LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72523\
Data File : BG@58463.D

Acqg On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc :

ALS Vvial : 22 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-BGO71723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO58463.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.517 69 73 78 rVB 31096 41301 3.34% 0.192%
2 3.652 91 96 105 rBV3 110781 264517 21.38% 1.227%
3 3.769 112 116 120 rVB 99035 127524 10.31% 0.591%
4 3.810 120 123 127 rBV 50527 70039 5.66% ©.325%
5 3.893 134 137 144 rVB 42347 65302 5.28% 0.303%
6 3.975 145 151 161 rVV 393423 673936 54.48%  3.125%
7 4.057 161 165 173 rVV2 53261 94232 7.62% 0.437%
8 4.139 175 179 188 rVW 192375 311249 25.16% 1.443%
9 4.216 188 192 201 rVB 41866 69270 5.60% 0.321%
10 4.363 212 217 227 rBV 120451 197858 16.00% 0.917%
11  4.498 234 240 243 rBV 49549 83474 6.75% 0.387%
12 4.545 243 248 253 rVV 711171 1173152 94.84% 5.440%
13 4.592 253 256 269 rVB 320405 513569 41.52% 2.381%
14 4.762 281 285 289 rBV3 28583 46288 3.74% 0.215%
15 4.997 318 325 334 rVB2 67046 122600 9.91% 0.568%
16 5.268 367 371 385 rBV2 49934 109093 8.82% 0.506%
17 5.397 387 393 396 rBV5 16066 31600 2.55% 0.147%
18 5.702 438 445 450 rBV3 102820 202927 16.41% 0.941%
19 5.749 450 453 458 rVB 42179 61038 4.93% 0.283%
20 5.814 458 464 475 rBV2 141464 405798 32.81% 1.882%
21 6.114 508 515 519 rBV5 62793 118852 9.61% ©.551%
22 6.325 545 551 558 rBv2 88890 216752 17.52% 1.005%
23 6.437 566 570 579 rVB 53249 102839 8.31% 0.477%
24  6.642 602 605 611 rVB2 66739 98899 8.00% 0.459%
25 6.695 611 614 619 rBv4 21243 35523 2.87% 0.165%
26 6.983 658 663 669 rBV 74040 127086 10.27% ©.589%
27 7.048 670 674 681 rVB4 58218 96707 7.82% 0.448%
28 7.142 685 690 697 rBV 118086 196501 15.89% 0.911%
29 7.347 719 725 731 rBV 105712 193011 15.60% 0.895%
30 7.500 745 751 768 rBV3 113524 247594 20.02% 1.148%
31 7.753 789 794 798 rBV3 24165 43120 3.49% 0.200%
32 7.818 799 805 812 rVB 201371 346236 27.99% 1.605%
33 7.882 812 816 827 rVB 11931 29153 2.36% 0.135%
34 7.982 827 833 838 rBV 62887 109877 8.88% 0.510%
35 8.058 841 846 853 rVB2 85804 147060 11.89% 0.682%

36 8.129 853 858 862 rBV 67918 113955 9.21% ©.528%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72523\
Data File : BG@58463.D

Acqg On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc :

ALS Vvial : 22 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-BGO71723.MA.M
Title : SVOA CALIBRATION
37 8.640 941 945 954 rVB2 31760 61204 4.95% 0.284%
38 8.781 960 969 974 rBV4 81332 203987 16.49%  0.946%
39 8.975 996 1002 1010 rBV 134752 261651 21.15% 1.213%
40 9.122 1023 1027 1031 rBV6 17150 33252 2.69% 0.154%
41  9.263 1047 1051 1057 rVV3 33924 73574  5.95% 0.341%
42 9.698 1120 1125 1134 rVB2 113501 217986 17.62% 1.011%
43 9.968 1165 1171 1184 rVV3 74477 213197 17.24% 0.989%
44 10.244 1208 1218 1224 rBV4 77165 192287 15.55% ©.892%
45 10.367 1235 1239 1247 rVB5 16355 31466 2.54% 0.146%
46 10.473 1250 1257 1268 rVB 61171 125362 10.13% 0.581%
47 10.614 1274 1281 1288 rBV 293323 555378 44.90%  2.575%
48 10.791 1305 1311 1316 rBV 53731 102482 8.28% 0.475%
49 11.008 1339 1348 1349 rBv4 50370 106259 8.59% 0.493%
50 11.249 1384 1389 1392 rBv2 61747 102417 8.28% 0.475%
51 11.349 1400 1406 1414 rVB2 76885 170491 13.78% 0.791%
52 11.425 1414 1419 1428 rVB2 60817 118703 9.60% 0.550%
53 11.537 1432 1438 1448 rBV3 21054 53825 4.35% 0.250%
54 12.348 1571 1576 1582 rwV 41896 62889 5.08% 0.292%
55 12.506 1598 1603 1610 rVB2 18700 34246  2.77% 0.159%
56 12.671 1626 1631 1640 rBV2 36174 56406 4.56% 0.262%
57 12.829 1653 1658 1660 rBV 31898 50350 4.07% 0.233%
58 12.859 1660 1663 1670 rVB2 43706 66260 5.36% 0.307%
59 13.352 1740 1747 1764 rVV 633713 1046251 84.58% 4.851%
60 13.869 1827 1835 1845 rVV 327573 504119 40.75%  2.338%
61 14.157 1873 1884 1894 rBV 331684 566018 45.76% 2.625%
62 14.463 1928 1936 1942 rBV 481276 743682 60.12% 3.448%
63 14.527 1942 1947 1953 rVB 27124 42532 3.44% 0.197%
64 14.680 1967 1973 1975 rBV2 44142 74303 6.01% 0.345%
65 15.456 2098 2105 2110 rBV 523946 792803 64.09% 3.676%
66 15.509 2110 2114 2121 rVB 36684 63068 5.10% ©.292%
67 15.579 2121 2126 2133 rBV 89006 140349 11.35% 0.651%
68 16.284 2241 2246 2250 rBV3 19853 32995 2.67% 0.153%
69 16.954 2353 2360 2367 rVvVv7 15481 36848 2.98% 0.171%
70 17.024 2367 2372 2376 rW 17467 28583 2.31% 0.133%
71 17.077 2377 2381 2385 rVV2 19259 29030 2.35% 0.135%
72 17.207 2397 2403 2407 rBV 602798 923753 74.68% 4.283%
73 17.248 2407 2410 2415 rVB 323229 430712 34.82% 1.997%
74 17.306 2415 2420 2424 rBV2 285684 437721 35.39% 2.030%
75 17.389 2430 2434 2441 rVB8 15343 29947  2.42% 0.139%
76 17.806 2498 2505 2511 rVB3 39188 75448 6.10% ©.350%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72523\
Data File : BG@58463.D

Acqg On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc :

ALS Vvial : 22 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-BGO71723.MA.M
Title : SVOA CALIBRATION
77 17.870 2511 2516 2521 rBV3 22549 35837 2.90% 0.166%
78 18.094 2543 2554 2558 rBV2 178898 319883 25.86% 1.483%
79 18.276 2579 2585 2589 rBV2 92301 155528 12.57% 0.721%
80 18.382 2599 2603 2608 rVB6 21961 32795 2.65% 0.152%
81 18.517 2622 2626 2630 rBv4 25186 32972 2.67% 0.153%
82 18.587 2630 2638 2642 rBV3 75724 150846 12.19% 0.699%
83 19.010 2703 2710 2712 rBV3 44452 81286 6.57% 0.377%
84 19.040 2712 2715 2721 rVB3 79536 109981 8.89% 0.510%
85 19.134 2727 2731 2734 rBVS5 27728 44044  3.56% 0.204%
86 19.263 2745 2753 2759 rVB 476266 688653 55.67%  3.193%
87 19.369 2768 2771 2774 rBV2 47901 56893 4.60% 0.264%
88 19.598 2804 2810 2813 rBV2 436009 668173 54.02%  3.098%
89 19.698 2824 2827 2832 rVB2 23946 33151 2.68% 0.154%
90 19.956 2864 2871 2880 rBV5 31619 91660 7.41% 0.425%
91 20.121 2895 2899 2904 rVB3 90799 135358 10.94% 0.628%
92 20.221 2912 2916 2920 rBV 61807 80395 6.50% 0.373%
93 20.620 2981 2984 2988 rVB2 53856 56109 4.54% 0.260%
94 20.832 3017 3020 3024 rBV 163818 191938 15.52% 0.890%
95 21.331 3102 3105 3110 rVB 79874 110892 8.96% 0.514%
96 21.449 3117 3125 3129 rBV2 616028 1236965 100.00% 5.736%
97 21.490 3129 3132 3137 rVB 166332 245181 19.82% 1.137%
98 22.201 3250 3253 3262 rVB2 83763 144370 11.67% 0.669%
99 23.540 3476 3481 3487 rBV 76213 204904 16.57% 0.950%
100 24.516 3639 3647 3658 rVB 320313 878070 70.99% 4.072%

Sum of corrected areas: 21565650
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072523\
BGO58463.D

: 26 Jul 2023 2:34

: CG/IU

: 03540-01

: 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->

600000

500000

400000

300000

200000

100000

Abundance TIC: BG058463.D\data.ms
700000 4.%45

3.975

592

10.614

3

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\T

350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Time-->

600000
500000 14.463 19,598
400000
300000
200000

100000 15.579

Abundance TIC: BG058463.D\data.ms
700000 21.449

13.352
17.207

15.456 19.263

13.869.157 17j248

22.201

1 O 15809 16784 4

R R e e e e e

13.00 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

Time-->

600000

500000

300000

200000

100000

Abundance TIC: BG058463.D\data.ms
700000

400000 24.516

23.540

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

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 14
R.T. EstConc Area Relative to ISTD R.T.
3.769 7.37 ng/ul 127524  1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-isocyano- 83 C5HON 002769-64-4 9
2 Azetidine, 1-nitroso- 86 C3H6EN20 015216-10-1 9
3 2-Pyrrolidinone 85 C4H7NO 000616-45-5 7
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 7
5 2-Pyrrolidinone 85 C4H7NO 000616-45-5 5
Abundance Scan 116 (3.769 min): BG058463.D\data.ms (-112) (-) m/z 85.00 100.00%
85.0
41.0
5000
60.0
e R RNR S MR
‘500 710 3.40 3.60 3.80 4.00
0 H‘“‘H““w"ulM;“{m‘k“u“ﬁ‘u“‘:w“‘ m/z 41.00 73.71%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1466: Butane, 1-isocyano-
41.0
27.0
5000 550 L L B L B A LR R I
3.40 3.60 3.80 4.00
m/z 43.00 46.48%
0 ‘H \““\ MH“ 68-0 82.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 10 20 30 40 50 60 70 80
Abundance #1806: Azetidine, 1-nitroso-
30.0
R
3.40 3.60 3.80 4.00
5000 41.0 86.0 m/z 60.60  29.39%
55.0
I =
0\H‘HH‘HH‘!H‘\‘l\‘\HM‘HH;‘\mc‘imu‘\uw‘\u
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1739: 2-Pyrrolidinone el R
85.0 3.40 3.60 3.80 4.00
m/z 39.00 28.44%
5000 42.0
28.0
56.0
1SN O 1 SN NN PO LU WV A
m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 Guanidine Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
3.810 4.05 ng/ul 70039  1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Guanidine 59 CH5N3 000113-00-8 59
2 2-Decanol, methyl ether 172 C11H240 1000333-83-9 42
3 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 38
4 Guanidine 59 CH5N3 000113-00-8 38
5 Pentanamide 101 C5H11NO 000626-97-1 36

Abundance Scan 123 (3.810 min): BG058463.D\data.ms (-120) (-) m/z 59.00 100.00%

59.0
5000 ﬁ\
RmaE R S O
41|10 87.0 3.40 3.60 3.80 4.00 4.20
bl el e e m/z 43.60  74.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #298: Guanidine
59.0
5000 R R R
3.40 3.60 3.80 4.00 4.20
m/z 57.00 16.04%
28.0
O \\\‘\‘1“\\“w\\\‘i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #47389: 2-Decanol, methyl ether
59.0
PN ATV MBS A Eflla™
3.40 3.60 3.80 4.00 4.20
5000 m/z 41.00 10.68%
41.0
ol18:0 |, 4l 830 1110 14001580
e e T e
m/z--> 20 40 60 80 100 120 140 160
Abundance #5026: 3-Pentanol, 2-methyl- — AT e e
59.0 3.40 3.60 3.80 4.00 4.20
m/z 39.00 8.22%
5000
31.0
o L eso
m/z--> 20 40 60 80 100 120 140 160 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 Prenol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.975 38.93 ng/ul 673936 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 64
2 Prenol 86 C5H100 000556-82-1 46
3 Propiolamide 69 C3H3NO 007341-96-0 38
4 Prenol 86 C5H100 000556-82-1 38
5 2-Aminoacrylonitrile 68 C3H4N2 069245-10-9 32
Abundance Scan 151 (3.975 min): BG058463.D\data.ms (-145) (-) m/z 71.00 100.00%
41.0 71.0
5000 53.0
86.0 SUSIY V"N
H ‘ 104.0 3.60 3.80 4.00 4.20
Obrererrepermrperetll Mty L wjz al.ee  92.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1911: Preno
71.0
41.0
5000 L L B B B IR BB B
270 53.0 3.60 3.80 4.00 4.20
: 86.0
m/z 43.00 53.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1910: Preno
71.0
S
410 3.60 3.80 4.00 4.20
5000 ’ m/z 53.00 51.02%
53.0
86.0
27.0 ‘
. 1Y T Y A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #548: Propiolamide “H““‘H““‘_‘fAr
53.0 3.60 3.80 4.00 4.20
69.0 m/z 39.00 43.11%
5000 41.0
25.0 ‘
o B S O N N B OV L1 NV AW LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 unknown-02 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
4.057 5.44 ng/ul 94232  1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methoxy-2-propyl acetate 132 C6H1203 000108-65-6 33
2 N,N'-di-t-Butylethylenediamine 172 C1OH24N2 004062-60-6 23
3 Pentanoic acid, 2-hydroxy-4-meth... 132 C6H1203 013748-90-8 23
4 Cyclohexanol, 4-methyl- 114 C7H140 000589-91-3 10
5 sec-Butyl nitrite 103 C4H9NO2 000924-43-6 10
Abundance Scan 165 (4.057 min): BG058463.D\data.ms (-161) (-) m/z 43.00 100.00%
3.0
w M
720 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ 115.0 3.80 4.00 4.20 4.40
ol m_“”_m_H“_m_m_m m/z 57.00 57.12%
m/z--> 0 20 40 100 120 140 160
Abundance #16375: 1-Methoxy-2-propy| acetate
43.0
5000 L L I L I B B
3.80 4.00 4.20 4.40
15.0 72.0 m/z 44.95  40.89%
0
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #47238: N,N'-di-t-Butylethylenediamine
30.0
86.0 A RAmEE R
3.80 4.00 4.20 4.40
5000 57.0 m/z 58.00 26.18%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance  #16429: Pentanoic acid, 2-hydroxy-4-methyl-, (S)- ““_““““_“““
43.0 69.0 3.80 4.00 4.20 4.40
m/z 72.00 24.08%
5000
18.0H ‘ ‘ ‘ 99.0
ol e e e e e mﬂ_m_m_wwm
m/z--> 0 20 40 60 80 100 120 140 160 .80 4.00 4.20 4.40

SFAM-EPA-BGO71723.MA.M Wed Jul 26 16:54:39 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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-Butenal, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.139 17.98 ng/ul 311249 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 94
2 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 90
3 2H-Pyran, 2-(tert-butylthio)tetr... 174 C9H180S 001927-53-3 64
4 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 64
5 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 52
Abundance Scan 179 (4.139 min): BG058463.D\data.ms (-175) (-) m/z 84.00 100.00%
84.0
55.0
5000
AREmSEEE R
‘ 3.80 4.00 4.20 4.40
bl by b 2970 hs 5500 78.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1598: 2-Butenal, 3-methyl-
84.0
55.0
5000 LB L R R I R R R
29.0 3.80 4.00 4.20 4.40
m/z 41.00 50.64%
0 \\\‘\‘!\\ ‘H\“M“l“‘\‘\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1631: Furan, 2,3-dihydro-4-methyl-
55.0 84.0
S AAANEEERRsES
3.80 4.00 4.20 4.40
5000 m/z 39.00 48.54%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49794: 2H-Pyran, 2-(tert-butylthio)tetrahydro- R RRRREEE S N R
41.0 3.80 4.00 4.20 4.40
m/z 82.95 45.78%
5000
84.0
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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-Butene, 1-bromo-3-methyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
4.216 4.00 ng/ul 69270 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 59
2 1-Octene, 3,3-dimethyl- 140 C10H20 074511-51-6 38
3 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 38
4 1,3,7-Nonatriene-1,1-dicarbonitr... 200 C13H16N2 1000162-13-4 36
5 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 10

Abundance Scan 192 (4.216 min): BG058463.D\data.ms (-188) (-) m/z 69.00 100.00%

69.0
Rma e e R
3910 ‘ 3.80 4.00 4.20 4.40 4.60
147.0 206.9 281.( e
0‘H‘HmMNWNWMNmWHH‘HH_m‘wuwuuwwup‘uwuw‘u¢u m/z 41.00 89.10%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26547: 2-Butene, 1-bromo-3-methyl-
41.0
5000 EEEEERREE LR R
3.80 4.00 4.20 4.40 4.60
m/z 43.00 37.55%
0 \H‘\‘\‘\\‘hh\\“\“\Z(‘}:‘\.\()‘\\H‘HH‘H\\]‘-?}(‘\)\.’0\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20696: 1-Octene, 3,3-dimethyl-
69.0
R Al amass e
3.80 4.00 4.20 4.40 4.60
5000 m/z 55.00 24.25%
27.0
A TN
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3782: 1-Pentene, 3,3-dimethyl- e A RARRARRECE S
69.0 3.80 4.00 4.20 4.40 4.60
m/z 69.95 18.92%
5000
39.0
‘ “‘\ L) |20 /
Ot i e PPt e
m/z--> 20 40 60 80 100120140160180200220240260280 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 3-Hexen-1-o0l, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.363 11.43 ng/ul 197858 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-0l, (Z)- 100 C6H120 000928-96-1 53
2 3-Penten-1-0l, 3-methyl- 100 C6H120 001708-99-2 40
3 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 38
4 7-1,9-Dodecadiene 166 C12H22 1000245-71-0 37
5 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 37

Abundance Scan 217 (4.363 min): BG058463.D\data.ms (-212) (-) m/z 41.00 100.00%

41.0
- T ML
821 o ARNREAEEEEE TR
4.00 4.20 4.40 4.60
100.1
o"_m"H‘_m}!“w‘l‘lw!pW“Mwww m/z 55.00 46.87%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4300: 3-Hexen-1-ol, (2)-
41.0
5000 670 L LA B B I B B
55.0 82.0 4.00 4.20 4.40 4.60
27. m/z 70.00  44.45%
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4365: 3-Penten-1-ol, 3-methyl-
41.0 /\
R RN
67.0 4.00 4.20 4.40 4.60
5000 m/z 69.00 42 .30%
55.0
82.0 100.0
:
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4298: 3-Hexen-1-ol, (E)- e AR
41.0 67.0 4.00 4.20 4.40 4.60
m/z 67.00 40.85%
5000 55.0 82.0
27.7
o230 Ll il 200 N [
m/z--> 10 20 30 40 0 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 unknown-03 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
4.498 4.82 ng/ul 83474  1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanone, 3-hydroxy-3,5-dimethyl- 144 C8H1602 006321-14-8 45
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 42
3 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 42
4 HEX-5-EN-3-0L 100 C6H120 000688-99-3 38
5 Amylene hydrate 88 C5H120 000075-85-4 38
Abundance Scan 240 (4.498 min): BG058463.D\data.ms (-234) (-) m/z 59.00 100.00%
59.0
5000 43.0 /\J\\
R RARSREEE R
710 g0 107.0 4.20 4.40 4.60 4.80

O e et e e e m/z 43.00 45.22%

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

Abundance #24208: 2-Hexanone, 3-hydroxy-3,5-dimethyl-
59.0
5000 14,20 4.40 4.60 4.80
43.0 : . - : o
m/z 40.95 18.71%
101.0
| ‘ I I 83\)0\
0\H‘HH‘HH‘HH‘MH‘H‘\HHH‘HH‘HH‘HH‘\H\‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5313: Propanoic acid, 2-hydroxy-2-methyl-
59.0
R A RERER RS
4.20 4.40 4.60 4.80
5000 31.0 43.0 m/z 107.00 12.44%
15.0
AR | 89.0
Ottt e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl- A R
59.0 4.20 4.40 4.60 4.80
m/z 71.00 7.40%
5000 43.0
31.0
0 15\.O Lyl \‘\ L | 75.0 890
e e e e e e e A RBARRREREEESELE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 unknown-04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.545 67.77 ng/ul 1173156 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 45
2 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 45
3 Propane, 2-ethoxy- 88 C5H120 000625-54-7 45
4 2-Hexanol, 3-methyl- 116 C7H160 002313-65-7 40
5 1-Butene, 4-methoxy 86 C5H100 004696-30-4 39
Abundance Scan 248 (4.545 min): BG058463.D\data.ms (-243) (-) m/z 45.00 100.00%
45.0
5000 //k
R ARARmEEEEEE
H 85.0 ' 4.20 4.40 4.60 4.80
ol pun” 1220 2210  28L. g ;43,00 21.51%
miz-> 50 100 150 200 250
Abundance #1083: Propylene Glycol
45.0
5000 R L DL B
4.20 4.40 4.60 4.80
m/z 41.00 20.82%
o159 | 760
T 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
Abundance #5013: 2-Pentanol, 3-methyl-
45.0
RS A ARaRE
4.20 4.40 4.60 4.80
5000 m/z 39.00 8.55%
S
miz--> 50 100 150 200 250
Abundance #2375: Propane, 2-ethoxy- R RE R
45.0 4.20 4.40 4.60 4.80
m/z 68.95 8.33%
5000
o 1%
m/z--> 50 100 150 200 250 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 unknown-05 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4,592 29.67 ng/ul 513569 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N-methyl- 59 C2H5NO 000123-39-7 9
2 Ethane, 1,1-dimethoxy- 90 C4H1002 000534-15-6 9
3 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 9
4 Guanidine 59 CH5N3 000113-00-8 7
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 5
Abundance Scan 256 (4.592 min): BG058463.D\data.ms (-253) (-) m/z 59.00 100.00%
59.0
5000 /\J\\
R e R
89.0 4.20 4.40 4.60 4.80 5.00
. (
0 L2070 2808 Tnyy 43,00 24.71%
miz-> 50 100 150 200 250
Abundance #281: Formamide, N-methyl-
59.0
28.0
5000 (L U R B
4.20 4.40 4.60 4.80 5.00
m/z 71.00 8.62%
O\“\”1“1\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #2607: Ethane, 1,1-dimethoxy-
59.0
e A RAAEaRAES sy
4.20 4.40 4.60 4.80 5.00
5000 m/z 41.00 7.27%
29.0
om0
miz--> 50 100 150 200 250
Abundance #16439: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester R ARIAEEREREER
59.0 4.20 4.40 4.60 4.80 5.00
m/z 89.00 3.97%
5000
o B0 w0
m/z--> 50 100 150 200 250 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 Guanidine, monothiocyanate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.997 7.08 ng/ul 122600 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Guanidine, monothiocyanate 116 C2H4N4S 056960-89-5 64
2 Acetamide 59 C2H5NO 000060-35-5 64
3 (3,3-Dimethyloxiranyl)methanol 102 C5H1002 1010306-71-7 56
4 Oxirane, tetramethyl- 100 C6H120 005076-20-0 39
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 39

Abundance Scan 325 (4.997 min): BG058463.D\data.ms (-318) (-) m/z 59.00 100.00%

59.0
43.0
5000
R R
H “ 730 930 47, 4.60 4.80 5.00 5.20 5.40
Otrrrpreerprerepretb el il L T8 m/z 42.95  58.08%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8959: Guanidine, monothiocyanate
59.0
43.0
5000

4.60 4.80 5.00 5.20 5.40
m/z 41.00 44.22%

O B0 AOD0 OO
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #274: Acetamide
59.0
44.0

4.60 4.80 5.00 5.20 5.40

5000 m/z 42.00 23.27%
150 280
oH‘_1mw_HMWwH;w_m_”ww_www
m/z--> 10 20 30 40 50 60 70 80 90 100110120 ﬁ/k/\
Abundance #4874: (3,3-Dimethyloxiranyl)methanol R R AREEES S
43.0 59.0 4.60 4.80 5.00 5.20 5.40

m/z 57.00  19.50%

- M
29.0
0 I

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 N,N-Dimethylacetamide Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.268 6.30 ng/ul 109093  1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 91
2 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 91
3 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 91
4 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 83
5 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 64
Abundance Scan 371 (5.268 min): BG058463.D\data.ms (-367) (-) m/z 44.00 100.00%
44.0
87.0
5000
R RAREEEE e
m ‘ . ‘ 5.00 5.20 5.40 5.60
ol i 1929 2804 s 87.00  60.26%
miz-> 50 100 150 200 250
Abundance #2110: N,N-Dimethylacetamide
44.0
87.0
5000 L L L AN AL
5.00 5.20 5.40 5.60
m/z 42.95 49.65%
14.0
O \41 T ‘\‘ !‘ ‘ M\ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #2112: N,N-Dimethylacetamide
44.0
R e
87.0 5.00 5.20 5.40 5.60
5000 m/z 41.95 22.75%
od o
miz--> 50 100 150 200 250
Abundance #2114: N,N-Dimethylacetamide
440 87.0 5.00 5.20 5.40 5.60
m/z 45.00 20.00%
5000
0 — — — M&LAJ
m/z--> 50 100 150 200 250 5.00 5.20 5.40 5.60

SFAM-EPA-BGO71723.MA.M Wed Jul 26 16:54:48 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 2-Butene, 2-chloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.702 11.72 ng/ul 202927 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-chloro- 90 C4H7C1 004461-41-0 56
2 1-Propene, 1-chloro-2-methyl- 90 C4H7C1 000513-37-1 43
3 1-Propene, 1-chloro-2-methyl- 90 C4H7C1 000513-37-1 43
4 2-Butene, 2-chloro- 90 C4H7C1 004461-41-0 32
5 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 27
Abundance Scan 445 (5.702 min): BG058463.D\data.ms (-438) (-) m/z 54.95 100.00%
53.0 90.0
39.0
5000
70.0
R S ARRESEE e
‘ “ M H 5.40 5.60 5.80 6.00
obrrrrereepeeereeel ML bl WL L0 g6 00 85.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2648: 2-Butene, 2-chloro-
558.0
5000 L B L R B R
270 90.0 5.40 5.60 5.80 6.00
m/z 53.00 76.42%
‘ ‘ 75.0
OH\‘\\H’Hl1‘H\‘M‘\\H“"\l}\“1‘\H‘H‘\‘\‘HH“‘!\H’HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2660: 1-Propene, 1-chloro-2-methyl-
55.0
R R EiiRaa
90.0 5.40 5.60 5.80 6.00
5000 39.0 m/z 39.00  66.55%
75.0
2?# N H\‘ ‘
o | A O R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2659: 1-Propene, 1-chloro-2-methyl- B BEEmaEEEE SR
55.0 5.40 5.60 5.80 6.00
39.0 m/z 40.95 45.23%
90.0
5000
# 75.0
o"""","1""u!""m;h"""w‘“‘M_W!m,www AR A A R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 unknown-06 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.814  23.44 ng/ul 405798 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Bis(trimethylsilyl)benzene 222 C12H22Si2 017151-09-6 49
2 Tetrasiloxane, decamethyl- 310 C10H3003Si4 000141-62-8 49
3 1,4-Bis(trimethylsilyl)benzene 222 C12H22Si2 013183-70-5 49
4 (.+/-.)-2-Phenylpropanoic Acid, ... 264 C15H2402Si 1010453-23-5 47
5 N-Methyl-1-adamantaneacetamide 207 C13H21NO 031897-93-5 47

Abundance Scan 464 (5.814 min): BG058463.D\data.ms (-458) (-) m/z 73.00 100.00%

73.
207.0
5000
147.0
04 540550 550 6,60 650
ol b HL \L D0aTs 1 B4 e
o_mpmwmHH,mu‘uuH*_m‘mwmwww m/z 207.00  79.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101311: 1,2-Bis(trimethylsilyl)benzene
207.0
5000 [T T i [T T T T[T
5.40 5.60 5.80 6.00 6.20
73.0 m/z 192.95 37.23%
OJ‘-\S\Q\“‘W!1“!“\\ws\lg\\\L’\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210888: Tetrasiloxane, decamethyl-
207.0
R e R ERRRE
73.0 5.40 5.60 5.80 6.00 6.20
5000 m/z 147.00 30.99%
295.0
0 [ 1330 L L
Pl e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101312: 1,4-Bis(trimethylsilyl)benzene et e
207.0 5.40 5.60 5.80 6.00 6.20
m/z 221.00 29.93%
5000
73.0
o P VWS~ Y B pUCUOUAUPY S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 19 1,4-Pentadiene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.114 6.87 ng/ul 118852 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentadiene 68 C5H8 000591-93-5 80
2 Isoprene 68 C5H8 000078-79-5 56
3 4-Heptyn-2-o0l 112 C7H120 019781-81-8 56
4 2-Buten-1-o0l, 3-methyl-, acetate 128 C7H1202 001191-16-8 56
5 2-Methylbut-2-en-1-yl acetate 128 C7H1202 033425-30-8 56
Abundance Scan 515 (6.114 min): BG058463.D\data.ms (-508) (-) m/z 43.00 100.00%

=

5000
1470 1° 5.80 6.00 6.20 640 |
' 280.9 340.9 4150 475.1 : : . :
i — ‘M‘M b DTS AP AL iz e8.e0  90.63%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #512: 1,4-Pentadiene
67.0
5000 I AN R R

5.80 6.00 6.20 6.40
m/z 67.00  83.22%

‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #488: Isoprene

.0

~

5.80 6.00 6.20 6.40
5000 m/z 41.00 75.36%

3

5. H
O‘J\“c‘\“\“‘\H,HH‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7317: 4-Heptyn-2-ol R e ARBLA
68.0 5.80 6.00 6.20 6.40
m/z 53.00 41.91%
5000
st
m/z--> 0 50 100 150 200 250 300 350 400 450 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 20 unknown-07 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

6.325 12.52 ng/ul 216752 1,4-Dichlorobenzene-dd  7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 43
2 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007518 019095-24-0 35

3 1,2-Bis(trimethylsilyl)benzene 222 C12H22Si2 017151-09-6 30
4 Thieno[2,3-c]furan-3-carbonitril... 222 C11H14N20S 447412-24-0 30
5 3,3-Diisopropoxy-1,1,1,5,5,5-hex... 324 C12H3204Si3 018082-56-9 27
Abundance Scan 551 (6.325 min): BG058463.D\data.ms (-545) (-) m/z 73.00 100.00%
73.0
207.0
5000
T e
4150 . . . .
O bl ek J“[ bbbk j L meﬁ?ulﬁf‘?ﬁ m/z 207.00  70.54%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #338596: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-
73.0

?

5000 207.0 e
6.00 6.20 6.40 6.60

m/z 193.00  33.49%

133.0 281.0 355.0
Ll || 42904890

O‘HHHHH‘HH‘HH T HH‘HH‘Hrwul\\‘uu‘uu‘\u

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #345536: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,1

?

73.0
R RERaRE
6.00 6.20 6.40 6.60
5000 207.0 m/z 221.00 27.41%
281.0
147.0 341.0
bl L gy T 4290 5030563,
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101311: 1,2-Bis(trimethylsilyl)benzene  RRAREEaE e
207.0 6.00 6.20 6.40 6.60
m/z 147.00  26.82%
5000
73.0
R T N B DU ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 21 2-Cyclohexen-1-one Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.437 5.94 ng/ul 102839 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 87
2 2-Cyclohexen-1-one 96 C6H80 000930-68-7 87
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 83

4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 72
5 2H-Pyran-2-one, 5,6-dihydro- 98 C5H602 003393-45-1 40

Abundance Scan 570 (6.437 min): BG058463.D\data.ms (-566) (-) m/z 68.00 100.00%

68.0
5000

6.20 6.40 6.60 6.80

“1 L ‘ 1329 195.0 252.9 326.9 489.

O b e T T T e e T m/z 96.00 26.43%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3151: 2-Cyclohexen-1-one
68.0
5000 Hu‘uu‘wuw‘mu‘wu

6.20 6.40 6.60 6.80
m/z 39.00 21.01%

I

0\\\\[\‘!\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3152: 2-Cyclohexen-1-one
68.0
e
6.20 6.40 6.60 6.80
5000 m/z 40.00 16.75%
0 HMH'MHH_m_m_m‘mWm_m_m_m
mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #3153: 2-Cyclohexen-1-one
68.0 6.20 6.40 6.60 6.80
m/z 42.00 8.46%
5000
T
m/z--> 0 50 100 150 200 250 300 350 400 450 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 22 Ethanol, 2-ethoxy- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
6.642 5.71 ng/ul 98899 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-ethoxy- 90 C4H1002 000110-80-5 50
2 Hydrazine, (1-methylpropyl)- 88 C4H12N2 030924-14-2 50
3 Guanidine 59 CH5N3 000113-00-8 43
4 Propane, 1l-ethoxy- 88 C5H120 000628-32-0 42
5 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 42
Abundance Scan 605 (6.642 min): BG058463.D\data.ms (-602) (-) m/z 59.00 100.00%
59.0
- /\\Mwwj\‘
STO P T
6.40 6.60 6.80 7.00
131.0 . .

ol “‘M‘ SO 2209 2670 u, 43.00  66.48%

miz-> 50 100 150 200 250

Abundance #2587: Ethanol, 2-ethoxy-

59.0
5000 LB B L I I LN L
6.40 6.60 6.80 7.00
29,0 m/z 45.00  28.93%
O\H‘\\““‘”\‘\90\.0‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #2224: Hydrazine, (1-methylpropyl)-
59.0
6.40 6.60 6.80 7.00
5000 m/z 87.95 19.83%
29|10
1890
oAl
miz--> 50 100 150 200 250
Abundance #298: Guanidine
59.0 6.40 6.60 6.80 7.00
m/z 89.00 15.65%
5000
28.0
oAb T R R Rt a S
m/z--> 50 100 150 200 250 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 24 unknown-08 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
7.048 5.59 ng/ul 96707 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-Thienyl)acetamide 141 C6H7NOS 004461-29-4 47
2 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 43
3 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 43
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 30
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 27
Abundance Scan 674 (7.048 min): BG058463.D\data.ms (-670) (-) m/z 97.05 100.00%
97.0
43.0
5000
1411 \\\\‘\\\\‘\\\\‘\\\/\\‘\\\
‘ ‘ | ‘ 190.9 266.9 355 6.80 7.00 7.20 7.40
0 “‘LﬂWwwM i L e e A m/z 83.00 67.63%
miz--> 50 100 150 200 250 300 350
Abundance #21765: 2-(2-Thienyl)acetamide
97.0
5000 HH‘H/\\\‘\HA\‘HH‘H\
6.80 7.00 7.20 7.40
450 141.0 m/z 43.00 55.26%
O il
miz--> 50 100 150 200 250 300 350
Abundance #7174: 1-(Trimethylsilyl)-1-propyne
97.0
 EE RN SRRt
6.80 7.00 7.20 7.40
5000 m/z 55.00 55.09%
43.0
0 m““”u“ww““H_m_m_m_m_
m/z--> 50 100 150 200 250 300 350
Abundance #7173: 1-(Trimethylsilyl)-1-propyne e R REsEEE e
97.0 6.80 7.00 7.20 7.40
m/z 98.05 28.93%
5000
43.0
m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 25 unknown-09 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.500 14.30 ng/ul 247594  1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, propyl- 86 C5H100 001003-14-1 35
2 3,4-Pentadienal 82 C5H60 004009-55-6 35
3 1,2-Dimethyl cyclopropene 68 C5H8 014309-32-1 27
4 2-Butyne, 1-methoxy- 84 C5H80 002768-41-4 27
5 Ethane, isocyanato- 71 C3H5NO 000109-90-0 22
Abundance Scan 751 (7.500 min): BG058463.D\data.ms (-745) (-) m/z 41.00 100.00%
41.0
4.0 R ARamma
H 282.0 7.20 7.40 7.60 7.80

ob—— bbb 2820 840 /7 s6.00  87.60%

miz--> 50 100 150 200 250 300 350

Abundance #1952: Oxirane, propyl-

41.0
5000 /\\\\‘\\\\‘\\\\‘\\\\‘\\\\
7.20 7.40 7.60 7.80
m/z 71.00 84.72%
O 1T “h i‘“”“\ ‘\‘ \5‘.\0‘ L ’ L ‘ T T T ‘ LI ’ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #1330: 3,4-Pentadienal
39.0 KMA
P T e T
7.20 7.40 7.60 7.80
5000 m/z 69.00 71.73%
81.0
0 N ——
m/z--> 50 100 150 200 250 300 350
Abundance #534: 1,2-Dimethyl cyclopropene o ARAREERE SR
39.0 7.20 7.40 7.60 7.80
m/z 38.95 61.01%
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 26 (DEL) Alkane: Cyclic7.753 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
7.753 2.49 ng/ul 43120 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 43
2 Octane, 2-chloro- 148 C8H17C1 000628-61-5 43
3 Cycloheptane 98 C7H14 000291-64-5 43
4 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 43
5 1,4-Pentanediamine 102 C5H14N2 000591-77-5 38
Abundance Scan 794 (7.753 min): BG058463.D\data.ms (-789) (-) m/z 41.00 100.00%
41.0
85.0
5000
221'0 \‘\\\\‘\\\\‘\\\\’\\\\‘\
147.0 7.40 7.60 7.80 8.00
| T S
0 i A 5SR  m/z 55.00 87.76%
miz--> 50 100 150 200 250 300
Abundance #7681: trans-1-Butyl-2-methylcyclopropane
55.0
5000 L LR B B B
112.0 7.40 7.60 7.80 8.00
m/z 70.00  84.50%
O
miz--> 50 100 150 200 250 300
Abundance #26784: Octane, 2-chloro-
41.0
7.40 7.60 7.80 8.00
5000 m/z 59.00 63.25%
83.0
oLl J‘w}i‘?u"wm‘_m_m_m
m/iz--> 50 100 150 200 250 300
Abundance #3710: Cycloheptane N RAEaasweas IS
55.0 7.40 7.60 7.80 8.00
98.0 m/z 84.95 61.07%
5000
L5. ‘
m/z--> 50 100 150 200 250 300 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : 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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.982 6.35 ng/ul 109877 1,4-Dichlorobenzene-d4 7.817
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 80
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 80
3 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 59
4 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 56
5 4-Octen-3-one 126 C8H140 014129-48-7 53
Abundance Scan 833 (7.982 min): BG058463.D\data.ms (-827) (-) m/z 97.10 100.00%
97.1
5000 55.0 M
e ARRENEE S
H ‘ ‘ 1411 g, 2818 355 7.60 7.80 8.00 8.20 8.40
ol b L LTS 1929 2818 8850 o5 e 41.44%
miz--> 50 100 150 200 250 300 350
Abundance #7624: 2-Pentene, 2,4,4-trimethyl-
550 97.0
5000 U B B B
7.60 7.80 8.00 8.20 8.40
m/z 43.00 24.45%
miz--> 50 100 150 200 250 300 350
Abundance #7677: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
e A RmaES S
7.60 7.80 8.00 8.20 8.40
5000 m/z 112.10 20.32%
o150 |
m/z--> 50 100 150 200 250 300 350
Abundance #7612: Cyclohexane, 1,3-dimethyl- R ma  ma
55.0 97.0 7.60 7.80 8.00 8.20 8.40
m/z 41.00 19.66%
ol‘s‘q“ “‘w““‘ e A i
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.058 8.49 ng/ul 147060 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 72
2 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 64
3 Z-3,4,4-Trimethyl-2-pentene 112 C8H16 039761-64-3 64

4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 59
5 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 58

Abundance Scan 846 (8.058 min): BG058463.D\data.ms (-841) (-) m/z 97.05 100.00%

97.0

;

5000 55.0
R A REEEEEEEE
“ ‘ ‘ 1410 7.80 8.00 8.20 8.40
ob ol l 1 (1410 208.92531 3280 4OL oo op  42.57%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7624: 2-Pentene, 2,4,4-trimethyl-
97.0
55.0
5000 L B L I LN L
7.80 8.00 8.20 8.40
m/z 41.00 22.06%
0 [T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7625: 2-Pentene, 3,4,4-trimethyl-
97.0
55.0

7.80 8.00 8.20 8.40
5000 m/z 43.00 21.87%

13\.4‘ Iy ‘

s

ot

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7626 Z-3,4,4-Trimethyl-2-pentene R RamE
55.0 97.0 7.80 8.00 8.20 8.40
m/z 69.00 20.92%
- mefkmeU\J\wwuwwk
oy Ay s
m/z--> 0 50 100 150 200 250 300 350 400 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 29 2-Chlorocyclohexanol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.129 6.58 ng/ul 113955 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 90
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 87
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 72
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 72
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 49
Abundance Scan 858 (8.129 min): BG058463.D\data.ms (-853) (-) m/z 57.00 100.00%
57.0
- NJ\W\/
‘ 780800820840
8.0 134.0 YO e
ol b “? 2220 2820 327 “n/; ge.00  26.88%
miz-> 50 100 150 200 250 300
Abundance #17285: 2-Chlorocyclohexano
57.0
5000 e
7.80 8.00 8.20 8.40
m/z 81.00 19.24%
8.0 134.0
01\5.9“\‘ LM ““‘ \H“lh”“\“?}”“ = \“\ L B e B B
miz-> 50 100 150 200 250 300
Abundance #17287: 2-Chlorocyclohexano
57.0
7.80 8.00 8.20 8.40
5000 m/z 43.95 14 .44%
8.0
oLl dmomno
miz--> 50 100 150 200 250 300
Abundance #17289: 2-Chlorocyclohexanol  AAAmEEES ISR
57.0 7.80 8.00 8.20 8.40
m/z 88.00 13.09%
5000 /\
8.0 134.0
ols0 L P00
m/z--> 50 100 150 200 250 300 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 30 Heptasiloxane, 1,1,3,3,5,5,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.781 11.78 ng/ul 203987 1,4-Dichlorobenzene-d4 7.817

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 50

2 1,2-Bis(trimethylsilyl)benzene 222 C12H22Si2 017151-09-6 45

3 2-tert-Butylphenol, tert-butyldi... 264 C16H280Si 860465-21-0 43

4 1,4-Bis(trimethylsilyl)benzene 222 C12H22Si2 013183-70-5 43

5 2,4,6-Cycloheptatrien-1-one, 3,5... 250 C13H220Si2 1000161-21-8 38

Abundance Scan 969 (8.781 min): BG058463.D\data.ms (-960) (-) m/z 73.00 100.00%

T 207.0

5000

%

147.0 2810
LN B B e e

8.40 8.60 8.80 9.00 9.20
L. Hi\ \\\\\4751 549.

\li,\ Mm b i 2T m/z 207.00 82.47%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #338596: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-

o

%

73.0
5000 207.0 T T T T T T T T T T T
8.40 8.60 8.80 9.00 9.20
m/z 193.00 40.11%
133.0 281.0 355.0 4290
O‘\\\\HL\\\‘\‘\\”‘\\\\JY¥V‘\\‘\LJ\‘\\AT“‘L\\\‘\\\\‘AS\\Q‘\O\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101311: 1,2-Bis(trimethylsilyl)benzene
207.0
R R
8.40 8.60 8.80 9.00 9.20
5000 m/z 147.00 30.38%
73.0
0150“\\ h“ 1\3§|o l
R B e  RARAARAREaseEETEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #153273: 2-tert-Butylphenol, tert-butyldimethylsilyl ether RN N
207.0 8.40 8.60 8.80 9.00 9.20

m/z 221.00  27.16%

73.0
5000

-

135.0 26 0
0 b

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00 9.20
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BG@58463.D

Acq On : 26 Jul 2023 2:34

Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
: SVOA CALIBRATION

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 32 unknown-10 Concentration Rank 13

018082-56-9 38

R.T. EstConc Area Relative to ISTD R.T.
9.968 7.68 ng/ul 213197 Naphthalene-d8 10.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8 019095-24-0 45
2 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 C12H38055i6 000995-82-4 41
3 2'-Hydroxypropiophenone, TMS der... 222 C12H1802Si 033342-87-9 38
4 3

51

,3-Diisopropoxy-1,1,1,5,5,5-hex... 324 C12H3204Si3
2-

Benzenediol, 3,5-bis(1,1-dim... 222 C14H2202 001020-31-1 18

Bl

Abundance Scan 1171 (9.968 min): BG058463.D\data.ms (-1165) (-) m/z 73.00 100.00%
3.0
207.0
5000
147.0 281.0
341.0 IR
bbb LT arsa sao o
0t e o bbb b O ST m/z 207.00 72.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345536: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,1
73.0
5000 207.0 —
10.00
281.0 o
1470 m/z 193.00 39.72%
3410 4290
O \\\“\\\\\‘\\\l\"\\\\‘l\\‘\\‘\\\\i\’\\l\\\‘hf\\‘\l\‘\\‘\\\s\o‘3\9\5‘6\3\\(
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #317823: Hexasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11-dodecs
73.0
—r
10.00
5000 ITI/Z 147 .00 29.92%
207.0 281.0
133.0
‘ ‘ 341.0 415.0
SN D N P Y O Gt
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #101289: 2'-Hydroxypropiophenone, TMS derivative e
207.0 10.00
m/z 221.00 29.26%
5000
75.0
135
OJ‘P -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.473 4.51 ng/ul 125362  Naphthalene-d8 10.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-5-methylene- 140 C1oH20 1010160-41-7 53
2 2-t-Butyl-5,5,6-trimethyl-[1,3]d... 200 C11H2003 1000192-44-0 50
3 Diisoamyl ether 158 C10H220 000544-01-4 50
4 D-Proline 115 C5HS9NO2 000344-25-2 50
5 Pyrrolidine, 2-(methoxymethyl)- 115 C6H13NO 135523-48-7 40

Abundance Scan 1257 (10.473 min): BG058463.D\data.ms (-1250) (- m/z 70.00 100.00%

70.0
5000
BVANY

10 50
115.0 157.0
ol M d L PPO157.0 2211 2670 3409 43.00  61.36%
miz--> 50 100 150 200 250 300 350
Abundance #20722: Heptane, 3-ethyl-5-methylene-
43.0
5000

10 50

87.00 31.72%
0 ‘\ ‘\ N I 9.0 140.0
L ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance  #75540: 2-t-Butyl-5,5,6-trimethyl-[1,3]dioxan-4-one
70.0

10.50
5000 m/z 71.00 31.04%
b9, 115.0
0 L1 ‘ 156.0 199.0
I I LT B e e
m/z--> 50 100 150 200 250 300 350
Abundance #34608: Diisoamyl ether e WJ
43.0 10.50
m/z 41.00 30.98%
5000

101.0
‘L
L A e ) A o e e —

m/z--> 50 100 150 200 250 300 350 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 34 unknown-11 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.791 3.69 ng/ul 102482  Naphthalene-d8 10.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-d-Lyxofuranoside, methyl,... 290 C12H1808 110415-63-9 28
2 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 22
3 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 22
4 Cyclohexane, 1R-acetamido-4cis-a... 273 C12H19NO6 1000153-72-4 17
5 5-Hydroxy-4,4,6-trimethyl-7-oxab... 170 C9H1403 201733-12-2 17
Abundance Scan 1311 (10.791 min): BG058463.D\data.ms (-1305) (- | m/z 43.00 100.00%
43.0
- M
— —
]\00.0 207.1 266.9 4010 10.50 11.00
Ol [y 3480 -7 2669 3420 4010 . g5 6p  17.09%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance  #185734: .beta.-d-Lyxofuranoside, methyl, triacetate
43.0
5000 \‘AM\W/\””‘ 7
10.50 11.00
115.0 m/z 85.95 15.36%
0 L) | 179.0217.0
\\‘1\“\‘\“\\“]‘\\‘\‘\“\\H‘\‘H\‘x\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #4345: Methyl Isobutyl Ketone
43.0
10.50 11.00
5000 m/z 69.00 12.39%
L
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4355: Methyl Isobutyl Ketone —— ——
43.0 10.50 11.00
m/z 87.00 10.74%
5000
‘ 100.0
ST
m/z--> 0 50 100 150 200 250 300 350 400 10.50 11.00

SFAM-EPA-BGO71723.MA.M Wed Jul 26 16:55:03 2023 Page: 32



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 35 unknown-12 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.008 3.83 ng/ul 106259 Naphthalene-d8 10.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanecarboxylic acid, 4-pe... 368 C22H28N203 133856-87-8 22
2 3-Penten-1-0l, 2,2,4-trimethyl- 128 C8H160 005842-53-5 18
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 14
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 14
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 14

Abundance Scan 1348 (11.008 min): BG058463.D\data.ms (-1339) (- | m/z 55.00 100.00%

0
97.1
5000
157.1 T \
ol m““‘ ‘H‘ ‘L oy “ 2090 2800 309, 43.00  98.47%
50

m‘
mi/z--> 100 150 200 250 300 350
Abundance #277137: Cyclohexanecarboxylic acid, 4-pentyl-, 2,3-dicy
97.0
55.0

5000 T
153.0 11.00

m/z 70.00 75.69%
0159‘ L\‘ \‘H | I
miz--> 50 100 150 200 250 300 350

Abundance #14481: 3-Penten-1-ol, 2,2,4-trimethyl-
580 97.0
AN S W av
11.00
5000 m/z 97.10 74 .86%

15"% i

“ L il ‘U‘
5

3

0 { L e B M
m/z--> 0 100 150 200 250 300 350
Abundance #7673: Cyclohexane, 1,4-dimethyl-, cis- : — ;
55.0 g7.0 11.00
m/z 59.00 71.40%
) M
m/z--> 50 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 36 unknown-13 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.

11.249 3.69 ng/ul 102417 Naphthalene-d8 10.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Pentene-2-0l, 2-methyl 100 C6H120 000624-97-5 47
2 4,8,12,16-tetraoxaeicosan-1-ol 306 C16H3405 1010397-63-6 47
3 Butanamide 87 C4H9NO 000541-35-5 47
4 4-Methoxy-1-pentene 100 C6H120 098386-09-5 47
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 47

Abundance Scan 1389 (11.249 min): BG058463.D\data.ms (-1384) (- | m/z 59.00 100.00%
59

5000
570 o e
: 139.1 : :
o‘H‘“3‘6‘*‘mw‘m”x‘mJMm‘mn‘w‘mwuwzﬁzﬁ‘c m/z 70.00  35.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4384: 4-Pentene-2-ol, 2-methyl
59.0
5000 VA j\w

11.00 11.50
m/z 43.00  29.65%

31.0
WL
n | 1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #206623: 4,8,12,16-tetraoxaeicosan-1-ol
59.0

— —
11.00 11.50

o

5000 ITI/Z 55.00 17.63%
31.0 117.0
0 H‘ \‘H‘ “‘\ i 87‘0 [ 143.0 1750 219.0
R i R A NEERA R e S a s LSS SRS R ER R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2094: Butanamide T ——
59.0 11.00 11.50
m/z 41.00 16.02%
5000
27.0
I 2
O bt e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Z:\
BGO
. 26
. CG/

Library Search Compound Report

svoasrv\HPCHEM1\BNA_G\Data\BG072523\
58463.D

Jul 2023 2:34

Ju

: 03540-01

. 22

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
: SVOA CALIBRATION

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 37 unknown-14 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
11.349 6.14 ng/ul 170491 Naphthalene-d8 10.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3,4-Dihydro-2H-pyran-2-carboxyli... 128 C6H803 1010132-10-4 43
2 2-Butynoic acid, 4-[(tetrahydro-... 198 C10H1404 069511-49-5 43

3 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 43
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 38
5 Oxalic acid, cyclohexyl tetradec... 368 C22H4004 1000309-31-5 38
Abundance Scan 1406 (11.349 min): BG058463.D\data.ms (-1400) (- | m/z 83.00 100.00%
3.0
i b
011, 1891 2080 281.0 355.0 sg9, %0 11.50
ol Mhlbiyd891 2080 2810 3550 489 .. 5900 67.34%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #13932: 3,4-Dihydro-2H-pyran-2-carboxylic acid
83.0
5000 — e
11.00 11.50
m/z 55.00 21.91%
O \\\I“!“L{‘lk‘\\\“}!\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #73228: 2-Butynoic acid, 4-[(tetrahydro-2H-pyran-2-yl)oxy
83.0
P P
11.00 11.50
5000 ITI/Z 128.00 15.19%
ZTO‘
S
m/z--> 50 100 150 200 250 300 350 400 450 A
Abundance #1448: 1H-Imidazol-2-amine ﬁm‘*‘A‘ e ot
83.0 11.00 11.50
m/z 43.00 13.92%
0 “MJ“““‘““‘““‘“‘““““““‘w““““‘ — -
m/z--> 50 100 150 200 250 300 350 400 450 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 38 unknown-15 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.425 4.27 ng/ul 118703  Naphthalene-d8 10.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(5H)-Furanone, 3-hydroxy-4,5-di... 128 C6H803 028664-35-9 38
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 35
3 (1,2-Dichlorotrifluoroethyl)cycl... 234 C8H11C1l2F3 219904-98-0 35
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 35
5 Oxalic acid, cyclohexyl decyl ester 312 C18H3204 1000309-31-2 27

Abundance Scan 1419 (11.425 min): BG058463.D\data.ms (-1414) (- | m/z 82.95 100.00%

83.0
5000

3 28.1 208.0252.8 342.0 401
. Xl
0, Wl bl 20802528 9420 40L1 h/; s9.00  69.48%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance  #13936: 2(5H)-Furanone, 3-hydroxy-4,5-dimethyl-
0

[ay
=
a1
o

83.
128.0
5000 1
11.50
m/z 55.00 66.17%
390 ‘ ‘
O\\\‘LHVH‘\\‘\\i\‘\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)-
83.0
—
41.0 11.50
5000 m/z 43.00 62.55%

o

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

Abundance #116562: (1,2-Dichlorotrifluoroethyl)cyclohexane —
83.0 11.50
m/z 113.00 57.12%

5000
41.
oy, 1830 2340 . o

\\‘\\‘\\\\‘\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\ L

T
m/z--> 0 50 100 150 200 250 300 350 400 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 40 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.352  28.14 ng/ul 1046256 Acenaphthene-die 14.463

Hit# of 5 Tentative ID MW MolForm CASH# Qual

Pyridine, 2-butyl-, 1l-oxide
4 Metacetamol
5 m-Isopropoxyaniline

12,4,7,9-Tetramethyl-5-decyn-4,7-...
2 2,4,7,9-Tetramethyl-5-decyn-4,7-.
3

226 C14H2602
. 226 (C14H2602
151 CS9H13NO
151 C8H9NO2
151 CSH13NO

000126-86-3 86
000126-86-3 83
031396-32-4 53
000621-42-1 49
041406-00-2 47

Abundance Scan 1747 (13.352 min): BG058463.D\data.ms (-1740) (- | m/z 43.00 100.00%
43.0
109.0
5000 151.1
‘ 1300 1350
ol | HJW b b 1910 2669 340 /7 199.00  72.22%
miz--> 50 100 150 200 250 300
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
1300 1350
m/z 151.0 37.95%
O T \“\ ‘\‘“ “MHM \‘ \H\ “ T ‘\ ]\-9\2 0\ LI ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
43.0 1300 1350
5000 m/z 41.00 19.77%
O bty b a0
miz--> 50 100 150 200 250 300
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0 1300 1350
m/z 84.95 13.46%
5000 151.0
32.0 J\\‘\ |
e
m/z--> 50 100 150 200 250 300 1300 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 41 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.094 6.93 ng/ul 319883  Phenanthrene-d10 17.206
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
Abundance Scan 2554 (18.094 min): BG058463.D\data.ms (-2543) (- | m/z 72.95 100.00%
43.0 73.0
5000
129.0 192.1
T T
‘ 18.00
R m/z 60.00  88.97%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 — (k
129.0 18.00
213.0 m/z 43.00 88.14%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M\‘\‘HH\\\““HH‘N “\H\‘H‘HH‘H‘H‘\‘H‘H‘HH‘\‘H\‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
T \
43.0 18.00
5000 129.0 m/z 57.00 85.99%
171.0
‘ 214.0
e A o L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143507: n-Hexadecanoic acid T ‘
43.0 73.0 18.00
m/z 55.00 74.21%
5000
129.0 256.0
LA 3910 | 157038502120
YR ) 1 Y o AN )
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72523\
Data File : BGO58463.D

Acq On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 47 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
22.201 2.33 ng/ul 144370  Chrysene-di12 21.449
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 3253 (22.201 min): BG058463.D\data.ms (-3250) (- | m/z 57.00 100.00%

57.0
5000

242.1
091 —— ——
22.00 22.50
oL— “‘ ‘ b ‘h hh\ “H \‘ " \\ I ‘:!-6\\9 :!-\ \’ L L ‘\\ }2‘8‘1‘03‘18‘ 9?’5‘4‘ ' m/z 43.00 56. 8900
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0

5000 — e
22.00 22.50

m/z 71.00 56.66%

99.
0 I ‘H\ H\ H‘ Il :\1'419 183.0 268.0
\\‘\ \\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0

T T
22.00 22.50

5000 m/z 85.00 51.33%
0 \L L 290 1410 183.0 226.0
e i T
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane T —
57.0 22.00 22.50

m/z 242.10  26.47%

5000
99.0
0 1410 182.0 240.0
‘ T

=

m/z--> 100 150 200 250 300 350 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72523\
Data File : BG@58463.D

Acqg On : 26 Jul 2023 2:34
Operator : CG/JU

Sample : 03540-01

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@71723.MA.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 3.769 7.4 ng/ul 127524 1 7.817 346236 20.0
Guanidine 3.810 4.0 ng/ul 70039 1 7.817 346236 20.0
Prenol 3.975 38.9 ng/ul 673936 1 7.817 346236 20.0
unknown-02 4.057 5.4 ng/ul 94232 1 7.817 346236 20.0
2-Butenal, 3-me... 4.139 18.0 ng/ul 311249 1 7.817 346236 20.0
2-Butene, 1-bro... 4.216 4.0 ng/ul 69270 1 7.817 346236 20.0
3-Hexen-1-01, (Z)- 4.363 11.4 ng/ul 197858 1 7.817 346236 20.0
unknown-03 4.498 4.8 ng/ul 83474 1 7.817 346236 20.0
unknown-04 4.545 67.8 ng/ul 1173156 1 7.817 346236 20.0
unknown-05 4.592 29.7 ng/ul 513569 1 7.817 346236 20.0
Guanidine, mono... 4.997 7.1 ng/ul 122600 1 7.817 346236 20.0
N,N-Dimethylace... 5.268 6.3 ng/ul 109093 1 7.817 346236 20.0
2-Butene, 2-chl... 5.702 11.7 ng/ul 202927 1 7.817 346236 20.0
unknown-06 5.814 23.4 ng/ul 405798 1 7.817 346236 20.0
1,4-Pentadiene 6.114 6.9 ng/ul 118852 1 7.817 346236 20.0
unknown-07 6.325 12.5 ng/ul 216752 1 7.817 346236 20.0
2-Cyclohexen-1-one  6.437 5.9 ng/ul 102839 1 7.817 346236 20.0
Ethanol, 2-ethoxy- 6.642 5.7 ng/ul 98899 1 7.817 346236 20.0
unknown-08 7.048 5.6 ng/ul 96707 1 7.817 346236 20.0
unknown-09 7.500 14.3 ng/ul 247594 1 7.817 346236 20.0
(DEL) Alkane: C... 7.753 2.5 ng/ul 43120 1 7.817 346236 20.0
(DEL) Alkane: S... 7.982 6.3 ng/ul 109877 1 7.817 346236 20.0
(DEL) Alkane: S... 8.058 8.5 ng/ul 147060 1 7.817 346236 20.0
2-Chlorocyclohe... 8.129 6.6 ng/ul 113955 1 7.817 346236 20.0
Heptasiloxane, 8.781 11.8 ng/ul 203987 1 7.817 346236 20.0
unknown-10 9.968 7.7 ng/ul 213197 2 10.614 555378 20.0
(DEL) Alkane: S... 10.473 4.5 ng/ul 125362 2 10.614 555378 20.0
unknown-11 10.791 3.7 ng/ul 102482 2 10.614 555378 20.0
unknown-12 11.008 3.8 ng/ul 106259 2 10.614 555378 20.0
unknown-13 11.249 3.7 ng/ul 102417 2 10.614 555378 20.0
unknown-14 11.349 6.1 ng/ul 170491 2 10.614 555378 20.0
unknown-15 11.425 4.3 ng/ul 118703 2 10.614 555378 20.0
2,4,7,9-Tetrame... 13.352 28.1 ng/ul 1046250 3 14.463 743682 20.0
n-Hexadecanoic ... 18.094 6.9 ng/ul 319883 4 17.206 923753 20.0
(DEL) Alkane: S... 22.201 2.3 ng/ul 144370 5 21.449 1236970 20.0
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