LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39548.D

Acqg On : 21 Apr 2023 12:30

Operator : CG/JU

Sample : 02270-02 :
Misc : SB-17-7-9-20230410

ALS vial : 6 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-BM041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@39548.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.913 313 319 337 rBV 268970 403272 5.73% 1.137%
2 5.384 393 399 420 rBV 2201440 3375008 47.97% 9.514%
3 7.001 667 674 699 rBV 1958624 3520331 50.04% 9.924%
4 7.819 803 813 821 rBV 524806 914731 13.00% 2.579%
5 8.989 1004 1012 1033 rBV 1173437 2206573 31.36% 6.220%
6 10.625 1283 1290 1309 rBV 632346 1217182 17.30% 3.431%
7 13.095 1703 1710 1728 rBV 3337232 5003696 71.12% 14.105%
8 14.471 1938 1944 1960 rBV 985445 1526124 21.69% 4.302%
9 15.842 2170 2177 2190 rBV 83220 154438 2.20% 0.435%
10 15.965 2192 2198 2223 rBV 2020409 3241328 46.07% 9.137%
11 17.224 2406 2412 2431 rBV 1047335 1695942 24.11% 781%

12 18.124 2560 2565 2575 rBV 299423 585504  8.32%
13 19.406 2779 2783 2800 rBV 180576 383352 5.45%
14 19.859 2854 2860 2875 rBV 5541733 7035641 100.00% 1
15 21.136 3072 3077 3088 rBV 267096 593254  8.43%

R ORRPN
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=
B

16 21.424 3121 3126 3136 rBV 1220784 1786096 25.39% 5.035%
17 23.783 3521 3527 3541 rVB 883702 1831495 26.03% 5.163%

Sum of corrected areas: 35473967
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 Apr 2023 12:30
: CG/IU
. 02270-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
BM@39548.D

SB-17-7-9-20230410

: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM041723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM039548.D\data.ms

5.384
7.001

8.989

7819 10.625

4.913

0
Time-->

350 4.00 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM039548.D\data.ms

19.859

13.095

15.965

14.471 17.224

18.124

.

15.8 19.406

0
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00

1550 16.00 16.50 17.00

17.50

18.00

18.50

19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM039548.D\data.ms

21.424
23.783

21.136

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39548.D

Acqg On : 21 Apr 2023 12:30

Operator : CG/JU

Sample : 02270-02 :
Misc SB-17-7-9-20230410

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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.
4.913 8.82 ng 403272  1,4-Dichlorobenzene-d4 7.819

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 319 (4.913 min): BM039548.D\data.ms (-313) (-) m/z 43.00 100.00%

43.0
5000
101.0 R ABRERRRRNR
‘ ‘ ‘ 4.60 4.80 5.00 5.20
ol ot ol 1489 2209 2805 /7 59.00  59.04%
m/z--> 50 100 150 200 250
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T
4.60 4.80 5.00 5.20
m/z 101.00  21.14%
101.0
T \‘M\‘ ‘\H‘ h\ T \‘ T “ T T T T T T T T T T T T T T T T
miz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e EARRwEESSSE
4.60 4.80 5.00 5.20
5000 m/z 58.00 15.14%
B L
m/z--> 50 100 150 200 250
Abundance #4156: 1-Propen-2-ol, acetate R BB aaaac
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.53%
h ‘L
140 | | 1000
et —— —— A amma e S
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

BM@39548.D

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\

: 21 Apr 2023 12:30

: CG/JU
: 02270-02

: 6 Sample Multiplier: 1

: C:\Database\NIST20.L
LSCINT.P

SB-17-7-9-20230410

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM041723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

15.842

Concentration Rank 5

EstConc Area Relative to ISTD R.T.
2.02 ng 154438  Acenaphthene-di10 14.471
5 Tentative ID MW MolForm CASH# Qual

Hit# of

1 Benzophenone
2 Benzenecarbothioic acid, S-methy... 152 C8H80S
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2

4 2-(2-0x0-2-phenyl-ethyl)-malonon...
5 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3

182 C13H1e0

184 C11H8N20

000119-61-9 96
005925-68-8 49
006919-61-5 47
1000296-76-9 47
1000444-92-3 47

m/z 105.00 100.00%

.

1550 1600

m/z 77.00  69.25%

|

1550 1600
m/z 182. 1[WM 47.62%
1550 1600

m/z 50.95 28.10%

e

1550 1600

m/z 181.00 8.33%

Abundance Scan 2177 (15.842 min): BM039548.D\data.ms (-2170) (-
105.0
77.0
5000 182.0
51.0
Ll 127.0 1520 | 206.9
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000 182.0
51.0
210 | ) 127.0 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0
77.0
5000
51.0
o | 1620
R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0
77.0
5000
51.0
28.0 \‘ I 134.0 165.0
R A o e e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200

\
15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39548.D

Acqg On : 21 Apr 2023 12:30

Operator : CG/JU

Sample : 02270-02 :
Misc SB-17-7-9-20230410

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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.
18.124 6.90 ng 585504  Phenanthrene-d10 17.224
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2565 (18.124 min): BM039548.D\data.ms (-2560) (- | m/z 73.00 100.00%

73.0
43.0
5000
129.0
213.1 = —
‘ HH s 18.00 18.50
o,uw‘“w“” .4 w“”w‘: mwwwww,mw,m!ww m/z 60.00  82.60%
mizw> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 U U
18.00 18.50
97.0 m/z 43.05  79.88%

1710 2130 256.0
|

m/z--> 20 40 60 80 1 00 120 140 1 60 1 80 200 220 240 260 280

Abundance #92069: Tridecanoic acid
73.0

%

43.0 18.00 18.50

5000 129.0 m/z 57.05 64.82%
171.0

‘ 214.0
‘ H‘ H \\‘ h ‘ HM\ \h“\ \H Tl \‘ I ‘ ‘

m/z--> 20 40 60 80 1 00 1 20 1401 60 180200220240260280

-

Abundance #109281: Tetradecanoic acid =
73.0 18.00 18.50
43.0 m/z 54.95 60.44%
5000 129.0
185.0 228.0
N 1 1V Y A W W e —
m/z--> 20 40 60 80 100120140160 180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39548.D

Acqg On : 21 Apr 2023 12:30

Operator : CG/JU

Sample : 02270-02 :
Misc SB-17-7-9-20230410

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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 4
R.T. EstConc Area Relative to ISTD R.T.
19.406 4.29 ng 383352  Chrysene-d12 21.424
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
Abundance Scan 2783 (19.406 min): BM039548.D\data.ms (-2779) (- | m/z 73.00 100.00%
73.0
5000
129.0
185.1 2411 T
‘ ‘ 284.1 19.50
L4 IS TN IS BT L . m/z 43.05  88.59%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 129. T
9.0 19.50
m/z 59.95 81.60%
29.0 185.0 944 284.0
\‘\H‘ ‘“M‘m \“\\‘\‘\“\\‘\ \“‘\\\‘\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid
43.0
—
19.50
5000 m/z 57.05 74.61%
129.0 242.0
‘ ‘ 199.0
““M‘H‘\ H‘H h” H ‘ \‘ ‘\‘\“ \\\“\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e —
43.0 19.50
m/z 55.00 65.24%
5000 284.0
3.0 129.0
TV
— MH H‘\H‘H “u‘\‘\‘\ ‘\‘\‘ “ “‘ | “ b “ f— “‘ ——— 3‘7‘2"' ; ‘ ;
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39548.D

Acqg On : 21 Apr 2023 12:30

Operator : CG/JU

Sample : 02270-02 :
Misc : SB-17-7-9-20230410

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.136 6.64 ng 593254  Chrysene-d12 21.424
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3077 (21.136 min): BM039548.D\data.ms (-3072) (- | m/z 57.00 100.00%

57.0
5000 11.0

T
‘ ’ ‘ 1670221 0 281 o 4 21.00 21.50
‘M e 349,208, 4751 m/z 55.00 91.56%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)-
55.0

5000 ——— —
21.00 21.50
111.0 m/z 43.05 89.64%
\\“\ ‘\\\“\““\‘\\\‘\16\7\\0‘2\2\3\(\)‘2\8\0\0‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
e o
21.00 21.50
5000 m/z 83.05 87.33%
" “ L M“\?? 0\210 0
rlm R R R EEREEE
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #292190: Trichloroacetic acid, hexadecyl ester . ‘ :
43.0 21.00 21.50
m/z 69.05 82.52%
7.0
5000
H i Hu} b 0 224.0 ‘ ‘ ‘ ‘

\ \
m/z--> 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@42123\
Data File : BM@39548.D

Acqg On : 21 Apr 2023 12:30

Operator : CG/JU

Sample : 02270-02 :
Misc : SB-17-7-9-20230410

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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-... 4.913 8.8 ng 403272 1 7.819 914731 20.0
Benzophenone 15.842 2.0 ng 154438 3 14.471 1526120 20.0
n-Hexadecanoic ... 18.124 6.9 ng 585504 4 17.224 1695940 20.0
Octadecanoic acid 19.406 4.3 ng 383352 5 21.424 1786100 20.0
5-Eicosene, (E)- 21.136 6.6 ng 593254 5 21.424 1786100 20.0
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