LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46763.D

Acqg On : 3 Oct 2020 9:08
Operator : CG/JU

Sample : L4150-09

Misc :

ALS Vvial : 31 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\SOM-EPA-BG092920MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO46763.D

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

# min  scan scan scan TY height area % max. total
1 3.534 28 33 39 rBV2 13179 21372 1.19% 0.092%
2 4.192 139 145 151 rVB8 8796 17020 0.95% 0.074%
3 4.291 155 162 170 rVB 29549 49398 2.76% 0.214%
4 4.503 191 198 203 rVB2 42915 62831 3.51% 0.272%
5 4.644 216 222 226 rBv4 17328 24904 1.39% ©0.108%
6 4.914 261 268 277 rBV 28069 44985 2.51% 0.195%
7 5.202 311 317 324 rVB4 6956 10283 ©.57% 0.044%
8 5.425 348 355 360 rBvVS8 5710 11154 ©0.62% ©0.048%
9 5.596 380 384 386 rBV4 5823 8877 0.50% 0.038%
10 6.154 469 479 486 rVBS8 23821 44389 2.48% 0.192%
11 7.200 652 657 660 rBV5 11012 16719 ©.93% 0.072%
12 7.253 660 666 675 rVB 262970 462638 25.86% 2.002%
13 7.429 690 696 706 rBV 176163 305859 17.10%  1.323%
14 7.640 725 732 740 rBV 246440 416709 23.30% 1.803%
15 7.729 744 747 750 rVW4 7461 10902 0.61% 0.047%
16 7.799 754 759 763 rVB4 11766 18911 1.06% 0.082%
17 8.111 803 812 819 rVW 254143 433320 24.23% 1.875%
18 8.163 819 821 827 rVB4 8419 12651 ©.71% ©.055%
19 8.704 909 913 917 rVB4 7188 9850 0.55% 0.043%
20 8.804 923 930 941 rVB 316950 532307 29.76% 2.303%
21 8.927 947 951 962 rVB3 20113 38306 2.14% 0.166%
22 9.268 1003 1009 1018 rVB 246481 431791 24.14% 1.868%
23 9.338 1018 1021 1026 rBV6 5455 9056 ©0.51% 0.039%
24 9.433 1031 1037 1043 rVB2 71968 114086 6.38% 0.494%
25 9.697 1077 1082 1088 rVB3 18807 28834 1.61% ©0.125%
26 9.997 1125 1133 1140 rBV 210721 378576 21.16% 1.638%
27 10.326 1183 1189 1191 rBV6 5972 11999 0.67% ©0.052%
28 10.425 1202 1206 1211 rBv4 13097 24532 1.37% 0.106%
29 10.531 1216 1224 1232 rBV2 323103 585265 32.72% 2.532%
30 10.925 1281 1291 1297 rBV 341425 625070 34.95% 2.704%
31 10.972 1297 1299 1302 rVV2 15974 22000 1.23% 0.095%
32 11.048 1306 1312 1321 rVB 206066 384746 21.51% 1.665%
33 11.565 1395 1400 1405 rBV7 9198 17672 0.99% 0.076%
34 11.853 1443 1449 1455 rBV7 5741 11054 0.62% ©0.048%
35 11.935 1457 1463 1466 rBv4 7167 13063 0.73% 0.057%
36 12.241 1511 1515 1520 rVB6 7908 12990 0.73% 0.056%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46763.D

Acqg On : 3 Oct 2020 9:08
Operator : CG/JU

Sample : L4150-09

Misc :

ALS Vvial : 31 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\SOM-EPA-BG@92920MA .M
Title : SVOA CALIBRATION
37 12.323 1526 1529 1535 rBV4 6375 10493 0.59% 0.045%
38 12.458 1547 1552 1556 rBV5 9551 12902 ©.72% ©0.056%
39 12.570 1566 1571 1575 rVB3 12128 20822 1.16% ©0.090%
40 12.787 1604 1608 1613 rVB5 8833 14721 0.82% 0.064%
41 13.099 1657 1661 1664 rVB3 5504 8490 0.47% 0.037%
42 13.187 1671 1676 1679 rBV3 7052 10940 0.61% 0.047%
43 13.269 1686 1690 1698 rVB7 9537 15540 ©0.87% 0.067%
44 13.340 1698 1702 1712 rBV6 10699 21354 1.19% ©0.092%
45 13.557 1735 1739 1743 rVV4 11370 18887 1.06% ©.082%
46 13.622 1743 1750 1757 rVWW2 40665 77345  4.32% 0.335%
47 13.686 1759 1761 1767 rVB5 10427 16669 ©.93% 0.072%
48 13.898 1793 1797 1799 rBv4 6885 9482 0.53% 0.041%
49 14.057 1819 1824 1829 rBV6 11590 21816 1.22% 0.094%
50 14.133 1829 1837 1842 rBV 616398 893409 49.95%  3.865%
51 14.180 1842 1845 1849 rVB 40604 54859 3.07% ©.237%
52 14.368 1873 1877 1878 rBV3 9537 9164 0.51% 0.040%
53 14.427 1881 1887 1898 rVB 626986 994337 55.59% 4.302%
54 14.591 1911 1915 1919 rBV2 18268 22399 1.25% ©.097%
55 14.732 1932 1939 1947 rVV 593373 944000 52.78% 4.084%
56 14.797 1948 1950 1957 rVB4 19255 25891 1.45% 0.112%
57 14.903 1960 1968 1978 rBV 298418 491626 27.48% 2.127%
58 15.061 1991 1995 1999 rVVé6 5358 9985 0.56% 0.043%
59 15.132 2001 2007 2014 rVB3 43993 69050 3.86% ©0.299%
60 15.390 2047 2051 2058 rVBS 16647 27503 1.54% 0.119%
61 15.531 2067 2075 2076 rBV3 13390 21356 1.19% ©.092%
62 15.725 2101 2108 2113 rBV 838530 1268787 70.93% 5.489%
63 15.778 2113 2117 2120 rVV2 15811 21308 1.19% 0.092%
64 15.825 2120 2125 2131 rVB 238569 339068 18.96% 1.467%
65 16.066 2164 2166 2167 rBV2 8477 8276 0.46% 0.036%
66 16.230 2190 2194 2199 rVVv8 9044 24533 1.37% 0.106%
67 16.283 2200 2203 2212 rVB9 23986 37078 2.07% ©0.160%
68 16.442 2225 2230 2237 rVVie 16784 32877 1.84% 0.142%
69 16.501 2239 2240 2244 rVB4 8395 8811 0.49% 0.038%
70 16.589 2252 2255 2258 rBV4 12756 18669 1.04% 0.081%
71 16.789 2286 2289 2292 rVv4 10295 13702 ©.77% ©.059%
72 16.924 2310 2312 2317 rVB6 5872 9470 0.53% 0.041%
73 16.982 2317 2322 2323 rBV4 5492 8338 0.47% 0.036%
74 17.124 2343 2346 2351 rVB4 18630 24369 1.36% ©.105%
75 17.294 2371 2375 2379 rBV2 13510 21663 1.21% ©.094%
76 17.394 2388 2392 2396 rVB6 11882 17475 0.98% 0.076%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46763.D

Acqg On : 3 Oct 2020 9:08
Operator : CG/JU

Sample : L4150-09

Misc :

ALS Vvial : 31 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\SOM-EPA-BG@92920MA .M

Title : SVOA CALIBRATION

77 17.476 2400 2406 2410 rBV 768228 1134855 63.45% 4.910%
78 17.517 2410 2413 2417 rVWVW 262157 366364 20.48% 1.585%
79 17.576 2417 2423 2434 rVB 871193 1539943 86.09% 6.662%
80 17.658 2434 2437 2439 rBV4 10077 12361 0.69% 0.053%
81 17.870 2467 2473 2478 rBV3 29383 54426 3.04% ©.235%
82 18.134 2516 2518 2525 rVB7 12496 18057 1.01% ©0.078%
83 18.310 2546 2548 2551 rBV2 15999 18013 1.01% ©0.078%
84 18.357 2551 2556 2559 rVv2 69071 99682 5.57% 0.431%
85 18.398 2559 2563 2567 rVB2 59492 76807 4.29% 0.332%
86 18.545 2582 2588 2591 rBV3 60075 108847 6.09% 0.471%
87 18.845 2634 2639 2642 rBV 43168 65811 3.68% ©.285%
88 18.880 2643 2645 2650 rVB3 33633 41300 2.31% ©0.179%
89 19.256 2705 2709 2716 rBV6 48881 91733 5.13% 0.397%
90 19.374 2726 2729 2741 rVB2 82311 168729 9.43% 0.730%
91 19.521 2749 2754 2759 rVV 515397 719786 40.24%  3.114%
92 19.568 2759 2762 2767 rVB3 51230 70355 3.93% 0.304%
93 19.856 2805 2811 2814 rBV 1175435 1788712 100.00% 7.738%
94 21.389 3068 3072 3081 rVB4 293172 503134 28.13% 2.177%
95 21.747 3126 3133 3138 rBvV2 796291 1633905 91.35% 7.069%
96 23.980 3508 3513 3520 rBV 150844 396952 22.19% 1.717%
97 24.127 3533 3538 3542 rBV 153263 255212 14.27% 1.104%
98 24.803 3646 3653 3660 rBV 449378 1069340 59.78% 4.626%
99 25.020 3683 3690 3699 rBV2 395695 1096298 61.29% 4.743%
100 26.272 3897 3903 3913 rVB2 306396 882340 49.33%  3.817%

Sum of corrected areas: 23114545
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46763.D

Acqg On : 3 Oct 2020 9:08
Operator : CG/JU

Sample : L4150-09

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG046763.D
1200000

1000000
800000

600000

400000 8.804 10.5310.925

7.253 8.111
7.640 L 9.268 9.997 11 048

200000 7.42
4353 41&5%0634%9%262@596 6.154 7.200 63 8.76027 3;&89 697 || 100265 10/972 11 565893828 BEITAB.C

Time--> 3.50 4.00 4.50 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG046763.D
1200000 19.856

1000000 21.747

15.725 17.576

800000 17.416

14.133.427 525

19.521

600000

21.389
400000

200000

O S e e e e e L T

Time--> 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: BG046763.D
1200000

1000000

800000

24.803

600000 5.020

400000 26.212

23%9eB27
200000

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\BG100220\
Data File : BGO46763.D

Acqg On : 3 Oct 2020 9:08
Operator : CG/JU

Sample : L4150-09

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Toluene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.290 2.28 ng/ul 49398 1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 90
2 Toluene 92 C7H8 000108-88-3 90
3 Toluene 92 C7H8 000108-88-3 87
4 Molybdenum, di-.mu.-chlorobis[(1... 532 C20H26C12Mo2 ©35625-66-2 78
5 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 72
Abundance Scan 162 (4.291 min): BG046763.D\data.ms (-155) (-) m/z 91.00 100.00%
91.0
5000
e e
63.1 4.00 4.20 4.40 4.60
H\‘HH“"\.\HH‘HU\‘\‘\“‘\}"\‘HH‘\H\1‘4\9\.\3‘\\\\‘\\\\‘2\]\.%.‘9\\\\2‘%\‘9\.\2‘\\\ m/Z 92.00 51.23%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #2452: Toluene
91.0
5000 Mt
4.00 4.20 4.40 4.60
39.0 m/z 65.10 11.96%
H\‘\“\H“"H\H\“h““i“\\\‘HH‘\‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #2454: Toluene
91.0 h M
e L
4.00 4.20 4.40 4.60
5000 m/z 63.10 10.33%
39.0
| —
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #2455: Toluene ‘Hm‘u“‘uﬂ,WM‘_“
91.0 4.00 4.20 4.40 4.60
m/z 51.00 8.14%
5000
39.0 |
e 1l
b e e e e e e
m/z--> 20 40 60 80 100120140160 180200 220240260 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46763.D

Acqg On : 3 Oct 2020 9:08
Operator : CG/JU

Sample : L4150-09

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.500 2.90 ng/ul 62831 1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 38
2 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 38
3 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 38
4 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 37
5 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 37
Abundance Scan 198 (4.503 min): BG046763.D\data.ms (-191) (-) m/z 41.10 100.00%

41.1 P
5000
4.20 4.40 4.60 4.80
86.9 1447  206.9 .

T “ \NM“ i 4 T \“ T T e L \3\4\;" m/Z 69.10 95.67%

miz-> 50 100 150 200 250 300

Abundance #3369: 1-Pentene, 3,3-dimethyl-

69.0
5000 ‘A\Hr‘\uu‘\\u‘mu‘\H\‘
270 4.20 4.40 4.60 4.80
' m/z 43.10 75.40%
“M“\“!‘\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #3359: 1-Pentene, 3,3-dimethyl-
69.0
4.20 4.40 4.60 4.80
5000 m/z 55.00 50.64%
27.0
T O
miz--> 50 100 150 200 250 300
Abundance #3361: 1-Pentene, 2,3-dimethyl-
41.0 4.20 4.40 4.60 4.80
m/z 39.00 19.89%
5000
F&o
mlz--> 50 100 150 200 250 300 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGR46763.D

Acqg On 3 Oct 2020 9:08

Operator : CG/JU

Sample L4150-09

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown-01 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
4.910 2.08 ng/ul 44985 1,4-Dichlorobenzene-d4 8.111
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butyn-1-o0l 70 C4H60 000764-01-2 10
2 2-Butyn-1-o0l 70 C4H60 000764-01-2 9

3 Isoxazole 69 C3H3NO 000288-14-2 9
4 (Aminomethyl)cyclopropane 71 C4HSN 002516-47-4 9

5 4-Cyclopropylcarbonyloxytridecane 268 C17H3202 1000245-58-5 9

Abundance Scan 268 (4.914 min): BG046763.D\data.ms (-261) (-) m/z 41.10 100.00%

41.1
5000
LM FS'S 206.7 3373 4.60 4.80 5.00 5.20
ol 188 2. SES AL 7 69.10 58.91%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #521: 2-Butyn-1-ol
69.0
5000
4.60 4.80 5.00 5.20
27,(ﬂ m/z 43.05 32.17%
“h \H‘h ‘\M\
‘ T

L T ‘ L ‘ L ’ L ‘ L ‘ L ‘ T T 1T ’ T
m/z--> 0 50 100
Abundance

150 200 250 300 350 400

#522: 2-Butyn-1-ol
69.0

3

4.60 4.80 5.00 5.20

5000 m/z 39.05 27.20%
27.

o
miz—> 0 50 100 150 200 250 300 350 400

Abundance #475: Isoxazole
69.0 4.60 4.80 5.00 5.20

m/z 71.00 14.95%

-

5000

m/z-->

0

14\% ]

50

100 150 200 250 300 350 400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46763.D

Acqg On : 3 Oct 2020 9:08
Operator : CG/JU

Sample : L4150-09

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.150 2.05 ng/ul 44389 1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 43

2 Cyclobutanone, 3-ethyl- 98 C6H100 056335-73-0 43

3 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 38

4 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 38

5 Pentane, 2-chloro- 106 C5H11C1 000625-29-6 38

Abundance Scan 479 (6.154 min): BG046763.D\data.ms (-469) (-) m/z 43.05 100.00%

43.0 70.1
5000
96.1 206.¢ 5.80 6.00 6.20 6.40
S A w/z 76.10 95.71%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #567: 2-Butene, 2-methyl-
553.0
5000
5.80 6.00 6.20 6.40
29.0 m/z 41.1@ 77.57%
T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3206: Cyclobutanone, 3-ethyl-
41.0
20.0 5.80 6.00 6.20 6.40
5000 ' ITI/Z 42.10 76.42%
98.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #569: 2-Butene, 2-methyl-
55.0 5.80 6.00 6.20 6.40
m/z 44.10 72.02%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46763.D

Acqg On : 3 Oct 2020 9:08
Operator : CG/JU

Sample : L4150-09

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 5 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.430 5.27 ng/ul 114086 1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonen-1-o0l 142 C9H180 022104-79-6 27
2 2-Decen-1-o0l 156 C10H200 022104-80-9 27
3 Cyclooctyl alcohol 128 C8H160 000696-71-9 27
4 Heptane, 2-chloro- 134 C7H15C1 001001-89-4 22
5 Cyclohexanol 100 C6H120 000108-93-0 22
Abundance Scan 1037 (9.433 min): BG046763.D\data.ms (-1031) (-) m/z 57.05 100.00%
57.0
5000
39 81.0 HHA‘HA‘MMHH%H
H gﬁ 119.9 9.20 9.40 9.60 9.80
‘J b ES e m/z 41.10 79.27%
miz--> 0 20 40 60 100 120 140 160
Abundance #19941.2-N0nen4:o|
57.0
29.0
5000
9.20 9.40 9.60 9.80
82.0 m/z 43.10 69.50%
| H\ 1‘0‘0-0 124.0142.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #28233: 2-Decen-1-ol
9.20 9.40 9.60 9.80
5000 m/z 55.10 56.52%
82.0
[ 199 13801560
e
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #12472: Cyclooctyl alcoho
57.0 9.20 9.40 9.60 9.80
m/z 56.00 50.53%
5000
82.0
29.0 ‘
110.0
b b1 1280
m/z--> 0 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46763.D

Acqg On : 3 Oct 2020 9:08
Operator : CG/JU

Sample : L4150-09

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6 Phytol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.370 2.97 ng/ul 168729  Phenanthrene-die 17.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phytol 296 C20H400 000150-86-7 64
2 Pantolactone 130 C6H1003 000599-04-2 53
3 Sulfurous acid, heptadecyl 2-pen... 390 C22H4603S 1000309-16-7 50
4 Cyclooctane, methoxy- 142 C9H180 013213-32-6 49
5 Isobutyric acid, 2,2,2-trichloro... 218 C6H9C1302 1000354-63-4 43

Abundance Scan 2729 (19 374 min): BG046763.D\data.ms (-2726) (- m/z 71.05 100.00%

71.0
5000
123.1 [ AT
19.00 19.50
— ‘15501960?390 ‘?Qﬂp“ m/z 43.10 35.19%
miz--> 100 150 200 250 300
Abundance #141395: Phytol
71.0
5000 T ——
19.00 19.50
1230 m/z 55.10  33.93%
39 ‘“\ ‘Hw Iy h . le60 2780
miz--> 100 150 200 250 300
Abundance #13225: Pantolactone
71.0
— —
19.00 19.50
5000 m/z 41.10 31.71%
mfz--> 100 150 200 250 300
Abundance  #207559: Sulfurous acid, heptadecyl 2-pentyl ester - —
71.0 19.00 19.50
m/z 69.05 29.23%
5000
b9 0 H 239.0
ku\u\\h 1850 1970 T MR T
mlz--> 100 150 200 250 300 19.00 19.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG100220\

Data File : BGR46763.D

Acqg On : 3
Operator : CG
Sample : L4
Misc :

ALS vial : 31

Quant Method
Quant Title

TIC Library

Oct 2020 9:08
/3U
150-09

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
: SVOA CALIBRATION

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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.390 6.16 ng/ul 503134  Chrysene-di12 21.753
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 92
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91

5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3072 (21.389 min): BG046763.D\data.ms (-3068) (-  m/z 55.10 100.00%
[ =g = 1

:

5000
‘ ’ 1%50 21100 2150
1927 2809 35438 . ' : 0
,Hu‘“M!J‘ww‘u-‘qu_m_m,w,wwfﬁ?"} m/z 57.10  95.72%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151538: 1-Docosene
54.0
5000 o

1
21.00 21.50

111.0 m/z 43.10 94.58%

1 I‘ | ‘\ | 168.0 308.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)-

T [ —
! —-
=)

—
21.00 21.50

5000 m/z 69.10 74.54%

1 ] ﬁ f}lolsz.o 280.0

L . ‘
AR R e e e ]

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance #174181: Cyclodocosane, ethyl- — —
57.0 21.00 21.50
m/z 83.05 68.05%
5000
1%5-0 307.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Data
Data

Path :
File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\

BGO46763.D
3 Oct 2020 9:08
: CG/JU
L4150-09
: 31 Sample Multiplier: 1

TIC Library
TIC Integration Parameters: LSCINT.P

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
: SVOA CALIBRATION

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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24.130 4.66 ng/ul 255212  Perylene-di12 25.020
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87

2 Heptadecane 240 C17H36 000629-78-7 87
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 87
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
5 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 86

Abundance Scan 3538 (24.127 min): BG046763.D\data.ms (-3533) (- m/z 57.10 100.00%
57.1

5000

%

24.00 24.50

3.1
183.1
‘ ddﬂ L 239.0 295.1 355.8 415.0465. 76.93%

Orrriph “‘_““‘H“ R e T R A m/z 43.10

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 e -
24.00 24.50
m/z 71.10 69.10%

3.0
LA J‘ Loy 183.0 239.0 296.0

\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94346: Heptadecane

57.0

%

24.00 24.50
5000 m/z 85.10 55.85%

13.
LT pse0_ 2000

m/z--> 0 50 100 150 200 250 300 350 400 450

%

Abundance #152416: Tridecane, 1-iodo-
57.0 24.00 24.50
m/z 55.10 28.26%
B NMwWWwMWW/w\WWWWWVWM
1830
130
m/z--> 0 50 100 150 200 250 300 350 400 450 24.00 24.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\

Data File : BG
Acqg On : 3
Operator : CG
Sample : L4
Misc :

ALS vial : 31

Quant Method
Quant Title

TIC Library

Library Search Compound Report

046763.D

Oct 2020 9:08
/3U

150-09

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
: SVOA CALIBRATION

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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
26.270 16.10 ng/ul 882340 Perylene-di2 25.020
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 93
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Hexatriacontane 507 C36H74 000630-06-8 90

Abundance Scan 3903 (26.272 min): BG046763.D\data.ms (-3897) (- m/z 57.10 100.00%
57.1

5000 AWMNNMWJ/\/«\MwwWNW
= —
‘ } 1‘131 1691 2380 26.00 26.50
AL L 309 L 2380 207.9 3640 4289 .., 7110 60.52%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
5000 Py S
26.00 26.50
m/z 43.10 58.64%
155.0
\\\\“‘\hl\‘\‘\q}’ﬁl\q\\“l\\\\‘2\2\5\)\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83025: Hexadecane
57.0
= —
26.00 26.50
5000 m/z 85.10 38.95%
‘\ \ |15 1650 2260
— A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94345: Heptadecane T —
57.0 26.00 26.50
m/z 55.05 29.58%
h mwmeMwMN/\/\RWJNw¢W
LR as0 200 el o
m/z--> 50 100 150 200 250 300 350 400 450 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46763.D

Acqg On : 3 Oct 2020 9:08
Operator : CG/JU

Sample : L4150-09

Misc :

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Toluene 4.290 2.3 ng/ul 49398 1 8.111 433320 20.0
(DEL) Alkane: S... 4.500 2.9 ng/ul 62831 1 8.111 433320 20.0
unknown-01 4.910 2.1 ng/ul 44985 1 8.111 433320 20.0
(DEL) Alkane: S... 6.150 2.0 ng/ul 44389 1 8.111 433320 20.0
unknown-02 9.430 5.3 ng/ul 114086 1 8.111 433320 20.0
Phytol 19.370 3.0 ng/ul 168729 4 17.476 1134860 20.0
(DEL) Alkane: S... 21.390 6.2 ng/ul 503134 5 21.753 1633910 20.0
(DEL) Alkane: S... 24.130 4.7 ng/ul 255212 6 25.020 1096300 20.0
(DEL) Alkane: S... 26.270 16.1 ng/ul 882340 6 25.020 1096300 20.0
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