LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc :

ALS Vvial : 60 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_M\Methods\SFAM-EPA-BM@13122.M
Title : SVOA CALIBRATION

Signal : TIC: BM@33989.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.308 6 12 27 rVB 440256 539907 6.25% 1.068%
2 3.578 54 58 59 rBvV 28225 38888 0.45% 0.077%
3 3.643 65 69 80 rVvB 268104 363065 4.20% 0.718%
4 3.872 104 108 114 rBV 78925 104108 1.20% 0.206%
5 4.284 114 178 180 rBV 861797 8643921 100.00% 17.104%
6 4.466 205 209 224 rW 696411 973861 11.27% 1.927%
7 4.813 261 268 274 rBV 73879 120488 1.39% 0.238%
8 4.884 275 280 283 rVW2 27856 43253 0.50% 0.086%
9 4,925 283 287 294 rvw4 32522 64308 0.74% 0.127%
106 5.008 295 301 307 rVV 1137011 1554163 17.98% 3.075%
11 5.061 307 310 321 rVB2 47673 69592 0.81% 0.138%
12 5.402 358 368 376 rVvV3 100385 208784 2.42% 0.413%
13 5.543 386 392 401 rVB 153005 298709 3.46%  0.591%
14 5.749 421 427 433 rBV 374369 507467 5.87% 1.004%
15 5.913 449 455 462 rBV 227165 337951 3.91% 0.669%
16 5.990 462 468 479 rVW 861058 1200753 13.89% 2.376%
17 6.313 519 523 532 rvB2 17810 33330 0.39% 0.066%
18 6.402 532 538 541 rBV2 53449 90937 1.05% 0.180%
19 6.431 541 543 549 rVB2 36444 53216 0.62% 0.105%
20 6.572 559 567 580 rVB 3173111 4712240 54.52% 9.324%
21 6.807 599 607 612 rBV 140119 234819 2.72%  0.465%
22 6.972 617 635 638 rvV3 213002 687488 7.95% 1.360%
23 7.002 638 640 646 rVV2 133975 164669 1.91% 0.326%
24 7.078 646 653 660 rVV 144048 267393 3.09% 0.529%
25 7.143 660 664 668 rVB 22072 31889 0.37% 0.063%
26 7.243 673 681 688 rBV 86999 155109 1.79% 0.307%
27 7.325 689 695 703 rVB2 112653 193057 2.23% 0.382%
28 7.449 708 716 724 rVV4 149457 323566 3.74% 0.640%
29 7.519 724 728 731 rVWV 60636 93952 1.09% 0.186%
30 7.554 731 734 742 rVB2 69921 159676 1.85% 0.316%
31 7.707 752 760 766 rBV 63006 106261 1.23% 0.210%
32 7.919 788 796 803 rBV 600687 965830 11.17% 1.911%
33 7.990 803 808 814 rBV 95670 144017 1.67% 0.285%
34 8.043 814 817 823 rVB 24104 35459 0.41% 0.070%
35 8.166 826 838 845 rBV 1492246 2392258 27.68% 4.734%
36 8.460 878 888 896 rBV8 19345 59054 0.68% 0.117%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc :

ALS Vvial : 60 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_M\Methods\SFAM-EPA-BM@13122.M
Title : SVOA CALIBRATION
37 8.631 908 917 925 rVvv3 163291 389470 4.51% 0.771%
38 8.748 932 937 944 rVB 35759 61445 0.71% 0.122%
39 8.884 955 960 965 rBV3 29836 54628 0.63% 0.108%
40 9.031 977 985 989 rBv4 43464 85990 0.99% 0.170%
41 9.084 989 994 1000 rVV 108020 179823 2.08% 0.356%
42 9.166 1003 1008 1013 rVB 117621 164261 1.90% 0.325%
43 9.248 1013 1022 1027 rBV 180078 357833 4.14% 0.708%
44  9.807 1103 1117 1123 rBV2 117587 269136 3.11% 0.533%
45  9.919 1131 1136 1140 rBV2 39698 66066 0.76% 0.131%
46 10.113 1140 1169 1174 rBV 625349 3136806 36.29% 6.207%
47 10.272 1191 1196 1200 rVB 23763 37470 0.43% 0.074%
48 10.366 1202 1212 1220 rBV3 384763 795137 9.20% 1.573%
49 10.513 1231 1237 1251 rBV 978255 1527095 17.67% 3.022%
50 10.637 1253 1258 1264 rVV3 29177 56055 0.65% 0.111%
51 10.731 1264 1274 1281 rVV 843436 1514026 17.52% 2.996%
52 11.090 1328 1335 1352 rBV 428981 740359 8.57% 1.465%
53 11.225 1352 1358 1362 rBV3 18211 31752 0.37% 0.063%
54 11.278 1362 1367 1374 rVB2 21696 44890 0.52% 0.089%
55 11.507 1399 1406 1414 rBV 37498 81570 0.94% 0.161%
56 11.637 1424 1428 1439 rVB2 25678 50947 0.59% 0.101%
57 12.207 1520 1525 1529 rwV 18981 30041 0.35% 0.059%
58 12.260 1529 1534 1539 rVB 26189 44244  0.51% ©0.088%
59 12.372 1548 1553 1555 rBV 20708 31382 0.36% 0.062%
60 12.401 1555 1558 1564 rVB3 20410 32448 0.38% 0.064%

61 12.495 1565 1574 1590 rBv2 34333 105672 1.22% ©.209%

62 12.842 1626 1633 1641 rVB1o 13818 35051 0.41% 0.069%
63 12.972 1647 1655 1660 rBV8 13477 31530 ©0.36% 0.062%
64 13.201 1688 1694 1704 rVB 52412 87457 1.01% 0.173%
65 13.383 1719 1725 1732 rBV2 158512 236040 2.73% 0.467%
66 13.601 1758 1762 1768 rVB 41306 62551 ©0.72% 0.124%
67 13.966 1817 1824 1831 rBV 234108 328537 3.80% ©.650%
68 14.031 1831 1835 1837 rBV3 21419 33158 ©.38% 0.066%
69 14.066 1837 1841 1844 rVV 130984 171879 1.99%  0.340%
70 14.107 1844 1848 1853 rVB 141541 192297 2.22%  ©.380%
71 14.254 1861 1873 1879 rBV 251688 404068 4.67%  0.800%
72 14.560 1918 1925 1931 rBV 1197730 1770744 20.49%  3.504%
73 14.601 1931 1932 1937 rVV3 30950 41883 0.48% 0.083%
74 14.660 1937 1942 1947 rW 28914 50571 ©.59% 0.100%
75 14.754 1954 1958 1968 rVV2 37740 82190 ©.95% 0.163%
76 15.066 2008 2011 2017 rVB 65126 84980 ©.98% 0.168%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc :

ALS Vvial : 60 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_M\Methods\SFAM-EPA-BM@13122.M

Title : SVOA CALIBRATION

77 15.548 2086 2093 2100 rBV 311728 457431  5.29% ©.905%
78 15.660 2107 2112 2117 rBV 60397 91558 1.06% ©0.181%
79 16.095 2178 2186 2189 rBV 54704 85038 0.98% 0.168%
80 16.130 2189 2192 2198 rVB 55636 73769 0.85% 0.146%
81 16.236 2204 2210 2213 rBV 24088 35878 0.42% 0.071%
82 16.277 2213 2217 2224 rVVé6 25842 43480 0.50% 0.086%
83 16.619 2271 2275 2280 rW 25273 45827 0.53% 0.091%
84 17.295 2382 2390 2395 rVV 1284682 1742958 20.16% 3.449%
85 17.330 2395 2396 2401 rVWV 26583 33436 ©0.39% 0.066%
86 17.389 2401 2406 2417 rVB 287908 424430 4.91% 0.840%
87 18.189 2536 2542 2551 rBV3 110927 216251 2.50% 0.428%
88 19.001 2676 2680 2685 rBV 31934 51182 ©.59% 0.101%
89 19.342 2731 2738 2746 rBV2 101354 187078 2.16% 0.370%
90 19.465 2756 2759 2762 rBV2 28670 35985 0.42% 0.071%
91 19.613 2780 2784 2788 rVB 166147 186081 2.15% 0.368%
92 19.677 2790 2795 2799 rBV 321098 439949 5.09% 0.871%
93 19.718 2799 2802 2808 rVB2 78071 110297 1.28% 0.218%
94 20.542 2935 2942 2945 rBV2 250007 399546 4.62% 0.791%
95 20.648 2957 2960 2966 rBv4 57897 76488 ©0.88% 0.151%
96 21.165 3046 3048 3056 rVB4 70665 109108 1.26% 0.216%
97 21.454 3092 3097 3103 rBV 1194754 1658214 19.18%  3.281%
98 23.365 3416 3422 3432 rVB 1637201 2657804 30.75% 5.259%
99 23.689 3473 3477 3483 rVB2 178500 322191 3.73% 0.638%
100 23.842 3497 3503 3512 rVB2 750868 1579529 18.27% 3.125%

Sum of corrected areas: 50538428
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM033989.D\data.ms
,.
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Abundance TIC: BM033989.D\data.ms
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Abundance TIC: BM033989.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Ethanol, 2-ethoxy- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.308 11.18 ng/ul 539907 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-ethoxy- 90 C4H1002 000110-80-5 91
2 Ethanol, 2-ethoxy- 90 C4H1e02 000110-80-5 83
3 Ethanol, 2-ethoxy- 90 C4H1e02 000110-80-5 72
4 Ethanol, 2-ethoxy- 90 C4H1002 000110-80-5 50
5 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 50
Abundance  Scan 12 (3.308 min): BM033989.D\data.ms (-6) (-) m/z 59.10 100.00%
59.1
- L/\
RRRRE R e aa
3.303.403.503.603.70
ot b 992 1149 1770 2090 n7 45,10 44.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2583: Ethanol, 2-ethoxy-
31.0 59.0
5000 ‘uu“m‘m/\ﬁﬁuu‘
3.303.403.503.603.70
m/z 43.10  27.26%
\\\‘\‘\“1‘}\‘ 90-0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2586: Ethanol, 2-ethoxy-
31.0
RaasamamanEsASEEE S
59.0 3.303.403.503.603.70
5000 m/z 72.10  22.29%
%0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2587 Ethanol, 2-ethoxy- RERRaEE e e
59.0 3.303.403.503.603.70
m/z 41.10 10.42%
31.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 3.303.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Methyl Isobutyl Ketone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.643 7.52 ng/ul 363065 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 90
2 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 87
3 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 86
4 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 86
5 2-Hexanone 100 C6H120 000591-78-6 78
Abundance  Scan 69 (3.643 min): BM033989.D\data.ms (-65) (-) m/z 43.10 100.00%
3.1
5000 \J\
85.0 L e
‘ ‘ ‘ ' 3.40 3.60 3.80 4.00
ol d L1192 17712001 28L. ., 5g.1p  36.92%
miz-> 50 100 150 200 250
Abundance #4357: Methyl Isobutyl Ketone
43.0
5000 ’/\\\‘HH‘HH‘HH‘\H
3.40 3.60 3.80 4.00
85.0 m/z 57.05 26.59%
\“\ H\ ‘\L T \‘\ 1 T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #4355: Methyl Isobutyl Ketone
43.0
R EE e R
3.40 3.60 3.80 4.00
5000 m/z 41.10 24.80%
‘ 85.0
o
miz--> 50 100 150 200 250
Abundance #4345: Methyl Isobutyl Ketone S T
43.0 3.40 3.60 3.80 4.00
m/z 85.05 18.45%
5000
‘ ‘ ‘ 100.0
m/z--> 50 100 150 200 250 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Butanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4,284 179.00 ng/ul 8643920 1,4-Dichlorobenzene-d4 7.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 78
2 Butanoic acid 88 (C4H802 000107-92-6 64
3 Butanoic acid 88 (C4H802 000107-92-6 64
4 Butanoic acid 88 (C4H802 000107-92-6 64
5 Pentanoic acid 102 C5H1002 000109-52-4 40
Abundance Scan 178 (4.284 min): BM033989.D\data.ms (-114) (-) m/z 60.10 100.00%
60.1
5000
e
37M - 4.00 4.20 4.40 4.60
el LB sl 1909 2201 ;0 73,95  34.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2273: Butanoic acid
60.0
5000 L L L B LI L N IR
27.0 4.00 4.20 4.40 4.60
m/z 42.05 24.81%
’ \\\\‘8\8\.\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2269: Butanoic acid
60.0
T
4.00 4.20 4.40 4.60
5000 m/z 41.05 23.53%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2274: Butanoic acid R ARARRR SRR
60.0 4.00 4.20 4.40 4.60
m/z 45.10 19.40%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Ethanol, 2-propoxy- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.466  20.17 ng/ul 973861 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 83
2 2-Propanone, 1-(1,3-dioxolan-2-yl)- 130 C6H1003 000767-04-4 59
3 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 56
4 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 37
5 Ethanol, 2-methoxy-, acetate 118 C5H1003 000110-49-6 33
Abundance Scan 209 (4.466 min): BM033989.D\data.ms (-205) (-) m/z 43.10 100.00%
43.1
5000
73.1
 RARRRES NSRS
4.20 4.40 4.60 4.80
e b L 204D 1470 192.9 2211 nyy 45,10 47.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5368: Ethanol, 2-propoxy-
43.0
5000 LU LA L B B
4.20 4.40 4.60 4.80
73.0 m/z 41.10 31.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15237: 2-Propanone, 1-(1,3-dioxolan-2-yl)-
43.0
 REmERRT
73.0 4.20 4.40 4.60 4.80
5000 m/z 73.10 28.54%
103.0
SN N PR WPt
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5367: Ethanol, 2-propoxy- R ARREEERER SR
43.0 4.20 4.40 4.60 4.80
m/z 86.05 9.40%
5000 73.0
18.0 HM L \‘ L 1050
R AR e R e e EEEEt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Butanoic acid, 3-methyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
4.813 2.50 ng/ul 120488 1,4-Dichlorobenzene-d4 7.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
2 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 78
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 74
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64

Abundance Scan 268 (4.813 min): BM033989.D\data.ms (-261) (-)

m/z 60.05 100.00%

60.0
5000
87.1 T T T T e
4.40 4.60 4.80 5.00 5.20
38 207.9
\\\‘\\\\“i\\‘\‘WH\\“\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\.\ m/z 43.16 42.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4826: Butanoic acid, 3-methyl-
60.0
5000 (L LA N B
4.40 4.60 4.80 5.00 5.20
27.0 %
‘ ‘ 870 m/z 41.05 39.05%
\\‘\‘\\‘\\"\‘\\i“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11075: Butanoic acid, 4-chloro-
60.0
Fi e N e
4.40 4.60 4.80 5.00 5.20
5000 m/z 45.05 25.48%
. 87.0
27°UL122-0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4814 Butanoic acid, 3-methyl- e
60.0 4.40 4.60 4.80 5.00 5.20
m/z 39.05 23.44%
5000
87.0
27.0 ‘ ‘
\H‘\‘\‘H‘,“\H‘l“‘\\‘\\‘HH‘HH‘\m‘\m‘\m‘\m‘\m T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00 5.20

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:03:47 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.008 32.18 ng/ul 1554160 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 23
Abundance Scan 301 (5.008 min): BM033989.D\data.ms (-295) (-) m/z 43.10 100.00%
43.1
5000
101.1 R e RR R
‘ 4.60 4.80 5.00 5.20 5.40
Ol Pl 1828 1909 n/z 59.@5  62.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

4.60 4.80 5.00 5.20 5.40
m/z 101.10 22.67%

101.0
wl i \ ,
\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
O RRR R AR
4.60 4.80 5.00 5.20 5.40
5000 ITI/Z 58.10 15.32%
15.0 ‘ 101.0
S VI Y O EO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl- Proropredre
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.81%
5000
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:03:48 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 1-Hexanol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.402 4.32 ng/ul 208784 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol 102 C6H140 000111-27-3 50
2 1-Hexanol 102 CeH140 000111-27-3 50
3 1-Hexanol 102 C6H140 000111-27-3 50
4 1-Hexanol 102 C6H140 000111-27-3 50
5 Hexyl chloroformate 164 C7H13C102 006092-54-2 47
Abundance Scan 368 (5.402 min): BM033989.D\data.ms (-358) (-) m/z 56.10 100.00%
56.1
91.0
5000
‘ ‘ 209 1 5.00 5.20 5.40 5.60 5.80
\\\‘\\\\“ ”\H}h‘l“\“\‘\“\”"}\‘1\“\‘“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\.\ m/Z 91.05 80.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4964: 1-Hexano
56.0
31.0 j\ J
5000 | BN BB B
5.00 5.20 5.40 5.60 5.80
m/z 55.10 57.84%
‘ | 84.0
‘ n 1 1l n
\\\‘\\\\ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4965: 1-Hexano
56.0
REEENREEES R SR
5.00 5.20 5.40 5.60 5.80
5000 m/z 41.10 50.63%
31.0
‘ 84.0
Hw‘\HH‘U‘H“‘H‘H,\m‘\H\‘HHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4966: 1-Hexanol RERRREEENE S
56.0 5.00 5.20 5.40 5.60 5.80
m/z 43.05 49.61%
5000
31.0
1)) =
L I i \‘ It
e R ARERAREE
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60 5.80

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:03:49 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Benzene, 1,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.543 6.19 ng/ul 298709 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 o-Xylene 106 C8H10 000095-47-6 97
5 p-Xylene 106 C8H10 000106-42-3 97
Abundance Scan 392 (5.543 min): BM033989.D\data.ms (-386) (-) m/z 91.10 100.00%
91.1
5000
R ma e ARARRE
51.0 ‘ ‘ 5.20 5.40 5.60 5.80
ek Al 1830 2089 o 106,10 45.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 L L B L B R I
5.20 5.40 5.60 5.80
m/z 105.10 20.56%
39.0 65.0 ‘
\\\‘\‘\\\“‘\\‘h‘\“‘\‘\\\‘H‘\\‘1\““\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5719: o-Xylene
91.0
e N REsEaTEESS S
5.20 5.40 5.60 5.80
5000 m/z 77.05 13.54%
51.0 ‘
B I N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5725: p-Xylene AR ARAR
91.0 5.20 5.40 5.60 5.80
m/z 51.05 10.74%
5000
51.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:03:51 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 2-Heptanone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.749 10.51 ng/ul 507467 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 90
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 90
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 86
5 2-Heptanone 114 C7H140 000110-43-0 83
Abundance Scan 427 (5.749 min): BM033989.D\data.ms (-421) (-) m/z 43.05 100.00%
3.0
5000
A e
il 5.40 5.60 5.80 6.00
H\‘ l L | \11\4'2 207.0 m/z 58.10 61.11%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . . 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8423: 2-Heptanone
43.0
5000 \‘\\\\‘\\\\‘\\\\/‘\\\\\’\
5.40 5.60 5.80 6.00
m/z 71.10 16.25%
71.0
\\\‘\‘\‘\\“‘H\\‘\‘\\‘}\‘\‘\\\“\J-\l\‘4\..‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8424: 2-Heptanone
43.0
T
5.40 5.60 5.80 6.00
5000 m/z 41.10 12.43%
71.0
) O e oSNNS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8503: 2-Hexanone, 5-methyl- A
43.0 5.40 5.60 5.80 6.00
m/z 59.10 10.37%
5000
71.0
LT O™ S B FUNUURON LG N
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 o-Xylene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.913 7.00 ng/ul 337951 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 78
2 o-Xylene 106 C8H10 000095-47-6 74
3 Benzene, 1,3-dimethyl- 106 C8H1e 000108-38-3 47
4 o-Xylene 106 C8H1e 000095-47-6 47
5 p-Xylene 106 C8H10 000106-42-3 47
Abundance Scan 455 (5.913 min): BM033989.D\data.ms (-449) (-) m/z 45.05 100.00%
45.0
91.0
5000
R EAREEEEEEEEES SR
m ‘69 Al 5.60 5.80 6.00 6.20
\\\‘\\\\‘i ‘\“\”U“\‘\“‘\q”“u}\“”i‘\J\-\S.‘]\-H\1‘4?.\(\)‘\\\\‘\\\\‘2\0\9\.9 m/Z 91.05 59.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 KH‘HH‘HH‘HH’HH‘
5.60 5.80 6.00 6.20
m/z 106.10  25.08%
390 650 ‘
\\\‘\‘\\\“‘\\‘h‘\“‘\‘\\\‘H‘\\‘l\““\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5730: o-Xylene
91.0 \
 AAREEmaREEEE SR
5.60 5.80 6.00 6.20
5000 m/z 55.05 22.08%
39.0 65.0
N N it Y A
m/z--> 20 40 60 80 100 120 140 160 180 200 kA
Abundance #5750: Benzene, 1,3-dimethyl- T T T ]
91.0 5.60 5.80 6.00 6.20
m/z 43.05 17.66%
5000
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:03:53 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Ethanol, 2-butoxy- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.990 24.86 ng/ul 1200750 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 91
2 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 52
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 43
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 40
Abundance Scan 468 (5.990 min): BM033989.D\data.ms (-462) (-) m/z 57.05 100.00%
57.0
5000

87.1 [T T T

‘ 5.60 5.80 6.00 6.20 6.40
ob—— b | 1181 207.0  28L0  n/; 45,05  40.41%

miz-> 50 100 150 200 250

Abundance #10025: Ethanol, 2-butoxy-

57.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\

5.60 5.80 6.00 6.20 6.40
87.0 m/z 41.05 37.25%

27,0
T ‘\ - ‘ ‘M\ \‘ ‘ T ‘ T i 1\18\.(\) T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #10027: Ethanol, 2-butoxy-

57.0

5.60 5.80 6.00 6.20 6.40

5000 m/z 87.10 18.89%
27.0 87.0
miz--> 50 100 150 200 250
Abundance #10023: Ethanol, 2-butoxy- R A REaae R
57.0 5.60 5.80 6.00 6.20 6.40

m/z 56.10 8.67%

5000
27.0 87.0
Al uee

m/z--> 50 100 150 200 250 5.60 5.80 6.00 6.20 6.40

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:03:54 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 2-Propanol, 1-butoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.572 97.58 ng/ul 4712240 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90

2 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90

3 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 45

4 4-Octanone, 5-hydroxy-3,6-dimethyl- 172 C10H2002 062759-47-1 42

5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 42
Abundance Scan 567 (6.572 min): BM033989.D\data.ms (-559) (-) m/z 57.10 100.00%

57.1
5000 87.1

6.20 6.40 6.60 6.80

ob— MM bpwod 271 1929 28LU ;45,10 98.70%
miz--> 50 100 150 200 250
Abundance #16537: 2-Propanol, 1-butoxy-
43.0
5000 L LA B L LA B
87.0 6.20 6.40 6.60 6.80
‘ m/z 41.65 51.61%
1\5‘-\()“\‘ ‘\“‘ ‘ H‘\‘ \H T ‘H\ ‘1\1-7\.0\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
e e
6.20 6.40 6.60 6.80
m/z 87.10 43.35%
5000 87.0
150 | H‘” Lo
miz--> 50 100 150 200 250
Abundance #10074: 1-Propanol, 2-(1-methylethoxy)- R RRARAREERE
45.0 6.20 6.40 6.60 6.80
m/z 56.10 33.87%
5000 87.0
o/ | | uso
e I o o R RBRRRRRERIEEIS s
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Butane, 1-(1-methylpropoxy)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.807 4.86 ng/ul 234819 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 74
2 Butane, 1,1'-[ethylidenebis(oxy)... 174 C18H2202 000871-22-7 72
3 DL-Lactamide, butyl ether 145 C7H15NO2 1000452-56-5 72
4 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 56
5 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 56

Abundance Scan 607 (6.807 min): BM033989.D\data.ms (-599) (-) m/z 57.05 100.00%

57.0
5000 101.2
e e
‘ m‘ 6.40 6.60 6.80 7.00 7.20
et 1832091 45018 86.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
5000 BEEEEEREEE RN RN
6.40 6.60 6.80 7.00 7.20
29.0 101.0 m/z 41.85 59.93%
\\\‘\‘\“\\““\‘\\“‘J‘\\\‘\"\\\\“\\\\‘l?,\q.\()‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #48871: Butane, 1,1'-[ethylidenebis(oxy)]bis-
57.0 101.0
e e
6.40 6.60 6.80 7.00 7.20
5000 m/z 101.20  45.26%
29.0 159.0
e A3L0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24736: DL-Lactamide, butyl ether e e
57.0 6.40 6.60 6.80 7.00 7.20
101.0 m/z 59.18  19.19%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:03:57 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 .beta.-Ethoxypropionic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.972 14.24 ng/ul 687488 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Ethoxypropionic acid 118 C5H1e03 004324-38-3 64
2 .beta.-Ethoxypropionic acid 118 C5H1003 004324-38-3 59
3 d-Glycero-d-tallo-heptose 210 C7H1407 1000130-14-7 37
4 1-Deoxy-d-altritol 166 C6H1405 068832-18-8 32
5 Acetaldehyde ethyl isoamyl acetal 160 C9H2002 1000430-98-8 27

Abundance Scan 635 (6.972 min): BM033989.D\data.ms (-617) (-) m/z 73.05 100.00%

73.0
43,0
5000
R
‘ 03.0 6.60 6.80 7.00 7.20
[ ““\‘ ey ‘\ ‘”‘.\ L ]\-9\1|1\ L —— \28\2\( m/Z 45.10 66.32%
miz-> 50 100 150 200 250
Abundance #9886: .beta.-Ethoxypropionic acid
31.0 73.0
5000 L L R BN LR I
6.60 6.80 7.00 7.20
m/z 43.05 59.60%
\“‘\ Hr‘ p \“\ \0‘”‘3.\0\ L B B B B B B B B B B B
miz--> 50 100 150 200 250
Abundance #9888: .beta.-Ethoxypropionic acid
73.0
430
6.60 6.80 7.00 7.20
5000 m/z 60.05 59.28%
118.0
H‘mlm‘”w“‘”,‘H‘,H‘_‘
m/z--> 50 100 150 200 250
Abundance #87830: d-Glycero-d-tallo-heptose
43.0 73.0 6.60 6.80 7.00 7.20
' m/z 71.10 54.76%
5000 M
103.0133. A
mlz--> 50 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Hexanoic acid Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
7.002 3.41 ng/ul 164669 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 50
2 Butanoic acid 88 (C4H802 000107-92-6 49
3 2-Amino-3-phenyl-1-propanol 151 C9H13NO 016088-07-6 43
4 (S)-(-)-2-Amino-3-phenyl-1-propanol 151 C9H13NO 003182-95-4 43
5 (S)-(-)-2-Amino-3-phenyl-1-propanol 151 C9H13NO 003182-95-4 43
Abundance Scan 640 (7.002 min): BM033989.D\data.ms (-638) (-) m/z 60.10 100.00%
60.1
105.1
5000
H‘ | | ‘ 1906 jg1(  ©6:606807.007.207.40
A Mﬂwﬁwh‘www T m/z 105.10 76.83%
miz--> 50 100 150 200 250
Abundance #9146: Hexanoic acid
60.0
5000 | BN B B B
6.60 6.80 7.00 7.20 7.40
m/z 73.10 31.60%
27.0‘
T T H} UM ‘ HH ‘H \‘ ‘\99‘.0\ T T T ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #2273: Butanoic acid
60.0
REREEREEEE S R
6.60 6.80 7.00 7.20 7.40
5000 m/z 120.05 22.89%
27.0
miz--> 50 100 150 200 250 f\ /\
Abundance #28944: 2-Amino-3-phenyl-1-propanol R RAREEERA RS
60.0 6.60 6.80 7.00 7.20 7.40
m/z 39.10 20.78%
5000 120.0
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21

Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM013122.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 17 unknown-01 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
7.325 4.00 ng/ul 193057 1,4-Dichlorobenzene-d4 7.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isosorbide Dinitrate 236 C6H8N208 000087-33-2 40
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 32
3 1-Hepten-4-ol 114 C7H140 003521-91-3 32
4 Diacetamide 101 C4H7NO2 000625-77-4 28
5 sec-Butyl nitrite 103 C4H9NO2 000924-43-6 27

Abundance Scan 695 (7.325 min): BM033989.D\data.ms (-689) (-)
4’:

m/z-->

5000

Abundance

m/z-->

5000

Abundance

m/z-->

5000

Abundance

m/z-->

5000

61.1
| T
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
20 40 60 80 100 120 140
#118979: Isosorbide Dinitrate
43.0
61.0
85.0
2710 103.0
T \‘H‘\ \“‘H“\ \‘M““ T H‘H‘\ “ ih\“\ \““‘\ T \1:\3]\-\0‘ T
20 40 60 80 100 120 140
#2317: Propanoic acid, 2-methyl-
43.0
210 73.0
Ll L 890
20 40 60 80 100 120 140
#8441: 1-Hepten-4-ol
43.0 73.0
27.
e ;‘; o 1 %0
20 40 60 80 100 120 140

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:04:00 2022

m/z 43.10 100.00%

5

7.00 7.20 7.40 7.60
m/z 41.10 42.45%

=

7.00 7.20 7.40 7.60
m/z 61.10 35.44%

il

7.00 7.20 7.40 7.60
m/z 60.10 30.20%

3

7.00 7.20 7.40 7.60
m/z 59.10 27.67%

=

7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
7.554 3.31 ng/ul 159676 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 70
2 Decane 142 C1leH22 000124-18-5 60
3 Undecane 156 C11H24 001120-21-4 43
4 Decane 142 C1eH22 000124-18-5 38
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 35
Abundance Scan 734 (7.554 min): BM033989.D\data.ms (-731) (-) m/z 57.15 100.00%
57.1
105.1
30l 85.1 A“H‘w“u,u‘w‘u“
| H ‘ ‘ 1421 7.20 7.40 7.60 7.80

el wﬂ‘wpl“"m‘w\““‘h““‘ m/z 43.10  75.93%

miz-> 20 40 60 100 120 140 160

Abundance #22067.Decane

43.0
5000 U I AL B LI R B
71.0 7.20 7.40 7.60 7.80
L m/z 105.10  53.03%
142.0
\\\‘2\61\\\“‘}\\“!‘\\‘\\‘\\\9\%"0\\\‘\‘\\\\“\\\\‘\
miz-> 20 40 60 100 120 140 160
Abundance #22066.Decane
57.0 \ J\
R ARANmEEm TR
7.20 7.40 7.60 7.80
5000 m/z 41.10 44.11%
29.0 85.0
e s
L 4 il
et
miz--> 20 40 60 80 100 120 140 160
Abundance #33078: Undecane T
43.0 7.20 7.40 7.60 7.80
m/z 71.10  33.40%
5000 71.0
26\% Ll | %90 170 1560 M JULVN
e et e e e e R S A
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21

Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM013122.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 19 2-Propanol, 1-(2-methoxypro... Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
7.707 2.20 ng/ul 106261 1,4-Dichlorobenzene-d4 7.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603
2 1-Propanol, 2,2'-oxybis- 134 C6H1403
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403
4 Tri(propylene glycol) propyl ether 234 C12H2604
5 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603

Abundance Scan 760 (7.707 min): BM033989.D\data.ms (-752) (-)
59.1

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

d ) | 1041 2210 281
e e R A BN
50 100 150 200 250
#26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
80 |y 1080
- R I
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
50 100 150 200 250
#17307: 1-Propanol, 2,2'-oxybis-
59.0
103.0
20 |
il Il
il e — — T
50 100 150 200 250

#17329: 1-Propanol, 2-(2-hydroxypropoxy)-

59

29.0“
I

.0

103.0

013429-07-7 78
000108-61-2 64
000106-62-7 64
096077-04-2 64
020324-32-7 64

m/z 59.10 100.00%

-

7.40 7.60 7.80 8.00
m/z 45.05 16.60%

-

7.40 7.60 7.80 8.00
m/z 43.05 11.35%

3

7.40 7.60 7.80 8.00
m/z 73.05 10.03%

-

7.40 7.60 7.80 8.00
m/z 41.05 9.50%

a4

m/z-->

50

100 150 200 250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 1-Hexanol, 2-ethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
7.990 2.98 ng/ul 144017 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 808 (7.990 min): BM033989.D\data.ms (-803) (-) m/z 57.05 100.00%
57.0
AR R e
H ‘ 981 760 7.80 8.00 8.20 8.40
| — ‘\‘ ‘M\ “\‘ \“\“‘ L B B B ‘2\2\1\1\ T \2\8\1\ m/Z 41.10 49.46%
m/z--> 50 100 150 200 250
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 I L LU B I
7.60 7.80 8.00 8.20 8.40
m/z 43.10 31.36%
el || e
|| L |
T T T T ‘ T 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 #15691: 1-Hexanol, 2-ethyl-
57.0
AR Emmms EEEEE S
7.60 7.80 8.00 8.20 8.40
5000 m/z 55.10 27.02%
27,0
[ s
T
miz--> 50 100 150 200 250
Abundance #15692: 1-Hexanol, 2-ethyl- R S RAAS maEEE
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.10  21.80%
5000
27.0
L | 0
L e
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Benzyl alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.166 49.54 ng/ul 2392260 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl alcohol 108 C7H80 000100-51-6 98
2 Benzyl alcohol 108 C7H80 000100-51-6 96
3 Benzyl alcohol 108 C7H80 000100-51-6 95
4 Benzyl alcohol 108 C7H80 000100-51-6 94
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 91
Abundance Scan 838 (8.166 min): BM033989.D\data.ms (-826) (-) m/z 79.10 100.00%
79.1
108.1
5000
51.0
T
‘ ‘ ‘ 7.80 8.00 8.20 8.40
el ol 188 19280 108 10 71.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6065: Benzyl alcoho
79.0
108.0
5000 L L L L B LA B R I
0 7.80 8.00 8.20 8.40
51 m/z 77.10  63.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6066: Benzyl alcohol
79.0 108.0
T
7.80 8.00 8.20 8.40
5000 ITI/Z 107.10 51.56%
51.0
Hw"‘““M‘U“““‘“1‘}””‘”‘““WHW‘HWHWH
miz--> 20 40 60 80 100 120 140 160 180
Abundance #6067: Benzyl alcohol R A RaaRR RS
79.0 108.0 7.80 8.00 8.20 8.40
m/z 51.05 28.13%
5000
51.0
\H \ “H i ‘ \“ |

m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
9.166 3.40 ng/ul 164261 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 83
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 83
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 1008 (9.166 min): BM033989.D\data.ms (-1003) (-) m/z 57.10 100.00%
57.1

- L/J\/LA
e e T
113.2 156.2 . : : .
_m‘i‘:m‘!‘_“:w‘:Hu‘_‘eu_m_He_mw?“??l‘ m/z 43.10  80.96%
miz—> 20 40 60 80 100 120 140 160 180 200
Abundance #45479: Dodecane
43.0
71.0
5000 L L LA B B L R
8.80 9.00 9.20 9.40
m/z 71.10  45.68%
L) 80 so70 700

‘\H\‘HH“\\M‘\H\‘\\H‘\‘H\‘HH‘HH‘HH‘HH

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

-

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

Abundance #59025: Tridecane
57.0
EREREREEEL LS
8.80 9.00 9.20 9.40
5000 m/z 41.10 42.96%
29.0 85.0
‘\‘ ‘\ H “ ‘ i1l 113.0 141'0 184.0

Abundance #59103: Decane, 6-ethyl-2-methyl- AR RARERasaEEESE

57.0 8.80 9.00 9.20 9.40

m/z 85.05 23.83%
5000
85.0
141.0

SN T A R 1 e s R Ra e e s

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 23 Hexanoic acid, 2-ethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.248 7.41 ng/ul 357833  1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 59

Abundance Scan 1022 (9.248 min): BM033989.D\data.ms (-1013) (-)

m/z 73.05 100.00%

73.0
5000 411
‘ ‘ ‘ 9.00 9.20 9.40 9.60
‘H_H‘_‘wm“u‘wum_“H‘l?‘gﬁ?wH_WWZ‘Q?;? m/z 88.05 76.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 41.0 T T T
9.00 9.20 9.40 9.60
m/z 41.10 39.99%
‘ 116.0
\\\‘\\\\‘\‘\\‘}‘\\‘\\‘\“\\“\\\‘!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
Do 0T
9.00 9.20 9.40 9.60
5000 m/z 57.10 33.26%
41.0
‘ 101.0
s [y L] o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24098: Hexanoic acid, 2-ethyl- R R ARaSEEENES
73.0 9.00 9.20 9.40 9.60
m/z 55.10 29.64%
5000 41.0
101.0
180 || | | ‘ | 1129.0
e e e G e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Benzoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.113  41.44 ng/ul 3136810 Naphthalene-d8 10.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 94
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Benzoic acid 122 C7H602 000065-85-0 91
5 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 91

Abundance Scan 1169 (10.113 min): BM033989.D\data.ms (-1140) (-  m/z 105.10 100.00%

105.1
5000
51.0

‘ 10,00 1050
ob bl A 2201 2810y 77,10 76.42%
mize> 50 100 150 200 250
Abundance #11265: Benzoic acid
106.0
5000
51.0 10.00 1050

m/z 122.10 76.21%

ML P |
T T T T ‘ T 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 #11264: Benzoic acid
105.0

1000 1050
5000 m/z 51.05 37.41%
51.0
\‘\HM ‘ i w“““‘ — — —— AJJ//ka
m/z--> 50 100 150 200 250
Abundance #11261: Benzoic acid ‘
105.0 1000 10.50

m/z 50.05 23.73%

5000
51.0
i m‘\ P I

m/z--> 50 100 150 200 250 10 00 10 50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\

Library Search Compound Report

Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM013122.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

Concentration Rank 8

Peak Number 25 Ethanol, 2-(2-butoxyethoxy)-

R.T. EstConc Area Relative to ISTD R.T.
10.513  20.17 ng/ul 1527100 Naphthalene-d8 10.731
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 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 58

Abundance Scan 1237 (10.513 min): BM033989.D\data.ms (-1231) (- m/z 57.10 100.00%

57.1
5000

‘371 10,50
‘H_‘HmmwmﬂwﬂﬂwuH%ﬁaﬁu‘_HW‘H%QQPHHM‘H_ﬁgﬁf m/z 45.05  99.46%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
10,50
m/z 41.10 39.04%

27,0
\\\‘\HH“M\ MH\\‘M\’\“\‘HP\\\\%\:3\%‘0\\\\‘\H\’\\H‘H\\‘\H\’\\H‘H\\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0

1050
5000 m/z 75.10 19.44%
‘ 75.0
L T S —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- /\w“ —= ‘
57.0 10.50

m/z 56.05 16.13%

5000
87.0
270
M,””lﬁso,,,

m/z--> 20 40 60 80 100120140160180200220240260280 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Ethanol, 2-phenoxy- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.089 9.78 ng/ul 740359  Naphthalene-d8 10.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 97
2 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 94
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 91
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 70
5 Benzene, ethoxy- 122 C8H1e0 000103-73-1 64
Abundance Scan 1335 (11.090 min): BM033989.D\data.ms (-1328) (- m/z 94.10 100.00%
94.1
5000 jk
66.1 138.1 — :
39.0‘ ‘ ‘ ‘ 11.00
e oy L2090 27 65 33.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19879: Ethanol, 2-phenoxy-
94.0
5000 — :
138.0 11.00
390 66.0 ' m/z 138.05  25.95%
\\]-\5‘\'?\‘}“\\‘“‘\‘\“\‘\“i“\\\“’\\\‘\‘\‘\\\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19882: Ethanol, 2-phenoxy-
94.0
T \
11.00
m/z 66.10 19.46%
5000 138.0
66.0
00 |
(R | I I
ettt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19880: Ethanol, 2-phenoxy- e
94.0 11.00
m/z 95.10 15.72%
5000 138.0
30, 66.0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 27 unknown-02 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.384 2.67 ng/ul 236040  Acenaphthene-di10 14.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 43
2 Methyl 2-(2-(2-methoxyethoxy)eth... 192 C8H1605 1000366-88-2 43
3 Acetaldehyde N-formyl-N-methylhy... 100 C4H8N20 016568-02-8 38
4 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 37
5 4-Allyl-2-t-butyl-4-methyl-1,3-0... 214 C11H1802S 092572-53-7 37

Abundance Scan 1725 (13.383 min): BM033989.D\data.ms (-1719) (- m/z 59.10 100.00%
59.1

5000 KAA
100.1 - L
‘ M ‘ 129.1 13.00 13.50
el b Ll 1752082 4 6 43.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
5000 — =)
31.0 13.00 13.50
87.0 m/z 55.10 33.10%
i\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #67263: Methyl 2-(2-(2-methoxyethoxy)ethoxy)acetate
5C
s . —
13.00 13.50
m/z 41.05 31.19%
5000 117.0 /
29.0 89.0
SO O P W T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #4068: Acetaldehyde N-formyl-N-methylhydrazone “ —7
59.0 13.00 13.50
m/z 69.10 26.45%
30.0
5000
85.0
| \\h ‘h ‘ ‘ ‘ MA/\J\

m/z--> 20 40 60 80 100 120 140 160 180 200 13. 00 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14.107 2.17 ng/ul 192297  Acenaphthene-di10 14.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
3 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 72
4 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 72
5 Propane, 1,2-dimethoxy- 104 C5H1202 007778-85-0 64

Abundance Scan 1848 (14.107 min): BM033989.D\data.ms (-1844) (-  m/z 59.10 100.00%

59.1
5000
103.1
1400 1450
135.1
‘ ool L1892 2808 7 1e3.10 32.10%
miz--> 50 100 150 200 250
Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
5000 00 0
103.0 14 145
m/z 45.10 28.22%
290”
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 #17331: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
K/\“ﬂ/\ﬂ“ \ —
14.00 14.50
5000 m/Z 41.05 18.32%
103.0
I O
miz-> 50 100 150 200 250
Abundance #17322: Dipropylene glycol (isomer 2) . —r—
59.0 14.00 14.50
m/z 43.10 10.80%
5000
103.0
miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 n-Hexadecanoic acid Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
18.189 2.48 ng/ul 216251  Phenanthrene-die 17.295
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2542 (18.189 min): BM033989.D\data.ms (-2536) (- m/z 73.05 100.00%

73.0
5000 129.1
213.2 T ——
‘ ‘ 1‘7‘11 ‘ 2561 18.00 18.50
i kb L 358 s 43,85 91.86%
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CT T
18.00 18.50
171.0 213.0 256.0 m/z 60.10 84.66%
HHM‘ m\h”w u‘\ ul r\“‘ ““‘\ “‘\H‘\‘ I B
m/z--> 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
T ‘ T T ‘N\\
129.0 256.0 18.00 18.50
5000 ITI/Z 57.10 80.07%
213.0
24 a1
H\‘H‘u‘\ m\h‘\ﬂ\m‘ : HH“HH’HH“
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid —T ——
43.0 256.0 18.00 18.50
m/z 55.10 77.78%
5000
129.0
3.0 213.0
‘ 171.0 ‘
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Data Path :
Data File :
Acqg On
Operator
Sample

Misc

ALS vial

Z:\
BM@

. 03
. CG/
: N13

. 60

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_M\Data\BM020122\
33989.D

Feb 2022 00:21

Ju

55-03DL 5X

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM013122.M
: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 30 cis-Vaccenic acid Concentration Rank 33

R.T EstConc Area Relative to ISTD R.T.
19.342 2.15 ng/ul 187078  Phenanthrene-di10 17.295
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 64
2 6-Octadecenoic acid, (Z)- 282 (C18H3402 000593-39-5 64
3 Palmitoleic acid 254 C16H3002 000373-49-9 60
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 60
5 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 60

Abundance Scan 2738 (19.342 min): BM033989.D\data.ms (-2731) - m/z 55.05 100.00%

55.0

202.1
5000

=

— —
19.00 19.50
m/z 41.10 69.15%

m/z--> 50 100 150 200 250 300 350
Abundance #176209: cis-Vaccenic acid
55.0
5000 — ——
7.0 19.00 19.50
m/z 69.05 64.51%
37.0 264.0
LS. “‘!‘M‘ \ﬂmh‘m“\‘ ”“H‘ \:‘!-\8?\0’2\21“2\0\ T \L\ LA B
m/z--> 50 100 150 200 250 300 350
Abundance #176219: 6-Octadecenoic acid, (2)-
55.0
— —
19.00 19.50
5000 m/z 202.10 63.44%
37.0 222.0
18. 180.0
m/z--> 50 100 150 200 250 300 350
Abundance #140796: Palmitoleic acid ey A
55.0 19.00 19.50
m/z 43.10 48.80%
37.0 236.0
L‘s-‘Q“ \\‘HM\ ﬂﬂ\w\h“ “H‘ e ]‘-9‘\‘\4’0‘ e — —r—
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM013122.M
: SVOA CALIBRATION

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 31 Hexadecanoic acid, butyl ester Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
19.613 2.24 ng/ul 186081  Chrysene-di12 21.459
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 98
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 ©31158-91-5 95
3 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91

4 Hexadecanoic acid, 2-methylpropy... 312 C20H4002
5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002

000110-34-9 60
000110-34-9 50

Abundance Scan 2784 (19.613 min): BM033989.D\data.ms (-2780) (- m/z 56.10 100.00%

56.1
5000
257.3
129.0 ) —
‘ ‘ t1oa 19.50 20.00
- MwlMU‘\J dhadeprs M‘ Lod A 5255880 sz 57.10 65.19%
mlz--> 50 100 150 200 250 300 350 400
Abundance #214941: Hexadecanoic acid, butyl ester
56.0
5000 L T
19.50 20.00
m/z 41.10 47.53%
T \“f ¥ ‘ h H‘l\‘m‘\‘h“ \“\ =T ‘ \]-\8\5\‘0“\ T ‘\ “‘\ T \3‘1\2\0\\ ‘ TTTT ‘ TTTT
miz--> 50 100 150 200 250 300 350 400
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
—— —
19.50 20.00
5000 m/z 43.10  44.94%
9.0 257.0
Al w0 P20
miz--> 50 100 150 200 250 300 350 400
Abundance #214938: Hexadecanoic acid, butyl ester —— —
56.0 19.50 20.00
m/z 55.10 37.39%
5000
257.0
1290
‘ H‘ 185.0 ‘ ‘ 312.0
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 32 Erucic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.542 4.82 ng/ul 399546  Chrysene-d12 21.459
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Erucic acid 338 C22H4202 000112-86-7 86
2 Oleic acid, butyl ester 338 C22H4202 000142-77-8 83
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 80
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 76
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 68

Abundance Scan 2942 (20.542 min): BM033989.D\data.ms (-2935) (- m/z 55.10 100.00%

55.1
5000
11.1 265.3
180.2 ‘ 2050 |
sl d o SALL 41500 40 16 83.51%
mlz--> 50 100 150 200 250 300 350 400
Abundance #246391: Erucic acid
58.0
5000 ——— :
20.50
+10 m/z 57.10  80.05%
' 320.0
T \‘\ ‘\““‘! ‘}H“‘\“Li‘ ‘!‘M'\“‘“\ d :%“Gwewpx T x2\:\36\9\ T 1‘ LA
miz--> 50 100 150 200 250 300 350 400
Abundance #246404: Oleic acid, butyl ester
53.0
— T \
264.0 20.50
5000 m/z 69.10  65.54%

miz--> 50 100 150 200 250 300 350 400
Abundance #176229: trans-13-Octadecenoic acid T
55.0 20.50
m/z 83.10 57.27%

-

5000

-

‘ﬁlllo 264.0
MM u‘ . u\“\\h i 165.0 220.0 '

T
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Oxirane, 2,2'-[(1-methyleth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.365 33.65 ng/ul 2657800  Perylene-d12 23.842
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2,2'-[(1-methylethylide... 340 C21H2404 001675-54-3 96
2 2,6-Bis(1,1-dimethylethyl)cycloh... 325 C21H27NO2 017119-01-6 64
3 Norcannabinol-9-carboxylic acid,... 340 C21H2404 053989-32-5 64
4 Oxirane, 2,2'-[(1-methylethylide... 340 C21H2404 001675-54-3 60
5 6-Methyl-2-phenyl-7-(2,4-dimethy... 325 C24H23N 064002-75-1 59
Abundance Scan 3422 (23.365 min): BM033989.D\data.ms (-3416) (-  m/z 325.20 100.00%
325.2
5000
— —
5711191 2131 23.00 23.50
Ot bbbt L) 3870 4611 849, 1 306 50 2. 10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248824: Oxirane, 2,2'-[(1-methylethylidene)bis(4,1-phen

325.0
5000 — ——
23.00 23.50
29.0 m/z 57.10 13.35%
‘\\1‘1’\\1\1\““!‘[‘1[IWMP\M‘WM\W‘\L\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #230602: 2,6-Bis(1,1-dimethylethyl)cyclohexa-2,5-diene-:
325.0
= I \/\f
23.00 23.50
5000 m/z 340.20 12.02%
41.0 254
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248714: Norcannabinol-9-carboxylic acid, 11-
325.0 23. 00 23 50

m/z 269.10 9.09%

5000
43.0 1520  253)0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 00 23 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33989.D

Acqg On : 03 Feb 2022 00:21
Operator : CG/JU

Sample : N1355-03DL 5X

Misc :

ALS Vvial : 60  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

Ethanol, 2-ethoxy-  3.308 11.2 ng/ul 539997 1 7.919 965830 20.0
Methyl Isobutyl... 3.643 7.5 ng/ul 363065 1 7.919 965830 20.0
Butanoic acid 4.284 179.0 ng/ul 8643920 1 7.919 965830 20.0
Ethanol, 2-prop... 4.466 20.2 ng/ul 973861 1 7.919 965830 20.0
Butanoic acid, 4.813 2.5 ng/ul 120488 1 7.919 965830 20.0
2-Pentanone, 4-... 5.008 32.2 ng/ul 15541606 1 7.919 965830 20.0
1-Hexanol 5.402 4.3 ng/ul 208784 1 7.919 965830 20.0
Benzene, 1,3-di... 5.543 6.2 ng/ul 298709 1 7.919 965830 20.0
2-Heptanone 5.749 10.5 ng/ul 507467 1 7.919 965830 20.0
o-Xylene 5.913 7.0 ng/ul 337951 1 7.919 965830 20.0
Ethanol, 2-butoxy- 5.990 24.9 ng/ul 1200750 1 7.919 965830 20.0
2-Propanol, 1-b... 6.572 97.6 ng/ul 4712246 1 7.919 965830 20.0
Butane, 1-(1-me... 6.807 4.9 ng/ul 234819 1 7.919 965830 20.0
.beta.-Ethoxypr... 6.972 14.2 ng/ul 687488 1 7.919 965830 20.0
Hexanoic acid 7.002 3.4 ng/ul 164669 1 7.919 965830 20.0
unknown-01 7.325 4.0 ng/ul 193057 1 7.919 965830 20.0
(DEL) Alkane: S... 7.554 3.3 ng/ul 159676 1 7.919 965830 20.0
2-Propanol, 1-(... 7.707 2.2 ng/ul 106261 1 7.919 0965830 20.0
1-Hexanol, 2-et... 7.990 3.0 ng/ul 144017 1 7.919 965830 20.0
Benzyl alcohol 8.166 49.5 ng/ul 2392260 1 7.919 965830 20.0
(DEL) Alkane: S... 9.166 3.4 ng/ul 164261 1 7.919 965830 20.0
Hexanoic acid, 9.248 7.4 ng/ul 357833 1 7.919 965830 20.0
Benzoic acid 10.113 41.4 ng/ul 3136810 2 10.731 1514030 20.0
Ethanol, 2-(2-b... 10.513 20.2 ng/ul 1527100 2 10.731 1514030 20.0
Ethanol, 2-phen... 11.089 9.8 ng/ul 740359 2 10.731 1514030 20.0
unknown-02 13.384 2.7 ng/ul 236040 3 14.560 1770740 20.0
1-Propanol, 2-(... 14.107 2.2 ng/ul 192297 3 14.560 1770740 20.0
n-Hexadecanoic ... 18.189 2.5 ng/ul 216251 4 17.295 1742960 20.0
cis-Vaccenic acid 19.342 2.1 ng/ul 187078 4 17.295 1742960 20.0
Hexadecanoic ac... 19.613 2.2 ng/ul 186081 5 21.459 1658210 20.0
Erucic acid 20.542 4.8 ng/ul 399546 5 21.459 1658210 20.0
Oxirane, 2,2'-[... 23.365 33.6 ng/ul 2657800 6 23.842 1579530 20.0
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