LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020707.D

Acqg On : 29 Jun 2024 01:34
Operator : MA/JU

Sample : P2897-22

Misc :

ALS Vvial : 65 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-BP062524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@20707.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.075 13 15 22 rVB2 56490 75297 1.51% 0.140%
2 3.164 28 30 32 rBvV 9257 10328 0.21% 0.019%
3 3.187 32 34 40 rvB3 15181 25480 0.51% 0.047%
4  3.270 44 48 53 rBV 45354 59484 1.19% 0.111%
5 3.687 117 119 132 rBV = 249239 366288 7.35% 0.681%
6 3.905 150 156 162 rBV7 8933 14710 0.29% 0.027%
7 3.958 162 165 169 rVve6 5075 7880 0.16% 0.015%
8 3.999 169 172 175 rW 9811 14896 0.30% 0.028%
9 4.034 175 178 184 rVvV 13921 19620 0.39% 0.036%
106 4.093 184 188 192 rVWV2 16236 25058 0.50% 0.047%
11  4.146 192 197 201 rW 32318 52899 1.06% ©0.098%
12 4.193 201 205 211 rVB 35887 50801 1.02% 0.094%
13  4.358 229 233 238 rVB 25383 35124 0.70% 0.065%
14  4.422 242 244 253 rVB7 5274 8758 0.18% 0.016%
15 4.546 262 265 269 rVB 7439 10035 0.20% 0.019%
16 4.787 301 306 309 rBV7 5320 10052 0.20% 0.019%
17 4.817 309 311 319 rVV9 6087 10178 ©0.20% 0.019%
18 4.899 319 325 332 rVB 24008 38683 0.78% 0.072%
19 5.158 365 369 374 rVB 13723 20999 0.42% 0.039%
20 5.328 393 398 403 rBV 20968 32189 0.65% 0.060%
21 5.434 413 416 421 rBvV4 6288 9484 0.19% 0.018%
22 5.569 433 439 443 rBV 12360 19647 0.39% 0.037%
23 5.622 443 448 454 rBV 94007 130637 2.62% 0.243%
24 5.728 463 466 472 rVB7 4487 7157 0.14% 0.013%
25 5.834 479 484 494 rVB9 10766 22362 0.45% 0.042%
26 6.193 541 545 554 rBV 12242 22067 0.44% 0.041%
27 6.475 589 593 599 rVB 17714 26740 0.54% 0.050%
28 6.722 629 635 638 rBv7 4343 8476 0.17% 0.016%
29 6.769 638 643 650 rvvs 10707 23922 0.48% 0.044%
30 6.858 652 658 661 rvw7 5345 9346 0.19% 0.017%
31 6.928 661 670 681 rVB 264050 454301 9.11% 0.844%
32 7.081 688 696 710 rVB 817031 1235424 24.78% 2.295%
33 7.205 710 717 723 rVB3 15530 28809 0.58% 0.054%
34 7.287 723 731 741 rBV 954611 1521972 30.52% 2.828%
35 7.358 741 743 752 rVvv9 7143 11018 0.22% 0.020%
36 7.440 752 757 762 rVB9 4764 7880 0.16% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020707.D

Acqg On : 29 Jun 2024 01:34
Operator : MA/JU

Sample : P2897-22

Misc :

ALS Vvial : 65 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-BP062524.MA.M
Title : SVOA CALIBRATION
37 7.740 796 808 815 rBV 806899 1168405 23.43% 2.171%
38 7.799 815 818 825 rVvB2 14006 24188 0.49% 0.045%
39 8.058 855 862 866 rvB9 4490 8575 0.17% 0.016%
40 8.134 869 875 879 rBV7 6136 11591 0.23% 0.022%
41  8.322 904 907 912 rBV5 4931 10766 0.22% 0.020%
42 8.440 921 927 938 rBV 806587 1289640 25.86% 2.396%
43 8.558 944 947 951 rVB4 5698 8302 0.17% 0.015%
44  8.822 987 992 997 rBv4 13734 25514 ©@.51% 0.047%
45 8.893 997 1004 1016 rVV 958773 1625067 32.59% 3.019%
46  9.052 1027 1031 1038 rVB5 9579 17574 0.35% 0.033%
47  9.275 1063 1069 1076 rVB 18141 32075 0.64% 0.060%
48 9.434 1090 1096 1103 rBV 3694 7634 0.15% 0.014%
49 9.605 1115 1125 1139 rBV 822687 1396888 28.01% 2.595%
50 9.840 1160 1165 1175 rVB8 10524 26519 ©.53% 0.049%
51 10.140 1208 1216 1234 rBV 1205275 2113763 42.39% 3.927%
52 10.422 1259 1264 1271 rVB2 12634 22895 0.46% 0.043%
53 10.522 1271 1281 1287 rBV 1068983 1708387 34.26% 3.174%
54 10.652 1295 1303 1317 rBV 1170542 1991869 39.95% 3.701%
55 10.916 1345 1348 1356 rVB10 2936 6701 0.13% 0.012%
56 11.169 1386 1391 1399 rBV5 6548 12619 0.25% 0.023%
57 11.310 1409 1415 1425 rBV4 26186 48721 0.98% 0.091%
58 11.763 1484 1492 1497 rBV2 108321 188212 3.77% 0.350%
59 11.804 1497 1499 1507 rVB4 13492 26170 0.52% 0.049%
60 12.022 1531 1536 1540 rVB2 5962 9286 ©0.19% 0.017%
61 12.099 1543 1549 1557 rVB 24143 41181 ©0.83% 0.077%
62 12.310 1581 1585 1587 rBVS5 4686 7063 0.14% 0.013%
63 12.351 1587 1592 1597 rVB 34727 48719 0.98% 0.091%
64 12.646 1635 1642 1645 rBV9 7132 14931 0.30% 0.028%
65 12.716 1650 1654 1658 rVB4 5471 8894 0.18% 0.017%
66 12.963 1691 1696 1702 rBV3 11488 18173 0.36% 0.034%
67 13.198 1733 1736 1741 rBV2 10110 14265 ©0.29% 0.027%
68 13.269 1741 1748 1755 rVB3 15605 26318 ©0.53% 0.049%
69 13.781 1828 1835 1844 rBV 2206042 3219831 64.57% 5.982%
70 14.063 1873 1883 1897 rBV2 2336973 3770526 75.61% 7.006%
71 14.328 1924 1928 1929 rBvV4 11196 12217 0.25% 0.023%
72 14.375 1929 1936 1945 rVB 1483026 2306850 46.26% 4.286%
73 14.598 1968 1974 1995 rBV2 159795 378148 7.58% 0.703%
74 14.740 1995 1998 2004 rVVv8 8361 20524 0.41% 0.038%
75 14.798 2004 2008 2018 rVB7 18245 34436 0.69% 0.064%
76 15.128 2061 2064 2070 rVB 10383 11754 0.24% 0.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020707.D

Acqg On : 29 Jun 2024 01:34
Operator : MA/JU

Sample : P2897-22

Misc :

ALS Vvial : 65 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-BP062524.MA.M
Title : SVOA CALIBRATION
77 15.187 2070 2074 2076 rBV3 8673 11297 0.23% 0.021%
78 15.387 2101 2108 2121 rBV 3155943 4719656 94.65% 8.769%
79 15.510 2123 2129 2141 rBV 850043 1226287 24.59% 2.278%
80 15.634 2145 2150 2155 rVv4 18395 29143 0.58% 0.054%
81 15.763 2169 2172 2177 rVB5 9184 13080 0.26% 0.024%
82 16.022 2212 2216 2220 rVVé6 18215 32024 0.64% 0.060%
83 16.104 2226 2230 2240 rVB 32327 55723 1.12% 0.104%
84 16.916 2364 2368 2370 rBv4 12191 16882 0.34% 0.031%
85 17.192 2405 2415 2421 rBV 1710279 2530151 50.74% 4.701%
86 17.287 2424 2431 2442 rVB 3335630 4986493 100.00%  9.265%
87 17.492 2462 2466 2472 rBv4 11875 24460 0.49% 0.045%
88 18.045 2556 2560 2563 rBV5 15508 24930 0.50% 0.046%
89 18.128 2569 2574 2580 rBV8 33256 68484 1.37% 0.127%
90 18.198 2582 2586 2590 rVB2 64542 85989 1.72% 0.160%
91 18.234 2590 2592 2593 rBV2 17933 13134 0.26% 0.024%
92 18.633 2658 2660 2661 rBV2 21078 15652 0.31% 0.029%
93 19.292 2768 2772 2776 rBV 47528 82612 1.66% 0.153%
94 19.339 2778 2780 2783 rBv4 25591 32065 0.64% 0.060%
95 19.433 2793 2796 2798 rBV3 36594 51631 1.04% 0.096%
96 19.675 2831 2837 2844 rVB 3420562 4854588 97.35% 9.020%
97 19.863 2867 2869 2873 rBv4 41131 34727 ©.70% 0.065%
98 21.645 3167 3172 3182 rVB2 1262425 2045322 41.02%  3.800%
99 24.780 3696 3705 3718 rVB2 1847430 4667013 93.59% 8.671%
100 25.010 3736 3744 3753 rVB 794408 2056364 41.24% 3.821%

Sum of corrected areas: 53820899
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

. 65

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\

. BP020707.D

: 29 Jun 2024 01:34
: MA/JU

: P2897-22

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524.MA.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance TIC: BP020707.D\data.ms
5000000
4000000
3000000
2000000
10.14 2
%28 8.893 %08
1000000 70 77740 8440 9605
3.687
OLIMJ 0 ]M&mm% 19@4355@ 807, BIREZ5 TR 9@753 9.840 /110422110, mmo&%ﬁmm:m
\\\\‘\\\\‘\\\\‘ \\‘\\\\\\\\‘\\\\ T 1T T 7 \\\‘\ \‘\\\ T 17T \\‘\\ \\\\ \\\‘\ T \\‘\\\\\
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 900 950 1000 10,50 11.00 11.50 12.00 12.50
Abundance TIC: BP020707.D\data.ms
5000000
4000000
19.675
17.287
15.387
3000000
13744063
2000000
17.192
14.375 21.645
1000000 15.510
981269 14. %@@Lemzm 16.916 {WMMMJ o
T"v\T’\\‘\\\\ \\\\‘\\T\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\\\\\‘\\\\‘\\\\ \\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\
Time-> 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 1950 20.00 20.50 21.00 21.50 22.00 2250
Abundance TIC: BP020707.D\data.ms
5000000
4000000
3000000
24.780
2000000
5.010
O\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\ \\\\‘\\\\‘\\\\\\\\‘\\\\ \\\\‘\\\\\\\\‘\\\\‘\\\\ \\\\’\\\\‘\\\\‘\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

SFAM-EPA-BP062524.MA.M Sat Jun 29 ©09:16:55 2024

Page: 4




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020707.D

Acqg On : 29 Jun 2024 01:34
Operator : MA/JU

Sample : P2897-22

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 2-Hexanone, 5-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.622 2.24 ng/ul 130637 1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 90
2 2-Heptanone 114 C7H140 000110-43-0 80
3 2-Heptanone 114 C7H140 000110-43-0 78
4 2-Heptanone 114 C7H140 000110-43-0 78
5 2-Octanone 128 C8H160 000111-13-7 64
Abundance Scan 448 (5.622 min): BP020707.D\data.ms (-443) (-) m/z 43.05 100.00%
43.0
5000 jt
T T T
1141 ] 5.20 5.40 5.60 5.80 6.00
o lrn 1769 28103480 4612 546°  n/; s5g.ee  59.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8507: 2-Hexanone, 5-methyl-
43.0
5000 [T T T T T[T T[T TTT 11
5.20 5.40 5.60 5.80 6.00
m/z 71.05 15.32%
O‘\‘\“\‘“‘\J‘!‘}‘:L\A\.-\O\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8423: 2-Heptanone
43.0
5.20 5.40 5.60 5.80 6.00
5000 m/z 41.10 12.97%
1] \ 114.0
0 e b b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8422: 2-Heptanone R A R
43.0 5.20 5.40 5.60 5.80 6.00
m/z 58.95 10.03%
5000
‘ 114.0
O S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020707.D

Acqg On : 29 Jun 2024 01:34
Operator : MA/JU

Sample : P2897-22

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.763 2.20 ng/ul 188212  Naphthalene-d8 10.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-tert-Butyl-2-pyrazolin-5-one 140 C7H12N20 029211-68-5 49
2 Thiophene, 2-(1,1-dimethylethyl)- 148 C8H12S 001689-78-7 47
3 Thiophene, 2-(1,1-dimethylethyl)- 140 C8H12S 001689-78-7 47
4 2,3,4,5-Tetramethylcyclopent-2-e... 140 C9H160 082061-20-9 38
5 1H-Pyrazole, 4-(trimethylsilyl)- 140 C6H12N2Si 034690-52-3 38

Abundance Scan 1492 (11.763 min): BP020707.D\data.ms (-1484) (- m/z 125.05 100.00%

125.1
5000, 57.0
L 340.9 — —
4291 11.50 12.00
o“Hbmwwqcuh_a9ﬁ9ﬁ§ggu"AJ_‘H“A‘_‘§9§P‘_ m/z 57.05 45.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21031: 3-tert-Butyl-2-pyrazolin-5-one
125.0
5000 = A
11.50 12.00
m/z 41.05 28.07%
41.0
O‘\\\\L“”‘\\\\Jh\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21351: Thiophene, 2-(1,1-dimethylethyl)-
125.0
o -
11.50 12.00
5000 ITI/Z 73.00 27.68%
41.0
0‘mhMMmhh‘u‘u‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21353: Thiophene, 2-(1,1-dimethylethyl)- P P
125.0 11.50 12.00
m/z 340.95 22.92%
5000
41.0
oWu\“_m‘u‘,uwmww‘mWm‘uH‘mwm_m_ —rr S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP©20707.D

Acqg On : 29 Jun 2024 01:34
Operator : MA/JU

Sample : P2897-22

Misc

ALS Vvial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524.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|
2-Hexanone, 5-m... 5.622 2.2 ng/ul 130637 1 7.740 1168410 20.0
unknown-01 11.763 2.2 ng/ul 188212 2 10.522 1708390 20.0
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