

5.40 5.60 5.80 6.00
m/z 115.00 10.78%

150 290 ) S60 | 1000 1HO
0H\‘HH‘HH‘HH[\H\‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #843: Acetamide, N-methyl-
30.0 43.0 73.0
T e
5.40 5.60 5.80 6.00
5000 58.0 m/z 41.00 10.70%
15.0
0HW:wHu!"1‘wNwwmW:H_HWH_WW_H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15789: Butane, 2-methoxy-2,3,3-trimethyl-
73.0 5.40 5.60 5.80 6.00
m/z 39.10 7.78%
5000
41.0 550
280 115.0
0 0 | ee0se0 M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135809.D

Acqg On : 17 Oct 2023 13:35
Operator : CG\JU

Sample : 04740-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.804 9.62 ng 249067  Phenanthrene-die 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1652 (11.804 min): BF135809.D\data.ms (-1647) (- m/z 43.05 100.00%
43.0 ,73.0
5000
129.0
213.2 = ionai
‘ ‘ M 157.1 1851 ‘ 256.1 11.50 12.00
y— ”H”“M““:“w”w‘w‘ “H‘m‘_wwwm!_ m/z 59.95  92.78%
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000 = Ty
129.0 11.50 12.00
213.0 m/z 73.00 91.17%
‘ H(ﬂ 157.0185.0 ‘
01\?‘0\\\\ HH\H\M{‘\‘HH\H““HH‘”‘M‘\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
- =
11.50 12.00
5000 129.0 m/z 55.00 76.42%
[ G
RIELTIR 1111 0 O O
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid — T
73.0 11.50 12.00
43.0 m/z 41.10 76.37%
5000 129.0
185.0
H
O1§RduwuwyhhwumuwuLM‘HHMAHMHN_HW‘MWH‘W‘ = —
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135809.D

Acqg On : 17 Oct 2023 13:35
Operator : CG\JU

Sample : 04740-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.592 3.99 ng 103232  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Octadecanoic acid 284 C18H3602 000057-11-4 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1786 (12.592 min): BF135809.D\data.ms (-1782) (- m/z 43.05 100.00%
43.0
73.0
5000
129.0
185.2 241.2 —— ‘
‘ 284.° 12.50
[ — m/z 57.05 92.43%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 U \
12.50
97.0 1o 2130 2560 m/z 59.95  85.85%
o) Mm— ‘M’ W w‘H‘\‘\‘ Mhuw ;‘u‘\‘n} ‘\ | “‘ “ “‘ \‘ ““ L ‘\‘ ——
m/z--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0
12.50
5000 129.0 m/z 72.95  83.20%
185.0
H 228.0
oL ‘thﬂH““MLWWWM“lw“‘w“‘\ “k e
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid T ‘
1
430 730 12.50
m/z 55.00 77.27%
5000 129.0
‘ 1850  p410 284
oL ‘\“ \“\ M\\ \‘H“‘HH‘L w‘u‘\“h; il s I et ‘L — ““ —
m/z--> 50 100 150 200 250 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135809.D

Acqg On : 17 Oct 2023 13:35
Operator : CG\JU

Sample : 04740-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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-... 4.946 20.2 ng 418038 1 6.734 414537 20.0
2-Pentanone, 4-... 5.757 2.1 ng 42811 1 6.734 414537 20.0
n-Hexadecanoic ... 11.804 9.6 ng 249067 4 11.269 517797 20.0
Tetradecanoic acid 12.592 4.0 ng 103232 4 11.269 517797 20.0

8270-BF101323.M Wed Oct 25 13:06:23 2023 Pag 7



