LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121324\
Data File : BM0@48988.D

Acqg On : 13 Dec 2024 18:58
Operator : RC/JU

Sample : P5228-03

Misc :

ALS Vvial : 16 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-BM121124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48988.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.057 16 12 15 rBV4 5759 6049 0.17% 0.016%
2 3.152 25 28 33 rBvV 46820 55409 1.54% 0.145%
3 3.546 92 95 108 rBV 127696 209418 5.83% 0.548%
4 3.857 145 148 153 rVB 16129 17913 0.50% 0.047%
5 4.751 295 300 307 rVvB2 13643 26087 ©0.73% 0.068%
6 5.128 361 364 367 rBv4 4111 5790 0.16% 0.015%
7 5.157 367 369 375 rVB3 5737 8856 0.25% 0.023%
8 5.263 382 387 394 rBV5 10131 22210 0.62% 0.058%
9 5.463 419 421 424 rBv4 3404 3609 0.10% 0.009%
10 5.622 443 448 450 rBVS5 6275 8277 0.23% 0.022%
11 5.716 459 464 466 rBV4 5683 9770 0.27% 0.026%
12 6.257 552 556 558 rBv4 5537 7755 0.22% 0.020%
13 6.498 594 597 598 rBV3 4879 4898 0.14% 0.013%
14 6.722 627 635 636 rVW2 50092 63764 1.77% 0.167%
15 6.751 636 640 651 rVB 174498 303184 8.44% 0.794%
16 6.916 661 668 680 rVW 739330 1116425 31.06% 2.924%
17 7.110 694 701 711 rBV 691664 1077440 29.98% 2.822%
18 7.216 714 719 725 rVB8 7093 13116 ©0.36% 0.034%
19 7.569 772 779 785 rBV 610108 922914 25.68% 2.417%
20 7.645 785 792 800 rVB 408095 594550 16.54% 1.557%
21 7.810 813 820 830 rBV 1188888 1813305 50.45% 4.749%
22 8.275 893 899 904 rBV 514874 825151 22.96% 2.161%
23 8.381 911 917 926 rVB 41964 79485 2.21% 0.208%
24 8.663 958 965 967 rBv2 34471 52883 1.47% 0.138%
25 8.71@0 967 973 983 rVB 730040 1172095 32.61% 3.070%
26 8.857 993 998 1003 rBvV2 39588 65354 1.82% 0.171%
27 8.898 1003 1005 1011 rVB6 8808 14865 0.41% 0.039%
28 9.016 1022 1025 1028 rBV4 3728 4909 0.14% 0.013%
29 9.228 1055 1061 1064 rBV6 7802 16811 0.47% 0.044%
30 9.281 1067 1070 1074 rVB6 8391 13583 0.38% 0.036%
31 9.428 1088 1095 1105 rBV 487749 769328 21.41%  2.015%
32 9.575 1116 1120 1125 rBV4 7605 12126 0.34% 0.032%
33 9.822 1159 1162 1165 rBvV3 4034 5166 0.14% 0.014%
34 9.898 1172 1175 1177 rVB4 3946 4641 0.13% 0.012%
35 9.963 1177 1186 1198 rBV 851101 1355893 37.73%  3.551%
36 10.057 1200 1202 1209 rVB6 5224 5450 0.15% 0.014%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121324\
Data File : BM0@48988.D

Acqg On : 13 Dec 2024 18:58
Operator : RC/JU

Sample : P5228-03

Misc :

ALS Vvial : 16 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-BM121124.MA.M
Title : SVOA CALIBRATION
37 10.133 1209 1215 1220 rBV1e 10613 19606 ©.55% ©.051%
38 10.216 1226 1229 1232 rBV5 2987 4037 0.11% 0.011%
39 10.257 1232 1236 1241 rVB5 18836 32432 0.90% 0.085%
40 10.333 1241 1249 1256 rBV 773400 1233699 34.33% 3.231%
41 10.404 1257 1261 1266 rVB5 10549 16386 0.46% 0.043%
42 10.475 1266 1273 1286 rBV 545866 929004 25.85% 2.433%
43 10.980 1351 1359 1369 rBV 97416 186197 5.18% 0.488%
44 11.145 1383 1387 1390 rBV6 3738 5492 0.15% 0.014%
45 11.386 1420 1428 1437 rBV6 24626 57631 1.60% 0.151%
46 11.863 1504 1509 1511 rBVS5 4217 5611 0.16% 0.015%
47 11.927 1516 1520 1525 rVVv2 9189 16215 0.45% 0.042%
48 11.975 1525 1528 1531 rBV5 3619 4699 0.13% 0.012%
49 12.210 1563 1568 1574 rBv2 9507 16860 0.47% 0.044%
50 12.486 1613 1615 1620 rVvvV5 2687 4187 0.12% 0.011%
51 12.569 1624 1629 1634 rVV2 10596 16329 0.45% 0.043%
52 12.663 1640 1645 1651 rBv2 3879 4978 0.14% 0.013%
53 12.822 1666 1672 1677 rBV4 28752 47119 1.31% 0.123%
54 13.051 1706 1711 1719 rBV 68073 102402 2.85% 0.268%
55 13.457 1774 1780 1785 rVB7 5230 7520 0.21% 0.020%
56 13.627 1803 1809 1815 rBV 1392831 1831714 50.97% 4.797%
57 13.780 1832 1835 1840 rVB5 5219 7453  0.21% 0.020%
58 13.892 1847 1854 1867 rBV 1724772 2410959 67.08% 6.314%
59 14.204 1900 1907 1915 rBV 1067529 1477440 41.11% 3.869%
60 14.416 1937 1943 1955 rBV 63060 134649 3.75% 0.353%
61 14.639 1977 1981 1989 rVBS8 6689 13481 0.38% 0.035%
62 14.898 2019 2025 2031 rVB2 13111 22359 0.62% 0.059%
63 14.968 2031 2037 2042 rVB5 5889 10202 0.28% 0.027%
64 15.051 2042 2051 2058 rBV 237007 339976 9.46%  0.890%
65 15.204 2070 2077 2089 rBV 2180754 2965879 82.52% 7.767%
66 15.321 2091 2097 2108 rBV 383780 533891 14.85%  1.398%
67 15.445 2115 2118 2123 rVB4 9766 12331 0.34% 0.032%
68 15.574 2136 2140 2147 rBvV2 14887 29261 0.81% 0.977%
69 16.651 2319 2323 2326 rVBS5 3763 4199 0.12% 0.011%
70 16.739 2335 2338 2340 rBV4 5072 5247 0.15% 0.014%
71 16.780 2340 2345 2348 rVB6 4607 8287 0.23% 0.022%
72 16.951 2367 2374 2382 rBV2 1190616 1571978 43.74% 4.117%
73 17.051 2384 2391 2404 rVB 2261982 3143892 87.48% 8.233%
74 17.262 2424 2427 2434 rVB2 14265 17991 0.50% 0.047%
75 17.609 2481 2486 2487 rBV5 3306 4252 0.12% 0.011%
76 17.639 2487 2491 2497 rVB2 75684 98639 2.74% 0.258%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121324\
Data File : BM0@48988.D

Acqg On : 13 Dec 2024 18:58
Operator : RC/JU

Sample : P5228-03

Misc

ALS Vvial : 16 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-BM121124.MA.M
Title : SVOA CALIBRATION

77 17.874 2527 2531 2535 rBV6 6946 9942 0.28% 0.026%
78 17.939 2537 2542 2548 rVB2 17627 34468 0.96% 0.090%
79 18.115 2570 2572 2576 rVB5 3790 4711 0.13% 0.012%
80 18.915 2703 2708 2712 rVB4 21064 30906 0.86% 0.081%
81 18.986 2715 2720 2723 rBV 18390 24639 0.69% 0.065%
82 19.051 2729 2731 2735 rBV5S 2394 3819 0.11% 0.010%
83 19.162 2748 2750 2753 rBv4 4975 4350 0.12% 0.011%
84 19.351 2775 2782 2792 rBV 2882904 3594023 100.00% 9.412%
85 21.174 3087 3092 3099 rBV 1198766 1533099 42.66% 4.015%
86 23.791 3529 3537 3551 rBV 1555934 3265550 90.86%  8.552%
87 23.980 3561 3569 3578 rBV 722094 1635914 45.52%  4.284%

Sum of corrected areas: 38184384
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121324\
. BM048988.D

: 13 Dec 2024 18:58

: RC/JU

: P5228-03

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121124.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121324\
Data File : BM@48988.D

Acqg On : 13 Dec 2024 18:58
Operator : RC/JU

Sample : P5228-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121124.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 1
R.T. EstConc Area Relative to ISTD R.T.
7.810  39.30 ng/ul 1813310 1,4-Dichlorobenzene-d4 7.569

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 95
4 Benzyl alcohol 108 C7H80 000100-51-6 95
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 91
Abundance Scan 820 (7.810 min): BM048988.D\data.ms (-813) (-) m/z 79.05 100.00%
(¢
790 108.0
5000
51.0
R AR
7.40 7.60 7.80 8.00 8.20
m_m‘_“U‘MMHH”‘mMH_H‘_m_wl“?(?:?w m/z 108.00  82.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6066: Benzyl alcohol
79.0 108.0
5000 RN RN R
510 7.40 7.60 7.80 8.00 8.20
' m/z 76.95 67.51%
\\\‘\\\\“‘{\‘U\“H\\Mu\\H‘\\‘\"\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6065: Benzyl alcohol
79.0
108.0
T
7.40 7.60 7.80 8.00 8.20
5000 m/z 107.00 55.42%
51.0
S LTS I ) S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6067: Benzyl alcohol R
79.0 108.0 7.40 7.60 7.80 8.00 8.20
m/z 50.95 29.67%
5000
51.0
27.0 ‘ ‘
e e SIS | SN
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121324\
Data File : BM@48988.D

Acqg On : 13 Dec 2024 18:58

Operator : RC/JU

Sample : P5228-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121124 .MA.M
: 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 Benzothiazole Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.980 3.02 ng/ul 186197 Naphthalene-d8 10.334
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 97
2 Benzothiazole 135 C7H5NS 000095-16-9 95
3 Benzothiazole 135 C7H5NS 000095-16-9 94
4 Benzothiazole 135 C7H5NS 000095-16-9 91
5 1,2-Benzisothiazole 135 C7H5NS 000272-16-2 91

Abundance Scan 1359 (10.980 min): BM048988.D\data.ms (-1351) (- | m/z 135.00 100.00%
135.0
5000
69.0 J AN
11.00
39.0 .
T \H‘\ “ }‘H‘\“‘H\‘h \“‘ ﬂ-? “\.8\ \h\ T T \2‘07\9\ I \2\8\1\ m/Z 108.00 35.2800
miz--> 50 100 150 200 250
Abundance #17740: Benzothiazole
135.0
5000 Il
11.00
69.0 J m/z 69.00  23.51%
39. ‘
T T T ‘H\ W ‘\““ \H \“‘ \ﬂ-? \.0\ T h\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #17742: Benzothiazole
135.0 J\M
A A
11.00
5000 ITI/Z 63.00 12.08%
69.0 J
e TR N L
miz--> 50 100 150 200 250 K
Abundance #17745: Benzothiazole Clprbe
135.0 11.00
m/z 82.00 10.98%
5000
69.0 4
380 yges0 | o w WA oon
m/z--> 50 100 150 200 250 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121324\
Data File : BM@48988.D

Acqg On : 13 Dec 2024 18:58
Operator : RC/JU

Sample : P5228-03

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121124.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|
Benzyl alcohol 7.810 39.3 ng/ul 1813310 1 7.569 922914 20.0
Benzothiazole 10.980 3.0 ng/ul 186197 2 10.334 1233700 20.0
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