LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO@51624.D

Acqg On : 18 Dec 2021 10:34
Operator : CG/JU

Sample : M5037-21

Misc :

ALS Vvial : 39 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51624.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.594 15 18 26 rvB2 7331 11517 ©0.98% 0.119%
2 4.028 88 92 103 rVB 35534 56218 4.80% 0.583%
3  4.387 149 153 156 rBV2 2438 3283 0.28% 0.034%
4 5.321 308 312 316 rvB3 5722 8833 0.75% 0.092%
5 7.406 659 667 677 rBvV2 16827 35619 3.04% 0.369%

6 7.576 687 696 704 rVB 99301 167000 14.25%
7 7.800 727 734 740 rVB 61662 105207  8.98%
8 8.276 808 815 823 rBV 108821 189204 16.15%
9 8.969 924 933 940 rBV 56439 98299  8.39%

9.439 1006 1013 1021 rVB 136306 247731 21.15%

NR R R R
0
o2
N
R

11 9.867 1082 1086 1093 rVB2 3148 5009 0.43%
12 10.173 1131 1138 1147 rVB 64014 113516  9.69%
13 10.719 1223 1231 1239 rVB 96755 166876 14.24%
14 10.860 1249 1255 1264 rBV 17039 31488 2.69%

NORRERPRO
N
w
(&)
B

15 11.113 1289 1298 1307 rBV 152289 270888 23.12% 808%
16 11.230 1310 1318 1328 rBV3 60301 109254 9.33% 1.133%
17 12.605 1547 1552 1559 rVB 44883 70065 5.98% ©0.726%
18 12.681 1561 1565 1569 rBV2 3229 4673 0.40% ©0.048%
19 13.516 1703 1707 1709 rBV3 2416 2818 0.24% 0.029%
20 13.733 1739 1744 1749 rBVS5 4795 7948 0.68% 0.082%
21 13.797 1749 1755 1758 rVB3 2544 3459 0.30% 0.036%
22 14.297 1834 1840 1848 rVV 372584 555670 47.43% 5.761%
23 14.526 1876 1879 1885 rBVS5 4530 8742 0.75% 0.091%
24 14.602 1885 1892 1900 rVB 378879 596444 50.91% 6.183%
25 14.790 1920 1924 1928 rVB4 2018 2908 0.25% 0.030%
26 14.908 1938 1944 1953 rVB 264655 408847 34.90%  4.239%
27 15.060 1964 1970 1977 rBV3 19134 32108 2.74%  ©.333%
28 15.701 2071 2079 2081 rBV4 6212 10852 ©.93% 0.113%
29 15.736 2084 2085 2089 rVB3 3929 3073 0.26% 0.032%
30 15.895 2106 2112 2121 rVB 532590 842457 71.91%  8.734%
31 15.995 2123 2129 2135 rBV 102003 150287 12.83% 1.558%
32 16.135 2152 2153 2160 rVB3 3524 4121 0.35% 0.043%
33 16.329 2183 2186 2191 rVB2 2499 3263 0.28% 0.034%
34 16.429 2199 2203 2205 rBV2 1543 2202 0.19% 0.023%
35 16.576 2223 2228 2229 rBV4 3477 4290 ©0.37% 0.044%
36 16.600 2229 2232 2235 rVB4 1771 2907 0.25% 0.030%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO@51624.D

Acqg On : 18 Dec 2021 10:34
Operator : CG/JU

Sample : M5037-21

Misc :

ALS Vvial : 39 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-BG121421.M
Title : SVOA CALIBRATION
37 16.776 2257 2262 2267 rVB4 4602 7134 0.61% 0.074%
38 16.946 2288 2291 2293 rBvV3 2085 2555 0.22% 0.026%
39 17.117 2315 2320 2327 rVB4 4087 6176 0.53% 0.064%
40 17.340 2356 2358 2362 rBV5 1738 2587 0.22% 0.027%
41 17.393 2364 2367 2370 rVV2 5477 6710 0.57% 0.070%
42 17.445 2370 2376 2382 rVB4 2979 6851 0.58% 0.071%
43 17.545 2389 2393 2398 rBv4 8581 11500 0.98% 0.119%
44 17.657 2405 2412 2419 rBV 329276 505748 43.17% 5.243%
45 17.757 2421 2429 2436 rVV 668587 1027155 87.68% 10.649%
46 17.904 2452 2454 2459 rBv4 1180 2295 0.20% 0.024%
47 17.939 2459 2460 2466 rVB5 1581 2246 0.19% 0.023%
48 18.045 2470 2478 2479 rBV5 1602 3380 0.29% 0.035%
49 18.133 2489 2493 2499 rBV6 3982 8625 0.74% 0.089%
50 18.303 2518 2522 2527 rBV2 48958 59734 5.10% 0.619%
51 18.380 2531 2535 2537 rBV4 2316 2408 0.21% 0.025%
52 18.432 2542 2544 2550 rVB5 2008 2877 0.25% 0.030%
53 18.526 2555 2560 2562 rBV4 7065 10991 0.94% 0.114%
54 18.708 2588 2591 2593 rBV2 2665 2530 0.22% 0.026%
55 18.732 2593 2595 2598 rBV4 2352 2537 0.22% 0.026%
56 18.779 2601 2603 2608 rvv4 1888 2324 0.20% 0.024%
57 18.832 2611 2612 2617 rvVvB3 1766 2843 0.24% 0.029%
58 18.914 2623 2626 2631 rVB6 2512 2468 0.21% 0.026%
59 19.055 2647 2650 2652 rVB4 2187 2433 0.21% 0.025%
60 19.302 2688 2692 2694 rBV5 4869 5089 0.43% 0.053%
61 19.390 2701 2707 2710 rBV6 6569 8663 0.74% 0.090%
62 19.419 2710 2712 2713 rBV 3099 2388 0.20% 0.025%
63 19.460 2715 2719 2725 rVB3 32611 39649 3.38% 0.411%
64 19.601 2737 2743 2746 rBV6 11358 19191 1.64% 0.199%
65 19.666 2751 2754 2758 rVV 9709 12389 1.06% 0.128%
66 19.760 2768 2770 2772 rBV2 1989 2380 0.20% 0.025%
67 19.783 2772 2774 2776 rVB3 4499 2828 0.24% 0.029%
68 19.848 2782 2785 2787 rBV3 2929 3544 0.30% 0.937%
69 19.901 2791 2794 2796 rBV3 3965 4471 0.38% 0.046%
70 19.924 2796 2798 2804 rVB4 5355 9513 0.81% 0.099%
71 19.966 2804 2805 2807 rBV2 3281 2824 0.24% 0.029%
72 20.030 2809 2816 2825 rBV 814772 1171526 100.00% 12.145%
73 20.318 2863 2865 2867 rVB2 3826 2205 0.19% 0.023%
74 20.412 2879 2881 2882 rBV2 3072 2119 0.18% 0.022%
75 20.430 2882 2884 2885 rVVv2 2633 2115 0.18% 0.022%
76 20.858 2955 2957 2958 rBV2 3788 2123 0.18% 0.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO@51624.D

Acqg On : 18 Dec 2021 10:34
Operator : CG/JU

Sample : M5037-21

Misc :

ALS Vvial : 39 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-BG121421.M

Title : SVOA CALIBRATION

77 21.334 3037 3038 3041 rBV3 3860 3276 0.28% ©.034%
78 21.587 3076 3081 3087 rBV7 24286 43857 3.74% 0.455%
79 21.975 3140 3147 3153 rBvV2 294745 524991 44.81% 5.443%
80 23.802 3456 3458 3463 rVB4 7768 12034 1.03% ©.125%
81 24.418 3562 3563 3566 rvVB3 4787 3608 0.31% 0.037%
82 24.460 3566 3570 3571 rBvV4 4632 5952 0.51% 0.062%
83 24.489 3571 3575 3583 rVB7 12634 28591 2.44% 0.296%
84 24.665 3603 3605 3607 rBV3 4156 3469 ©0.30% 0.036%
85 25.229 3690 3701 3712 rBV2 367555 1098441 93.76% 11.388%
86 25.470 3732 3742 3752 rBV 171343 522550 44.60% 5.417%
87 25.629 3767 3769 3770 rBV2 3330 2112 0.18% 0.022%
88 26.051 3839 3841 3843 rBV2 4019 3519 0.30% 0.036%
89 26.239 3871 3873 3875 rBV3 4281 3564 0.30% 0.037%
90 26.809 3964 3970 3978 rVB3 11985 32628 2.79% ©.338%
91 26.968 3995 3997 3998 rBV2 3912 2188 ©0.19% 0.023%
92 27.373 4065 4066 4069 rBV3 5217 4266 0.36% 0.044%
93 27.908 4155 4157 4161 rBV5 4457 5369 0.46% 0.056%
94 27.943 4161 4163 4164 rBV2 4374 3487 ©0.30% 0.036%
95 28.695 4289 4291 4293 rBV3 4561 3596 ©0.31% ©0.037%
96 30.158 4538 4540 4544 rBV5 6537 8143 0.70% 0.084%
97 30.980 4678 4680 4681 rVB2 5554 3290 0.28% ©0.034%
98 31.262 4727 4728 4730 rBV2 4310 2983 0.25% 0.031%
99 32.225 4889 4892 4895 rBV5 3952 7057 0.60% 0.073%
100 32.578 4950 4952 4953 rBV2 4136 2683 0.23% 0.028%

Sum of corrected areas: 9645854
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO@51624.D

Acqg On : 18 Dec 2021 10:34
Operator : CG/JU

Sample : M5037-21

Misc :

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051624.D\data.ms
800000

700000
600000
500000
400000
300000

200000

9.439 11 o

7.576  8.276

w0000 7.800 8.969 10 173 1 1 230 12.605
594 "\ "4.387 5.321 740 12,681

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\T \\‘\\\\‘\\\\‘\\\\‘\\\\ \\‘\\\\\\\|\\\\|\\\\|\\\\‘\\

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: BG051624.D\data.ms
800000 20.p30

700000 17.757

600000
15.895

500000
400000 14.20%.602
17.657 21.975
300000 14.908

200000

15.995

100000

13.5867337  |14. 060 g5 18

"‘V_r—’_v_v’\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ L L B B L B L L B L
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: BG051624.D\data.ms

800000

o

700000
600000
500000
400000 25.229
300000
200000

100000

)8627.373 ZNIWB . 28.695 30.158 30.980.262 32,2085

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51624.D

Acqg On : 18 Dec 2021 10:34

Operator : CG/JU

Sample : M5037-21

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.860 2.32 ng/ul 31488 Naphthalene-d8 11.113
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 83
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83

4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204

018912-80-6 64
000143-22-6 64

Abundance Scan 1255 (10.860 min): BG051624.D\data.ms (-1249) (- m/z 57.15 100.00%
57.1

5000
75.2 T T M LR
39H ‘ ‘ 101.2 10.50 11.00
0 ‘H"H“_HMJH‘UWWHJMm,m‘_m,m m/z 45.15  78.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T \M T T \,\ T
290 10.50 11.00 .
75.0 m/z 41.15 43.34%
‘ 1000 1320
0 \\‘\”‘ \H‘\ \““1‘\\ H\\‘l‘\“\“i‘\\}‘\\\\’\\w.\‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
10.50 11.00
5000 ITI/Z 43.15 22.63%
29.0
75.0
SN 0 T N Y-S
m/z--> 20 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0 10.50 11.00
m/z 75.15 18.07%
5000
21 r 75.0 [\
100.0
o‘M\ uwlw‘wh‘;ww,‘l??:‘{m‘l??-‘o‘ S A
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO@51624.D

Acqg On : 18 Dec 2021 10:34
Operator : CG/JU

Sample : M5037-21

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.605 5.17 ng/ul 70065 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tebuthiuron 228 C9H16N40S 034014-18-1 25
2 Tebuthiuron 228 C9H16N40S 034014-18-1 25
3 6-Isopropylquinoline 171 C12H13N 000135-79-5 23
4 1,3-Diaza-5,6-dedihydrocyclohexa... 171 C6H9N30S 021263-85-4 23
5 4-Chloro-3,5-dimethylphenol, O-(... 242 C12H15C103 1000487-35-2 23
Abundance Scan 1552 (12.605 min): BG051624.D\data.ms (-1547) (- m/z 156.00 100.00%
156.0
5000 115.1
78‘0 T ‘ T T ‘ T
52.1 ‘ 12,50 13.00
Ol et e el el m/z 115,05 49.79%
m/z--> 20 40 60 80 100 120 140 160
Abundance #109829: Tebuthiuron
156.0
5000 - —t
12.50 13.00
74.0 m/z 158.05 30.87%
0 5?“9\ \‘ L \‘\ 1010 12\90 ‘\ i
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #109830: Tebuthiuron
156.0
T ‘ T \A T ‘ T
12.50 13.00
5000 m/z 171.15 29.93%
74.0
41.0 ‘ 129.0
101.0 .
m/z--> 20 40 60 80 100 120 140 160
Abundance #46454: 6-Isopropylquinoline s T
156.0 12.50 13.00
m/z 78.05 24.24%
5000
270 | 51‘_0 | 77“.0 101.0 128.0 M
Ol e e b e e - —r—
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO@51624.D

Acqg On : 18 Dec 2021 10:34
Operator : CG/JU

Sample : M5037-21

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.303 2.36 ng/ul 59734  Phenanthrene-d10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 2522 (18.303 min): BG051624.D\data.ms (-2518) (- m/z 74.15 100.00%
74.2
5000
43.1
‘ ——
143.1 227.2
“ “ ‘ | 1111 171.1199.2 ‘ 270.2 18.00 18.50
O L R N Ra S m/z 87.15 75.70%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —t
43.0 18.00 18.50
143.0 m/z 43.15 36.87%
0 ‘u \“ ‘\‘ I \\115 o\ 17\1 0\199 0227.0 2790
\‘HH’HH‘\H\‘HH’HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘

m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

74.0
— —
18.00 18. 50
5000{ 43.0 m/z 55.15 %
o ‘ M‘ H | 1110 M39 1gs0 2270 2700
‘_‘H,H‘w‘H‘_‘HV‘H‘H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘w
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161211: Hexadecanoic acid, methyl ester V\WMW\
74.0 18. 00 18 50
m/z 41.15 28.55%
5000 43.0
143.0
270.C
227.0
N e ey BT
m/z--> 20 40 60 80 100120140160 180200220 240260 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51624.D

Acqg On : 18 Dec 2021 10:34
Operator : CG/JU

Sample : M5037-21

Misc

ALS Vvial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
Ethanol, 2-(2-b... 10.860 2.3 ng/ul 31488 2 11.113 270888 20.0
unknown-01 12.605 5.2 ng/ul 70065 2 11.113 270888 20.0
Hexadecanoic ac... 18.303 2.4 ng/ul 59734 4 17.657 505748 20.0
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