LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49518.D

Acqg On : 27 Jul 2021 22:07
Operator : CG/JU

Sample : M3091-15

Misc :

ALS Vvial : 48 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-BG0O72421.M
Title : SVOA CALIBRATION

Signal : TIC: BG@49518.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.080 3 7 16 rBV 83383 156701 34.25%  2.909%
2 3.156 16 20 35 rvB 148731 249618 54.55% 4.634%
3 3.867 138 141 148 rBV 15197 28514 6.23% 0.529%
4 6.064 513 515 518 rVB 1412 1412 0.31% 0.026%
5 6.093 518 520 523 rBvV2 1384 1627 ©0.36% 0.030%
6 6.370 562 567 569 rVB2 953 1328 0.29% 0.025%
7 7.204 702 709 716 rBV 58260 107432 23.48%  1.995%
8 7.368 731 737 743 rBvV2 37204 63257 13.83% 1.174%
9 7.574 766 772 780 rBV 55068 100918 22.06% 1.874%
10 7.656 784 786 792 rVB2 1726 2075 0.45% 0.039%
11 7.956 835 837 842 rBv2 1077 1459 0.32% 0.027%
12 8.050 847 853 861 rW 81725 140435 30.69% 2.607%
13 8.637 951 953 957 rBV 890 1243 0.27% 0.023%
14 8.755 966 973 980 rBV2 71220 127869 27.95%  2.374%
15 8.878 990 994 996 rBV3 1600 2165 0.47% 0.040%
16 9.219 1044 1052 1060 rBvV 60240 111696 24.41% 2.074%
17 9.618 1116 1120 1121 rBV 2372 1567 ©0.34% 0.029%
18 9.824 1150 1155 1157 rBV 1012 1556 ©0.34% 0.029%
19 9.941 1169 1175 1183 rBv2 53811 100555 21.98% 1.867%
20 10.487 1260 1268 1277 rBV2 77120 144194 31.51% 2.677%
21 10.593 1283 1286 1288 rVB 1164 1219 0.27% 0.023%
22 10.628 1288 1292 1299 rBv4 7527 14876 3.25% 0.276%
23 10.869 1325 1333 1343 rBV 114887 211541 46.23% 3.927%
24 10.999 1348 1355 1367 rBV 68227 131839 28.81% 2.448%
25 11.721 1476 1478 1481 rVB 1183 1182 0.26% 0.022%
26 12.450 1600 1602 1603 rBV 1603 1381 0.30% 0.026%
27 13.507 1776 1782 1786 rBV4 2679 4082 0.89% 0.076%
28 14.006 1865 1867 1870 rBV4 889 1182 0.26% 0.022%
29 14.094 1876 1882 1890 rVB 162503 243368 53.19% 4.518%
30 14.388 1926 1932 1940 rBV 166402 269953 59.00% 5.012%
31 14.576 1961 1964 1967 rBvV2 2583 2971 0.65% 0.055%
32 14.699 1978 1985 1994 rVB 207353 328242 71.74% 6.094%
33 14.770 1994 1997 2000 rBV 948 1214 0.27% 0.023%
34 14.893 2012 2018 2028 rBV3 61837 111040 24.27% 2.062%
35 15.205 2069 2071 2075 rVB 1301 1385 0.30% 0.026%
36 15.528 2125 2126 2133 rVB3 2831 3300 0.72% 0.061%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49518.D

Acqg On : 27 Jul 2021 22:07
Operator : CG/JU

Sample : M3091-15

Misc :

ALS Vvial : 48 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-BG072421.M
Title : SVOA CALIBRATION
37 15.692 2146 2154 2160 rBV 225310 349297 76.34%  6.485%
38 15.804 2168 2173 2180 rVB2 62860 97656 21.34%  1.813%
39 15.939 2190 2196 2201 rVB 2576 4592 1.00% 0.085%
40 16.039 2209 2213 2215 rBV 1743 2451 0.54% 0.046%
41 16.385 2271 2272 2275 rBV2 2638 3206 0.70% 0.060%
42 16.503 2290 2292 2296 rVB2 1612 1317 0.29% 0.024%
43 16.603 2308 2309 2315 rVB2 1127 1343 0.29% 0.025%
44 17.102 2388 2394 2396 rBV 2777 4170 ©.91% 0.077%
45 17.190 2406 2409 2412 rVv4 4346 4408 ©0.96% 0.082%
46 17.243 2415 2418 2420 rVB 2227 2410 0.53% 0.045%
47 17.449 2446 2453 2458 rBV 269627 409182 89.43% 7.597%
48 17.490 2458 2460 2464 rVV3 10397 11035 2.41% ©0.205%
49 17.549 2464 2470 2477 rVB2 244336 377914 82.59% 7.016%
50 17.760 2505 2506 2509 rVB 1988 1311 0.29% 0.024%
51 17.807 2513 2514 2517 rBV 1837 1806 ©.39% 0.034%
52 17.930 2531 2535 2538 rVB4 3992 4874 1.07%  0.090%
53 18.024 2549 2551 2553 rBV 1903 1839 0.40% 0.034%
54 18.101 2562 2564 2567 rBV2 2092 2430 0.53% 0.045%
55 18.218 2581 2584 2586 rVB2 1424 1477 0.32% 0.027%
56 18.277 2592 2594 2597 rVB2 1774 1419 0.31% 0.026%
57 18.330 2598 2603 2607 rBv4 22498 33059 7.23% 0.614%
58 18.624 2649 2653 2656 rBV3 4456 6516 1.42% ©.121%
59 18.753 2674 2675 2677 rBV 1592 1286 ©0.28% 0.024%
60 18.823 2683 2687 2691 rVB3 4231 5782 1.26% ©0.107%
61 18.864 2691 2694 2699 rBV4 1960 3385 0.74% 0.063%
62 18.964 2710 2711 2713 rBV 1533 1460 0.32% 0.027%
63 19.111 2734 2736 2741 rBV2 2523 3731 0.82% 0.069%
64 19.246 2753 2759 2763 rBV6 6093 10528 2.30% ©.195%
65 19.328 2770 2773 2775 rBV 2921 2241 0.49% 0.042%
66 19.499 2798 2802 2808 rVB2 21107 30723 6.71% ©.570%
67 19.599 2817 2819 2822 rBV2 4868 4780 1.04% ©.089%
68 19.834 2853 2859 2870 rBV 304495 457554 100.00%  8.495%
69 19.928 2873 2875 2881 rBV4 3304 5246 1.15% 0.097%
70 21.355 3115 3118 3124 rBV2 35043 52819 11.54% ©0.981%
71 21.602 3157 3160 3167 rVB2 21010 30258 6.61% ©0.562%
72 21.725 3175 3181 3188 rBvV2 239512 416777 91.09% 7.738%

73 24.780 3695 3701 3711 rVB 141924 361521 79.01% 6.712%

Sum of corrected areas: 5386199
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49518.D

Acq On : 27 Jul 2021 22:07
Operator : CG/JU

Sample : M3091-15

Misc :

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG049518.D\data.ms
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Abundance TIC: BG049518.D\data.ms
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Abundance TIC: BG049518.D\data.ms
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\

Library Search Compound Report

Data File : BG@49518.D

Acq On : 27 Jul 2021 22:07
Operator : CG/JU

Sample : M3091-15

Misc :

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ 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: Cyclic3.080

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.080 22.32 ng/ul 156701 1,4-Dichlorobenzene-d4 8.050
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 94
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 76
3 Cyclohexane 84 C6H12 000110-82-7 76
4 Cyclohexane 84 C6H12 000110-82-7 68
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
Abundance Scan 7 (3.080 min): BG049518.D\data.ms (-3) (-) m/z 56.15 100.00%
56.1
84.1
5000
RRRRREEEEE R
3.103.203.303.403.50
AN 1N —— Y P VRET N A ¥4
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1643: Cyclohexane
568.0
84.0
5000 LN L BN R R
3.103.203.303.403.50
m/z 41.15 55.58%
27.0
O\‘\\\\‘\‘U\\‘ ‘\u\\‘u\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1676: 1-Pentene, 2-methyl-
56.0
RRRREEaE S e
3.103.203.303.403.50
5000 m/z 39.15 38.50%
84.0
29.0
miz--> 0O 20 40 60 80 100 120 140 160
Abundance #1645: Cyclohexane e
56.0 3.103.203.303.403.50
84.0 m/z 55.10 36.27%
5000
27.0 /\M/\vwv
020 L |
m/z--> 0 20 40 60 80 100 120 140 160 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49518.D

Acq On : 27 Jul 2021 22:07
Operator : CG/JU

Sample : M3091-15

Misc :

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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.
3.156 35.55 ng/ul 249618 1,4-Dichlorobenzene-d4 8.050

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 64
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 50
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
Abundance  Scan 20 (3.156 min): BG049518.D\data.ms (-16) (-) m/z 73.15 100.00%
73.2
5000 431
55.1 87.3
e T——T
‘ ‘ 3.20 3.40 3.60
Ob el msz 43,15 4e.98%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B B B
43.0 3.20 3.40 3.60
~ 93.0 87.0 m/z_ 87.25  28.40%
mo ||
O\\‘\\\\‘\\\”“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
T
3.20 3.40 3.60
5000 m/z 55.15 27.24%
430 20
87.0
27.0 ‘
0"“‘H"Hm“;‘H‘iH"‘mmH"}“MWHW;‘RJT"QW
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #8502: 2-Methyl-5-hexen-3-ol e
73.0 3.20 3.40 3.60
550 m/z 41.15 14.14%
43.0
5000
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49518.D

Acq On : 27 Jul 2021 22:07
Operator : CG/JU

Sample : M3091-15

Misc :

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.355 2.53 ng/ul 52819 Chrysene-di2 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-cyclopentyl- 364 C26H52 006703-81-7 87
2 Octatriacontyl trifluoroacetate 647 C40H77F302 1000351-88-7 83
3 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 68
4 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 68
5 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 68
Abundance Scan 3118 (21.355 min): BG049518.D\data.ms (-3115) (- m/z 57.20 100.00%
57.2
5000
- "M‘H‘}wwwmmmH“HwH_‘wawww m/z 43.15 83.37%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #273813: Heneicosane, 11-cyclopentyl-
57.0
5000 St ] Vi
21. 00 21 50
m/z 41.15 55.98%
223.0
#\ 20 25 5050
O TTT [ fT\‘\H\l‘L\JH\‘TI‘\T‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 0 50 100150200250300350400450500550600650
Abundance #348089: Octatriacontyl trifluoroacetate
1° W e
21. 00 21 50
5000 m/z 71.15 53.69%
ol #hhzzzo 306.0 390.0 533.0 628.0
m"mwmw""wm_"‘_""mwwm‘wwww
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349148: Octatriacontyl pentafluoropropionate
57.0 21.00 21.50
m/z 83.15 53.16%
5000
0 J‘ ] A m. 281.0355.0429.0 532.0 678.(
st e e e e e e
m/z--> 0 50 100150200250300350400450500550600650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49518.D

Acqg On : 27 Jul 2021 22:07
Operator : CG/JU

Sample : M3091-15

Misc

ALS Vvial : 48 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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... 3.080 22.3 ng/ul 156701 1 8.050 140435 20.0
Butane, 2-metho... 3.156 35.5 ng/ul 249618 1 8.050 140435 20.0
(DEL) Alkane: S... 21.355 2.5 ng/ul 52819 5 21.725 416777 20.0
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