LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132668.D

Acqg On : 07 Mar 2023 01:29

Operator : CG\JU

Sample : 01815-01 2X

Misc : OK-01-03032023

ALS Vvial : 21  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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132668.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.122 257 261 268 rBV 19712 25569 1.79% 0.145%
2 5.216 443 447 456 rVB 654476 632109 44.24% 3.594%
3 5.616 512 515 528 rBV 1509293 1428757 100.00% 8.124%
4 6.616 682 685 697 rVB 1397298 1306711 91.46% 7.430%
5 6.998 746 750 754 rBV 1204548 974650 68.22% 5.542%
6 7.557 842 845 854 rVW 984144 803398 56.23% 4.568%
7 7.634 854 858 862 rVB5 17309 26883 1.88% 0.153%
8 7.804 882 887 893 rVB4 24869 31666 2.22% 0.180%
9 7.892 895 902 904 rBV6 12082 19767 1.38% 0.112%
106 8.251 960 963 965 rBV 31310 25406 1.78% 0.144%
11  8.287 965 969 972 rVVW 1287745 1097507 76.82%  6.240%
12 8.328 974 976 980 rvVB2 34862 33501 2.34% 0.190%
13 8.569 1013 1017 1021 rBV6 31426 34686 2.43% 0.197%
14  8.692 1035 1038 1040 rVB 25012 21532 1.51% 0.122%
15 8.786 1051 1054 1056 rBV3 24573 19736 1.38% 0.112%
16 8.863 1064 1067 1069 rBV 38254 29872 2.09% ©.170%
17 9.104 1105 1108 1110 rBV2 32936 27694 1.94% 0.157%
18 9.222 1125 1128 1133 rBV5 23846 33789 2.36% 0.192%
19 9.292 1137 1140 1142 rVV2 36952 26873 1.88% 0.153%
20 9.357 1147 1151 1154 rBV 1627878 1241971 86.93% 7.062%
21  9.428 1161 1163 1168 rBV 62632 52689 3.69% 0.300%
22 9.510 1174 1177 1179 rVB2 25828 24716 1.73% 0.141%
23 9.616 1192 1195 1197 rBV3 16885 19960 1.40% 0.113%
24  9.681 1202 1206 1208 rBV5 14069 22473 1.57% 0.128%
25 9.751 1215 1218 1222 rBV3 39288 44635 3.12%  0.254%
26 9.810 1226 1228 1232 rBV3 17900 23885 1.67% 0.136%
27 9.904 1241 1244 1248 rBV2 30164 34091 2.39% 0.194%
28 9.957 1250 1253 1257 rVB 62284 55296 3.87% 0.314%
29 10.045 1265 1268 1272 rVV 1300421 1028729 72.00% 5.849%
30 10.081 1272 1274 1277 rVB 23095 19568 1.37% 0.111%
31 10.145 1282 1285 1289 rBV6 14296 19147 1.34% 0.109%
32 10.251 1300 1303 1306 rVB2 23258 25029 1.75% 0.142%
33 10.280 1306 1308 1313 rBv4 21287 27253 1.91% ©.155%
34 10.363 1318 1322 1325 rBV5 26369 41070 2.87% ©.234%
35 10.463 1335 1339 1341 rBV 63453 58825 4.12% 0.334%
36 10.598 1359 1362 1364 rBV2 26849 25462 1.78% ©.145%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132668.D

Acqg On : 07 Mar 2023 01:29

Operator : CG\JU

Sample : 01815-01 2X

Misc : OK-01-03032023

ALS Vvial : 21  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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.680 1371 1376 1379 rBvV2 48399 59097 4.14% 0.336%
38 10.757 1387 1389 1394 rVB3 51617 46996 3.29% 0.267%
39 10.839 1399 1403 1407 rBV 913284 784385 54.90% 4.460%
40 10.939 1417 1420 1421 rBV2 62454 65281 4.57% 0.371%
41 11.345 1486 1489 1492 rBv4 18485 22278 1.56% 0.127%
42 11.386 1493 1496 1499 rWV 75820 66985 4.69% 0.381%
43 11.416 1499 1501 1504 rvv2 58353 67481 4.72% 0.384%
44 11.439 1504 1505 1509 rVB 33507 21206 1.48% 0.121%
45 11.545 1519 1523 1525 rBV 1288668 1170922 81.95% 6.658%
46 11.569 1525 1527 1531 rVB 256773 210530 14.74% 1.197%
47 11.622 1533 1536 1540 rBV 45775 53365 3.74% 0.303%
48 11.775 1559 1562 1564 rBvV2 35485 32518 2.28% 0.185%
49 11.816 1567 1569 1571 rVWV 65104 44674 3.13% 0.254%
50 11.875 1577 1579 1583 rVV2 26974 29163 2.04% 0.166%
51 11.916 1584 1586 1589 rVB2 29881 25476 1.78%  0.145%
52 12.051 1606 1609 1612 rBV2 226937 264816 18.53% 1.506%
53 12.157 1624 1627 1630 rBV2 69245 78375 5.49% 0.446%
54 12.227 1636 1639 1642 rBV 76362 70900 4.96%  0.403%
55 12.304 1650 1652 1656 rBV5 27956 29317 2.05% 0.167%
56 12.339 1656 1658 1661 rBV 37808 38990 2.73% 0.222%
57 12.474 1679 1681 1686 rBvV2 43584 46043  3.22% ©0.262%
58 12.627 1699 1707 1710 rBV5 189535 373674 26.15%  2.125%
59 12.686 1715 1717 1720 rBV4 40678 47954 3.36% 0.273%
60 12.722 1720 1723 1727 rVB2 59640 65064 4.55% 0.370%
61 12.763 1727 1730 1735 rBV 521681 519260 36.34% 2.952%
62 12.845 1742 1744 1746 rBvV2 41956 46595 3.26% 0.265%
63 12.998 1764 1770 1775 rBV 521837 595523 41.68% 3.386%
64 13.104 1786 1788 1789 rBV 51172 38988 2.73% 0.222%
65 13.133 1789 1793 1796 rVV 1574551 1305816 91.40% 7.425%
66 13.321 1823 1825 1828 rVB2 80383 64965 4.55%  0.369%
67 13.351 1828 1830 1832 rVB 73199 58930 4.12% ©.335%
68 14.204 1971 1975 1978 rBV 1130010 1159024 81.12% 6.590%
69 15.762 2236 2240 2244 rVB 571381 717694 50.23% 4.081%

Sum of corrected areas: 17587190
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 07 Mar 2023 01:29
: CG\JU
: 01815-01 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
BF132668.D

OK-01-03032023

: 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M

Quant Title

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integra

tion Parameters: LSCINT.P

Abundance TIC: BF132668.D\data.ms
5.616
1500000 6.616
6.998
1000000 7.557
5.216
500000
i 4122 Jtesa 0852
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\
Time--> 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80
Abundance TIC: BF132668.D\data.ms
13.133
9.357
1500000
8.287 10.045 11.545
1000000 10.839
500000
569
NS 8
8% 8 8.565BGHH3 9.104 %&ygg@&%%ggd&A~
O I e B e e e s e e e s e e B e 7 — — — —
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF132668.D\data.ms
14.204
1500000
15.762
1000000
500000
O T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T ’ T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132668.D

Acq On : 07 Mar 2023 01:29

Operator : CG\JU

Sample : 01815-01 2X

Misc : OK-01-03032023

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.216 12.97 ng 632109 1,4-Dichlorobenzene-d4 6.998

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 447 (5.216 min): BF132668.D\data.ms (-443) (-) m/z 42.95 100.00%

43.0
5000
101.0 S U 1 SR
‘ 4.80 5.00 5.20 5.40 5.60
Ot 202068 /7 59.00  64.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I RN RN
4.80 5.00 5.20 5.40 5.60
m/z 101.00  23.36%
101.0
O\\\\‘\m‘\\“”i\\‘}‘\\\\“1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R REaan R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 16.71%
0 I \‘H 12\60
-t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #236: Acetone R e
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.27%
5000
15.0
0‘H“““‘h“““‘1H“H‘“HH‘HHWH‘mwmwmwm‘ R R A
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132668.D

Acq On : 07 Mar 2023 01:29

Operator : CG\JU

Sample : 01815-01 2X

Misc OK-01-03032023

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.051 4.52 ng 264816  Phenanthrene-di0 11.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Octadecanoic acid 284 (C18H3602 000057-11-4 58
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 53
Abundance Scan 1609 (12.051 min): BF132668.D\data.ms (-1606) (- m/z 72.95 100.00%
73.0
192.1
5000
129.0
= \
39,0 256.1 12.00
0! et b 9230 myz 60.00  84.49%
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR I
12.00
m/z 43.10 82.25%

171.0 213.0 256.0
o & O I
m/z--> 50 100 150 200 250 300
Abundance #109284: Tetradecanoic acid
73.0

129.0

T
12.00

m/z 57.00 76.18%
5000 185.0 228.0
29. H
ok \“ \“\ ‘M H! ‘\““‘ ‘h‘\“ ;h‘\‘ u “ ‘ L h“\ AL “ S .
m/z--> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid T
73.0 12.00

m/z 55.00 68.65%

5000 129.0
29. 171.0
214.0

0! L, \\m“\ ;\M‘\‘ L ‘ h‘ L ‘ ‘\

T
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132668.D

Acq On : 07 Mar 2023 01:29

Operator : CG\JU

Sample : 01815-01 2X

Misc OK-01-03032023

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 3 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.627 6.38 ng 373674  Phenanthrene-di0 11.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
2 cis-12-Octadecenoic acid methyl ... 296 C19H3602 1000427-68-4 91
3 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 87
4 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 83
5 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 50
Abundance Scan 1707 (12.627 min): BF132668.D\data.ms (-1699) (- m/z 55.00 100.00%
55.0
206.1
5000
—— ——
12.50 13.00
[ m/z 69.10  73.85%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 7.0 —— e
12.50 13.00
m/z 206.05 71.45%
37.0 18?.0 222.0 26‘4.0
0- H‘H‘\“‘\‘\\‘\V‘\\‘\‘\\\“\\\\
miz--> 50 100 150 200 250 300
Abundance #194434: cis-12-Octadecenoic acid methyl ester
69.0
= =
12.50 13.00
264.0 m/z 73.95 70.60%
5000 10.0
180.0 2220
0 HH“\H ‘M‘\ ih “h‘ “H‘ - LL‘ e ‘\‘ ———
m/z--> 50 100 150 200 250 300
Abundance #194450: 9-Octadecenoic acid, methyl ester, (E)-
55.0 12.50 13.00
m/z 41.05 65.79%
- | WWW
264.0
37.0 180.0 222.0 ‘
m/z--> 50 100 150 200 250 300 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132668.D

Acqg On : 07 Mar 2023 01:29

Operator : CG\JU

Sample : 01815-01 2X

Misc : OK-01-03032023

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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-... 5.216 13.0 ng 632109 1 6.998 974650 20.0
n-Hexadecanoic ... 12.051 4.5 ng 264816 4 11.545 1170920 20.0
9-Octadecenoic ... 12.627 6.4 ng 373674 4 11.545 1170920 20.0
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