LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50331.D

Acqg On : 30 Sep 2021 19:54
Operator : CG/JU

Sample : M3777-15

Misc :

ALS Vvial : 13  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-BG093021.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50331.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.640 23 26 35 rVvB5 10116 19618 1.15% 0.130%
2 4.075 95 100 114 rVB 32020 62790 3.69% 0.417%
3 4,175 114 117 121 rBV5 1747 2401 0.14% 0.016%
4 4.304 136 139 143 rVB5 5339 8294 0.49% 0.055%
5 4.410 151 157 159 rBvV2 4656 5720 0.34% 0.038%
6 4.621 189 193 199 rVB4 4697 6350 0.37% 0.042%
7 4.962 249 251 256 rVB4 1028 1760 0.10% 0.012%
8 5.033 261 263 267 rBvV3 2134 3169 0.19% 0.021%
9 6.337 481 485 488 rBv3 1633 1991 0.12% 0.013%
106 7.401 655 666 675 rBV 56352 107791 6.33% 0.716%
11 7.589 687 698 710 rBV 175692 307904 18.08%  2.045%
12 7.794 726 733 743 rBV 168815 306867 18.02% 2.038%
13 8.276 807 815 822 rBV 188765 336230 19.75%  2.233%
14 8.958 923 931 941 rBV 142838 257887 15.15% 1.713%
15 9.099 952 955 958 rBV3 1215 1769 0.10% 0.012%

16  9.445 1006 1014 1022 rBV 212255 393638 23.12%
17 9.827 1073 1079 1086 rBV5 4053 6425 0.38%
18 10.168 1128 1137 1147 rBV 163280 292346 17.17%

ONRON
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R

19 10.703 1220 1228 1237 rVV 243315 437468 25.69% 906%
20 10.855 1245 1254 1265 rBV 44002 83773  4.92% 556%
21 11.102 1288 1296 1304 rBV 240195 456623 26.82% 3.033%
22 11.226 1310 1317 1328 rVB 170684 321030 18.86% 2.132%
23 11.443 1348 1354 1359 rBV3 1219 1793 0.11% 0.012%
24 11.842 1418 1422 1427 rBV5 2284 3915 0.23% 0.026%
25 12.318 1499 1503 1508 rVB2 3366 5072 ©.30% 0.034%
26 12.559 1538 1544 1549 rBV3 1359 2054 0.12% 0.014%
27 12.665 1557 1562 1568 rBV4 4659 8063 0.47%  ©.054%
28 14.287 1831 1838 1845 rVV 515034 746262 43.83% 4.957%
29 14.345 1845 1848 1855 rVB2 1854 2860 0.17% 0.019%
30 14.586 1881 1889 1898 rVV 530286 860383 50.53% 5.715%
31 14.669 1898 1903 1909 rVB2 1328 2879 0.17% 0.019%
32 14.768 1915 1920 1923 rBV3 1303 2188 0.13% 0.015%
33 14.892 1934 1941 1948 rVB 387733 625242 36.72% 4.153%
34 15.050 1961 1968 1976 rVB 66322 107989 6.34% 0.717%
35 15.268 2001 2005 2008 rvv2 5004 6713 0.39% 0.045%
36 15.468 2029 2039 2043 rVB5 2651 6467 0.38% 0.043%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50331.D

Acqg On : 30 Sep 2021 19:54
Operator : CG/JU

Sample : M3777-15

Misc :

ALS Vvial : 13  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-BG093021.M
Title : SVOA CALIBRATION
37 15.614 2059 2064 2068 rBV5 3648 5281 ©.31% 0.035%
38 15.667 2070 2073 2075 rBV5 1385 1722 0.10% 0.011%
39 15.767 2086 2090 2093 rBvV3 1494 2174 0.13% 0.014%
40 15.879 2102 2109 2117 rVB 728504 1129387 66.33% 7.502%
41 15.979 2117 2126 2133 rBV 251171 373043 21.91% 2.478%
42 16.114 2145 2149 2153 rBv4 5649 7819 0.46% 0.052%
43 16.320 2180 2184 2187 rVB4 2324 3228 0.19% 0.021%
44 16.590 2227 2230 2235 rVB4 3272 4933  0.29% 0.033%
45 16.654 2235 2241 2244 rBV4 2975 5535 0.33% 0.037%
46 16.989 2296 2298 2304 rBVS5 2544 3649 0.21% 0.024%
47 17.359 2360 2361 2364 rBvV2 2459 2145 0.13% 0.014%
48 17.418 2366 2371 2375 rVB5 5079 7824 0.46% 0.052%
49 17.636 2400 2408 2418 rBV 496743 782910 45.98% 5.201%
50 17.736 2418 2425 2432 rVB 832514 1336912 78.52% 8.881%
51 17.994 2466 2469 2472 rVV5 2432 3386 0.20% 0.022%
52 18.023 2472 2474 2477 rVB4 2614 2471 0.15% 0.016%
53 18.059 2477 2480 2482 rBV3 2116 2233 0.13% 0.015%
54 18.276 2512 2517 2524 rBV3 19420 26509 1.56% 0.176%
55 18.335 2524 2527 2528 rBvV3 1514 1939 0.11% 0.013%
56 18.358 2528 2531 2533 rBV3 1844 1746 0.10% 0.012%
57 18.435 2542 2544 2546 rBV3 1941 1716 0.10% 0.011%
58 18.493 2549 2554 2565 rBV 134118 203001 11.92%  1.348%
59 18.752 2596 2598 2600 rVB2 2927 2249 0.13% 0.015%
60 18.775 2600 2602 2603 rBV2 3858 2392 0.14% 0.016%
61 18.881 2618 2620 2622 rBV3 2480 2417 0.14% 0.016%
62 19.222 2675 2678 2681 rBVS5 2753 4833 0.28% 0.032%
63 19.410 2705 2710 2711 rBV4 7152 10390 0.61% 0.069%
64 19.575 2734 2738 2743 rBV7 11147 18549 1.09% 0.123%
65 19.639 2745 2749 2753 rVB2 14965 23975 1.41% 0.159%
66 19.757 2764 2769 2778 rBV 130434 191282 11.23% 1.271%

67 20.009 2805 2812 2819 rBV 1105611 1702588 100.00% 11.310%
68 21.543 3069 3073 3077 rBV6 32993 45265 2.66% .301%
69 21.936 3133 3140 3147 rVB 489546 852479 50.07% 5.663%
70 25.133 3673 3684 3695 rVB2 528624 1570234 92.23% 10.430%

()

71 25.368 3714 3724 3739 rVB2 287152 914521 53.71% 6.075%

Sum of corrected areas: 15054461
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 30 Sep 2021 19:54
: CG/JU
: M3777-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG093021\
BGO50331.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BG050331.D\data.ms
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SFAM-EPA-BG093021.M Fri Oct 01 15:59:06 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50331.D

Acqg On : 30 Sep 2021 19:54

Operator : CG/JU

Sample : M3777-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG093021.M
: 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 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.855 3.67 ng/ul 83773  Naphthalene-d8 11.096
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 83
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C1OH2204 000143-22-6 78
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72

Abundance Scan 1254 (10.855 min): BG050331.D\data.ms (-1245) (- m/z 45.00 100.00%

45.0
5000
74"'9 101.0 131.0 10 50 11 00
O} wwl‘m“m}h”‘,m:_m,m m/z 57.10  88.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 1050 1100
75.0 m/z 41.00  32.21%
O L ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘\‘ \]-10}0‘\0\ T ’ \]_\3\2\0‘ T T ’ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
10.50 11.00
5000 m/z 74.90  15.88%
29.0
75.0
‘ 100.0 1320
0 \\HW\HL\HW‘\ M‘W“‘”J“P““,“w]““‘,“‘
miz--> 20 40 60 80 100 120 140 160 f\
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)- — e
45.0 10.50 11.00
m/z 56.00 14.69%
5000
21 r 75.0 /\
100.0
ol “MM B T S = L I RS I A N1
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\BG@93021\
Data File : BG@50331.D

Acqg On : 30 Sep 2021 19:54
Operator : CG/JU

Sample : M3777-15

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.493 5.19 ng/ul 203001  Phenanthrene-die 17.636
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 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 Tetradecanoic acid 228 C14H2802 000544-63-8 94
5 Tridecanoic acid 214 C13H2602 000638-53-9 91

Abundance Scan 2554 (18.493 min): BG050331.D\data.ms (-2549) (- m/z 73.00 100.00%
3.0

430 |
5000
=
‘ H 18.50
0 mw\ Lol m/z 43.05  79.32%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T
129.0 18.50
213.0 m/z 60.00 78.59%
L) HH 157.0185.0
O H\‘\EHM‘HH\H\HH\‘H!\H"‘H‘U‘M\H\‘H‘\H\‘\\‘H‘\‘H‘\“HH‘HH’HH“H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
18.50
5000 ITI/Z 55.00 65.63%
129.0
213.0
‘ M 157.0185.0 ‘
LN T O R O O
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid e
60.0 18.50
m/z 41.00 63.60%
5000 129.0
97.0 157.01g5 02130 256.0
0 HWH“M!H‘M“‘“MLwh‘,‘u“w‘:_mm‘_W“wam,ww )
m/z--> 20 40 60 80 100120140160180200220240260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50331.D

Acqg On : 30 Sep 2021 19:54
Operator : CG/JU

Sample : M3777-15

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG093021.M
: SVOA CALIBRATION

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 Octadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.757 4.89 ng/ul 191282  Phenanthrene-die 17.636
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2769 (19 757 min): BG050331.D\data.ms (-2764) (- m/z 73.00 100.00%

5000 129.0 «L
185.0 241.2 C P
‘ ‘ ‘ 284 1 19.50 20.00
ok w‘h‘u M ol o, L MH i e ‘\‘ — ‘?’5‘5‘ m/z 43.05 77.49%
miz--> 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
5000 R —
129.0 19.50 20.00
1850 4 o 2840 m/z 60.00 73.05%
0! HM M ‘ \‘ “ “‘ . “ o “‘ R
miz-> 100 150 200 250 300 350
Abundance #179092: Octadecanoic acid
43.0
b g
19.50 20.00
5000 m/z 55.00  70.10%
129.0 284.0
‘ 1850 241.0
oL “\‘ H‘\\‘u‘ uhH M\ i ‘ T—— “‘ "\‘ L e
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid —T— —
43.0 19.50 20.00
m/z 57.00 66.43%
5000 129.0
1850 2410 260080
OH“\‘ ’ Mot i
mlz--> 100 150 200 250 300 350 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50331.D

Acqg On : 30 Sep 2021 19:54
Operator : CG/JU

Sample : M3777-15

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG093021.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... 10.855 3.7 ng/ul 83773 2 11.096 456623 20.0
n-Hexadecanoic ... 18.493 5.2 ng/ul 203001 4 17.636 782910 20.0
Octadecanoic acid 19.757 4.9 ng/ul 191282 4 17.636 782910 20.0
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