LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35160.D

Acqg On : 19 May 2022 19:45

Operator : CG/JU

Sample : N2871-04 :
Misc : P017-SS001-1824-01

ALS Vvial : 11 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 M\Methods\8270-BM042722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35160.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.022 323 329 334 rBV 110694 165796  2.42% 0.442%
2 5.481 401 407 424 rVB 2653857 3813977 55.62% 10.168%
3 7.075 670 678 689 rBV 2522359 3961551 57.77% 10.562%
4 7.904 812 819 826 rBV 595863 898722 13.11%  2.396%
5 9.063 1008 1016 1027 rBV 1579486 2564824 37.40% 6.838%

6 10.704 1287 1295 1303 rBV 698886 1190780 17.37% 3.175%
7 13.169 1706 1714 1725 rBV 3689222 5227307 76.23% 13.936%
8 14.545 1941 1948 1959 rBV 1024516 1554287 22.67% 4.144%
9 16.027 2193 2200 2217 rBV 2817650 4000622 58.34% 10.666%
10 17.286 2405 2414 2420 rBV 1176776 1619428 23.62% 4.318%

11 18.192 2562 2568 2578 rBV ~ 459999 670651
12 19.468 2780 2785 2795 rBV 283863 415073
13 19.909 2855 2860 2868 rBV 5528397 6857215 100.00% 18.282%
14 21.186 3073 3077 3085 rBV 520445 682109 9.95%  1.819%
15 21.468 3120 3125 3132 rBV 1477439 1884013 27.47% 5.023%
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16 23.856 3525 3531 3541 rVB2 1024385 2002107 29.20% 5.338%

Sum of corrected areas: 37508462

8270-BM@42722.M Fri May 20 16:27:34 2022 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 19 May 2022 19:45
: CG/IU
. N2871-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
BM@35160.D

P017-SS001-1824-01

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35160.D

Acqg On : 19 May 2022 19:45

Operator : CG/JU

Sample : N2871-04 :
Misc : P017-SS001-1824-01

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 4
R.T. EstConc Area Relative to ISTD R.T.
5.022 3.69 ng 165796 1,4-Dichlorobenzene-d4 7.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Propanoic acid, 3-nitro-, methyl... 133 C4H7NO4 020497-95-4 23
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 181 C4H7NO2 016504-58-8 17
Abundance Scan 329 (5.022 min): BM035160.D\data.ms (-323) (-) m/z 43.00 100.00%
3.0
5000
101.0 e
4.60 4.80 5.00 5.20 5.40
‘H‘_H‘\“m‘iZ?‘ﬂmu_‘H_MW_MWZ‘Q‘?-? m/z 59.10  53.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T T T T
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 19.93%
73.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
R e
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5000 ITI/Z 58.10 13.47%
101.0
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Abundance #4528: 2,3-Butanedione, monooxime T TR T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 10.84%
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101.0
190 | 1690
—r R R EREREE
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35160.D

Acqg On : 19 May 2022 19:45

Operator : CG/JU

Sample : N2871-04 :
Misc : P017-SS001-1824-01

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.192 8.28 ng 670651  Phenanthrene-die 17.286
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2568 (18.192 min): BM035160.D\data.ms (-2562) (- m/z 73.00 100.00%

73.0
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213.2

171.1 256.1 1800 18:50

—38 w‘h\“ ik ‘ L M L b3 4365 93.95%

m/z--> 50 100 150 200 250 300
Abundance #143510 n-Hexadecanoic acid
m\

5000 129.0 1 ]
18.00 18.50

m/z 60.00  87.81%
1710 213.0 256.0

miz--> 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
— —
18.00 18.50
5000 129.0 m/z 41.05 82.21%
29. 171.0
‘ 214.0
i L
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid e =
73.0 18.00 18.50
m/z 55.05 72.40%
5000 129.0
199.0 2420
m/z--> 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35160.D

Acqg On : 19 May 2022 19:45

Operator : CG/JU

Sample : N2871-04 :
Misc : P017-SS001-1824-01

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.468 4.41 ng 415073  Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2785 (19.468 min): BM035160.D\data.ms (-2780) (- m/z 43.10 100.00%

%

5000 129.1
3.1 185.1 241.2
‘ ‘ ‘ 284.3 19.50
uhL i g L o, ‘x‘w”‘\“”‘???- m/z 73.00 87.97%
m/z--> 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
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Abundance #143510: n-Hexadecanoic acid
P
19.50
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HHM‘ m\h”w \u‘\ I \ ‘ “‘ \““\H“\HH‘HH“
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Abundance #109279: Tetradecanoic acid T
19.50
m/z 55.10 71.29%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35160.D

Acqg On : 19 May 2022 19:45

Operator : CG/JU

Sample : N2871-04 :
Misc : P017-SS001-1824-01

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Trifluoroacetoxy hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.186 7.24 ng 682109  Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3077 (21.186 min): BM035160.D\data.ms (-3073) (- m/z 43.05 100.00%

43.0
7.1
5000
‘ 2100 2150
153.1207. i .
0 mk‘ } | | IpBL2070 3130 4181 490 .., 5796 94.30%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 — =
1110 21.00 21.50

m/z 55.05 92.54%

\1 ” } ‘\ ., 196.0 269.0321.0

T ‘1r\r‘\\\r‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘

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

%

Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.
7.0 21.00 21.50
5000 m/z 83.10 79.13%
Al 9o 2200
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene T T
57.0 21.00 21.50
m/z 69.05 75.40%
T T

m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35160.D

Acqg On : 19 May 2022 19:45

Operator : CG/JU

Sample : N2871-04 :
Misc : P017-SS001-1824-01

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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-... 5.022 3.7 ng 165796 1 7.904 898722 20.0
n-Hexadecanoic ... 18.192 8.3 ng 670651 4 17.286 1619430 20.0
Octadecanoic acid 19.468 4.4 ng 415073 5 21.468 1884010 20.0
Trifluoroacetox... 21.186 7.2 ng 682109 5 21.468 1884010 20.0
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