LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019684.D

Aca On : 02 Apr 2019 08:47

Operator : JU/SJ

Sample : K2068-20

Misc :

ALS Vial : 38 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM032219MA.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.122 20 23 33 rvB 51194 83753 2.88% 0.253%
2 3.528 89 92 98 rvB4 15878 22586 0.78% 0.068%
3 3.622 104 108 116 rVvVv 71095 102075 3.52% 0.309%
4 3.716 117 124 130 rvVB2 33172 65424 2.25% 0.198%
5 3.822 138 142 147 rVB3 10868 16638 0.57% 0.050%
6 4.369 231 235 241 rBv4 10021 16849 0.58% 0.051%
7 4 _557 265 267 272 rBV6 3276 3998 0.14% 0.012%
8 4.710 289 293 295 rBV 43134 56620 1.95% 0.171%
9 4.740 295 298 315 rVB 146399 231368 7.97% 0.700%
10 5.210 376 378 382 rBvV4 2945 3077 0.11% 0.009%
11 5.587 439 442 446 rVB5 3898 5253 0.18% 0.016%
12 6.651 617 623 625 rBv4 5062 6932 0.24% 0.021%

13 6.763 636 642 663 rBvY 426131 786109 27.07% 2.379%
14 6.928 664 670 687 rBvV 373692 648403 22.33% 1.962%
15 7.110 694 701 716 rBV 523772 860535 29.63% 2.604%

16 7.575 773 780 788 rBV 859858 1412532 48.64% 4._275%

17 7.634 788 790 799 rvB4 10505 20011 0.69% 0.061%
18 8.293 896 902 917 rBV 425052 786174 27.07% 2.379%
19 8.416 919 923 929 rVB 22105 37937 1.31% 0.115%
20 8.745 971 979 995 rBV 446958 795526 27 .39% 2.408%
21 8.887 1001 1003 1009 rvVvB3 5171 7450 0.26% 0.023%
22 9.063 1027 1033 1038 rBvV 29789 43832 1.51% 0.133%
23 9.457 1093 1100 1108 rBV 323733 575904 19.83% 1.743%
24 9.704 1136 1142 1143 rBV 2864 3622 0.12% 0.011%
25 9.739 1146 1148 1158 rVB5 2665 5010 0.17% 0.015%

26 9.992 1183 1191 1209 rBV 492115 1016940 35.02% 3.078%
27 10.351 1245 1252 1266 rBV 1202534 2041724 70.31% 6.179%
28 10.522 1274 1281 1296 rBV 195008 487182 16.78% 1.474%

29 10.816 1330 1331 1337 rVB2 2906 3175 0.11% 0.010%
30 11.098 1375 1379 1380 rBV2 3184 4175 0.14% 0.013%
31 11.763 1488 1492 1496 rVB3 4980 8051 0.28% 0.024%
32 11.904 1507 1516 1523 rBV 75245 146196 5.03% 0.442%
33 11.957 1523 1525 1532 rVV3 10402 16037 0.55% 0.049%
34 12.028 1535 1537 1540 rBV2 2203 3088 0.11% 0.009%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019684.D

Aca On : 02 Apr 2019 08:47

Operator : JU/SJ

Sample : K2068-20

Misc :

ALS Vial : 38 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_.M
Title = SVOA CALIBRATION

35 12.116 1549 1552 1557 rVB3 1569 3089 0.11% 0.009%
36 12.722 1651 1655 1661 rVB 2352 4898 0.17% 0.015%
37 12.939 1687 1692 1697 rBV6 5849 11247 0.39% 0.034%
38 13.022 1704 1706 1712 rVB3 6710 9810 0.34% 0.030%
39 13.104 1715 1720 1724 rBV2 3138 4512 0.16% 0.014%
40 13.198 1731 1736 1739 rVB4 3344 6307 0.22% 0.019%
41 13.351 1758 1762 1765 rBV3 7092 8731 0.30% 0.026%
42 13.463 1777 1781 1784 rBV3 2442 3646 0.13% 0.011%
43 13.522 1787 1791 1796 rBV4 9401 14910 0.51% 0.045%

44 13.651 1808 1813 1818 rBVY 1005529 1438393 49.53% 4 _.353%
45 13.704 1818 1822 1829 rVB 179351 274412 9.45% 0.830%

46 13.822 1839 1842 1845 rVB3 3761 5351 0.18% 0.016%
47 13.927 1853 1860 1868 rBV 1203176 1787482 61.55% 5.410%
48 14.051 1876 1881 1884 rVB5 4234 6890 0.24% 0.021%
49 14.116 1888 1892 1896 rBV4 8584 11975 0.41% 0.036%
50 14.239 1906 1913 1927 rVB2 1675546 2591947 89.26% 7.844%
51 14.445 1945 1948 1951 rBV3 3140 3681 0.13% 0.011%
52 14.504 1951 1958 1982 rBV2 143303 472346 16.27% 1.430%
53 14.674 1982 1987 1991 rVV6 6422 13103 0.45% 0.040%
54 14.739 1996 1998 2005 rVV6 7149 13638 0.47% 0.041%
55 14.816 2008 2011 2017 rVB7 3018 5110 0.18% 0.015%
56 14.898 2022 2025 2029 rVB6 3763 5309 0.18% 0.016%
57 15.027 2040 2047 2052 rBV7 5426 11939 0.41% 0.036%
58 15.074 2052 2055 2060 rBV 12028 14061 0.48% 0.043%
59 15.121 2060 2063 2067 rBV5 5958 8878 0.31% 0.027%
60 15.239 2076 2083 2093 rBV 1390053 2080314 71.64% 6.296%
61 15.404 2105 2111 2117 rBV5 17930 35231 1.21% 0.107%
62 15.480 2117 2124 2128 rVV 17028 26501 0.91% 0.080%
63 15.698 2158 2161 2163 rBv4 2840 3998 0.14% 0.012%
64 15.880 2190 2192 2198 rBV7 3510 3790 0.13% 0.011%
65 15.945 2198 2203 2206 rBV6 10278 16785 0.58% 0.051%
66 16.027 2214 2217 2219 rBV3 5445 5898 0.20% 0.018%
67 16.198 2243 2246 2249 rBV5 6211 6152 0.21% 0.019%
68 16.298 2262 2263 2268 rVB4 4285 5915 0.20% 0.018%
69 16.333 2268 2269 2270 rBV 5276 3501 0.12% 0.011%
70 16.398 2278 2280 2281 rBV2 6961 4658 0.16% 0.014%
71 16.786 2343 2346 2349 rVB3 6898 6931 0.24% 0.021%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019684.D

Aca On : 02 Apr 2019 08:47

Operator : JU/SJ

Sample : K2068-20
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Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5
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Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP
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Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_.M
Title = SVOA CALIBRATION

72 16.874 2360 2361 2362 rBV 6331 3436 0.12% 0.010%
73 16.898 2362 2365 2370 rVB7 12333 15692 0.54% 0.047%
74 16.998 2376 2382 2387 rBV 1730254 2434083 83.82% 7.367%
75 17.039 2387 2389 2393 rVV 74190 85427 2.94% 0.259%

76 17.092 2393 2398 2410 rVB 1276634 1872363 64.48% 5.667%
77 17.886 2529 2533 2539 rBV2 172237 282896 9.74% 0.856%
78 19.068 2730 2734 2738 rBV 155037 202406 6.97% 0.613%
79 19.404 2786 2791 2801 rBV2 1319383 1936434 66.68% 5.861%
80 21.203 3093 3097 3101 rBV 1840153 2275354 78.35% 6.886%

81 23.274 3444 3449 3454 rVB2 981239 1774567 61.11% 5.371%
82 23.415 3468 3473 3488 rVB 1472128 2903937 100.00% 8.789%

Sum of corrected areas: 33042120
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019684.D

Aca On : 02 Apr 2019 08:47

Operator : JU/SJ

Sample = K2068-20

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019684.D

Aca On : 02 Apr 2019 08:47

Operator : JU/SJ

Sample = K2068-20

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

4.74 3.28 ng/ul 231368 1,4-Dichlorobenzene-d4 7.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 28
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 10

Abundance Scan 298 (4.740 min): BM019684.D (-295) (-) m/z 43.00 100.00%
B o
5000
101
| s . 440 460 480 500
o L S e R e m/z 59.05 81.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.05 32.18%
15 4 101
83
Ottt e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
440 460 480 500
5000 59 m/z 58.05 18.64%
31 g3 101
0"“|'WHT“'”|"“l“'“”"“l"”l"”l"”l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7867: 4-Hydroxy-3-hexanone R St e
59 440 4.60 4.80 5.00
m/z 41.05 8.07%
31
o %3 73 87 99 116
miz--> 20 40 60 80 100 120 140 160 180 200 440 4.60 480 500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019684.D

Aca On : 02 Apr 2019 08:47

Operator : JU/SJ

Sample = K2068-20

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.89 2.32 ng/ul 282896 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2534 (17.892 min): BM019684.D (-2529) (-) m/z 73.10 100.00%
7B
43 ¢
5000
o7 129 213 R
15 | g 100ATI8s, | o7 286 17.60 17.80 18.00 18.20
0 m/z 60.00 81.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 73
5
50001 29
17.60 17.80 18.00 18.20
o7 129 256 m/z 43.05 66.39%
oLl 15 | 143157171185199°13 207
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 78
5 R SRR SR SO B
17.60 17.80 18.00 18.20
5000{ 29 256 m/z 57.10 61.71%
21
m/z--> ﬁo Jo 65 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid R R RE e
78 17.60 17.80 18.00 18.20
43 m/z 55.05 54 _.19%
5
129
- T WMALM
143157 214
0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17%0 1%80 18b0 1520
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040119\
Data File : BM019684.D

Acq On = 02 Apr 2019 08:47

Operator : JU/SJ

Sample - K2068-20

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.74 3.3 ng/ul 231368 1 7.57 1412530 20.0
n-Hexadecanoic acid 17.89 2.3 ng/ul 282896 4 17.00 2434080 20.0
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