LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 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\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BN111319MA.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 3.222 36 40 46 rVB 59158 82823 0.47% 0.044%
2 3.717 120 124 128 rBvV2 34609 44802 0.25% 0.024%
3 3.846 140 146 153 rVvv 66288 104452 0.59% 0.055%
4 3.928 156 160 166 rvVB 60913 86753 0.49% 0.046%
5 4.275 215 219 225 rVB6 22801 41556 0.23% 0.022%
4.811 306 310 315 rBV2 41326 57847 0.33% 0.031%
5.205 371 377 383 rVB5 25488 49004 0.28% 0.026%

399 407 rVB 57107 110590 0.62% 0.058%
5.699 451 461 470 rBV7 35386 115498 0.65% 0.061%
6.811 642 650 659 rvv 1171673 1973585 11.10% 1.042%

(@R {cNec R NNe))
()]
w
w
N
w
©
ol

11 6.975 672 678 688 rBvV 846342 1356224 7.63% 0.716%
12 7.175 705 712 719 rBV 1183551 1847350 10.39% 0.975%
13 7.258 722 726 728 rBV 34209 43939 0.25% 0.023%
14 7.299 728 733 737 rVB3 69215 114045 0.64% 0.060%
15 7.634 783 790 798 rBV 1390242 2129672 11.97% 1.124%

16 7.710 798 803 808 rBv2 63815 105739 0.59% 0.056%

17 7.869 823 830 836 rBv2 33245 54953 0.31% 0.029%
18 8.334 903 909 915 rBV 1247837 1981102 11.14% 1.046%
19 8.387 915 918 922 rVV6 37946 63085 0.35% 0.033%

20 8.446 922 928 935 rVB 74089 136413 0.77% 0.072%

21 8.769 970 983 993 rBV 1126610 1845608 10.38% 0.974%

22 8.881 997 1002 1009 rVB3 36697 65396 0.37% 0.035%
23 8.957 1009 1015 1019 rBV3 40585 71418 0.40% 0.038%
24 9.269 1063 1068 1073 rBvV 43967 62657 0.35% 0.033%
25 9.487 1097 1105 1112 rBV 870856 1382175 7.77% 0.729%
26 9.728 1139 1146 1153 rVB10 11175 26442 0.15% 0.014%
27 9.828 1157 1163 1168 rBV9 16588 35980 0.20% 0.019%

28 10.022 1189 1196 1206 rVB 1449818 2377896 13.37% 1.255%
29 10.399 1252 1260 1266 rBV 1829006 3033405 17.05% 1.601%

30 10.446 1266 1268 1273 rVB 41129 55027 0.31% 0.029%
31 10.528 1275 1282 1294 rBV 446938 896087 5.04% 0.473%
32 11.140 1381 1386 1387 rBv4 31825 39976 0.22% 0.021%
33 11.169 1387 1391 1399 rVB5 63446 126820 0.71% 0.067%
34 11.351 1418 1422 1433 rVB10 19709 38019 0.21% 0.020%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 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_N\METHODS\SOM-EPA-BN111319MA_M
Title = SVOA CALIBRATION

35 11.469 1435 1442 1446 rBV6 19062 40467 0.23% 0.021%
36 11.757 1484 1491 1497 rBV2 63862 107146 0.60% 0.057%
37 11.863 1503 1509 1514 rBV 60785 96794 0.54% 0.051%
38 11.987 1522 1530 1534 rBV3 33283 62396 0.35% 0.033%
39 12.063 1539 1543 1553 rVB 57415 94241 0.53% 0.050%
40 12.281 1573 1580 1586 rVB2 37016 63537 0.36% 0.034%
41 12.557 1622 1627 1632 rVV2 46785 81908 0.46% 0.043%
42 12.628 1632 1639 1645 rVB10 21373 51092 0.29% 0.027%
43 12.793 1662 1667 1670 rBV7 16936 28328 0.16% 0.015%
44 12.834 1670 1674 1677 rVB4 20675 32494 0.18% 0.017%
45 12.881 1677 1682 1685 rBV7 16223 26318 0.15% 0.014%
46 13.063 1704 1713 1714 rBV9 18577 42323 0.24% 0.022%
47 13.122 1719 1723 1726 rVV 65387 91425 0.51% 0.048%
48 13.163 1726 1730 1737 rVB7 26819 56822 0.32% 0.030%
49 13.434 1770 1776 1780 rVBS8 26136 54661 0.31% 0.029%

50 13.593 1797 1803 1807 rVV5 72668 130087 0.73% 0.069%

51 13.634 1807 1810 1812 rVV2 45148 59373 0.33% 0.031%
52 13.675 1812 1817 1821 rVV 2422234 3333541 18.74% 1.759%
53 13.722 1821 1825 1829 rVV 368662 506876 2.85% 0.268%
54 13.787 1829 1836 1839 rVv4 66979 130736 0.74% 0.069%

55 13.893 1850 1854 1857 rBV4 41891 61717 0.35% 0.033%
56 13.945 1857 1863 1877 rVB 2765338 4266470 23.99% 2.252%
57 14.069 1877 1884 1890 rBV6 49937 97564 0.55% 0.051%
58 14.157 1895 1899 1903 rVB2 39880 52896 0.30% 0.028%

59 14.204 1903 1907 1910 rBV 87875 110788 0.62% 0.058%
60 14.257 1910 1916 1925 rVV 2665723 3899100 21.92% 2.058%

61 14.451 1942 1949 1958 rBV 712915 1189993 6.69% 0.628%
62 14.534 1960 1963 1966 rvv4 41742 72247 0.41% 0.038%
63 14.563 1966 1968 1970 rVVv2 50911 53857 0.30% 0.028%
64 14.598 1970 1974 1980 rVvVv 158718 233501 1.31% 0.123%
65 14.681 1981 1988 1996 rVVv4 146508 278769 1.57% 0.147%

66 14.740 1996 1998 2004 rVB6 32206 51925 0.29% 0.027%
67 14.887 2019 2023 2028 rBV7 33561 69750 0.39% 0.037%
68 15.092 2055 2058 2062 rVB2 79872 107547 0.60% 0.057%
69 15.157 2065 2069 2073 rVB 100251 128884 0.72% 0.068%
70 15.251 2080 2085 2091 rVV 3383452 4712478 26.49% 2.487%

71 15.304 2091 2094 2099 rVB 89007 114637 0.64% 0.060%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 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_N\METHODS\SOM-EPA-BN111319MA_M
Title = SVOA CALIBRATION

72 15.363 2099 2104 2114 rBV 598547 838519 4.71% 0.443%
73 15.492 2124 2126 2131 rVB5 51825 57695 0.32% 0.030%
74 15.663 2152 2155 2159 rVB3 85923 111710 0.63% 0.059%
75 15.834 2181 2184 2190 rBV7 56422 74803 0.42% 0.039%

76 15.898 2190 2195 2200 rBV 477194 633296 3.56% 0.334%
77 15.998 2208 2212 2214 rBV 140930 223071 1.25% 0.118%
78 16.045 2218 2220 2226 rVB 194206 248524 1.40% 0.131%
79 16.998 2377 2382 2387 rBV 3074091 4218997 23.72% 2.227%
80 17.098 2394 2399 2404 rBV2 3549210 4917410 27.65% 2.595%

81 17.210 2415 2418 2423 rVB2 248821 316596 1.78% 0.167%
82 17.928 2537 2540 2546 rBV2 723972 1075225 6.05% 0.567%
83 18.592 2649 2653 2657 rBV 995693 1297231 7.29% 0.685%
84 19.398 2785 2790 2797 rBV 3970361 5412308 30.43% 2.856%
85 20.004 2889 2893 2902 rBV 1254469 1708119 9.60% 0.901%

86 20.951 3050 3054 3056 rBVY 6106994 8344898 46.92% 4.404%
87 21.198 3092 3096 3102 rVB 3319693 4062343 22.84% 2.144%
88 21.574 3157 3160 3164 rVB 1488987 1476713 8.30% 0.779%
89 21.839 3201 3205 3215 rVB 12982737 16058064 90.28% 8.475%
90 22.510 3315 3319 3325 rBV 4934163 6485821 36.47% 3.423%

91 22.792 3363 3367 3369 rBV 5368749 7180343 40.37% 3.789%
92 22.827 3369 3373 3384 rVB 11447209 17786335 100.00% 9.387%
93 23.245 3440 3444 3450 rVB 2527041 4342794 24_.42% 2.292%
94 23.639 3506 3511 3519 rVB 4549216 8555359 48.10% 4_.515%
95 23.980 3564 3569 3574 rVB 2398936 4050486 22.77% 2.138%

96 24.045 3574 3580 3589 rVB 5525599 10219295 57.46% 5.393%
97 25.127 3760 3764 3776 rVB 2033773 4587435 25.79% 2.421%
98 25.674 3851 3857 3865 rvVB2 2211628 5098117 28.66% 2.691%
99 26.374 3967 3976 3992 rVB2 4911175 14086725 79.20% 7.434%
100 27.245 4116 4124 4149 rVB4 4057452 14867942 83.59% 7.846%

Sum of corrected areas: 189485200
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BN008546.D
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1e+07

5000000

10.40
6.814.18 7.63 833 877 949 10.02

3.22 3.BB93 428 4.8l 55183 5.70 Mk e hmsr  fews Jemes 9.27) ogmy|  18%5°  mamamai.
N S

- S ALl MNNSR0Sl L LS, & st N S e ==
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Time--> 12.00 12.50 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: BN008546.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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 2-Naphthalenemethanol, deca... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.90 3.00 ng/ul 633296 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenemethanol. decahvdro... 222 C15H260 000473-15-4 89
2 2-Naphthalenemethanol. decahvdro... 222 C15H260 000473-15-4 70
3 2-Naphthalenemethanol. decahvdro... 222 C15H260 000473-15-4 47
4 2-Naphthalenemethanol. 2.3.4.4a.... 222 C15H260 063891-61-2 42
5 2-Naphthalenemethanol, 1,2,3,4,4... 222 C15H260 079254-46-9 38
Abundance Scan 2195 (15.898 min): BN0O08546.D (-2190) (-) m/z 59.00 100.00%
54.0
5000 149.1
41.0 93.0
| | || 15.60 15.80 16.00 16.20
b et A0 m/z 149.05 43.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79503: 2-Naphthalenemethanol, decahydro-.alpha.,.alpha.,4...
59.0
5000 R N AN BRI B
149.0 15.60 15.80 16.00 16.20
41.0 810 108.0 m/z 93.00 22 .87%
oL I:Lﬁ;IOI 1, '||||' . .'l.‘ .'|.". .I 31,0 189'02 7.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79501: 2-Naphthalenemethanol, decahydro-.alpha.,.alpha.,4...
59.0
15.60 15.80 16.00 16.20
5000 149.0 m/z 41.05 22 .08%
41.0
0 Illsl'?l 1 \I "l‘ ‘: . I“I | n
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79502: 2-Naphthalenemethanol, decahydro-.alpha.,.alpha.,4... R B B
59.0 15.60 15.80 16.00 16.20
m/z 43.00 20.88%
5000 410 149.0
79.0 108.0
0...,....|.‘.‘.“‘.‘i.“‘l“..“ L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.93 5.10 ng/ul 1075230 Phenanthrene-d10 17.00
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 2540 (17.928 min): BN008546.D (-2537) (-) m/z 43.10 100.00%
Il VvﬂwmwwaJ&\fwaLAAq
5000 129.1
213.2 .
101.0 57.1185.2 2563 003 auo 1760 17.80 18.00 18.20
ol : AL, m/z 60.00 99.70%
m/z--> 100 150 200 250 300
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 L U IR A S S
129.0 17.60 17.80 18.00 18.20
213.0 m/z 73.00 98.37%
1Q1.0 157.0 185.0 |
0< IIA: II | |I |l |I|‘I| |'| lI T | ll T T T | T T T T |
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
60.0
17.60 17.80 18.00 18.20
5000 129.0 m/z 55.00 94 .12%
H 97.0 157.0 185.0 213.0 256.0 W
ol—— "‘I 1 ‘.‘ »HIIIIL ﬁ‘“‘\.“l I\ ‘. .{ .‘. 1 .‘ e “. ——
m/z--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid R Ea RS S
43.0 ,73.0 17.60 17.80 18.00 18.20
m/z 57.10 85.48%
5000 129.0 vkj\WWVVVAAJ\AJWVV,ARM“J
199.0
‘ H 101.0 157.0 242.0
OJ:S'IOLI Hl".“‘.'ilt .““‘.”l .‘ ‘. .{.‘.{.‘...{ — O RAREE mam e
m/z--> 50 100 150 200 250 300 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.59 6.15 ng/ul 1297230 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 photocitral B 152 C10H160 006040-45-5 38
2 I2-(1-butenvD-2.2-dimethvlcvclo... 163 C11H17N 1000111-15-4 27
3 Cvclohexene. 4-(4-ethvlcvclohexv... 262 C19H34 301643-32-3 25
4 Bicvclol2.2.11heptane. 1.3.3-tri... 138 C10H18 006248-88-0 22
5 Cyclodecene, 3-bromo- 216 C10H17Br 056325-56-5 18

Abundance Scan 2653 (18.592 min): BN0O08546.D (-2649) (-) m/z 55.10 100.00%

59.1 81.1 123.1  16B.1 2472

191.2

zk

5000
18.20 18.40 18.60 18.80 19.00
o m/z 163.10 96.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25079: photocitral B
81.0 123.0
41.0
5000 LA B L L L L L L L LB
18 20 18. 40 18 60 18. 80 19. 00
m/z 81.10 96.44%
152.0
OYrrrr frr e e P T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #32948: [2-(1-butenyl)-2,2-dimethylcyclopropyl]acetonitrile
123.0
81.0
R e e RS R
41.0 163.0 18.20 18.40 18.60 18.80 19.00
5000 m/z 95.05 90.73%
0|....|..‘.Hl‘. W\,\/‘/\WN\‘A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #112666: Cyclohexene, 4-(4-ethylcyclohexyl)-1-pentyl- B B o
53.0 81.0 18.20 18.40 18.60 18.80 19.00
m/z 123.10 87.30%
5000
29.0 123.0
“ H 164.0 1910 5505  262.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18 20 18. 40 18 60 18. 80 19. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.00 8.41 ng/ul 1708120 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 87
Abundance Scan 2892 (19.998 min): BN0O08546.D (-2889) (-) m/z 57.10 100.00%
571.1
5000 ﬁmwfhhvywA*AA,wahx,wwukj
9.1 1960 19.80 20.00 20.20 20.40
oL, | A g, 1551 191222012521 3042 3410 3831 m/z 43.10 60.87%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 AR AR B
19,60 19.80 20.00 20.20 20.40
} m/z 71.10 53.38%
0 ZZ,OI lg?lol 141.0 1830 225.0 267.0  323.0 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane
57.0
1960 19.80 20.00 20.20 20.40
5000 m/z 85.10 39.26%
99.0
Oﬁwi ﬂ|¥ml%02m 281.0  337.0  394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- A EEEEE B
57.0 19.60 19.80 20.00 20.20 20.40
m/z 41.05 25.62%
5000 WMﬂAJLJW_,wqﬁj\wvw”““””““ﬁ“J
0 239.0
oL h gl |y 1410 1830 268.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350 ' 19,60 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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 5 1-Heneicosyl formate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.95 41.08 ng/ul 8344900 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 98
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
Abundance Scan 3054 (20.951 min): BN0O08546.D (-3050) (-) m/z 57.10 100.00%
57.1
97.1
5000 J
NN BN BN
391 20.60 20.80 21.00 21.20
ol | } 182.2 2222 280.2313.2 356.3 396.2430.3 m/z 55.10 85.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosyl formate
57.0
5000 AUV IR SR
20.60 20.80 21.00 21.20
m/z 43.10 78.47%
. 182.0 222.0 294.0 3490
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
20.60 20.80 21.00 21.20
5000 m/z 83.10 65.08%
1690
oL L “J \ 131 240 2690 420.0 AJL
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate R B .
57.0 20.60 20.80 21.00 21.20
97.0 m/z 69.10 60.74%
5000 Fn~¢hdxﬂ~*dﬁ~ﬁ\‘*vﬂwﬁg—“rjk
oL i J‘ 1390 150 2330 2830 3340
m/z--> 50 1(')0 150 200 251,0 300 350 400 ' 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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 7 Nonadecane, l1-chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.84 79.06 ng/ul 16058100 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 93
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 91
3 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 91
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
5 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 90
Abundance Scan 3205 (21.839 min): BN0O08546.D (-3201) (-) m/z 57.10 100.00%
57.1
5000 “
7.1 J%Tﬁ‘,”, e
21 60 21. 80 22. 00 22 20
141.1
ol iy 4 H, Ity 1831 2252 267.1 309.3 3513 4143 4612 nzo7 43710 61.12%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146523: Nonadecane, 1-chloro-
57.0
5000 LI SR BULRLIL BN B
21 60 21. 80 22. oo 22 20
1.0 m/z 71.10 52.82%
o ||, 1Lhu??3° 175.0 217.0 259.0 302.0
m/z--> éo 160 1%0 260 250 360 3%0 460 4éo
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57.0
" 21'60 21.80 22.00 22:20
5000 m/z 55.10 40.40%
7.0
LT 190 1830 290 sen0
m/z--> éo 160 1%0 260 2%0 360 3%0 460 4éo
Abundance #207558: Sulfurous acid, butyl octadecyl ester b RRREE EEE A
57.0 21.60 21.80 22.00 22.20
m/z 85.10 38.95%
5000
7.0
oL L ‘ | || 1390 1830 2530 3170 A A
m/z--> éo 160 1%0 260 2%0 360 3%0 460 4éo 21 60 21. 80 22. 00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.79 33.07 ng/ul 7180340 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 91
Abundance Scan 3367 (22.792 min): BN0O08546.D (-3363) (-) m/z 57.10 100.00%
57.1
e 22.40 2260 22.80 23.00 23.20
141.1 : : : : :
O b d Ly 321832 225.2 267.1 309.2 3513 410.44482 | yz7 - 43.10  54.35%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #71393: Pentadecane
57.0
5000 NMUVAUNA ALY
22.40 22,60 22.80 23.00 23.20
m/z 71.10 53.57%
AT ER0 suf UL INERY:
m/z--> 0 50 100 1%0 200 250 300 350 400 450
Abundance #175557: Tetracosane
57.0
22.40 22.60 22.80 23.00 23.20
5000 m/z 85.10 39.48%
9.0
ol ] | ; 141.0183.0 225.0 267.0  338.0
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane L R AR
57.0 22.40 22.60 22.80 23.00 23.20
m/z 55.05 23.17%
- ¢
9.0
ol ] |, 141.0183.0 225.0 281.0 337.0 394.0
m'z--> 0 50 ﬁ01% 200 250 300 350 400 450 22.40 22,60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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 10 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.83 81.91 ng/ul 17786300 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 72
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 58
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 58
Abundance Scan 3373 (22.827 min): BN0O08546.D (-3369) (-) m/z 55.00 100.00%
58.0 97.1
R BRI SRR BN SR
39.1 22.60 22.80 23.00 23.20
obr L l 1 iBL22102 2651 3363 3932 44334822 .50 83 10  93.10%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
580 o4
5000 R BRI UL BN SR
22.60 22.80 23.00 23.20
m/z 97.10 87.47%
39.0
o190, | j[ .. 182.0 224.0 266.0
miz--> 0 55 160 1%0 260 250 360 3%0 460 4%0
Abundance #166292: Behenic alcohol
43.0 839
22!60 22)80 23!00 23!20
5000 m/z 69.10 77.18%
25.0
0 Il ; 167.0 210.0 280.0
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0
Abundance #107662: n-Heptadecanol-1 R AEEmEEES L
558.0 22.60 22.80 23.00 23.20
7.0 m/z 43.10 56.06%
0 19'¢\ 1 ‘ | l 1[319(.) 219'0
mz-> 0 50 100 150 200 250 300 350 400 450 " 22160 2280 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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 11 1,19-Eicosadiene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.64 39.40 ng/ul 8555360 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 Octadecanal 268 C18H360 000638-66-4 91
Abundance Scan 3511 (23.639 min): BN0O08546.D (-3506) (-) m/z 57.10 100.00%
57.1
5000 6.1
38.1 23.40 23.60 23.80 24.00
N | 180.1 222.2 264.2301.3 348.4 390.4428.6 468.4 n/z 43.10 74 49%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #126192: 1,19-Eicosadiene
55.0
06.0
5000 UL BN BN BRI B
23.40 23.60 23.80 24.00
m/z 82.10 68.08%
osd | 1] | 137:0 1800 250.0
miz--> 0 §o 160 1%0 260 2éo 360 3%0 460 4%0
Abundance #117617: Oxirane, hexadecyl-
43.0 82.0
I I

23.40 23.60 23.80 24.00
m/z 55.05 59.10%

5000
24.0
o L 166.0 208.0 250.0
-
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117607: Octadecanal b RRREE EE s

43.0 82.0 23.40 23.60 23.80 24.00
m/z 96.10 50.39%

5000

:

T T I T
m/z--> 0 50 100 150 200 250 300 350 400 450 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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 12 Hexadecane, 1l-i1odo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.98 18.65 ng/ul 4050490 Perylene-di12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l1l-iodo- 352 C16H331 000544-77-4 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
3 Heptacosane 380 C27H56 000593-49-7 93
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3569 (23.980 min): BN0O08546.D (-3564) (-) m/z 57.10 100.00%
57.1
5000
91.1 141.1 1832 2252 266.1 309.3 367.4  432.3469.5 2360 2380 2400 2420
(D 1 W e R D N ST S =28 ) m/z 71.10 54.48%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #184946: Hexadecane, 1-iodo-
57.0
5000 AU AR B
23.60 23.80 24.00 24.20
90 225.0 m/z 43.10 52.77%
ol | | 1491830 352.0
m/z--> 0 § 160 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
57.0
23.60 23.80 24.00 24.20
5000 m/z 85.10 40.48%
9.0
ol ALl 14101830 2058103230
m'z--> 0 50 160 150 200 250 300 350 400 450
Abundance #202661: Heptacosane A B o
57.0 23.60 23.80 24.00 24.20
m/z 55.00 22.11%
5000
9.0
ol15.q J 4 1) | 141018302250 267.0309.0 3800
m'z--> 0 50 1(')0 150 200 250 300 350 400 450 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_M
Quant Title : 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 13 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.04 47.06 ng/ul 10219300 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Cvclotetracosane 336 C24H48 000297-03-0 94
3 Heptacosvl acetate 438 C29H5802 1000351-78-2 94
4 Octacosvl acetate 452 C30H6002 018206-97-8 94
5 Octacosanol 410 C28H580 000557-61-9 94
Abundance Scan 3579 (24.039 min): BN008546.D (-3574) (-) m/z 57.10 100.00%
51.1
97.1
5000
RIS DA SUNIUE BRI B
39.1 23.80 24.00 24.20 24.40
oA A LA b (A8l22221 280432223643 4076 4544 | 77 55.10  80.63%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 LR SR BB I B
23.80 24.00 24.20 24.40
30,0 m/z 43.10 73 .51%
o4 1 1 |, 181.0222.0 264.0 306.0 _ 378.0
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #174180: Cyclotetracosane
83.0
43. RIS RN AR BRI B
23.80 24.00 24.20 24.40
5000 336.0 m/z 83.10 69.72%
25.0
o] )ALy 1670 2100 2790
m'z--> 0 50 100 150 200 250 300 3%0 400 450
Abundance #224391: Heptacosy! acetate b RRREE EE s
43.0 23.80 24.00 24.20 24.40
97.0 m/z 97.10 67.77%
%3 .0
ob b A Ab L by, 181022202640 3060 3780 4230
m'z--> 0 50 100 150 200 250 300 350 400 450 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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 14 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

25.13 21.13 ng/ul 4587440 Perylene-di12 23.38

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 64
3 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 58
4 1-Hexacosanol 382 C26H540 000506-52-5 50
5 1-Eicosyne 278 C20H38 000765-27-5 49

Abundance Scan 3764 (25.127 min): BN0O08546.D (-3760) (-) m/z 57.10 100.00%

:

5000 96.1

24.80 25.00 25.20 25.40
m/z 43.10 69.40%

0 38.1 207.0 2752 317.2 362.3 418.4458.4
.

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117607: Octadecanal
43.0 82.0

:

24.I80 25.I00 25!20 25.I40
m/z 82.10 56.04%

5000

0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117615: Z-2-Octadecen-1-ol
57.0
T
96.0 24.80 25.00 25.20 25.40
5000 m/z 55.10 51.55%
250.0
IIINES Y, WJ\NJ\
O L o o o o LA A o s o o o B ML e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194460: (2)-14-Tricosenyl formate R AEmEEEE L
55.0 96.0 24.80 25.00 25.20 25.40
’ m/z 96.10 47 .35%
38.0
o ‘ 180.0 222.0 278.0 820.0 366.0
e R EREEEE RS SRR
m/z--> 50 100 150 200 250 300 350 400 450 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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 15 Octacosyl acetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

25.67 23.48 ng/ul 5098120 Perylene-d12 23.38

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl acetate 452 C30H6002 018206-97-8 99
2 1-Hexacosene 364 C26H52 018835-33-1 98
3 1-Heptacosanol 396 C27H560 002004-39-9 95
4 Heptacosvl acetate 438 C29H5802 1000351-78-2 95
5 Triacontyl acetate 480 C32H6402 041755-58-2 95

Abundance Scan 3856 (25.668 min): BN0O08546.D (-3851) (-) m/z 57.00 100.00%

g
o
()
~
[N

5000
M l 39.1 ' 25.40 25,60 25.80 26.00
' 215.1 : : : :
ot A g g 2250 2811 327.2  368.3427.2 4772 m/z 55.00 68.97%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227661: Octacosyl acetate
43.9 97.0

5000 LA L L L L L LB
25 40 25. 60 25. 80 26 00
390 m/z 43.10 67 .50%
ol s L1810 250.0292.0334.0 _ 392.0 437.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #193365: 1-Hexacosene
510 970
A B
25.40 25.60 25.80 26.00
5000 m/z 83.10 61.81%
bk L[ 38107230 om0z |
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #210517: 1-Heptacosanol R EEEEE RS
57.0 97.0 25.40 25.60 25.80 26.00
m/z 97.10 60.96%
5000

iy

39.0
L |, 181.0222.0264.0306.0  378.0

R N e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 25 40 25. 60 25. 80 26 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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 16 _.gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.37 64 .87 ng/ul 14086700 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 95
3 .beta.-Sitosterol 414 C29H500 000083-46-5 95
4 _gamma.-Sitosterol 414 C29H500 000083-47-6 78
5 Campesterol 400 C28H480 000474-62-4 53
Abundance Scan 3975 (26.368 min): BN0O08546.D (-3967) (-) m/z 43.10 100.00%
431
105.0
5000 PV Y w~_/\\\_q_¢J/\\\//\\_,A\WJ/
255.2 303.3 414.4 AU UAUVARRE'
4751 26.00 26.20 26.40 26.60
Ol ' m/z 55.10 67 .98%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol
43.0
5000 81.0 IUNNBUNRUAURE
145.0 414.0 26.00 26.20 26.40 26.60
213.0 ,pp o 303.0 m/z 57.10 62.67%
0,”4-,m
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #217433: .beta.-Sitosterol
43.0
26.00 26.20 26.40 26.60
5000 m/z 105.00 49_29%
Ol
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #217432: .beta.-Sitosterol R B e o
43.0 26.00 26.20 26.40 26.60
m/z 107.10 49_.14%
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107.01450 414.0
: 213.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN111319\
Data File : BN0O08546.D

Aca On : 14 Nov 2019 05:59

Operator :© JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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 17 Lup-20(29)-en-3-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27 .24 68.47 ng/ul 14867900 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-o0ne 424 C30H480 001617-70-5 83
2 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 64
3 9.19-Cvclolanost-23-ene-3.25-dio... 442 C30H5002 054482-57-4 60
4 1-Oxaspirol2.5Tloctane. 5.5-dimet... 206 C14H220 1000195-92-1 53
5 Guaia-9,11-diene 204 C15H24 1000374-19-8 47
Abundance Scan 4123 (27 239 min): BN008546.D (-4116) (-) m/z 205.15 100.00%
. 2

5000

%

245.2

313.2

27.00 27.20 27.40 27.60

o 4A35181 "m/z 95.10  98.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #220485: Lup-20(29)-en-3-one
205.0

109.0

%

27.00 27.20 27.40 27.60
m/z 55.00 93.67%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #220493: D:C-Friedoolean-8-en-3-one
205.0
T T
257.0 27.00 27.20 27.40 27.60
5000 m/z 81.05 92.31%
121.0 424.0
0 ....,....,.mmﬁ6?%a.lﬂa.. N2 T S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #225509: 9,19-Cyclolanost-23-ene-3,25-diol, (3.beta.,23E)- b RREmE EE e
09.0 27.00 27.20 27.40 27.60
55.0 m/z 109.10 90.05%
- \J\/\//\\_I\/v
0! R AR Em s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 27. 00 27 20 27. 40 27 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_N\DATA\BN111319\
Data File : BN0O08546.D

Acq On : 14 Nov 2019 05:59

Operator : JU

Sample : K5678-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN111319MA_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]
2-Naphthalenemeth... 15.90 3.0 ng/ul 633296 4 17.00 4219000 20.0
n-Hexadecanoic acid 17.93 5.1 ng/ul 1075230 4 17.00 4219000 20.0
unknown-01 18.59 6.2 ng/ul 1297230 4 17.00 4219000 20.0
(DEL) Alkane: Str... 20.00 8.4 ng/ul 1708120 5 21.20 4062340 20.0
1-Heneicosyl formate 20.95 41.1 ng/ul 8344900 5 21.20 4062340 20.0
Nonadecane, 1-chl... 21.84 79.1 ng/ul 16058100 5 21.20 4062340 20.0
(DEL) Alkane: Str... 22.79 33.1 ng/ul 7180340 6 23.38 4342790 20.0
1-Heneicosanol 22.83 81.9 ng/ul 17786300 6 23.38 4342790 20.0
1,19-Eicosadiene 23.64 39.4 ng/ul 8555360 6 23.38 4342790 20.0
Hexadecane, 1-iodo- 23.98 18.6 ng/ul 4050490 6 23.38 4342790 20.0
1-Heptacosanol 24.04 47.1 ng/ul 10219300 6 23.38 4342790 20.0
Octadecanal 25.13 21.1 ng/ul 4587440 6 23.38 4342790 20.0
Octacosyl acetate 25.67 23.5 ng/ul 5098120 6 23.38 4342790 20.0
-gamma.-Sitosterol 26.37 64.9 ng/ul 14086700 6 23.38 4342790 20.0
Lup-20(29)-en-3-one 27.24 68.5 ng/ul 14867900 6 23.38 4342790 20.0
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