LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122719\
Data File : BM024335.D

Aca On : 27 Dec 2019 20:19

Operator :© JU

Sample : K6280-14

Misc :

ALS Vial : 13 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

2.987 14 17 31 rvB 63513 120598 2.53% 0.245%
3.675 132 134 140 rVB4 10787 14561 0.31% 0.030%
649 rvB2 219789 451568 9.46% 0.918%
6.769 654 660 677 rBvV 613259 1025114 21.48% 2.084%
6.957 684 692 706 rBV 710544 1229361 25.77% 2.499%
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7.416 762 770 778 rBV 763234 1262753 26.47% 2.567%

6

7 7.487 781 782 789 rVvvé 8741 15879 0.33% 0.032%
8 8.140 887 893 910 rBV 603590 1089012 22.82% 2.214%
9 8.434 938 943 946 rVB5 3219 4845 0.10% 0.010%
10 8.504 949 955 957 rBV5 7240 10962 0.23% 0.022%
11 8.569 960 966 977 rBV 742540 1281068 26.85% 2.604%
12 8.804 1002 1006 1011 rVB6 6869 11626 0.24% 0.024%
13 8.998 1034 1039 1044 rVvVv 19122 26776 0.56% 0.054%
14 9.287 1080 1088 1098 rBV 615895 1095712 22.96% 2.227%
15 9.610 1139 1143 1147 rBV7 3359 5453 0.11% 0.011%

16 9.828 1173 1180 1202 rBV 837624 1727621 36.21% 3.512%
17 10.181 1233 1240 1249 rBV 1111771 1814677 38.03% 3.689%

18 10.240 1249 1250 1258 rVB5 4845 8684 0.18% 0.018%
19 10.363 1265 1271 1282 rBV5 20570 53310 1.12% 0.108%
20 10.481 1285 1291 1293 rBV6 3961 7211 0.15% 0.015%
21 10.722 1328 1332 1336 rVV5 3725 7605 0.16% 0.015%
22 11.040 1382 1386 1390 rBV6 6586 8822 0.18% 0.018%
23 11.792 1509 1514 1519 rVV3 14076 24606 0.52% 0.050%
24 12.686 1663 1666 1671 rVB7 6591 7965 0.17% 0.016%
25 12.992 1709 1718 1722 rBV3 15482 27103 0.57% 0.055%
26 13.375 1779 1783 1787 rBV6 6416 10700 0.22% 0.022%

27 13.504 1799 1805 1811 rBV 1789905 2526957 52.96% 5.137%
28 13.551 1811 1813 1820 rVB 74369 103106 2.16% 0.210%
29 13.769 1842 1850 1863 rBV 2041848 3120245 65.40% 6.343%
30 13.957 1876 1882 1893 rBV2 79048 226529 4._75% 0.461%

31 14.080 1896 1903 1912 rVB 1549077 2334705 48.93% 4.746%
32 14.216 1922 1926 1930 rVB7 11649 15891 0.33% 0.032%
33 14.263 1930 1934 1936 rBV5 6520 8001 0.17% 0.016%
34 14.357 1945 1950 1962 rBV2 97886 266617 5.59% 0.542%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122719\
Data File : BM024335.D

Aca On : 27 Dec 2019 20:19

Operator :© JU

Sample : K6280-14

Misc :

ALS Vial : 13 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 14.628 1993 1996 2000 rBV5 11597 16284 0.34% 0.033%
36 14.698 2006 2008 2011 rVB4 7191 5343 0.11% 0.011%
37 14.757 2014 2018 2021 rVvv4 33690 41824 0.88% 0.085%
38 14.792 2021 2024 2028 rVB5 13338 16736 0.35% 0.034%
39 14.857 2031 2035 2039 rBV 34503 48332 1.01% 0.098%

40 15.080 2067 2073 2088 rBV 2652031 3848091 80.65% 7.823%

41 15.239 2095 2100 2111 rBV 701149 1102918 23.12% 2.242%

42 15.327 2111 2115 2120 rVB3 35365 56658 1.19% 0.115%
43 15.616 2160 2164 2171 rBV7 27451 44779 0.94% 0.091%
44 15.839 2199 2202 2203 rBV2 7015 6520 0.14% 0.013%
45 15.863 2204 2206 2213 rVB6 11675 18038 0.38% 0.037%
46 15.969 2222 2224 2227 rVB4 8551 7294 0.15% 0.015%
47 16.163 2256 2257 2259 rBV2 6863 5639 0.12% 0.011%
48 16.621 2332 2335 2339 rBV5 39634 52391 1.10% 0.107%
49 16.727 2351 2353 2354 rBV2 8550 7538 0.16% 0.015%

50 16.839 2365 2372 2379 rBV 1886574 2646112 55.46% 5.379%

51 16.939 2382 2389 2400 rVV 2738984 3945135 82.68% 8.020%
52 17.521 2484 2488 2492 rBV2 96215 127668 2.68% 0.260%
53 17.763 2525 2529 2535 rBV 196187 299724 6.28% 0.609%
54 18.880 2716 2719 2722 rBV2 37509 51837 1.09% 0.105%
55 19.063 2746 2750 2755 rBV 96502 148414 3.11% 0.302%

56 19.245 2776 2781 2792 rBV 3263655 4499569 94 .30% 9.147%
57 20.792 3040 3044 3050 rBV 642104 794635 16.65% 1.615%
58 21.051 3084 3088 3095 rBV 2251985 2910970 61.01% 5.918%
59 22.086 3261 3264 3268 rVB2 233900 271271 5.69% 0.551%
60 22.562 3342 3345 3349 rVB 261094 313084 6.56% 0.636%

61 23.045 3421 3427 3432 rBV 2668348 4771353 100.00% 9.700%
62 23.174 3443 3449 3458 rVB 1801106 3187697 66.81% 6.480%

Sum of corrected areas: 49191497
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122719\
Data File : BM024335.D

Aca On : 27 Dec 2019 20:19

Operator :© JU

Sample : K6280-14

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

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

Abundance TIC: BM024335.D
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Time--> 3. OO 3. 50 400 450 500 550 6.00 650 7.00 750 800 8 50 9.00 o 50 10.00 10.50 11.00 11.50

Abundance TIC: BM024335.D
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Time--> 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

Abundance TIC: BM024335.D
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Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\BM122719\
Data File : BM024335.D

Aca On : 27 Dec 2019 20:19

Operator :© JU

Sample : K6280-14

Misc :

ALS Vial : 13 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.76 2.27 ng/ul 299724 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 59
Abundance Scan 2529 (17.763 min): BM024335.D (-2525) (-) m/z 73.00 100.00%
7B
43 60
5000
97 129 213
115 157171185199 | 997 256 17140 1760 17.80 1800
|| |||| 143 0,
0 “.”,”. . m/z 60.00 72.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 A UL B BN

17.40 17.60 17.80 18.00
m/z 43.00 67.22%

213
143 157171185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 78

g

17.40 17.60 17.80 18.00
5000 29 256 m/z 57.10 56.04%

21
143 157171185 199

o

I

m/z--> 20 0 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid R L e B
4 g 73 17.40 17.60 17.80 18.00
m/z 41.05 55.82%
50001 29
129
97 256
oL Ll MJ AL 15 | 143157171185 199 213 597
R RANE R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122719\
Data File : BM024335.D

Aca On : 27 Dec 2019 20:19

Operator :© JU

Sample : K6280-14

Misc :

ALS Vial : 13 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 1-Heptacosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.79 5.46 ng/ul 794635 Chrysene-di12 21.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 3044 (20.792 min): BM024335.D (-3040) (-) m/z 57.10 100.00%
57 83
5000 111 /Lw__m-,vv~J\\v,-v»vij\\
LN U AU SR I
139163 207 20.40 20.60 20.80 21.00 21.20
| RN h. it | 247 280 328 858 429 | sz 83.05  90.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57 97
5000 LA U AR SR B
125 20,40 20,60 20.80 21.00 21.20
m/z 43.10 83.41%
o 29 ‘. ¥ J 193 181 209 236 264 292 320 350 378
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #177132: 1-Heneicosyl formate
57 83
20.40 20.60 20.80 21.00 21.20
5000 111 m/z 55.10 82 .50%
o ‘_ ‘ h139 167 196222 266 294 322
m/z--> 50 160 1%0 200 250 360 350 400
Abundance #166292: Behenic alcohol A BT L e
55 83 20.40 20.60 20.80 21.00 21.20
m/z 69.05 81.55%
5000 1
2 ‘13 167
ol b L4 ) 07 196 224 252 280 808 e B a——
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 : BM024335.D

Acq On : 27 Dec 2019 20:19

Operator : JU

Sample - K6280-14

Misc :

ALS Vial : 13 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]
n-Hexadecanoic acid 17.76 2.3 ng/ul 299724 4 16.84 2646110 20.0
1-Heptacosanol 20.79 5.5 ng/ul 794635 5 21.05 2910970 20.0
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