LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS Vvial : 21  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: BGO46753.D

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

# min  scan scan scan TY height area % max. total
1 3.528 29 32 40 rvB3 15789 25289 0.45% 0.050%
2 4.174 138 142 146 rBv4 12711 19913 0.35% 0.039%
3 4.497 193 197 203 rVB4 19485 28337 ©0.50% 0.056%
4 4.586 207 212 217 rBvV4 14783 26730  0.47% 0.053%
5 4.644 217 222 229 rVB5 13849 21952 ©.39% 0.043%
6 5.208 311 318 327 rVB6 8424 20119 0.36% 0.040%
7 5.590 378 383 388 rBV2 42600 64370 1.14% 0.127%
8 6.801 584 589 595 rBv2 33535 53690 ©.95% 0.106%
9 7.071 627 635 640 rBV5 18126 40506 0.72% 0.080%
106 7.200 649 657 661 rBV2 38506 65676 1.17% ©.129%
11 7.253 661 666 677 rVB 315107 547131 9.72% 1.077%
12 7.429 690 696 706 rVB 209198 354346 6.30% 0.698%
13 7.641 724 732 740 rBV 291950 483584 8.59% 0.952%
14 8.111 805 812 819 rBV 293399 515926 9.17% 1.016%
15 8.645 895 903 908 rBV6 11755 28728 ©.51% 0.057%
16 8.704 908 913 918 rVB5 13827 20115 0.36% 0.040%
17 8.804 923 930 943 rBV 388498 689813 12.25% 1.358%
18 8.933 948 952 956 rVB 14634 20836 ©0.37% 0.041%
19 9.268 1002 1009 1018 rBvV 273381 487962 8.67% 0.961%
20 9.433 1031 1037 1045 rVB2 32492 54677 0.97% 0.108%
21 9.997 1125 1133 1139 rVWW 232950 425810 7.56% ©.838%
22 10.320 1182 1188 1192 rVVe6 13213 25581 0.45% 0.050%
23 10.426 1200 1206 1213 rVV2 93176 151917 2.70% 0.299%
24 10.531 1216 1224 1233 rBV2 397310 693431 12.32% 1.365%
25 10.925 1282 1291 1297 rBV 405015 733963 13.04%  1.445%
26 11.049 1304 1312 1321 rVB 165343 302326 5.37% 0.595%
27 11.566 1393 1400 1407 rVB6 15888 32030 0.57% 0.063%
28 11.689 1417 1421 1429 rVB4 22139 33924 0.60% 0.067%
29 11.853 1444 1449 1453 rBV5 15792 22243 0.40% 0.044%
30 12.423 1541 1546 1556 rBV9 11687 33271 0.59% 0.066%
31 12.641 1576 1583 1587 rVB5 10930 20759 0.37% 0.041%
32 13.105 1658 1662 1667 rVB4 14424 19820 0.35% 0.039%
33 13.187 1670 1676 1679 rBV5 20979 34043 0.60% 0.067%
34 13.352 1698 1704 1705 rBV5 14380 23842 0.42% 0.047%
35 13.598 1742 1746 1749 rVWW3 17175 27999 0.50% 0.055%
36 13.634 1749 1752 1758 rVB5 21187 41866 0.74% 0.082%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS Vvial : 21  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 14.133 1827 1837 1842 rBV 756455 1068261 18.98%  2.104%
38 14.180 1842 1845 1850 rVB 90101 114733 2.04%  ©.226%
39 14.368 1873 1877 1880 rBV2 15826 22663 0.40%  0.045%
40 14.427 1880 1887 1895 rVB 761397 1166359 20.72%  2.297%
41 14.591 1911 1915 1918 rBV2 33225 45874 0.81% 0.090%
42 14.732 1931 1939 1947 rVV 686400 1100491 19.55% 2.167%
43 14.903 1961 1968 1975 rBV 387306 589527 10.47% 1.161%
44 15.132 2003 2007 2014 rBV2 40196 60487 1.07% ©.119%
45 15.390 2041 2051 2054 rBV7 12419 27841 0.49%  0.055%
46 15.537 2070 2076 2081 rBV6 13078 22706  0.40%  0.045%
47 15.725 2101 2108 2115 rBV 1014005 1519185 26.99%  2.991%
48 15.825 2119 2125 2140 rVB 303584 453519 8.06% ©.893%
49 16.284 2200 2203 2209 rVB3 38366 52840 0.94% 0.104%
50 16.436 2226 2229 2233 rBV 28712 33578 ©0.60% ©0.066%
51 16.795 2286 2290 2294 rBV5 26774 38986 ©.69% 0.077%
52 16.859 2297 2301 2309 rVB7 29774 46429 0.82% 0.091%
53 17.224 2359 2363 2372 rVV9 24005 54965 0.98% ©0.108%
54 17.359 2382 2386 2390 rVwv2 51062 69140 1.23% 0.136%
55 17.423 2394 2397 2400 rVv4 17301 22133 0.39% 0.044%
56 17.476 2400 2406 2412 rVV 906555 1372887 24.39% 2.703%
57 17.576 2416 2423 2430 rVV 1053951 1692698 30.07%  3.333%
58 17.852 2466 2470 2474 rBV6 16633 31663 0.56% 0.062%
59 18.099 2508 2512 2515 rBV6 19346 23202 0.41% 0.046%
60 18.246 2530 2537 2542 rBV2 118588 183025 3.25% ©.360%
61 18.305 2542 2547 2552 rBV2 207980 292619 5.20% ©.576%
62 18.363 2552 2557 2567 rBV 875729 1237596 21.99%  2.437%
63 18.663 2603 2608 2610 rBV5 23746 35341 0.63% 0.070%
64 18.787 2625 2629 2632 rBV5 23939 28142 ©.50% 0.055%
65 18.834 2632 2637 2638 rBV5 16291 19898 ©.35% ©.039%
66 19.221 2699 2703 2705 rBVS5 28145 38791 0.69% 0.076%
67 19.374 2725 2729 2734 rVB4 53437 89900 1.60% ©.177%
68 19.486 2744 2748 2749 rBV 118256 137486 2.44%  0.271%
69 19.509 2749 2752 2760 rVB2 326809 510538 9.07% 1.005%
70 19.627 2768 2772 2781 rBV2 259634 366167 6.51% 0.721%
71 19.785 2797 2799 2802 rVB3 31127 25634 0.46% 0.050%
72 19.856 2805 2811 2820 rVB 1336719 1913644 34.00% 3.768%
73 20.297 2882 2886 2889 rBV6 23488 35022 0.62% 0.069%
74 20.355 2892 2896 2899 rBV5 64938 95662 1.70% ©.188%
75 20.391 2899 2902 2908 rVB2 47742 67957 1.21% ©.134%

76 20.702 2951 2955 2961 rBV9S 51096 115418 2.05% 0.227%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS Vvial : 21  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 20.825 2973 2976 2980 rBV2 31444 42614 0.76% 0.084%
78 20.884 2984 2986 2990 rVB4 68210 73923 1.31% ©.146%
79 21.395 3064 3073 3082 rBvV2 730631 1399969 24.87%  2.757%
80 21.748 3127 3133 3146 rVB 945141 1653581 29.38%  3.256%
81 21.965 3166 3170 3178 rVB2 79956 127998 2.27% ©.252%
82 22.600 3262 3278 3304 rVB3 1331186 5628839 100.00% 11.084%
83 23.299 3393 3397 3401 rBV3 61101 93422 1.66% 0.184%
84 23.651 3450 3457 3464 rVB 832406 1644062 29.21%  3.237%
85 24.127 3532 3538 3542 rBV 448973 982150 17.45% 1.934%
86 24.186 3542 3548 3570 rVB 1867569 4568252 81.16%  8.995%
87 24.550 3607 3610 3611 rBV3 23178 26336 0.47% 0.052%
88 24.797 3642 3652 3662 rBV 637714 1754618 31.17%  3.455%
89 25.026 3681 3691 3699 rBV2 496846 1473682 26.18%  2.902%
90 25.103 3700 3704 3713 rVB2 107476 226125 4.02%  0.445%
91 25.631 3786 3794 3802 rVB4 195473 548837 9.75% 1.081%
92 26.284 3893 3905 3914 rBV2 633357 1950653 34.65%  3.841%
93 26.395 3915 3924 3942 rVB3 311661 1067663 18.97%  2.102%
94 27.306 4070 4079 4091 rBV3 107745 404503 7.19%  0.797%
95 28.487 4269 4280 4293 rVB5 97506 361510 6.42% ©.712%
96 29.374 4417 4431 4446 rBV4 446953 2095818 37.23% 4.127%
97 29.597 4457 4469 4479 rBV5 129576 600237 10.66% 1.182%

98 30.520 4610 4626 4641 rBV7 469721 2416915 42.94%  4.759%
99 31.078 4711 4721 4733 rVB1e 83650 374216 6.65% 0.737%
100 31.718 4824 4830 4843 rVB6 72403 252465 4.49%  0.497%

Sum of corrected areas: 50783920
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: CG/JU

LSC Report - Integrated Chromatogram
Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
BGO46753.D
3 Oct 2020 2:26

L4151-01

: 21 Sample Multiplier: 1

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

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG046753.D
1500000
1000000
500000 253 8.804 10.5310.925
. 7.641 8.111 9.268
742 9'997104 o 11049
3528 41744586 5.2082-590 6.801.8 Ojk 33 9.433 Klo.s'g A 10.568853 12.4234113.
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 900 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG046753.D
1500000 19.856 22.600
15.725
1000000
14.138.427
14.732
500000 4.903
.825
1418 1 20,38 G
| . ‘ N
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: BG046753.D
24.186
1500000
1000000 23.651
500000

0

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 : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 (DEL) Alkane: Cyclic5.59 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
5.590 2.50 ng/ul 64370 1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, propyl- 84 C6H12 002415-72-7 78
2 1-Hexanol 102 C6H140 000111-27-3 78
3 2H-Pyran-2-one, tetrahydro-5,6-d... 128 C7H1202 024405-16-1 72
4 Hexyl chloroformate 164 C7H13Cl02 006092-54-2 72
5 Formic acid, hexyl ester 130 C7H1402 000629-33-4 56
Abundance Scan 383 (5.590 min): BG046753.D\data.ms (-378) (-) m/z 56.10 100.00%
56.1
5000
5.0 5.40 5.60 5,60 6.00
170.5 282.6 441. .
\\\\\‘h‘\‘\‘\“\‘\\\\‘\\‘\\‘\\\\‘\\\‘\‘\\\\‘\\\\’\\\\“' m/Z 43.05 57.76%
mlz--> 50 100 150 200 250 300 350 400
Abundance #1490: Cyclopropane, propyl-
56.0
5000
5.20 5.40 5.60 5.80 6.00
m/z 55.85 54.27%
\\“\ “\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #4414: 1-Hexano
56.0
5.20 5.40 5.60 5.80 6.00
5000 m/z 41.10 43.30%
‘,
miz--> 50 100 150 200 250 300 350 400
Abundance #12338: 2H-Pyran-2-one, tetrahydro-5,6-dimethyl-, trans-
56.0 5.20 5.40 5.60 5.80 6.00
m/z 42.10 41.96%
5000
1| 1280
— e
m/z--> 50 100 150 200 250 300 350 400 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 Tricyclo[2.2.1.0(2,6)]hepta... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.800 2.08 ng/ul 53690 1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 90
2 Tricyclo[2.2.1.8(2,6)]heptane, 1... 136 C1@H16 000488-97-1 83
3 .alpha.-Pinene 136 C10H16 000080-56-8 83

4 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 83
5 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 80

Abundance Scan 589 (6.801 min): BG046753.D\data.ms (-584) (-) m/z 93.10 100.00%

3.1
5000
Pt
39]'1 ‘ | 200 c1o 640660680 7.00 7.20
e e m/z 91.00  42.56%

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

Abundance #15875: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl-
93.0

5000
6.40 6.60 6.80 7.00 7.20

39.0 m/z 77.00 33.79%
ﬂl LA, H\

||

AL AL L L L L B I B L B

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15876: Tricyclo[2.2.1.0(2,6)]heptane, 1,3,3-trimethyl-

93.0
SRS B Y . 1
6.40 6.60 6.80 7.00 7.20
5000 m/z 92.10 29.89%
39.0
Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15705: .alpha.-Pinene R e
93.0 6.40 6.60 6.80 7.00 7.20
m/z 79.10 25.59%
5000
39.0 \
‘HJM} ‘h\‘\lw‘\‘\H\‘\\\\‘\H\‘\\H‘\H\‘\\H‘H\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 3 1-Heptanol Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
7.200 2.55 ng/ul 65676 1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol 116 C7H160 000111-70-6 86
2 1-Heptanol 116 C7H160 000111-70-6 83
3 1-Heptanol 116 C7H160 000111-70-6 83
4 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 78
5 1-Octene 112 C8H16 000111-66-0 72
Abundance Scan 657 (7.200 min): BG046753.D\data.ms (-649) (-) m/z 70.10 100.00%
70.1
5000 /\A
ey e e e
463 6.80 7.00 7.20 7.40 7.60
‘\\\‘i“\ \‘\h“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\-‘ m/Z 55.10 93.01%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8318: 1-Heptanol
56.(
5000
6.80 7.00 7.20 7.40 7.60
m/z 56.10 91.22%
‘\“\1‘JWH\‘\JEJ\.G\.\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8311: 1-Heptanol
70.0

6.80 7.00 7.20 7.40 7.60
5000 m/z 43.10 90.94%

lslmj‘ L

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

=

Abundance #8324: 1-Heptanol
70.0 6.80 7.00 7.20 7.40 7.60
m/z 41.10 85.92%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 25
R.T. EstConc Area Relative to ISTD R.T.
9.430 2.12 ng/ul 54677 1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Heptene 98 C7H14 000592-78-9 38

2 Nonanal 142 C9H180 000124-19-6 38

3 3-Heptene, (E)- 98 C7H14 014686-14-7 30

4 (Z)-2-Heptene 98 C7H14 006443-92-1 30

5 3-Heptene, (E)- 98 C7H14 014686-14-7 30

Abundance Scan 1037 (9.433 min): BG046753.D\data.ms (-1031) (-) m/z 57.05 100.00%

57.0
5000
81.0

M‘ mogo 1901 9.20 9.40 9.60 9.80
\‘\“\‘\\‘\“\\\'\‘\\\\‘\\\\‘\\\\‘\\\\‘.\\ mz 4395 7386/

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3299: 3-Heptene
41.0
69.0 MMM\W

5000 e e M
9.20 9.40 9.60 9.80

98.0 m/z 41.10  69.92%

\].\‘5‘\.?\‘}‘\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19920: Nonanal
41.0

920940960980

98.0
}24'0
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3312: 3-Heptene, (E)-
41.0 9.20 9.40 9.60 9.80

m/z 55.10  44.15%

69.0
5000
98.0
15.0 h 1 \‘ , ‘
LB

m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 1-Nonanol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.430 4.14 ng/ul 151917 Naphthalene-d8 10.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonanol 144 C9H200 000143-08-8 86
2 1-Heptene 98 C7H14 000592-76-7 80
3 Cyclopropane, 1-hexyl-2-propyl-,... 168 C12H24 074630-58-3 78
4 1-Heptene 98 C7H14 000592-76-7 72
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 72
Abundance Scan 1206 (10.426 min): BG046753.D\data.ms (-1200) (-  m/z 55.05 100.00%
55.0
5000
‘ 5.0 165.9 1 452 1050
Al 'sw,H","","H_“?“9‘?‘_‘”_”“;' m/z 56.05 94.76%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #21106: 1-Nonano
56.0
5000 J\M\ I — 7 /\
10.50
m/z 41.10  72.37%
\\H‘"‘ !]1260”
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #3297: 1-Heptene
41.0
= e
10.50
5000 m/z 43.10 68.76%
‘ 98.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #36865: Cyclopropane, 1-hexyl-2-propyl-, cis- —
55.0 10.50
m/z 69.05 62.58%
5000
Lo ssso I
"","H,"",‘H‘,‘““H“““‘_“““‘w‘ onl g

m/z--> 0 50 100 150 200 250 300 350 400 450 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 Oleyl alcohol, trifluoroace... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

18.256  2.67 ng/ul 183625 Phenanthrene-die 17.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual

leyl alcohol, trifluoroacetate 364 C20H35F302 1000352-68-4 58
4-Cyclopropanecarbonyl-[1,4]dia... 236 C13H20N202 1000302-81-6 46
,1'-Bicyclohexyl, 2-ethyl-, cis- 194 C14H26 050991-12-3 45
,1'-Bicyclohexyl, 2-propyl-, tr... 208 C15H28 054934-89-3 43
xacyclotetradecane-2,11-dione, ... 240 C14H2403 074685-36-2 43

uuih wnNnR
OR Rr~O

Abundance Scan 2537 (18.246 min): BG046753.D\data.ms (-2530) (-  m/z 55.10 100.00%

253 . .
5000
e P
Il 1509 194.1 2% Lo o a0, 1800 1850
—Ll " m/z 69.85 76.68%
mlz--> 50 100 150 200 250 300 350
Abundance #193100: Oleyl alcohol, trifluoroacetate
58.0
7.0
5000 . -
18.00 18.50
m/z 41.05 68.56%
15.0 1] \ |70 01790 237.0 28003210 %
m/z--> 50 100 150 200 250 300 350
Abundance #90509: (4-Cyclopropanecarbonyl-[1,4]diazepan-1-yl)(cyc
69.0
P P
236.0 18.00 18.50
5000 m/z 83.05 46.71%
1670
H 12.0
mlz--> 50 100 150 200 250 300 350
Abundance #56500: 1,1'-Bicyclohexyl, 2-ethyl-, cis- e s
69.0 111.0 18.00 18.50
m/z 43.10 41.54%
5000
‘ 194.0
T I I X — Y V.
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 7 Oxacyclohexadecan-2-one Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

18.300 4.26 ng/ul 292619  Phenanthrene-die 17.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxacyclohexadecan-2-one 240 C15H2802 000106-02-5 91
2 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 91
3 9-octadecanoic acid, 2,2,3,3,4,4... 464 C22H35F702 1000376-61-4 90
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 90
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 90

Abundance Scan 2547 (18.305 min): BG046753.D\data.ms (-2542) (- m/z 55.10 100.00%

125 . .
5000
&L 00 1800 1850
1791 236.1 - -
MWH ‘l‘h““h"ww‘_HM_HWHH‘?‘???HH_H m/z 69.10  50.35%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94124: Oxacyclohexadecan-2-one
558.0
5000 e e
18.00 18.50
’ 2400 m/z 41.10  49.41%
\\‘\‘ m}‘\h'}\lllJf}
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #105678: cis-9-Hexadecenoic acid
55.0
—— —
18.00 18.50
5000 ITI/Z 83.05 30.60%
' 236.0
T ‘d‘ U“ Il l‘ 1650
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #229917: 9-octadecanoic acid, 2,2,3,3,4,4,4-heptafluorob e s
55.0 18.00 18.50
m/z 97.05 27.09%
5000
11.0
‘ “ ‘ 265.0
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 8 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.360 18.03 ng/ul 1237600  Phenanthrene-d10 17.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2557 (18.363 min): BG046753.D\data.ms (-2552) (-  m/z 73.00 100.00%

43.1 73.0
5000 128.9
' 213.0
— ==
‘ | ‘17 0‘ 25‘6-1 . 1800 18.50
—F el L Lo L2850 sz 43.10 92.99%
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
6Q.0
5000 129.0 T 1
18.00 18.50
97.0 1710 2130 2560 m/z 59.95  89.30%
— ‘M‘H‘H U!‘ Al ‘\ Hh”\ ‘H‘\ ul r ‘ ‘ . \‘ “‘r\‘ . “\‘ N
m/z--> 50 100 50 200 250
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
— =
18.00 18.50
5000 256.0 m/Z 55.10 77 .97%
129.0
213.0
T
“‘ H‘M HM H‘ M‘H \H‘\ il ‘ ‘ “m‘ I M
m/z--> 50 100 150 200 250
Abundance #72643: Tridecanoic acid == — T
43.0 73.0 18.00 18.50
m/z 41.10 71.36%
5000 129.0
171.0
L ] e
‘L‘ H‘H‘d \\U“H“‘uh“‘\ b ‘\ ‘\“ I “‘ ‘ “‘ — o s
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 9 9,12-Octadecadienoic acid (... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
19.490 2.00 ng/ul 137486  Phenanthrene-die 17.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 94
2 9,17-Octadecadienal, (Z)- 264 C18H320 056554-35-9 78
3 7-Tetradecyne 194 C14H26 035216-11-6 72
4 7-Tetradecyne 194 C14H26 035216-11-6 72
5 4,5-Nonadiene, 2-methyl- 138 C10H18 055956-32-6 68

Abundance Scan 2748 (19.486 min): BG046753.D\data.ms (-2744) (- m/z 67.10 100.00%
67.1

5000 212.0 Mju\)\m
09.1
——
19.50
— ‘J“ ,W“ \*5,1 l TR R 2890‘ e ?’9?'5 m/z 81.10 80.92%
mlz--> 50 100 150 200 250 300 350 400
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 R
19.50
09.0 m/z 55.10  55.03%
280.0
stwd\ ‘\“"‘H‘UHLM \Hh‘\%?‘ﬂ-\ow :!-9\6‘\0\2:\3\8‘0\ T r‘ L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #114272: 9,17-Octadecadienal, (2)-
67.0
—
19.50
5000 m/Z 41.10 51.33%
09.0
264.0
Lo zong 00
m/z--> 50 100 150 200 250 300 350 400
Abundance #56466: 7-Tetradecyne —
67.0 19.50
m/z 212.00 50.82%
5000
09.0
EERUTY PN i —
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 10 cis-Vaccenic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.510 7.44 ng/ul 510538 Phenanthrene-d10 17.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 86
2 Erucic acid 338 C22H4202 000112-86-7 62
3 Behenic alcohol 326 C22H460 000661-19-8 52
4 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 52
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 52

Abundance Scan 2752 (19.509 min): BG046753.D\data.ms (-2749) (- m/z 55.10 100.00%
55.1

5000

%

19.50
m/z 41.10 68.98%

m/z--> 50 100 150 200 250 300 350
Abundance #129339: cis-Vaccenic acid

()]
13:1
o

5000 7.0 ‘19\50

m/z 69.18  65.09%
37.0 180.0 222.0 %0

H\“\h]m
m/z--> 50 100 150 200 250 300 350
Abundance #175491: Erucic acid

=
(&
a1
o
o

19.50
5000 ITI/Z 83.10 56.07%
3200
| “Hm L133901790 2350278097
m/z--> 50 100 150 200 250 300 350
Abundance #166291: Behenic alcohol T I
43.0 19.50
m/z 43.10 51.22%
- I MMMK
25.0
UL moznozon w0 !
mlz--> 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 11 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.630 4.43 ng/ul 366167 Chrysene-di12 21.748
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 97
3 Octadecanoic acid 284 C18H3602 000057-11-4 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93

Abundance Scan 2772 (19.627 min): BG046753.D\data.ms (-2768) (- m/z 57.10 100.00%
571

-

5000 1290
1851 2411
— —
28‘4'1 19.50 20.00
”MW%Wyw¢wu‘yNHhJ‘M‘““\\géﬁJ m/z 43.10 98.26%
m/z--> 50 100 150 200 250 300
Abundance #131262: Octadecanoic acid
73.0
129.0
5000{ 28.0 284.0 - —
185.0 2410 19.50 20.00
m/z 73.00 97.76%
m}‘““\““‘l ”\“ T by \L o " Tl \“\ \‘ “\ T \‘\ (R
m/z--> 50 100 150 200 250 300
Abundance #131260: Octadecanoic acid
4

3.0
o T
19.50 20.00
5000 m/z 60.00 94.65%
129.0
3.0 284.0
185.0 241.0
\ uh\L 1 - ‘ R ‘ | I
—— A S B R
50

o

miz--> 100 150 200 250 300
Abundance #131259: Octadecanoic acid Pl Py
43.0 19.50 20.00
m/z 55.10 90.81%

5000
129.0
3.0 284.0
‘ 185.0 2410

m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 12 (DEL) Alkane: Cyclic21.40 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.400 16.93 ng/ul 1399970 Chrysene-d12 21.748
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 95
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 3073 (21.395 min): BG046753.D\data.ms (-3064) (- m/z 57.10 100.00%
57.1

5000
111

-

21.00 21.50
540  239.0285.0
A H b Hwm‘uHu_m,m??“s?”_H m/z 43.10  91.46%

m/z--> 50 100 150 200 250 300 350 400
Abundance #174179: Cyclotetracosane
43.Q
7.0

5000 o —r
21.00 21.50
m/z 55.05 90.70%
L‘\ | H h ‘L 1100, 196.0 250029303359
\\‘\\ T \\\\\\\\‘\\ ’\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
= T
21.00 21.50
m/z 69.10 71.52%
5000 11.0
LU 2200000 oy
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecyl ester - —
43.0 21.00 21.50

m/z 83.10 70.66%

7.0
5000
M ‘ ‘ H \“\ ‘w ‘h 153 0196 0 L

m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Data Path :
Data File

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

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

. BGO46753.D

3

Oct 2020 2:26

: CG/JU
L4151-01

021

TIC Library

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 13 4-n-Hexylthiane, S,S-dioxide Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
22.600 68.08 ng/ul 5628840 Chrysene-d12 21.748
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 64
2 n-Tetracosanol-1 354 C24H500 000506-51-4 60
3 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 58
4 Behenic alcohol 326 C22H460 000661-19-8 55
5 1-Heptacosanol 396 C27H560 002004-39-9 53

Abundance Scan 3278 (22.600 min): BG046753.D\data.ms (-3262) (-  m/z 55.10 100.00%
55.1
5000
111.1
e o
205.0 22.50 23.00
273.1
- *”M“‘\u“‘w bbb gp 1 3409 4281 4911 0 57 16 g6.85%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #75445: 4-n-Hexylthiane, S,S-dioxide
69.0
5000 — =
22.50 23.00
m/z 69.10 82.85%
‘ 147.0
\\\\‘\ \}\‘H\‘\“J\u\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1
57.0
e Y
22.50 23.00
5000 Lo m/z 43.10  81.94%
1‘\ 1l ‘ ‘\ }\ \i ) 0222 0 308.0
e e S ey
miz--> 50 100 150 200 250 300 350 400 450
Abundance #81267 Cyclohexane 1,2-dimethyl-3-pentyl-4-propyl- = —
22.50 23.00
m/z 83.10 65.60%
5000
153.0
m/z--> 50 100 150 200 250 300 350 400 450 22.50 23.00

SOM-EPA-BGO92920MA.M Mon Oct 05 16:18:14 2020 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 14 1,19-Eicosadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.650 22.31 ng/ul 1644060 Perylene-di2 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
5 13-Octadecenal 266 C18H340 056554-90-6 91

Abundance Scan 3457 (23.651 min): BG046753.D\data.ms (-3450) (-  m/z 57.10 100.00%
oo

7.1
5000
B =
‘ m 18002361 2921 3622 | 2850 2400
ol M 1418002361 2092.1 3622  47L' 4/, 43.10  95.81%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126192: 1,19-Eicosadiene
55.0
5000 m—— e
23.50 24.00
]_‘9_0 m/z 82.05 66.86%
‘\\J\U“\‘!‘\l‘ul\“\“\%e\?.p\‘\V\Z\S]O;(\)\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117617: Oxirane, hexadecyl-
82.0
e -
23.50 24.00
5000 20. ITI/Z 55.10 66.74%
38.0
B etk L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117618: Oxirane, hexadecyl- —T B
82.0 23.50 24.00
m/z 41.10 49.43%
5000
LK 2
A es0 R
m/z--> 0 50 100 150 200 250 300 350 400 450 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26

Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

¢ 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 15

(DEL) Alkane: Straight-Chai...

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
24.130 13.33 ng/ul 982150 Perylene-di2 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3538 (24.127 min): BG046753.D\data.ms (-3532) (-  m/z 57.05 100.00%
57.0
5000 /\ jJL
2400 24.50
13.1 . .
- a“ | | J‘u]d‘ D0t 2391 2950 3548 4262 ./, 43.19  58.89%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57.0
5000 /\ T 1
24.00 24.50
m/z 71.10 57.34%
| ‘L | 1130 169.0 225.0 281.0 337.0 394.0
\1\‘ \\‘\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57.0 /\
—rh Ppy
24.00 24.50
5000 m/z 85.10 43.36%
13.
‘ “ h\ 1‘\\1‘ h‘ A \1\69 0 2250 295.0 367.0
A S e e e
miz--> 50 100 150 200 250 300 350 400 450 /\
Abundance #202662: Heptacosane Pt =
57.0 24.00 24.50
m/z 55.05 26.55%
5000 /J\\A
(14180 169.0 225.0 281.0 380.0 m
e A e e R ARR S S — ==
m/z--> 50 100 150 200 250 300 350 400 450 24.00 24.50

SOM-EPA-BGO92920MA.M Mon Oct 05 16:18:15 2020 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 16 (DEL) Alkane: Cyclic24.19 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.190 62.00 ng/ul 4568250 Perylene-di2 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 98
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Fumaric acid, 2-chloroethyl hept... 416 C23H41Cl04 1000330-62-3 91

Abundance Scan 3548 (24.186 min): BG046753.D\data.ms (-3542) (- m/z 55.10 100.00%
55.1

5000 1111

—

== N
24.00 24.50

| “\ ,168.0222.1 280.1336.2  428.1 489.
L

om\‘u‘”

‘ e P e P T T [T T T T T m/z 83.10 88.95%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #174180: Cyclotetracosane Jk
83.
5000 336.0 T T
24.00 24.50
m/z 57.10 88.09%

29. 139.0
{ 11850 2790

T \‘\\\“ i \“\ \“\‘\\ “h\m\ \“\‘“‘ 1 \“‘\“\“‘\“\‘\ T i [T T T[T T T T [TTTT]

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

Abundance #166292: Behenic alcohol

83.0

%

— s
24.00 24.50
5000 m/z 43.10 87.70%

29.
\h Il

139.0
201500200

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

%

Abundance #155046: 1-Heneicosanol e P
55.0 24.00 24.50
m/z 69.10  83.75%
5000 111.0 JL
11— AN
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\

Library Search Compound Report

Data File : BG@46753.D

Acqg On 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 2

Quant Method
Quant Title

TIC Library

1 Sample Multiplier: 1

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

: SVOA CALIBRATION

¢ 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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
25.100 3.07 ng/ul 226125  Perylene-d12 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Tetratetracontane 619 C44H99 007098-22-8 83
4 Pentadecane, 8,8-diheptyl- 408 C29H60 055268-72-9 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 3704 (25.103 min): BG046753.D\data.ms (-3700) (-  m/z 57.10 100.00%
57.1

5000

-

5.1 2500 2550
197.0267.0 37
‘HH‘u‘ej“iuwuw”uw“H“T’H‘r"f‘r’”wf‘??f’www m/z 43.10  65.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141424: Heneicosane

57.0

%

5000
25.00 25.50

m/z 71.05 65.01%

‘\\“\\‘J\H\?‘H}\hl\%?z\lc\)\\‘\\2??\(\)\\‘HH‘HH‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane

57.0

—

25.00 25.50
5000 m/z 85.10 40.98%

112791970 300.0379.0

e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

57.0 25.00 25.50

m/z 55.05 29.52%

o WMWM

/] 1 || }#7:0197.0267.0337.0407.0 491.0562.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.00 25.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 18 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.630 7.45 ng/ul 548837 Perylene-di2 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 95
2 Octadecanal 268 C18H360 000638-66-4 93
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
5 Z,Z-4,16-0Octadecadien-1-0l acetate 308 C20H3602 1000130-95-7 83

Abundance Scan 3794 (25.631 min): BG046753.D\data.ms (-3786) (- m/z 57.10 100.00%
57.1

o M//\VW\
i 2550 2600
166.0222.1 ’ :
. “w‘\““\ |Li106.02221 | 32693902 816" . 4316  g9.06%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117617: Oxirane, hexadecyl-
82.0
5000 — —
25.50 26.00
L m/z 82.05 72.29%
\\\‘ ‘\J\M\‘“l\ﬁ“\“‘\‘}‘\9\4‘.%()!‘2\‘15?\\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117605: Octadecana
43.0
= s
25.50 26.00
5000 7 o m/z 55.05 69.99%
I 0
‘[‘JW‘ }hhﬁ‘vﬂu“4“H“H“H“_“w“u“u
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129467: Oxirane, heptadecyl- T —
82.0 25.50 26.00
m/z 83.10 54.90%
5000
&0 “1 2640
m/z--> 50 100 150 200 250 300 350 400 450 500 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.280 26.47 ng/ul 1950650 Perylene-di2 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 3905 (26.284 min): BG046753.D\data.ms (-3893) (- m/z 57.10 100.00%
57.1
5000 /\/\K
2600  26.50
141.0183.2 : :
- “m A H Lt 2391 80903512 397.C p/7 71,10 63.54%
mlz--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 e P
26.00 26.50
9.0 m/z 43.10 61.78%
|10 )41 1 141:0183.0225.0267.0300.0 367.0
\\\‘\\\\’\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57.0
B —
26.00 26.50
5000 m/z 85.10 42.47%
9.0 154.0
A T roz002810
miz--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane P —
57.0 26.00 26.50
m/z 55.10 25.91%
"‘“"‘,"","“,““““““““““‘ e —
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 20 Behenic alcohol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.400 14.49 ng/ul 1067660 Perylene-di2 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 89

Abundance Scan 3924 (26.395 min): BG046753.D\data.ms (-3915) (-  m/z 57.10 100.00%
57.1

5000
111.0

%

~

2600 2650
206.9

L ‘ b Lo 2008 3408 4149 4759 ., 43,10 88.94%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcoho
83.0
5000 == — =
26.00 26.50
{ m/z 83.10 86.73%

29. 1%9.0
\h il “ “ 1‘\ | \.1960 280.0

\\\\‘\1f‘\\\f‘\\\\‘f\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1

57.0

=~

e
26.00 26.50
5000 1.0 m/z 55.10 84.62%

| 1‘\ [167.0222.0  308.0
L2220 3080

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

Abundance #210517: 1-Heptacosanol T T
26.00 26.50

m/z 97.05 79.76%

-

5000

.0
111.0

N

| 1‘\ 1167.0222.0 278.0 378.0

L i

m/z--> 0 50 100 150 200 250 300 350 400 450 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 21 17-(1,5-Dimethylhexyl)-10,1... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
27.310 5.49 ng/ul 404503  Perylene-di2 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-(1,5-Dimethylhexyl)-10,13-dim... 386 C27H460 1000210-38-4 89
2 26-Nor-5-cholesten-3.beta.-01-25... 386 C26H4202 007494-34-0 55
3 Cholesterol 386 C27H460 000057-88-5 52
4 26-Nor-5-cholesten-3.beta.-0l-25... 386 C26H4202 007494-34-0 51
5 Cholesterol 386 C27H460 000057-88-5 41

Abundance Scan 4079 (27.306 min): BG046753.D\data.ms (-4070) (-  m/z 43.10 100.00%

43.1
91.0
1451 301.1
5000 213.0
386.1
— —
432, 27.00 27.50
L m/z 55.10 85.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,¢
43.0
386.0
5000 275.0 T T
213.0 27.00 27.50
m/z 91.08  76.06%
— \h h‘ ““H ‘\‘m\\ H\‘h m \““h ‘\J‘Lu r\ — ﬁz‘ﬁ 0 ‘ : ‘ [
m/z--> 5 100 150 200 250 300 350 400
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
— —
27.00 27.50
5000 m/z 57.10 66.30%
H H 59.0 213 0 5750 386.0
_ “ m\ \‘L‘ ‘H‘\h ‘H\ \\H \\U‘H L ‘u‘\ “‘\ ‘\“ \3%§'0\ ‘ “ -
m/z--> 5 100 150 200 250 300 350 400
Abundance #205847: Cholesterol T ——
43.0 27.00 27.50
105.0 386.0 m/z 41.10 63.18%
- W
‘\“ " “ T
m/z--> 50 100 150 200 250 300 350 400 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 22 Tetradecanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
28.490 4.91 ng/ul 361510 Perylene-di12 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanal 212 C14H280 000124-25-4 93
2 Tetradecanal 212 C14H280 000124-25-4 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 7-Azabicyclo[4.1.0]heptane, 1-me... 111 C7H13N 025022-25-7 55
5 1,19-Eicosadiene 278 C20H38 014811-95-1 55

Abundance Scan 4280 (28.487 min): BG046753.D\data.ms (-4269) (- m/z 57.10 100.00%
57.

o MMM
| s
162.8208.9  280.9 .
— | l“ H\ \l ‘\ ‘“\ \\M |I\iwﬂ‘l\w\u‘\\h uwhu‘ HuhhH uu g \“ I ‘ ‘3‘:‘37‘ ‘1‘ ‘3‘9‘0‘2‘ T m/z 43.10 85.54%
mlz--> 50 100 150 200 250 300 350 400
Abundance #71299: Tetradecanal
57.0
5000 T
28.50
10.0 m/z 82.05 81.53%
\\“\“‘ \“\‘T\“h\"‘\‘1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #71297: Tetradecana
57.0
——
28.50
5000 m/z 55.05 68.91%
10.0 4680
A Tse
miz--> 50 100 150 200 250 300 350 400
Abundance #117616: Oxirane, hexadecyl- —
82.0 28.50
m/z 69.00 54.56%
- W
37.0
M i H»““1‘919”259;9”_‘H_m_m .
m/z--> 50 100 150 200 250 300 350 400 28.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
29.370 28.44 ng/ul 2095820 Perylene-di2 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 92
2 Docosane 310 C22H46 000629-97-0 91
3 Stigmasterol 412 C29H480 000083-48-7 90
4 Docosane, 7-hexyl- 394 (C28H58 055373-86-9 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 4431 (29.374 min): BG046753.D\data.ms (-4417) (- m/z 57.10 100.00%
57.1
5.0 255 0 29,00 29.50
\ M 10 | 12991 3511 412.2 .
kb ‘ HMMH mun . H ‘m | foph i PETTE i m/z 43.10 76.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57.0
5000 — ——
29.00 29.50
m/z 71.10 62.83%
\\“\ ’ “‘\“\W\“‘\“\\‘%\6\9\0\‘\\\2\5‘4.\\0\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57.0
= —
29.00 29.50
5000 m/z 55.10 60.38%
L ‘ “\ b h u‘ ‘ \I d \8\3 9 , 239 0 3190
el e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #216702: Stigmasterol — —
55.0 29.00 29.50
m/z 85.05 43.85%
5000 133.0
2550 412.0
Mg, Lpe =
oy ’\ \H\ L\\h\‘\h‘ J‘\ o L u‘\ | u A ‘L A ‘\‘ ‘ = —
m/z--> 50 100 150 200 250 300 350 400 29.00 29.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 24 Heptafluorobutyric acid, pe... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
29.600 8.15 ng/ul 600237  Perylene-d12 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 Octacosanol 410 C28H580 000557-61-9 89
5 1-Nonadecene 266 C19H38 018435-45-5 83

Abundance Scan 4469 (29.597 min): BG046753.D\data.ms (-4457) (- m/z 57.10 100.00%
57.1

5000

%

125.1

90.1 281.94, ‘ 29.50 30.00
ALk \”‘u“'ﬂMwww‘w P8 4308 B8, ss.1e 97.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester

\\\‘\\\‘\\\‘\\\\\\\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

5000 T —
29.50 30.00
125.0 m/z 43.10 87.09%
210.0
\\‘Lb[\f\f‘IW‘LW‘\\\\‘f\\\‘\\\\‘\\\\‘\\\4\()‘6\\()\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115904: 1-Nonadecene
57.0
— —
29.50 30.00
5000 m/z 83.00 82.83%
1p5.0
‘ ‘ 266.0
‘ I H\'Al‘
— —r

Abundance #186968: n-Tetracosanol-1
>10 29.50 30.00
m/z 69.10 80.01%
5000
125.0
UL | 28102360 3080

m/z--> 0 50 100 150 200 250 300 350 400 450 500 29.50 30.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 25 .gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

30.520 32.80 ng/ul 2416920 Perylene-di2 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 93
2 .beta.-Sitosterol 414 C29H500 000083-46-5 89
3 .beta.-Sitosterol 414 C29H500 000083-46-5 42
4 Ergost-7-en-3-o0l 400 C28H480 116179-22-7 38
5 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 37

Abundance Scan 4626 (30.520 min): BG046753.D\data.ms (-4610) (-  m/z 43.10 100.00%
43.1

5000 105.0 213.0

61.0 303.1

%

414 U ‘
| Lpblg L ey 05
ol 4l ‘Hw ‘ ‘M\ . m/z 55.05 55.07%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol

IS
w
o

5000 5.0 —
145.0 414. 30.50

l 2130 3030 m/z 57.10 53.67%
: ‘\“ | “‘M “M‘h \M iy \m“h‘ \““h ; u"? ‘@‘ : : ‘3‘5‘4‘ 9“\ ‘M‘ : ‘ :
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0

T
30.50

5000 m/z 105.00  45.98%

|

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol I
43.0 30.50

m/z 107.00 44.07%

213.0 414.(

=
o
a1
o

al

©

o

5000
107.0 414.(

1610 2130 4030
il 257. 354.0

m/z--> 0 50 100 150 200 250 300 350 400 30.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 26 Anthracene, 9-(2-propenyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
31.080 5.08 ng/ul 374216  Perylene-di2 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-(2-propenyl)- 218 C17H14 023707-65-5 59
2 6-Fluoro-3,4-dihydro-2H-pyrano[2... 218 C12H11FN20 122910-26-3 50
3 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 49
4 4-(p-N,N-dimethylaminophenylimin... 218 C13H18N20 1000100-07-8 49
5 4,4,6a,6b,8a,11,12,14b-Octamethy... 424 C30H480 1000194-64-2 49

Abundance Scan 4721 (31.078 min): BG046753.D\data.ms (-4711) (-  m/z 218.05 100.00%

218.1
5000
551 115.0 T I
31.00
7 285.0340.6 4242 497.
9 m/z 203.00 51.36%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #75987: Anthracene, 9-(2-propenyl)-
218.0
5000 \‘ T

31.00

m/z 55.10  25.73%
b7 101.0 165q 1
]

Lboy i M”\
\\\‘\\\\‘\\\\[\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

3

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75574: 6-Fluoro-3,4-dihydro-2H-pyrano[2,3-b]quinolin-5-
218.0
P |
31.00
5000 162.0 m/z 41.10 22.95%
39.0 94.0
b perpbppedp bt b A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75945: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dil — ‘
218.0 31.00
m/z 114.95 19.71%
5000
41.0 161.
1F5.0
milinin s
m/z--> 50 100 150 200 250 300 350 400 450 31.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BG@46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS vial : 21 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 27 4,4,9,9-Tetramethyl-4,9-dis... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
31.720 3.43 ng/ul 252465  Perylene-d12 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
14,4,9,9-Tetramethyl-4,9-disilatr... 218 C12H18Si2 1000280-67-7 59
2 1,4-Naphthoquinone, 6-ethyl-2,5-... 218 C12H1004 013378-87-5 38
3 .beta.-Amyrin 426 C30H500 000559-70-6 38
4 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 38
5 .alpha.-Amyrin 426 C30H500 000638-95-9 38
Abundance Scan 4830 (31.718 min): BG046753.D\data.ms (-4824) (-  m/z 203.10 100.00%
208.1
5000
411 95.0
e ——
155. 257.0 307.0353.1 426.: 31.50 32.00
m/z 218.05 81.36%
mlz--> 50 100 150 200 250 300 350 400
Abundance #75659: 4,4,9,9-Tetramethyl-4,9-disilatricyclo[6.2.0.0(3,6)
203.0
5000 Sl g O
31.50 32.00
m/z 219.05 29.10%
‘mmq W Loy |

T ‘ L ‘ ‘\ ‘\ 1‘ T ‘ T “‘ T ‘ T T ‘ T T ‘ LI ‘ LI
m/z--> 50 100 150 200 250 300 350 400
Abundance  #75549: 1,4-Naphthoquinone, 6-ethyl-2,5-dihydroxy-

218.0 Wf\w

31.50 32.00
5000 ITI/Z 95.00 26.84%
69‘.0 144.0 ‘
YV PPRTR I Y T b I’
B LN

m/z--> 50 100 150 200 250 300 350 400
Abundance #221181: .beta.-Amyrin 7 —
218.0 31.50 32.00

m/z 55.10 25.60%

5000

95.0
430 | 1 M0 | 2720 365.0 42P<

7 7
m/z--> 50 100 150 200 250 300 350 400 31.50 32.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46753.D

Acqg On : 3 Oct 2020 2:26
Operator : CG/JU

Sample : L4151-01

Misc :

ALS Vvial : 21  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|
(DEL) Alkane: C... 5.590 2.5 ng/ul 64370 1 8.111 515926 20.0
Tricyclo[2.2.1.... 6.800 2.1 ng/ul 53696 1 8.111 515926 20.0
1-Heptanol 7.200 2.5 ng/ul 65676 1 8.111 515926 20.0
(DEL) Alkane: S... 9.430 2.1 ng/ul 54677 1 8.111 515926 20.0
1-Nonanol 10.430 4.1 ng/ul 151917 2 10.925 733963 20.0
Oleyl alcohol, ... 18.250 2.7 ng/ul 183025 4 17.476 1372890 20.0
Oxacyclohexadec... 18.300 4.3 ng/ul 292619 4 17.476 1372890 20.0
n-Hexadecanoic ... 18.360 18.0 ng/ul 1237600 4 17.476 1372890 20.0
9,12-Octadecadi... 19.490 2.0 ng/ul 137486 4 17.476 1372890 20.0
cis-Vaccenic acid 19.510 7.4 ng/ul 510538 4 17.476 1372890 20.0
Octadecanoic acid 19.630 4.4 ng/ul 366167 5 21.748 1653580 20.0
(DEL) Alkane: C... 21.400 16.9 ng/ul 1399970 5 21.748 1653580 20.0
4-n-Hexylthiane... 22.600 68.1 ng/ul 5628840 5 21.748 1653580 20.0
1,19-Eicosadiene 23.650 22.3 ng/ul 1644060 6 25.026 1473680 20.0
(DEL) Alkane: S... 24.130 13.3 ng/ul 982150 6 25.026 1473680 20.0
(DEL) Alkane: C... 24.190 62.0 ng/ul 4568250 6 25.026 1473680 20.0
(DEL) Alkane: S... 25.100 3.1 ng/ul 226125 6 25.026 1473680 20.0
Oxirane, hexade... 25.630 7.5 ng/ul 548837 6 25.026 1473680 20.0
(DEL) Alkane: S... 26.280 26.5 ng/ul 1950650 6 25.026 1473680 20.0
Behenic alcohol 26.400 14.5 ng/ul 1067660 6 25.026 1473680 20.0
17-(1,5-Dimethy... 27.310 5.5 ng/ul 404503 6 25.026 1473680 20.0
Tetradecanal 28.490 4.9 ng/ul 361510 6 25.026 1473680 20.0
(DEL) Alkane: S... 29.370 28.4 ng/ul 2095820 6 25.026 1473680 20.0
Heptafluorobuty... 29.600 8.2 ng/ul 600237 6 25.026 1473680 20.0
.gamma.-Sitosterol 30.520 32.8 ng/ul 2416920 6 25.026 1473680 20.0
Anthracene, 9-(... 31.080 5.1 ng/ul 374216 6 25.026 1473680 20.0
4,4,9,9-Tetrame... 31.720 3.4 ng/ul 252465 6 25.026 1473680 20.0
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