LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023124.D

Aca On : 11 Oct 2019 11:44

Operator :© JU

Sample : K5124-04

Misc :

ALS Vial : 6 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 3.257 43 46 54 rvVB 23119 34009 1.36% 0.100%
2 3.769 129 133 137 rBvY 12516 16770 0.67% 0.049%
3 3.893 149 154 159 rVB 15206 23976 0.96% 0.070%
4 3.975 166 168 174 rVB 8063 10825 0.43% 0.032%
5 4.193 204 205 212 rVB5 3632 5609 0.22% 0.016%
6 4.346 229 231 238 rVB6 3819 6993 0.28% 0.021%
7 4.534 260 263 268 rBv4 3751 4760 0.19% 0.014%
8 4.899 322 325 329 rVB2 4805 6586 0.26% 0.019%
9 5.798 474 478 481 rVB5 2847 3262 0.13% 0.010%
10 5.987 509 510 517 rVB5 2134 3100 0.12% 0.009%
11 6.440 585 587 593 rBV3 3444 4894 0.20% 0.014%

12 6.940 665 672 686 rvB2 420050 744892 29.83% 2.185%
13 7.104 693 700 711 rBV 295956 485091 19.42% 1.423%
14 7.304 727 734 743 rVV 434264 687956 27 .55% 2.018%

15 7.398 747 750 755 rvVB5 3829 5443 0.22% 0.016%
16 7.622 782 788 796 rBV3 6786 15001 0.60% 0.044%
17 7.769 806 813 821 rBV 590119 928528 37.18% 2.724%
18 7.840 821 825 832 rVvv3 6466 9511 0.38% 0.028%
19 7.910 834 837 843 rVB5 2447 4625 0.19% 0.014%
20 8.057 855 862 865 rBv4 3157 7084 0.28% 0.021%
21 8.475 926 933 944 rBV 463424 742813 29.74% 2.179%
22 8.592 949 953 959 rvB2 5384 8502 0.34% 0.025%
23 8.922 1000 1009 1019 rBV 371312 609097 24 .39% 1.787%
24 9.092 1034 1038 1041 rBVS5 2693 3669 0.15% 0.011%
25 9.357 1077 1083 1088 rVB 8524 12915 0.52% 0.038%

26 9.639 1125 1131 1138 rBV 306969 496801 19.89%% 1.457%
27 10.181 1216 1223 1234 rBV 494118 811027 32.48% 2.379%
28 10.269 1234 1238 1251 rVB3 12083 25352 1.02% 0.074%
29 10.557 1278 1287 1294 rBV 784814 1289172 51.62% 3.782%
30 10.692 1304 1310 1317 rBV 286276 530610 21.25% 1.557%

31 10.745 1317 1319 1324 rVB 17857 24451 0.98% 0.072%
32 12.151 1553 1558 1565 rVB 5443 9872 0.40% 0.029%
33 12.686 1642 1649 1653 rBV3 2644 4431 0.18% 0.013%
34 12.851 1673 1677 1683 rBv4 3016 6209 0.25% 0.018%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023124.D

Aca On : 11 Oct 2019 11:44

Operator :© JU

Sample : K5124-04

Misc :

ALS Vial : 6 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 13.016 1701 1705 1708 rVB4 2263 2999 0.12% 0.009%
36 13.239 1738 1743 1748 rBV3 3968 6409 0.26% 0.019%
37 13.327 1756 1758 1764 rVB2 3017 2961 0.12% 0.009%
38 13.680 1814 1818 1822 rBV3 2364 3766 0.15% 0.011%
39 13.733 1822 1827 1833 rVV2 16460 25221 1.01% 0.074%

40 13.816 1835 1841 1845 rVV 773770 1047635 41.95% 3.073%

41 13.863 1845 1849 1857 rVV 338371 455277 18.23% 1.336%

42 13.945 1860 1863 1868 rVB4 1965 3076 0.12% 0.009%
43 14.021 1873 1876 1879 rVB3 1928 2536 0.10% 0.007%
44 14.057 1879 1882 1883 rBV2 2656 2855 0.11% 0.008%

45 14.098 1883 1889 1897 rVB 912896 1365116 54.66% 4_.005%

46 14.310 1921 1925 1930 rBV2 4295 6454 0.26% 0.019%
47 14.404 1935 1941 1950 rBV 1088038 1586718 63.54% 4 _.655%
48 14.604 1970 1975 1983 rBV 223587 363073 14.54% 1.065%

49 14.727 1993 1996 1998 rVB2 3020 2910 0.12% 0.009%
50 14.757 1998 2001 2008 rVB2 9539 13196 0.53% 0.039%
51 14.827 2008 2013 2017 rBV3 24875 33225 1.33% 0.097%
52 15.210 2073 2078 2082 rVVv4 3149 4285 0.17% 0.013%
53 15.263 2084 2087 2091 rVB2 7095 8295 0.33% 0.024%
54 15.398 2103 2110 2117 rBV 1161634 1626789 65.14% 4.772%
55 15.463 2117 2121 2124 rVB3 3289 4699 0.19% 0.014%
56 15.515 2124 2130 2138 rBV 243199 333197 13.34% 0.977%
57 15.633 2146 2150 2156 rBV 10422 14097 0.56% 0.041%
58 15.739 2164 2168 2169 rBv4 2220 2566 0.10% 0.008%
59 15.763 2171 2172 2176 rVB3 3185 3396 0.14% 0.010%
60 15.839 2180 2185 2190 rBV 26262 35146 1.41% 0.103%
61 15.951 2199 2204 2211 rBV 23035 41505 1.66% 0.122%
62 16.057 2218 2222 2225 rBV 20891 25130 1.01% 0.074%
63 16.092 2225 2228 2231 rVV 8462 12121 0.49% 0.036%
64 16.121 2231 2233 2236 rVVv4 6068 7107 0.28% 0.021%
65 16.186 2240 2244 2248 rVB5 6477 10047 0.40% 0.029%
66 16.292 2258 2262 2265 rBV5 3471 4044 0.16% 0.012%
67 16.357 2268 2273 2276 rBV5 17178 24960 1.00% 0.073%
68 16.474 2290 2293 2294 rBV3 3327 2906 0.12% 0.009%
69 16.504 2294 2298 2301 rVvv4 7986 13332 0.53% 0.039%
70 16.551 2305 2306 2310 rvv4 3647 4130 0.17% 0.012%
71 16.633 2313 2320 2327 rBV2 32334 56528 2.26% 0.166%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023124.D

Aca On : 11 Oct 2019 11:44

Operator :© JU

Sample : K5124-04

Misc :

ALS Vial : 6 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

72 16.821 2350 2352 2355 rBv4 2567 2576 0.10% 0.008%
73 16.868 2357 2360 2361 rVVv2 3178 3457 0.14% 0.010%
74 16.915 2361 2368 2377 rVB7 13814 35222 1.41% 0.103%
75 17.015 2381 2385 2386 rBv4 3522 4813 0.19% 0.014%

76 17.145 2397 2407 2413 rBV2 1266792 1761174 70.52% 5.167%
77 17.245 2418 2424 2434 rVV 1207721 1709594 68.46% 5.015%

78 17.533 2470 2473 2478 rVB6 9194 13355 0.53% 0.039%
79 17.651 2490 2493 2497 rBvV4 8060 9549 0.38% 0.028%
80 18.045 2556 2560 2566 rBV 55741 84716 3.39% 0.249%
81 18.345 2608 2611 2614 rBV2 13984 19757 0.79% 0.058%
82 18.980 2715 2719 2723 rBV 62904 72471 2.90% 0.213%
83 19.539 2809 2814 2824 rVB 1502340 2021639 80.95% 5.931%
84 20.056 2900 2902 2905 rBV 78740 91767 3.67% 0.269%

85 20.092 2906 2908 2912 rVB 117657 118460 4.74% 0.348%

86 21.045 3064 3070 3080 rVB2 1506975 2497330 100.00% 7.326%
87 21.327 3114 3118 3124 rBV 1578290 2023097 81.01% 5.935%
88 21.939 3216 3222 3232 rBV2 616974 1319590 52.84% 3.871%
89 22.944 3389 3393 3402 rVB 572611 933554 37.38% 2.739%
90 23.438 3472 3477 3487 rVB 1183635 2318498 92.84% 6.802%

91 23.580 3496 3501 3518 rVB 1249776 2474802 99.10% 7.260%
92 24.515 3655 3660 3671 rVB2 839038 1831011 73.32% 5.371%

Sum of corrected areas: 34087975
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023124.D

Aca On : 11 Oct 2019 11:44

Operator :© JU

Sample : K5124-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

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

Abundance

2000000

1500000

1000000

500000

0

TIC: BM023124.D

10.56

0.69

oz

3.3%98.1938.53 4.90

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

2000000

1500000

1000000

500000

(o]

TIC: BM023124.D

19.54

1734,

15.40

" X
' 18.98
1215 12 FRS50A243 1BGERQMBA B [IAH783 155226 HEGH 1‘;1;‘.&'3 1725%5 18,048.34

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Time-->
Abundance TIC: BM023124.D
21.04133 2328458
2000000
24.51
21.94 22.94

1500000

1000000 \A/\J

500000
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Time--> 21.00 21.50 22.00 2250 23.00 23,50 24.00 2450 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\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023124.D

Aca On : 11 Oct 2019 11:44

Operator :© JU

Sample : K5124-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Heptadecyl heptafluorobutyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.04 24 .69 ng/ul 2497330 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

Abundance Scan 3069 (21.039 min): BM023124.D (-3064) (-) m/z 91.10 100.00%
o
57
5000
20.80 21.00 21.20 21.40
oLk 238 280 326 371 402430 489 m/z 57.10 76 . 420
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
g7
83
5000 LR IS B I B
111 20.80 21.00 21.20 21.40
29 m/z 43.10 68.36%
o] [139 199 210238 g3 434
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57 83
" 20.80 21.00 21.20 21.40
5000 111 m/z 83.10 67.50%
29
LD AML | [50 26100 224720 207 369
m/z--> 50 100 150 200 250 360 350 400 450 '
Abundance #217811: Pentafluoropropionic acid, octadecy! ester R e MBS s o
57 20.80 21.00 21.20 21.40
9 m/z 55.10 66.31%
5000
125
29
oL L\l 153182 224252 297 398
m/z--> 50 100 150 200 250 300 350 400 450 ' 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023124.D

Aca On : 11 Oct 2019 11:44

Operator :© JU

Sample : K5124-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 2- Chloropropionic acid, oc... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.94 13.05 ng/ul 1319590 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 1l-Heptacosanol 396 C27H560 002004-39-9 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 3222 (21.939 min): BM023124.D (-3216) (-) m/z 57.10 100.00%
57 o7
5000
v 21.60 21.80 22.00 22,20
53 326 : : : :
ob A AL 25182 224251082 S0ss5384a15 503 849 | TemiG G0 b5y,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57
97
5000 AR LA SRR SR
21'60 21.80 22.00 22.20
29 m/z 43.10 83.77%
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57
97 RPN NS SRR SN
21.60 21.80 22.00 22.20
5000 m/z 55.10 83.77%
125
o l 153182210 266294322
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol R e
57 |97 21.60 21.80 22.00 22.20
m/z 97.10 78 .52%
5000
125
o 29 ﬂ53181209236264292320350378
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023124.D

Aca On : 11 Oct 2019 11:44

Operator :© JU

Sample : K5124-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 3 (DEL) Alkane: Cyclic22.94 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.94 7.54 ng/ul 933554 Perylene-d12 23.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 94
2 l1-Heneicosanol 312 C21H440 015594-90-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 1-Heptacosanol 396 C27H560 002004-39-9 93

Abundance Scan 3392 (22.939 min): BM023124.D (-3389) (-) m/z 83.10 100.00%

57 83

5000 111

rls

22.60 22.80 23.00 23.20
m/z 97.10 94 .58%

139
o ) ‘ 1} l | 167 207 252281309335 365 398425 475503
L AL B B e B Rt A S

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174180: Cyclotetracosane

(6]
a1
o]
w

5000 111 336 LI AL B B |
22.60 22.80 23.00 23.20
29 m/z 57.10 91.03%
0 | 1 | 167195222 251279 308
I o T i B L B B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol
55 83
B RE R R
22.60 22.80 23.00 23.20
5000 111 m/z 55.10 86.64%
29
LTI 230167106 238266 204 JL%
LA o e o T I A e e o o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcohol  REaa
56 83 22.60 22.80 23.00 23.20
m/z 43.10 84 .00%
29 139
ok h 1167196 224 252 280 308
L o o o LA LA LA B i o o o ERE R R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22 60 22. 80 23 00 23 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101119\
Data File : BM023124.D

Aca On : 11 Oct 2019 11:44

Operator :© JU

Sample : K5124-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 4 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24 .51 14.80 ng/ul 1831010 Perylene-di12 23.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 Cl15H24 1000140-07-7 46
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 25
3 Coumarin. 3.4-dihvdro-4.4.6.8-te... 204 C13H1602 249629-60-5 20
4 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 20
5 5_beta.-Pregn-11-ene 286 C21H34 006673-73-0 18
Abundance Scan 3659 (24.509 min): BM023124.D (-3655) (-) m/z 204.20 100.00%
204
271

5000

—

24.20 24.40 24.60 24.80

0! m/z 271.25 82.68%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
AN
5000 L L L L L L L L B |
161 24.20 24.40 24.60 24.80
N 123 H m/z 69.10 58.99%
0 iLm " e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
91 133 LA L L L L L LB L |
41 24.20 24.40 24.60 24.80
5000 161 m/z 133.05 57.92%
6 m_/\‘_u\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64132: Coumarin, 3,4-dihydro-4,4,6,8-tetramethyl- e A RERRE AT
204 24.20 24.40 24.60 24.80
162 m/z 81.10 50.18%
= ’W\&‘AJ\’/\«
91
41 5 119 j
0 ..k',“‘.i.“.i w‘“.,..‘..,....,....,....,....,....,....,. B R
m/z--> 50 100 150 200 250 300 350 400 450 500 24 20 24 40 24. 60 24 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101119\
Data File : BM023124.D

Acq On : 11 Oct 2019 11:44

Operator : JU

Sample : K5124-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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]
Heptadecyl heptaf... 21.04 24._.7 ng/ul 2497330 5 21.33 2023100 20.0
2- Chloropropioni... 21.94 13.1 ng/ul 1319590 5 21.33 2023100 20.0
(DEL) Alkane: Cyc... 22.94 7.5 ng/ul 933554 6 23.58 2474800 20.0
unknown-01 24 .51 14.8 ng/ul 1831010 6 23.58 2474800 20.0
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