LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120423\
Data File : BP018618.D

Acqg On : 05 Dec 2023 23:38
Operator : MA/JU

Sample : 05424-03

Misc :

ALS Vvial : 54 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_ P\Methods\SFAM-EPA-BP120123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18618.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.264 27 30 37 rVB 66493 95748 0.79% 0.086%
2 3.558 75 80 83 rBV3 15140 26175 0.22% 0.023%
3 3.687 98 102 115 rBV 494083 741504 6.10% 0.662%
4 3,922 139 142 147 rVB2 19665 30128 0.25% 0.027%
5 4.016 154 158 162 rBV2 23922 31021 0.26% 0.028%
6 5.175 351 355 358 rBV5S 9752 15765 ©0.13% 0.014%
7 7.016 658 668 678 rVB 409050 680537 5.60% 0.608%
8 7.187 690 697 706 rVB 1432300 2187601 18.00% 1.954%
9 7.381 723 730 739 rBV 1257117 1973258 16.24% 1.762%
10 7.463 740 744 751 rVB3 24893 47362 0.39% 0.042%
11 7.569 756 762 773 rVB 407976 660451 5.43% 0.590%
12 7.852 802 810 817 rBV 1231305 1911723 15.73% 1.707%
13 7.922 817 822 828 rVB 94480 158219 1.30% 0.141%
14 8.093 844 851 859 rBV 276521 455231 3.75% 0.407%
15 8.299 879 886 891 rBvV2 74156 116231 0.96% 0.104%
16 8.357 891 896 905 rVB2 69385 112441 0.93% 0.100%
17 8.563 923 931 937 rBV 1367776 2146737 17.66% 1.917%
18 8.640 937 944 954 rVB2 95850 213779 1.76% 0.191%
19 9.010 998 1007 1014 rBV 1693462 2691773 22.15% 2.404%
20 9.075 1014 1018 1025 rVB 64836 108905 ©.90% 0.097%
21  9.175 1032 1035 1040 rVB5 13438 20966 0.17% 0.019%
22 9.257 1043 1049 1054 rVB4 30288 51498 0.42% 0.046%
23 9.399 1066 1073 1077 rBV 55072 99360 0.82% 0.089%
24 9.734 1122 1130 1142 rBV 1237588 2043000 16.81% 1.825%
25 9.881 1148 1155 1161 rBV3 38237 80415 0.66% 0.072%
26 9.951 1161 1167 1175 rVB3 31113 76729 0.63% 069%

27 10.081 1181 1189 1197 rBV 359934 568095 4.67%
28 10.269 1212 1221 1237 rBV 2101064 3544824 29.17%

NOWOOS
=
[e))
o))
R

29 10.434 1242 1249 1257 rVW4 26929 55657 0.46% 050%
30 10.646 1277 1285 1297 rBV 1789162 3014721 24.80% 692%
31 10.787 1302 1309 1321 rBV 1686598 2791537 22.97%  2.493%
32 11.322 1394 1400 1403 rBv4 7853 12605 0.10% 0.011%
33 11.440 1415 1420 1423 rBv4 13008 17606 0.14% 0.016%
34 11.663 1454 1458 1462 rVB4 9077 13617 ©.11% 0.012%
35 11.816 1476 1484 1491 rBV 53887 101210 ©0.83% ©.090%

36 11.887 1491 1496 1501 rBV5 29232 64639 ©.53% 0.058%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120423\
Data File : BP018618.D

Acqg On : 05 Dec 2023 23:38
Operator : MA/JU

Sample : 05424-03

Misc :

ALS Vvial : 54 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_ P\Methods\SFAM-EPA-BP120123.MA.M
Title : SVOA CALIBRATION
37 12.145 1535 1540 1546 rBV3 15814 27149 0.22% 0.024%
38 12.234 1549 1555 1558 rBV 44519 75696 0.62% 0.068%
39 12.269 1558 1561 1566 rVB2 21572 33014 0.27% 0.029%
40 12.440 1586 1590 1595 rVvVv2 17896 25729 0.21% 0.023%
41 12.851 1654 1660 1665 rBV 107994 162339 1.34% 0.145%
42 12.940 1672 1675 1680 rBV5 11662 16783 0.14% 0.015%
43 13.075 1692 1698 1700 rBV2 13751 24692 0.20% 0.022%
44 13.275 1728 1732 1733 rBV2 10879 15387 ©0.13% 0.014%
45 13.387 1745 1751 1759 rVB2 72778 117053 0.96% 0.105%
46 13.451 1759 1762 1764 rBV3 10580 14172 0.12% 0.013%
47 13.704 1804 1805 1810 rVB4 10884 12470 0.10% 0.011%
48 13.898 1831 1838 1846 rBV 4583658 6381978 52.51% 5.699%
49 14.010 1855 1857 1863 rVB5 9505 14524 0.12% 0.013%
50 14.175 1875 1885 1896 rBV 5032242 7221770 59.42% 6.449%
51 14.269 1897 1901 1909 rVB4 24568 51834 0.43% 0.046%
52 14.351 1911 1915 1919 rBV5 26037 36957 0.30% 0.033%
53 14.481 1926 1937 1948 rBV 3076918 4562745 37.54% 4.075%
54 14.563 1948 1951 1955 rVB6 17276 25440 0.21% 0.023%
55 14.681 1965 1971 1980 rBV 327257 512423 4.22% 0.458%
56 14.834 1992 1997 2002 rVB6 18857 34748 0.29% 0.031%
57 14.898 2002 2008 2011 rBV7 27932 48432 0.40% 0.043%
58 14.945 2011 2016 2021 rVvVv2 22895 42215 ©.35% ©0.038%
59 15.051 2029 2034 2043 rVB 320377 453192 3.73% 0.405%
60 15.228 2060 2064 2069 rBV8 11122 13445 0.11% 0.012%
61 15.281 2069 2073 2075 rBV 16430 20294 0.17% 0.018%
62 15.328 2075 2081 2085 rVB8 22051 50131 0.41% 0.045%
63 15.475 2099 2106 2117 rBV 6479161 9645936 79.37% 8.614%
64 15.586 2118 2125 2137 rBV 1853893 2637332 21.70%  2.355%
65 15.710 2142 2146 2148 rBV2 29250 39609 0.33% 0.035%
66 15.745 2148 2152 2157 rVB2 109094 169556 1.40% 0.151%
67 15.804 2158 2162 2165 rBV2 29956 39218 ©0.32% 0.035%
68 15.875 2166 2174 2180 rBV2 386590 727296 5.98% 0.650%
69 15.969 2187 2190 2197 rVB4 49275 85211 0.70% 0.076%
70 16.116 2211 2215 2220 rVB5 34842 44976 0.37% 0.040%
71 16.210 2225 2231 2244 rVWW 741446 1321913 10.88% 1.181%
72 16.322 2248 2250 2254 rVV3 24418 28952 0.24% 0.026%
73 16.369 2254 2258 2264 rVB 105881 140341 1.15% 0.125%
74 16.522 2282 2284 2295 rVB 19801 35787 ©.29% 0.032%
75 16.628 2297 2302 2307 rBV5 39297 66253 ©.55% 0.059%
76 16.716 2314 2317 2321 rBV 34977 45564 0.37% 0.041%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120423\
Data File : BP018618.D

Acqg On : 05 Dec 2023 23:38
Operator : MA/JU

Sample : 05424-03

Misc :

ALS Vvial : 54 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_ P\Methods\SFAM-EPA-BP120123.MA.M
Title : SVOA CALIBRATION

77 16.980 2358 2362 2366 rBV5 34357 63649 0.52% 0.057%
78 17.022 2366 2369 2379 rVB3 66670 118913 ©.98% 0.106%
79 17.110 2381 2384 2389 rVB6 14496 24384 0.20% 0.022%
80 17.228 2397 2404 2413 rBV 3745544 5531445 45.51% 4.940%
81 17.328 2414 2421 2429 rVV 7482859 10582166 87.07% 9.450%
82 17.904 2516 2519 2523 rVB3 19402 23731 0.20% 0.021%
83 18.122 2550 2556 2565 rBV 925341 1297629 10.68% 1.159%
84 18.433 2606 2609 2612 rBV3 16656 22475 0.18% 0.020%
85 18.539 2622 2627 2631 rBV 153006 205580 1.69% 0.184%
86 18.927 2690 2693 2697 rBV 50228 58813 0.48% 0.053%
87 19.092 2718 2721 2724 rVB2 33472 36940 0.30% 0.033%
88 19.139 2725 2729 2735 rVB 109907 141273 1.16% 0.126%
89 19.204 2736 2740 2744 rBV 115565 153603 1.26% 0.137%
90 19.351 2761 2765 2774 rBV 364642 516588 4.25% 0.461%
91 19.492 2786 2789 2794 rVB4 39555 50334 0.41% 0.045%

92 19.563 2795 2801 2808 rBV 9136135 12153842 100.00% 10.854%

93 21.033 3047 3051 3059 rBvV2 377810 688968 5.67% 0.615%
94 21.310 3093 3098 3104 rBV 3752112 4900405 40.32% 4.376%
95 23.527 3468 3475 3483 rBV2 4965457 9098148 74.86% 8.125%

96 23.680 3494 3501 3511 rVB 2160553 4322388 35.56%  3.860%

Sum of corrected areas: 111974898
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120423\
Data File : BP018618.D

Acqg On : 05 Dec 2023 23:38
Operator : MA/JU

Sample : 05424-03

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP018618.D\data.ms

8000000

6000000

4000000

10.269
2000000 7187 9.010 10184687
187381 7.852 8.563 9.734
3.687 7.016 |7.569
3.264.555 34246 5.175 1L 71463 7.928% 640 993¥5399 111321066
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BP018618.D\data.ms
19.563
8000000 17.328
15.475
6000000
14.175
13.898
4000000 17.228
14.481
2000000 15.586
17.90 1483 BN 49

088522@94013-@@3@%.7 .0182

Time--> 12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP018618.D\data.ms

8000000

6000000 23.527

21.310
4000000
3.680
2000000
21.033
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120423\
Data File : BP018618.D

Acqg On : 05 Dec 2023 23:38
Operator : MA/JU

Sample : 05424-03

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.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 Cyclohexanone, 2-hydroxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.569 6.91 ng/ul 660451 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-hydroxy- 114 C6H1002 000533-60-8 83
2 Cyclohexanone, 2-hydroxy- 114 C6H1002 000533-60-8 58
3 Proline 115 C5H9NO2 000147-85-3 43
4 D-Proline 115 C5H9ONO2 000344-25-2 43
5 dl-Proline 115 C5H9ONO2 000609-36-9 37
Abundance Scan 762 (7.569 min): BP018618.D\data.ms (-756) (-) m/z 57.00 100.00%
57.0
5000 /\
N RAEEREE R
”M 1150 7.20 7.40 7.60 7.80
Oh Al 1150 207.0 28093410 4229 8120 /7 69.95 97.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8158: Cyclohexanone, 2-hydroxy-
70.0
5000 L L N L LA LA BN I
7.20 7.40 7.60 7.80
‘ m/z 44.00 27.13%
0‘\\“\'““‘”\'\l\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
70.0
AN R eE
7.20 7.40 7.60 7.80
5000 m/z 41.00 17.22%
o S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8746: Proline SR T T R T
70.0 7.20 7.40 7.60 7.80
m/z 55.00 17.00%
- JJ\/L
0 H‘u”_‘wH‘,‘m_m‘w_HWm_uwwuw Dty e e

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120423\
Data File : BP018618.D

Acqg On : 05 Dec 2023 23:38
Operator : MA/JU

Sample : 05424-03

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.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 Benzyl alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.093 4.76 ng/ul 455231  1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl alcohol 108 C7H80 000100-51-6 98
2 Benzyl alcohol 108 C7H80 000100-51-6 98
3 Benzyl alcohol 108 C7H80 000100-51-6 97
4 Benzyl alcohol 108 C7H80 000100-51-6 95
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 91
Abundance Scan 851 (8.093 min): BP018618.D\data.ms (-844) (-) m/z 79.00 100.00%

79.0
5000

A
{ | 7.80 8.00 8.20 8.40
LLLI| [136.9 207.0 281.0340.9  441.9503.1 n/z 167.95  78.70%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6065: Benzyl alcohol
79.0

5000 P
7.80 8.00 8.20 8.40

m/z 77.00 64.25%

'uq L |
‘ \\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
79.0

780800820840

o

O

5000 ITI/Z 107 .00 52.58%
O e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6064: Benzyl alcohol R EEa e A Raa
79.0 7.80 8.00 8.20 8.40

m/z 50.95 25.62%

) \J\L
Iy Il L |

0 ettt e e e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120423\
Data File : BP018618.D

Acqg On : 05 Dec 2023 23:38
Operator : MA/JU

Sample : 05424-03

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.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 3 cis-1,2-Cyclohexanediol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.640 2.24 ng/ul 213779 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 93
2 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 91
3 1,2-Cyclohexanediol, trans- 116 C6H1202 001460-57-7 90
4 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 90
5 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 90
Abundance Scan 944 (8.640 min): BP018618.D\data.ms (-937) (-) m/z 70.00 100.00%
70.0
5000

A

\‘H 14602070 2811 8.40 8.60 8.80 9.00
A bl | (14692000 20113416 4239 8123 m/z 57.00  69.09%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9197: cis-1,2-Cyclohexanediol
70.0
5000 PTTT [T oot
8.40 8.60 8.80 9.00
} m/z 82.95 37.31%
O‘\\H\H\J{“L\“\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
70.0
T T
8.40 8.60 8.80 9.00
5000 ITI/Z 98.00 33.83%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9250: 1,2-Cyclohexanediol, trans- A RamE S L
70.0 8.40 8.60 8.80 9.00
m/z 42.00  28.85%
5000
0 e et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120423\
Data File : BP018618.D

Acqg On : 05 Dec 2023 23:38
Operator : MA/JU

Sample : 05424-03

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.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 4 Phenol, 4-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.081 3.77 ng/ul 568095 Naphthalene-d8 10.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-ethyl- 122 C8H100 000123-07-9 95
2 Phenol, 4-ethyl- 122 C8H100 000123-07-9 95
3 Phenol, 2-ethyl- 122 C8H100 000090-00-6 91
4 Phenol, 4-ethyl- 122 C8H100 000123-07-9 91
5 Phenol, 2-ethyl- 122 C8H100 000090-00-6 91
Abundance Scan 1189 (10.081 min): BP018618.D\data.ms (-1181) (- m/z 107.00 100.00%
107.0
5000
LN \
Obbadpl b 207.02669 354.8416.3478.6536.7  n/7 122.16  29.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11294: Phenol, 4-ethyl-
107.0
5000 JL 1
10 OO
‘ m/z 77.00 18.19%

o

390 |,
ol
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
107.0

10 OO
5000 m/z 107.95 7.69%
39.0
O T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11303: Phenol, 2-ethyl- -l
107.0 10.00

m/z 91.00 5.56%

5000
39.0
0 | H i ‘ !

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120423\
Data File : BP018618.D

Acqg On : 05 Dec 2023 23:38
Operator : MA/JU

Sample : 05424-03

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.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 5 2-Thiophenecarboxylic acid,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.875 2.63 ng/ul 727296  Phenanthrene-di10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Thiophenecarboxylic acid, 3,5-... 238 C13H1802S 1000278-87-5 50
2 Fumaric acid, di(3,5-dimethylcyc... 336 C20H3204 1000345-06-5 50
3 2-Furamide 111 C5H5NO02 000609-38-1 47
4 N-Hydroxy-4-pyridone 111 C5H5NO2 1010426-43-6 46
5 4-Pyridinol-1-oxide 111 C5H5NO2 006890-62-6 43
Abundance Scan 2174 (15.875 min): BP018618.D\data.ms (-2166) (- m/z 95.00 100.00%
g[:
= =
’ S“M w 15.50 16.00
ol S8UUIIL L], | 222.0283.1 354.94160475.15832 /7 117,95  85.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #120615: 2-Thiophenecarboxylic acid, 3,5-dimethylcyclo
111.0
5000{ 39.0 - R
15.50 16.00
" m/z 43.00 58.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
111.0
= =
15.50 16.00
5000 m/z 41.00 28.20%
40 209.0
O/t el b e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6836 2-Furamide T ——
111.0 15.50 16.00
m/z 93.05 27.42%
5000
39.0
0_‘”%‘_”“ R R A A R e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

SFAM-EPA-BP120123.MA.M Wed Dec 06 06:36:02 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120423\
Data File : BP018618.D

Acqg On : 05 Dec 2023 23:38
Operator : MA/JU

Sample : 05424-03

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.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 6 3-Buten-2-one, 4-(2,2,6-tri... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.210 4.78 ng/ul 1321910  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-one, 4-(2,2,6-trimethy... 208 C13H2002 023267-57-4 87
2 3-Buten-2-one, 4-(4-hydroxy-2,2,... 224 C13H2003 038274-01-0 83
3 Benzene, 1-(1,3-dimethyl-3-buten... 178 C12H15F 074646-34-7 64
4 Cyclopropanecarboxylic acid, 2,2... 300 C19H2403 023031-36-9 64
5 3-Fluorobenzoic acid, tridec-2-y... 318 C20H27F02 1000292-60-9 64
Abundance Scan 2231 (16.210 min): BP018618.D\data.ms (-2225) (- m/z 123.10 100.00%
123.1
43.0
5000
— —
193.1 16.00 16.50
bbb Ly S 28093378 403.9460.9519.3 /7 43,00  53.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85152: 3-Buten-2-one, 4-(2,2,6-trimethyl-7-oxabicyclo[4
123.0
43.0
5000 e —_—
16.00 16.50
m/z 124.10 11.05%
0\\h\‘\‘“”\‘”\”\‘\M‘h\\\‘\‘\%\9\3‘.9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
123.0 /\H_M
43.0 oo ——
16.00 16.50
5000 m/z 41.05 9.51%
0 224.0
A R R R o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52789: Benzene, 1-(1,3-dimethyl-3-butenyl)-4-fluoro- — —
123.0 16.00 16.50
m/z 95.05 8.30%
5000
7.0
O b st e e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120423\
Data File : BP018618.D

Acqg On : 05 Dec 2023 23:38
Operator : MA/JU

Sample : 05424-03

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.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 7 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.122 4.69 ng/ul 1297630  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90
Abundance Scan 2556 (18.122 min): BP018618.D\data.ms (-2550) (- m/z 73.00 100.00%
73.0
5000 Jt‘
213.2 — =
“H 130 \ 18.00 18.50
0L HMAW\JHM 295.0356.0419.0 490.3549. ./, 59,95  81.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
2
430 256.0
5000 —— ——
129.0 18.00 18.50
m/z 43.05 73.72%
0‘\\\““ deh;mﬂ\\}?ﬁ’.b\"
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
== =
18.00 18.50
5000 256.0 m/z 55.00 67.61%
129.0
194.0
O M g LT T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid P =
60.0 18.00 18.50
m/z 57.10 65.95%
5000 129.0
m \ 213.0
- HMWHm,m‘,‘w‘HWWWWWW — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120423\
Data File : BP018618.D

Acqg On : 05 Dec 2023 23:38
Operator : MA/JU

Sample : 05424-03

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.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 8 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.351 2.11 ng/ul 516588 Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 89

Abundance Scan 2765 (19.351 min): BP018618.D\data.ms (-2761) (- m/z 73.00 100.00%

3

-

5000
241.2
‘ Hi 171 \ 19.00 19.50
oLl JJM [lotly [ 3269 40200609 5337 " 43 05 87.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 - I
185.0 19.00 19.50
H m/z 59.95 84.46%
Ol‘ ’h\”\hl\\“\\‘\\“\l\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
— e
19.00 19.50
5000 129.0 m/z 57.80  71.31%
284.0
199.0
O A L e e e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid = —
73.0 19.00 19.50
m/z 55.85 71.20%
5000
1850  284.0
o_w"k‘p HwmJM‘Hw\‘_m_Wwwww = -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120423\
Data File : BP018618.D

Acqg On : 05 Dec 2023 23:38
Operator : MA/JU

Sample : 05424-03

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.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 9 1-Heneicosyl formate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.033 2.81 ng/ul 688968  Chrysene-di2 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 3051 (21.033 min): BP018618.D\data.ms (-3047) (- m/z 57.05 100.00%
57.0
- MJLA
i 5.1 éfod \
207.0 .
282.0
0 ‘um‘wl\u!‘mH“HH‘H‘u_34‘1‘-9“‘9?"9”‘“59‘3"?“_ m/z 55.00 93.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 —— :
21.00
125.0 m/z 83.05 90.20%
‘ } ‘ 196.0 294.0
O‘\H ‘\\l\J\‘I\‘\\\‘I\‘”\‘I\\”\“HH‘\‘\H“\\H‘HH‘HH‘HH‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
1T [
21.00
5000 m/z 43.05 86.53%
0l9. 153.0 222 0280.0
T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol 7
55.0 21.00
m/z 97.05 84.21%
5000
{ 125.0
‘ 196.0 266.0
o"ulMpm}‘iu\u!gwH‘w‘HH_‘H_Wwwww B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120423\
Data File : BP018618.D

Acqg On : 05 Dec 2023 23:38
Operator : MA/JU

Sample : 05424-03

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.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|
Cyclohexanone, ... 7.569 6.9 ng/ul 660451 1 7.852 1911720 20.0
Benzyl alcohol 8.093 4.8 ng/ul 455231 1 7.852 1911720 20.0
cis-1,2-Cyclohe... 8.640 2.2 ng/ul 213779 1 7.852 1911720 20.0
Phenol, 4-ethyl- 10.081 3.8 ng/ul 568095 2 10.646 3014720 20.0
2-Thiophenecarb... 15.875 2.6 ng/ul 727296 4 17.227 5531450 20.0
3-Buten-2-one, ... 16.210 4.8 ng/ul 1321910 4 17.227 5531450 20.0
n-Hexadecanoic ... 18.122 4.7 ng/ul 1297630 4 17.227 5531450 20.0
Octadecanoic acid 19.351 2.1 ng/ul 516588 5 21.310 4900410 20.0
1-Heneicosyl fo... 21.033 2.8 ng/ul 688968 5 21.310 4900410 20.0
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