LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50400.D

Acqg On 2 0ct 2021 22:26
Operator : CG/JU

Sample : M3877-08

Misc :

ALS Vvial : 86 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: BGO50400.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.069 94 99 107 rBV 47428 90659 10.52% ©.938%
2 4.175 112 117 125 rVWV 43752 73232 8.50% 0.757%
3  4.251 126 130 134 rVV3 5739 9173 1.06% ©0.095%
4 4.304 134 139 145 rVvB2 12533 22299 2.59% 0.231%
5 4.410 153 157 161 rvB3 4685 8390 0.97% 0.087%
6 4.768 216 218 221 rBv4 2420 2767 0.32% 0.029%
7 4.974 249 253 255 rVB3 5097 6241 0.72% 0.065%
8 5.115 275 277 279 rBV2 1847 1999 0.23% 0.021%
9 5.221 293 295 298 rBV4 2029 2254 0.26% 0.023%
106 5.332 308 314 321 rBV6 5985 14698 1.71% 0.152%
11 5.420 325 329 336 rVB4 7697 13508 1.57% 0.140%
12 6.249 468 470 475 rVB3 1754 1990 0.23% 0.021%
13 6.408 496 497 502 rBV3 1929 2098 0.24% 0.022%
14 6.795 559 563 565 rBvV3 1366 1913 0.22% 0.020%
15 7.118 614 618 624 rVB5S 3569 5995 0.70% 0.062%
16 7.213 630 634 637 rBVS 1719 2563 0.30% 0.027%
17 7.248 637 640 642 rVB4 1905 2248 0.26% 0.023%
18 7.406 657 667 675 rBvV 150763 273191 31.70% 2.825%
19 7.589 690 698 706 rBvV 113375 200237 23.24% 2.071%
20 7.794 727 733 742 rVB 146114 260764 30.26% 2.697%
21 7.871 742 746 754 rVB4 3543 6651 0.77% 0.069%
22 8.276 805 815 824 rBV 237689 419203 48.65% 4.336%
23 8.388 832 834 839 rVB3 1516 1815 ©0.21% 0.019%
24  8.493 847 852 859 rBVS 4325 7279 0.84% 0.075%
25 8.787 900 902 903 rBV 2026 1471 0.17% 0.015%
26 8.811 903 906 909 rVB4 2777 2874 0.33% 0.030%
27 8.958 923 931 938 rBV 106320 197181 22.88% 2.039%
28 9.099 949 955 962 rBvV4 4882 8855 1.093% 0.092%
29 9.439 1004 1013 1021 rVV 142952 265363 30.79% 2.745%
30 9.510 1021 1025 1029 rVvw4 2533 3783 0.44% 0.039%
31 9.586 1033 1038 1042 rVB4 2687 3730 0.43% 0.039%
32 9.663 1048 1051 1057 rVB2 1656 2170 0.25% 0.022%
33 9.809 1072 1076 1077 rBvV3 1671 1896 0.22% 0.020%
34 9.827 1077 1079 1081 rvv2 2016 1969 0.23% 0.020%
35 9.851 1081 1083 1086 rvB3 1296 1499 0.17% 0.016%

36 10.168 1130 1137 1145 rVB 117750 218784 25.39% 2.263%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50400.D

Acqg On 2 0ct 2021 22:26
Operator : CG/JU

Sample : M3877-08

Misc :

ALS Vvial : 86 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 10.279 1152 1156 1161 rBV4 1713 3731 0.43% 0.039%
38 10.703 1221 1228 1236 rVB 172427 312855 36.30%  3.236%
39 10.844 1245 1252 1261 rBv2 86855 149601 17.36% 1.547%
40 11.096 1284 1295 1303 rVB 317494 589868 68.45% 6.101%
41 11.225 1310 1317 1327 rVB2 102949 196109 22.76% 2.028%
42 11.842 1418 1422 1426 rBv4 1717 2472 0.29% 0.026%
43 12.589 1546 1549 1554 rVB3 1048 1671 0.19% 0.017%
44 12.659 1557 1561 1568 rVB5 2889 5296 ©0.61% 0.055%
45 13.147 1639 1644 1647 rBV4 1044 1456 0.17% 0.015%
46 13.194 1649 1652 1657 rVB3 1312 2059 0.24% 0.021%
47 13.247 1657 1661 1665 rBvV3 2535 3940 0.46% 0.041%
48 13.388 1681 1685 1686 rvVB2 1506 1392 0.16% 0.014%
49 13.493 1699 1703 1707 rVB3 3359 5571 0.65% 0.058%
50 13.693 1734 1737 1738 rBV2 1729 1492 0.17% 0.015%
51 13.758 1745 1748 1754 rBV4 3293 5561 0.65% 0.058%
52 14.069 1796 1801 1805 rBV5 3994 6537 0.76% 0.068%
53 14.210 1821 1825 1830 rVB3 1625 2189 0.25% 0.023%
54 14.281 1830 1837 1844 rBV 314635 459435 53.31% 4.752%
55 14.334 1844 1846 1850 rvB2 1557 1358 0.16% 0.014%
56 14.510 1872 1876 1879 rBV2 2802 3972 0.46% 0.041%
57 14.586 1882 1889 1897 rVB 339824 556871 64.62% 5.759%
58 14.680 1903 1905 1908 rBV3 1514 1774 0.21% 0.018%
59 14.762 1916 1919 1922 rVB2 1794 1662 0.19% 0.017%
60 14.804 1924 1926 1929 rVB2 1479 1525 0.18% 0.016%
61 14.892 1932 1941 1948 rBV 474194 776315 90.09%  8.029%
62 15.050 1961 1968 1974 rBV 125045 206709 23.99% 2.138%
63 15.133 1980 1982 1985 rVB2 1872 1599 0.19% 0.017%
64 15.215 1990 1996 2000 rBV4 7643 12297 1.43% 0.127%
65 15.262 2002 2004 2005 rBV2 2042 2001 0.23% 0.021%
66 15.356 2018 2020 2023 rBV3 1707 2403 0.28% 0.025%
67 15.526 2047 2049 2054 rBV4 2541 4018 0.47% 0.042%
68 15.603 2059 2062 2063 rVVv2 1906 1723 0.20% ©0.018%
69 15.656 2066 2071 2075 rVvV3 2849 6083 0.71% 0.063%
70 15.703 2077 2079 2081 rVB2 2402 2020 0.23% 0.021%
71 15.879 2100 2109 2121 rBV 435566 694888 80.64% 7.187%
72 15.979 2121 2126 2133 rBV2 45798 71819 8.33% 0.743%
73 16.114 2146 2149 2154 rVB3 6868 8936 1.04% 0.092%
74 16.220 2164 2167 2168 rBV2 1765 2105 0.24% 0.022%
75 16.255 2171 2173 2178 rVV3 1416 2414 0.28% 0.025%
76 16.337 2180 2187 2192 rVWV4 15784 25034 2.91% 0.259%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50400.D

Acqg On 2 0ct 2021 22:26
Operator : CG/JU

Sample : M3877-08

Misc :

ALS Vvial : 86 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

77 16.396 2195 2197 2199 rVv2 2910 2161 0.25% 0.022%
78 16.543 2219 2222 2223 rBV2 2043 2272  0.26% 0.023%
79 16.566 2223 2226 2228 rVV2 2918 2638 0.31% 0.027%
80 16.660 2240 2242 2245 rVB3 1955 2012 0.23% 0.021%
81 16.743 2254 2256 2257 rBV2 2601 1421 0.16% 0.015%
82 16.872 2275 2278 2280 rVB3 1727 1880 0.22% 0.019%
83 16.995 2296 2299 2301 rVB4 2993 3124 0.36% 0.032%
84 17.019 2301 2303 2308 rVB4 1978 1908 0.22% 0.020%
85 17.101 2315 2317 2322 rVB3 2753 2543 0.30% 0.026%
86 17.154 2322 2326 2329 rBV6 7456 9415 1.09% 0.097%
87 17.201 2332 2334 2336 rBV3 1887 1952 0.23% 0.020%
88 17.354 2357 2360 2364 rBV5 3836 4908 ©0.57% 0.051%
89 17.406 2367 2369 2373 rVB5 3090 4397 0.51% 0.045%
90 17.495 2380 2384 2389 rBV7 10670 16771 1.95% 0.173%
91 17.559 2392 2395 2399 rVB4 4600 6127 0.71% 0.063%
92 17.630 2401 2407 2415 rBV 539898 861749 100.00% 8.913%
93 17.730 2418 2424 2434 rVB 433940 679189 78.82% 7.025%
94 17.988 2466 2468 2469 rBV2 4132 2915 0.34% 0.030%
95 18.276 2513 2517 2523 rVB2 33112 45126 5.24% 0.467%
96 18.435 2541 2544 2548 rBV5 6852 8534 0.99% 0.088%
97 18.488 2549 2553 2559 rBV 95533 129883 15.07% 1.343%
98 19.751 2765 2768 2775 rBV2 31512 47024 5.46% 0.486%
99 20.003 2806 2811 2819 rVB2 501894 758645 88.04% 7.846%
1006 21.936 3135 3140 3147 rVB 459615 792712 91.99% 8.199%

Sum of corrected areas: 9668809
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: CG/JU
: M3877-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG093021\
BG050400.D
2 Oct 2021 22:26

: 86  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

500000

400000

300000

200000

100000

TIC: BG050400.D\data.ms

11.096

8.276

10.703
7.4067.794 9.439

7.58 8.958 10.168 ga}l-225

40895
.76 BEIBBH20 6.748086.795 7 1871 $3298.338.099 QRAEHERI10.279 J
T T ‘ T T T

11.842 125699 1181

0

Abundance

500000

400000

300000

200000

100000

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00

TIC: BG050400.D\data.ms
17.630 20.003 21.936

14.892
15.879 17.730

14.586
14.281

1

AFIBHDIE1

o

Time-->
Abundance

500000

400000

300000

200000

100000

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG050400.D\data.ms

07

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\BG@93021\
Data File : BG@50400.D

Acqg On : 2 Oct 2021 22:26
Operator : CG/JU

Sample : M3877-08

Misc :

ALS Vvial : 86 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 1 Methacrylamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.175 3.49 ng/ul 73232 1,4-Dichlorobenzene-d4 8.276

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methacrylamide 85 C4H7NO 000079-39-0 59
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 40
3 Methacrylamide 85 C4H7NO 000079-39-0 38
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 37
5 Pentane, 2-bromo-4-methyl- 164 C6H13Br 030310-22-6 33
Abundance Scan 117 (4.175 min): BG050400.D\data.ms (-112) (-) m/z 84.95 100.00%

41.0 85.0
5000
60.0

| 656 3.80 4.00 4.20 4.40
el m/z 40.95  96.99%

mlz--> 20 40 60 80 100 120 140 160
Abundance #1733: Methacrylamide
41.0 85.0

5000 O e
3.80 4.00 4.20 4.40

m/z 43.00 63.72%

OHH‘\‘H‘\\ ‘\‘\\‘\‘6\7}‘(\)\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 200 40 60 80 100 120 140 160
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl-
41.0 83.0

3.80 4.00 4.20 4.40

o

5000 m/z 39.00 41.14%
‘ ‘mo
ol W‘ wMHH_Mu_HWHH_H‘_H
m/z--> 20 40 60 80 100 120 140 160
Abundance #1734: Methacrylamide
410 85.0 3.80 4.00 4.20 4.40
' m/z 60.00 31.27%
5000
67,0
m/z--> 20 40 60 80 100 120 140 160 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50400.D

Acqg On : 2 Oct 2021 22:26
Operator : CG/JU

Sample : M3877-08

Misc :

ALS Vvial : 86 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.844 5.07 ng/ul 149601 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 90
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78

Abundance Scan 1252 (10.844 min): BG050400.D\data.ms (-1245) (- m/z 57.10 100.00%

57.1
5000
75.0
39 ‘ 101.0 10. 50 ll 00
0 “ﬁ JMHH‘UW‘\“‘Um‘,‘1?’}11‘ r  m/z 45.00  98.55%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
290 1050 1100
75.0 m/z 41.00 37.94%
T T T .
O\\‘\“\\\“\\ H\\‘\‘\“\‘i\\“\\\\’\\w\‘\\\\’\\\
miz-> 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
1050 11.00
29.0
75.0
100.0 132.0
b el e 2000 w20
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- — 1
57.0 10.50 11.00
m/z 56.10 14.93%
5000
29.0 75.0
100.0
0 A, M S U T P L A
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@50400.D

Acqg On : 2 Oct 2021 22:26
Operator : CG/JU

Sample : M3877-08

Misc :

ALS Vvial : 86 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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.488 3.01 ng/ul 129883  Phenanthrene-die 17.630
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 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 81

Abundance Scan 2553 (18.488 min): BG050400.D\data.ms (-2549) (-  m/z 73.00 100.00%

73.0
43.0
5000 129.0
213.1 EE
171.1 ‘ 256.1 18.50
0 sl ‘,H‘ ‘ ‘W‘ “ - , ‘w ; m/z 60.00 98.15%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 U
18.50
171 0 2130 256.0 m/z 43.05 80.82%
ob— “M‘ m\hH\ ‘H‘\ i ‘ ‘ | “‘ \‘ ““\‘ , "\‘ ——
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
—
18.50
5000 m/z 57.05 73.70%
129.0
213.0
‘ 171.0 ‘
oL “\ L{M“H\ M“ ) T : “ “ “‘u\‘ T : “
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid T
43.0 73.0 18.50
m/z 41.00 71.36%
5000 256.0
129.0
L, e
0— “‘ H ‘\M H“‘ n uh‘L Ju‘\‘u; ey “ ‘\‘u IRE \‘ —
m/z--> 50 100 150 200 250 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BGO50400.D

Acqg On 2 Oct 2021 22:26
Operator : CG/JU

Sample : M3877-08

Misc

ALS Vvial : 86 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|
Methacrylamide 4.175 3.5 ng/ul 73232 1 8.276 419203 20.0
Ethanol, 2-(2-b... 10.844 5.1 ng/ul 149601 2 11.096 589868 20.0
n-Hexadecanoic ... 18.488 3.0 ng/ul 129883 4 17.630 861749 20.0
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