LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc :

ALS Vvial : 18 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: BGO51197.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 14 rBV2 4741 7221 0.73% 0.056%
2 3.982 80 84 94 rvwV 10712 21604 2.19% 0.168%
3 4.205 117 122 126 rBV3 3290 5276 0.54% 0.041%
4 4.681 197 203 211 rBV7 2624 5115 ©.52% 0.040%
5 6.003 421 428 433 rBV 4698 7243 0.73% 0.056%
6 6.238 459 468 475 rVW4 7066 15251 1.55% 0.118%
7 6.808 559 565 570 rBvV2 11507 18255 1.85% 0.142%
8 6.878 573 577 583 rBV2 3760 6247 0.63% 0.048%
9 7.360 652 659 669 rvv2 25901 57844 5.87% 0.449%
106 7.513 677 685 696 rBV 88014 152764 15.50%  1.186%
11 7.625 699 704 713 rVB4 2091 5547 0.56% 0.043%
12 7.730 713 722 731 rBV 87431 164988 16.74% 1.281%
13 7.954 752 760 768 rBv4 4650 9143 0.93% 0.071%
14 8.200 795 802 806 rBV 90792 158750 16.11% 1.232%
15 8.241 806 809 813 rVB 12183 18033 1.83% 0.140%
16 8.341 822 826 833 rVB5S 3703 5861 ©.59% 0.046%
17 8.447 840 844 850 rBvV4 3310 5979 0.61% 0.046%
18 8.911 913 923 930 rBV 74381 148473 15.07%  1.153%
19 8.964 930 932 938 rW2 4561 7141 0.72% 0.055%
20 9.029 938 943 951 rVB3 4200 7649 0.78% 0.059%

21 9.375 995 1002 1019 rVB 114713 221021 22.43%
22 10.098 1117 1125 1133 rBV 96178 179913 18.26%
23 10.304 1153 1160 1167 rBV 141640 241200 24.47%
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24 10.650 1212 1219 1228 rBV 138644 263848 26.77% 048%
25 10.774 1233 1240 1250 rBV2 37682 87301 8.86% 678%
26 11.026 1276 1283 1296 rVB 136897 254794 25.85%  1.978%
27 11.162 1298 1306 1316 rBV 115552 223500 22.68% 1.735%
28 11.379 1335 1343 1351 rBv2 25031 51017 5.18% ©0.396%
29 11.520 1360 1367 1373 rBV3 8311 19368 1.97% 0.150%
30 11.585 1373 1378 1383 rVV 7941 13284 1.35% ©.103%
31 11.684 1389 1395 1400 rVB 17668 31669  3.21%  0.246%
32 12.166 1472 1477 1481 rBV2 9833 17496 1.78% 0.136%
33 12.213 1481 1485 1486 rBV 10381 12338 1.25% ©.096%
34 12.272 1492 1495 1503 rVB2 11343 20478 2.08% 0.159%
35 12.407 1511 1518 1519 rBV5 8609 12925 1.31% ©.100%
36 12.442 1520 1524 1528 rVWw2 20971 39639 4.02% 0.308%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc :

ALS Vvial : 18 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 12.495 1528 1533 1547 rVWW3 27732 64770 6.57% ©0.503%
38 12.595 1547 1550 1556 rVB6 3791 6137 0.62% 0.048%
39 13.048 1622 1627 1632 rVV2 7909 12367 1.25% 0.096%
40 13.177 1642 1649 1662 rBV 594293 985529 100.00% 7.651%
41 13.418 1684 1690 1697 rBV 360322 551395 55.95%  4.281%
42 13.553 1710 1713 1718 rVB3 4220 6767 0.69% 0.053%
43 13.618 1720 1724 1728 rVV4 4123 5960 0.60% 0.046%
44 13.694 1728 1737 1746 rVB2 55316 104935 10.65% 0.815%
45 14.140 1807 1813 1820 rBV 94493 145654 14.78%  1.131%
46 14.223 1820 1827 1832 rVV 333434 485080 49.22% 3.766%
47 14.264 1832 1834 1841 rVWV 14807 23543  2.39% 0.183%
48 14.464 1861 1868 1871 rVV6 9723 23314 2.37% 0.181%
49 14.528 1871 1879 1884 rVvV 338644 576302 58.48% 4.474%
50 14.575 1884 1887 1895 rVB 35297 52620 5.34% 0.409%
51 14.787 1919 1923 1924 rVvv3 4248 4939 0.50% 0.038%
52 14.828 1924 1930 1939 rVB 227655 375654 38.12% 2.916%
53 15.063 1966 1970 1978 rVV2 22214 43110 4.37% 0.335%
54 15.133 1978 1982 1989 rvveé 6605 14505 1.47% 0.113%
55 15.351 2015 2019 2023 rvv2 5192 7847 ©0.80% 0.061%
56 15.410 2023 2029 2036 rVB3 9494 17062 1.73% 0.132%
57 15.545 2044 2052 2057 rBV 351344 525258 53.30% 4.078%
58 15.586 2057 2059 2061 rvVv 18864 24336  2.47% 0.189%
59 15.621 2061 2065 2072 rVB 306618 413809 41.99% 3.213%
60 15.821 2093 2099 2109 rVB 477147 729877 74.06% 5.667%
61 15.950 2114 2121 2127 rBV 139220 226448 22.98% 1.758%
62 15.997 2127 2129 2134 rVB 7440 10113 1.03% 0.079%
63 16.156 2148 2156 2159 rVvv2 35217 58642 5.95% 0.455%
64 16.191 2159 2162 2171 rVV 80134 151537 15.38% 1.176%
65 16.267 2172 2175 2181 rVB6 8712 13231 1.34% 0.103%
66 16.332 2181 2186 2188 rBV5 5198 8220 0.83% 0.064%
67 16.620 2231 2235 2237 rBV5S 3654 5341 0.54% 0.041%
68 16.808 2262 2267 2272 rBV 20806 35260 3.58% 0.274%
69 16.925 2280 2287 2291 rBV3 13875 26900 2.73% 0.209%
70 17.025 2299 2304 2308 rVB7 4597 6926 0.70% 0.054%
71 17.225 2333 2338 2343 rBV7 3737 6804 0.69% 0.053%
72 17.301 2344 2351 2357 rVV2 34679 50260 5.10% 0.390%
73 17.407 2366 2369 2373 rBV 8738 9773 0.99% 0.076%
74 17.448 2373 2376 2382 rVB2 14792 17460 1.77% 0.136%
75 17.578 2392 2398 2405 rBV 287129 450193 45.68%  3.495%
76 17.677 2408 2415 2425 rVB2 527600 833261 84.55% 6.469%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc :

ALS Vvial : 18 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 17.830 2435 2441 2451 rVB 34426 53017 5.38% 0.412%
78 17.918 2453 2456 2458 rBV3 4321 5096 0.52% 0.040%
79 18.206 2501 2505 2509 rVB4 5981 8802 0.89% 0.068%
80 18.277 2512 2517 2519 rBvV4 7133 10874 1.10% 0.084%
81 18.412 2533 2540 2547 rVB8 16753 35160 3.57% 0.273%
82 18.512 2551 2557 2559 rBV 83630 112108 11.38% 0.870%
83 18.541 2559 2562 2567 rVB 59783 81775 8.30% ©.635%
84 18.694 2584 2588 2590 rBV5 3736 4953 0.50% 0.038%
85 18.735 2590 2595 2599 rVB 43547 56754 5.76% 0.441%
86 18.952 2625 2632 2637 rVWV 62809 91070 9.24% ©.707%
87 18.999 2637 2640 2643 rVV4 4887 5964 0.61% 0.046%
88 19.193 2667 2673 2678 rBV8 3730 9893 1.00% ©0.077%
89 19.276 2683 2687 2690 rBV3 6940 10655 1.08% 0.083%
990 19.528 2725 2730 2731 rBvV4 9220 12582 1.28% 0.098%
91 19.599 2737 2742 2745 rVB 9310 13693 1.39% 0.106%
92 19.652 2747 2751 2754 rVB6 7551 10304 1.05% 0.080%
93 19.822 2776 2780 2784 rBVe6 10876 15979 1.62% 0.124%
94 19.957 2797 2803 2809 rBV 639296 917742 93.12% 7.125%
95 21.878 3124 3130 3139 rVB 262403 445485 45.20%  3.459%
96 23.377 3382 3385 3387 rBv4 7161 9489 0.96% 0.074%
97 25.045 3658 3669 3680 rVB2 287181 841561 85.39% 6.534%
98 25.274 3699 3708 3719 rVB2 147575 453823 46.05% 3.523%
99 26.408 3896 3901 3911 rVB7 11336 31033 3.15% 0.241%
100 27.836 4141 4144 4148 rBVe 7143 13365 1.36% 0.104%

Sum of corrected areas: 12880491
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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: BG051197.D\data.ms

13.1

600000
500000
400000
300000

200000

10.3010.
9.375 00 65@11 .21(.562

100000 7.573730 8.200 8.911 10.09
10.774

541 3.98205 4.681 6.083238 663078 7'/3\6 .singsﬂ 8hn7 :
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051197.D\data.ms

19.957
600000

17.677
500000 15.821

400000
13.418
14.224.528 15.545

300000 17.5}8 21.878

200000
5.950

18.512
16.191 1%

ﬂ/§ 52
6.156 7,30 .830 :
e B e e I A B e e e e e T B e e e L I A A A T B B B B
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: BG051197.D\data.ms

14.1
13.694

100000

600000
500000

400000
25.045
300000
200000 5.974

100000

3.377 26.408 27.836

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@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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
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Peak Number 1 unknown-01 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.808 2.30 ng/ul 18255 1,4-Dichlorobenzene-d4 8.200

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 33
2 Morpholine 87 C4H9NO 000110-91-8 10
3 S-(-)-2-Methylbutylamine 87 C5H13N 020626-52-2 9
4 Morpholine 87 C4H9NO 000110-91-8 9
5 Morpholine 87 C4H9NO 000110-91-8 9
Abundance Scan 565 (6.808 min): BG051197.D\data.ms (-559) (-) m/z 45.00 100.00%
45.0
5000 871
9'1 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
| ‘ 6.40 6.60 6.80 7.00 7.20
H‘HH‘\H\‘\H\“\‘!\\‘\\‘\!‘H\\‘\H\‘H!\‘\H\‘\\H‘\H\‘\H m/z 57.06 99.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10026: Ethanol, 2-butoxy-
57.0
A
5000 D B LN B W
n 6.40 6.60 6.80 7.00 7.20
' 87.0 m/z 41.18  46.25%
27.0
H‘H‘.H“\H‘\‘“\H\“f‘w\\‘\\‘JM\\\7\%\“\\\‘H\‘\‘\\]-\(\)?\.\()H‘\]_\]\-\S‘.\()H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2090: Morpholine
29.0 57.0 A
T 7 A Y
6.40 6.60 6.80 7.00 7.20
5000 87.0 m/z 87.10 37.69%
‘ 42.0
EEER Mqumw‘mMH‘Z%Q‘Hm‘uuw‘uw‘uwu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2164: S-(-)-2-Methylbutylamine Raaas E Ramas aE e
30.0 6.40 6.60 6.80 7.00 7.20
m/z 56.00 31.29%
5000
150 . 430 560 700 870
e e e e e e e e R e AR

m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 1,3-Pentanediol, 2,2,4-trim... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.304 18.93 ng/ul 241200 Naphthalene-d8 11.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 90
2 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 78
3 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 72
4 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 50
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 38

Abundance Scan 1160 (10.304 min): BG051197.D\data.ms (-1153) (- m/z 56.10 100.00%

56.1
5000
73.0
39 H ‘ 103.0 10. 00 10 50
\\\‘\\\\““i\\"\\\\“\\\\“\\\\‘\\\\‘\\\ mZ 43.00 .35%
miz--> 20 40 60 80 100 120 140
Abundance #25578: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
5000
30 1000 1050
7
m/z 57.10 9.41%
20,0 ‘ ‘ H 1030
\\\‘\M“\\“\‘\\‘\\\‘\\\\‘\\\\‘]-\2\9\014\50
miz--> 20 40 100 120 140
Abundance #25581: 1,3—Pentaned|o|, 2,2,4-trimethyl-
56.0
1000 1050
5000 ITI z 55.10 8.55%
73.0
103.0
so | ||
it L 1e50
miz--> 20 40 60 80 100 120 140
Abundance #25579: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0 10. 00 10 50
m/z 41.00 6.63%
5000
290.0 73.0
103.0
W_W _‘\wu\w\w‘1‘2‘9‘-0‘_” )
miz--> 80 100 120 140 10.00 10.50

SFAM-EPA-BG112321.M Sat Nov 27 03:50:39 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.774 6.85 ng/ul 87301 Naphthalene-d8 11.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 86
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
Abundance Scan 1240 (10.774 min): BG051197.D\data.ms (-1233) (- m/z 57.10 100.00%
57.1
5000
75.0 e g
39 ‘ 100.0 10.50 11.00
T T \“‘ﬁ\]‘\ \M‘P‘\ ‘\“\H\ “ ‘\“\‘ i }‘\ T ‘%3\‘]\-\0‘ T \1‘6\5\.(\) m/Z 45.00 92.22%
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 —— N
29.0 10.50 11.00
75.0 m/z 41.00 37.94%
\\\‘\‘H“\‘\“‘H‘\\M“\\‘l“\“\“\‘\]-\0}0‘.\()\\\‘\].‘:3\2'\0‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0 JL A
R
10.50 11.00
5000 m/z 75.00 24.01%
29.0
75.0
“ ] M \\\‘ \H 10?.0 132.0
I BB B s
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- — A
57.0 10.50 11.00
m/z 56.00 17.82%
5000
29.0 75.0
100.0
. ! b M‘ Ao w0 wese L
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\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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-phenoxy- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.379 4.00 ng/ul 51017 Naphthalene-d8 11.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 55
2 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 49
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 49
4 Carbonic acid, monoamide, N-buty... 155 C8H13NO2 1000420-25-3 27
5 Phenol 94 C6H60 000108-95-2 25

Abundance Scan 1343 (11.379 min): BG051197.D\data.ms (-1335) (- m/z 94.00 100.00%

94.0
39.0 112.0
5000
77.0 N
56.0 138.0 /\‘/\‘ e
‘ ‘ 11.00 11.50
S— ‘lﬂ‘\““i‘u‘M b m/z 39.00 69.17%
m/z--> 20 40 60 80 100 120 140
Abundance #19879: Ethanol, 2-phenoxy-
94.0
5000 Lu ) ‘/l\‘ Al o £y bt
11.00 11.50
77.0 138.0
m/z 112.00 66.67%
27.0
\\\‘\“ \MH “‘\‘\“\ \ “\“\ T \ ‘ T \‘f ‘ \‘f \1?-9‘\()\ T ‘ T
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy—
94.0
— A
11.00 11.50
5000 m/z 41.00 50.23%
77.0 138.0
1.0
miz--> 20 40 60 80 100 120 140
Abundance #19880: Ethanol, 2-phenoxy-
94.0 11.00 11.50
m/z 77.00 35.08%
5000 138.0
77.0
45.0 ‘ M
S NN R - T N | A s VW
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 Benzothiazole Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.685 2.49 ng/ul 31669 Naphthalene-d8 11.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 94
2 Benzothiazole 135 C7H5NS 000095-16-9 91
3 Benzothiazole 135 C7H5NS 000095-16-9 91
4 Benzothiazole 135 C7H5NS 000095-16-9 91
5 Thieno[2,3-c]pyridine 135 C7H5NS 000272-12-8 91
Abundance Scan 1395 (11.684 min): BG051197.D\data.ms (-1389) (-  m/z 135.00 100.00%
135.0
5000 108.0
69.0 T ‘ T T ‘ T
45.0 ‘ 91.0 11.50 12.00
H’HH‘\H‘“‘\\‘\\}‘\‘}\“\“m\\‘\}‘\‘\“‘HH‘HH‘HH‘HH‘HH‘H!‘\‘HH m/z 168.06 37.62%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17741: Benzothiazole
135.0
i
5000 e
108.0 11.50 12.00
69.0 m/z 69.00 24.86%
S \
T | \ 1
H’HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17740: Benzothiazole
135.0
nM T I
11.50 12.00
5000 m/z 81.90 13.04%
108.0
69.0
91.0
“,?‘7‘9Hw‘_H‘;‘H“:‘Hwmw1”“‘HwHH_wmw!h_m
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17745: Benzothiazole T —
135.0 11.50 12.00
m/z 63.00 10.40%
5000
108.0
69.0
3g0 540 | 910 I
e e e e e e ——— ——
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42

Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 6 1,4,7-Trimethyl-3,6-dioxaoc... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.442 3.11 ng/ul 39639 Naphthalene-d8 11.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,4,7-Trimethyl-3,6-dioxaoctane-... 192 C9H2004 1000423-63-2 59
2 Tetraglyme 222 C1eH2205 000143-24-8 38
3 Tetraglyme 222 C1eH2205 000143-24-8 38

4 1-Propanol, 2-(2-methoxypropoxy)- 148 C7H1603
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803

Abundance Scan 1524 (12.442 min): BG051197.D\data.ms (-1520) (-

013588-28-8 38
055956-25-7 38

m/z 59.00 100.00%

59.0
5000 M
39ﬁ ‘ 103.1 1250
“‘_“‘A“HH““_“““H““‘_‘““‘H“ m/z 73.0 23.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67418: 1,4,7-Trimethyl-3,6-dioxaoctane-1,8-diol ﬂm}\
59.0
5000 Oy S
1250
m/z 44.9 16.12%
31‘ 0 I 103.0
Il Iily |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #100835: Tetraglyme
59.0
L, A/
1250
5000 ITI/Z 103. 14.07%
29.0 103.0
T s o
“‘_““““H““H““H““w“‘w““_
m/z--> 20 60 80 100 120 140 160 180 Aﬂvx
Abundance #100836: Tetraglyme 4 |
59.0 1250
m/z 41.00 11.98%
5000
31.0
“ ‘ 103.0
133.0 177.0
““““H‘“;““‘ﬂh““““‘H““““‘w‘ thty — Ay
m/z--> 20 60 80 100 120 140 160 180 12.50

SFAM-EPA-BG112321.M Sat Nov 27 03:50:43 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 7 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.495 5.08 ng/ul 64770  Naphthalene-d8 11.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,4,7-Trimethyl-3,6-dioxaoctane-... 192 C9H2004 1000423-63-2 64
2 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 64
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
4 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 59
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59

Abundance Scan 1533 (12.495 min): BG051197.D\data.ms (-1528) (-  m/z 59.00 100.00%

59.0
5000
103.0
39 ‘ 831 | 1250
W,HHWHM L m/z 73.85  22.53%
miz--> 20 40 60 80 100 120 140 160
Abundance #67418: 1,4,7-Trimethyl-3,6-dioxaoctane-1,8-diol
59.0
5000 Saas
12 50
m/z 103.00 17.98%
T 150
Il 1,
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #49775: 2- Propanol 1-[1-methyl-2-(2-propenyloxy)ethoxy
!
12 50
5000 ITI z 45.00 12.52%
103.0
31.0
m‘ Hw . .830 129.0 159.0
e B L R A= e MO
m/z--> 20 40 60 80 100 120 140 160
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)- X
59.0 12 50
m/z 41.05 11.76%
5000
31.0
103.0
‘ 83.0 ‘ 134.0
‘“WN‘um“Np‘“_“‘_“‘_“‘_“‘W“‘ MM — MW§MﬂMM
m/z--> 20 40 60 80 100 120 140 160 12.50

SFAM-EPA-BG112321.M Sat Nov 27 03:50:44 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 8 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.177  52.47 ng/ul 985529  Acenaphthene-di1e 14.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 64
2 Butanoic acid, decyl ester 228 C14H2802 005454-09-1 50
3 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 43
4 Butanoic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 42
5 Diethylmalonic acid, monochlorid... 262 C12H19Cl04 1000370-65-0 37

Abundance Scan 1649 (13.177 min): BG051197.D\data.ms (-1642) (- m/z 71.00 100.00%

71.0
43.0
5000

8.1 —— e
‘\ 143.1 173.1 13.00 13.50

‘H‘wwHM_NH‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_“ m/z 43.65 76.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
43.0

5000
13 00 13 50
m/z 56.10 30.11%

98.0
‘\‘\M\\“\\\‘!‘\\U\“\ \‘\\“\\‘\\‘\\\].\4‘\3\\0\ ‘%?%‘0\]\-%8‘\(\)\\‘\\\2\4‘\3\9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109301: Butanoic acid, decyl ester

43.0 71.0
P .
13.00 13.50
5000 m/z 83.10  29.04%
97.0  140.0

AP 00 O 1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #188719: Sulfurous acid, decyl 2-pentyl ester —— A —
71.0 13.00 13.50

m/z 41.05 22.57%

43.0
5000
141.0
| ‘\ L \‘\‘990 \ 193.0 223.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13 00 13 50

SFAM-EPA-BG112321.M Sat Nov 27 03:50:45 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 Butanoic acid, butyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.418 29.36 ng/ul 551395  Acenaphthene-d10 14.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
3 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 64
4 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 56
5 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 53

Abundance Scan 1690 (13.418 min): BG051197.D\data.ms (-1684) (- m/z 71.00 100.00%
7

1.0
43.0
5000
‘ 1350
0 1431 173.1 :
\H‘H\\‘M‘H‘H“\‘M‘\“?\‘H‘\1\1\3\.0‘\\H“HH’\H‘\’\ m/Z 56.05 79.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24133: Butanoic acid, butyl ester
71.0
43.0
5000 U
13.50
m/z 43.05 74.83%
H ‘ 101.0
\\\.‘\}\\“‘i\\‘\l\\}‘\‘\1‘\\“\\\\‘\\\\‘\'\\\’\\\\ 1
miz--> 20 40 60 80 100 120 140 160
Abundance #24132: Butanoic acid, butyl ester
71.0
AN -
43.0 13.50
5000 m/z 89.00 58.80%
101.0
190 S MRS ERENNE =
m/z--> 20 40 60 80 100 120 140 160
Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex R
89.0 13.50
m/z 41.05 28.30%
56.0
5000
27.0 ‘
143.0
el Ll L 00 T 1730
m/z--> 20 40 60 80 100 120 140 160 13.50

SFAM-EPA-BG112321.M Sat Nov 27 03:50:45 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42

Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L

LSCINT.P

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

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 8

R.T. EstConc Area Relative to ISTD R.T.
13.694 5.59 ng/ul 104935  Acenaphthene-di10 14.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual

»4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
»4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 74
utanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 50
etacetamol 151 C8HINO2 000621-42-1 49
4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 45

Abundance Scan 1737 (13.694 min): BG051197.D\data.ms (-1728) (- m/z 43.00 100.00%

43.0
109.1
el
‘ 67 0 ‘ 13.50 14.00
S AT P T S Y SV O m/z 109.10  72.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 — —
13.50 14.00
69.0 m/z 151.05 40.42%
\\\‘\\‘\\““\‘\‘\“\‘H‘ \“\“\ \H“\‘\‘\H\‘\\H}‘\ ‘\\\\‘\\1\‘\\‘\ \‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
—r
430 1350 14.00
5000 m/z 41.00 20.59%
69.0
O | T TR N - 1.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100078: Butanamide, N-acetyl-N-(4-hydroxyphenyl)-
109.0 1350 1400
m/z 69.00 15.70%
5000 151.0
43.0
I il 7%0 ‘\ | 192.0 2210
T e T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

SFAM-EPA-BG112321.M Sat Nov 27 03:50:46 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 Ethanone, 1,1'-(1,3-phenyle... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.140 7.75 ng/ul 145654  Acenaphthene-di10 14.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1,1'-(1,3-phenylene)bis- 162 C10H1002 006781-42-6 97
2 Ethanone, 1,1'-(1,4-phenylene)bis- 162 C10H1002 001009-61-6 87
3 1(3H)-Isobenzofuranone, 3,3-dime... 162 C10H1002 001689-09-4 87
4 Ethanone, 1,1'-(1,4-phenylene)bis- 162 C10H1002 001009-61-6 64
5 Ethanone, 1,1'-(1,4-phenylene)bis- 162 C10H1002 001009-61-6 64
Abundance Scan 1813 (14.140 min): BG051197.D\data.ms (-1807) (- m/z 147.00 100.00%
147.0
5000 91.0
43.0
119.0
65.0 ‘ 14 00 14 50
e 2 L L w2 e1.ee a6.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #37617: Ethanone, 1,1'-(1,3- phenylene)bls-
47.0
5000 91.0
43.0 14 00 14 50
119.0 43.00 30.31%
65.0 ‘
\\\‘\\\\‘\\“\\“‘\‘\\LLU‘\\h}\‘}‘\\\i\\\\‘\!\\“\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #37616: Ethanone, 1,1'-(1,4-phenylene)bis-
147.0
14 00 l4 50
5000 m/z 119.00 17.25%
43.0
910 1190
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #37640: 1(3H)-Isobenzofuranone, 3,3-dimethyl- . ey
147.0 14.00 14.50
m/z 162.10 13.34%
5000
91.0
150 430 650 1190 | | |
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

SFAM-EPA-BG112321.M Sat Nov 27 03:50:47 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 Diethyltoluamide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.545  27.97 ng/ul 525258  Acenaphthene-d10 14.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 95
2 Diethyltoluamide 191 C12H17NO 000134-62-3 94
3 Diethyltoluamide 191 C12H17NO 000134-62-3 94
4 Benzamide, 4-methyl-N-butyl- 191 C12H17NO 1000407-46-6 68
5 Benzamide, 3-methyl-N-butyl- 191 C12H17NO 1000407-41-1 68
Abundance Scan 2052 (15.545 min): BG051197.D\data.ms (-2044) (-  m/z 119.00 100.00%
119.0
5000 91.0 190.1
65.0 ‘15‘50‘ ‘
39.0 | 162.1 ' o
R R m/z 91.00 43.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65682: Diethyltoluamide
119.0
5000 190.0 e :
91.0 15.50
65.0 m/z 190.10 41.27%
39.0 | 162.0
\\\‘\\\\“\\\\“\\\\‘\\w\‘\\\\‘\\\\‘\\\\“\\\}‘\\i\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65681: Diethyltoluamide
119.0
R \
15.50
5000 m/z 65.00 16.83%
91.0
190.0
65.0
150 390 | ‘ \ 1620 |
S e Wmmma
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65680: Diethyltoluamide — N
119.0 15.50
m/z 191.10 13.79%
91.0
5000 190.0
65.0
42\'0 | | 162.0 ‘
B B A B 7
m/z--> 20 40 60 80 100 120 140 160 180 15.50

SFAM-EPA-BG112321.M Sat Nov 27 03:50:48 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 13 Cyclopentaneacetic acid, 3-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.156 3.12 ng/ul 58642  Acenaphthene-d10 14.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 83
2 5-Cyano-1,2,3-thiadiazole 111 C3HN3S 057352-02-0 38
3 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 38
4 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 38
5 Cyclohexane, 1,1'-(1,2-ethanediy... 194 C14H26 003321-50-4 38

Abundance Scan 2156 (16.156 min): BG051197.D\data.ms (-2148) (- m/z 83.00 100.00%

83.0
5000
55.0 153.1 Y| S
109.0 ‘ 1050 16 OO 16. 50
bt 220 myz 82.00 30.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106653: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth
83.0
5000 R
156.0 16 00 16. 50
55.0 m/z 153.05 26.21%
109 0
T \‘\\‘\ \““\ T \H‘\“ \m\h\“u‘\ \m‘\ \\\‘\\\\‘\\‘\‘\“ TTTT ‘ \]-\9\?,‘\0\ \\2‘2\6\\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6816: 5-Cyano-1,2,3-thiadiazole
83.0
16.00 16.50
5000 m/z 55.00  23.85%
57.0
SV S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102197: Cyclohexane, 1,1'-(1,4-butanediyl)bis- — —
83.0 16.00 16.50
550 m/z 156.00 21.29%
5000
29.0 139.0
S T T Y R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50

SFAM-EPA-BG112321.M Sat Nov 27 03:50:49 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 14 Benzenemethanol, .alpha.-ph... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.191 8.07 ng/ul 151537  Acenaphthene-di10 14.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 98
2 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 97
3 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 97
4 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 95
5 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 91

Abundance Scan 2162 (16.191 min): BG051197.D\data.ms (-2159) (-  m/z 105.00 100.00%

105.0
77.0
5000
184.1
v —
51"0 ‘ 139.0 16‘5-1 | 16.00 16.50
b et TR e sz 77,00 53.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59011: Benzenemethanol, .alpha.-phenyl-
105.0
77.0
5000 e AU
184.0 16.00 16.50
m/z 78.00 41.11%
51.0 165.0
TT ‘2\7\.(\)\“ T \“}‘\ “\ 4 “\ T \H\ T T \]\_3\?.\ T 1”\ T i‘”\ TT “\‘\ TT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59012: Benzenemethanol, .alpha.-phenyl-
105.0 /\
PR )
16.00 16.50
5000 77.0 184.0 m/z 79.00 36.88%
51.0 165.0 ‘
LN PR WO Vot
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59014: Benzenemethanol, .alpha.-phenyl- fd =
105.0 16.00 16.50
m/z 184.05 31.00%
5000 78.0 184.0
51.0 165.0
SN U P O o U | WY A W
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

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

Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 2-Propanol, 1-chloro-, phos... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

17.361  2.23 ng/ul 56266  Phenanthrene-die 17.578

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-chloro-, phosphate...

2 Tris(2-chloropropyl) phosphate

3 Bis(1-chloro-2-propyl)(3-chloro-...

4 Tris(3-chloropropyl) phosphate

5 Bis(3-chloro-1-propyl)(1-chloro-...

Abundance Scan 2351 (17.301 min): BG051197.D\data.ms (-2344) (-

326 C9H18C1304P
326 C9H18C1304P
326 C9H18C1304P
326 C9H18C1304P
326 C9H18C1304P

013674-84-5 78
006145-73-9 72
137909-40-1 52
001067-98-7 27
137888-35-8 27

m/z 99.00 100.00%

41.0 99.0
5000 156.9 201.0 J\
2174 o e
—r “LM‘WH‘“ ) ‘ ‘ ‘ w‘h : “zsﬂg, : ‘h‘ o m/z 41.05 99.34%
miz--> 50 100 150 200 250 300
Abundance #232391: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
5000 e A
17.00 17.50
201.0 277.0 m/z 124.95  94.00%
45.0 81.0 159.0 ‘
I ‘H‘“ by \“ﬂ\. I ‘\‘ T “\ T ‘\ \“‘\ T “ \‘\23\5\0’ T ‘\‘ \‘3‘1\1(
miz--> 50 100 150 200 250 300
Abundance #232388: Tr|s(2 chloropropyl) phosphate
125. A
41.0 L A -
17.00 17.50
5000 m/z 156.90  40.48%
201.0 277.0
7.0 159.0 ‘ ‘
M LT ) mse | s
m/z--> 50 100 150 200 250 300 A A
Abundance #232395: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phospt P A
99.0 17.00 17.50
m/z 201.00 40.28%
5000 41.0 157.0
‘ ‘ 201.0
D P 11 1. N S 1
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 16 Phthalic acid, hex-3-yl iso... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.830 2.36 ng/ul 53017 Phenanthrene-d10 17.578
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, hex-3-yl isobutyl... 306 C18H2604 1000356-95-4 83
2 Phthalic acid, decyl isobutyl ester 362 C22H3404 1000308-94-2 83
3 Phthalic acid, isobutyl non-5-yn... 344 C21H2804 1000315-18-8 78
4 Phthalic acid, 7-bromoheptyl iso... 398 C19H27Bro4 1000415-51-7 78
5 Phthalic acid, 5-methylhex-2-yl ... 320 C19H2804 1000371-09-0 78
Abundance Scan 2441 (17.830 min): BG051197.D\data.ms (-2435) (- m/z 149.00 100.00%
149.0
5000
57.1 T —
‘ 104.0 2931 17.50 18.00
\\‘\“i‘\‘\“\ \“‘\\‘ \‘\‘\‘\\\"\\‘\\‘\\\\‘\ m/Z 57.10 18.21%
miz--> 50 100 150 200 250 300
Abundance #206912: Phthalic acid, hex-3-yl isobutyl ester
149.0
5000 — ——
17.50 18.00
570 m/z 41.05 10.73%
Ll " 104.0 | 2230
T T T ‘ T T ‘\ T “ T T T T ‘ T T T T " T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #271777: Phthalic acid, decyl isobutyl ester
149.0
— ——
17.50 18.00
5000 m/z 150.00 9.57%
80 000 T B0
m/z--> 50 100 150 200 250 300
Abundance  #253554: Phthalic acid, isobutyl non-5-yn-3-yl ester — ——
149.0 17.50 18.00
m/z 76.00 7.75%
5000
57.0 930 223.0 /\
SR P I S S N E— LA s
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 Phenol, 5-methoxy-2,3,4-tri... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

18.735 2.52 ng/ul 56754  Phenanthrene-d10 17.578
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 5-methoxy-2,3,4-trimethyl- 166 C10H1402 034883-02-8 80
2 t-Butylhydroquinone 166 C1OH1402 001948-33-0 53
3 Phenol, 3-methoxy-2,5,6-trimethyl- 166 C10H1402 034883-03-9 38
4 trans-3(10)-Caren-2-ol 152 C10H160 1010151-66-5 35
5 Phenol, 3-methoxy-2,4,5-trimethyl- 166 C10H1402 034883-04-0 30

Abundance Scan 2595 (18.735 min): BG051197.D\data.ms (-2590) (-  m/z 166.20 100.00%

123.1 166.2
5000 57.0
95.0 /\
R A
‘ 1931 18.50 19.00
b L wz 123,10 85.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41185: Phenol, 5-methoxy-2,3,4-trimethyl-
166.0
5000 {\N{\M S
18.50 19.00
m/z 109.10 77 .26%
39.0 77.0 123.0
\\\‘\\\\“H\ \‘M‘\“‘\H\‘\ \““\ \‘\”\ T \‘h T M T \‘\“ T \‘ i \‘\ AERARENRERE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41102: t-Butylhydroquinone
151.0
5 —
123.0 18.50 19.00
5000 ITI/Z 151.05 63.28%
41.0 77.0
150 et 2000 0L
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #41186: Phenol, 3-methoxy-2,5,6-trimethyl- = ‘M‘ Y A;‘&
166.0 18.50 19.00
m/z 57.05 48.64%
5000
39.0 91.0
M A
SO TN Y A R S
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc

ALS vial : 18 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 18 t-Butylhydroquinone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.952 4.05 ng/ul 91070  Phenanthrene-d1e 17.578
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 t-Butylhydroquinone 166 C10H1402 001948-33-0 53
2 4(1H)-Pteridinone, 5,6,7,8-tetra... 166 C7H10N40 089897-32-5 42
3 Phenol, 3-methoxy-2,4,5-trimethyl- 166 C10H1402 034883-04-0 42
4 Phenol, 3-methoxy-2,5,6-trimethyl- 166 C10H1402 034883-03-9 42
5 Phenol, 5-methoxy-2,3,4-trimethyl- 166 C10H1402 034883-02-8 42
Abundance Scan 2632 (18.952 min): BG051197.D\data.ms (-2625) (- 123.10 100.00%
128.1 166.2
57.0
5000
95.0
193.1 19.00
“MMNM””MuWMwMHu‘mmM_?%S} m/z 166.20  91.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41102: t-Butylhydroquinone
151.0
123.0
5000 T

19.00
109.05 74.75%

41.0 77.0
?‘\5\‘0\‘\\\““\\‘\“\‘\”\\‘\M‘\\]\-\o‘\‘g\\‘l\\\’\\!\‘\‘\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41826: 4(1H)-Pteridinone, 5,6,7,8-tetrahydro-6-methyl-
166.0

19 00
5000 57.05  63.79%
96.0
28.0 54.0 ‘ 135.0 ‘ ‘
‘H"!“w“‘w‘u‘“m“”“ 1”“”“”_‘1”“1“ “‘,HH_HHWHH_m,‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41184: Phenol, 3-methoxy-2,4,5-trimethyl-

166.0 19.00

m/z 151.05 58.06%

5000
135.0
39.0 o 910 ‘
Tt O N ]l M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 19 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112321\
Data File : BG@51197.D

Acqg On : 24 Nov 2021 00:42
Operator : CG/JU

Sample : M4753-10

Misc :

ALS Vvial : 18 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|
unknown-01 6.808 2.3 ng/ul 18255 1 8.200 158750 20.0
1,3-Pentanediol... 10.304 18.9 ng/ul 241200 2 11.026 254794 20.0
Ethanol, 2-(2-b... 10.774 6.8 ng/ul 87301 2 11.026 254794 20.0
Ethanol, 2-phen... 11.379 4.0 ng/ul 51017 2 11.026 254794 20.0
Benzothiazole 11.685 2.5 ng/ul 31669 2 11.026 254794 20.0
1,4,7-Trimethyl... 12.442 3.1 ng/ul 39639 2 11.026 254794 20.0
2-Propanol, 1-[... 12.495 5.1 ng/ul 64770 2 11.026 254794 20.0
2,2,4-Trimethyl... 13.177 52.5 ng/ul 985529 3 14.828 375654 20.0
Butanoic acid, ... 13.418 29.4 ng/ul 551395 3 14.828 375654 20.0
2,4,7,9-Tetrame... 13.694 5.6 ng/ul 104935 3 14.828 375654 20.0
Ethanone, 1,1'-... 14.140 7.8 ng/ul 145654 3 14.828 375654 20.0
Diethyltoluamide 15.545 28.0 ng/ul 525258 3 14.828 375654 20.90
Cyclopentaneace... 16.156 3.1 ng/ul 58642 3 14.828 375654 20.0
Benzenemethanol... 16.191 8.1 ng/ul 151537 3 14.828 375654 20.0
2-Propanol, 1-c... 17.301 2.2 ng/ul 50260 4 17.578 450193 20.0
Phthalic acid, ... 17.830 2.4 ng/ul 53017 4 17.578 450193 20.0
Phenol, 5-metho... 18.735 2.5 ng/ul 56754 4 17.578 450193 20.0
t-Butylhydroqui... 18.952 4.0 ng/ul 91070 4 17.578 450193 20.0
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