LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080823\
Data File : BG@58646.D

Acqg On : 8 Aug 2023 17:10
Operator : MA/JU

Sample : 03903-14

Misc :

ALS Vvial : 14 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_ G\Methods\8270-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58646.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.382 384 390 400 rBV 367067 580055 17.55% 4.158%
2 6.981 656 662 676 rBvV 215108 389483 11.78% 2.792%
3 7.815 797 804 809 rBV 132264 227971 6.90% 1.634%
4 7.868 809 813 823 rvB2 30124 50398 1.52% 0.361%
5 8.978 994 1002 1018 rBV 450836 833658 25.22% 5.976%
6 9.119 1021 1026 1036 rvv4 19156 50398 1.52% 0.361%
7 9.954 1162 1168 1177 rBV3 21659 51714 1.56% 0.371%
8 10.612 1273 1280 1292 rBV 197792 367845 11.13% 2.637%
9 11.434 1413 1420 1432 rBV 81641 178958 5.41% 1.283%

10 13.079 1692 1700 1714 rBV 1281159 1997703 60.44% 14.321%

11 14.460 1928 1935 1944 rVB 383274 595328 18.01% 4.268%
12 14.883 2002 2007 2023 rBV4 30342 62709 1.90% 0.450%
13 15.277 2065 2074 2081 rVB2 24170 41155 1.25% 0.295%
14 15.817 2160 2166 2175 rBV2 56518 82479 2.50% ©.591%
15 15.952 2181 2189 2211 rBV 1192371 1887710 57.12% 13.532%
16 17.204 2396 2402 2414 rBV 544187 822856 24.90% 5.899%
17 17.862 2510 2514 2520 rBV5 22817 33810 1.02% 0.242%
18 18.091 2547 2553 2562 rBV 118481 198697 6.01% 1.424%
19 19.372 2766 2771 2785 rBV2 46786 85442 2.59% 0.613%
20 19.501 2789 2793 2803 rVB 31418 47111 1.43% 0.338%

21 19.824 2842 2848 2855 rBV 2538960 3304993 100.00% 23.
22 21.129 3062 3070 3086 rBV5 36348 160260 4.85%
23 21.446 3117 3124 3132 rBV2 530918 858472 25.98%
24 24.519 3632 3647 3664 rBv2 329108 1040325 31.48%

NO R Ww
=
U1
N
3R

Sum of corrected areas: 13949530
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58646.D

Acqg On : 8 Aug 2023 17:10
Operator : MA/JU

Sample : 03903-14

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058646.D\data.ms
2500000

2000000
1500000
1000000

500000 8.978

5.382
6.981 10.612
7.815
71868 119 9gsa | 11.434

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\/%\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG058646.D\data.ms
2500000 19.824

2000000

1500000

p.079 15.952

1000000

17.204 21.446
500000 14.460

18,001
14.8835.277 158 17.86 19,9501 | 21.129

0 L e e A e A e R e e e T

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG058646.D\data.ms
2500000

2000000

1500000

1000000

500000 24519

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58646.D

Acqg On : 8 Aug 2023 17:10
Operator : MA/JU

Sample : 03903-14

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.868 4.42 ng 50398 1,4-Dichlorobenzene-d4 7.809

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 78
3 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 50
4 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 43
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 38

Abundance Scan 813 (7.868 min): BG058646.D\data.ms (-809) (-) m/z 57.00 100.00%

57.0
5000
41.0
R AREEARSEE SR Ee
‘ ‘ | 83.0 7.60 7.80 8.00 8.20
\\\\‘\\\\“‘\\\”“\\“\\“M\\\“\\\\‘\\\\‘\\\ m/Z 41.00 33.48%
miz-> 20 40 60 80 100 120 140
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000
41.0 7.60 7.80 8.00 8.20
‘ 83.0 m/z 55.00  28.09%
150 “1\\\“\1\112-\0‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
7.60 7.80 8.00 8.20
5000 ITI/Z 43.00 26.13%
41,0
L LT
180 L A L “1 - ‘1‘1;210‘ e
m/iz--> 20 40 60 80 100 120 140
Abundance #60437: Carbonic acid, heptyl vinyl ester R E RARREEEEE T
57.0 7.60 7.80 8.00 8.20
m/z 56.10 22.43%
5000
41/0
‘ 98.0
SR Y- PR T R (P AL PR
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58646.D

Acqg On : 8 Aug 2023 17:10
Operator : MA/JU

Sample : 03903-14

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Hexanoic acid, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.119 4.42 ng 50398 1,4-Dichlorobenzene-d4 7.809

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
2 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 72
3 Hydroxypivalic acid 118 C5H1003 004835-90-9 53
4 Urea, ethyl- 88 C3H8N20 000625-52-5 50
5 3-Furanol, tetrahydro- 88 C4H802 000453-20-3 43
Abundance Scan 1026 (9.119 min): BG058646.D\data.ms (-1021) (-) m/z 73.00 100.00%
73.0
57.0
5000 41.0
101.0 TENASBSEE N 1 1V
” ‘ | ‘ 8.80 9.00 9.20 9.40
m_m\“‘w A wz 87.95  79.72%
miz--> 20 60 80 100 120 140
Abundance #24093. Hexanoic acid, 2-ethyl-
73.0
5000 \\‘\\HMHH‘\A\MW,HH‘
41.0 57.0 8.80 9.00 9.20 9.40
101.0 m/z 56.95 56.54%
L ‘.q H L ‘i“\‘ T ‘i T \“\‘\ ‘ ‘\ : L “ T \]T]L\‘?‘-O\ L \1‘4\4.\0\
miz-> 20 40 60 80 100 120 140
Abundance #24164: 2-Ethyl-4-methylpentanoic acid
73.0
57.0 8.80 9.00 9.20 9.40
5000 41.0 m/z 40.95 40.30%
101.0
250 | L L L s
miz--> 20 40 60 80 100 120 140
Abundance #9873: Hydroxypivalic acid
88.0 8.80 9.00 9.20 9.40
m/z 55.00  29.33%
5000
41.0 70.
ol by o e
m/z--> 60 80 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58646.D

Acqg On : 8 Aug 2023 17:10
Operator : MA/JU

Sample : 03903-14

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 3 Octanoic acid, silver(1+) salt Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.434 9.73 ng 178958 Naphthalene-d8 10.612
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 58
2 Octanoic acid 144 C8H1602 000124-07-2 53
3 Nonanoic acid 158 C9H1802 000112-05-0 53
4 Hexanoic acid 116 C6H1202 000142-62-1 53
5 Heptanoic acid 130 C7H1402 000111-14-8 50

Abundance Scan 1420 (11.434 min): BG058646.D\data.ms (-1413) (- | m/z 60.00 100.00%
60.0
5000 /t
115.0 L —
LI L =
T i"h‘ ‘M \““\ “L“ L e I B m/Z 73.00 78.48%
m/z--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt
60.0
127.0
5000 T
11.50
m/z 57.00 70.78%
T \M\ w’h“ L‘N \““‘\ ““ ‘\‘\ ‘\ L ‘2:!-6\(\)\ ‘2\7\3\0\ T \3‘5‘\9\(
miz--> 50 100 150 200 250 300 350
Abundance #24058: Octanoic acid
60.0
— i
11.50
5000 m/z 41.00 43.50%
101.0
T
m/z--> 50 100 150 200 250 300 350
Abundance #35298: Nonanoic acid B
60.0 11.50
m/z 55.00 42.62%
5000
115.0
. Wl [laseo
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58646.D

Acqg On : 8 Aug 2023 17:10
Operator : MA/JU

Sample : 03903-14

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Nonanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.883 2.11 ng 62709  Acenaphthene-di0 14.460
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 50
2 1,2,3,4-Cyclopentanetetrol, (1.a... 134 C5H1004 014003-71-5 47
3 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 43
4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43
5 Octanoic acid 144 C8H1602 000124-07-2 43

Abundance Scan 2007 (14.883 min): BG058646.D\data.ms (-2002) (- | m/z 73.00 100.00%

5000
129.0
‘ 1711 14.50 15.00
‘\H\‘\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\ m/Z 43.00 88.58%
mi/z--> 50 100 150 200 250 300 350
Abundance #35298: Nonanoic acid
60.0
5000 — —
14.50 15.00
JJ 115.0 m/z 60.00 87.10%
1\5.\ ‘\‘ LH’H“ “h‘ \‘H\ “Li‘ \“\ ‘\ \1‘5§-\0\ T ‘ L ‘ T T T ‘ L ‘ T
mi/z--> 50 100 150 200 250 300 350
Abundance #17238: 1,2,3,4-Cyclopentanetetrol, (1.alpha.,2.beta.,3.b
73.0
P AL ‘MM‘M A
14.50 15.00
5000 m/Z 55.00 60.89%

Lo
Al Ll |
5

-

m/z--> 0 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt T —
60.0 14.50 15.00
1270 m/z 41.00 52.86%
- ¢“AmwwkwwmﬁhkwwwW“V%M
L mee smo  mec tuedved
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58646.D

Acqg On : 8 Aug 2023 17:10
Operator : MA/JU

Sample : 03903-14

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.091 4.83 ng 198697  Phenanthrene-di10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Octanoic acid 144 C8H1602 000124-07-2 46

Abundance Scan 2553 (18.091 min): BG058646.D\data.ms (-2547) (- | m/z 60.00 100.00%

60.0
5000

157.0 185.1213'1 y56.1 ‘18ﬁ00‘ 1

m/z 43.00 94.43%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0

5000 —— ‘
129.0 18.00
213.0 m/z 72.95 94.24%
‘ H(ﬂ 157.0185.0 ‘
]\-ﬁ‘o\\\\ HH\H\Mi‘\‘””\H““H“”h“\”\‘\\‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
T \
18.00
5000 129.0 m/z 57.00 90.51%
199.0
e e L
1501 Il sl WJJm‘m‘MMHL‘_“H_WH_W
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid T
3
43.0 730 18.00
m/z 55.00 80.75%
5000 129.0
171.0
214.0
150?

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58646.D

Acqg On : 8 Aug 2023 17:10
Operator : MA/JU

Sample : 03903-14

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M

Quant Title

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

: 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 7 Behenic alcohol

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.129 3.73 ng 160260  Chrysene-di12 21.446
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 1-Tetracosene 336 C24H48 010192-32-2 83

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302

074339-53-0 81

Abundance Scan 3070 (21.129 min): BG058646.D\data.ms (-3062) (- | m/z 83.00 100.00%
83.0
43.0
5000
— —
\\\“‘””“‘pMWNWWM\WN L2 I m/z 57.00  86.04%
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
5000 — —
21.00 21.50
25.0 m/z 55.60  85.31%
T \“\‘ ‘\““ T ‘\‘\ \“‘ “ “‘\ ‘h ﬂ-\67\9\21\0\0\ T ‘ \2\8\0'\0‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
—r —
21.00 21.50
5000 m/z 43.00 77.87%
lS-d‘\ I H\ \‘ # \h L 182022402660 WV\'WM
i e R R T
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene T ——
57.0 97.0 21.00 21.50
m/z 69.00 75.16%
- WMJ\\WWW
UL 0 0 a0 sen T TR
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080823\
Data File : BG@58646.D

Acqg On : 8 Aug 2023 17:10
Operator : MA/JU

Sample : 03903-14

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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|
1-Hexanol, 2-et... 7.868 4.4 ng 50398 1 7.809 227971 20.0
Hexanoic acid, ... 9.119 4.4 ng 50398 1 7.809 227971 20.0
Octanoic acid, ... 11.434 9.7 ng 178958 2 10.612 367845 20.0
Nonanoic acid 14.883 2.1 ng 62709 3 14.460 595328 20.0
n-Hexadecanoic ... 18.091 4.8 ng 198697 4 17.204 822856 20.0
Behenic alcohol 21.129 3.7 ng 160260 5 21.446 858472 20.0
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