LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021422\
Data File : BP0@9141.D

Acqg On : 14 Feb 2022 18:54

Operator : CG/JU

Sample : N1443-01 :
Misc . TP-1-SOUTH-COMP

ALS Vvial : 12 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_ P\Methods\8270E-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9141.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.916 323 328 341 rVB 314831 491177 5.18% ©0.911%
2 5.393 402 409 435 rBV 2922056 5040808 53.13% 9.348%
3 6.987 673 680 701 rBV 2731978 5118622 53.95% 9.492%
4 7.793 808 817 827 rBV 737139 1269017 13.37% 2.353%
5 8.957 1006 1015 1036 rBV 1884269 3532272 37.23% 6.550%

6 10.410 1249 1262 1277 rBv4 25021 107481 1.13% 0.199%
7 10.587 1284 1292 1309 rBV 809270 1577994 16.63% 2.926%
8 13.057 1704 1712 1737 rBV 4913065 7934521 83.63% 14.714%
9 13.339 1754 1760 1769 rVB 121505 202939 2.14% 0.376%
10 14.334 1921 1929 1937 rBV3 37275 112779 1.19% 0.209%

11 14.434 1940 1946 1964 rVB 1112594 1873074 19.74%
12 15.939 2195 2202 2223 rBV 2811672 4961583 52.29%
13 16.169 2236 2241 2253 rVB2 37326 115053 1.21%
14 17.192 2409 2415 2430 rBV 1237940 2118578 22.33%
15 17.869 2526 2530 2535 rVB 80503 99966 1.05%
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16 18.092 2561 2568 2576 rBV4 69426 189346
17 18.998 2719 2722 2730 rVB3 204258 240566
18 19.127 2741 2744 2751 rVB2 89001 121133
19 19.210 2754 2758 2765 rVV 99819 164224
20 19.563 2815 2818 2827 rVB 148467 222816
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21 19.757 2846 2851 2861 rBV 7881324 9488164 100.00% 17.595%
22 20.380 2954 2957 2961 rVB2 87199 100259 1.06%
23 20.539 2982 2984 2988 rVB2 121756 124442 1.31%
24 20.998 3058 3062 3082 rVB4 572891 1610656 16.98%
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25 21.292 3107 3112 3116 rBV 1968150 2668657 28.13% 949%
26 22.380 3293 3297 3306 rBV 901322 1345758 14.18%  2.496%
27 23.686 3513 3519 3531 rVB2 1509223 3094420 32.61% 5.738%

Sum of corrected areas: 53926305
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021422\
Data File : BP0@9141.D

Acqg On : 14 Feb 2022 18:54
Operator : CG/JU

Sample : N1443-01

Misc

ALS vial : 12  Sample Multiplier: 1

TP-1-SOUTH-COMP

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
8000000

7000000
6000000
5000000
4000000
3000000 5.393
2000000

1000000
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Time--> 3.00 350 400 450 500 550 600 650 700 750 8.00
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8000000

7000000
6000000
5000000 13.057
4000000
3000000

2000000
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TIC: BP009141.D\data.ms
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Time-> 1200 1250 13.00 1350 1400 1450 1500 1550 16.00 1650 17.00 1750 18.00 1850 19.00 19.50 20.00

Abundance
8000000

7000000

6000000

5000000

4000000

3000000 21.292

23.686
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TIC: BP009141.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021422\
Data File : BP0@9141.D

Acqg On : 14 Feb 2022 18:54

Operator : CG/JU

Sample : N1443-01 :
Misc TP-1-SOUTH-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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.
4.916 7.74 ng 491177  1,4-Dichlorobenzene-d4 7.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 328 (4.916 min): BP009141.D\data.ms (-323) (-)
43.0

m/z 43.00 100.00%

5000

%

101.0

e e
) 4.60 4.80 5.00 5.20
ol d - 192.2252.9  341.0400.7 476.7540.7  ;/z 58.95  63.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 TT T T T T[T T[T T T T [TTTT]
4.60 4.80 5.00 5.20
m/z 101.00 25.16%
101.0
O‘\\"\“\‘l\\\‘\“\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
e A BREARREEEES
4.60 4.80 5.00 5.20
5000 m/z 58.00 15.62%
101.0
O e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T T T T T
59.0 4.60 4.80 5.00 5.20

m/z 41.00 9.20%

5000

-

” || 1260

0

m/z-->

‘\\\‘\‘ \\\‘\\‘\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

0 50 100 150 200 250 300 350 400 450 500

4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021422\
Data File : BP0@9141.D

Acqg On : 14 Feb 2022 18:54

Operator : CG/JU

Sample : N1443-01 :
Misc TP-1-SOUTH-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.339 2.17 ng 202939  Acenaphthene-di10 14.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Metacetamol 151 C8HI9NO2 000621-42-1 53
3 Acetaminophen 151 C8HINO2 000103-90-2 53
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
5 Pyridine, 2-butyl-, 1-oxide 151 CSH13NO 031396-32-4 53

Abundance Scan 1760 (13.339 min): BP009141.D\data.ms (-1754) (- m/z 43.00 100.00%

43.0 109.0
5000

13 00 13 50

‘,\LMJ 692 28093411 4370 537.9

Ol b L SRR R A e m/z 108.95  95.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0
43.0
5000
1300 1350
m/z 151.00  62.46%
69.0
O‘\\‘\‘\I“J“‘\‘A"\H‘\‘“\M"I\\\“\‘I\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
109.0
LA
13.00 13.50
5000 ITI/Z 41.00 21.56%
43.0
O T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28727: Acetaminophen — —
109.0 13.00 13.50
m/z 85.00 18.01%
5000
43.0
r———— 7 — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021422\
Data File : BP0@9141.D

Acqg On : 14 Feb 2022 18:54

Operator : CG/JU

Sample : N1443-01 :
Misc TP-1-SOUTH-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 11-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.998 2.27 ng 240566  Phenanthrene-di10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
3 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 99
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
5 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 99

Abundance Scan 2722 (18.998 min): BP009141.D\data.ms (-2719) (- m/z 55.05 100.00%
55.0

-

5000
19.00
327.1
O‘H‘M“ 400.9 475.1537.4 m/z 41.05 66.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194425: 11-Octadecenoic acid, methyl ester
55.0
5000 T
19.00
3.0 264.0 m/z 74.00 66.04%
O‘\\“\\\“‘\l Hﬁlhﬂdlhd;?ﬂ\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0
=
19.00
5000 m/z 69.00 65.07%
123.0 264.0
181.0
O e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
——

Abundance #194437: cis-13-Octadecenoic acid, methyl ester
55.0 19.00

m/z 83.05 54.547%

5000

264.0

3.0
0 A ‘J“. m\ ﬁ'\ulum PF‘ l I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00

.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021422\
Data File : BP0@9141.D

Acqg On : 14 Feb 2022 18:54

Operator : CG/JU

Sample : N1443-01 :
Misc TP-1-SOUTH-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknown20.998 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.998 12.07 ng 1610660  Chrysene-di12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [Bi-1,4-cyclohexadien-1-y1]-3,3'... 302 C16H1406 010493-51-3 16
2 Tetradecanoic acid, 2-hydroxy-, ... 258 C15H3003 056009-40-6 12
3 17-0-Methyl testosterone ether 302 C20H3002 013990-32-4 9
4 3-Amino-4-butyryl-5-phenyl-2,4-c... 302 C18H14N40 1000326-93-7 9
5 1,22-Docosanediol 342 C22H4602 022513-81-1 9
Abundance Scan 3062 (20.998 min): BP009141.D\data.ms (-3058) (| | m/z 57.10 100.00%
57.1
e T J\_WNMN\WAyAﬂVNx”AW
——
ﬂFS 1 2070 21.00
ol kb 414047585348 . 4319 71.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #201738: [Bi-1,4-cyclohexadien-1-yl]-3,3',6,6'-tetrone, 4,4
83.0
191.0
302.0
5000 R
21.00
m/z 71.05 70.11%
0 \nu\m\“‘\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
—
21.00
5000 m/z 55.00 50.59%
125.0 199.0
I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202343: 17-O-Methy! testosterone ether ——
43.0 21.00
m/z 83.05 50.21%
5000 124.0 302.0
‘ 229.0
o) \““\ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021422\
Data File : BP0@9141.D

Acqg On : 14 Feb 2022 18:54

Operator : CG/JU

Sample : N1443-01 :
Misc TP-1-SOUTH-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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.
22.380 10.09 ng 1345760  Chrysene-d12 21.292
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 97
3 Palmitoleamide 253 C16H31NO 106010-22-4 80
4 Tetradecanamide 227 C14H29NO 000638-58-4 47
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 43

Abundance Scan 3297 (22.380 min): BP009141.D\data.ms (-3293) (- m/z 59.00 100.00%

59.0
5000
v 126.0 22.00 22:50
' 240.2 3373 : :
0 mul‘ ‘M M} U 2102 331940014642 535.0 /7 75 00 77.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245085: 13-Docosenamide, (2)-
59.0
5000 — =
22.00 22.50
‘ m/z 55.00 53.68%
126.0
337.0
0 ‘J ‘\ll\m\m‘u\”\dl\‘%“‘\\\\’\2\%\0"\0\\\‘\\l\l\‘\H\‘HH‘H\\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
— ——
22.00 22.50
5000 ITI/Z 43.05 39.98%
0 126'0184.0 281.0
o R A A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #139496: Palmitoleamide “ —
59.0 22.00 22.50
m/z 57.05 39.90%
5000
‘ 126.0 253.0
bl L eagzso e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021422\
Data File : BP0@9141.D

Acqg On : 14 Feb 2022 18:54

Operator : CG/JU

Sample : N1443-01 :
Misc . TP-1-SOUTH-COMP

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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-... 4.916 7.7 ng 491177 1 7.793 1269020 20.0
2,4,7,9-Tetrame... 13.339 2.2 ng 202939 3 14.434 1873070 20.0
11-Octadecenoic... 18.998 2.3 ng 240566 4 17.192 2118580 20.0
unknown20.998 20.998 12.1 ng 1610660 5 21.292 2668660 20.0
13-Docosenamide... 22.380 10.1 ng 1345760 5 21.292 2668660 20.0
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