LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81222\
Data File : BM@36245.D

Acqg On : 13 Aug 2022 00:48
Operator : CG/JU

Sample : N4069-21

Misc :

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_M\Methods\SFAM-EPA-BM@72522.M
Title : SVOA CALIBRATION

Signal : TIC: BM@36245.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.216 19 22 33 rVB 48754 66223 1.06% 0.144%
2 3.869 129 133 139 rVB 32843 46735 0.75% 0.102%
3  3.963 146 149 155 rVB 16590 22434 0.36% 0.049%
4 4.340 210 213 218 rBV7 8696 13593 0.22% 0.030%
5 4.416 221 226 231 rVB 38088 51614 ©0.83% 0.112%
6 4.922 304 312 317 rBV3 17576 30448 0.49% 0.066%
7 5.298 372 376 381 rVB7 5891 9893 0.16% 0.021%
8 6.863 633 642 648 rBV 106154 193631 3.11% 0.421%
9 6.934 649 654 659 rvv 23193 40574 0.65% 0.088%
106 7.004 660 666 679 rVB 329753 541003 8.68% 1.175%
11 7.151 685 691 702 rVB 710527 1080285 17.34% 2.347%
12 7.345 717 724 735 rBV 820684 1341352 21.53% 2.914%
13 7.810 795 803 813 rBV 648435 1030068 16.53%  2.238%
14 8.369 894 898 900 rBv4 5592 6572 0.11% 0.014%
15 8.434 903 909 917 rVB6 14688 42544 0.68% 0.092%
16 8.545 920 928 945 rBV 757168 1280813 20.55% 2.782%
17 8.981 995 1002 1016 rBV 769345 1277290 20.50% 2.775%
18 9.116 1022 1025 1032 rBV7 6402 13332  9.21% 0.029%
19 9.375 1063 1069 1076 rVB 20427 34296 0.55% 0.075%
20 9.704 1118 1125 1139 rBV 608161 1025713 16.46% 2.228%
21  9.969 1164 1170 1183 rVB2 24739 62403  1.00% 136%

22 10.251 1210 1218 1235 rBV 841249 1582891 25.40%
23 10.616 1273 1280 1289 rBV 858094 1412133 22.66%
24 10.680 1289 1291 1297 rVV6 7878 11847 0.19%
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25 10.775 1299 1307 1324 rW 66771 169374  2.72% 368%
26 10.927 1328 1333 1341 rVB10 12334 24546 ©.39% 0.053%
27 11.439 1413 1420 1427 rBV8 15501 38315 0.61% ©0.083%
28 11.804 1477 1482 1488 rBVi1e 4729 8789 0.14% 0.019%
29 11.869 1488 1493 1499 rVB2 14063 22334 0.36% 0.049%
30 12.210 1545 1551 1557 rVB 13654 24905 0.40% 0.054%
31 12.674 1627 1630 1636 rBV7 5968 8829 0.14% 0.019%
32 12.763 1639 1645 1649 rBV9S 3421 7317 0.12% 0.016%
33 12.816 1649 1654 1659 rVB7 6947 11739 0.19% 0.026%
34 13.069 1693 1697 1703 rVB9 7257 10769 0.17% 0.023%
35 13.227 1719 1724 1730 rBV9S 4427 7065 0.11% ©0.015%
36 13.357 1743 1746 1752 rVB8 4359 7616 0.12% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81222\
Data File : BM@36245.D

Acqg On : 13 Aug 2022 00:48
Operator : CG/JU

Sample : N4069-21

Misc :

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_M\Methods\SFAM-EPA-BM@72522.M
Title : SVOA CALIBRATION
37 13.421 1752 1757 1764 rBV8 8472 17402 0.28% 0.038%
38 13.680 1798 1801 1806 rBV7 6515 12969 0.21% 0.028%
39 13.733 1806 1810 1812 rVB5 5373 7282 0.12% 0.016%
40 13.874 1828 1834 1846 rBV 1527181 2102166 33.73% 4.566%
41 14.151 1874 1881 1894 rBV 1832536 2599703 41.72% 5.647%
42 14.345 1908 1914 1922 rBV 28630 49817 0.80% 0.108%
43 14.457 1926 1933 1941 rBV 1181429 1673321 26.85% 3.635%
44 14.698 1969 1974 1993 rBV 191140 451827 7.25% ©.981%
45 14.886 2003 2006 2016 rvVB9 9611 21572 0.35% 0.047%
46 14.980 2020 2022 2028 rVB6 5546 8153 0.13% ©0.018%
47 15.251 2065 2068 2071 rBvV2 8542 10421 0.17% 0.023%
48 15.451 2093 2102 2110 rBV 2423711 3354068 53.82% 7.286%
49 15.574 2118 2123 2138 rBV 750703 1095072 17.57% 2.379%
50 15.692 2138 2143 2148 rVB2 22423 35831 0.57% 0.078%
51 15.774 2153 2157 2162 rBV5 8533 13754 0.22% 0.030%
52 16.104 2208 2213 2217 rBV 31250 41854 0.67% 0.091%
53 16.233 2231 2235 2238 rBV6 6355 9582 0.15% 0.021%
54 16.668 2305 2309 2314 rBV4 11313 14107 0.23% 0.031%
55 16.792 2325 2330 2334 rvB8 8408 13965 0.22% 0.030%
56 16.886 2341 2346 2350 rVB7 5424 8552 0.14% 0.019%
57 16.962 2355 2359 2361 rvvs 6486 9753 0.16% 0.021%
58 16.986 2361 2363 2369 rvB7 4171 7289 0.12% 0.016%
59 17.198 2393 2399 2408 rBV 1381577 1936732 31.08% 4.207%
60 17.298 2410 2416 2433 rVV 2856372 3990927 64.04% 8.669%
61 17.468 2441 2445 2453 rBV2 21841 40728 0.65% ©0.088%
62 17.709 2479 2486 2488 rBV6 10871 19374 0.31% 0.042%
63 18.086 2545 2550 2560 rBV3 120015 232959 3.74%  0.506%
64 18.174 2561 2565 2569 rVB 22849 31271 0.50% 0.068%
65 19.156 2728 2732 2736 rBV3 42909 60955 ©0.98% 0.132%
66 19.227 2741 2744 2748 rBV 38055 51434 0.83% 0.112%
67 19.592 2800 2806 2812 rBV 3867470 5022555 80.60% 10.910%
68 20.592 2973 2976 2980 rVB 85476 86058 1.38% 0.187%

69 21.380 3105 3110 3115 rBV 2050833 2459201 39.46% 5.342%
70 23.568 3475 3482 3495 rVB2 3283872 6231560 100.00% 13.537%
71 23.715 3501 3507 3516 rVB2 1458481 2753278 44.18%  5.981%

Sum of corrected areas: 46034777
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 13 Aug 2022 00:48
: CG/IU
: N4069-21

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81222\
BM036245.D

: 23 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.M
Quant Title : SVOA CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81222\
Data File : BM@36245.D

Acqg On : 13 Aug 2022 00:48
Operator : CG/JU

Sample : N4e69-21

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.M
Quant Title : SVOA 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 Hexanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.863 3.76 ng/ul 193631 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Hexanoic acid 116 C6H1202 000142-62-1 90
3 Hexanoic acid 116 C6H1202 000142-62-1 83
4 Hexanoic acid 116 C6H1202 000142-62-1 72
5 Pentanoic acid 102 C5H1002 000109-52-4 72
Abundance Scan 642 (6.863 min): BM036245.D\data.ms (-633) (-) m/z 60.00 100.00%
60.0
5000 /k
EAEEEEE RN s
HH ‘ b 281 ( 6.60 6.80 7.00 7.20
Olrrprrrpibfeth 28,9, 1829 1910 ZBLU wmyz 72.95  47.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9148: Hexanoic acid
60.0
5000 N LA LR B R
27.0 6.60 6.80 7.00 7.20
m/z 41.00 30.85%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9149: Hexanoic acid
60.0
T e
6.60 6.80 7.00 7.20
5000 m/z 43.00 20.51%
27.0
T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9147: Hexanoic acid e A
60.0 6.60 6.80 7.00 7.20
m/z 55.00 17.94%
5000
27.0
m/z--> 20 40 60 80 100120140160180200220240260280 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81222\
Data File : BM@36245.D

Acqg On : 13 Aug 2022 00:48
Operator : CG/JU

Sample : N4e69-21

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.M
Quant Title : SVOA 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 1,3,2-Dioxaborinane, 2-ethy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.086 2.41 ng/ul 232959  Phenanthrene-di10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,2-Dioxaborinane, 2-ethyl-4-m... 128 C6H13B02 057633-65-5 50
2 Piperidine-2,5-dione 113 C5H7NO2 052065-78-8 47
3 Ribitol, 1,3:4,5-di-O-(ethylbora... 212 C9H18B204 1000149-52-8 43
4 trans-2-Hexenyl heptanoate 212 C13H2402 1000433-23-3 42
5 4-Methyl-2-piperidone 113 C6H11NO 1000432-34-3 38

Abundance Scan 2550 (18.086 min): BM036245.D\data.ms (-2545) (- | m/z 113.00 100.00%
118.0

73.0
5000

410

%

18.00
m/z 73.00 52.72%

H M | | 1551 191922038 282.(
I O e a0 72

o

m/z--> 20 40 60 80 100 120140160180200220240260280
Abundance #13876: 1,3,2-Dioxaborinane, 2-ethyl-4-methyl-

Abundance #90547: Ribitol, 1,3:4,5-di-O-(ethylboranediyl)-2-deoxy-
113.0 18.00

m/z 41.00 31.45%

T AJJLN
5000 — ‘
55.0 18.00
m/z 55.00  44.83%
‘ ‘ 84.0
0%\q\u\\“w\\‘\‘HH‘H‘\H‘H \‘\‘}H‘HH‘HH‘HH‘HH‘HH‘\H\’HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7774 Piperidine-2,5-dione
30.0 113.0
T \
18.00
5000 m/z 84.95 35.25%
‘ 84.0
0% “H\u‘“"""""""‘M"""""_ww_www‘,W,H
mlz--> 20 40 60 80 100120140160 180200220240260280
T \

5000

57.0
01289, H\ L | 153018302120

m/z--> 20 40 60 80 100120140160180200220240260280 18.00

:
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81222\
Data File : BM@36245.D

Acqg On : 13 Aug 2022 00:48
Operator : CG/JU

Sample : N4e69-21

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.M
Quant Title : SVOA 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|
Hexanoic acid 6.863 3.8 ng/ul 193631 1 7.816 1030070 20.0
1,3,2-Dioxabori... 18.086 2.4 ng/ul 232959 4 17.198 1936730 20.0
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