LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122719\
Data File : BM024333.D

Aca On : 27 Dec 2019 19:06

Operator :© JU

Sample - K6280-12

Misc :

ALS Vial : 11 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-BM121719MA.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 2.987 14 17 25 rvB 48061 77281 1.77% 0.178%
2 3.681 132 135 140 rvB2 11574 15700 0.36% 0.036%
3 6.122 546 550 552 rVB4 3120 4791 0.11% 0.011%
4 6.587 625 629 630 rBV3 5513 7293 0.17% 0.017%
5

6.622 630 635 648 rvB2 138448 313234 7.18% 0.723%

6.769 655 660 674 rBvY 484200 822543 18.85% 1.897%
6.957 686 692 703 rBvV 557117 933370 21.39% 2.153%
rBv 799387 1327807 30.43% 3.063%
8.145 887 894 907 rBV 402629 736056 16.87% 1.698%
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1 8.569 960 966 981 rBV 578914 1053383 24.14% 2.430%
11 8.669 981 983 988 rVB6 4071 6199 0.14% 0.014%
12 8.998 1034 1039 1042 rBV2 11018 13421 0.31% 0.031%

13 9.287 1080 1088 1103 rBvV 494380 876160 20.08% 2.021%
14 9.828 1174 1180 1196 rBV 624547 1272586 29.16% 2.936%

15 9.981 1203 1206 1209 rVB6 4698 6374 0.15% 0.015%
16 10.181 1233 1240 1250 rBV 1140218 1859877 42.62% 4._.290%
17 10.245 1250 1251 1256 rVB4 6358 5467 0.13% 0.013%
18 10.369 1265 1272 1278 rBV3 23332 55344 1.27% 0.128%
19 11.804 1510 1516 1521 rVB6 10313 19777 0.45% 0.046%
20 11.963 1540 1543 1547 rVB6 3468 5722 0.13% 0.013%
21 12.016 1547 1552 1554 rBV5 4014 6457 0.15% 0.015%
22 12.422 1618 1621 1627 rBV7 3326 5731 0.13% 0.013%
23 12.992 1712 1718 1723 rVV4 13524 23215 0.53% 0.054%
24 13.051 1725 1728 1730 rVvv4 3617 4548 0.10% 0.010%

25 13.504 1799 1805 1811 rBV 1430499 2030447 46.53% 4.684%

26 13.557 1811 1814 1823 rVB 73481 108379 2.48% 0.250%
27 13.769 1842 1850 1860 rBV 1590106 2380020 54.54% 5.490%
28 13.957 1873 1882 1895 rBV2 78234 247200 5.66% 0.570%
29 14.080 1897 1903 1914 rVB 1657570 2464580 56.47% 5.685%
30 14.363 1944 1951 1968 rBvV4 62925 203389 4.66% 0.469%

31 14.857 2030 2035 2039 rVvVv 30503 43847 1.00% 0.101%
32 14.910 2042 2044 2047 rVB3 5768 4893 0.11% 0.011%
33 14.969 2052 2054 2057 rVB3 6397 6788 0.16% 0.016%

34 15.080 2067 2073 2083 rBV 2054702 3048641 69.86% 7.033%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122719\
Data File : BM024333.D

Aca On : 27 Dec 2019 19:06

Operator :© JU

Sample - K6280-12

Misc :

ALS Vial : 11 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-BM121719MA_M
Title = SVOA CALIBRATION

35 15.145 2083 2084 2089 rVB5 5739 5753 0.13% 0.013%
36 15.239 2094 2100 2112 rBV 559294 927268 21.25% 2.139%
37 15.321 2112 2114 2120 rVV3 31686 51158 1.17% 0.118%
38 15.369 2120 2122 2126 rVB4 6519 7305 0.17% 0.017%
39 15.463 2134 2138 2141 rBvV4 4246 7070 0.16% 0.016%
40 15.516 2145 2147 2154 rVB6 4700 8375 0.19% 0.019%
41 15.833 2198 2201 2203 rBV4 5207 7986 0.18% 0.018%
42 15.874 2203 2208 2212 rVBS8 6881 11690 0.27% 0.027%
43 15.945 2219 2220 2224 rBV4 4271 5807 0.13% 0.013%
44 16.004 2226 2230 2233 rVV5 3710 6181 0.14% 0.014%
45 16.063 2238 2240 2244 rVB4 3735 5197 0.12% 0.012%
46 16.339 2282 2287 2289 rBV6 3242 6215 0.14% 0.014%
47 16.627 2332 2336 2340 rBV3 23172 27404 0.63% 0.063%
48 16.727 2350 2353 2357 rVB6 7182 8996 0.21% 0.021%

49 16.839 2366 2372 2382 rBV 1975394 2766269 63.39% 6.381%
50 16.939 2382 2389 2403 rVV 2371075 3381217 77.48% 7.800%

51 17.198 2429 2433 2436 rBV6 8459 13842 0.32% 0.032%
52 17.445 2473 2475 2476 rBV2 6343 4631 0.11% 0.011%
53 17.762 2524 2529 2536 rBV2 94402 148607 3.41% 0.343%
54 18.298 2618 2620 2623 rBV4 5758 5507 0.13% 0.013%
55 18.574 2665 2667 2669 rBV3 6344 4845 0.11% 0.011%
56 18.880 2716 2719 2723 rBV2 25608 40604 0.93% 0.094%
57 19.062 2747 2750 2758 rBV6 28863 48598 1.11% 0.112%
58 19.133 2760 2762 2767 rVB2 26372 30196 0.69% 0.070%

59 19.245 2776 2781 2791 rBV 2864948 4024653 92.22% 9.284%
60 20.792 3040 3044 3050 rBV2 447347 612223 14.03% 1.412%

61 21.056 3084 3089 3097 rBV 2365205 3179887 72.87% 7.336%
62 22.086 3262 3264 3269 rVB 137395 151157 3.46% 0.349%

63 23.044 3421 3427 3432 rBV 2475421 4364049 100.00% 10.067%
64 23.174 3443 3449 3460 rVB 1933162 3495770 80.10% 8.064%

Sum of corrected areas: 43348980
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122719\
Data File : BM024333.D

Aca On : 27 Dec 2019 19:06

Operator :© JU

Sample - K6280-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM024333.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122719\
Data File : BM024333.D

Aca On : 27 Dec 2019 19:06

Operator :© JU

Sample - K6280-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 _beta.-D-Glucopyranose, 1,6... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.96 2.01 ng/ul 247200 Acenaphthene-d10 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-D-Glucopvranose. 1.6-anhy... 162 C6H1005 000498-07-7 72
2 Heptanoic acid 130 C7H1402 000111-14-8 64
3 Hexanoic acid 116 C6H1202 000142-62-1 53
4 _beta.-D-Ribopvranoside. methvl 164 C6H1205 017289-61-1 53
5 Butanoic acid 88 C4H802 000107-92-6 53
Abundance Scan 1883 (13.963 min): BM024333.D (-1873) (-) m/z 60.00 100.00%
60
5000
73
43
98 13.60 13.80 14.00 14.20
0..,....,....,....-,'“!'.'?P. I Juy &0 &0 L 1 m/z 57.00  37.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #32447: .beta.-D-Glucopyranose, 1,6-anhydro-
60
5000 LU AU UL B
73 13.60 13.80 14.00 14.20
m/z 73.00 33.62%
98
O'W'“'w'“h”'wahﬁgl'“'ﬂ”h'|§§w'”4w'“|“'w'“'w'”|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13415: Heptanoic acid
60
13.60 13.80 14.00 14.20
5000 73 m/z 43.05 19.75%
97 41
87
o “ 34 | ‘ 53 il .| 94101 113 130
m/z--> 10 20 35 45 50 60 75 80 90 100 110 120 130
Abundance #8071: Hexanoic acid R EE R E s
60 13.60 13.80 14.00 14.20
m/z 42.05 15.91%
5000 73
41
27 ‘ 87
PN N~ 8 A0 N OO WSRO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122719\
Data File : BM024333.D

Aca On : 27 Dec 2019 19:06

Operator :© JU

Sample - K6280-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Trifluoroacetoxy hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.79 3.85 ng/ul 612223 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 3044 (20.792 min): BM024333.D (-3040) (-) m/z 57.05 100.00%
87 . 83
- L
LN U AU SR I
207 20.40 20.60 20.80 21.00 21.20
- 212 a3 429 "m/z 83.10 98.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
20.40 20.60 20.80 21.00 21.20
29 125 m/z 43.05 91.97%
ol | | 154 196224 269 390
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecy! ester
4
83 LN AU SR I
20.40 20.60 20.80 21.00 21.20
5000 m/z 69.10 91.69%
111
o 139 182 210
m/z--> 50 100 150 200 250 300 350 400
Abundance #207396: Bromoacetic acid, octadecyl ester T T e
43 20.40 20.60 20.80 21.00 21.20
69 m/z 55.05 91.53%
97
5000
le
ol L e 22020 e
m/z--> 50 100 150 200 250 300 350 400 20.40 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\BM122719\
Data File : BM024333.D

Acq On : 27 Dec 2019 19:06

Operator : JU

Sample - K6280-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
-beta.-D-Glucopyr... 13.96 2.0 ng/ul 247200 3 14.08 2464580 20.0
Trifluoroacetoxy ... 20.79 3.9 ng/ul 612223 5 21.06 3179890 20.0
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