LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BGO51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample : M4779-04

Misc :

ALS Vvial : 57 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-BG112321.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51234.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.541 5 9 17 rVB 6899 10941 1.07% ©0.098%
2 3.976 80 83 92 rBvV 19875 36365 3.54% 0.325%
3 4.199 117 121 126 rVB3 3762 5785 0.56% 0.052%
4 4.317 137 141 143 rBV2 2830 4017 ©0.39% 0.036%
5 5.550 345 351 359 rVB 24185 35509 3.46% 0.317%
6 5.691 370 375 382 rVB3 3073 5413 ©.53% 0.048%
7 6.238 463 468 475 rBV2 7054 11649 1.13% 0.104%
8 6.808 558 565 571 rBV 5836 9263 0.90% 0.083%
9 7.266 641 643 649 rVB3 3066 5122 0.50% 0.046%
106 7.360 649 659 668 rBv2 33451 74695 7.28% 0.667%
11 7.454 671 675 678 rBvV3 1962 3578 0.35% 0.032%
12 7.513 678 685 691 rvv 117344 203946 19.87% 1.822%
13 7.566 691 694 701 rW 7101 11222 1.09% 0.100%
14 7.730 715 722 729 rBV 116154 204035 19.88% 1.823%
15 8.200 795 802 806 rBV 98875 176894 17.23%  1.580%
16 8.241 806 809 817 rVB 34564 54549 5.31% 0.487%
17 8.441 836 843 848 rBV 5890 11405 1.11% 0.102%
18 8.805 900 905 913 rBvV4 5578 11301 1.10% ©0.101%
19 8.911 916 923 930 rBV 96270 177884 17.33% 1.589%
20 9.029 937 943 949 rvVB2 9798 17165 1.67% 0.153%
21 9.299 981 989 995 rBv2 31321 54037 5.26% 0.483%
22 9.375 995 1002 1017 rVB 154767 292912 28.54% 2.617%
23 9.511 1020 1025 1032 rBv4 11546 21172 2.06% 0.189%
24 10.104 1118 1126 1134 rBV 126517 241737 23.55%  2.159%
25 10.280 1152 1156 1161 rBV2 2502 3604 0.35% 0.032%
26 10.345 1161 1167 1173 rVV3 3651 7713 0.75% 0.069%
27 10.650 1212 1219 1228 rBV 172047 320972 31.27% 2.867%
28 10.774 1234 1240 1250 rBV3 20071 43455  4.23% 0.388%
29 10.921 1259 1265 1274 rVB4 15326 28648 2.79% 0.256%
30 11.026 1276 1283 1296 rVV 147720 281721 27.45% 2.517%
31 11.162 1299 1306 1324 rBV 150519 292703 28.52%  2.615%
32 11.385 1339 1344 1353 rBv4 2635 5619 0.55% 0.050%
33 11.526 1361 1368 1373 rBV 22845 37681 3.67% 0.337%
34 11.585 1373 1378 1385 rvVv 24249 43989 4.29% ©.393%
35 11.684 1389 1395 1400 rvB2 8162 13606 1.33% 0.122%
36 11.814 1414 1417 1421 rBV4 1834 3120 0.30% 0.028%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BGO51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample : M4779-04

Misc :

ALS Vvial : 57 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-BG112321.M
Title : SVOA CALIBRATION
37 12.413 1511 1519 1526 rwv7 3590 8451 0.82% 0.075%
38 12.484 1526 1531 1536 rVB 3157 4786 0.47% 0.043%
39 12.595 1546 1550 1556 rBV5 4305 6785 0.66% 0.061%
40 13.177 1643 1649 1659 rBV 31218 57484 5.60% 0.513%
41 13.271 1661 1665 1672 rVVv4 2158 4896 0.48% 0.044%
42 13.418 1684 1690 1697 rBV 52397 79782 7.77% 0.713%
43 13.618 1720 1724 1728 rBV3 3860 5291 0.52% 0.047%
44 13.694 1728 1737 1742 rVWW2 48726 88981 8.67% ©.795%
45 13.753 1742 1747 1763 rVB 146975 245818 23.95% 2.196%
46 14.058 1794 1799 1803 rVB3 2615 3175 0.31% 0.028%
47 14.223 1821 1827 1834 rBV 381385 539837 52.59% 4.822%
48 14.334 1842 1846 1849 rBv4 3705 4936 0.48% 0.044%
49 14.446 1860 1865 1868 rBv2 5952 10072 0.98% 0.090%
50 14.528 1872 1879 1886 rVV 413038 649123 63.24% 5.798%
51 14.687 1902 1906 1909 rBvV2 6608 9227 0.90% 0.082%
52 14.834 1922 1931 1938 rVvV 229082 384772 37.49% 3.437%
53 15.063 1965 1970 1979 rBV2 22042 44017 4.29% 0.393%
54 15.245 1996 2001 2005 rVB4 3047 5179 ©.50% 0.046%
55 15.392 2020 2026 2032 rBvV3 6548 10134 0.99% 0.091%
56 15.521 2041 2048 2049 rBV3 4725 6668 0.65% 0.060%
57 15.551 2049 2053 2057 rwV 22331 33633 3.28% 0.300%
58 15.586 2057 2059 2062 rvVv 7748 9988 0.97% 0.089%
59 15.621 2062 2065 2074 rVB 15530 22765 2.22% 0.203%
60 15.821 2090 2099 2106 rBV 548869 844676 82.29%  7.545%
61 15.950 2115 2121 2133 rBV 157807 242461 23.62% 2.166%
62 16.179 2151 2160 2169 rVB7 5888 16508 1.61% 0.147%
63 16.261 2169 2174 2180 rVB3 2214 3687 0.36% 0.033%
64 16.332 2180 2186 2191 rBV6 3536 6751 0.66% 0.060%
65 16.608 2228 2233 2241 rVWV 35341 61838 6.02% ©.552%
66 16.679 2242 2245 2250 rVV5 4426 7497 0.73% 0.067%
67 16.808 2260 2267 2274 rBV 12520 20421 1.99% 0.182%
68 16.914 2280 2285 2289 rBV 7583 11840 1.15% 0.106%
69 17.025 2299 2304 2308 rVB5 3049 4239 0.41% 0.038%
70 17.284 2344 2348 2355 rBV6 4413 7194 0.70% 0.064%
71 17.448 2371 2376 2384 rBV3 13787 18988 1.85% 0.170%
72 17.583 2392 2399 2409 rVV 285231 453277 44.16% 4.049%
73 17.677 2409 2415 2423 rVB 592168 927162 90.33% 8.282%
74 17.830 2436 2441 2448 rBV 10166 17694 1.72% 0.158%
75 17.924 2453 2457 2459 rBv4 2963 4721 0.46% 0.042%

76 18.218 2500 2507 2515 rVB3 91151 160994 15.68%  1.438%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BGO51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample : M4779-04

Misc :

ALS Vvial : 57 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-BG112321.M

Title : SVOA CALIBRATION

77 18.512 2553 2557 2564 rVwV 16012 20458 1.99% ©0.183%
78 18.712 2588 2591 2596 rVB4 3269 4960 0.48% 0.044%
79 18.847 2611 2614 2617 rVB4 3469 4040 0.39% 0.036%
80 19.187 2666 2672 2675 rBV5 4232 7201 0.70% 0.064%
81 19.276 2681 2687 2693 rBVS5 5735 8800 0.86% 0.079%
82 19.340 2693 2698 2699 rBV4 11796 14788 1.44% 0.132%
83 19.370 2699 2703 2708 rVB 115928 143615 13.99% 1.283%
84 19.493 2719 2724 2728 rBV 38490 49029 4.78% 0.438%
85 19.593 2737 2741 2746 rVB2 11277 14626 1.42% ©.131%
86 19.816 2776 2779 2784 rVB6 5752 7024 0.68% 0.063%
87 19.910 2792 2795 2797 rBvV4 3129 3114 ©0.30% ©0.028%
88 19.963 2797 2804 2811 rVB 684794 1026434 100.00% 9.169%
89 20.562 2903 2906 2909 rVB4 5951 6748 0.66% 0.060%
99 20.633 2916 2918 2921 rVB4 4847 5116 0.50% 0.046%
91 20.786 2942 2944 2948 rVBS5 6147 6168 ©0.60% ©0.055%
92 20.944 2966 2971 2977 rBV 35929 49852 4.86% 0.445%
93 21.467 3055 3060 3070 rBV6 22288 53399 5.20% ©.477%
94 21.567 3074 3077 3082 rVB 13888 20839 2.03% 0.186%
95 21.720 3101 3103 3106 rVB4 4186 3382 0.33% 0.030%
96 21.878 3124 3130 3140 rVB 262668 455702 44.40% 4.071%
97 24.223 3526 3529 3535 rVB6 10812 21921 2.14% ©.196%
98 25.051 3659 3670 3681 rVB2 333977 958018 93.33% 8.558%
99 25.280 3694 3709 3719 rVB3 143942 466928 45.49% 4.171%
100 26.414 3896 3902 3909 rVB6 11662 33451 3.26% ©.299%

Sum of corrected areas: 11194788
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG051234.D\data.ms
600000
500000
400000
300000
200000
9.375 1000 nozso
7ST30 go00  go11 10104
100000 ’ ’
7.36 8/241 2 13.1
o541 3 9Haam >3%01 6238 6.808 7. §.4418.89020 19511 Uii¥ng 12ammes
\\\\‘\\\\‘\\\\‘\\\\‘Tn\\\‘\\\\‘\\\A\‘\\\\‘\\\‘\\ﬁ T\\ \\‘ 7A \\‘ ‘\\\‘\\\\‘\\\\‘\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10. 00 10 50 11. 00 11 50 12.00 12.50 13.00
Abundance TIC: BG051234.D\data.ms
19.963
600000 17.677
15.821
500000
14.528
400000 14.223
300000 17.583 21.878
14.834
200000 13,753 15,950
' 19.370
10000013413 18.218 20.944
. 4 19.493 : 2%:
ossgae APt mm@%@ oot "

0 2713.61B14. oﬂ{ ;

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: BG051234.D\data.ms

600000
500000

400000 25 051

300000
200000 5.280

100000
24.223 26.414

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\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 1 1-Methoxy-2-propyl acetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.550 4.01 ng/ul 35509 1,4-Dichlorobenzene-d4 8.200

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methoxy-2-propyl acetate 132 C6H1203 000108-65-6 83
2 1-Methoxy-2-propyl acetate 132 C6H1203 000108-65-6 64
3 2-Butanone 72 C4H80 000078-93-3 37
4 (3S)-3-Pyrrolidinol 87 C4H9NO 100243-39-8 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 351 (5.550 min): BG051234.D\data.ms (-345) (-) m/z 43.00 100.00%

43.0
5000
72.0 R N N EEmass
58.0 ‘ 87.0 5.20 5.40 5.60 5.80
H‘HH‘HH‘HH‘HH“‘H\\‘H\‘!‘HH"\‘\H‘H\‘\H‘\H\‘HH‘HH‘\H m/z 45.06 36.05%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #16375: 1-Methoxy-2-propyl acetate
43.0
5000 e
5.20 5.40 5.60 5.80
15.0 290 72.0 m/z 72.00  19.41%
58.0 7.0
I AT ‘ ,102.0117.0
H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH’HH‘HH‘\H\‘HH‘HH‘\H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #16379: 1-Methoxy-2-propyl acetate
43.0
T
5.20 5.40 5.60 5.80
5000 m/z 87.00 11.66%
15.0 290 72.0
: 58.0 '
87.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #744: 2-Butanone o RRRARE T
43.0 5.20 5.40 5.60 5.80
m/z 58.00 11.17%
5000
29.0 72.0
57‘.0
b in i
e R RRARR AR S L A e e ARmEES S
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Phenol, 2-methoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.299 6.11 ng/ul 54037 1,4-Dichlorobenzene-d4 8.200

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 87
4 Mequinol 124 C7H802 000150-76-5 70
5 Mequinol 124 C7H802 000150-76-5 62
Abundance Scan 989 (9.299 min): BG051234.D\data. ms(981)() m/z 109.00 100.00%
124.0
5000
43.0
A\\\‘\\\\‘\\\\‘\\\\‘\\\\
H 050 9.00 9.20 9.40 9.60
\\‘HH‘H\\‘H\\‘HHHH\‘HH‘\H‘\‘\H\‘HH‘HH}HH‘H‘H‘H m/z 81.06 85.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11910: Phenol, 2-methoxy-
109.0
81.0 124.0
5000 e e
9.00 9.20 9.40 9.60
27.0 53.0 m/z 124.00 76.87%
\\‘HH‘H1\‘H\‘}“HHM‘H\‘?‘H‘\H‘\HH\‘9\\5\\0‘\\\\}\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11909: Phenol, 2-methoxy-
109.0
124.0
e EAREEEEE T
81.0 9.00 9.20 9.40 9.60
5000 m/z 43.00 31.78%
53.0
"&?9‘H",mw,‘H‘U!H‘,??‘9Hu‘;mﬁ?’ﬂw;w_u_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #11912: Phenol, 2-methoxy- “Mwy“W“‘FYﬁ‘H‘KA‘J
109.0 124.0 9.00 9.20 9.40 9.60
m/z 53.00 23.01%
81.0
5000
27.0 53.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06

Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method
Quant Title : SVOA CALIBRATION

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

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M

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

Concentration Rank 13

Peak Number 3 unknown-01

R.T. EstConc Area Relative to ISTD R.T.
9.511 2.39 ng/ul 21172 1,4-Dichlorobenzene-d4 8.200
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 2,2-dimethyl- 116 C7H160 002370-12-9 27
2 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 27
3 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 25
4 Hexane, 3-bromo- 164 C6H13Br 003377-87-5 14
5 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 12

Abundance Scan 1025 (9.511 min): BG051234.D\data.ms (-1020) (-) m/z 43.10 100.00%
43.1
85.1
5000
NN My
Hf&o ‘ 9.50
““‘Mlu“JHMW‘Wu“““‘,‘H“““,“““ m/z 85.10  72.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9518: 1-Pentanol, 2,2-dimethyl-
43.0
5000 85.0 L ‘
9.50
‘ m/z 45.10 49.79%
‘\H‘\\“i‘\\‘1‘\\‘\‘\‘!‘\\\‘\\\\’\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #117906: Sulfurous acid, hexyl pentyl ester
43.0 85.0
AL
9.50
5000 m/z 41.80  48.54%
| ‘\‘64- 1110 1370  167.0
T MY I R N S
m/z--> 20 40 60 80 100 120 140 160 180 mﬂm
Abundance #145448: Oxalic acid, diisohexyl ester AL ‘A‘ M ‘
43.0 9.50
m/z 83.00 23.29%
85.0
5000
! L eto | 129.0 175.0 A
s o e A I R A
m/z--> 20 40 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 4 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.774 3.08 ng/ul 43455  Naphthalene-d8 11.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
2 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 59
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 56
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 40

Abundance Scan 1240 (10.774 min): BG051234.D\data.ms (-1234) (- m/z 57.10 100.00%

57.1
5000
AI’W A )/\AM
‘ 87‘4 10.50 11.00
e Wy W w/z 4s.00  99.02%
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 AL
10 50 11. 00
750 m/z 41.60  40.01%
100.0
T \]-\9‘\0“ ‘\ T ‘ \‘\ T H\ \w‘\ ‘ \“\‘\ T “\ TTT ‘?-\3\2\9\ T \]\-6‘3\\()\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #81995: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
10.50 11.00
5000 ITI z 75.00 23.96%
89.0
26\:%’ H L899 || 1190 14401630
“H“““ el A Mg e
m/z--> 20 60 80 100 120 140 160 180 /\
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)- —
45.0 10.50 11.00
m/z 56.10 20.87%
5000
75.0
15.0 ‘ ‘ 1000 132.0 M
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 5 Creosol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.921 2.03 ng/ul 28648 Naphthalene-d8 11.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Creosol 138 C8H1002 000093-51-6 50
2 2-Methoxy-5-methylphenol 138 C8H1002 001195-09-1 45
3 Creosol 138 C8H1002 000093-51-6 43
4 Creosol 138 C8H1002 000093-51-6 43
5 Creosol 138 C8H1002 000093-51-6 43
Abundance Scan 1265 (10.921 min): BG051234.D\data.ms (-1259) (- m/z 111.00 100.00%
111.0
138.1
5000
39.0 67.0 95.0 i N
‘ ‘ ‘ 11.00
\\\\‘\\\\‘M\\“\“\"‘\h\\\“\\‘\\‘\\\\‘\\\‘\‘\\ m/Z 123.00 63.32%
miz-> 20 40 60 80 100 120 140
Abundance #19865: Creoso
123.0138.0
95.0 |
5000 L L B
150  39.0 67.0 11.00
m/z 138.05 58.77%
\\\‘\‘\“1“\ L e e B
miz-> 20 40 60 80 100 120 140
Abundance #19925: 2-Methoxy-5-methylphenol
123.0138.0 (\
L E—
11.00
5000 m/z 39.00 31.31%
95.0
39.0 67.0
BV ENN IS S S D N A
miz--> 20 40 60 80 100 120 140 m M
Abundance #19864: Creosol ‘A‘ ‘ N A‘ ‘ J
123.0138.0 11.00
m/z 95.00 30.60%
5000
95.0
67.0
39.0 ‘ A
P 1 Y P T PO 7Y A
m/z--> 20 40 60 80 100 120 140 11.00

SFAM-EPA-BG112321.M Sat Nov 27 04:04:02 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 6 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.526 2.68 ng/ul 37681 Naphthalene-d8 11.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 83
2 Methane, diethoxy- 104 C5H1202 000462-95-3 80
3 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 74
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 72

Abundance Scan 1368 (11.526 min): BG051234.D\data.ms (-1361) (-  m/z 59.00 100.00%

59.0
5000
103.1 A

39~ “‘ 11 50

\\\\‘\\\\“ﬂ\\\i\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ m/zleB.le 23.66%
m/z--> 20 40 60 80 100 120 140 160 180

Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-

59.0 ﬂjk

5000
11 50
103.0 m/z 41.10 17.84%
29.0
\\\\‘\‘\H\ T “H\‘\ T \‘i T T \8‘3\(\)\ T LI ‘ T T \]-‘4\6\\0\ ‘\].\7\2\0‘\
m/z--> 60 80 100 120 140 160 180
Abundance #5365: Methane, diethoxy-
31.0 59.0
11.50
103.0
120 “pdk‘ﬂi“ww“h“‘“““““““H““
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49775: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy
59.0 11 50
m/z 57.10 16.21%
5000
103.0
31.0
‘J Hw ‘\ 1 83.0 129.0  159.0 y

m/z--> 20 40 60 80 100 120 140 160 180 11 50

SFAM-EPA-BG112321.M Sat Nov 27 04:04:03 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
: SVOA CALIBRATION

: 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

Concentration Rank 8

Peak Number 7 1-Propanol, 2-(2-hydroxypro...

R.T. EstConc Area Relative to ISTD R.T.
11.585 3.12 ng/ul 43989 Naphthalene-d8 11.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 90
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
3 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 64
4 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 64
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64

Abundance Scan 1378 (11.585 min): BG051234.D\data.ms (-1373) (- m/z 59.00 100.00%

59.0
5000
103.0

SQM ‘ 1150
\\\‘\\\\“\\\‘\‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\’\\\\’\ m/z 57.05 27.63%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000 o Py A
11.50
103.0 m/z 45.00 23.74%
290
m/z--> 20 60 80 100 120 140 160 180
Abundance #17331.1—Propan0L 2-(2-hydroxypropoxy)-
59.0
11 50
5000 ITI/Z 103.00 21.88%
103.0
31.0
“‘_‘w‘wd‘uw‘““H“““w“““H‘,““W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17307: 1-Propanol, 2,2'-oxybis-
59.0 1150

m/z 41.00 21.75%

5000
31.0 103.0
) ‘ ‘H ‘ 1l
B o L R LA

m/z--> 20 40 60 80 100 120 140 160 180 11.50

SFAM-EPA-BG112321.M Sat Nov 27 04:04:03 2021 Page: 11



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
BGO51234.D

: 25 Nov 2021 7:06

: CG/JU

. M4779-04

: 57 Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M

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 8 2,2,4-Trimethyl-1,3-pentane...

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.177 2.99 ng/ul 57484  Acenaphthene-d10 14.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 72
2 5-Hydroxy-2-methyl-hex-3-enoic acid 144 C7H1203 1000190-96-0 59
3 1-Hexene, 3,4,5-trimethyl- 126 CO9H18 056728-10-0 50
4 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 50
5 Butanoic acid, decyl ester 228 C14H2802 005454-09-1 50

Abundance Scan 1649 (13.177 min): BG051234.D\data.ms (-1643) (- m/z 71.00 100.00%
71.0
43.0
5000
— e
98.1
13.00 13.50
143 0 17
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->

71.0
43.0
e el Ll
13.00 13.50
m/z 83.10 29.06%
LR s0amsoie, s
20 40 60 80 100 120 140 160 180 200 220 240
#23866: 5-Hydroxy-2-methyl-hex-3-enoic acid
43.0 ﬂ
71.0 e
13.00 13.50
m/z 41.10 27.74%
‘ 98 0 126 0
“‘\“‘1“““!“ “h\ \“\‘\h\“”l‘\u“‘\\u‘uu|uu“u\‘uu‘uu‘uu‘u\
20 40 60 80 100 120 140 160 180 200 220 240 /\/
#13226: 1-Hexene, 3,4,5-trimethyl- Al el A
43.0 13.00 13.50
71.0 m/z 56.10 27.48%
L A
%ﬁeu”w“‘Mﬂhwh”ww”4%§9M‘”\””\”‘w‘”w‘”‘w“ U
20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50

SFAM-EPA-BG112321.M Sat Nov 27 04:04:04 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 9 Propanoic acid, 2-methyl-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.418 4.15 ng/ul 79782  Acenaphthene-di1e 14.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 78
2 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 72
3 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 64
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
Abundance Scan 1690 (13.418 min): BG051234.D\data.ms (-1684) (- m/z 71.00 100.00%
43.1 1.0
5000
a5
H ‘ 90.0 1430 1731 13.50
\H‘\H\“‘\‘\\‘\‘\\‘1\“H"\\’\H\‘HH"HH‘H\‘\’\ m/Z 56.10 86.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #94132: Propanoic acid, 2-methyl-, 3-hydroxy-2,2,4-trime
71.0
43.0 AM
5000 T T T T T f
13.50
m/z 43.10 82.12%

173.0
143.0
\1\5\.(‘)\‘\‘\ \““1‘\ \‘H“ T \“1‘\ “\‘\‘\9\8‘;9\\ T \\"\ T \‘\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24239: Propanoic acid, 2-methyl-, butyl ester
43.0 71.0
[ R A B

13.50
5000 m/Z 89.10 61.35%
101.0
150 0 e e
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #94133: Propanoic acid, 2-methyl-, 3-hydroxy-2,2,4-trime — e
71.0 13.50
m/z 41.10 30.91%
5000 43.0
173.0
‘ H 97.0 143.0 ‘
SRRSRSPVRNOY U VN ENRNS ual el U T
m/z--> 20 40 60 80 100 120 140 160 180 13.50

SFAM-EPA-BG112321.M Sat Nov 27 04:04:05 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 10 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.694 4.63 ng/ul 88981  Acenaphthene-dile 14.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 83
3 (-)-10-Camphorsulfonyl chloride 250 C1eH15C103S 039262-22-1 59
4 Acetaminophen 151 C8H9NO2 000103-90-2 58
5 Metacetamol 151 C8HO9NO2 000621-42-1 58

Abundance Scan 1737 (13.694 min): BG051234.D\data.ms (-1728) (- m/z 43.00 100.00%

43.0
109.1
5000 151.1 \WWM
e -
‘ 69‘-0‘ 13.50 14.00
\\\‘\\\\“\‘\\‘U“\“\‘\\H‘H\\‘\H\‘\‘\H}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ m/z 199.16 79.67%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 — e
13.50 14.00
69.0 m/z 151.05 38.31%
\\\‘\\‘\\“‘P\‘\“\‘H‘\“\“\\H“\‘\‘\H\‘\\Hl‘\“\\\‘\“\\1\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 1510
—r —
430 13.50 14.00
5000 ITI/Z 41.10 21.55%
69.0
S Y TR T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 RMW
Abundance #134872: (-)-10-Camphorsulfonyl chloride COh R
109.0 13.50 14.00
m/z 85.00 16.24%
151.0
81.0
5000
41.0
50| amoaso asec L (Il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00

SFAM-EPA-BG112321.M Sat Nov 27 04:04:06 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 11 Vanillin Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.753 12.78 ng/ul 245818  Acenaphthene-di10 14.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Vanillin 152 C8H803 000121-33-5 97
3 Vanillin 152 C8H803 000121-33-5 97
4 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96

Abundance Scan 1747 (13.753 min): BG051234.D\data.ms (-1742) (- m/z 151.00 100.00%

151.0
5000 81.0
109.0
53.0 —— —
[ ‘ 13.50 14.00
\\\\‘\\\\“\\““H”\\H"\\‘i”\‘\!\\‘\\\\‘\\‘\‘ m/Z 152.00 98.91%
m/z--> 20 40 80 100 120 140
Abundance #29935:VamHm
151.0
5000 — ——
81.0 13.50 14.00
53.0 109.0 m/z 80.95 40.12%
\\\\‘\\\\
m/z--> 0 100 120 140
Abundance #29934.VanHHn
151.0
—— —
13.50 14.00
5000 m/z 109.00 24.17%
81.0
109.0
53.0 ‘
B o e Ll
m/z--> 20 40 60 80 100 120 140
Abundance #29937: Vanillin T —
152.0 13.50 14.00
m/z 123.00 17.23%
5000
81.0
51.0 109.0
27.0 ‘ ‘
o Y RSO ISP .= -1 W | W
m/z--> 20 40 60 80 100 120 140 13.50 14.00

SFAM-EPA-BG112321.M Sat Nov 27 04:04:07 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\

Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 12 Benzamide, N,N-dimethyl-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.608 2.73 ng/ul 61838 Phenanthrene-die 17.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N,N-dimethyl- 149 CS9H11NO 000611-74-5 50
2 Benzhydrazide, N2-[2,2,2-trifluo... 388 C19H15F3N402 1000265-60-7 50
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 43
5 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 43

Abundance Scan 2233 (16.608 min): BG051234.D\data.ms (-2228) (- m/z 104.95 100.00%

105.0
5000
45.0 A 4 —
“ ‘ 149.0 16.50 17.00
\\\\“‘\\M\‘\’\\‘\‘\L‘\\119\]71\\\\‘\\\\‘\\\\‘\\\\ m/Z 77 .00 54.01%
mlz--> 50 100 150 200 250 300 350
Abundance #27340: Benzamide, N,N-dimethyl-
105.0
5000 /\ by h e
28.0 16.50 17.00
149.0 m/z 45.00 23.11%
\“‘\\\‘}“\\H“\\’\‘\\‘\‘i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #293720: Benzhydrazide, N2-[2,2,2-trifluoro-1-(4,5-dihydr
105.0
B
16.50 17.00
5000 ITI/Z 43.95 16.42%
40.0
\\‘M‘ \‘ sl ‘ L 177.0 234.0 388(
e e
m/z--> 50 100 150 200 250 300 350
Abundance #52288: Benzenebutanoic acid, .gamma.-oxo- — —
105.0 16.50 17.00
m/z 51.00 15.24%
5000
51.0
178.0 /L
. L WMJ‘\MM“‘
m/z--> 50 100 150 200 250 300 350 16.50 17.00

SFAM-EPA-BG112321.M Sat Nov 27 04:04:08 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc :

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.218 7.10 ng/ul 160994  Phenanthrene-die 17.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 93
2 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 86
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 74
4 Benzenamine, N,N-diethyl-4-(2-ni... 220 C12H16N202 064462-51-7 51
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 50

Abundance Scan 2507 (18.218 min): BG051234.D\data.ms (-2500) (-  m/z 57.05 100.00%
57.0
205.1

5000 177.1
87.0

61.1 18.00 18.50
‘\‘ \‘ hm‘ H“\‘\\“1‘,‘\“\‘\‘”“‘ U]‘m“\hu”\““"u\h LP m/z 205.10 82.73%

m/z--> 20 40 60 80 100120140160180200 220 240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-

%

57.0
205.0 o
5000 S P
1750 18.00 1850
m/z 41.00 57.38%
261.0
[l m H\H ‘\‘\H \“‘\\ MH\ \HH\\ \\M‘H\‘HH \‘h \‘H\ AL ‘%390

m/z--> 20 40 60 80 100 120 140160 180200220240260 280

Abundance #99056: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4
43.0 205.0

%

18.00 18.50
5000 1770 m/z 55.080  56.71%

91.0 121.0149. 0

m/z--> 20 4b 6‘0 80 160 120 14‘10 léO 180 260 2%0 24‘10 ZéO 2é0
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0 18.00 18.50

m/z 74.00 55.00%

%

5000
205.0

91.0 175.0

135.0
\‘\ \‘\ M\u ‘H Al by lly it Il H \H I ‘\\?3§ 02610

‘ T
m/z--> 20 40 60 80 100120140160 180200220 240260280 18.00 18.50

SFAM-EPA-BG112321.M Sat Nov 27 04:04:09 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc

ALS vial : 57

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M

: SVOA CALIBRATION

¢ 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 14 9-Octadecenoic acid, (E)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.370 6.34 ng/ul 143615  Phenanthrene-di10 17.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 89
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 83
3 14-Pentadecenoic acid 240 C15H2802 017351-34-7 76

4 trans-13-Octadecenoic acid, meth... 296 C19H3602
5 15-Octadecenoic acid, methyl ester 296 C19H3602

1000333-61-3 70
004764-72-1 70

Abundance Scan 2703 (19.370 min): BG051234.D\data.ms (-2699) (-  m/z 55.00 100.00%

55.0
5000
o F
‘ 19.00 19.50
L m/z 69.05  74.98%
miz--> 50 100 150 200 250 300
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
5000 7 T
19.00 19.50
m/z 74.00 70.06%
37.0 264.0
— ‘M“ \\Hh\w hh\ \\18?‘0 \‘22\\\2 ‘O“ ‘ S ‘
miz--> 50 150 200 250 300
Abundance #194419. 10—Octadecen0|c acid, methyl ester
55.0
P P
19.00 19.50
5000 ITI/Z 41.10 68.57%
‘ 230 264.0
180.0 2220
H H\\ ‘ w M u‘n\‘mm‘ Ll m el 1 e ;‘L | “‘ ‘2‘96"(:
miz--> 50 100 150 200 250 300
Abundance #123669: 14-Pentadecenoic acid — o
55.0 19.00 19.50
m/z 43.10 51.17%
5000
‘ ‘ “ 13‘80 80.0 222.0
- \“\ Ly \LH\ ‘H‘HMH‘ - h e ‘L‘ ] o ——
mlz--> O 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 15 Hexadecanoic acid, methyl e... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.493 2.16 ng/ul 49029  Phenanthrene-d10 17.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 2724 (19.493 min): BG051234.D\data.ms (-2719) (- m/z 74.00 100.00%
74.0
5000
43.0
143.1 10 £0
M 1150, | 199.1 2552 19.50
H\‘HH“MHHH‘\‘\“\ “‘M\\h“\\H‘\H\‘HH‘HH‘HH“H‘H‘HH‘\H‘\’HH’ m/z 87.06 67.01%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 U h
43.0 19.50
143.0 m/z 43.05 37.15%
‘H \“ ‘\ ‘ ‘h‘ N ‘115 0 ‘ \18\\15 o 227 O 270 (
H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘\\H’HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
——
19.50
5000 43.0 m/z 55.05  28.50%
‘ M‘ || 1120130 1850 2270 270«
Hw‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126209: Methyl tetradecanoate T
74.0 19.50
m/z 41.05 21.47%
5000
43.0
143.0
199.0 242.0
i 0 1900 220 L
m/z--> 20 40 60 80 100120140160180200220240260 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06

Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
: 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 16 2-Chloro-5H,6H-benzo[h]quin... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.944 2.19 ng/ul 49852  Chrysene-di12 21.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-5H,6H-benzo[h]quinoline... 265 C15H8CIN3 1000435-53-5 64
2 2(1H)-quinolinone, 5-hydroxy-4,7... 265 C17H15NO2 1000401-63-9 49
3 1,2-Dihydro(4H)anthra(1,2-d)(1,3... 265 C16H11NO3 1000098-77-3 46
4 Benzenamine, 2-cyclopropyl-N-[(4... 265 C18H19NO 1000349-87-9 43
5 Thiophene-3-carbonitrile, 4-(3-c... 265 C12H8CINS2 116526-47-7 38

Abundance Scan 2971 (20.944 min): BG051234.D\data.ms (-2966) (-  m/z 265.10 100.00%
26p.1
5000 115.0
355. 21.00
‘1—v‘—v—y—v—v—v—v—r‘T m/Z 264.10 96.62%
miz--> 50 100 150 200 250 300 350
Abundance #154240: 2-Chloro-5H,6H-benzo[h]quinoline-3,4-dicarbor
264.0
5000 é‘Od
201.0 =
m/z 266.10  45.02%
— H“ “‘\“h“\“\‘ \\“\ ‘m“\ﬂ“‘ ‘%6‘4‘#‘ : h h\ prlbe
miz--> 50 100 150 200 250 300 350
Abundance #154409: 2(1H)-quinolinone, 5-hydroxy-4,7-dimethyl-1-pk
264.0
T ‘ T A\
21.00
5000 ITI/Z 115.00 38.26%
160.0
33‘110‘ 221#‘
i wm N e
m/z--> 100 150 200 250 300 350
Abundance #154257: 1,2-Dihydro(4H)anthra(1,2-d)(1,3)oxazine-7,12- e
264.0 21.00
m/z 267.05  34.42%
5000
760 1920 2080
\M‘ S N |14
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample 1 M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 17 (DEL) Alkane: Cyclic21.467 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.467 2.34 ng/ul 53399 Chrysene-d12 21.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 98
2 1-Pentadecene 210 C15H30 013360-61-7 95
3 1-Pentadecene 210 C15H30 013360-61-7 95

4 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 95
5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 93

Abundance Scan 3060 (21.467 min): BG051234.D\data.ms (-3055) (-  m/z 57.10 100.00%
57.1

5000 \A/VUMJ\\/'\/WN
—
‘ ‘ 21.50
—— m/z 43.00  86.52%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #87653: Cyclopentadecane
83.0
410 210.0
5000 T
21.50
250 m/z 55.05 79.70%
540
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #87651: 1-Pentadecene
43.0
—
30 21.50
5000 m/z 83.00 72.02%
1
b LR asso 2100
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #87652: 1-Pentadecene 7
43.0 .
83.0 21.50 )
m/z 69.00 69.49%
- WW\AMJ\WWW
L gm0 -
m/z--> 20 40 60 80 100120140160180200220240260280 21.50

SFAM-EPA-BG112321.M Sat Nov 27 04:04:12 2021 Page: 21



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51234.D

Acqg On : 25 Nov 2021 7:06
Operator : CG/JU

Sample : M4779-04

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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|
1-Methoxy-2-pro... 5.550 4.0 ng/ul 35509 1 8.200 176894 20.0
Phenol, 2-methoxy-  9.299 6.1 ng/ul 54037 1 8.200 176894 20.0
unknown-01 9.511 2.4 ng/ul 21172 1 8.200 176894 20.0
Ethanol, 2-(2-b... 10.774 3.1 ng/ul 43455 2 11.026 281721 20.0
Creosol 10.921 2.0 ng/ul 28648 2 11.026 281721 20.0
2-Propanol, 1-(... 11.526 2.7 ng/ul 37681 2 11.026 281721 20.0
1-Propanol, 2-(... 11.585 3.1 ng/ul 43989 2 11.026 281721 20.0
2,2,4-Trimethyl... 13.177 3.0 ng/ul 57484 3 14.834 384772 20.0
Propanoic acid,... 13.418 4.2 ng/ul 79782 3 14.834 384772 20.0
2,4,7,9-Tetrame... 13.694 4.6 ng/ul 88981 3 14.834 384772 20.0
Vanillin 13.753 12.8 ng/ul 245818 3 14.834 384772 20.90
Benzamide, N,N-... 16.608 2.7 ng/ul 61838 4 17.583 453277 20.90
7,9-Di-tert-but... 18.218 7.1 ng/ul 160994 4 17.583 453277 20.0
9-Octadecenoic ... 19.370 6.3 ng/ul 143615 4 17.583 453277 20.0
Hexadecanoic ac... 19.493 2.2 ng/ul 49029 4 17.583 453277 20.0
2-Chloro-5H,6H-... 20.944 2.2 ng/ul 49852 5 21.878 455702 20.0
(DEL) Alkane: C... 21.467 2.3 ng/ul 53399 5 21.878 455702 20.0
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