LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013023\
Data File : BF132230.D

Acqg On : 31 Jan 2023 01:40
Operator : CG\JU

Sample : 01337-01

Misc :

ALS Vvial : 20 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_ F\Methods\8270-BF012723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132230.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.325 417 423 435 rVB 1088495 1276747 41.81% 5.115%
2 5.707 483 488 491 rBV 3180557 3053853 100.00% 12.234%
3 6.6990 650 655 659 rBV 2788497 2843516 93.11% 11.391%
4 7.084 718 722 725 rVB 1261427 972748 31.85% 3.897%
5 7.642 813 817 820 rBV 2265016 1815054 59.43% 7.271%
6 8.366 937 940 944 rBV 1284472 1101740 36.08% 4.414%
7 9.442 1119 1123 1126 rBV 3866649 2983438 97.69% 11.952%
8 10.131 1237 1240 1244 rVB 1233042 1047303 34.29% 4.196%
9 10.842 1358 1361 1365 rVB 59442 50517 1.65% 0.202%
10 10.925 1371 1375 1378 rBV 2130281 1725621 56.51% 6.913%
11 11.025 1388 1392 1398 rBV 222186 181420 5.94% 0.727%
12 11.630 1491 1495 1498 rBV 1383486 1123738 36.80% 4.502%
13 11.654 1498 1499 1503 rVV 164078 99710 3.27% 0.399%
14 11.707 1503 1508 1510 rvwv 44520 46257 1.51% ©.185%
15 12.007 1556 1559 1562 rBV 161601 120905 3.96% 0.484%

16 12.136 1578 1581 1584 rBV 332075 302337  9.90%
17 12.701 1673 1677 1679 rBV 717547 656586 21.50%
18 12.719 1679 1680 1687 rVB2 449294 355505 11.64%
19 12.807 1692 1695 1698 rBV 92398 88765 2.91%
20 12.854 1700 1703 1708 rVB 294057 257636  8.44%

RO R NR
IS
N
PN
X

21 12.930 1713 1716 1719 rBV 75708 78734  2.58% 0.315%
22 13.089 1740 1743 1748 rVB 227774 226440 7.41%  0.907%
23 13.224 1762 1766 1769 rBV 3571029 2863861 93.78% 11.473%
24 14.295 1944 1948 1951 rBV 956588 898881 29.43% 3.601%
25 15.889 2216 2219 2230 rVB 499931 791014 25.90%  3.169%

Sum of corrected areas: 24962326
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013023\
Data File : BF132230.D

Acq On : 31 Jan 2023 01:40
Operator : CG\JU

Sample : 01337-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF132230.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013023\
Data File : BF132230.D

Acq On : 31 Jan 2023 01:40
Operator : CG\JU

Sample : 01337-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012723.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.
5.325 26.25 ng 1276750  1,4-Dichlorobenzene-d4 7.084

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 423 (5.325 min): BF132230.D\data.ms (-417) (-) m/z 43.10 100.00%
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Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T T T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013023\
Data File : BF132230.D

Acq On : 31 Jan 2023 01:40
Operator : CG\JU

Sample : 01337-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012723.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 2 Benzenesulfonamide, N,4-dim... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.025 3.23 ng 181420  Phenanthrene-di0 11.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO2S 000640-61-9 95
2 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 70
3 4-Toluenesulfonylmethyl isocyanide 195 C9HINO2S 036635-61-7 47
4 Benzene, 1-[(chloromethyl)sulfon... 204 C8H9C102S 007569-26-8 47
5 (0-p-Tosylisonitroso)malononitrile 249 C1@H7N303S 020893-01-0 47
Abundance Scan 1392 (11.025 min): BF132230.D\data.ms (-1388) (- m/z 91.05 100.00%
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Abundance #60186: Cyclohepta-2,4,6-trienesulfonic acid, methylamid
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T
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5000 185.0 m/z 155.00  19.58%
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AT O S
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Abundance #70708: 4-Toluenesulfonylmethyl isocyanide ot ‘
91.0 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013023\
Data File : BF132230.D

Acq On : 31 Jan 2023 01:40
Operator : CG\JU

Sample : 01337-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012723.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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.007 2.15 ng 120905 Phenanthrene-d10 11.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 87
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 86
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 83
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83
Abundance Scan 1559 (12.007 min): BF132230.D\data.ms (-1556) (- m/z 74.00 100.00%
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Abundance #161212: Hexadecanoic acid, methyl ester
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Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester —— ‘
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013023\
Data File : BF132230.D

Acq On : 31 Jan 2023 01:40
Operator : CG\JU

Sample : 01337-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012723.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.136 5.38 ng 302337  Phenanthrene-die 11.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 87
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68
Abundance Scan 1581 (12.136 min): BF132230.D\data.ms (-1578) (-} m/z 73.05 100.00%
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Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T R
12.00 12.50
1710 2130 256.0 m/z 43.10 66.74%
‘ﬁ‘h‘P}““‘\“‘W 1‘ ’ “\ \‘ \‘\ “ \“ T ‘\ T “‘\ L ‘ L
miz—-> 50 100 150 200 250 300
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013023\
Data File : BF132230.D

Acq On : 31 Jan 2023 01:40
Operator : CG\JU

Sample : 01337-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012723.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 9,12-Octadecadienoic acid (... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.701 11.69 ng 656586  Phenanthrene-di0 11.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 9,12-Octadecadienoic acid, ethyl... 308 C20H3602 007619-08-1 99
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 98

Abundance Scan 1677 (12.701 min): BF132230.D\data.ms (-1673) (- m/z 67.05 100.00%

67.0
5000
09.1

12.50 13.00
AL DY 2202 263 001 351

m/z 81.05 90.37%

m/z--> 50 100 150 200 250 300 350
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0

5000 — —
12.50 13.00
09.0 m/z 95.10  64.72%
294.0
J‘d“ ’2200”’
miz--> 100 150 200 250 300 350
Abundance #191926. 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
1550 13b0
5000 m/z 55.16  56.47%

09.0
9.0
miz--> 50 100 150 200 250 300 350

Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester —— ——
67.0 12.50 13.00

m/z 82.05 47.57%

5000
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29 ‘ 294.0
‘mLmWhm‘hm ‘2200 | | ‘ ‘ ‘

T
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013023\
Data File : BF132230.D

Acq On : 31 Jan 2023 01:40

Operator : CG\JU

Sample : 01337-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012723.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 6 9-Octadecenoic acid (Z)-, m... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
12.719 6.33 ng 355505 Phenanthrene-d10 11.630
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 99
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99

Abundance Scan 1680 (12.719 min): BF132230.D\data.ms (-1679) (-
55.

m/z 55.10 100.00%

5000
264.1 T T
38.0 180.1 222.2 12.50 13.00
. T T RO B 22 S B ey o e T R BT
m/z--> 50 100 150 200 250 300 350
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 7.0 —— e
12.50 13.00
m/z 74.00 67.77%
oo o
(Al il uHu\M\ b ‘ \‘ ‘
\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #194444: 8-Octadecenoic acid, methyl ester, (E)-
55.0
ey -
264.0 12.50 13.00
5000 7.0 m/z 83.10 56.51%
222.0
n 370 180.0 ‘
\\\“HM‘“\H‘\‘H“ \lh P }\ ‘u‘\‘ A “‘ At
m/z--> 50 100 150 200 250 300 350

Abundance

#194453: 11-Octadecenoic acid, methyl ester, (Z)- — T
.0 12.50 13.00

m/z 41.10 54.93%

5000

m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013023\
Data File : BF132230.D

Acqg On : 31 Jan 2023 01:40
Operator : CG\JU

Sample : 01337-01

Misc

ALS vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012723.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-... 5.325 26.3 ng 1276750 1 7.084 972748 20.0
Benzenesulfonam... 11.025 3.2 ng 181420 4 11.630 1123740 20.0
Hexadecanoic ac... 12.007 2.1 ng 120905 4 11.630 1123740 20.0
n-Hexadecanoic ... 12.136 5.4 ng 302337 4 11.630 1123740 20.0
9,12-Octadecadi... 12.701 11.7 ng 656586 4 11.630 1123740 20.0
9-Octadecenoic ... 12.719 6.3 ng 355505 4 11.630 1123740 20.0
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