LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55889.D

Acqg On : 5 Dec 2022 17:49
Operator : CG/JU

Sample : N5870-02

Misc :

ALS vial : 7 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55889.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.219 321 328 339 rVB 229352 348576 13.57%  3.034%
2 5.706 404 411 426 rVB 556320 901806 35.11% 7.850%
3 7.328 679 687 704 rVB 585688 1002512 39.03% 8.727%
4 8.168 824 830 837 rBV 87141 145239 5.66% 1.264%
5 9.349 1021 1031 1043 rVB 343660 608466 23.69% 5.297%

6 11.000 1304 1312 1321 rBV 129411 227108 8.84% 1.977%
7 13.427 1717 1725 1733 rBV 985238 1460906 56.88% 12.717%
8 14.802 1953 1959 1967 rBV 249615 372526 14.50%  3.243%
9 16.147 2182 2188 2193 rBV 26863 37278 1.45% ©.325%
10 16.288 2205 2212 2228 rBV 940007 1442656 56.17% 12.558%

11 17.545 2419 2426 2432 rBV 367396 533276 20.76%
12 18.403 2567 2572 2582 rBvV2 56568 99911 3.89%
13 18.815 2638 2642 2647 rBV 90995 108399  4.22%
14 20.131 2860 2866 2872 rBV 1886288 2568304 100.00% 2
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15 21.429 3082 3087 3100 rBV2 74031 199864  7.78% 740%

16 21.829 3148 3155 3163 rBvV2 362181 610254 23.76% 5.312%

17 23.315 3404 3408 3415 rVB2 19164 40115 1.56% 0.349%

18 23.521 3438 3443 3449 rVB 26122 49210 1.92% 0.428%

19 24.149 3544 3550 3557 rVB3 20767 47688 1.86% ©0.415%
5.

20 25.178 3711 3725 3738 rBV2 218424 683626 26.62%

Sum of corrected areas: 11487720
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55889.D

Acq On : 5 Dec 2022 17:49
Operator : CG/JU

Sample : N5870-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055889.D\data.ms
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Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055889.D\data.ms

20.131

1500000

1000000| 13427 16.288

500000 17545 01 829

14.802

161 18.4038.815 21.429
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Time--> 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: BG055889.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55889.D

Acq On : 5 Dec 2022 17:49
Operator : CG/JU

Sample : N5870-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.219 48.00 ng 348576  1,4-Dichlorobenzene-d4 8.168

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 328 (5.219 min): BG055889.D\data.ms (-321) (-) m/z 43.00 100.00%
43.0
5000 59.0
R I R
‘ 83.0 10?"0 4.80 5.00 5.20 5.40 5.60
el bl e e e M/Z 59,00 50.77%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L L B R
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.00  15.89%
2‘9‘.‘0 Ly m‘ 837'0
H‘HH‘\H\‘HH‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R RERRaRRE T
4.80 5.00 5.20 5.40 5.60
5000 57.0 m/z 58.00 13.49%
29.0
101.0
1 ‘ N nin .
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R R S
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.79%
5000 41.0
ey 126.0 1420
e e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55889.D

Acq On : 5 Dec 2022 17:49
Operator : CG/JU

Sample : N5870-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.147 2.00 ng 37278  Acenaphthene-die 14.802
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 Benzoylformic acid 150 C8H603 000611-73-4 47
4 Benzene, (trimethoxymethyl)- 182 C10H1403 000707-07-3 47
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
Abundance Scan 2188 (16.147 min): BG055889.D\data.ms (-2182) (- | m/z 105.00 100.00%
105.0
o 182.0
5000
51.0
— A
1520 16.00 16.50
el Tl wyz 77.00 68.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0 A
5000 e
16.00 16.50
51.0 m/z 182.00  62.38%
21.0 A 1260 1520 !
\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #30106: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 16.00 16.50
5000 m/z 51.00  32.89%
51.0
28.0 152.0
et ) 2280
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #28215: Benzoylformic acid —
105.0 16.00 16.50
77.0 m/z 183.00  11.99%
5000
51.0
27\.0 ly ‘ M‘ ‘ 150.0
et e P
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55889.D

Acq On : 5 Dec 2022 17:49
Operator : CG/JU

Sample : N5870-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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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Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.403 3.75 ng 99911  Phenanthrene-d10 17.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
4 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 30
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 25
Abundance Scan 2572 (18.403 min): BG055889.D\data.ms (-2567) (- | m/z 43.05 100.00%
43.0 73.0
5000
129.0
213.1 —
‘ ‘ H ‘ 1711 256.1 18.50
‘de‘M Mkwﬂwk ‘N“‘A ﬂ‘\ ot m/z 73.00 91.61%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 L
129.0 18.50
. m/z 60.00 88.39%
e, 1]
140}, i il Il “M“““hh‘\‘ M W L R “‘ .
miz—-> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
e
43.0 730
e
18.50
5000 129.0 m/z 55.05 81.52%
171.0
L 2
: ‘\‘ H‘Hd MH“H“‘”‘H\“ {‘H\‘h} ‘\ ‘m\‘ I “‘ ‘ “‘ e
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid —
73.0 18.50
43.0 m/z 57.00 77.29%
5000
129.0
185.0 228.0
. “‘ ‘\“‘ ‘u‘u“ ‘HM“ \\‘H“ ‘M‘\‘u} “ ‘ L \u“ “\‘ L — ‘\‘ . . Y . :
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55889.D

Acq On : 5 Dec 2022 17:49
Operator : CG/JU

Sample : N5870-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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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Peak Number 4 TIsopropyl palmitate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.815 4.07 ng 108399  Phenanthrene-di0 17.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 74
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 8-Methylnonanoic acid, isopropyl... 214 C13H2602 1000452-00-6 43
4 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 43
5 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 40
Abundance Scan 2642 (18.815 min): BG055889.D\data.ms (-2638) (- | m/z 43.05 100.00%
43.0
5000 J\\L
102.0
256.1 == S
157.1 2131 ‘ H 18.50 19.00
e M““‘“ “‘ | ——] m/z 59.95 50.79%
miz--> 100 150 200 250 300
Abundance #197285: Isopropyl palmitate
43.0
102.0
5000 Peaa b,
256.0 18.50 19.00
m/z 41.00 48.01%
157 0 213 0
T T h‘\ ‘\“ “‘ ‘\“ “\ T \ \ \‘ T ‘ T ‘ \ T T ‘\ ‘\ T \2\98‘.(
miz—-> 50 100 150 200 25 300
Abundance #143510: n-Hexadecanoic acid
60.0
— —T
18.50 19.00
5000 129.0 m/Z 57.05 44 ,34%
7.0 171 0 2130 256.0
I ‘M‘ h!‘ H‘\ \\h”w “H‘\‘h‘\ N ‘ ‘ - ““\‘ : “\‘ e
miz--> 50 100 150 200 250 300
Abundance #92169: 8-Methylnonanoic acid, isopropyl ester — s
43.0 18.50 19.00
m/z 55.00 37.81%
5000 102.0
173.0
‘ ‘H‘ HM HH‘ Hm \\H‘\ ‘uh‘ ‘\‘ ‘“‘ ‘ ‘21‘4‘0‘ e e -
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55889.D

Acq On : 5 Dec 2022 17:49
Operator : CG/JU

Sample : N5870-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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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Peak Number 5 Cyclopentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.429 6.55 ng 199864  Chrysene-di12 21.829
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentadecane 210 C15H3e 000295-48-7 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93

Abundance Scan 3087 (21.429 min): BG055889.D\data.ms (-3082) (- | m/z 57.00 100.00%

57.0
5000

—
% 0 21.50
10.0 341.0 o
_H‘WMH%EMWuwu‘wu‘WHH,HH‘HH,HH_‘HW‘HMH‘M‘ m/z 43.00  95.20%
m/z--> 0 50 100150200 250300 350400450500 550 600 650
Abundance #87653: Cyclopentadecane
83.0
210.0
5000 T
21.50
m/z 55.00 83.56%
‘H‘l\ T W\ljﬂgf””
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348538. Pentadecafluorooctanoic acid, octadecyl ester
57.0
—
21.50
5000 ITI/Z 83.00 65.70%
J\ FF, 2920 3690 6481
“H“HW‘H‘MH‘_H‘_‘H_‘HV‘H_‘H,HH‘HH,H‘WH‘WH
m/z--> 0 50 100 150200 250300 350400450500 550 600 650
Abundance #292190: Trichloroacetic acid, hexadecyl ester P
43.0 21.50

m/z 69.00  58.49%

5000 Mﬁgmwﬂme\\wwmmmww
I 06

Wil

T
m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55889.D

Acqg On : 5 Dec 2022 17:49
Operator : CG/JU

Sample : N5870-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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-... 5.219 48.0 ng 348576 1 8.168 145239 20.0
Benzophenone 16.147 2.0 ng 37278 3 14.802 372526 20.0
n-Hexadecanoic ... 18.403 3.8 ng 99911 4 17.545 533276 20.0
Isopropyl palmi... 18.815 4.1 ng 108399 4 17.545 533276 20.0
Cyclopentadecane 21.429 6.5 ng 199864 5 21.829 610254 20.0
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