LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF132015.D

Acqg On : 11 Jan 2023 01:14
Operator : CG\JU

Sample : 01083-01 10X

Misc :

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-BF010923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132015.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.745 277 282 287 rBB2 4424 6673 1.52% 0.175%
2 4.957 485 488 496 rVB 45525 48254 10.99% 1.263%
3 5.392 559 562 572 rBV 109190 123510 28.13%  3.233%
4 6.428 735 738 748 rBV 128993 128248 29.21% 3.357%
5 6.781 795 798 802 rBV 438551 360050 82.00%  9.425%
6 7.351 891 895 898 rBV 88617 73753 16.80% 1.931%
7 7.375 898 899 903 rVB 8447 5944 1.35% 0.156%
8 8.075 1014 1018 1021 rVB 486941 399023 90.88% 10.445%
9 8.128 1024 1027 1029 rVB4 5818 6533 1.49% 0.171%
10 8.275 1049 1052 1054 rVB2 6048 5464 1.24% 0.143%
11 8.357 1063 1066 1069 rBV4 4694 6647 1.51% 0.174%
12 8.492 1085 1089 1091 rBV3 6269 6568 1.50% 0.172%
13 8.575 1100 1103 1106 rBv4 11824 10311 2.35% 0.270%
14 8.663 1115 1118 1122 rBV2 16836 14257 3.25% 0.373%
15 8.892 1152 1157 1160 rBV3 11090 12440 2.83% 0.326%
16 9.092 1188 1191 1193 rBvV3 10341 8683 1.98% 0.227%
17 9.151 1197 1201 1204 rBV 177978 133766 30.46% 3.501%
18 9.227 1211 1214 1218 rBV 24503 19648 4.47% 0.514%
19 9.298 1225 1226 1230 rVB4 7200 5459 1.24% 0.143%
20 9.422 1241 1247 1250 rVB6 6309 8615 1.96% 0.226%
21  9.486 1256 1258 1260 rBV2 8752 7237 1.65% 0.189%
22 9.551 1264 1269 1271 rVB5 11085 11740 2.67% 0.307%
23 9.610 1276 1279 1284 rBvV3 9272 6721 1.53% 0.176%
24 9.692 1289 1293 1298 rBV4 6868 7651 1.74% 0.200%
25 9.757 1302 1304 1309 rVB 21189 18995 4.33% 0.497%
26 9.833 1313 1317 1320 rWV 545890 416444 94.84% 10.901%
27 9.863 1320 1322 1325 rVB4 5985 5472 1.25% 0.143%
28 9.933 1331 1334 1340 rBV7 4642 7193 1.64% ©.188%
29 10.033 1350 1351 1356 rVB3 8219 8103 1.85% 0.212%
30 10.080 1356 1359 1363 rBV4 10577 12018 2.74% 0.315%
31 10.151 1368 1371 1374 rBV4 7222 7740 1.76% 0.203%
32 10.239 1382 1386 1387 rBv4 5129 6612 1.51% 0.173%
33 10.257 1387 1389 1392 rVB 24960 21273 4.84% 0.557%
34 10.380 1407 1410 1412 rBV2 6617 7045 1.60% 0.184%
35 10.474 1423 1426 1431 rVB3 10291 16981 3.87% 0.444%
36 10.551 1433 1439 1445 rVB3 12199 20357 4.64% 0.533%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF132015.D

Acqg On : 11 Jan 2023 01:14
Operator : CG\JU

Sample : 01083-01 10X

Misc :

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-BF010923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.627 1449 1452 1456 rVB 81098 67918 15.47% 1.778%
38 10.733 1467 1470 1479 rVB2 28684 39879 9.08% 1.044%
39 11.186 1543 1547 1549 rBV 19391 18437 4.20% 0.483%
40 11.210 1549 1551 1558 rVB4 14114 20086 4.57% 0.526%
41 11.327 1567 1571 1573 rBV 486600 439086 100.00% 11.494%
42 11.351 1573 1575 1578 rVvV 33212 26833 6.11% 0.702%
43 11.398 1581 1583 1586 rBV 8658 7337 1.67% 0.192%
44 11.563 1609 1611 1616 rVB5 4265 5285 1.20% 0.138%
45 11.616 1616 1620 1622 rBvV2 15641 14928 3.40% 0.391%
46 11.657 1625 1627 1632 rVB4 5149 5721 1.30% 0.150%
47 11.716 1634 1637 1639 rBV3 11861 8530 1.94% 0.223%
48 11.827 1652 1656 1659 rBV5 11060 15032 3.42% 0.393%
49 11.857 1659 1661 1665 rVB 10303 9772 2.23% 0.256%
50 11.939 1672 1675 1677 rBV3 13671 12728 2.90% 0.333%
51 11.963 1677 1679 1682 rVB3 8516 7936 1.81% 0.208%
52 12.021 1686 1689 1692 rBv2 19091 14982 3.41% 0.392%
53 12.121 1704 1706 1708 rBV3 5891 5954 1.36% 0.156%
54 12.157 1710 1712 1715 rVB4 7516 6202 1.41% 0.162%
55 12.251 1726 1728 1731 rVB4 6791 6257 1.43% 0.164%
56 12.304 1735 1737 1741 rBV5 8866 12186 2.78% 0.319%
57 12.380 1747 1750 1752 rBV3 14813 14454  3.29% 0.378%
58 12.404 1752 1754 1756 rBV2 37266 39152 8.92% 1.025%
59 12.504 1769 1771 1775 rVB5 10219 12248 2.79% 0.321%
60 12.545 1775 1778 1781 rBV 48308 44021 10.03% 1.152%
61 12.598 1783 1787 1788 rBV4 6167 8043 1.83% 0.211%
62 12.639 1790 1794 1797 rBV6 9046 11621 2.65% 0.304%
63 12.721 1806 1808 1812 rVB5 8093 7328 1.67% 0.192%
64 12.774 1812 1817 1824 rBV2 49695 83466 19.01% 2.185%
65 12.833 1824 1827 1830 rVB5 8719 10556 2.40% 0.276%
66 12.915 1837 1841 1844 rBV 164407 142611 32.48% 3.733%
67 13.145 1877 1880 1882 rBV2 19807 19235 4.38% 0.503%
68 13.486 1936 1938 1940 rVB2 21054 12848 2.93% 0.336%
69 13.815 1992 1994 1998 rBV4 22442 26190 5.96% 0.686%
70 13.980 2018 2022 2025 rBV 388273 376398 85.72%  9.853%

71 15.451 2267 2272 2276 rBV = 222294 301588 68.69% 7.894%

Sum of corrected areas: 3820276
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 11 Jan 2023 01:14
¢ CG\JU
: 01083-01 10X

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
BF132015.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

0

TIC: BF132015.D\data.ms

6.781

6.428
5.392
7.351

4.957

3.745 7,875

Time-->

LR LA DL L L L L L L L L I L L I L B B L L I L L L L I L B B I R R R RN R

2.20 2.40 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

Abundance

500000

400000

300000

200000

100000

TIC: BF132015.D\data.ms
9.833

8.075 11.327

12.915

9.151

38.8929.0

oo

0
Time-->

s Fhassnitizh
9.50 10.00 10.50 11.00

9.00

= Ptpel T — — —
8.00 8.50 11.50 12.00 12.50 13.00

Abundance

500000

400000

300000

200000

100000

TIC: BF132015.D\data.ms
13.980

15.451

13.815
13.486

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 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\BF011023\
Data File : BF132015.D

Acqg On : 11 Jan 2023 01:14
Operator : CG\JU

Sample : 01083-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 2
R.T. EstConc Area Relative to ISTD R.T.
4.957 2.68 ng 48254  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 488 (4.957 min): BF132015.D\data.ms (-485) (-) m/z 43.00 100.00%

3.0
59.0
5000
101.0 A A Rammammeey
4.60 4.80 5.00 5.20
Ul 830 ;
-t m/z 59.00 66.10%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L BN B I BN B
4.60 4.80 5.00 5.20
101.0 m/z 101.00 22.39%
2710 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
miz--> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
 RAmaaL e AR
4.60 4.80 5.00 5.20
5000 41.0 m/z 58.10 15.66%
H ‘ 87.0
o‘HF?\«‘\ww\;”“ww\_m,w,w
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A E AR RmaEE
59.0 4.60 4.80 5.00 5.20
m/z 41.10 10.18%
5000 41.0
0 \H \‘ \‘ 1y ‘ 12\6'0 142.0
-7
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF132015.D

Acqg On : 11 Jan 2023 01:14
Operator : CG\JU

Sample : 01083-01 10X

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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-... 4.957 2.7 ng 48254 1 6.781 360050 20.0
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