LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BGO49745.D

Acqg On 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS Vvial : 12 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-BG0O80421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49745.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.073 3 6 15 rw 74613 151106 4.42% 0.869%
2 3.155 15 20 36 rvB 267374 487154 14.26% 2.800%
3 4.083 175 178 183 rVB5 3535 5107 ©.15% 0.029%
4 4.412 228 234 241 rBV2 13292 21563 0.63% 0.124%
5 4.553 250 258 262 rBV5 4935 11317 ©0.33% 0.065%
6 4.823 301 304 311 rBV7 7678 12419 0.36% 0.071%
7 5.364 392 396 404 rVB3 3117 6012 0.18% 0.035%
8 6.034 503 510 514 rBV6 2557 5062 ©0.15% 0.029%
9 6.086 514 519 525 rVWV5 6223 10796 0.32% 0.062%
106 6.715 621 626 630 rBV5S 7830 11686 0.34% 0.067%
11 7.203 700 709 717 rVB 88054 158128 4.63% 0.909%
12 7.361 729 736 745 rBV 53555 95966 2.81% 0.552%
13 7.455 748 752 754 rBV2 3600 5050 ©0.15% 0.029%
14 7.573 764 772 781 rVB2 82174 145526 4.26%  0.836%
15 7.720 794 797 802 rBvV4 3346 5266 ©0.15% ©0.030%
16 8.043 843 852 858 rBV 104584 175804 5.14% 1.011%
17 8.753 966 973 980 rBvV2 86108 155662 4.56%  ©0.895%
18 9.212 1044 1051 1060 rBV 84209 159696 4.67% 0.918%
19 9.358 1072 1076 1081 rBv4 8424 13593 0.40% 0.078%
20 9.934 1168 1174 1183 rVB2 77758 147334 4.31% 0.847%
21 10.486 1262 1268 1278 rVB 107184 194235 5.68% 1.116%
22 10.627 1284 1292 1304 rBV6 12418 33037 0.97% 0.190%
23 10.862 1325 1332 1340 rVB 135935 249107 7.29% 1.432%
24 10.950 1343 1347 1351 rVB3 3409 5965 0.17% 0.034%
25 11.438 1424 1430 1432 rBV4 3532 6213 ©0.18% 0.036%
26 11.667 1462 1469 1472 rBV3 6465 12966 0.38% 0.075%
27 11.796 1488 1491 1497 rVB3 7247 9257 0.27% ©0.053%
28 12.401 1589 1594 1599 rVB4 7648 11087 0.32% 0.064%
29 12.965 1685 1690 1693 rBV5 3239 6194 0.18% 0.036%
30 13.059 1700 1706 1709 rBV5 3646 8429 0.25% 0.048%
31 13.142 1715 1720 1725 rBV6 5671 9454 0.28% 0.054%
32 13.606 1795 1799 1811 rVB6 13283 29366 0.86% 0.169%
33 14.093 1875 1882 1891 rVB 198114 299170 8.75% 1.720%
34 14.340 1918 1924 1926 rBV4 7425 13228 0.39% 0.076%
35 14.387 1926 1932 1938 rVB 202748 330343 9.67% 1.899%
36 14.546 1955 1959 1962 rBV4 3305 5403 0.16% 0.031%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BGO49745.D

Acqg On 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS Vvial : 12 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-BG080421.M
Title : SVOA CALIBRATION
37 14.692 1977 1984 1991 rBV 217521 340037 9.95% 1.955%
38 14.904 2014 2020 2029 rBV3 51058 108091 3.16% ©0.621%
39 15.092 2048 2052 2056 rBV3 5199 8552 0.25% 0.049%
40 15.427 2104 2109 2115 rW 16811 22164 0.65% 0.127%
41 15.497 2115 2121 2129 rVB4 22313 44231 1.29% ©.254%
42 15.685 2147 2153 2162 rVW 274255 418372 12.24%  2.405%
43 15.809 2168 2174 2181 rBV 60467 91755 2.69% 0.527%
44 16.185 2234 2238 2243 rVV5 3887 6357 0.19% 0.037%
45 16.243 2243 2248 2254 rVB6 11776 18794 ©.55% ©0.108%
46 16.390 2272 2273 2281 rVB4 4043 6563 0.19% ©.038%
47 16.572 2300 2304 2309 rVB5 13302 19832 0.58% 0.114%
48 16.631 2309 2314 2315 rBv4 3744 5934 0.17% 0.034%
49 16.778 2334 2339 2343 rVWV7 8257 12767 0.37% 0.073%
50 16.831 2344 2348 2353 rVB5 14148 18287 ©.54% 0.105%
51 16.942 2365 2367 2372 rVB4 4714 7762  0.23% 0.045%
52 17.207 2406 2412 2424 rVB5 22380 57527 1.68% 0.331%
53 17.324 2426 2432 2435 rBV5 23630 39401 1.15% 0.226%
54 17.389 2441 2443 2447 rBV6 4606 5024 0.15% 0.029%
55 17.448 2447 2453 2462 rVV 250808 379876 11.12%  2.184%
56 17.547 2462 2470 2478 rVB 224450 368229 10.78% 2.117%
57 17.647 2483 2487 2491 rBV5 11545 16862 ©.49% 0.097%
58 17.835 2515 2519 2524 rVB5 7858 15479 0.45% ©0.089%
59 17.894 2526 2529 2531 rBV3 4654 5864 0.17% 0.034%
60 17.923 2532 2534 2538 rVB4 6224 6658 ©0.19% 0.038%
61 18.100 2560 2564 2568 rVB4 19350 24701 0.72% 0.142%
62 18.211 2578 2583 2588 rBV7 9967 20469 0.60% 0.118%
63 18.270 2590 2593 2598 rVBS5 9336 12872 0.38% 0.074%
64 18.329 2598 2603 2610 rBV 80601 114023 3.34% ©.655%
65 18.517 2631 2635 2638 rBV4 9701 13202 ©.39% 0.076%
66 18.575 2642 2645 2649 rBV5 10114 11627 0.34% 0.067%
67 18.646 2649 2657 2666 rVV5 78641 142719 4.18% ©.820%
68 18.805 2678 2684 2686 rBV7 16547 32081 0.94% 0.184%
69 18.928 2702 2705 2709 rBV5 10384 11939 0.35% 0.069%
70 18.981 2709 2714 2719 rBV4 66960 124663 3.65% 0.717%
71 19.192 2746 2750 2752 rBv4 19012 27659 0.81% 0.159%
72 19.263 2756 2762 2765 rVV5 45717 99824  2.92% 0.574%
73 19.298 2765 2768 2771 rVV3 28097 33161 0.97% 0.191%
74 19.321 2771 2772 2775 rVB3 6861 5985 0.18% ©0.034%
75 19.486 2796 2800 2802 rBV5 19937 29724 0.87% 0.171%
76 19.533 2805 2808 2812 rVB6 17859 23265 0.68% 0.134%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BGO49745.D

Acqg On 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS Vvial : 12 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-BG080421.M
Title : SVOA CALIBRATION

77 19.627 2820 2824 2833 rVB2 252562 339195 9.93% 1.950%
78 19.833 2853 2859 2865 rVB2 302245 439314 12.86% 2.525%
79 19.991 2883 2886 2889 rBv4 13434 16505 0.48%  0.095%
80 20.191 2916 2920 2922 rBV4 19971 25751 0.75% 0.148%
81 20.561 2981 2983 2987 rBv4 20041 26102 0.76% 0.150%
82 20.673 2999 3002 3005 rBV5 36898 40773 1.19% 0.234%
83 20.790 3018 3022 3027 rBV 76727 102485 3.00% ©.589%
84 20.843 3029 3031 3039 rVB5 35713 57550 1.68% ©.331%
85 21.031 3059 3063 3070 rBV3 103880 169680 4.97% ©.975%
86 21.360 3114 3119 3130 rBV 612296 995227 29.12% 5.721%
87 21.565 3152 3154 3159 rVB5 22025 22910 0.67% 0.132%
88 21.730 3177 3182 3188 rVB 232881 375156 10.98%  2.156%
89 22.159 3250 3255 3261 rVB3 177089 271436  7.94%  1.560%
90 22.529 3312 3318 3320 rBV 233668 389466 11.40%  2.239%
91 22.558 3320 3323 3336 rVB2 340520 747853 21.88%  4.299%
92 22.823 3365 3368 3373 rVB4 44980 68530 2.01% 0.394%
93 23.304 3446 3450 3456 rVB2 54937 104310 3.05% ©.600%
94 23.592 3492 3499 3508 rVB 543798 1080395 31.62% 6.210%
95 24.056 3571 3578 3584 rBvV2 165343 361612 10.58% 2.079%
96 24.133 3585 3591 3606 rVB2 248644 729333 21.34%  4.192%
97 24.785 3695 3702 3712 rVB2 124107 337436  9.87% 1.940%
98 25.020 3734 3742 3751 rVB2 147600 409557 11.98%  2.354%
99 25.560 3824 3834 3847 rVB2 371544 1109212 32.46% 6.376%

100 26.336 3953 3966 3986 rBV2 915380 3417247 100.00% 19.643%

Sum of corrected areas: 17397068
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG049745.D\data.ms
800000
600000
400000
155
200000 0862
D73 72037573 8943 8753 9212 9934 10.48
0 4.083-41558823 5364 @06 6.715 || 71456720 f\ .358 lfb 20,95011.43866/96  12.401
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
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
Abundance TIC: BG049745.D\data.ms
800000
21.360
600000

400000

15.685

692
200000 14.088.38¢

4.904 .809
o E59213.606 14,3405 ;Lodémg | 1661

Time--> 13.00 13.50 14.00 14.50 15. 00 1550 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: BG049745.D\data.ms
26.836

-, g n M n o
R I L L L L L L L B

800000

600000 23.592

400000

200000

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On 9 Aug 2021 18:15

Operator : CG/JU

Sample : M3244-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 1 (DEL) Alkane: Cyclic3.073 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.073 17.19 ng/ul 151106 1,4-Dichlorobenzene-d4 8.043

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclohexane 84 C6H12 000110-82-7 86
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 86
4 Cyclohexane 84 C6H12 000110-82-7 80
5 Cyclohexane 84 C6H12 000110-82-7 78
Abundance Scan 6 (3.073 min): BG049745.D\data.ms (-3) (-) m/z 56.20 100.00%
56.2
84.2
5000
3911
RaRRE R AR
1343 3.103.203.303.403.50
0 wHH‘Huw}‘m“H‘mmwu“”_m_‘m_ m/z 84.20 84.52%
miz--> 0 20 40 60 80 100 120 140
Abundance #1643: Cyclohexane
560 84.0
5000 N B B R
3.103.203.303.403.50
390 m/z 41.15 66.93%
miz--> 0 20 40 60 80 100 120 140
Abundance #1645: Cyclohexane
56.0
840 RN RN R R
3.103.203.303.403.50
5000 m/z 55.15 49,54%
27.0
020 1l m\
miz--> 0 20 40 60 80 100 120 140
Abundance #1666: 1-Pentene, 2-methyl- R A RARRasaEaEEE
56.0 3.103.203.303.403.50
m/z 69.15 40.25%
39.0
5000
84.0
15.0
0 \‘Hw‘\ ‘ \‘! — “ \“1““ A I e R R e
m/z--> 0 20 40 60 80 100 120 140 3.103.203.30 3.40 3.50

SFAM-EPA-BGO80421.M Tue Aug 10 17:54:33 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.155 55.42 ng/ul 487154  1,4-Dichlorobenzene-d4 8.043

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78

2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74

3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 20 (3.155 min): BG049745.D\data.ms (-15) (-) m/z 73.15 100.00%

73.2
5000 43.2 /\\
T
‘ 3.20 3.40 3.60
Ob el L 1983 /2 43200 37.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B
43.0 3.20 3.40 3.60
‘ ‘ m/z 87.15 27.75%
O\‘\‘}‘\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 80 100 120 140 160 180 200
Abundance #5060. Butane, 2-methoxy-2-methyl-
73.0
T
3.20 3.40 3.60
5000 m/z 55.15 25.92%
43.0
X T Y S
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol B e
73.0 3.20 3.40 3.60
m/z 41.20 11.68%
5000
0 H 97.0  129.0
"HH‘HH‘HH‘HH‘HH_m‘uwmwm“ e
mlz--> 80 100 120 140 160 180 200 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 unknown-01 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
4.412 2.45 ng/ul 21563 1,4-Dichlorobenzene-d4 8.043
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butyn-1-o0l 70 C4H60 000764-01-2 45
2 2-Cyclopropylcarbonyloxytridecane 268 C17H3202 1000245-58-3 38
3 2-Butyn-1-o0l 70 C4H60 000764-01-2 38

4 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 35
5 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 35

Abundance Scan 234 (4.412 min): BG049745.D\data.ms (-228) (-) m/z 69.15 100.00%

69.2
5000
39]1
L AR RRRRR R
\“ 1111 147.2 2211 281  4.004.20 4.40 4.60 4.80
ol e e T T T w/z 41,15 92.26%
miz-> 50 100 150 200 250
Abundance #599: 2-Butyn-1-ol
69.0
39.0
5000
4.00 4.20 4.40 4.60 4.80
m/z 43.15 86.58%
O T H\ “L“ L ’ T ‘1 T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #158408: 2-Cyclopropylcarbonyloxytridecane
9.0

69
39,0 4.00 4.20 4.40 4.60 4.80
5000 m/z 55.15 48.52%
‘ 113.0
182.0
0 Hm\\”‘uuh) oy e
50

m/z--> 100 150 200 250
Abundance #590: 2-Butyn-1-ol
69.0 4.00 4.20 4.40 4.60 4.80

m/z 39.15 35.84%

-

39.0
5000

‘\JM\‘ ‘
miz--> 50 100 150 200 250 4.00 4.20 4.40 4.60 4.80

=

o
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\

Library Search Compound Report

Data File : BG@49745.D

Acqg On 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 4 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.627 2.65 ng/ul 33037 Naphthalene-d8 10.862
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 64
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
Abundance Scan 1292 (10.627 min): BG049745.D\data.ms (-1284) (-  m/z 45.15 100.00%
451
5000
[N L LNV -
li ﬁ) 373.1 49‘5.1 10.50 11.00
0 “H“H“‘H“_“‘_“w“‘w‘ﬂu“u“‘u“‘ m/z 57.25  74.86%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 [ ol My
10.50 11.00
41.15 48.99%

o

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0

10. 50 11.00
5000 ITI z 75. 30.69%
oFFlG&O A
m/z-> 0 50 100 150 200 250 300 350 400 450 MM
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)- AL
57.0 10 50 11.00

43.25  22.73%

5000
O‘J'A\1320

m/z--> 0 50 100 150 200 250 300 350 400 450 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 5 Butyrovanillone Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.497 2.60 ng/ul 44231  Acenaphthene-d10 14.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyrovanillone 194 C11H1403 064142-23-0 81
2 7-Methyl-7H-pyrazolo(3,4-d)-v-tr... 151 C5H5N50 018213-76-8 50
3 Thiazolo[5,4-d]pyrimidine, 5-met... 151 C6H5N3S 013554-89-7 49
4 6-Hydroxy-3H-1,3-benzoxazol-2-one 151 C7H5NO3 078213-03-3 47
5 Ethanone, 1-(2-hydroxy-6-methoxy... 166 C9H1003 000703-23-1 35

Abundance Scan 2121 (15.497 min): BG049745.D\data.ms (-2115) (-  m/z 151.15 100.00%
151.2

5000
52.1 123.2 178.3 U LY R
‘772 ‘ ‘ ‘ 15.50
0 ‘H“”‘ ““WMwuN"W““HM“‘M““N“M“‘ m/z 52.15  27.10%
m/z--> 20 80 100 120 140 160 180
Abundance #68652: Butyrovanillone
1510
5000 “*AA
15.50
123.0 m/z 178.25  24.23%
°20 770 194.0
0 o \‘\ \‘\ ‘ ‘ !
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #28588: 7-Methyl-7H-pyrazolo(3,4- d)—v -triazin-4-ol

e |

15.50
5000 52.0 ITI/Z 123.15 24.21%
108.0
L5
0 ‘H“N‘mw‘“‘WV‘“_“‘HH““ﬂ““‘w““‘
miz--> 20 40 60 80 100 120 140 160 180 M&
Abundance #28619: Thiazolo[5,4-d]pyrimidine, 5-methyl- L Al Ly
110.0 51.0 15.50
' m/z 108.15 21.36%
5000 83.0
52.0
m/z--> 20 40 60 80 100 120 140 160 180 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Pentadecafluorooctanoic aci... Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
17.207 3.03 ng/ul 57527  Phenanthrene-d10 17.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 50
2 Pentadecafluorooctanoic acid, de... 554 C18H21F1502 1000406-04-0 49
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 47
4 1,6-Dioxacycloheptadecan-7-one 256 C15H2803 006707-60-4 47
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 43

Abundance Scan 2412 (17.207 min): BG049745.D\data.ms (-2406) (- m/z 43.10 100.00%

43.1
5000
11.3 —r— —
| ‘l } 207.2 366.9 17.00 17.50
ob b e © e m/z 57.15  88.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 MMM\ : M%WM
17.00 17.50
m/z 41.15 83.24%

obd h,“ 2520 3600 648,
\H‘HH‘HH\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #344046: Pentadecafluorooctanoic acid, decyl ester
3.0
— ‘

\
17.00 17.50
5000 m/z 71.25 76.30%
1.0
0 w]‘ﬂlﬁlo 281.0 369.0 455.0
reR e A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #320429: Tricosyl trifluoroacetate
57.0 17.00 17.50
m/z 69.15 68.61%
5000
5.0
H‘w‘H‘_‘H‘H‘w‘u‘_H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘u‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 Dodecanoic acid Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
17.324 2.07 ng/ul 39401 Phenanthrene-die 17.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 53
2 Dodecanoic acid 200 C12H2402 000143-07-7 50
3 .alpha.-D-Glucopyranose, 4-0-.be... 342 C12H22011 014641-93-1 49
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 47
Abundance Scan 2432 (17 324 min): BG049745.D\data.ms (-2426) (- m/z 73.15 100.00%
3.2
5000 41.1
129.3 190.2
\\\ H\ | \ | s e s
0 | Il ”‘“ | m/z 55.20 84.11%
m/z--> O 200 250
Abundance #75716.Dodecanok:add
60.0
5000 \«W ‘ e
129.0 17.00 17.50
29.0 m/z 43.15 80.62%
L e
O . “ HH u‘u‘ dh“‘\ ;\m‘ } \}‘ T I, “ 2012‘0‘ T
miz--> 100 150 200 250
Abundance #75719: Dodecanoic acid
73.0
— ——
129.0 2000 17.00 17.50
5000 41.0 ' m/z 60.05 74 .50%
o] ‘u‘d‘ m } \1“\’1‘44‘0‘ . “ T B
miz--> 50 100 150 200 250 Mﬂ
Abundance #250153: .alpha.-D-Glucopyranose, 4-O-.beta.-D-galacto L “ AM ‘ A‘h L "
73.0 17.00 17.50
m/z 69.15 54.40%
5000
29.0
145.0
o 307" so10 2550 2750 e YT
m/z--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 Pentadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

18.329 6.00 ng/ul 114023  Phenanthrene-die 17.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 76
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 2603 (18.329 min): BG049745.D\data.ms (-2598) (-  m/z 73.15 100.00%

432 132
5000
' ' ol v
H . ’ . 18.00 18.50
Olrrrprrrefil m/z 43.20 84.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
5000 129.0 T ]
18.00 18.50
199.0 m/z 55.15 76.99%
s ) e T
Oj\-ﬁl‘()\‘}\\‘w‘\\”\”\HH\‘H\w\‘\““H}“M\H\‘\\‘\H\“\\‘H‘\‘\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— —
43.0 18.00 18.50
5000 129.0 m/Z 60.15 72.76%
171.0
‘ 214.0
o?
m/z--> 20 40 80 100120140160180200220240260
Abundance #143510:n—Hexadecanok:add
60.0 18.00 18.50
m/z 41.15 71.53%
5000 129.0
97.0 157.01g5 02130  256.0
oww‘mlu‘M“‘“MLwh\‘m‘w‘:‘mw‘H‘_‘H_‘mw“_wm!_ - ——
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 unknown-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.646 7.51 ng/ul 142719  Phenanthrene-die 17.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 006876-13-7 25
2 4,5,6,7-Tetrahydro-3-indolinone 137 C8H11NO 058074-25-2 18
3 Cyclohexene, 1-methyl-3-vinyloxy- 138 C9H140 100144-30-7 15
4 2-Naphthalenamine, 1,2,4a,5,6,7,... 165 C11H19N 056053-03-3 15
5 4-Hexen-3-one, 4,5-dimethyl- 126 C8H140 017325-90-5 14

Abundance Scan 2657 (18.646 min): BG049745.D\data.ms (-2649) (- m/z 55.20 100.00%

558.2
5000
! T ‘ T T ‘ T
“ H‘ | ‘ 18.50 19.00
Y m/z 69.15  75.45%
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #19558: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha.,
=
580 950
5000 —— I
27.0 18.50 19.00
123.0 m/z 81.25 72.56%
O’ \‘\“\“\\“\\’L\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #19292: 4,5,6,7-Tetrahydro-3-indolinone
109.0137.0
18.50 19.00
5000 m/z 41.25 72.05%
81.0
43.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #20224: Cyclohexene, 1-methyl-3-vinyloxy- —— ——
95.0 18.50 19.00
67.0 m/z 123.10  65.83%
5000
39.0
b s
O b e e e e
m/z--> 20 40 60 80 100120140160180200220240260 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On 9 Aug 2021 18:15

Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 10 1,5,9-Cyclotetradecatriene,... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
18.981 6.56 ng/ul 124663  Phenanthrene-die 17.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,5,9-Cyclotetradecatriene, 1,5,... 272 C20H32 038748-84-4 70
2 1,3,6,10-Cyclotetradecatetraene,... 272 C20H32 001898-13-1 50
31,6,10,14,18,22-Tetracosahexaen-... 426 C30H500 097232-74-1 38
4 3-Tetradecen-5-yne, (E)- 192 C14H24 074744-44-8 38
5 Cyclopentane, 1-ethenyl-3-methyl... 108 C8H12 029668-63-1 38

Abundance Scan 2714 (18.981 min): BG049745.D\data.ms (-2709) (-  m/z 81.15 100.00%

81.2
5000
35.3
257.4 ‘ !
201.3 ‘ 19.00
0! M‘MI‘HR I “‘M“‘J — i e m/z 79.15 91.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163983: 1,5,9-Cyclotetradecatriene, 1,5,9-trimethyl-12-(
93.0
41.0
5000 '&‘ T
19.00
7.0 272.0 m/z 91.15 86.14%
215.0
ob— ‘h\H‘ I \m\i
m/z--> 100 150 200 250 300 350 400
Abundance #163995. 1,3,6,10-Cyclotetradecatetraene, 3,7,11-trimethr
93.0
41.0 —
19.00
5000 m/z 41.15 76.57%
L e
O‘H‘W \lu m‘ \Hm L | 3‘7‘9-9_”‘_‘”_”‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #316554: 1,6,10,14,18,22-Tetracosahexaen-3-ol, 2,6,10,: T
69.0 19.00
m/z 93.15 75.65%
5000
Mk
okl Millly 230 zmo _smosso gl o
mlz--> 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.263 5.26 ng/ul 99824  Phenanthrene-d10 17.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 64
2 1,5-Cyclodecadiene, 1,5-dimethyl... 204 C15H24 015423-57-1 50
3 2(3H)-Benzofuranone, 6-ethenylhe... 232 C15H2002 028290-35-9 46
4 2(3H)-Benzofuranone, 6-ethenylhe... 232 C15H2002 028290-35-9 43
5 Formaldehyde, methyl(2-propynyl)... 96 C5H8N2 110213-10-0 43

Abundance Scan 2762 (19.263 min): BG049745.D\data.ms (-2756) (-  m/z 55.15 100.00%

55.1
5000 137.2
1872 2574 o e S
‘ ‘ 367.9 19.00 19.50
ol “ Ll wz e9.20 69.75%
mlz--> 50 100 150 200 250 300 350
Abundance #80523: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-
41.0
5000 ol ey ol A
19.00 19.50
133.0 .
‘ 189.0 m/z 41.15 69.11%
0 “‘ ‘\“u‘\H“ ‘ ‘“ “H\ ‘H\‘h\‘ ““‘\“ “‘ I A B B e e R
miz--> 100 150 200 250 300 350
Abundance #80323. 1,5-Cyclodecadiene, 1,5-dimethyl-8-(1-methyletr
41.0 120.0
— —
19.00 19.50
5000 m/z 81.15 60.35%
161.0 204 0
R 11111 1
miz--> 50 100 150 200 250 300 350
Abundance #114016: 2(3H)-Benzofuranone, 6-ethenylhexahydro-6-mr e T
81.0 19.00 19.50
m/z 43.25 58.53%
5000 21.0
217.0
il i)
ol u‘h\‘h‘ ‘Hh‘ \m‘M\‘n\h“h‘ e . ——
mlz--> 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 4,4-Diallyl-cyclohexanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.627 18.08 ng/ul 339195 Chrysene-d12 21.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4-Diallyl-cyclohexanone 178 C12H180 1000186-50-2 90
2 (1R, 2S,8R,8Ar)-8-acetoxy-1-(2-hy... 296 C18H3203 1000298-98-4 43
3 2-(Pentadec-14-en-1-yl)furan 276 C19H320 1000465-69-5 42
4 1H-Naphtho[2,1-b]pyran, 4a,5,6,6... 262 C18H300 005153-92-4 35
5 Divinylbis(cyclopropyl)silane 164 C1leH16Si 1000109-95-2 22

Abundance Scan 2824 (19.627 min): BG049745.D\data.ms (-2820) (-  m/z 123.20 100.00%

69,12 123.2 191.3
5000
261.4 et ot
H ‘ ‘ ‘ 19.50 20.00
0 w‘u‘wh“ Ad b, L ‘3‘4“1"1‘ m/z 191.30  98.80%
m/z--> 50 100 150 200 250 300 350
Abundance #52812: 4,4-Diallyl-cyclohexanone
67.0
5000 136.0 L U
19.50 20.00
b7, m/z 69.20 95.59%
LU \ 1780
O\‘\ UJ‘\“\ ““H}‘ N\‘H\ ‘L 1‘\‘\ L e
m/z--> 50 100 150 200 250 300 350
Abundance #194316: (1R,2S,8R,8Ar)-8-acetoxy-1-(2-hydroxyethyl)-1
53.0 95.0 191.0
T ]
19.50 20.00
5000 m/z 73.20 95.34%
149.0
236.0
“ ‘ ‘ 279.0
0 \”‘LH‘W R R B
m/z--> 50 100 150 200 250 300 350
Abundance #168891: 2-(Pentadec-14-en-1-yl)furan M T
81.0 19.50 20.00
m/z 55.15 90.52%
50007 41.0
123.0 276.0
1 H I ‘u )y 3630 2330 |
oL \““‘\“‘1‘1‘\““‘1‘1“\““‘\“‘\‘\m‘m e —— —
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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-©3 Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
20.673 2.17 ng/ul 40773  Chrysene-di12 21.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,4-Pentandione, 1,1,1-trifluoro... 227 C6H8F3N30S 1000261-38-8 38

2 Octadecanoic acid 284 C18H3602 000057-11-4 35
3 Octadecanoic acid 284 C18H3602 000057-11-4 18
4 Octadecanoic acid 284 C18H3602 000057-11-4 18
5 Octadecanoic acid 284 C18H3602 000057-11-4 15

Abundance Scan 3002 (20.673 min): BG049745.D\data.ms (-2999) (-  m/z 43.15 100.00%

43.1
269.4
5000 99.2
171.3
—— —
366.6 408, 20.50 21.00
o— m/z 41.15 85.29%
mlz--> 50 100 150 200 250 300 350 400
Abundance #108200: 2,4-Pentandione, 1,1,1-trifluoro-, 2-thiocarbamy
60.0
5000 — —
2270 20.50 21.00
' m/z 269.35 71.30%
‘ 16.0 168.0
0 Hi‘“\‘\i\‘\\\‘\‘H\‘H‘H‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
20.50 21.00
5000 129.0 m/z 73.15  63.80%
o4 231. W\WWMW
miz--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid —— T
73.0 20.50 21.00
m/z 57.15 61.45%
129.0
5000/ 2g. 284.0
185.0
oL ‘\“‘ .\\ u‘“ b ‘\ L “ L ““ I ‘\‘ : “‘ e it e
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 Methyl dehydroabietate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.790 5.46 ng/ul 102485  Chrysene-d12 21.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl dehydroabietate 314 C21H3002 001235-74-1 95
2 Methyl dehydroabietate 314 C21H3002 001235-74-1 94
3 Methyl dehydroabietate 314 C21H3002 001235-74-1 81
4 Imidazolo[2,1-b]thiazole, 5-(3-i... 239 C13H9N3S 327097-37-0 64
5 5-Nitro-3-phenyl-1H-indazole 239 C13HSN302 293758-67-5 59
Abundance Scan 3022 (20.790 min): BG049745.D\data.ms (-3018) (- m/z 239.35 100.00%
239.3
5000
2050 2100
431 299.4 : :
A ”u“\“ L "“‘Mﬂmqﬂ‘ b o o00 L A230 7 240,35 21.55%
mlz--> 50 100 150 200 250 300 350 400
Abundance #217665: Methyl dehydroabietate
239.0
5000
20.50 21.00
m/z 141.20 9.14%
299.0
0 \Z\l?‘ow \8\9\?\”\:[‘;1\‘:“'-‘8]\-‘8\9“0\ L ‘i \\\ L L O
m/z--> 50 100 150 200 250 300 350 400
Abundance #217663: Methyl dehydroabietate
239.0 “A‘ }V
M b
20. 50 21 00
5000 m/z 129.10 8.95%
43.0
314.0
91.0 141.0
0 HH‘ \H\\m\ MH‘\‘U\‘\‘HH‘%%J?M‘O‘\" ‘\h““‘i “‘ e
miz--> 50 100 150 200 250 300 350 400
Abundance #217661: Methyl dehydroabietate —— ——
239.0 20.50 21.00
m/z 128.15 8.72%
5000
430 299.0
141.0
ettt | 1 il el
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 Sulfurous acid, butyl undec... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

20.843 3.07 ng/ul 57550  Chrysene-di12 21.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 50
2 Decane, 4-ethyl- 170 C12H26 001636-44-8 43
3 1,3-Propanediol, decyl ethyl ether 244 C15H3202 1000406-35-0 43
4 Decane, 1-iodo- 268 C10H21I 002050-77-3 43
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 35

Abundance Scan 3031 (20.843 min): BG049745.D\data.ms (-3029) (-  m/z 43.20 100.00%

43.2
85.3
5000
— —
““ ‘ 148.3 19932396 2831 3421 20.50 21.00
0 \\\1‘WWWJWMUWMWWW\“\UOM\M\W\M‘ SN m/z 57.20 92.38%
mlz--> 50 100 150 200 250 300 350
Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0
5000 s caa
20.50 21.00
% m/z 85.25 52.33%
9.0
155.0
O\\“\"“\h\““\‘L\“\\‘\“‘\\\\2‘07\.\0\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #45483: Decane, 4-ethyl-
43.0
s sl
20.50 21.00
5000 85.0 m/z 71.15  45.71%
M ‘ 140.0
om‘,““lw‘w\H‘MUWH_m_m_m_m
miz--> 50 100 150 200 250 300 350
Abundance #128527: 1,3-Propanediol, decyl ethyl ether P ——
57.0 20.50 21.00
m/z 41.15 41.88%
5000
185.0
‘ 9.0 141.0 ‘
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 1-Phenanthrenemethanol, 1,2... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.031 9.05 ng/ul 169680  Chrysene-d12 21.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenanthrenemethanol, 1,2,3,4,... 286 C20H300 003772-55-2 78
2 1-Phenanthrenemethanol, 1,2,3,4,... 286 C20H300 003772-55-2 78
3 1-Phenanthrenemethanol, 1,2,3,4,... 286 C20H300 024035-43-6 30
4 phenol, 4-[2-(4-methoxyphenyl)et... 271 C15H13NO4 1000396-99-6 25
5 Naphthalene, 1,2,3,4-tetrahydro-... 272 C20H32 055255-59-9 25

Abundance Scan 3063 (21.031 min): BG049745.D\data.ms (-3059) (-  m/z 43.25 100.00%

253.3
6.2 173.3
5000
P |
| h 300.4 355.1 401, 21.00
ol fM NWMWWWVWWN\M}N\M\‘\\\\‘\ m/z 57.15 78.56%
mlz--> 50 100 150 200 250 300 350 400
Abundance #181960: 1-Phenanthrenemethanol, 1,2,3,4,4a,9,10,10a-
258.0
173.0
5000 — :
21.00
m/z 253.30 72.78%
0 ‘i““\‘\ 4 “\ ‘\‘\ AL e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #181962: 1-Phenanthrenemethanol, 1,2,3,4,4a,9,10,10a-
253.0
21.00
5000 173.0 m/z 55.15 69.68%
43.0 131.0
820 \‘ \ h |
ol L
miz-> 50 100 150 200 250 300 350 400
Abundance #181961: 1-Phenanthrenemethanol, 1,2,3,4,4a,9,10,10a- s :
271.0 21.00
m/z 41.15 67.24%
159.0
5000
211.0
430 1170 ‘
0! whWJ‘MJ““V““““““ el
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.360 53.06 ng/ul 995227 Chrysene-d12 21.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 91
4 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90

Abundance Scan 3119 (21.360 min): BG049745.D\data.ms (-3114) (-  m/z 57.25 100.00%

57.3
5000
e —
} F921963 21.00 21.50
ol AL 3002 2804 4154 e m/z 43.25  97.29%
miz--> 0 50 100150200 250 300 350 400 450 500 550 600 650
Abundance #209740: 1-Docosene
57.0
5000 = P
308.0 21.00 21.50
m/z 55.20 75.54%
0
09.0
O‘\\‘\‘Jf\\\“‘f\\jl‘ﬂ\!%\“‘%\l\é\"\\}\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

N

57.0
P o
21.00 21.50
5000 m/z 41.25 64.26%
o LIRS, 2520 3690 648
P SR e PR e
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #265841: Oxalic acid, hexadecyl propyl ester — —
43.0 21.00 21.50
m/z 83.25 60.22%
5000
269.0
m/z--> 0 50 100150200 250300 350400 450500550600650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.159 14.47 ng/ul 271436 Chrysene-d12 21.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Heptadecanal 254 C17H340 1000376-70-0 91
3 Eicosanal- 296 C20H400 002400-66-0 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
Abundance Scan 3255 (22.159 min): BG049745.D\data.ms (-3250) (- 43.20 100.00%
43.2
22 00 22 50
ol w L3300, 2002 2784 3346 417 57.20  94.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl-
82.0
5000p9 ¢

55.15  73.23%

O \‘\H ’ ! h H‘h ?w“\ “‘\ “‘ \‘\]-}9\‘4.’.(‘}) \‘ \2‘\5?.\()\ T ‘ L ’ T ‘ T
miz--> 50 100 150 200 250 300 350 400
Abundance #141014: Heptadecanal
43.0

22100 2250
5000 06.0 41.15  68.27%

oLl HL 11520 20802800
m/z--> 50 100 150 200 250 300 350 400
Abundance i

#194557: Eicosanal-
82.0 22 00 22 50

82.15 67.63%
5000

. 37.0 278.0 JM
O‘ANMHw WMW\W 2080 7

29
S A A e

m/z--> 50 100 150 200 250 300 350 400 22. 00 22 50

22 00 22 50
| H‘ I
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.529 20.76 ng/ul 389466 Chrysene-d12 21.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Heneicosane 296 C21H44 000629-94-7 98
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
4 Heneicosane 296 C21H44 000629-94-7 93
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3318 (22.529 min): BG049745.D\data.ms (-3312) (-  m/z 57.25 100.00%
571.3

s
141.3 197.3 , :
[ “‘ I “ Lo ([ Br92394 2056 885 ., 43,20 82.29%
mlz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 s :
22.50
9.0 m/z 71.25 65.00%
otsg L L LL| 114018007550 2060
m/z--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
T [
22.50
5000 ITI/Z 85.20 53.06%
9.0
ey B e
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- e ‘
57.0 22.50
m/z 41.15 34.39%
h \/u~/\¥/\ﬂ/
0 ‘\\ “\ [ \‘ u‘ 1410 183.0 239.0 296.0
A e e e e —
m/z--> 50 100 150 200 250 300 350 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 Fumaric acid, 2-methylallyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.558 39.87 ng/ul 747853 Chrysene-d12 21.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fumaric acid, 2-methylallyl tetr... 366 C22H3804 1000330-55-3 59
2 1-Docosene 308 C22H44 001599-67-3 55
3 12-Bromo-1-dodecanol 264 C12H25Bro 003344-77-2 53
4 Cyclohexane, 1,2,4,5-tetraethyl-... 196 C14H28 061142-24-3 46
5 4,4-Dimethylpent-2-enal 112 C7H120 1010195-01-6 43

Abundance Scan 3323 (22.558 min): BG049745.D\data.ms (-3320) (-  m/z 83.15 100.00%

83.2
5000
# 22:50 |
40.2 2104 :
ol m:‘w JAATE 200 3084 416y 9725 92.12%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #275334: Fumaric acid, 2-methylallyl tetradecyl ester
53.0
99.0
5000 e
22.50
171.0 m/z 55.15 87.60%
\ ‘ L ‘ |2250 2950  366.0
O\\‘\‘\“‘\“\\ H\‘H\“\“‘\\\\‘\‘\‘\‘\“\\\\“l‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
53.0
T \
22.50
5000 ITI/Z 69.15 85.26%
11.0
LU e e
miz--> 50 100 150 200 250 300 350 400
Abundance #152480: 12-Bromo-1-dodecanol —~—
69.0 22.50
m/z 41.25 51.55%
5000
148.0
otsl M Ll 200 =
m/z--> 50 100 150 200 250 300 350 400 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 21 2-Octadecyl-propane-1,3-diol Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
22823 3.65 ng/ul 68530 Chrysene-di2 21.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octadecyl-propane-1,3-diol 328 C21M4402 005337-61-1 64

006385-15-5 62
959261-22-4 58
959261-23-5 58
007365-36-8 58

2 Heptafluorobutyric acid, hexadec... 438 C20H33F702
3 Pentafluoropropionic acid, tride... 346 C16H27F502
4 Heptafluorobutyric acid, pentade... 424 C19H31F702
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702

Abundance Scan 3368 (22.823 min): BG049745.D\data.ms (-3365) (-  m/z 57.15 100.00%

57.1
5000
111.2
— o
‘ 197.2 ’ 3553  446. 22.50 23.00
ol Lukid o b le 1 m/z 43.20 93.00%
mlz--> 50 100 150 200 250 300 350 400
Abundance #234823: 2-Octadecyl-propane-1,3-diol
43.0
5000 — s
22.50 23.00
m/z 55.20 68.24%
280.0
ol 1 ” | {11530 2080 *" 3280
\\\\‘ \\‘\\1\\\\‘\\\\W\W!f‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
— —
22.50 23.00
m/z 83.25 61.17%
5000 11.0
169.0
2240
oL UL ST e a0
miz--> 50 100 150 200 250 300 350 400
Abundance  #255049: Pentafluoropropionic acid, tridecyl ester P e
43. 22.50 23.00
m/z 97.15 57.56%
154.0
ol LLLLIIEE, 2270 o0 ot
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

23.304 5.56 ng/ul 104310 Chrysene-d12 21.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 83
2 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 74
3 Methyl tetratriacontyl ether 509 C35H720 1000406-30-1 74
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 70
5 2,6,10,14-Tetramethyl-7-(3-methy... 348 C25H48 1000370-41-6 62

Abundance Scan 3450 (23.304 min): BG049745.D\data.ms (-3446) (-  m/z 43.20 100.00%

43.2
5000
- e
\‘ 193.2 = 5g7.1 348.1 23.00 23.50
oLk m/z 57.20  74.32%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #104592: Cetene
43.0
7.0
5000 = el
23.00 23.50
m/z 55.15 72.04%
UL e, 7220
O\\“\\\\‘\\‘\q“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228815: 1-Hexadecanesulfonyl chloride
57.0
- e
23.00 23.50
m/z 83.15 58.71%
5000 110 /
224.0
oLl pero 2t aono
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #339319: Methyl tetratriacontyl ether = e
57.0 23.00 23.50
m/z 69.15 56.23%
oLd ‘ 1)) 16702230 3060 3620 478
H“H“_“w“u“H“H“_“w“u“u“u“ = —
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\

Data File : BG
Acqg On 9
Operator : CG
Sample . M3
Misc :

ALS vial : 12

Quant Method
Quant Title

TIC Library

Library Search Compound Report

049745.D

Aug 2021 18:15
/3U

244-04

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 23 Hexacosanal Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.592 52.76 ng/ul 1080400 Perylene-di2 25.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 95
2 1,19-Eicosadiene 278 C20H38 014811-95-1 94
3 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 92
4 Bicyclo[10.8.0]eicosane, (E)- 278 C20H38 1010155-85-0 91
5 1,21-Docosadiene 306 C22H42 053057-53-7 87

Abundance Scan 3499 (23.592 min): BG049745.D\data.ms (-3492) (-  m/z 43.20 100.00%

9.4

N

6.2
5000
AR
52.2 , ’
of——ALik ‘u'\ H\ P22 2223 2924 3626 470. ., 5715 98.95%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #287971: Hexacosanal
57.0
5000 = :
23.50
10.0 m/z 55.15  79.09%
362.0
O \‘\‘ \‘L‘l “h\h“\ "\ “:\]-\8\0\.?\ \\2\5(‘)\.(\)\3\(‘)6\.\0\‘\ T \L\ L i

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

(1]
13: | —
o =

Abundance #171302: 1,19-Eicosadiene
UL \
23.50
5000 m/z 82.10 68.68%
109.0
0 \‘ [l Jh AL h\ |\ Il.66'0 250.0
e S e e e e

miz—> 0 50 100 150 200 250 300 350 400 450

Abundance #171306: Bicyclo[10.8.0]eicosane, cis- —r T
55.0 23.50
m/z 41.20 63.26%
5000 278.0
‘ 109.0
ob Ll pesozz20 | -
m/z--> 0 50 100 150 200 250 300 350 400 450 23.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080921\
BGO49745.D
9 Aug 2021 18:15

Operator : CG/JU

Sample
Misc :
ALS vial : 12

Quant Method
Quant Title

TIC Library

: M3244-04

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 24

(DEL) Alkane: Straight-Chai...

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
24.056 17.66 ng/ul 361612 Perylene-di2 25.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 91
5 Tetracosane, 1-iodo- 464 C24H491I 1000406-32-0 91

Abundance Scan 3578 (24.056 min): BG049745.D\data.ms (-3571) (-
57.2

m/z 57.20 100.00%

-

24.00

m/z 43.20 74.10%

?

24.00

m/z 71.25 66.19%

?

24.00

m/z 85.20 49.06%

;

24.00

m/z 55.15 34.75%

5000
9.2
el e S S e S e e
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000
ol " H | 141-0183.0225.0267.0309.0 365.0
\\\‘\\\\’\\\\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000
ol ‘h‘ H | 141 0183.0225.0 281.0 337.0 394.
Al b e
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
5000
41.0
L L omsonsn ssmo
m/z--> 50 100 150 200 250 300 350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.133 35.62 ng/ul 729333 Perylene-di2 25.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Nonacos-1-ene 406 C29H58 018835-35-3 93
3 1-Tricosene 322 C23H46 018835-32-0 93
4 1-Tetracosene 336 C24H48 010192-32-2 91
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91

Abundance Scan 3591 (24.133 min): BG049745.D\data.ms (-3585) (-  m/z 57.20 100.00%

57.2
5000
195.2 = el
‘ 24.00 24.50
oL LML, L, 2382 3204 4153 sa9: 3o o8 sy
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
5000 — ——
24.00 24.50
1P5.0 m/z 55.15 95.55%
0 \‘\\‘u ‘}“\‘\1820 292.0 364.0
\\‘\!1\1\\1‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene
57.0
—— ——
24.00 24.50
5000 ITI/Z 69.15 86.79%
125.0
ol lgse w0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227234: 1-Tricosene T —
43.0 24.00 24.50
m/z 97.20 83.66%
- N /\’\/\/L
0 1820 320 M n
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80921\
Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 26 Oxirane, heptadecyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.560 54.17 ng/ul 1109210 Perylene-di2 25.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
2 1,21-Docosadiene 306 C22H42 053057-53-7 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Octadecanal 268 C18H360 000638-66-4 90
5 Z-11,13-Dimethyl-11-tetradecen-1... 282 C18H3402 1000131-36-6 90
Abundance Scan 3834 (25.560 min): BG049745.D\data.ms (-3824) (- m/z 57.15 100.00%
57.1
5000 07.2 w/\\\//\L&w/\\wmﬁmww/
L \
h\ 318032222 2821 3481390, 2550
0l Mw‘\m“ b e e ety m/z 43.15  90.33%
mlz--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
82.0
4110
5000 o —
25.50
m/z 55.20 67.03%
24.0
kL) )L 1660 22202600
04 \‘ “‘\U‘\ \“‘ \“\”\ h |“‘\‘\ t \“‘\ ity i \‘\ L B B
miz--> 50 100 150 200 250 300 350
Abundance #207438: 1,21-Docosadiene
55.0
96.0 T 1
25.50
5000 m/z 82.20 66.47%
306.0
L0 am0 2660
(O i il € M
miz--> 50 100 150 200 250 300 350
Abundance #158569: Octadecanal I
43.0 25.50
b6.0 m/z 41.15 50.59%
h AJL,/L
222.0
0 {02000 5000 =
m/z--> 50 100 150 200 250 300 350 25.50
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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_G\Data\BGO80921\

Data File : BG@49745.D

Acqg On : 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :
ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 27 unknown-04 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
26.336 166.88 ng/ul 3417250 Perylene-di2 25.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 46
2 17-Pentatriacontene 491 C35H70 006971-40-0 46
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 46
4 Oxalic acid, octadecyl propyl ester 384 C23H4404 1000309-27-0 43
5 Triacontan-15-o0l1 438 C30H620 031849-26-0 43

Abundance Scan 3966 (26.336 min): BG049745.D\data.ms (-3953) (-  m/z 83.15 100.00%

5000 Jk
1573 26.00 26.50
297.4 . .
ol Akl M\"‘H‘2‘??‘2”"H\_Hﬁ??“‘w”_”w m/z 57.20 72.29%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228815: 1-Hexadecanesulfonyl chloride
57.0
5000 . —
111.0 26.00 26.50
m/z 97.20 71.76%
224.0
O \J‘\“ ‘\“\ \‘\h‘ U\‘\\\‘h\”\ \‘\“[1\\\!‘\\‘\3\0‘7\\0\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
= P
26.00 26.50
5000 ITI/Z 43.20 66.35%
7.0
. i 11530 2100 267.0321.0 490,
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester - —
57.0 26.00 26.50
m/z 55.15 62.30%
5000 111.0
WL pme 220 g
om‘_m_‘m“mwmWm_m_m_uwm‘ = =
m/z--> 50 100 150 200 250 300 350 400 450 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080921\
Data File : BGO49745.D

Acqg On 9 Aug 2021 18:15
Operator : CG/JU

Sample : M3244-04

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: C... 3.073 17.2 ng/ul 151106 1 8.043 175804 20.0
Butane, 2-metho... 3.155 55.4 ng/ul 487154 1 8.043 175804 20.0
unknown-01 4.412 2.5 ng/ul 21563 1 8.043 175804 20.0
Ethanol, 2-(2-b... 10.627 2.6 ng/ul 33037 2 10.862 249107 20.0
Butyrovanillone 15.497 2.6 ng/ul 44231 3 14.692 340037 20.0
Pentadecafluoro... 17.207 3.0 ng/ul 57527 4 17.448 379876 20.0
Dodecanoic acid 17.324 2.1 ng/ul 39401 4 17.448 379876 20.0
Pentadecanoic acid 18.329 6.0 ng/ul 114023 4 17.448 379876 20.0
unknown-02 18.646 7.5 ng/ul 142719 4 17.448 379876 20.0
1,5,9-Cyclotetr... 18.981 6.6 ng/ul 124663 4 17.448 379876 20.0
Naphthalene, 1,... 19.263 5.3 ng/ul 99824 4 17.448 379876 20.0
4,4-Diallyl-cyc... 19.627 18.1 ng/ul 339195 5 21.730 375156 20.0
unknown-03 20.673 2.2 ng/ul 40773 5 21.730 375156 20.0
Methyl dehydroa... 20.790 5.5 ng/ul 102485 5 21.730 375156 20.0
Sulfurous acid,... 20.843 3.1 ng/ul 57550 5 21.730 375156 20.0
1-Phenanthrenem... 21.031 9.1 ng/ul 169680 5 21.730 375156 20.0
(DEL) Alkane: S... 21.360 53.1 ng/ul 995227 5 21.730 375156 20.0
Oxirane, hexade... 22.159 14.5 ng/ul 271436 5 21.730 375156 20.0
(DEL) Alkane: S... 22.529 20.8 ng/ul 389466 5 21.730 375156 20.0
Fumaric acid, 2... 22.558 39.9 ng/ul 747853 5 21.730 375156 20.0
2-Octadecyl-pro... 22.823 3.6 ng/ul 68530 5 21.730 375156 20.0
(DEL) Alkane: S... 23.304 5.6 ng/ul 104316 5 21.730 375156 20.0
Hexacosanal 23.592 52.8 ng/ul 1080400 6 25.014 409557 20.0
(DEL) Alkane: S... 24.056 17.7 ng/ul 361612 6 25.014 409557 20.0
(DEL) Alkane: S... 24.133 35.6 ng/ul 729333 6 25.014 409557 20.0
Oxirane, heptad... 25.560 54.2 ng/ul 1109210 6 25.014 409557 20.0
unknown-04 26.336 166.9 ng/ul 3417250 6 25.014 409557 20.0
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