LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051819\
Data File : BM020412.D

Aca On : 18 May 2019 23:16

Operator : JU/SJ

Sample : K2690-20

Misc :

ALS Vial : 16 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-BMO51619MA .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 3.740 124 128 135 rVB 132819 164356 4_.76% 0.704%
2 6.904 660 666 681 rVB 398891 704564 20.41% 3.017%
3 7.075 690 695 705 rBV 338870 520595 15.08% 2.229%
4 7.263 721 727 735 rBV 439686 720582 20.88% 3.086%
5 7.734 801 807 815 rBV 351950 558591 16.18% 2.392%
6 8.439 921 927 944 rVB 236302 413716 11.99% 1.772%
7 8.904 999 1006 1017 rBV 389882 656703 19.03% 2.812%
8 9.239 1060 1063 1068 rvVvB2 6749 9621 0.28% 0.041%
9 9.616 1121 1127 1140 rBV 308492 528272 15.31% 2.262%
10 10.151 1211 1218 1232 rBvV 448910 796897 23.09% 3.413%

11 10.528 1274 1282 1294 rBV 420999 692495 20.06% 2.965%
12 10.680 1301 1308 1328 rBV 142904 315342 9.14% 1.350%

13 12.122 1549 1553 1558 rVB2 5226 7857 0.23% 0.034%
14 13.186 1730 1734 1738 rBV2 5014 7092 0.21% 0.030%
15 13.263 1743 1747 1751 rVB3 18463 28418 0.82% 0.122%
16 13.339 1759 1760 1767 rVB3 3472 3868 0.11% 0.017%
17 13.698 1816 1821 1826 rVB3 4868 8356 0.24% 0.036%
18 13.751 1826 1830 1832 rBV2 5831 7704 0.22% 0.033%

19 13.798 1832 1838 1842 rVV 912856 1255619 36.38% 5.377%
20 13.845 1842 1846 1851 rVV 219162 292085 8.46% 1.251%

21 13.880 1851 1852 1859 rVB5 4388 6446 0.19% 0.028%
22 13.969 1864 1867 1870 rVB2 2807 3486 0.10% 0.015%
23 14.016 1870 1875 1879 rBv4 4752 7199 0.21% 0.031%
24 14.080 1879 1886 1894 rBV 1002020 1475457 42.75% 6.318%
25 14.198 1901 1906 1911 rVB7 5898 10490 0.30% 0.045%
26 14.263 1911 1917 1923 rBV5 14423 22356 0.65% 0.096%
27 14.333 1926 1929 1930 rVV3 3533 3821 0.11% 0.016%

28 14.386 1932 1938 1948 rVB2 582873 887608 25.72% 3.801%
29 14.604 1968 1975 1990 rBV2 204859 416753 12.07% 1.785%

30 14.774 1998 2004 2010 rBVS 21162 53865 1.56% 0.231%
31 14.857 2015 2018 2023 rVB5 8354 9805 0.28% 0.042%
32 14.998 2037 2042 2049 rBV5 7810 18537 0.54% 0.079%
33 15.057 2049 2052 2054 rVB2 4563 5386 0.16% 0.023%
34 15.163 2065 2070 2074 rBV7 7834 17144 0.50% 0.073%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051819\
Data File : BM020412.D

Aca On : 18 May 2019 23:16

Operator : JU/SJ

Sample : K2690-20

Misc :

ALS Vial : 16 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-BMO51619MA_M
Title = SVOA CALIBRATION

35 15.215 2074 2079 2084 rVB5 20305 29789 0.86% 0.128%
36 15.380 2101 2107 2115 rBV 1221899 1837878 53.25% 7.870%
37 15.439 2115 2117 2121 rVB4 10529 10259 0.30% 0.044%
38 15.521 2125 2131 2138 rBV 227812 339298 9.83% 1.453%
39 15.615 2143 2147 2153 rVB3 19444 34639 1.00% 0.148%
40 15.710 2161 2163 2166 rBV3 5613 7067 0.20% 0.030%
41 15.845 2182 2186 2189 rBV5 6419 9264 0.27% 0.040%
42 16.098 2222 2229 2234 rBVS8 23953 63069 1.83% 0.270%
43 16.245 2250 2254 2256 rBV4 8788 13190 0.38% 0.056%
44 16.421 2282 2284 2285 rBV2 5471 4940 0.14% 0.021%
45 16.486 2293 2295 2298 rBV4 6641 6809 0.20% 0.029%
46 16.586 2310 2312 2314 rVB3 7246 5200 0.15% 0.022%
47 16.680 2325 2328 2334 rVBS8 11241 16098 0.47% 0.069%
48 16.921 2365 2369 2374 rVBS8 19922 28460 0.82% 0.122%

49 17.139 2400 2406 2411 rBV 729809 1045991 30.30% 4._479%
50 17.239 2417 2423 2430 rBV 1294171 1825516 52.89%% 7.817%

51 17.515 2466 2470 2471 rBvV4 20574 27382 0.79% 0.117%
52 18.021 2551 2556 2561 rBV 198349 303188 8.78% 1.298%
53 19.303 2771 2774 2780 rBV3 95913 168443 4._.88% 0.721%
54 19.539 2809 2814 2823 rBV 1747400 2329969 67.50% 9.978%
55 21.327 3115 3118 3123 rVB 909032 1162656 33.68% 4_.979%

56 23.456 3475 3480 3491 rVB3 1564596 3451558 100.00% 14.781%

Sum of corrected areas: 23351749
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BMO051819\

BM020412.D

18 May 2019 23:16

JussJ

K2690-20

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO51619MA_M
SVOA CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Time-->

12.12 Al
12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

TIC: BM020412.D

17.24

15.38

17.

12063 1 4A1BECEE 2% 4451251816 10I2E RS SE6. 92
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TIC: BM020412.D

23146
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Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 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\BM051819\
Data File : BM020412.D

Aca On : 18 May 2019 23:16

Operator : JU/SJ

Sample = K2690-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO51619MA_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-Pyrrolidinone Concentration Rank 1

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

3.74 5.88 ng/ul 164356 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvrrolidinone 85 C4H7NO 000616-45-5 50
2 2-Furanmethanol. tetrahvdro-5-me... 116 C6H1202 054774-28-6 36
3 2(3H)-Furanone. dihvdro-5-propvl- 128 C7H1202 000105-21-5 36
4 2(3H)-Furanone. 5-butvildihvdro- 142 C8H1402 000104-50-7 36
5 2(3H)-Furanone, dihydro-5-propyl- 128 C7H1202 000105-21-5 36

Abundance Scan 128 (3.740 min): BM020412.D (-124) (-) m/z 85.00 100.00%

85
5000 41
60

3.40 3.60 3.80 4.00
71
..,....,...-:|:!‘:..,??.'.!....,-:..7.?.:..??...,.19?.,....,....,... m/z 41.05  46.05%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1519: 2-Pyrrolidinone
85
41

5000 R
3.40 3.60 3.80 4.00

m/z 43.00 30.57%

56
35 ]|l 50, 6369 77 |,
L B LA A B B BN R m s m
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7990: 2-Furanmethanol, tetrahydro-5-methyl-, trans-
8b
3.40 3.60 3.80 4.00
5000 43 m/z 39.10 22.71%
.w.”.“.”,”.w.”.“.”,”.w.”.“.pﬁ.”.“.”,”.w.”
m/z--> 20 30 40 50 80 90 100 110 120 130
Abundance #11872: 2(3H) Furanone, dihydro-5-propy!l- B TR S Mat I S e
8b 3.40 3.60 3.80 4.00
m/z 60.00 19.09%
5000
29
41 56
\‘ |l 50 |, 64 7177 | 92 100 110 119 127 )
e K A i AR RARER STt S e s
m/z--> 20 30 40 50 60 70 80 9 100 110 120 130 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051819\
Data File : BM020412.D

Aca On : 18 May 2019 23:16

Operator : JU/SJ

Sample = K2690-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO51619MA_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.
18.02 5.80 ng/ul 303188 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
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 52
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49

Abundance Scan 2556 (18.021 min): BM020412.D (-2551) (-) m/z 73.00 100.00%

5000

_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_ﬁ
256
17.80 18.00 18.20 18.40
277 299315332
m/z 60.00 64 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid
43

-

5000
17.80 18.00 18.20 18.40

m/z 55.05 55.28%

2 213

157 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92226: n-Hexadecanoic acid
43 73

3

17.80 18.00 18.20 18.40
m/z 41.00 51.39%

5000

213 256

157 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

-

Abundance #92227: n-Hexadecanoic acid L B o A oo
43 17.80 18.00 18.20 18.40
m/z 43.10 51.23%
60
5000
256
¥ e ? 152171 104213 239"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17. 80 18 00 18. 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051819\
Data File : BM020412.D

Aca On : 18 May 2019 23:16

Operator : JU/SJ

Sample = K2690-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO51619MA_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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.30 2.90 ng/ul 168443 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 45
4 Octadecanoic acid 284 C18H3602 000057-11-4 41
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 35

Abundance Scan 2773 (19.298 min): BM020412.D (-2771) (-) m/z 73.10 100.00%

43

5000

241 R e e AR
37 404 468 498 19.00 19.20 19.40 19.60
m/z 59.95 77.09%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108841: Octadecanoic acid

5000
19.00 19.20 19.40 19.60

m/z 43.10 75.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108839: Octadecanoic acid

19.00 19.20 19.40 19.60
5000 m/z 55.10 71.66%

J 129 284

185 241
| ‘ 101 | 15777 213

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75072: Tetradecanoic acid B B A Eame
19.00 19.20 19.40 19.60

m/z 41.00 55.40%

5000

T I T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051819\
Data File : BM020412.D

Acq On : 18 May 2019 23:16

Operator : JU/SJ

Sample - K2690-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO51619MA_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-Pyrrolidinone 3.74 5.9 ng/ul 164356 1 7.73 558591 20.0
n-Hexadecanoic acid 18.02 5.8 ng/ul 303188 4 17.14 1045990 20.0
Octadecanoic acid 19.30 2.9 ng/ul 168443 5 21.33 1162660 20.0
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