LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BGO50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS Vvial : 35 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-BG102721.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50770.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.599 16 19 21 rBV 8042 10284 0.18% 0.021%
2 3.640 21 26 41 rVB 91894 155030 2.66% 0.319%
3 3.946 71 78 89 rBV2 36362 145078 2.49%  0.298%
4 4.034 89 93 107 rVB2 44592 110008 1.89% 0.226%
5 4.545 128 180 183 rBV 316379 2957296 50.72% 6.977%
6 5.479 298 339 342 rVB3 241845 1872389 32.11% 3.848%
7 6.031 384 433 436 rBV 379299 3591060 61.59% 7.380%
8 6.754 540 556 567 rBV 142901 544665 9.34% 1.119%
9 6.842 567 571 581 rVB5 11313 32909 0.56% 0.068%
106 7.395 642 665 666 rBV2 251902 1122345 19.25% @ 2.306%
11 7.547 689 691 708 rVB3 515433 584478 10.02%  1.201%
12 7.677 708 713 720 rVB 15334 27297 0.47% 0.056%
13 7.771 723 729 736 rVB 103039 179857 3.08% 0.370%
14 8.247 803 810 814 rBV 202511 468904 8.04% 0.964%
15 8.529 851 858 862 rBv4 10144 24250 0.42% 0.050%
16 8.781 896 901 907 rBV2 6506 10775 0.18% 0.022%
17 8.952 910 930 932 rBV4 346237 1372067 23.53% @ 2.820%
18 9.316 986 992 998 rVB3 7612 15316 0.26% 0.031%
19 9.416 1001 1009 1017 rBV 154774 282801 4.85% 0.581%
20 9.757 1061 1067 1069 rBV 9810 15555 0.27% 0.032%
21 9.809 1072 1076 1084 rVB4 9062 21085 0.36% 0.043%
22 9.886 1084 1089 1091 rBV5 4567 6988 0.12% 0.014%
23 10.138 1126 1132 1141 rVB 119263 216489 3.71% 0.445%
24 10.591 1163 1209 1219 rBV 799412 5830658 100.00% 11.982%
25 10.685 1219 1225 1232 rVB 156492 297346 5.10% 0.611%
26 10.832 1245 1250 1272 rVB 81823 187430 3.21% 0.385%
27 11.073 1284 1291 1301 rVB 160917 302508 5.19% 0.622%
28 11.202 1305 1313 1323 rBV 148538 284291 4.88% 0.584%
29 11.901 1422 1432 1454 rVV 283138 770340 13.21% 1.583%
30 12.271 1487 1495 1499 rVB2 8222 12897 0.22% 0.027%
31 12.359 1504 1510 1517 rBV2 18000 29838 0.51% 0.061%
32 12.565 1539 1545 1549 rVB4 4239 7186 0.12% 0.015%
33 12.636 1549 1557 1561 rBV6 4486 8263 0.14% 0.017%
34 12.747 1571 1576 1580 rVB5 4993 9308 0.16% 0.019%
35 13.258 1627 1663 1683 rBV 1226120 5564715 95.44% 11.435%
36 13.740 1740 1745 1753 rVB2 23524 39691 0.68% 0.082%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BGO50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS Vvial : 35 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-BG102721.M
Title : SVOA CALIBRATION
37 14.028 1789 1794 1801 rVB6 6324 11844 0.20% 0.024%
38 14.263 1826 1834 1846 rBV 399490 638801 10.96% 1.313%
39 14.504 1871 1875 1879 rBv2 12467 18203 0.31% 0.037%
40 14.563 1879 1885 1894 rVB 388449 643999 11.05% 1.323%
41 14.704 1902 1909 1913 rBV2 9676 15407 0.26% 0.032%
42 14.804 1918 1926 1931 rBV 63918 102063 1.75% 0.210%
43 14.868 1931 1937 1951 rVB2 277308 504144 8.65% 1.036%
44 15.056 1961 1969 1976 rBV3 35096 65555 1.12% ©.135%
45 15.215 1991 1996 1999 rBV6 4209 6494 0.11% 0.013%
46 15.297 1999 2010 2028 rBV 947351 2208613 37.88% 4.539%
47 15.632 2063 2067 2073 rVB7 4647 8505 0.15% 0.017%
48 15.855 2097 2105 2114 rVB 518669 841862 14.44% 1.730%
49 15.967 2116 2124 2135 rBV 165799 269837 4.63% 0.555%
50 16.090 2142 2145 2151 rVB5 6040 9112 0.16% 0.019%
51 16.155 2151 2156 2161 rBV5 7500 13654 0.23% 0.028%
52 16.255 2167 2173 2178 rBV6 11432 23574 0.40% 0.048%
53 16.314 2181 2183 2190 rVB2 6446 8878 0.15% 0.018%
54 16.390 2190 2196 2197 rBV5 5020 8410 0.14% 0.017%
55 16.425 2199 2202 2206 rVWV4 11060 13308 0.23% 0.027%
56 16.484 2206 2212 2219 rVB 81568 115655 1.98% 0.238%
57 16.549 2219 2223 2230 rVB 30510 41173 0.71% ©.085%
58 16.801 2260 2266 2277 rBV 121752 230723 3.96% 0.474%
59 17.001 2291 2300 2322 rBV 740594 1404432 24.09% 2.886%
60 17.418 2366 2371 2376 rVB7 8585 15600 0.27% 0.032%
61 17.471 2376 2380 2384 rBV7 5535 10207 0.18% 0.021%
62 17.518 2384 2388 2394 rVVé6 19776 31552 0.54% 0.065%
63 17.618 2398 2405 2411 rVB 324244 522353 8.96% 1.073%
64 17.712 2415 2421 2429 rBV 566106 900005 15.44%  1.849%
65 17.847 2439 2444 2447 rBV6 7290 14162 0.24% 0.029%
66 18.012 2465 2472 2482 rBV6 39983 110134 1.89% 0.226%
67 18.111 2484 2489 2495 rVB 101220 133903 2.30% 0.275%
68 18.170 2495 2499 2506 rVB4 11957 22881 0.39% 0.047%
69 18.247 2508 2512 2519 rVB 34731 49547 0.85% 0.102%
70 18.358 2521 2531 2541 rBV 230533 524171 8.99% 1.077%
71 18.511 2547 2557 2580 rBV2 2111187 4376800 75.07%  8.994%
72 19.410 2706 2710 2714 rBV2 73338 81722 1.40% 0.168%
73 19.539 2729 2732 2740 rVB3 24894 34465 0.59% 0.071%
74 19.651 2744 2751 2762 rBV 883741 1643562 28.19% 3.377%
75 19.768 2764 2771 2788 rVB 1434050 2662071 45.66% 5.470%

76 19.992 2804 2809 2817 rVB 655545 967599 16.60%  1.988%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BGO50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS Vvial : 35 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-BG102721.M
Title : SVOA CALIBRATION

77 21.543 3069 3073 3081 rVB8 25144 52970 0.91% 0.109%
78 21.919 3131 3137 3145 rVB 288957 502769 8.62% 1.033%
79 23.664 3429 3434 3443 rVB2 26538 54058 0.93% 0.111%
80 24.310 3539 3544 3545 rBV4 14910 20722 0.36% 0.043%
81 25.103 3667 3679 3692 rVB2 309929 911290 15.63% 1.873%
82 25.338 3707 3719 3732 rBv2 179398 552615 9.48% 1.136%
83 26.537 3916 3923 3931 rVB6 21172 63184 1.08% 0.130%
84 27.988 4160 4170 4178 rBV3 18034 62556 1.07% 0.129%
85 29.739 4460 4468 4470 rBvV8 10433 26058 0.45% 0.054%

Sum of corrected areas: 48662599
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG050770.D\data.ms
2000000
1500000
1000000
10.591
500000 7347
6.031 8.952
4.545 5.479 7. 8.247 ’ 11.901
6.754 : 9.416 1 6851 D782
B.64 7.771 10.138 S5
ok §®064A A 61842 511" lssmrdl o3ls owmmes) il 1223896587
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG050770.D\data.ms
18.h11
2000000
19.768
1500000
258
1000000 15.297 19.6%1
15.855
500000 14.263.563
14 868
185.
L1379&@02 4. ﬂz 856155.632] HER
= “““““““““
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: BG050770.D\data.ms
2000000
1500000
1000000
500000
25.103
5.338
23.664 24.310 A 26.537 27.988 29.739
0‘\\\\‘\\\\‘\\J\N\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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

SFAM-EPA-BG102721.M Fri Oct 29 01:36:22 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 Propanoic acid, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
3.946 6.19 ng/ul 145078 1,4-Dichlorobenzene-d4 8.241

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 80
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 78
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 78
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 64
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 64
Abundance  Scan 78 (3.946 min): BG050770.D\data.ms (-71) (-) m/z 43.00 100.00%
3.0
- e M
R e A e o
‘ 55.0 88.0 3.60 3.80 4.00 4.20
Okt Ll T njz a1.60 53.50%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2317: Propanoic acid, 2-methyl-
43.0
5000 DL BN AL R
270 3.60 3.80 4.00 4.20
730 m/z 73.00  38.20%
e | o
O\\\‘\\\\‘\\}\‘\\\{i\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2318: Propanoic acid, 2-methyl-
43.0
R e
3.60 3.80 4.00 4.20
5000 m/z 39.00 18.68%
27.0 73.0
foso | s | e
s L e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2319: Propanoic acid, 2-methyl- R RN AR
43.0 3.60 3.80 4.00 4.20
m/z 42.00 12.55%
5000
27.0 73.0
88.0
S A e OO U MO PR N0
m/z--> 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Butanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.545 126.14 ng/ul 2957300 1,4-Dichlorobenzene-d4 8.241
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 90
2 Butanoic acid 88 (C4H802 000107-92-6 83
3 Butanoic acid 88 (C4H802 000107-92-6 80
4 Butanoic acid 88 (C4H802 000107-92-6 64
5 Pentanoic acid 102 C5H1002 000109-52-4 40

Abundance Scan 180 (4.545 min): BG050770.D\data.ms (-128) (-) m/z 60.00 100.00%

60.0
5000
73.0
41.0

‘m‘ 870 4.20 4.40 4.60 4.80
et ASR L P m/z 73.00 34.87%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2273: Butanoic acid
6Q.0

5000 T
27.0 73.0 4.20 4.40 4.60 4.80

41.0 m/z 41.00 25.33%

so ol e
T ‘ L \ T ‘ T T ‘ TTT \ ‘ TTTT ‘ TTTT \ TTT ‘ T TT ‘ TTTT ‘ TTT
m/z--> 10 20 30 60 70 80 90
Abundance #2274. Butanoic acid
60.0

4.20 4.40 4.60 4.80

o

o

5000 m z 42.00 24.63%
270 410 73.0
ohrrr, 180 8.0
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2275: Butanoic acid R A BERSEREEES EEEE
60.0 4.20 4.40 4.60 4.80

m/z 44.95 20.39%

5000
73.0
27.0 41.0
180 || |llaoo, | 880

m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 Butanoic acid, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.479 79.86 ng/ul 1872390 1,4-Dichlorobenzene-d4 8.241

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 90
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 83
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 78
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 56
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 56
Abundance Scan 339 (5.479 min): BG050770.D\data.ms (-298) (-) m/z 74.00 100.00%
74.0
41.0 570
5000 ’
870 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ ‘ H ‘ ‘ 5.20 5.40 5.60 5.80
O v oo peee bl e e m/z 57.05 57.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4831: Butanoic acid, 2-methyl-
74.0
5000 57.0
5.20 5.40 5.60 5.80
41.0
87.0 m/z 41.00 49.95%
29.0 ‘
O \\\‘\\\\‘\\\‘\‘“\\\\“{‘\‘\\‘\‘\‘!\“\\\\“\“\\‘\\\\‘\\\]_\O‘l\.\o\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4829: Butanoic acid, 2-methyl-
74.0
290 o RAREMREEENS S a
410 570 5.20 5.40 5.60 5.80
5000 m/z 87.00 24.85%
87.0
0 ""‘m"‘1‘qm“‘M‘_w!w"‘u_‘u‘_H“_Hl‘??;?w
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4817 Butanoic acid, 2-methyl-  RAREA SRS e
74.0 5.20 5.40 5.60 5.80
m/z 45.00 17.90%
29.0 57.0
41.0
5000
87.0
P A A N N N PO S W A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80

SFAM-EPA-BG102721.M Fri Oct 29 ©1:36:25 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 4 Pentanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.031 153.17 ng/ul 3591060 1,4-Dichlorobenzene-d4 8.241

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 83
2 Pentanoic acid 102 C5H1002 000109-52-4 83
3 Pentanoic acid 102 C5H1002 000109-52-4 78
4 Butanoic acid 88 (C4H802 000107-92-6 78
5 Butanoic acid 88 C4H802 000107-92-6 72
Abundance Scan 433 (6.031 min): BG050770.D\data.ms (-384) (-) m/z 60.00 100.00%
60.0

.

5000 73.0
41.0 e
‘\H | 870 5.80 6.00 6.20 6.40
Oberrreerrrerreredel gl b 810 1009 0 g3 60 42.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4773: Pentanoic acid
6Q.0
5000 LB LR B I B B
73.0 5.80 6.00 6.20 6.40
210 'm0 m/z 41.60 21.78%
015.0 ‘\\\\‘\{\\‘\8\\7\.(‘)\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4772: Pentanoic acid
60.0
P T
5.80 6.00 6.20 6.40
5000 m/z 45.00 16.99%
73.0
270 41.0
ob 280 ML L BT0 1010
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4775: Pentanoic acid T

60.0 5.80 6.00 6.20 6.40
m/z 43.00 15.13%

5000
73.0

29.0 41.0

o150 | L. | 870 1010
80 M il 870 1010 SO/ EU——

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40

.
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

BGO50770.D

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\

: 28 Oct 2021 10:15

: CG/JU
: M4293-05

: 35 Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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

5 Pentanoic acid, 2-methyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
6.754  23.23 ng/ul 544665 1,4-Dichlorobenzene-d4 8.241
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentanoic acid, 2-methyl-
2 Pentanoic acid, 2-methyl-
3 Hexanoic acid, 2-methyl-
4 Butanoic acid, 2-methyl-
5 Hexanoic acid, 2-methyl-

116 C6H1202
116 C6H1202
130 C7H1402
102 C5H1002
130 C7H1402

Abundance Scan 556 (6.754 min): BG050770.D\data.ms (-540) (-)

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

o

74

43.0

.0

101.0

10 20 30 40 50 60 70

80 90 100110120130

#9217: Pentanoic acid, 2-methyl-

74

43.0

27.0 ‘
H \ \“

.0

101 0117.0

10 20 30 40 50 60 70

80 90 100110120130

#9230: Pentanoic acid, 2-methyl-

74

43.0

27.0

e )

.0

101.0

10 20 30 40 50 60 70

80 90 100110120130

#15431: Hexanoic acid, 2-methyl-

74

270 43.0
600

.0

101.0115.0 130.0

000097-61-0 90
000097-61-0 83
004536-23-6 78
000116-53-0 72
004536-23-6 72

m/z 74.00 100.00%

/L

6.40 6.60 6.80 7.00
m/z 43.05 42.35%

A

6.40 6.60 6.80 7.00
m/z 41.00 25.17%

o

6.40 6.60 6.80 7.00
m/z 73.00 20.01%

N

6.40 6.60 6.80 7.00
m/z 87.00  18.09%

L

10 20 30 40 50 60 70

80 90 100110120130
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 6 Octanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.591 385.49 ng/ul 5830660 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 97
2 Octanoic acid 144 C8H1602 000124-07-2 93
3 Octanoic acid 144 C8H1602 000124-07-2 90
4 Octanoic acid 144 C8H1602 000124-07-2 86
5 Hexanoic acid 116 C6H1202 000142-62-1 64

Abundance Scan 1209 (10.591 min): BG050770.D\data.ms (-1163) (- m/z 60.00 100.00%

6Q.0
5000 43.0
85.1 101.0 U T
T T R 2o -
L m/z 73.08  72.55%
m/z--> 20 40 60 80 100 120 140
Abundance #24056: Octanoic acid
60.0
5000 — ‘
43.0 10.50
101.0 m/z 43.00 45.89%
270 85.0 ‘
O ‘ \H\ \H\‘\ \“H‘ T \ \ T “‘H‘\ T \”‘ TT \‘\ ‘172\9\0\]]4\5\0\
m/z--> 40 60 100 120 140
Abundance #24060: Octanoic acid
60.0
T T
10.50
5000 ITI/Z 41.00 43.62%
43.0 101.0
85.0
Lo ‘\H‘ I L izposss
“ ““
m/z--> 100 120 140
Abundance #24058: Octanoic acid 1 ‘
60.0 10.50
m/z 54.95 35.94%
43.0
‘ 85.0 101.0
ST 10T I [N~ 2: P ) .
m/z--> 20 40 60 80 100 120 140 10.50

SFAM-EPA-BG102721.M Fri Oct 29 ©1:36:27 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 7 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.832 12.39 ng/ul 187430 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83

Abundance Scan 1250 (10.832 min): BG050770.D\data.ms (-1245) (- m/z 45.00 100.00%
4[:

- M
75.0 — P
10.50 11.00
101.0
M O PR = W o O e
m/z--> 20 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 — S
10.50 11.00
ZYT 750 m/z 41.00  34.38%
100.0
O T \“ \H T \““\‘\ \MH\ \‘1“\“ \“‘1‘\ T “\ T T ‘ \].\312.\0‘ T \]\-‘6:\3.\0\
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
— T
10.50 11.00
5000 m/z 75.00  21.07%
29.0
75.0
b Al il 4200 120
miz--> 20 40 60 80 100 120 140 160 M
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)- — b
57.0 10.50 11.00
m/z 43.00 14.20%
5000
29.0 75.0
| \‘ [ 170 1m0
R - ——
m/z--> 20 40 0 80 100 120 140 160 10.50 11.00

SFAM-EPA-BG102721.M Fri Oct 29 ©1:36:28 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 8 Nonanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.901 50.93 ng/ul 770340 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 91
2 Nonanoic acid 158 C9H1802 000112-05-0 90
3 Nonanoic acid 158 C9H1802 000112-05-0 86
4 Hexanoic acid 116 C6H1202 000142-62-1 59
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 59

Abundance Scan 1432 (11.901 min): BG050770.D\data.ms (-1422) (- m/z 60.00 100.00%

60.0
41.
5000 0

115.0
11. 50 12 00

87.0
S ‘W‘ wh‘w Al ‘ - ““1‘4‘1;1‘1‘5(%'9‘ m/z 73.00  88.05%

m/z--> 20 40 60 80 100 120 140 160
Abundance #35298: Nonanoic acid
6Q.0
41.0
—

o

5000
11.50 12 00
115.0 m/z 56.95 56.08%
87.0
o150 | ol e L] 1se0
m/z--> 20 40 60 80 100 120 140 160
Abundance #35299: Nonanoic acid
60.0
11.‘50 12 00
5000 41.0 m/z 41.00 51.43%
‘ 98.0 115.0
0 ‘14-‘0_\_‘\‘\‘\‘ “‘1”\”\“‘?}19"\‘\‘,_H\‘,H\w“1‘5‘8‘9‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #35296: Nonanoic acid
60.0 11. 50 12 00

m/z 55.00 42.06%

5000
41.0
‘ 98 0 115.0
oL, 180 T O 1 ‘ | 14101580

m/z--> 20 40 60 80 100 120 140 160 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 9 n-Decanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.258 220.76 ng/ul 5564720  Acenaphthene-d10 14.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 94
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 80

Abundance Scan 1663 (13.258 min): BG050770.D\data.ms (-1627) (- m/z 60.00 100.00%

60.0
41.0
5000
129.0

83.0 13,00 13.50

HWHH‘;‘:“M‘A:; “‘MH“‘]T]TO\ S A8821721 s 73 00 97.35%

m/z--> 20 40 60 80 100 120 140 160
Abundance #46966: n-Decanoic acid
73.0
129.0

5000 T
43.0 1&00 1350

m/z 41.05 59.47%

A vt 1720
O \\\‘\\\\‘\\\H\ ! \‘H \\\H“\\w\‘\\‘\\‘\\\\‘\\}\‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #46961: n-Decanoic acid

60.0

o

\ \
1300 1350
5000 41.0 m/z 43.00  50.23%
129.0
‘ 87 172.0
olasoll L I 1T 190 | a0t
m/z--> 20 40 60 80 100 120 140 160
Abundance #46962: n-Decanoic acid —— —
60.0 13.00 13.50

m/z 55.00 48.63%

41.0
5000 129.0
87.0 172.0
0 H‘ u‘\\‘ ‘ I qP L \1530 ‘ — —

m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15

Operator : CG/JU

Sample : M4293-05

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 10 2H-Pyran-2-one, tetrahydro-... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.804 4.05 ng/ul 102063  Acenaphthene-die 14.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2H-Pyran-2-one, tetrahydro-6-pen... 170 C10H1802 000705-86-2 80
2 2H-Pyran-2-one, tetrahydro-6-pro... 142 C8H1402 000698-76-0 78
3 2-Piperidinone 99 C5HONO 000675-20-7 64
4 2H-Pyran-2-one, tetrahydro-6-pen... 170 C10H1802 000705-86-2 64
5 2H-Pyran-2-one, tetrahydro-6-pen... 170 C10H1802 000705-86-2 64

Abundance Scan 1926 (14.804 min): BG050770.D\data.ms (-1918) (-  m/z 99.00 100.00%

99.0
5000 71.0 /\\ /\
— R
‘ ‘ 1521 173.7 14.50 15.00
Ol ol 1921737 76 95 56.65%
miz--> 20 80 100 120 140 160
Abundance #45133: 2H-Pyran-2-one, tetrahydro-6-pentyl-
99.0
42.0
5000 71.0 I /\\j\\*‘ '
14.50 15.00
m/z 55.00 39.28%
O m wlll ul ‘ 127 O 152 0
T \\’\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #22796: 2H-Pyran-2-one, tetrahydro-6-propyl-
99.0
— ——
14.50 15.00
m/z 42.00 39.01%
5000 40 710 /
0 I ‘H ‘ | 12401430
‘H,“‘w“‘ et e
miz--> 20 60 80 100 120 140 160
Abundance #3905: 2-Piperidinone /J? T
99.0 14.50 15.00
m/z 41.05 38.00%
5000 30.0
55.0
o 79,0, O
m/z--> 80 100 120 140 160 14.50 15.00

SFAM-EPA-BG102721.M Fri Oct 29 ©1:36:31 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 11 Dodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.297 87.62 ng/ul 2208610  Acenaphthene-die 14.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 94
2 Dodecanoic acid 200 C12H2402 000143-07-7 94
3 Dodecanoic acid 200 C12H2402 000143-07-7 91
4 Dodecanoic acid 200 C12H2402 000143-07-7 87
5 Undecanoic acid 186 C11H2202 000112-37-8 86
Abundance Scan 2010 (15.297 min): BG050770.D\data.ms (-1999) (-  m/z 72.95 100.00%
3.0
43.0
5000
129.0 157.1 1 N
IR O O A TR
Ol L L 2001 ee.ee 96.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75713: Dodecanoic acid
73.0
43.0
5000 —— —_—
129.0 15.00 15.50
157.0 200.0 m/z 43.00 64.02%
‘ 101.0 ‘
O \\\‘\‘\\\“\‘\\H!M‘\w‘\\‘Hh‘}\}”“‘\\\\‘\\‘\\‘M\\\\‘\\‘\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75717: Dodecanoic acid
73.0
e _—
43.0 15.00 15.50
5000 m/z 41.00 62.91%
129.0
1570 2000
‘ 101.0 ‘
MIELL 0 0 o I N P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75718: Dodecanoic acid " =
73.0 15.00 15.50
m/z 55.00 55.49%
5000
43.0 129.0
157.0
|0 T O O
SN || Y O U O Ot ORI
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 12 .gamma.-Dodecalactone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.484 4.43 ng/ul 115655  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Dodecalactone 198 C12H2202 002305-05-7 72
2 2(3H)-Furanone, dihydro-5-pentyl- 156 C9H1602 000104-61-0 72
3 2(3H)-Furanone, 5-hexyldihydro- 170 C10eH1802 000706-14-9 72
4 2(3H)-Furanone, 5-heptyldihydro- 184 C11H2002 000104-67-6 72
5 2(3H)-Furanone, 5-hexyldihydro- 170 C10H1802 000706-14-9 64

Abundance Scan 2212 (16.484 min): BG050770.D\data.ms (-2206) (-  m/z 84.95 100.00%

85.0
5000
41.0 U 4‘Tj
128.0 :
0 ol AT m/z 4l.00  18.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #73567: .gamma.-Dodecalactone
85.0
5000 L
290 16.50
’ 55.0 m/z 55.00 17.98%
128.0
O TTT ‘ T \‘H“ \whw T “W\ \‘}H} T \‘\‘\ ‘ T 1 T i ‘ T 1T ‘ T \%\8‘070\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33842: 2(3H)-Furanone, dihydro-5-pentyl-
85.0
P
16.50
5000 ITI/Z 43.05 12.90%
29.0 -
e 40901280 1560
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45085: 2(3H)-Furanone, 5-hexyldihydro- e
85.0 16.50
m/z 56.00 12.85%
5000
41.0 128.0
ol ol B0 2020 | 1520
m/z--> 20 40 60 80 100 120 140 160 180 16.50

SFAM-EPA-BG102721.M Fri Oct 29 ©1:36:33 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 13 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.801 8.83 ng/ul 230723  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Undecanone 170 C11H220 000927-49-1 43
2 6-Undecanone 170 C11H220 000927-49-1 38
3 3-Octanone 128 C8H160 000106-68-3 27
4 2-Acetylthiazole 127 C5H5NOS 024295-03-2 27
5 Silane, ethenyldiethylmethyl- 128 C7H16Si 018292-29-0 25

Abundance Scan 2266 (16.801 min): BG050770.D\data.ms (-2260) (-  m/z 43.05 100.00%

43.0
71.0
5000 99.0
125.0
A =
‘ ‘ ‘ ‘ 158.0 16.50 17.00
0 _H‘H‘m“ w“‘l‘u lf }MW‘H_‘M‘HMH“‘_‘H m/z 71.00 69.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45377: 6-Undecanone
43.0
71.0
99.0

5000 A =
16.50 17.00

m/z 69.00  58.93%

26, H \‘\\‘ u‘ | I L, 12\70 17(\)0
L L e I B
miz--> 20 40 60 80 100 120 140 160

Abundance #45378: 6-Undecanone

é
%

P =
16.50 17.00

5000 710 99.0 m/z 55.00 51.07%
LA
o—— ittt
m/z--> 20 40 60 80 100 120 140 160
Abundance #14277: 3-Octanone u*rJ}m .
43.0 16.50 17.00

71.0 m/z 99.00  48.35%

5000

128.0

L, ‘ | .
 —— . =

m/z--> 20 40 60 80 100 120 140 160 16.50 17.00

o
N
L O
©
©
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 14 Tetradecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.001 53.77 ng/ul 1404430  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 2300 (17.001 min): BG050770.D\data.ms (-2291) (- m/z 73.00 100.00%
73.0

43.0
5000
129.0
570 185.1 = :
' 157.1 228.2 17.00
0! m/z 60.00 79.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109280: Tetradecanoic acid
73.0
41.0
5000 129.0 228.0 s ‘
185.0 17.00
97.0 m/z 43.05 73.12%
LA =7
O \\\‘\\\\‘\\\‘\ \\\‘\‘!\\1”“\\‘“1‘\“\‘\\‘\\\\“\w\\‘\\\\H\\\\‘\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109279: Tetradecanoic acid
73.0
43.0 T ]
17.00
5000 129.0 m/z 41.00  65.81%
185.0
97.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109282: Tetradecanoic acid = i
43.0 | 73.0 17.00
m/z 55.00 63.02%
5000 129.0 228.0
185.0
97.0
18. 157.0
O, T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 15 unknown-02 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

18.012 4.22 ng/ul 110134  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosyl propyl ether 368 C25H520 1000406-28-2 38
2 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 35
3 2,4-Pentanedione, 3-(1-methyl-2-... 154 C9H1402 029149-83-5 35
4 Hexacosyl propyl ether 424 C29H600 1000406-28-4 30
5 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-49-3 27

Abundance Scan 2472 (18.012 min): BG050770.D\data.ms (-2465) (- m/z 43.00 100.00%

43.0
5000 97.0
——r—
143.0 207.0 18.00
0 e e m/z 55.00 82.17%
miz--> 50 100 150 200 250 300
Abundance #277626: Docosyl propyl ether
43.0
5000 ——
83.0 18.00
m/z 41.00 56.71%
25.0
O \“\ ‘\“" \‘ \‘M\‘H‘ T\‘H\ ‘\ 1\67\0\ \2‘1\()\0\ T ‘ LI \3‘O§\0\ T
miz--> 50 100 150 200 250 300
Abundance #74652: 6-Nitroundec-5-ene
55.0
T
18.00
5000 m/Z 96.95 41.10%
i \ H , 1430 1620
ol oy ““mw‘hH“_H‘_H‘_H‘
miz--> 50 100 150 200 250 300
Abundance  #32208: 2,4-Pentanedione, 3-(1-methyl-2-propenyl)- —ret ‘
43.0 18.00
m/z 71.00 37.84%
5000 97.0 J
154.0
0 I “\ \‘ \‘\ \\‘ i ‘ |1 /‘\J‘\

m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 16 2-Heptadecanone Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.111 5.13 ng/ul 133903  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptadecanone 254 C17H340 002922-51-2 95
2 2-Pentadecanone 226 C15H300 002345-28-0 91
3 2-Tridecanone 198 C13H260 000593-08-8 90
4 2-Hexadecanone 240 C16H320 018787-63-8 86
5 2-Tetradecanone 212 C14H280 002345-27-9 78

Abundance Scan 2489 (18.111 min): BG050770.D\data.ms (-2484) (- m/z 58.00 100.00%

58.0
5000
—= —
‘ H 0 1y 0 196.1 254.1 1800 1850
bl b 3270 1961 2581 m/z 43.00  81.37%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #141023: 2-Heptadecanone
58.0
5000 — =
18.00 18.50
m/z 59.00 54.88%
29.0 850 254.0
O TTT ‘ T \‘; \“‘\ T \‘Mi \W“} T “H}‘\ \‘l‘i T \m\‘:\l-‘z\?\.(\)‘ T \]\-fs\e\.\(\)‘ %9\‘}6‘-\()\ \2\‘25.\9“ T \‘\.‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107150: 2-Pentadecanone
58.0
podioly —
18.00 18.50
5000 ITI/Z 71.00 44 .04%
29.0
ol LU0 a0 1m0 _aaso
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73899: 2-Tridecanone ‘ TvA ‘ =
58.0 18.00 18.50
m/z 41.00 25.57%
5000
29.0
0 \‘w\ H 880 140.0 198.0
e e e et e e e e —— =
m/z--> 20 40 60 80 100120 140160 180 200 220 240 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 17 6-Undecanone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.358 20.07 ng/ul 524171  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Decanone, 2-methyl- 170 C11H220 054410-89-8 52
2 6-Undecanone 170 C11H220 000927-49-1 50
3 6-Undecanone 170 C11H220 000927-49-1 50
4 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 46
5 4-Nonanhone 142 C9H180 004485-09-0 43

Abundance Scan 2531 (18.358 min): BG050770.D\data.ms (-2521) (-  m/z 43.00 100.00%

1 710
5000 99.0
125.1 P A S
‘ ‘ 17‘1-0 061 18.00 18.50
0 il WL L 1961 2240 T s 0 go.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45403: 5-Decanone, 2-methyl-
43.0
71.0
5000 99.0 P =
18.00 18.50
m/z 71.00 78.00%
‘ “ 127.0 170.0
O‘\\\\‘}\\‘\\Hl\‘\h\\\i\\\‘\‘\‘\\\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45378: 6-Undecanone
43.0
— A
1.0 18.00 18.50
5000 ' 99.0 m/z 57.95 57.20%

by L 270 1700

-

[0 e B o
m/z--> 25 4b Gb 86 160 1&0 lAO léO 1é0 260 2&0
Abundance #45377: 6-Undecanone ! : i
43.0 18.00 18.50
710 m/z 41.00 52.53%
99.0
5000

%

[N 127.0 1700
O b At e e et e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 18 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.511 167.58 ng/ul 4376800  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72

Abundance Scan 2557 (18.511 min): BG050770.D\data.ms (-2547) (- m/z 73.00 100.00%

430 730
5000
129.0
213.2 — 1 T
| H “ ‘ %7 1185.1 ‘ 256.1 18.50
I M_‘H‘ ”lm‘H‘hmmmH:‘WHMW‘mwml_‘ m/z 43.05 85.34%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 e \
129.0 18.50
213.0 m/z 55.00 82.54%
‘ H (ﬂ 157.0185.0 ‘
O:I\-\S\.’O\\‘l\ HH\H\H‘\‘\HH\H““\\H‘”h“\”\‘\\‘\H\‘H‘H‘\‘H‘N‘HH‘\‘\H‘HH“H
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
T [
18.50
5000 256.0 ITI/Z 60.00 80.39%
129.0
213.0
I W
I 10 A
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid — ‘
60.0 18.50
m/z 41.00 74.73%
5000 129.0
97.0 157.01g5 02130  256.0
om,w“m!uJ:‘HH“;wh\‘u“w‘:‘um_HwHH_‘m‘m‘www!_‘ =
m/z--> 20 40 60 80 100120140160 180200220 240260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 19 10-Octadecenoic acid, methy... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
19.410 3.13 ng/ul 81722  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
2 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 90
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 90
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 90
5 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 87

Abundance Scan 2710 (19.410 min): BG050770.D\data.ms (-2706) (-  m/z 55.00 100.00%
.0

5000

B

180.2 222.1 264.1 19.50

0! m/z 41.00 71.35%
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
58.0

i

Abundance #194441: 9-Octadecenoic acid (Z)-, methyl ester

°5.0 19.50
m/z 83.00 45.35%
5000
23.0
0, \\ \m]\ ‘\h\ " \H\‘h - ‘8? 9 | ?2‘2 ‘0‘ ‘26‘1‘1‘0‘2‘96‘ C ‘ ‘
100

150 200 250 300 19.50

5000
8y. 19.50
m/z 73.95 70.95%
230 222.0
| \h T 2500 | 296¢
oLl Iy \\ H‘H“ i wHU\ o ol ‘L P I N— [ ‘
miz--> 100 150 200 250 300
Abundance #194411: 6-Octadecenoic acid, methyl ester
41.01 74.0
P
19.50
5000 m/z 69.00  68.58%
0l ““\ ‘u ! . .
miz--> 50 100 150 200 250 300
P

;

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 20 5-Decanone, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.651 62.93 ng/ul 1643560 Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Decanone, 2-methyl- 170 C11H220 054410-89-8 58
2 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 43
3 Cyclopentanol, 1-methyl- 100 C6H120 001462-03-9 38
4 6-Pentadecanone 226 C15H300 001001-45-2 27
5 1-Methoxycyclohexane 114 C7H140 000931-56-6 25

Abundance Scan 2751 (19.651 min): BG050770.D\data.ms (-2744) (- m/z 43.00 100.00%

1 710
5000
1351 1991 1950  20.00
y— 1081 m/z 71.00  80.60%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45403: 5-Decanone, 2-methyl-
43.0
71.0
5000 990 T T T T I T
19.50 20.00
m/z 55.00 70.61%
L 270 1700
O H\‘\H\‘}HM\\Hl\’\h\Hi\H\’\‘\H“HH‘H‘H‘\H\‘\\H‘\H\‘\\H’H\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #8543: Cyclohexanol, 1-methyl-
71.0
== —
19.50 20.00
5000 ITI/Z 58.00 58.53%
43.0
99.0
N T 1
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #4380: Cyclopentanol, 1-methyl- = B
71.0 19.50 20.00
43.0 m/z 41.00 54.67%
5000
189 1| 1L 1000
O b e et e e e e e e e e e —= ——
m/z--> 20 40 60 80 100120140160180200220240260 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 21 unknown-03 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.768 105.90 ng/ul 2662070 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dibenzofuranamine 183 C12H9NO 003693-22-9 38
2 4-Methyl-5-trifluoromethyl-1,2,4... 183 C4H4F3N3S 1000343-21-9 25
3 1-Cyclohexylethanol, chlorodiflu... 240 C10H15C1F202 1000447-27-0 14
4 2H-Quinolizin-1-0l, octahydro- 155 C9H17NO 022525-60-6 14
5 5-Bromovaleric acid, hexadecyl e... 404 C21H41Br02 1000292-29-3 14
Abundance Scan 2771 (19.768 min): BG050770.D\data.ms (-2764) (- m/z 55.00 100.00%
55.0
183.1
5000
1290 = —
H , 1950 20.00
0 . HH HH\ A H‘H T NS Lo b - ‘2‘4‘1"2‘ ?§4;‘ m/z 83.00 61.84%
miz--> 50 100 150 200 250
Abundance #57926: 2-Dibenzofuranamine
188.0
5000 e —
19.50 20.00
m/z 183.10 61.61%
127.0
O T T T T ‘ T T T T ‘” T \“\ T “H\ T \‘ T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #58002: 4-Methyl-5-trifluoromethyl-1,2,4-triazoline-3-thior
183.0
— =
19.50 20.00
5000 60.0 m/z 41.00 55.85%
28.0 110.0
| 151
0’ i A
miz--> 50 100 150 200 250
Abundance #122707: 1-Cyclohexylethanol, chlorodifluoroacetate T —
83.0 19.50 20.00
m/z 43.00 44.12%
5000
41.0
ol Jilats0 1850 S a..—
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 22 1-Hexadecanol Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
21543 2.11 ng/ul 52970 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol 242 cieHd0 036653-82-4 91

2 Cyclotetradecane
3 1-Hexadecanol

C14H28
C16H340

4 Bromoacetic acid, pentadecyl ester 348 C17H33Bro02

000295-17-0 91
036653-82-4 90
131143-01-6 90

5 Butyl hexadecyl ether 298 C20H420 1010406-40-5 90
Abundance Scan 3073 (21.543 min): BG050770.D\data.ms (-3069) (-  m/z 55.00 100.00%
53.0
97.0
5000
LN
‘ 168.0 ogg9 2669 341 21.50
ol bl 07 L 3 43.00 98.29%
miz-> 50 100 150 200 250 300
Abundance #126369: 1-Hexadecano
55.0
97.0
5000 —— :
21.50
m/z 83.00 84.19%
Ol\4\qH ‘\““‘ ‘H“ \:‘!F\S?‘O\ T \1?‘6‘(\)\ L L B B
miz-> 50 100 150 200 250 300
Abundance #71730: Cyclotetradecane
55.0
—
21.50
5000 97.0 m/Z 69.00 75.87%
196.0
gas LU L Lo 200
miz--> 50 100 150 200 250 300
Abundance #126374: 1-Hexadecanol 7 ‘
43.0 21.50
83.0 m/z 97.05 69.95%
5000
Birs
oL MM LLITT, 380 L
m/z--> 50 100 150 200 250 300 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
26.537 2.29 ng/ul 63184 Perylene-d12 25.344
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Eicosane 282 C20H42 000112-95-8 81
3 Hexacosane 366 C26H54 000630-01-3 80
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
5 Tetratetracontane 619 C44H90 007098-22-8 80

Abundance Scan 3923 (26.537 min): BG050770.D\data.ms (-3916) (- m/z 57.00 100.00%

57.0
5000
7.0 T 1
‘ | M H 155.1 211.0 264.9 26.50
oLl m/z 71.10  79.46%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 —— ‘
26.50
m/z 43.05 68.84%
oLl h\ |F0mm0zms0 20
m/z--> 50 100 150 2000 250 300 350
Abundance #176386: Eicosane
57.0
—— ‘
26.50
5000 m/z 85.00 50.03%
0 \‘ ‘\ | F \\ / 1\4‘10 183.0 225.0 282.0
s e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane Mm ‘ WWWW
57.0 26 50
m/z 41.00 27.39%
5000
0 ‘ L uh\ \‘\\ M h %4%? 1‘830 225.0 267.0 309.0 367.(
gl I AL A AR T ——
m/z--> 50 100 150 200 250 300 350 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
27.988 2.26 ng/ul 62556 Perylene-d12 25.344
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Pentacosane 352 C25H52 000629-99-2 72
3 Hexacosane 366 C26H54 000630-01-3 72
4 Heptadecane 240 C17H36 000629-78-7 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 4170 (27.988 min): BG050770.D\data.ms (-4160) (-  m/z 57.05 100.00%
57.0

> Wrwwmwwwﬂ/\\WwwM”Wwa
—
g oo s
ol b b b TR wz 71.e5 91.27%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 LA
28.00
9.0 m/z 43.00 64.03%
OL\5-\d\ “‘ H‘ \“‘\ h“ \“‘ \]r\ “ “\%8\3\()‘\22\5\(\)‘ T \\29\6‘(\)\ T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
—
28.00
5000 m/z 85.10 55.20%
9.0
ol LIl 1018302250 2050 3520
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane %ﬂ‘ T
57.0 28.00
m/z 41.00 30.50%
0 ‘ L uh\ \‘\\ M h‘ 14% 9 17830 225.0 267.0 309.0 367.(
e I B R e e e —
m/z--> 50 100 150 200 250 300 350 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BGO50770.D

Acqg On : 28 Oct 2021 10:15
Operator : CG/JU

Sample : M4293-05

Misc :

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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|
Propanoic acid,... 3.946 6.2 ng/ul 145078 1 8.241 468904 20.0
Butanoic acid 4.545 126.1 ng/ul 2957300 1 8.241 468904 20.0
Butanoic acid, ... 5.479 79.9 ng/ul 1872390 1 8.241 468904 20.0
Pentanoic acid 6.031 153.2 ng/ul 3591060 1 8.241 468904 20.0
Pentanoic acid,... 6.754 23.2 ng/ul 544665 1 8.241 468904 20.0
Octanoic acid 10.591 385.5 ng/ul 5830660 2 11.073 302508 20.0
Ethanol, 2-(2-b... 10.832 12.4 ng/ul 187430 2 11.073 302508 20.0
Nonanoic acid 11.901 50.9 ng/ul 770340 2 11.073 302508 20.0
n-Decanoic acid 13.258 220.8 ng/ul 5564720 3 14.868 504144 20.0
2H-Pyran-2-one,... 14.804 4.0 ng/ul 102063 3 14.868 504144 20.0
Dodecanoic acid 15.297 87.6 ng/ul 2208610 3 14.868 504144 20.0
.gamma.-Dodecal... 16.484 4.4 ng/ul 115655 4 17.618 522353 20.0
unknown-01 16.801 8.8 ng/ul 230723 4 17.618 522353 20.0
Tetradecanoic acid 17.001 53.8 ng/ul 1404430 4 17.618 522353 20.0
unknown-02 18.012 4.2 ng/ul 110134 4 17.618 522353 20.0
2-Heptadecanone 18.111 5.1 ng/ul 133903 4 17.618 522353 20.0
6-Undecanone 18.358 20.1 ng/ul 524171 4 17.618 522353 20.0
n-Hexadecanoic ... 18.511 167.6 ng/ul 4376800 4 17.618 522353 20.0
10-Octadecenoic... 19.410 3.1 ng/ul 81722 4 17.618 522353 20.0
5-Decanone, 2-m... 19.651 62.9 ng/ul 1643560 4 17.618 522353 20.0
unknown-03 19.768 105.9 ng/ul 2662070 5 21.919 502769 20.0
1-Hexadecanol 21.543 2.1 ng/ul 52970 5 21.919 502769 20.0
(DEL) Alkane: S... 26.537 2.3 ng/ul 63184 6 25.344 552615 20.0
(DEL) Alkane: S... 27.988 2.3 ng/ul 62556 6 25.344 552615 20.0
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