LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021241.D

Acqg On : 30 Jul 2024 19:14
Operator : MA/JU

Sample : P3359-16

Misc :

ALS Vvial : 12 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-BP071024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@21241.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.17e 27 31 41 rVB 26857 44990 0.92% 0.109%
2 3.675 113 117 121 rBV2 9693 11609 0.24% 0.028%
3 3.887 149 153 162 rVB2 12801 23447 0.48% 0.057%
4 5.228 377 381 389 rvBé6 4030 7042 0.14% 0.017%
5 5.546 430 435 439 rBV8 2595 5608 0.11% 0.014%
6 5.728 462 466 476 rVB4 8141 18213 0.37% 0.044%
7 5.922 494 499 507 rBv4 3326 6049 0.12% 0.015%
8 6.858 652 658 674 rBV 177473 434910 8.85% 1.054%
9 6.981 674 679 688 rvv 443702 762087 15.51% 1.847%
106 7.058 688 692 703 rVW2 31802 62523  1.27% 0.151%
11 7.187 707 714 737 rVWW 543114 1052413 21.41% 2.550%
12 7.634 780 790 797 rBV 453518 756121 15.38% 1.832%
13 7.699 797 801 816 rVWV 80903 218690 4.45%  0.530%
14 7.828 820 823 831 rVV9 6621 11977 0.24% 0.029%
15 7.916 835 838 843 rVB7 4634 7844 0.16% 0.019%
16 8.363 906 914 927 rBvV 430428 1044622 21.25% 2.531%
17 8.469 927 932 945 rVB 60327 119792  2.44%  0.290%
18 8.722 969 975 980 rBvV2 26208 53349 1.09% 0.129%
19 8.793 980 987 1001 rVV 552030 969680 19.73% 2.350%
20 8.946 1006 1013 1021 rVB3 13637 35662 0.73% 0.086%
21 9.510 1098 1109 1126 rBV 466080 889577 18.10%  2.155%
22 9.881 1165 1172 1181 rBV 5359 13940 0.28% 0.034%
23 10.057 1194 1202 1233 rBV 431310 1331329 27.09% 3.226%
24 10.328 1242 1248 1252 rBV2 12570 21570 0.44% 0.052%
25 10.393 1252 1259 1268 rVV 549419 1057873 21.52% 2.563%
26 10.457 1268 1270 1279 rVB5 18725 33548 0.68% 0.081%
27 10.593 1287 1293 1313 rVB 38215 112676  2.29% 0.273%
28 11.110 1375 1381 1389 rBV7 4808 12342 0.25% 0.030%
29 12.022 1529 1536 1542 rBV2 9534 20063 0.41% 0.049%
30 12.610 1626 1636 1637 rBV8 3039 6510 0.13% 0.016%
31 12.846 1671 1676 1682 rVB6 7134 13188 0.27% 0.032%
32 13.122 1716 1723 1731 rBV 13136 27597 0.56% 0.067%
33 13.240 1736 1743 1745 rBVS8 2957 5856 0.12% 0.014%
34 13.275 1745 1749 1754 rVB4 4410 6462 0.13% 0.016%
35 13.504 1779 1788 1792 rBV4 4337 8879 0.18% 0.022%
36 13.557 1792 1797 1805 rVB4 5376 10312 0.21% 0.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021241.D

Acqg On : 30 Jul 2024 19:14
Operator : MA/JU

Sample : P3359-16

Misc :

ALS Vvial : 12 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-BP071024.MA.M
Title : SVOA CALIBRATION
37 13.687 1811 1819 1832 rBV 1387320 2081506 42.35% 5.044%
38 13.963 1858 1866 1876 rBV 1443415 2348635 47.78% 5.691%
39 14.216 1905 1909 1912 rBV5 3728 6572 0.13% 0.016%
40 14.275 1912 1919 1929 rVwV 994321 1568195 31.91% 3.800%
41 14.357 1929 1933 1944 rVB4 18544 36692 0.75% ©0.089%
42 14.622 1972 1978 1987 rBv2 78600 236081 4.80% 0.572%
43 14.740 1995 1998 2002 rVB5 7570 9790 0.20% 0.024%
44 14.981 2033 2039 2045 rBvV4 7565 16982 ©0.35% 0.041%
45 15.075 2052 2055 2060 rvV 7644 8936 ©0.18% 0.022%
46 15.128 2060 2064 2069 rVB4 6235 9875 0.20% 0.024%
47 15.298 2085 2093 2113 rBV 1833894 3192666 64.96% 7.736%
48 15.463 2114 2121 2144 rVV 411788 1000146 20.35% 2.423%
49 15.628 2146 2149 2154 rVWv2 7763 14339 0.29% 0.035%
50 15.681 2154 2158 2165 rVB 14433 27928 0.57% 0.068%
51 15.875 2188 2191 2196 rBV6 3132 5536 ©0.11% 0.013%
52 16.669 2322 2326 2335 rVB4 8898 15854 0.32% 0.038%
53 16.781 2339 2345 2348 rBV7 3782 7963 0.16% 0.019%
54 16.886 2359 2363 2366 rBV5 3508 5776 ©.12% 0.014%
55 17.051 2387 2391 2392 rBV3 5615 5964 0.12% 0.014%
56 17.098 2392 2399 2407 rVV 1262426 1962936 39.94% 4.756%
57 17.198 2410 2416 2437 rVV 2337495 3575073 72.74%  8.662%
58 17.381 2444 2447 2458 rVB 12694 24947 0.51% 0.060%
59 17.775 2508 2514 2521 rBV 666132 863176 17.56% 2.091%
60 18.028 2553 2557 2565 rBV9 19761 51333 1.04% 0.124%
61 18.098 2565 2569 2579 rVB 19807 35535 0.72% 0.086%
62 18.286 2598 2601 2604 rVB5 8367 9380 0.19% 0.023%
63 19.133 2740 2745 2749 rBV3 39182 67981 1.38% 0.165%
64 19.204 2754 2757 2763 rVWV 33497 49987 1.02% 0.121%
65 19.580 2815 2821 2831 rBV 3576671 4678054 95.18% 11.335%

66 21.539 3148 3154 3169 rBV 1399008 2519900 51.27% 6.106%
67 24.615 3667 3677 3693 rVB 1853101 4915100 100.00% 11.909%
68 24.839 3706 3715 3733 rVB 903806 2699553 54.92% 6.541%

Sum of corrected areas: 41270741
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021241.D

Acqg On : 30 Jul 2024 19:14
Operator : MA/JU

Sample : P3359-16

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP021241.D\data.ms
3500000

3000000
2500000
2000000
1500000
1000000

8.793
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Abundance TIC: BP021241.D\data.ms
3500000 19.580

3000000
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP021241.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021241.D

Acqg On : 30 Jul 2024 19:14
Operator : MA/JU

Sample : P3359-16

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.699 5.78 ng/ul 218690 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
Abundance Scan 801 (7.699 min): BP021241.D\data.ms (-797) (-) m/z 57.10 100.00%
57.1

%

5000
A RAREE L man
“ ‘ 7.40 7.60 7.80 8.00
Ol k411290 2080 280.8341.1403.1464.7 5350  n/7 41,05 42.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 LB B L L L B L B
7.40 7.60 7.80 8.00
m/z 55.05  28.90%
O‘\\”\H\‘\J[\“\J‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
R ARRREREEEEE S
7.40 7.60 7.80 8.00
5000 ITI/Z 43.10 28.76%
OM-HJ,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15685: 1-Hexanol, 2-ethyl- RS RN R
57.0 7.40 7.60 7.80 8.00
m/z 56.05 24.89%
5000 J/k
OHHM%-O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021241.D

Acqg On : 30 Jul 2024 19:14
Operator : MA/JU

Sample : P3359-16

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 7,9-Di-tert-butyl-l-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.775 8.79 ng/ul 863176  Phenanthrene-di10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 98
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 97
4 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 62
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 50
Abundance Scan 2514 (17.775 min): BP021241.D\data.ms (-2508) (- | m/z 205.05 100.00%
205.1
57.0
5000
— —
m l 135.cm m i 2#‘3 1 354.9415.0 488.9546.; 1759 16.99
0 b A Ml ‘*wwww e m/z 57.85  75.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 —— —r
17.50 18.00
m/z 217.15 66.20%
l J135.0
0“Hﬂﬂwmmm 276.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
205.0
— —
57.0 17.50 18.00
5000 m/z 175.05 53.88%
135.0
2[76.0
) MJH (4l
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene —= ——
57.0 17.50 18.00
m/z 177.05 47.18%
5000
205.0
0 m‘“um”e"‘\““Wew“sﬂ\wmk\u”"!"w L —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP©21241.D

Acqg On : 30 Jul 2024 19:14
Operator : MA/JU

Sample : P3359-16

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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|
1-Hexanol, 2-et... 7.699 5.8 ng/ul 218690 1 7.634 756121 20.0
7,9-Di-tert-but... 17.775 8.8 ng/ul 863176 4 17.098 1962940 20.0
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