LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG073021\
Data File : BG@49598.D

Acqg On : 31 Jul 2021 5:19
Operator : CG/JU

Sample : M3122-20

Misc :

ALS Vvial : 23  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: BGO49598.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.079 3 7 15 rW 92571 175153 41.11% 3.709%
2 3.156 16 20 32 rvB 162548 264333 62.04% 5.598%
3 3.872 139 142 148 rBv4 7567 13058 3.06% 0.277%
4 4.013 164 166 169 rBv2 1918 2606 0.61% ©.055%
5 5.611 436 438 440 rBvV2 1094 1048 0.25% 0.022%
6 6.034 509 510 516 rVB2 1309 1303 0.31% 0.028%
7 6.334 559 561 563 rBv3 1663 1219 0.29% 0.026%
8 6.433 576 578 583 rVB3 1573 1715 0.40% 0.036%
9 6.903 654 658 659 rBvV3 1494 1343 0.32% 0.028%
106 7.056 683 684 688 rVB3 1349 1177 0.28% 0.025%
11 7.103 688 692 696 rVB 1145 1756 0.41% 0.037%
12 7.197 702 708 719 rVB2 53583 100642 23.62% 2.131%
13 7.362 731 736 744 rVB 38377 65353 15.34% 1.384%
14 7.461 751 753 755 rBV3 1541 1239 0.29% 0.026%
15 7.573 766 772 780 rBV 57699 101389 23.80% 2.147%
16 7.655 783 786 790 rVW4 1469 1939 0.46% 0.041%
17 8.043 846 852 861 rVB2 87598 150758 35.38%  3.193%
18 8.243 884 886 889 rBv2 1310 1108 0.26% 0.023%
19 8.748 966 972 981 rBV 69768 123099 28.89% 2.607%
20 9.212 1043 1051 1059 rBv2 57742 108258 25.41% 2.293%
21  9.294 1063 1065 1067 rBV2 1199 1273 0.30% 0.027%
22 9.940 1169 1175 1182 rVB2 52132 95684 22.46% 2.026%
23 9.993 1182 1184 1188 rBV 1067 1362 0.32% 0.029%
24 10.487 1261 1268 1274 rBV 68615 127606 29.95% 2.702%
25 10.869 1326 1333 1340 rVB 115276 214877 50.43%  4.551%
26 10.998 1349 1355 1363 rBvV2 65391 123591 29.01% 2.617%
27 11.403 1420 1424 1426 rBV2 1377 1704 0.40% 0.036%
28 11.568 1449 1452 1454 rBV3 1053 1199 0.28% 0.025%
29 12.149 1547 1551 1553 rBV 1205 1120 0.26% 0.024%
30 12.355 1583 1586 1589 rBV 838 1253 0.29% 0.027%
31 12.455 1601 1603 1606 rVB 2132 1528 0.36% 0.032%
32 12.519 1611 1614 1619 rBV 806 1390 0.33% 0.029%
33 12.672 1637 1640 1643 rVB 1540 1520 0.36% 0.032%
34 12.983 1689 1693 1695 rBv2 1044 1423 0.33% 0.030%
35 13.166 1722 1724 1727 rBV2 1247 1246 0.29% 0.026%
36 13.301 1744 1747 1750 rBV2 1206 1421 0.33% 0.030%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG073021\
Data File : BG@49598.D

Acqg On : 31 Jul 2021 5:19
Operator : CG/JU

Sample : M3122-20

Misc :

ALS Vvial : 23  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 13.536 1784 1787 1790 rBV 1055 1576 0.37% 0.033%
38 13.724 1817 1819 1824 rBB 934 1185 0.28% 0.025%
39 14.094 1873 1882 1891 rBV 139473 219057 51.41% 4.639%
40 14.387 1926 1932 1940 rBV 150351 230316 54.06% 4.878%
41 14.611 1967 1970 1972 rBV 1124 1034 0.24% 0.022%
42 14.693 1978 1984 1993 rVB 198125 314917 73.91% 6.669%
43 14.893 2012 2018 2026 rBV3 31904 59139 13.88% 1.252%
44 15.122 2055 20857 2059 rVB 1402 1118 0.26% 0.024%
45 15.686 2146 2153 2159 rBV 199640 309075 72.54%  6.546%
46 15.809 2169 2174 2180 rBV2 34402 55419 13.01% 1.174%
47 15.926 2191 2194 2195 rBV2 1902 1897 0.45% 0.040%
48 16.114 2222 2226 2230 rBV2 654 1074 0.25% 0.023%
49 16.179 2236 2237 2242 rBV2 844 1181 0.28% 0.025%
50 16.455 2282 2284 2288 rBV 1355 1669 ©.39% 0.035%
51 17.066 2382 2388 2390 rBV 969 1234 0.29% 0.026%
52 17.448 2446 2453 2459 rVB 271387 399626 93.79%  8.463%
53 17.548 2462 2470 2476 rVV 213616 330813 77.64% 7.006%
54 17.701 2491 2496 2497 rVB 892 1308 0.31% 0.028%
55 17.718 2497 2499 2502 rBV 911 1326 0.31% 0.028%
56 17.777 2504 2509 2514 rVB 911 2077 0.49% 0.044%
57 18.035 2550 2553 2556 rBV 1446 1433 0.34% ©0.030%
58 18.100 2561 2564 2567 rBV 1517 1999 0.47% 0.042%
59 18.212 2581 2583 2586 rVB 1503 1339 0.31% 0.028%
60 18.270 2591 2593 2597 rVB 996 1108 0.26% 0.023%
61 18.335 2600 2604 2606 rBV 2485 3288 0.77% 0.070%
62 18.394 2612 2614 2615 rBV 1147 1133 0.27% 0.024%
63 18.511 2629 2634 2636 rBV 1499 1511 0.35% 0.032%
64 18.535 2636 2638 2640 rBV 1026 1092 0.26% 0.023%
65 18.658 2656 2659 2660 rVB 1579 1187 0.28% 0.025%
66 18.799 2681 2683 2686 rBV 1169 1315 0.31% ©0.028%
67 19.216 2753 2754 2756 rBV 1966 1314 0.31% 0.028%
68 19.293 2763 2767 2768 rBV 1927 1538 0.36% 0.033%
69 19.404 2782 2786 2788 rBV4 3091 3049 0.72% 0.065%
70 19.469 2794 2797 2801 rBV3 2940 3785 0.89% ©0.080%
71 19.539 2806 2809 2813 rVB 5682 6445 1.51% ©.136%
72 19.833 2853 2859 2867 rVB 144639 207524 48.71%  4.395%
73 19.992 2885 2886 2889 rBV2 1604 1451 0.34% 0.031%
74 20.097 2902 2904 2907 rBV 1812 1449 0.34% 0.031%
75 20.150 2911 2913 2915 rBV2 1843 1638 0.38% 0.035%
76 20.491 2968 2971 2977 rBVS5 6129 9357 2.20% 0.198%
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\
Data File : BG@49598.D

Acqg On : 31 Jul 2021 5:19

Operator : CG/JU

Sample : M3122-20

Misc

ALS Vvial : 23  Sample Multiplier: 1
Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF

Sampling : 1

Start Thrs: 0.2

Stop Thrs : © Pea

If leading or trailing edge < 100 prefer <
Peak separation: 5

Method
Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHO
: SVOA CALIBRATION

77 21.725 3175 3181 3191 rVB 243253
78 25.008 3730 3740 3751 rVB3 149327

Sum of corrected are
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LSC Area Percent Report

BGO73021\

5

0.1 % of largest Peak
100

TOP

Filtering:
Min Area:
Max Peaks:
k Location:

Baseline drop else tangent >

DS\SFAM-EPA-BGO72421.M

411164 96.50%
426065 100.00%

8.708%
9.023%

as: 4721918




LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG073021\
Data File : BG@49598.D

Acq On : 31 Jul 2021 5:19
Operator : CG/JU

Sample : M3122-20

Misc :

ALS vial : 23  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: BG049598.D\data.ms
250000
200000
.156
150000
10.869
079
100000 8.043
8.748 10.487
7.1977.573 9212 4940 1p-998
50000 36
3. 781 -
0 .013 5.611 6.0363383 6. 4BB55 .243 1294 9,993 11140368 12.12¢451972
\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG049598.D\data.ms
17.448
250000 21.725
17.548
200000 14.693 15.686
150000 14.084°387 19.833
100000
50000 14803 15.809
o PE3GHEIG24 || {4.&11 5122  |159881¥8.455 17.066 H TR 41
i e e e B R e e e e e e R I e o e e AR R
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: BG049598.D\data.ms
250000
200000
25.008
150000
100000
50000
Al et st it

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\v\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\'\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG073021\
Data File : BG@49598.D

Acq On : 31 Jul 2021 5:19
Operator : CG/JU

Sample : M3122-20

Misc :

ALS vial : 23  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 1 (DEL) Alkane: Cyclic3.079 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.079  23.24 ng/ul 175153  1,4-Dichlorobenzene-d4 8.043
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane 84 cem2 000110-82-7 94

2 Cyclohexane 84 C6H12 000110-82-7 81
3 Cyclohexane 84 C6H12 000110-82-7 74
4 Cyclohexane 84 C6H12 000110-82-7 74
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 68
Abundance Scan 7 (3.079 min): BG049598.D\data.ms (-3) (-) m/z 56.25 100.00%
56.3 84.1
41.3
5000
69.2
R
‘ 3.103.203.303.403.50
bt bl m/z 84,10 88.49%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
560 84.0
5000 410 L L B R R
69.0 3.103.203.303.403.50
m/z 41.25 65.48%
270
15.0 ‘ A L 1
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1644 Cyclohexane
56.0
840 NN RN RN
41.0 3.103.203.303.403.50
5000 m/z 39.15 41.74%
27.0
69.0
120l “\ |
N I
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane R e R RRRRR
56.0 3.103.203.303.403.50
41.0 84.0 m/z 55.20 40.76%
5000
27.0
69.0
15.0 ‘
X 1 "N N S B Y B VA VO
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG073021\
Data File : BG@49598.D

Acq On : 31 Jul 2021 5:19

Operator : CG/JU

Sample : M3122-20

Misc :

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
: 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 2,2,4-Trimethyl-3-pentanol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.156 35.07 ng/ul 264333 1,4-Dichlorobenzene-d4 8.043
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 50
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 45
3 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 39
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance  Scan 20 (3.156 min): BG049598.D\data.ms (-16) (-) m/z 73.15 100.00%
73.
5000 431
87.2
T
%91 320 340 3.60
oH,mWH“MwuHw‘m‘M‘JH_m_m_m‘wwww m/z 43.15  38.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
5000 55.0 LML B e e e
41.0 3.20 3.40 3.60
m/z 87.15 26.42%
27.0
0 1 ‘ 112.0 129.0
\\’H\\‘\H\‘H\\‘f\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘H\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
e
3.20 3.40 3.60
5000 m/z 55.15 23.82%
43.0 87.0
\ \‘ 90 | ‘
o) S SRR A R v N A A —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl- B e
73.0 3.20 3.40 3.60
m/z 41.20 12.13%
5000 55.0
41.0 87.0
27.0 ‘
o O PO N [+ X R M S,
m/z--> 20 30 40 50 60 70 80 90 100110120 130 3.20 3.40 3.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG073021\
Data File : BG@49598.D

Acqg On : 31 Jul 2021 5:19
Operator : CG/JU

Sample : M3122-20

Misc

ALS Vvial : 23  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... 3.079 23.2 ng/ul 175153 1 8.043 150758 20.0
2,2,4-Trimethyl... 3.156 35.1 ng/ul 264333 1 8.043 150758 20.0
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