LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49676.D

Acqg On : 6 Aug 2021 14:47
Operator : CG/JU

Sample 1 M3124-22

Misc :

ALS vial : 8 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_G\METHODS\SFAM-EPA-BG0O80421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49676.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 3 6 14 rVB2 79020 156694 23.77% 1.798%
2 3.158 15 20 31 rVB 136234 245172 37.20% 2.813%
3 3.422 63 65 69 rvBs 4205 5606 ©0.85% 0.064%
4 3,557 86 88 91 rVB3 1713 1668 0.25% 0.019%
5 3.739 116 119 122 rBV3 2037 3154 0.48% 0.036%
6 3.804 126 130 132 rVVv3 1413 1764 0.27% 0.020%
7 3.962 154 157 162 rVB5 1888 2900 0.44% 0.033%
8 4.080 173 177 180 rBv4 1917 3046 0.46% 0.035%
9 4.186 190 195 196 rBv4 1989 2301 0.35% 0.026%
10 4.456 238 241 243 rVB3 1251 1141 0.17% 0.013%
11 4.538 253 255 258 rBV 1331 1512 0.23% 0.017%
12 5.302 383 385 388 rVB2 1203 1210 0.18% 0.014%
13 5.366 393 396 399 rBV 824 1205 ©0.18% 0.014%
14 5.936 490 493 496 rBV 987 1187 0.18% 0.014%
15 6.030 507 509 510 rBV 1632 1434 0.22% 0.016%
16 6.177 531 534 537 rVB2 1115 1199 0.18% 0.014%
17 6.248 539 546 548 rBV2 2023 3517 ©.53% 0.040%
18 6.459 578 582 584 rBV2 787 1268 ©0.19% 0.015%
19 6.553 595 598 601 rVB 1738 1795 0.27% 0.021%
20 6.612 605 608 612 rVB2 1374 1921 0.29% 0.022%
21 6.876 650 653 656 rBV 853 1286 ©0.20% ©0.015%
22 7.199 702 708 717 rVB 145987 255993 38.84% 2.937%
23 7.364 727 736 744 rBV 91038 159979 24.27% 1.836%
24 7.575 764 772 784 rVB 141487 254807 38.66% 2.924%
25 7.652 784 785 788 rBV 1566 1508 ©0.23% 0.017%
26 8.045 844 852 861 rVB 117130 201960 30.64% 2.317%
27 8.445 916 920 923 rVB2 809 1143 0.17% 0.013%
28 8.750 966 972 982 rBV 171046 311987 47.33% 3.580%
29 8.862 989 991 997 rvB2 1237 2242 0.34% 0.026%
30 9.208 1043 1050 1064 rBV 141704 260285 39.49%  2.986%
31 9.332 1067 1071 1072 rBV 1142 1136 0.17% 0.013%
32 9.479 1090 1096 1098 rBv2 926 1253 0.19% 0.014%
33 9.567 1108 1111 1113 rBV 917 1143 0.17% 0.013%
34 9.937 1166 1174 1183 rBV 132975 245462 37.24%  2.816%
35 10.195 1214 1218 1223 rBV 1306 2007 0.30% 0.023%

36 10.483 1260 1267 1278 rBV 184564 335707 50.93% 3.852%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49676.D

Acqg On 6 Aug 2021 14:47

Operator : CG/JU

Sample 1 M3124-22

Misc :

ALS vial : 8 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_G\METHODS\SFAM-EPA-BG080421.M
Title : SVOA CALIBRATION
37 10.642 1290 1294 1296 rBV2 1565 2010 0.30% 0.023%
38 10.865 1324 1332 1339 rBV 155912 275384 41.78%  3.160%
39 11.000 1346 1355 1364 rBV 168024 315150 47.81% 3.616%
40 11.294 1403 1405 1409 rVWV 1666 1655 0.25% 0.019%
41 13.044 1699 1703 1705 rBV 727 1280 0.19% 0.015%
42 13.367 1754 1758 1760 rVB 964 1233 0.19% 0.014%
43 13.508 1780 1782 1784 rBV2 1548 1712 0.26% 0.020%
44 13.579 1789 1794 1800 rVB3 1186 2798 0.42% 0.032%
45 13.996 1859 1865 1867 rBV2 845 1231 0.19% 0.014%
46 14.090 1875 1881 1888 rBV 316737 469538 71.23% 5.387%
47 14.390 1925 1932 1941 rVB 351538 541539 82.16% 6.213%
48 14.695 1977 1984 1991 rVB2 236205 369569 56.07% 4.240%
49 14.895 2011 2018 2031 rBV 118903 230574 34.98%  2.645%
50 15.042 2040 2043 2044 rVB 1945 1418 0.22% 0.016%
51 15.100 2050 2053 2056 rBvV 1278 1923 0.29% 0.022%
52 15.200 2063 2070 2071 rBV 1274 2049 0.31% 0.024%
53 15.271 2080 2082 2085 rVB 1246 1255 0.19% 0.014%
54 15.312 2085 2089 2090 rBV 1326 1498 0.23% 0.017%
55 15.359 2095 2097 2099 rVB 2093 1557 0.24% 0.018%
56 15.406 2102 2105 2107 rBV 1369 1257 0.19% 0.014%
57 15.506 2119 2122 2123 rBV2 1717 1480 0.22% 0.017%
58 15.600 2134 2138 2139 rBV2 1220 1394 0.21% 0.016%
59 15.688 2145 2153 2160 rBV 404950 620016 94.06% 7.114%
60 15.805 2166 2173 2182 rBV 96559 149177 22.63% 1.712%
61 15.870 2182 2184 2187 rWV 1345 1218 0.18% 0.014%
62 15.899 2187 2189 2191 rWV 1790 1835 0.28% 0.021%
63 15.929 2191 2194 2200 rVV3 3971 6861 1.04% 0.079%
64 16.005 2204 2207 2208 rBV 1743 1124 0.17% 0.013%
65 16.040 2212 2213 2216 rVB 2290 1751 0.27% 0.020%
66 16.122 2224 2227 2229 rBV 1505 1440 0.22% 0.017%
67 16.258 2246 2250 2255 rVB4 972 1618 0.25% 0.019%
68 16.328 2261 2262 2265 rBV4 1384 1208 0.18% 0.014%
69 16.393 2269 2273 2281 rVB6 1907 3634 0.55% 0.042%
70 16.457 2281 2284 2287 rBV2 1229 1583 0.24% 0.018%
71 16.487 2287 2289 2291 rBV2 1981 1435 0.22% 0.016%
72 16.545 2297 2299 2301 rBV2 2304 1882 ©0.29% 0.022%
73 16.598 2306 2308 2311 rVB2 1526 1264 0.19% 0.015%
74 16.628 2311 2313 2314 rBV2 2402 1320 0.20% 0.015%
75 16.645 2314 2316 2317 rVB 2068 1174 0.18% 0.013%
76 16.669 2319 2320 2323 rVB2 1631 1374 0.21% 0.016%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49676.D

Acqg On : 6 Aug 2021 14:47
Operator : CG/JU

Sample 1 M3124-22

Misc :

ALS vial : 8 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_G\METHODS\SFAM-EPA-BG080421.M

Title : SVOA CALIBRATION

77 16.792 2338 2341 2344 rBV4 2281 3741 0.57% 0.043%
78 16.904 2359 2360 2364 rBV2 1459 1505 0.23% 0.017%
79 16.933 2364 2365 2368 rVVv3 1990 1518 ©0.23% 0.017%
80 16.974 2368 2372 2375 rVV3 1892 2403 0.36% ©0.028%
81 17.033 2380 2382 2385 rBV2 1258 1398 0.21% 0.016%
82 17.103 2392 2394 2397 rBV 1196 1204 0.18% 0.014%
83 17.145 2399 2401 2402 rBV 2441 1731 0.26% 0.020%
84 17.174 2404 2406 2408 rBV3 2354 2352  0.36% 0.027%
85 17.262 2419 2421 2422 rVB2 2528 1685 0.26% ©0.019%
86 17.280 2422 2424 2426 rBV2 3279 1713 0.26% 0.020%
87 17.444 2445 2452 2458 rBV 268170 405497 61.52% 4.652%
88 17.485 2458 2459 2463 rVW4 3484 3005 0.46% ©0.034%
89 17.544 2463 2469 2477 rVB 421062 634935 96.33%  7.285%
90 17.609 2479 2480 2483 rBV2 2307 1277 0.19% 0.015%
91 17.691 2493 2494 2495 rBV 3346 1526 0.23% 0.018%
92 17.926 2530 2534 2539 rBV7 3616 7235 1.10% ©0.083%
93 17.967 2539 2541 2542 rBV2 2380 1603 0.24% 0.018%
94 17.985 2542 2544 2547 rBV3 2478 3138 0.48% 0.036%
95 18.161 2572 2574 2576 rBV3 2298 2001 0.30% ©0.023%
96 18.742 2672 2673 2674 rBV 4159 1636 0.25% 0.019%
97 19.835 2853 2859 2866 rVB 428505 645456 97.92%  7.406%
98 21.727 3175 3181 3189 rBV 234524 394476 59.85% 4.526%
99 24.781 3692 3701 3714 rVB 229181 659145 100.00%  7.563%
100 25.005 3732 3739 3749 rVB 153002 430630 65.33% 4.941%

Sum of corrected areas: 8715820
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49676.D

Acqg On 6 Aug 2021 14:47
Operator : CG/JU

Sample 1 M3124-22

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG049676.D\data.ms
400000
300000
200000 8.750 10.48i01é 0
158 7.1997 575 9.208 9937 '
8.045 '
100000015 .36
0 3. 4213 AMBHN 588 553866 5MBBIIEASER 876 652 8.445 8,862 9. 87 /110.19510.642| |(11.294
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG049676.D\data.ms
17 544 19.835
15.688
400000
14.390
14.090
300000 21.727

17.444

200000

100000

3.04/81385584.3.996

Rt Lottt R e E——————

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: BG049676.D\data.ms

400000

300000

24,781
200000 5.005
100000

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49676.D

Acqg On 6 Aug 2021 14:47
Operator : CG/JU

Sample 1 M3124-22

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Cyclic3.075 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.075 15.52 ng/ul 156694 1,4-Dichlorobenzene-d4 8.045

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 76
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 68
3 Cyclohexane 84 C6H12 000110-82-7 64
4 Cyclohexane 84 C6H12 000110-82-7 64
5 Cyclohexane 84 C6H12 000110-82-7 64
Abundance Scan 6 (3.075 min): BG049676.D\data.ms (-3) (-) m/z 56.15 100.00%
56.1
84.2
411
5000
RamaE R R
‘ 1273 3.103.203.30 3.40 3.50
ol gl 1278 ea 20 79.73%
miz--> 0 20 40 60 80 100 120
Abundance #1643: Cyclohexane
56.0
84.0
5000 410 N B R R
3.103.203.30 3.40 3.50
m/z 41.15 72.00%
miz--> 0 20 40 60 80 100 120
Abundance #1676: 1-Pentene, 2-methyl-
56.0
Rama T R
41.0 3.103.203.303.40 3.50
5000 m/z 39.15 49.11%
84.0
miz--> 0 20 40 60 80 100 120
Abundance #1645: Cyclohexane R AR REAE R
56.0 3.103.203.303.40 3.50
41.0 84.0 m/z 55.15  45.34%
5000
15.0 ‘
0Ly Al ““ e L —
m/z--> 0 20 40 60 80 100 120 3.103.203.303.40 3.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49676.D

Acqg On 6 Aug 2021 14:47
Operator : CG/JU

Sample 1 M3124-22

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.158 24.28 ng/ul 245172  1,4-Dichlorobenzene-d4 8.045

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 2,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 33
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 20 (3.158 min): BG049676.D\data.ms (-15) (-) m/z 73.15 100.00%
5000 431 jt
T
‘ 320 340 3.60
o‘_H‘Hw“mH‘mw_m‘W_MWW‘?F’?'? m/z 43.15  38.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B
43.0 3.20 3.40 3.60
' ‘ ‘ m/z 87.25 27.31%
O\‘\u‘\\““\‘\\\H‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
Y
3.20 3.40 3.60
5000 m/z 55.15 22.87%
43.0
0\‘\mh\‘i“\‘\\w“H“\‘\‘\‘\‘TL\O‘:L\'\OH‘HH‘\H\‘H\\‘HH‘\\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 3.20 3.40 3.60
m/z 41.15 12.94%
5000 41.0
ol b 1970 1290
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49676.D

Acqg On 6 Aug 2021 14:47
Operator : CG/JU

Sample : M3124-22

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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|
(DEL) Alkane: C... 3.075 15.5 ng/ul 156694 1 8.045 201960 20.0
Butane, 2-metho... 3.158 24.3 ng/ul 245172 1 8.045 201960 20.0
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