LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acqg On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 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-BG0O72421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49549.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.081 3 7 16 rW 71969 139320 16.82% 1.509%
2 3.158 16 20 31 rVB 88719 143849 17.36% 1.558%
3 3.428 64 66 72 rVB5 5517 6813 0.82% 0.074%
4 3.863 138 140 149 rBV3 9766 21156  2.55% 0.229%
5 4.180 192 194 199 rVvB4 2510 2989 0.36% 0.032%
6 4.556 256 258 262 rVB3 1675 2013 0.24% 0.022%
7 6.077 512 517 518 rBV3 6721 9399 1.13% 0.102%
8 6.107 518 522 527 rVB3 10805 19180 2.32% 0.208%
9 6.670 615 618 622 rBv4 2706 4331 0.52% 0.047%
10 7.199 702 708 721 rVB3 30714 62029 7.49% 0.672%
11 7.364 730 736 743 rBV 78548 132147 15.95% 1.431%
12 7.575 766 772 779 rW2 94792 168571 20.35% 1.826%
13 8.045 845 852 858 rW 96960 163626 19.75% 1.772%
14 8.098 858 861 871 rVB 13750 22975 2.77% 0.249%
15 8.298 887 895 896 rBv2 3879 6131 ©0.74% 0.066%
16 8.656 953 956 957 rBV2 2666 1965 0.24% 0.021%
17 8.750 966 972 980 rVWW2 77371 139261 16.81% 1.508%
18 8.838 983 987 989 rBv2 2730 3793 0.46% 0.041%
19 8.879 989 994 998 rvB2 4601 6928 0.84% 0.075%
20 9.149 1031 1040 1045 rBvV3 40546 73007 8.81% 0.791%
21  9.214 1045 1051 1060 rVV 124827 228883 27.63% 2.479%
22 9.296 1060 1065 1070 rVB5 7491 11171 1.35% 0.121%
23 9.373 1073 1078 1085 rV4 6993 12687 1.53% 0.137%
24 9.943 1165 1175 1184 rBV 114112 203061 24.51% 2.199%
25 10.089 1193 1200 1208 rBV3 26602 63690 7.69% 0.690%
26 10.330 1234 1241 1247 rBv4 47125 81635 9.85% 0.884%
27 10.483 1261 1267 1275 rBV 138150 254914 30.77% 2.761%
28 10.642 1289 1294 1297 rVB 1983 2635 0.32% 0.029%
29 10.700 1299 1304 1306 rBV 1547 1785 0.22% 0.019%
30 10.771 1311 1316 1322 rVB4 6734 12050 1.45% 0.130%
31 10.871 1326 1333 1339 rBV 128021 237504 28.67% 2.572%
32 11.000 1349 1355 1363 rBV2 120690 219953 26.55% 2.382%
33 11.394 1414 1422 1426 rBV2 19980 33950 4.10% 0.368%
34 11.452 1426 1432 1439 rVV2 20165 38641 4.66% 0.418%
35 11.529 1441 1445 1450 rVB 3746 6120 0.74% 0.066%
36 11.675 1464 1470 1472 rBV2 4285 6402 0.77% 0.069%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acqg On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 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-BG072421.M
Title : SVOA CALIBRATION
37 12.034 1526 1531 1534 rBV2 3132 4274 ©.52% 0.046%
38 12.451 1597 1602 1608 rVB2 2644 4170 ©.50%  ©0.045%
39 13.050 1698 1704 1708 rBV2 10626 17041 2.06% 0.185%
40 13.297 1740 1746 1751 rBV2 16618 25733 3.11% 0.279%
41 13.532 1782 1786 1791 rBV2 2117 3917 0.47% 0.042%
42 13.608 1793 1799 1808 rVB2 72570 112520 13.58% 1.219%
43 13.931 1851 1854 1858 rVB3 3099 4070 0.49% 0.044%
44 14.096 1875 1882 1890 rVB 297175 439036 52.99% 4.754%
45 14.219 1898 1903 1908 rBV 3077 4165 0.50% 0.045%
46 14.389 1926 1932 1941 rVB 307717 490218 59.17% 5.309%
47 14.554 1956 1960 1963 rBV2 2675 3648 0.44% 0.040%
48 14.701 1978 1985 1992 rVV 218902 350198 42.27% 3.792%
49 14.765 1992 1996 2000 rVB3 2295 3218 ©.39% 0.035%
50 14.895 2014 2018 2024 rBV3 26525 48943 5.91% ©.530%
51 15.141 2056 2060 2063 rBV 1747 2338 0.28% 0.025%
52 15.429 2106 2109 2112 rVB2 2220 2189 0.26% 0.024%
53 15.482 2112 2118 2119 rBV 3973 4853 0.59% 0.053%
54 15.506 2119 2122 2125 rVB3 5675 6870 0.83% 0.074%
55 15.688 2144 2153 2162 rBV 423316 622817 75.17% 6.745%
56 15.805 2167 2173 2183 rBV 139342 214606 25.90%  2.324%
57 15.929 2190 2194 2198 rBV3 4495 5939 ©.72% 0.064%
58 16.046 2208 2214 2218 rBV2 3465 5260 ©.63% 0.057%
59 16.910 2359 2361 2363 rBV 1779 2210 0.27% 0.024%
60 17.233 2413 2416 2419 rVB2 1924 2154 0.26% 0.023%
61 17.450 2443 2453 2460 rVB 290318 423128 51.07% 4.582%
62 17.544 2463 2469 2481 rVB2 496076 770820 93.04%  8.347%
63 17.714 2497 2498 2502 rVB 3277 2562 0.31% 0.028%
64 17.979 2538 2543 2548 rVB2 1479 2971 0.36% ©0.032%
65 18.108 2559 2565 2572 rBvV2 312502 407940 49.24%  4.418%
66 18.331 2599 2603 2607 rBV 5308 7422 0.90% 0.080%
67 18.402 2609 2615 2620 rVV 5634 9555 1.15% ©.103%
68 18.513 2630 2634 2637 rVB 1820 2049 0.25% 0.022%
69 18.554 2637 2641 2642 rBV2 1773 1867 ©0.23% 0.020%
70 18.590 2642 2647 2649 rBV2 3427 4725 0.57% 0.051%
71 18.854 2690 2692 2698 rBV 1742 2425 0.29% 0.026%
72 19.400 2779 2785 2790 rVB2 5753 10403 1.26% 0.113%
73 19.477 2790 2798 2802 rBV4 5612 11523 1.39% 0.125%
74 19.600 2816 2819 2820 rBV2 1946 1799 0.22% 0.019%
75 19.735 2837 2842 2847 rVB4 7746 10505 1.27% ©.114%

76 19.835 2851 2859 2866 rVV 586618 828497 100.00%  8.972%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acqg On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 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-BG072421.M

Title : SVOA CALIBRATION

77 19.953 2877 2879 2881 rBV3 2308 2134 0.26% 0.023%
78 20.211 2921 2923 2924 rVB2 3199 2182 0.26% 0.024%
79 20.328 2942 2943 2946 rBV3 2182 1991 0.24% 0.022%
80 20.499 2971 2972 2976 rVB3 2339 2373 0.29% 0.026%
81 20.781 3019 3020 3025 rVB3 2770 2397 0.29% 0.026%
82 21.133 3078 3080 3084 rBv4 2339 3134 0.38% 0.034%
83 21.727 3172 3181 3190 rBV 262969 425697 51.38% 4.610%
84 22.872 3374 3376 3377 rBV 2651 1840 0.22% 0.020%
85 23.054 3404 3407 3408 rBV3 3719 4393 0.53% 0.048%
86 23.213 3427 3434 3444 rBV5 44010 98340 11.87% 1.065%
87 24.018 3569 3571 3572 rBV2 3037 2614 0.32% 0.028%
88 24.781 3690 3701 3711 rVB2 275146 777417 93.83% 8.419%
89 25.010 3729 3740 3752 rVB2 157754 459996 55.52% 4.981%
990 25.269 3782 3784 3785 rVB2 4017 2219 0.27% 0.024%
91 25.939 3896 3898 3900 rBV3 3411 2368 0.29% 0.026%
92 26.091 3922 3924 3926 rBV3 4000 3706 0.45% 0.040%
93 26.972 4073 4074 4077 rBV3 2972 1975 0.24% 0.021%
94 28.347 4306 4308 4310 rBV3 3527 2714 0.33% 0.029%
95 28.929 4405 4407 4409 rBV3 2945 2060 0.25% 0.022%
96 30.051 4596 4598 4599 rBV2 3331 3396 0.41% 0.037%
97 30.726 4712 4713 4716 rBV3 3636 1845 0.22% 0.020%
98 31.684 4874 4876 4877 rBV 3058 2044 0.25% 0.022%
99 31.748 4885 4887 4890 rBV4 3094 2050 0.25% 0.022%
100 32.635 5036 5038 5039 rBV2 3703 2188 0.26% 0.024%

Sum of corrected areas: 9234215
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acq On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG049549.D\data.ms
500000
400000
300000
200000
10.48
8045 94 9043 g0
1000000438 736270 8750
7.19 396 m]%
\\\3\4‘28\\3;8&\6_%\']\.8\0\4.‘5\5\6\ T ‘ 1 17T ‘ T 17T \@‘.0_/;\\.?7\ T ‘6\'6\7\()\ -/\\‘ﬁ T T T ‘ T \%\g\aﬁ\ L ‘ TT \9\6‘3\ T 11 ‘ \ T \/\\ ‘ T ‘ T 17T \ T \&0\3\4-\2\4‘5!1\ T
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG049549.D\data.ms
19.835
500000 17.544
15.688
400000
14.06-389 18.108
300000 17.450 21.727
14.701
200000
15.805
100000 13.608
4.895
of: dﬁ}i%%ﬁ\ezs 9 .z&:L.s 355 |GHORAOINE 16, o1, 23J5ib TIAYTEERAR554 199107 ATABARRE20. 7621, 133
e e e e P Sraltia s Ballasassiies s et
Time--> mm1%omm1uowm1%ommlwonmlmowm1%owm1%omwzmonm2wonm2mo
Abundance TIC: BG049549.D\data.ms
500000
400000
300000 24.781
200000 5 010
100000
23.213
zzagkmwwﬁ 24.018 5.269 25263991 26.972 28.347 28.929 30.051 30.726 3316348 32.¢

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

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72821\
Data File : BG@49549.D

Acq On : 29 Jul 2021 1:59

Operator : CG/JU

Sample : M3169-19

Misc :

ALS vial : 24

Quant Method
Quant Title

TIC Library

Sample Multiplier:

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

1

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
: SVOA CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Cyclic3.081 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.081 17.03 ng/ul 139320 1,4-Dichlorobenzene-d4 8.045

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 94
2 Cyclohexane 84 C6H12 000110-82-7 91
3 Cyclohexane 84 C6H12 000110-82-7 86
4 Cyclohexane 84 C6H12 000110-82-7 81
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 78
Abundance Scan 7 (3.081 min): BG049549.D\data.ms (-3) (-) m/z 56.15 100.00%
56.1
84.2
41.1
5000
69.1
R AR
‘ 3.103.203.303.403.50
Ol il b el m/z 84.20 81.09%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
56.0
84.0
5000 410 [T T T[T T T[T T[T [rrr1
69.0 3.103.203.303.403.50
m/z 41.15 64.18%
27.0 ‘
O\\\‘\\\\‘]\_\5\.(\)‘\\\‘“‘\\\i}\‘\\\i‘\w ‘\‘\\\w‘\\\\‘\‘\‘\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane
56.0
410 840 [T e T
3.103.203.303.403.50
5000 m/z 55.15 41.28%
27.0
69.0
180 | ‘
obrn20 MLl
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1647: Cyclohexane RamaE R R
84.0 3.103.203.303.403.50
56.0 m/z 39.10  37.43%
5000 41.0
69.0
27.0 ‘
m/z--> O 10 20 30 40 50 60 70 80 90 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acq On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.158 17.58 ng/ul 143849 1,4-Dichlorobenzene-d4 8.045

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 39
4 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 25
Abundance  Scan 20 (3.158 min): BG049549.D\data.ms (-16) (-) m/z 73.15 100.00%
5000 43.1 /\
e
‘ ‘ 3.20 3.40 3.60
o e A2 2 4315 44.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LN L B B L B
43.0 3.20 3.40 3.60
‘ m/z 87.25 28.78%
O
miz--> 20 80 100 120 140 160
Abundance #15768. 2,2,4-Trimethyl-3-pentanol
73.0
e
41.0 320 340 3.60
5000 m/z 55.15 26.56%
150 |
0 H““!‘m‘“u‘!“‘u I
miz--> 20 40 60 80 100 120 140 160
Abundance #5060: Butane, 2-methoxy-2-methyl- R
73.0 3.20 3.40 3.60
m/z 41.15 15.09%
5000
43.0
0 \ ‘\‘ \ ! \ ‘ 1010 \ \
m/z--> 80 100 120 140 160 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acq On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.107 2.34 ng/ul 19180 1,4-Dichlorobenzene-d4 8.045

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 39
2 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 9
3 1-Pentanamine 87 C5H13N 000110-58-7 4
4 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 4
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 4

Abundance Scan 522 (6.107 min): BG049549.D\data.ms (-518) (-) m/z 57.20 100.00%

571.2
5000
41 81 N N
713 5.80 6.00 6.20 6.40
OFrrprrrrprrrr b e e e m/z 45.15  57.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10023: Ethanol, 2-butoxy-
57.0
1 1
5000 410 UL L B R I B |
5.80 6.00 6.20 6.40
2700 87.0 m/z 87.15 30.81%
O H‘Hr\\“\\}‘\‘i‘\\\\“\‘H\\‘\\‘\M‘\‘\\7\%}.‘\\\‘\\\‘\‘\\]7(\)?\.9\‘\1-\]\-18"\()\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10027: Ethanol, 2-butoxy-
57.0
e e
5.80 6.00 6.20 6.40
5000 m/z 41.15 28.16%
41.
27.0 87.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 Aﬂ
Abundance #2138: 1-Pentanamine AH“kMWA“‘_‘m“H‘A‘
30.0 5.80 6.00 6.20 6.40
m/z 75.15 11.21%
5000
. 350 580 720 870
O et S S e T R
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acq On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.098 2.81 ng/ul 22975 1,4-Dichlorobenzene-d4 8.045

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6-Hexanediol 118 C6H1402 000629-11-8 33
2 3-Hexene, (Z)- 84 C6H12 007642-09-3 27
3 2-Pentyn-1-o0l 84 C5H80 006261-22-9 27
4 [3-(Hydroxymethyl)oxetan-3-yl]me... 118 C5H1003 002754-18-9 17
5 Aziridine, 2,2-dimethyl- 71 C4HON 002658-24-4 12
Abundance Scan 861 (8.098 min): BG049549.D\data.ms (-858) (-) m/z 57.15 100.00%
57.1
5000 43.1 70.3
83.3
‘ ‘ ‘ ‘ M 7.80 8.00 8.20 8.40
Oberrrreprrrrebe e m/z 55.15  57.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10008: 1,6-Hexanediol
31.0
67.0
5000 \\A\‘A\\\\‘\A\\\‘A\\A\A\’A\\\\
54 7.80 8.00 8.20 8.40
82.0 m/z 43.15  42.37%
O TT ‘]\-?\.9‘ TT i TTT \‘} T !‘\ \“ \‘\ ! } ‘ TTT TTT ““\ T ‘1 ‘ T \J\-\()‘]\-.\O\\ ‘ \J\-\l\g‘.\(\)\ T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1652: 3-Hexene, (2)-
55.0
41.0
7.80 8.00 8.20 8.40
5000 84.0 m/z 70.25 40.57%
27.0 69.0
0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1572: 2-Pentyn-1-ol A“‘_““‘H““H,“‘
39.0 55.0 7.80 8.00 8.20 8.40
m/z 41.15 39.77%
83.0
5000
0 L8
P | [
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acq On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Phenol, 2-methoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.149 8.92 ng/ul 73007 1,4-Dichlorobenzene-d4 8.045

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 87
3 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 80
4 Phenol, 2-methoxy- 124 C7H802 000090-05-1 72
5 Mequinol 124 C7H802 000150-76-5 64
Abundance Scan 1040 (9.149 min): BG049549.D\data.ms (-1031) (-) m/z 81.15 100.00%
81.2 109.2
124.2
5000
53.1 A ey
39.3 m 95.2 8.80 9.00 9.20 9.40
0"_H‘_H‘MHHMHHLM‘MWMM‘H‘LH‘HH‘HH}HHN‘M‘H m/z 109.15 90.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11912: Phenol, 2-methoxy-
109.0 124.0
81.0
5000 L L B LI L LI LN B
8.80 9.00 9.20 9.40
m/z 124.15 62.96%
27.0 53.0
Lol 90 | |
OH‘H\\‘HH‘H\HHH“HH‘\H\‘\H‘\MH\‘HH‘HH‘HH‘\ H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11910: Phenol, 2-methoxy-
109.0
810 124'0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
8.80 9.00 9.20 9.40
5000 m/z 53.10 25.14%
270 53.0
| llero | sso
o‘wH‘wH1‘,Hul,‘H‘,‘H‘,:;“w‘Hw:HwHuww}w_mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /K
Abundance #12051: Ethanone, 1-(1-cyclohexen-1-yl)- w“NW‘JH“A4‘N“‘
81.0 8.80 9.00 9.20 9.40
109.0 m/z 51.15 18.47%
43.0 124.0
5000
27.0
b de ol oo L Ll T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8 80 9.00 9.20 9.40

SFAM-EPA-BGO72421.M Thu Jul 29 11:16:39 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acq On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Propane, 1-isothiocyanato- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.089 5.36 ng/ul 63690 Naphthalene-d8 10.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-isothiocyanato- 101 C4H7NS 000628-30-8 59
2 Hexahydro-5H-imidazo[5,1-b:4,3-b... 188 C7H12N2S2 019505-80-7 53
3 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 52
4 1,3,4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 49
5 1,3,4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 49

Abundance Scan 1200 (10.089 min): BG049549.D\data.ms (-1193) (- m/z 43.15 100.00%
3.1

43 101.2
5000 73.2
u S ‘
10.00
130.2 155.6
bl S92 Y0 m/z 101.15  84.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4552: Propane, l-isothiocyanato-
43.0 101.0
72.0 A
5000 — AL
10.00
m/z 73.15 42.93%
O' ‘\\‘}“1\\”\“\‘\\\\‘h\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #63099: Hexahydro-5H-imidazo[5,1-b:4,3-b'|bisthiazole
101.0
AV AT
10.00
m/z 45.15 32.69%
5000 73.0
45.0
Ol oo 1270, 3850, 1880
miz--> 20 40 60 80 100 120 140 160 180
Abundance #4545 Isopropyl isothiocyanate e oy ! L
101.0 10.00
m/z 41.15 30.36%
5000
41.0
60.0
oSZ}J
m/z--> 20 40 60 80 100 120 140 160 180 10.00

SFAM-EPA-BGO72421.M Thu Jul 29 11:16:40 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acq On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Bicyclo[4.3.@]non-2-en-4-on... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.33  6.87 ng/ul 81635 Naphthalene-ds 16.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.3.6]non-2-en-4-one, 9-... 254 Cl4H2204 1000154-00-1 53

2 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603

3 Butane, 2-methoxy-

88 C5H120

4 1-(1-Methoxypropan-2-yloxy)propa... 190 C9H1804
5 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404

013429-07-7 47
006795-87-5 47
1000367-08-6 47
1010367-13-4 43

Abundance Scan 1241 (10.330 min): BG049549.D\data.ms (-1234) (-  m/z 59.15 100.00%

59.1
5000
o2 10.00 10.50
Uidody | ] 1202 ' 61,363
0 bbbl bk P e e M/z 43,15 61.86%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #140429: Bicyclo[4.3.0]non-2-en-4-one, 9-[(2-methoxyeth
59.0
89.0
5000 U USE
10.00 10.50
m/z 91.15 18.56%
31.0
0 il iy ‘\\]'2%"014\9.0178'0 209.0 254.C
\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #26715: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
SR
10.00 10.50
5000 ITI/Z 73.15 16.73%
31\'0\\ 104.0
O byt et pree e e e
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #2369: Butane, 2-methoxy- L A {1 ‘
59.0 10.00 10.50
m/z 108.15 15.23%
5000
29.0
R PO | N (R
m/z--> 0 20 40 60 80 100120140160180200220240 10.00 10.50

SFAM-EPA-BGO72421.M Thu Jul 29 11:16:40 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acq On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.394 2.86 ng/ul 33950 Naphthalene-d8 10.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C1@H2203 029911-28-2 74
2 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 74
3 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 56
4 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 56
5 Pentanamide 101 C5H11NO 000626-97-1 45

Abundance Scan 1422 (11.394 min): BG049549.D\data.ms (-1414) (-  m/z 59.15 100.00%

59.1
5000
103.2
39}?1 11.00 1150
om‘_m‘ “““‘ m/z 41.15 20.33%
m/z--> 20 60 80 100 120 140 160 180
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)- M\A
59.0
5000
11. 00 11. 50
103.0 m/z 103.15  18.68%
29.0
0 Al M ‘ 83.0 \‘ 146.0 1720
\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 60 80 100 120 140 160 180
Abundance #49775: 2- Propanol 1-[1-methyl-2-(2-propenyloxy)ethoxy
59.0
11.00 11.50
5000 m/z 57.25 16.11%
103.0
31.0
ol | ss0 | 1290 1500
e b el SR b TR T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #15705: 3-Heptanol, 4-methyl- ‘ ‘ ‘
59.0 11. 00 11. 50
m/z 45.25 10.28%
5000
27.0
\H b
o \ LT 1020 1290

m/z--> 60 80 100 120 140 160 180 11. 00 ll 50

SFAM-EPA-BGO72421.M Thu Jul 29 11:16:41 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acq On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Dipropylene glycol (isomer 3) Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.452 3.25 ng/ul 38641 Naphthalene-d8 10.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C1@H2203 029911-28-2 83
2 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 78
3 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 64
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 56
5 2,4-Diethyl-6-methyl-1,3,5-trioxane 160 C8H1603 117888-04-7 50

Abundance Scan 1432 (11.452 min): BG049549.D\data.ms (-1426) (-  m/z 59.15 100.00%

59.1
5000
103.2

A b
| I |

146.3 242
el el TS m/z 103.15 28.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-

T M
A
T

o

5000
11.50
103.0 m/z 45.15  25.92%
29.0
ol %“ 14601720
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #64373: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
(I L
11.50
m/z 57.15 25.68%
5000 103.0
29.0 146.0
o“qumwuﬂ_‘u‘m‘WH‘W‘H‘“m‘%7%9‘u‘u‘w‘uw‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17321: Dipropylene glycol (isomer 3) M ‘
59.0 11.50

41.15  21.12%

5000
31.0 103.0
0 by

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50

SFAM-EPA-BGO72421.M Thu Jul 29 11:16:42 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acq On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzaldehyde, 3-hydroxy-4-m... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.608 6.43 ng/ul 112520  Acenaphthene-die 14.701
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
2 Vanillin 152 C8H803 000121-33-5 96
3 Vanillin 152 C8H803 000121-33-5 94
4 Vanillin 152 C8H803 000121-33-5 94
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 94
Abundance Scan 1799 (13.608 min): BG049549.D\data.ms (-1793) (- m/z 151.15 100.00%
15]1.2
81.2
5000
53.1 109.2 —h ——
M | 13.50 14.00
0 “““‘M“““ﬂmhwﬂW;‘ﬂu“L‘w‘d“U“‘““ m/z 152.15 97.72%
miz--> 20 40 60 80 100 120 140 160
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
5000 e ——
81.0 13.50 14.00
109.0 m/z 81.15 54.18%
20.0 53.0 ‘
Ot T \‘\‘\ \“"\ \‘m\ “H‘\\\H}\\\”\‘\‘\\‘\\\\‘\\ ‘\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #29935: Vanillin
151.0
— ——h
13.50 14.00
5000 m/z 109.15 25.56%
81.0
53.0 109.0
Ob e 20, \HWM
miz--> 20 40 60 80 100 120 140 160
Abundance #29934: Vanillin bt ——
151.0 13.50 14.00
m/z 53.15 21.88%
5000
81.0
109.0
53.0 ‘ n
0 ‘H‘??“0“,‘w\\ww;m_mmwu_ T A N
m/z--> 20 40 80 100 120 140 160 13.50 14.00

SFAM-EPA-BGO72421.M Thu Jul 29 11:16:42 2021 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acq On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.108 19.28 ng/ul 407940  Phenanthrene-d10 17.450
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 98
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 95
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 64
4 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 56
5 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 55

Abundance Scan 2565 (18.108 min): BG049549.D\data.ms (-2559) (- m/z 205.25 100.00%

57.3 205.3
175.3
91.2
5000
135.2 — .
‘ ‘ H M H H 261.1 18.00 18.50
0 wa‘m‘m Lol it J“‘u m/z 57.25 84.79%
m/z--> 20 40 60 80 lOO 120140160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 . —
175.0 18.00 18.50
91.0 m/z 217.25  79.45%
Nt L0 0
Ot Raaaar ‘\M\‘ W‘ “‘[HM ‘\HH \‘““\\‘ MH} }HW “H“l”‘\‘ ‘\“H}\‘ ‘\‘h’ , ‘\H\‘ “h - ‘H’h‘ , !\‘ Raas “‘ E
m/z--> 20 40 60 80 100 120140160180200220240260280
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0
— ——
57.0 18.00 18.50
5000 175.0 ITI/Z 175.25 62.51%
91.0 135.0 261.0
ol. 270 ‘\M‘H\‘w Il
m/z--> 20 40 60 80 100 120140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene- Co —
57.0 18.00 18.50
m/z 55.15 52.95%
5000
205.0
91.0 175.0
35.0
ool b ok 2550 ULV
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50

SFAM-EPA-BGO72421.M Thu Jul 29 11:16:43 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acq On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M

Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 9-Octadecenamide, (Z)-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
23.213 4.62 ng/ul 98340  Chrysene-d12 21.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 9-Octadecenamide 281 C18H35NO 003322-62-1 87
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 49
4 Octanamide 143 C8H17NO 000629-01-6 47
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 43

Abundance Scan 3434 (23.213 min): BG049549.D\data.ms (-3427) (- m/z 59.15 100.00%
9.1
5000 j\\
m 40 2072 814 354.9.399, 23.00 2350
0 w2 L BB 3889890 0 15 6s.85%
mlz--> 50 100 150 200 250 300 350 400
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 AAMAA
2300 2350
m/z 55.15 53.47%
OLG M‘\ HH \‘\ ale gl 184 O 238 0281 0
- \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #174772: 9-Octadecenamide
59.0
2300 2350
5000 m/z 41.15 47 .38%
ol \‘M I u\h I ‘hh‘\‘l‘?“"(‘)‘ 200 Ao
miz--> 50 100 150 200 250 300 350 400
Abundance #174776: 9-Octadecenamide, (Z)-
59.0 23.00 23.50
m/z 69.15 40.35%
5000
126.0
gy 1840 23802810
0’ A
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50

SFAM-EPA-BGO72421.M Thu Jul 29 11:16:44 2021
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072821\
Data File : BGO49549.D

Acqg On : 29 Jul 2021 1:59
Operator : CG/JU

Sample : M3169-19

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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|
(DEL) Alkane: C... 3.081 17.0 ng/ul 139320 1 8.045 163626 20.0
Butane, 2-metho... 3.158 17.6 ng/ul 143849 1 8.045 163626 20.0
unknown-01 6.107 2.3 ng/ul 19180 1 8.045 163626 20.0
unknown-02 8.098 2.8 ng/ul 22975 1 8.045 163626 20.0
Phenol, 2-methoxy-  9.149 8.9 ng/ul 73007 1 8.045 163626 20.0
Propane, 1l-isot... 10.089 5.4 ng/ul 63690 2 10.871 237504 20.0
Bicyclo[4.3.0]n... 10.330 6.9 ng/ul 81635 2 10.871 237504 20.0
2-Propanol, 1-(... 11.394 2.9 ng/ul 33950 2 10.871 237504 20.0
Dipropylene gly... 11.452 3.3 ng/ul 38641 2 10.871 237504 20.0
Benzaldehyde, 3... 13.608 6.4 ng/ul 112520 3 14.701 350198 20.0
7,9-Di-tert-but... 18.108 19.3 ng/ul 407940 4 17.450 423128 20.0
9-Octadecenamid... 23.213 4.6 ng/ul 98340 5 21.727 425697 20.0
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