LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BG050901.D

Acqg On : 9 Nov 2021 5:55
Operator : CG/JU

Sample : M4445-14

Misc :

ALS Vvial : 27 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-BG110321.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50901.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.588 12 17 24 rvB2 11033 17401 1.57% 0.156%
2 4.017 86 90 107 rBvV 39669 78193 7.06% 0.701%
3 4.252 125 130 136 rVB 5134 7444 0.67% 0.067%
4 4,358 144 148 152 rVB 3375 4401 0.40% 0.039%
5 4.887 237 238 243 rBV4 1008 1658 ©.15% 0.015%
6 5.298 302 308 316 rBV3 2892 5922 ©.53% 0.053%
7 7.372 653 661 669 rBV 34865 64385 5.81% ©.578%
8 7.542 683 690 699 rBV 138184 233325 21.06% 2.093%
9 7.754 719 726 735 rBV 126336 216453 19.54% 1.942%
10 8.230 797 807 816 rBV 147459 255821 23.09% 2.295%
11 8.441 840 843 847 rBv2 1472 2001 ©0.18% 0.018%
12 8.923 919 925 935 rVB 94179 169971 15.34% 1.525%
13 9.399 999 1006 1015 rVB 166756 297279 26.83% 2.667%
14 9.763 1062 1068 1076 rVB 8679 11845 1.07% 0.106%
15 10.127 1121 1130 1138 rBV 125870 228164 20.60% 2.047%

16 10.668 1215 1222 1232 rBV 163291 306004 27.62%
17 10.797 1237 1244 1260 rBV 84492 158422 14.30%
18 11.050 1279 1287 1297 rVB 202354 378237 34.14%

ONWEN
w
(o)
w
R

19 11.185 1302 1310 1321 rBV 145749 287657 25.97% 581%
20 12.254 1487 1492 1496 rBV 6939 10121 0.91% 091%
21 12.554 1538 1543 1550 rVB4 5717 9308 0.84% 0.084%
22 12.625 1550 1555 1560 rBV 2611 4739 0.43% 0.043%
23 13.441 1693 1694 1698 rVB3 1541 1667 ©.15% 0.015%
24 13.717 1737 1741 1746 rBV4 5180 7145 0.64% 0.064%
25 14.240 1822 1830 1839 rBV 379440 566216 51.11% 5.080%
26 14.546 1874 1882 1892 rBV 407540 666938 60.20% 5.983%
27 14.851 1927 1934 1943 rVB 346520 531795 48.00% 4.771%
28 15.045 1962 1967 1975 rVV2 17980 38188 3.45% ©.343%
29 15.104 1975 1977 1983 rVB2 1995 2985 0.27% 0.027%
30 15.656 2068 2071 2078 rVB3 1484 2004 0.18% 0.018%
31 15.838 2094 2102 2110 rBV 552167 852227 76.93% 7.646%
32 15.950 2114 2121 2138 rBV 150184 240324 21.69%  2.156%
33 16.079 2140 2143 2147 rVB2 1373 1629 0.15% 0.015%
34 16.279 2173 2177 2182 rVB4 2240 3160 ©0.29% 0.028%
35 16.520 2216 2218 2226 rVB4 1209 2386 0.22% 0.021%
36 16.714 2244 2251 2254 rBV2 1149 2015 0.18% 0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BG050901.D

Acqg On : 9 Nov 2021 5:55
Operator : CG/JU

Sample : M4445-14

Misc :

ALS Vvial : 27 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-BG110321.M
Title : SVOA CALIBRATION
37 16.802 2262 2266 2268 rBvV3 1421 1698 0.15% 0.015%
38 17.313 2349 2353 2357 rBvV3 1701 2827 0.26% 0.025%
39 17.384 2359 2365 2369 rVv3 1421 2480 0.22% 0.022%
40 17.595 2394 2401 2408 rBV 430661 650878 58.75% 5.839%
41 17.695 2411 2418 2427 rVB 623862 967917 87.37% 8.684%
42 17.777 2427 2432 2434 rBV3 2102 2235 0.20% 0.020%
43 18.053 2475 2479 2483 rBV3 905 1392 0.13% 0.012%
44 18.230 2503 2509 2513 rBvV2 23917 30158 2.72% 0.271%
45 18.529 2557 2560 2562 rVv2 1399 1406 0.13% 0.013%
46 19.358 2696 2701 2703 rBV2 8825 11334 1.02% 0.102%
47 19.387 2703 2706 2716 rVB2 65686 78022 7.04% 0.700%
48 19.516 2723 2728 2738 rBv4 13079 28184  2.54% 0.253%
49 19.610 2738 2744 2750 rBv2 7529 12859 1.16% 0.115%
50 19.804 2775 2777 2782 rVB4 1129 1711 0.15% 0.015%
51 19.969 2798 2805 2812 rBV 761895 1107818 100.00%  9.939%
52 20.192 2840 2843 2850 rBV5 1592 2426 0.22% 0.022%
53 20.251 2850 2853 2856 rBV5 1118 1747 0.16% 0.016%
54 20.462 2886 2889 2892 rvwv4 2449 2499 0.23% 0.022%
55 20.509 2895 2897 2899 rvB3 1683 1445 0.13% 0.013%
56 20.833 2950 2952 2953 rBV2 1621 1374 0.12% 0.012%
57 20.850 2953 2955 2959 rVB5 2791 2446  0.22% 0.022%
58 20.962 2972 2974 2978 rVB5 3310 3814 0.34% 0.034%
59 21.109 2997 2999 3003 rBV5 1916 2784 0.25% 0.025%
60 21.491 3059 3064 3068 rBV4 7967 13601 1.23% 0.122%
61 21.743 3104 3107 3112 rVB4 4014 6142 ©.55% 0.055%
62 21.890 3125 3132 3141 rVB2 388463 645715 58.29% 5.793%
63 22.037 3154 3157 3158 rBV3 1601 1673 0.15% 0.015%
64 22.266 3194 3196 3199 rBV4 1662 1962 0.18% ©0.018%
65 22.531 3239 3241 3245 rBV5S 1249 1897 0.17% 0.017%
66 22.683 3264 3267 3275 rVB7 6314 11902 1.07% 0.107%
67 22.742 3275 3277 3278 rBV2 2287 1716 0.15% 0.015%
68 23.059 3330 3331 3333 rBV2 2087 1554 0.14% 0.014%
69 23.300 3371 3372 3376 rBV4 1738 2228 0.20% 0.020%
70 23.412 3387 3391 3398 rVB5 9034 16091 1.45% 0.144%
71 23.600 3420 3423 3424 rBV3 1691 1966 0.17% 0.017%
72 23.618 3424 3426 3429 rVB3 2087 1820 0.16% 0.016%
73 23.770 3450 3452 3453 rVB2 2839 1450 0.13% 0.013%
74 24.176 3519 3521 3525 rBV4 2222 2156 0.19% 0.019%
75 24.264 3529 3536 3545 rVB4 14145 31827 2.87% 0.286%
76 24.399 3557 3559 3561 rBV3 1483 1421 0.13% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BG050901.D

Acqg On : 9 Nov 2021 5:55
Operator : CG/JU

Sample : M4445-14

Misc :

ALS Vvial : 27 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-BG110321.M

Title : SVOA CALIBRATION

77 24.940 3650 3651 3653 rBV2 2321 1368 ©0.12% 0.012%
78 25.057 3659 3671 3685 rVB 334290 988202 89.20% 8.866%
79 25.286 3699 3710 3723 rVB 218093 671404 60.61% 6.023%
80 25.515 3747 3749 3751 rBV3 1615 1346 0.12% 0.012%
81 25.797 3793 3797 3801 rBV6 1924 2807 ©0.25% 0.025%
82 25.944 3820 3822 3824 rBV3 1670 1469 0.13% 0.013%
83 26.344 3888 3890 3892 rVB3 1751 1410 0.13% 0.013%
84 26.367 3892 3894 3897 rBvV4 1740 2659 0.24% 0.024%
85 26.461 3901 3910 3920 rBV6 17093 54523 4.92% ©.489%
86 27.025 4004 4006 4011 rBV4 1263 2205 0.20% 0.020%
87 27.172 4030 4031 4033 rBV2 1802 1430 0.13% 0.013%
88 27.343 4058 4060 4064 rVB4 1942 1776 0.16% 0.016%
89 27.907 4149 4156 4165 rVB7 13192 41733 3.77% 0.374%
90 28.453 4247 4249 4251 rVB3 1866 1697 0.15% 0.015%
91 28.853 4316 4317 4320 rBV3 2261 2558 ©0.23% 0.023%
92 29.252 4384 4385 4387 rBV 1486 1429 0.13% 0.013%
93 29.640 4447 4451 4459 rVB7 7845 20839 1.88% 0.187%
94 29.828 4481 4483 4486 rVB3 3039 2923 0.26% 0.026%
95 29.851 4486 4487 4488 rBV 2069 1366 0.12% 0.012%
96 31.144 4705 4707 4711 rVv4 1457 1547 0.14% 0.014%
97 31.673 4793 4797 4798 rBvV4 2115 3229 0.29% ©0.029%
98 31.696 4798 4801 4802 rBV3 3285 3575 0.32% 0.032%
99 31.996 4850 4852 4855 rVB4 2098 1472 0.13% 0.013%
100 32.484 4933 4935 4940 rBV5 1512 1660 ©0.15% 0.015%

Sum of corrected areas: 11146572
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BGO50901.D

Acqg On : 9 Nov 2021 5:55
Operator : CG/JU

Sample : M4445-14

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG050901.D\data.ms
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Abundance TIC: BG050901.D\data.ms
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\

BGO50901.D
9 Nov 2021 5:55

: CG/JU
1 M4445-14

: 27  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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

Concentration Rank 1

1 Ethanol, 2-(2-butoxyethoxy)-

R.T. EstConc Area Relative to ISTD R.T.
10.797 8.38 ng/ul 158422  Naphthalene-d8 11.050
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, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83

5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78

Abundance Scan 1244 (10.797 min): BG050901.D\data.ms (-1237) (- m/z 45.00 100.00%

45.0
5000
75.0 T Il
101.0 10.50 11.00
132.1
o““,““kadwm‘WM‘JH‘AM““‘?;‘_“““‘ m/z 57.10 92.12%
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — Py
29.0 10.50 11.00
75.0 m/z 41.10 37.73%
O\\\\’\H\\‘H\\\ H\l‘l“\‘\‘\‘\].\0}0\0\\\‘\1?’\2\0‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)- A
45.0
1050 1100
5000 ITI/Z 75.00 19.20%
r 75.0
100.0
ow,‘HH_m u‘m!w“‘_whwm‘_1‘3?:0‘””1?3-9
m/z--> 60 80 100 120 140 160
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)- — s
43.0 10.50 11.00
m/z 56.00 18.02%
5000
27/0
‘ 75.0 A
100.0
MR 0 O O = U B N \ O W
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BGO50901.D

Acqg On : 9 Nov 2021 5:55
Operator : CG/JU

Sample : M4445-14

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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 (Z)-15-Octadecenoic acid me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.387 2.40 ng/ul 78022  Phenanthrene-d1e 17.595
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 83
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 76
3 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 76
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 70
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 70

Abundance Scan 2706 (19.387 min): BG050901.D\data.ms (-2703) (-  m/z 55.05 100.00%

55.0
5000 87.0
‘ 230 1801 2223 264.1 19.00 19.50
ob— ‘1“““‘ wh‘w‘w /IR Y RN B m/z 69.00  75.14%
miz--> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester
74.0
5000
41.0 264.0 19.00 19.50
100 m/z 41.00 62.00%
WL 25200 220 |
oL— ‘\h‘ H ‘! }\‘\‘ \“ “\\\“\MH‘H\‘\‘ ‘Mh‘l?"s"o‘ L “ T ‘2‘9\6‘0
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
19.00 19.50
5000 m/z 73.95  55.52%
87.0
264.0
LI e o 220 | g
ok H‘ ‘%““\ ‘M\M\‘u \‘\ HLM “HM‘ s “m T . - ;‘L‘ -~ —
miz--> 50 100 150 200 250 300
Abundance #176294: Cyclopropaneoctanoic acid, 2-hexyl-, methyl es “ L
55.0 19.00 19.50
m/z 43.00 50.79%
5000
230 166.0 2080 250.0
0250 |
m/z--> 50 100 150 200 250 300 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110821\
Data File : BG050901.D

Acqg On : 9 Nov 2021 5:55
Operator : CG/JU

Sample : M4445-14

Misc

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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-(2-b... 10.797 8.4 ng/ul 158422 2 11.050 378237 20.0
(Z)-15-Octadece... 19.387 2.4 ng/ul 78022 4 17.595 650878 20.0
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