LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092719\
Data File : BM022799.D

Aca On 27 Sep 2019 22:50

Operator :© JU

Sample : K4985-22

Misc :

ALS Vial : 17 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-BM092719MA .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 3.269 45 48 60 rvB 55074 88058 1.12% 0.131%
2 3.922 154 159 166 rvVB 30764 49767 0.63% 0.074%
3 4.010 170 174 180 rVB 13193 18716 0.24% 0.028%
4 4.104 187 190 195 rvB 8917 12886 0.16% 0.019%
5 4.463 248 251 256 rVB2 8804 10899 0.14% 0.016%
6 4.951 327 334 340 rBV5 7636 17993 0.23% 0.027%
7 6.198 542 546 551 rVB 8589 10666 0.14% 0.016%
8 6.975 672 678 691 rBV2 269702 548843 6.95% 0.814%
9 7.139 700 706 723 rBV 753763 1232330 15.61% 1.827%
10 7.345 733 741 755 rVB 878909 1415096 17.93% 2.099%

11 7.810 813 820 828 rBV 912316 1412533 17.90% 2.095%
12 7.881 828 832 838 rvB 6600 9676 0.12% 0.014%
13 8.510 932 939 952 rBV 728386 1144507 14.50% 1.697%
14 8.963 1009 1016 1028 rBV 985858 1594960 20.21% 2.365%
15 9.133 1041 1045 1051 rVvB4 8511 14607 0.19% 0.022%

16 9.416 1083 1093 1098 rBvV 22451 35661 0.45% 0.053%
17 9.686 1132 1139 1153 rBV 809030 1314885 16.66% 1.950%
18 10.222 1223 1230 1243 rBV 1315304 2096521 26.56% 3.109%
19 10.551 1281 1286 1288 rBV 6635 9861 0.12% 0.015%
20 10.604 1288 1295 1303 rVB 1296015 2145524 27 .19% 3.182%

21 10.733 1309 1317 1327 rVB 151033 271559 3.44% 0.403%

22 11.586 1458 1462 1473 rBvV4 6999 21949 0.28% 0.033%
23 11.904 1512 1516 1521 rBV 13074 19269 0.24% 0.029%
24 12.192 1556 1565 1570 rBV 18562 28448 0.36% 0.042%
25 13.286 1746 1751 1758 rBV2 8270 13676 0.17% 0.020%

26 13.857 1841 1848 1852 rBV 2431878 3379078 42.82% 5.011%
27 13.898 1852 1855 1863 rVB 220789 304704 3.86% 0.452%
28 14.139 1889 1896 1909 rVB 2880867 4146120 52.54% 6.149%
29 14.357 1928 1933 1938 rBv4 5590 10006 0.13% 0.015%
30 14.445 1940 1948 1961 rBV 2076697 3118279 39.51% 4.624%

31 14.627 1974 1979 1993 rBV 270955 416160 5.27% 0.617%

32 14.862 2014 2019 2025 rBV2 12271 19442 0.25% 0.029%
33 15.192 2069 2075 2080 rVB 6341 8571 0.11% 0.013%
34 15.251 2081 2085 2089 rVV3 6075 10060 0.13% 0.015%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092719\
Data File : BM022799.D

Aca On 27 Sep 2019 22:50

Operator :© JU

Sample : K4985-22

Misc :

ALS Vial : 17 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-BM092719MA_M
Title = SVOA CALIBRATION
35 15.304 2091 2094 2099 rVB3 8134 10556 0.13% 0.016%

36 15.439 2110 2117 2128 rBV 3756384 5283651 66.95% 7.835%
37 15.551 2130 2136 2151 rBV 1148219 1529560 19.38% 2.268%

38 15.674 2151 2157 2162 rBV 42206 56456 0.72% 0.084%
39 16.121 2230 2233 2237 rVB 9826 11748 0.15% 0.017%
40 16.221 2246 2250 2255 rVB4 17927 22674 0.29% 0.034%
41 16.368 2272 2275 2280 rVB2 8369 12144 0.15% 0.018%
42 16.433 2283 2286 2289 rBV3 6416 8461 0.11% 0.013%
43 16.592 2307 2313 2319 rBV4 13654 21663 0.27% 0.032%
44 16.692 2325 2330 2334 rVB3 7535 10763 0.14% 0.016%
45 16.968 2369 2377 2380 rBV5 9927 19443 0.25% 0.029%

46 17.186 2407 2414 2424 rBV 2686960 3690811 46.77% 5.473%
47 17.286 2424 2431 2441 rBV 4397756 6145737 T77.87% 9.114%

48 17.415 2450 2453 2458 rBV3 7519 13491 0.17% 0.020%
49 17.574 2478 2480 2484 rVB4 7156 8021 0.10% 0.012%
50 17.956 2541 2545 2549 rBV6 4966 8788 0.11% 0.013%
51 18.086 2561 2567 2585 rBV 703291 1125916 14.27% 1.670%
52 18.515 2636 2640 2643 rBV5 13333 16698 0.21% 0.025%
53 18.945 2710 2713 2715 rBV3 11301 12774 0.16% 0.019%
54 19.209 2754 2758 2761 rBV 63678 80215 1.02% 0.119%
55 19.239 2761 2763 2767 rVB5 12107 13147 0.17% 0.019%
56 19.362 2780 2784 2796 rBV 458110 740389 9.38% 1.098%
57 19.462 2798 2801 2805 rVB 54966 75549 0.96% 0.112%
58 19.574 2814 2820 2827 rBV 5753605 7892057 100.00% 11.704%
59 20.127 2912 2914 2919 rVB 28132 28881 0.37% 0.043%

60 20.497 2972 2977 2986 rBV 335203 441857 5.60% 0.655%

61 21.080 3071 3076 3086 rBV 682276 971739 12.31% 1.441%
62 21.362 3119 3124 3130 rBV 3195084 4059632 51.44% 6.020%
63 21.521 3148 3151 3156 rBV 108454 119708 1.52% 0.178%
64 21.962 3223 3226 3232 rBV2 123792 165362 2.10% 0.245%
65 22.427 3303 3305 3310 rVB2 163839 194359 2.46% 0.288%

66 22.944 3390 3393 3399 rVB 188847 248265 3.15% 0.368%
67 23.485 3478 3485 3497 rVB 3181338 6189367 78.43% 9.179%
68 23.627 3503 3509 3518 rVB 1677229 3251660 41.20% 4.822%

Sum of corrected areas: 67432852
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092719\
Data File : BM022799.D

Aca On : 27 Sep 2019 22:50

Operator :© JU

Sample : K4985-22

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM022799.D
5000000
4000000
3000000

2000000

10.22 10.60

8.96

1000000 7.14:35 781 8.51 9.69

6.9
327 34810 446 495 6.20 A .88 A A&B&QA 108,73 11.59

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM022799.D

19,57
5000000
17.29

4000000 15.44

3000000 14.14 17. J‘Q
13.86

2000000

1000000 18.09

1B. .
1.902.19 1329 i )\14.86 ) 14.861566280 [15. . i?ﬂ@S?llgL
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Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM022799.D

5000000
4000000 23.49
21.36

3000000

P3.63
2000000

21.08
1000000 Esz Jlog 2243 22,94

e

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\BM092719\
Data File : BM022799.D

Aca On : 27 Sep 2019 22:50

Operator :© JU

Sample : K4985-22

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.09 6.10 ng/ul 1125920 Phenanthrene-d10 17.19
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 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 87
Abundance Scan 2568 (18.092 min): BM022799.D (-2561) (-) m/z 73.00 100.00%
43 60 73
5000 129
213
143157171185, o0 - 1780 18.00 18.20 18.40
Ok m/z 43.05 85.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
4 60 73
5000{ 29 256 LR LR BRI SUGRILN B
ﬂmmmmmmm
213 m/z 60.00 84 .89Y%
. || L 143157171185 oo
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
ile]
60 '17.80 18.00 18.20 18.40
5000 3 m/z 57.10 67.38%
. I ‘”\ I ;01;151291431571711851992132272422‘6
m/z--> ﬁo 45 65 80 100 120 1&0 1éo 1éo 260 250 250 2éo 2éo
Abundance #92226: n-Hexadecanoic acid
43 6o 73 17.80 18.00 18.20 18.40
m/z 55.05 67.24%
50001 29
129
256
0 Il 143157171185199 213207
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092719\
Data File : BM022799.D

Aca On : 27 Sep 2019 22:50

Operator :© JU

Sample : K4985-22

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.36 3.65 ng/ul 740389 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87
Abundance Scan 2784 (19.362 min): BM022799.D (-2780) (-) m/z 73.10 100.00%
43 7B
5
5000
19.00 19.20 1940 19.60
(o} m/z 43.05 94 .32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
48 57 73

5000

19.00 19,20 19.40 19.60
m/z 60.00 83.79%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid
43 73

19.00 19.20 19.40 19.60
m/z 57.05  77.03%

5000
2
0..1.2.,.‘1..“ et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108842: Octadecanoic acid L B B B B B
43 19.00 19.20 19.40 19.60
57 73 284 m/z 55.05  73.66%
5000
2
0....‘,.‘l..‘i“. R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 00 19 20 19. 40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092719\
Data File : BM022799.D

Aca On : 27 Sep 2019 22:50

Operator :© JU

Sample : K4985-22

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.50 2.18 ng/ul 441857 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 86
2 Undecanamide. 11-bromo- 263 C11H22BrNO 005875-26-3 64
3 Octanamide 143 C8H17NO 000629-01-6 64
4 Dodecanamide 199 C12H25N0 001120-16-7 64
5 Nonanamide 157 C9H19NO 001120-07-6 59
Abundance Scan 2977 (20.497 min): BM022799.D (-2972) (-) m/z 59.10 100.00%
5000 k
41
83 126 20.20 20.40 20.60 20.80
154
ol Yplyo? 184 207 238 264 295 327 355 | ns 72.10 72.11%
m/z--> 50 100 150 200 250 300 350
Abundance #106874: 9-Octadecenamide, (2)-
50
5000 LI UL DL BN SR
20,20 20.40 20.60 20.80
41 m/z 55.10 40.13%
i LIS eporsn 100 220 20 P
m/z--> 50 100 150 200 250 300 350
Abundance #95983: Undecanamide, 11-bromo-
509
20,20 20.40 20.60 20.80
5000 m/z 41.10 34.76%
41
N 86 114 142163 1?4 220 263
m/z--> 50 100 150 200 250 300 350
Abundance #19501: Octanamide T e S
59 20,20 20.40 20.60 20.80
m/z 43.10 28.49%
5000 Nwﬁﬂvv‘#dmﬁpj\AJAX#AM-JWV
4 86
m/z--> 50 100 150 200 250 300 350 20,20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092719\
Data File : BM022799.D

Aca On : 27 Sep 2019 22:50

Operator :© JU

Sample : K4985-22

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 4 (DEL) Alkane: Cyclic21.08 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.08 4.79 ng/ul 971739 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 3076 (21.080 min): BM022799.D (-3071) (-) m/z 57.10 100.00%
57 83
5000 l \
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
207 20.80 21.00 21.20 21.40
ol 168 238 281 328 367 m/z 43.05 90.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106398: 5-Eicosene, (E)-
56
83
5000 AU DU AU B
20.80 21.00 21.20 21.40
29 111 m/z 55.05 88.11%
o1 ] i J 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
83 20,80 21.00 21.20 21.40
5000 m/z 83.10 87 .97%
111
29 169 238
o ,J,HI.,IIJ,Jll,hﬁgr.,} AT s
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester R T
43 20.80 21.00 21.20 21.40
69 m/z 97.05 78 .39%
97
5000
125
0 j‘ J | I H{ 1\153 196 224
- T rrrrrrryrrrrryrrr o rrrrrr T T —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM092719\
Data File : BM022799.D

Acq On 27 Sep 2019 22:50

Operator : JU

Sample . K4985-22

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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]
n-Hexadecanoic acid 18.09 6.1 ng/ul 1125920 4 17.19 3690810 20.0
Octadecanoic acid 19.36 3.6 ng/ul 740389 5 21.36 4059630 20.0
9-Octadecenamide, ... 20.50 2.2 ng/ul 441857 5 21.36 4059630 20.0
(DEL) Alkane: Cyc... 21.08 4.8 ng/ul 971739 5 21.36 4059630 20.0
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