LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019683.D

Aca On : 02 Apr 2019 08:10

Operator : JU/SJ

Sample : K2068-21

Misc :

ALS Vial : 37 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 32 rvB 50656 80612 3.03% 0.221%
2 3.628 105 109 118 rVB 16919 29934 1.13% 0.082%
3 3.716 118 124 131 rBvV 35521 63711 2.40% 0.174%
4 3.822 138 142 145 rvVB2 9543 14740 0.55% 0.040%
5 4.216 206 209 218 rVB2 8614 14898 0.56% 0.041%
6 4.369 232 235 241 rVB4 10554 16357 0.62% 0.045%
7 4.710 289 293 295 rBV 43038 54916 2.07% 0.150%
8 4.740 295 298 313 rVB 116395 189518 7.14% 0.519%
9 5.999 507 512 514 rBV6 3215 4451 0.17% 0.012%
10 6.640 613 621 622 rBV5 7385 13035 0.49% 0.036%

11 6.763 634 642 656 rBvV 489773 901317 33.93% 2.468%
12 6.928 663 670 686 rBvV 412054 731812 27 .55% 2.004%
13 7.104 694 700 713 rBV 575165 971291 36.57% 2.659%
14 7.569 773 779 788 rBV 844901 1360099 51.21% 3.724%

15 7.887 830 833 838 rvB2 3534 5508 0.21% 0.015%
16 8.293 895 902 916 rBV 607804 1114424 41.96% 3.051%
17 8.410 918 922 933 rVB 23121 47983 1.81% 0.131%
18 8.740 971 978 994 rBV 487292 888215 33.44% 2.432%
19 8.851 994 997 1001 rvv4 6514 10778 0.41% 0.030%
20 8.887 1001 1003 1008 rVB5 5109 7220 0.27% 0.020%
21 9.063 1027 1033 1040 rVB 32306 49118 1.85% 0.134%

22 9.457 1093 1100 1113 rBV 347983 615507 23.17% 1.685%
23 9.992 1184 1191 1207 rBV 604325 1199930 45.18% 3.286%
24 10.134 1212 1215 1220 rVB4 4262 7170 0.27% 0.020%
25 10.351 1244 1252 1264 rBV 1192285 1991456 74.98% 5.453%

26 10.522 1274 1281 1294 rBV 332592 739289 27.83% 2.024%

27 10.610 1294 1296 1308 rVBS8 13681 36071 1.36% 0.099%
28 10.816 1326 1331 1334 rVB6 4723 7496 0.28% 0.021%
29 11.345 1415 1421 1425 rBV3 3903 7848 0.30% 0.021%
30 11.545 1448 1455 1461 rVVv7 8422 16842 0.63% 0.046%
31 11.604 1461 1465 1468 rVB2 3174 4153 0.16% 0.011%
32 11.763 1488 1492 1496 rVB5 6193 10279 0.39% 0.028%
33 11.898 1511 1515 1520 rVB4 6315 10538 0.40% 0.029%
34 11.957 1520 1525 1527 rBV4 9054 15621 0.59% 0.043%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019683.D

Aca On : 02 Apr 2019 08:10

Operator : JU/SJ

Sample : K2068-21

Misc :

ALS Vial : 37 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 12.028 1534 1537 1542 rBV 9736 17959 0.68% 0.049%
36 12.257 1571 1576 1578 rBV 7085 11250 0.42% 0.031%
37 12.322 1583 1587 1590 rBvV4 4276 5538 0.21% 0.015%
38 12.445 1605 1608 1610 rBV3 4219 4455 0.17% 0.012%
39 12.728 1653 1656 1660 rBv4 55637 7251 0.27% 0.020%
40 12.939 1690 1692 1697 rBV5 6163 9789 0.37% 0.027%
41 13.028 1704 1707 1713 rVB4 5756 9158 0.34% 0.025%
42 13.151 1726 1728 1733 rVB5 3491 4471 0.17% 0.012%
43 13.192 1733 1735 1740 rVB3 4047 4736 0.18% 0.013%
44 13.263 1743 1747 1756 rVB7 3988 7763 0.29% 0.021%
45 13.386 1766 1768 1769 rBV2 6847 6215 0.23% 0.017%
46 13.410 1771 1772 1777 rVB3 10603 10604 0.40% 0.029%
47 13.492 1782 1786 1791 rBV6 10945 18489 0.70% 0.051%
48 13.545 1791 1795 1800 rVB2 11204 15781 0.59% 0.043%
49 13.604 1800 1805 1808 rBV5 12012 21051 0.79% 0.058%

50 13.657 1808 1814 1818 rVV 1195604 1715979 64.61% 4.698%

51 13.704 1818 1822 1827 rVB 152734 220779 8.31% 0.605%
52 13.927 1854 1860 1869 rBV 1420544 2094718 78.86% 5.736%

53 14.039 1876 1879 1885 rVB7 11287 18763 0.71% 0.051%
54 14.116 1886 1892 1895 rBV5 6485 12306 0.46% 0.034%
55 14.180 1899 1903 1905 rVV5 4788 7444 0.28% 0.020%
56 14.233 1905 1912 1920 rVV2 1723161 2604621 98.06% 7.132%
57 14.298 1920 1923 1927 rVB 23625 34853 1.31% 0.095%
58 14.445 1944 1948 1949 rBvV4 4148 5805 0.22% 0.016%
59 14.498 1952 1957 1974 rBV2 154373 455089 17.13% 1.246%
60 14.663 1982 1985 1989 rBV6 9490 13073 0.49% 0.036%
61 14.851 2012 2017 2019 rBV6 6364 11234 0.42% 0.031%
62 14.933 2029 2031 2036 rVB5 7439 10486 0.39% 0.029%
63 15.022 2039 2046 2050 rBV3 16638 36636 1.38% 0.100%
64 15.080 2052 2056 2058 rVB4 8254 12254 0.46% 0.034%
65 15.239 2077 2083 2096 rBV 1716497 2548694 95.96% 6.979%
66 15.392 2106 2109 2110 rBVZ2 6361 7072 0.27% 0.019%
67 15.474 2119 2123 2128 rVB3 23195 35445 1.33% 0.097%
68 15.574 2138 2140 2143 rBV4 5785 7655 0.29% 0.021%
69 15.957 2199 2205 2209 rBV9 17231 37278 1.40% 0.102%

70 16.998 2376 2382 2388 rBV 1954801 2558120 96.31% 7.004%
71 17.098 2393 2399 2407 rVB 1606002 2338653 88.05% 6.403%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019683.D

Aca On : 02 Apr 2019 08:10

Operator : JU/SJ

Sample : K2068-21

Misc :

ALS Vial : 37 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 - 0 Peak Location: TOP

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

Method
Title

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

72 17.886 2529 2533 2543 rBV 246252 441660 16.63% 1.209%
73 19.404 2786 2791 2796 rBV 1488219 2068442 77.88% 5.664%
74 20.904 3044 3046 3050 rBV2 483444 553107 20.82% 1.514%
75 21.203 3093 3097 3102 rBV 1897139 2293179 86.34% 6.279%

76 23.274 3445 3449 3455 rVB 1243491 2335779 87.94% 6.396%
77 23.415 3470 3473 3481 rVB2 1577354 2656089 100.00% 7.273%

Sum of corrected areas: 36521860
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019683.D

Aca On : 02 Apr 2019 08:10

Operator : JU/SJ

Sample : K2068-21

Misc :

ALS Vial : 37 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

Abundance TIC: BM019683.D
4000000

3000000

2000000

1000000

04§.A12 38332 4.2p37 47f .60.82  11.31190
Time-> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM019683.D
4000000
3000000
17.00 19.40
2000000
14.23 15.24 17.10

1000000
17.89

oAArP22821 2. 13 REIBEASO |1 ADALLLS. 60 48R
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM019683.D

2 42
4000000 21.20
3000000
20.90

2000000
1000000

O T T e e e e e e e e e e
Time--> 21.00 21.50 22.00 2250 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019683.D

Aca On : 02 Apr 2019 08:10

Operator : JU/SJ

Sample : K2068-21

Misc :

ALS Vial : 37 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 unknown-01 Concentration Rank 3

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

4.74 2.79 ng/ul 189518 1,4-Dichlorobenzene-d4 7.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 47
2 2.5.8.11.14-Pentaoxapentadecane 222 C10H2205 000143-24-8 42
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
4 Dimethadione 129 C5H7NO3 000695-53-4 38
5 2,5,8,11,14-Pentaoxapentadecane 222 C10H2205 000143-24-8 36

Abundance Scan 298 (4.740 min): BM019683.D (-295) (-) m/z 43.00 100.00%

43
59
5000
101

83 440 460 480 500
Ol el 2827 Tm/z 59.05  76.86%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #248: Guanidine
43 59

5000, 18 R ARANRERRE L
4.40 4.60 4.80 5.00

m/z 101.05 30.05%

oL B
,,,,,,,,,,
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #70349: 2,5,8,11,14-Pentaoxapentadecane
59
R EEmaa e R
440 4.60 4.80 5.00
5000 m/z 58.10 19.17%
45 103
o M 1 73 87 | 117 133 147 164 177
,,,,,,, e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- E Emma s AR
43 440 460 480 5.00

m/z 41.00 7.75%

5000 59
31 ‘ g3 101
0 | |

m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019683.D

Aca On : 02 Apr 2019 08:10

Operator : JU/SJ

Sample : K2068-21

Misc :

ALS Vial : 37 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 3.45 ng/ul 441660 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 81

Abundance Scan 2534 (17.892 min): BM019683.D (-2529) (-) m/z 73.00 100.00%

5000

17.60 17.80 18.00 18.20

o m/z 60.00 69.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92227: n-Hexadecanoic acid
43
60
5000 LN L L L L B L A
17.60 17.80 18.00 18.20
- m/z 43.10 53.47%
o | 152 171 194213 239
SRARERRER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92226: n-Hexadecanoic acid
43 73
R N REEE S R
17.60 17.80 18.00 18.20
5000 m/z 55.10 50.88%
2 g7 129 3 256
ol 157 185 239
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92228: n-Hexadecanoic acid AR EEREE L
43 73 17.60 17.80 18.00 18.20
m/z 57.10 47 .99%
5000 256
2 213
‘ I 157 185
Ol ek h-h SN

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019683.D

Aca On : 02 Apr 2019 08:10

Operator : JU/SJ

Sample : K2068-21

Misc :

ALS Vial : 37 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 3 (DEL) Alkane: Cyclic20.90 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.90 4.82 ng/ul 553107 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 97
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 91
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 87
Abundance Scan 3045 (20.898 min): BM019683.D (-3044) (-) m/z 83.10 100.00%
i ij\v-/\//
5000
139 181207 281 20.60 20.80 21.00 21.20
ob— A4 hL 253 328 360 390416 457 493520 /7 69.10 Y
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #89787: 3-Octadecene, (E)-
41 (68
97
5000 HUUR N BN SUN
20.60 20.80 21.00 21.20
l m/z 57.10 95.23%
125
o J ,\1 154182 224252
UL UL L SAL DL B UL DAL UL SN S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #106400: 3-Eicosene, (E)-
57
83 LR N BN SUN
20.60 20.80 21.00 21.20
5000 m/z 55.10 84 .09%
i il MM/A\/\/’“_W
o J l [139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #154046: Bromoacetic acid, octadecyl ester B B A Eame
43 20.60 20.80 21.00 21.20
69 m/z 97.10 82.03%
97
5000
23
o L) i 2250 g0
m/z--> 50 100 150 200 250 300 350 400 450 500 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040119\
Data File : BM019683.D

Acq On : 02 Apr 2019 08:10

Operator : JU/SJ

Sample - K2068-21

Misc :

ALS Vial : 37 Sample Multiplier: 1

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown-01 4.74 2.8 ng/ul 189518 1 7.57 1360100 20.0
n-Hexadecanoic acid 17.89 3.5 ng/ul 441660 4 17.00 2558120 20.0
(DEL) Alkane: Cyc... 20.90 4.8 ng/ul 553107 5 21.20 2293180 20.0
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