LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BMO07386.D

Acq On : 03 Sep 2016 02:22

Operator : UM/SJ

Sample - H4639-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM082316.M

Title : SVOA CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 6.957 736 743 752 rBV 312421 541523 8.04% 0.878%
2 7.128 765 772 779 rBV 246832 382514 5.68% 0.620%
3 7.328 798 806 815 rVvB 322522 537105 7.97% 0.871%
4 7.792 875 885 893 rBY 709521 1164929 17.29% 1.888%
5 8.492 998 1004 1012 rBVY 407782 667004 9.90% 1.081%
6 8.945 1075 1081 1089 rBVY 340338 588926 8.74% 0.955%
7 9.663 1193 1203 1216 rBV 295867 525323 7.80% 0.852%
8 10.198 1288 1294 1304 rBV 442107 804755 11.95% 1.305%
9 10.581 1347 1359 1364 rBV 1082426 1886291 28.00% 3.058%
10 10.628 1364 1367 1373 rVV2 44097 68226 1.01% 0.111%
11 10.728 1377 1384 1393 rVB3 32976 75899 1.13% 0.123%
12 11.604 1527 1533 1539 rBV3 44315 70426 1.05% 0.114%
13 12.239 1636 1641 1649 rVB 51729 83026 1.23% 0.135%
14 12.457 1673 1678 1684 rBV 41664 67749 1.01% 0.110%
15 13.251 1805 1813 1819 rBVvV4 36286 69218 1.03% 0.112%
16 13.745 1892 1897 1901 rBV2 40443 67874 1.01% 0.110%

17 13.833 1906 1912 1916 rVV 1136038 1623656 24.10% 2.632%
18 13.880 1916 1920 1928 rVB 550124 770569 11.44% 1.249%
19 14.116 1953 1960 1973 rVB 1193201 1807912 26.84% 2.931%
20 14.421 2003 2012 2019 rBV2 1834011 2966915 44.04% 4_.810%

21 14.627 2041 2047 2056 rBV 351252 655315 9.73% 1.062%
22 14.821 2076 2080 2088 rVB 85198 133616 1.98% 0.217%
23 15.274 2153 2157 2163 rVB 65550 87798 1.30% 0.142%
24 15.416 2173 2181 2187 rBV 1719081 2449049 36.35% 3.970%
25 15.539 2193 2202 2209 rBV 501507 750751 11.14% 1.217%

26 15.768 2235 2241 2246 rVB3 41322 73335 1.09% 0.119%
27 15.915 2257 2266 2272 rBV5 36767 100806 1.50% 0.163%
28 16.133 2299 2303 2306 rBV2 145620 224479 3.33% 0.364%
29 16.474 2352 2361 2366 rBV10 30334 68418 1.02% 0.111%
30 16.710 2395 2401 2404 rBV5 44837 88911 1.32% 0.144%

31 16.821 2416 2420 2427 rBV2 104879 155346 2.31% 0.252%
32 16.927 2433 2438 2444 rVV3 153171 227156 3.37% 0.368%
33 16.980 2444 2447 2453 rVB7 47231 84188 1.25% 0.136%
34 17.168 2473 2479 2483 rBV 2825749 4050920 60.13% 6.567%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BMO07386.D

Acq On : 03 Sep 2016 02:22

Operator : UM/SJ

Sample - H4639-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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
Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316.M
SVOA CALIBRATION

35 17.209 2483 2486 2490 rVvVv 298206 406883 6.04% 0.660%

36 17.262 2490 2495 2506 rVB 1899847 2919336 43.33% 4_.733%
37 17.480 2523 2532 2537 rBV5 48437 120100 1.78% 0.195%
38 17.662 2559 2563 2566 rVB 93748 110287 1.64% 0.179%
39 17.998 2616 2620 2624 rBV3 78263 105981 1.57% 0.172%
40 18.057 2624 2630 2633 rvv2 353481 581717 8.63% 0.943%

41 18.086 2633 2635 2640 rVV 201202 263183 3.91% 0.427%
42 18.227 2655 2659 2663 rBV2 99809 143333 2.13% 0.232%
43 18.274 2664 2667 2673 rVB 79614 108514 1.61% 0.176%
44 18.351 2673 2680 2684 rBV2 146272 272516 4._05% 0.442%
45 18.433 2691 2694 2699 rVB5 47632 75386 1.12% 0.122%

46 18.545 2708 2713 2716 rBVY 124647 180504 2.68% 0.293%
47 18.586 2716 2720 2728 rVB3 109633 195366 2.90% 0.317%
48 18.786 2747 2754 2758 rBV5 68548 135078 2.01% 0.219%
49 18.839 2761 2763 2766 rVV 61098 80717 1.20% 0.131%
50 18.874 2767 2769 2774 rVB 63719 78751 1.17% 0.128%

51 18.962 2779 2784 2786 rBV 149593 230192 3.42% 0.373%
52 19.051 2796 2799 2803 rVB 71172 89997 1.34% 0.146%
53 19.103 2803 2808 2815 rBV 110281 207202 3.08% 0.336%
54 19.221 2820 2828 2835 rBV 690228 993858 14.75% 1.611%
55 19.286 2836 2839 2843 rBV 74621 88002 1.31% 0.143%

56 19.333 2844 2847 2851 rVB4 62366 87406 1.30% 0.142%
57 19.556 2880 2885 2898 rVB2 2936211 4816109 71.49% 7.807%
58 19.662 2899 2903 2908 rVB2 116647 173010 2.57% 0.280%
59 19.903 2940 2944 2947 rBV3 122791 196599 2.92% 0.319%
60 20.045 2964 2968 2970 rBv4 71961 114265 1.70% 0.185%

61 20.103 2975 2978 2983 rVB2 108446 207654 3.08% 0.337%
62 20.380 3022 3025 3029 rBV 78939 120586 1.79% 0.195%
63 20.598 3058 3062 3065 rBV 122890 156658 2.33% 0.254%
64 20.756 3087 3089 3093 rVB 115939 126114 1.87% 0.204%
65 20.827 3098 3101 3107 rVB 230953 301680 4.48% 0.489%

66 21.056 3136 3140 3147 rVB2 596859 852197 12.65% 1.382%
67 21.256 3171 3174 3181 rVB 356693 439812 6.53% 0.713%
68 21.350 3183 3190 3194 rVV 4605433 6736736 100.00% 10.921%
69 21.386 3194 3196 3203 rVB 464687 582018 8.64% 0.944%
70 21.956 3291 3293 3302 rVB3 280714 405737 6.02% 0.658%

71 22.915 3451 3456 3471 rVB2 697203 2463908 36.57% 3.994%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BMO07386.D

Acq On : 03 Sep 2016 02:22

Operator : UM/SJ

Sample - H4639-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

= Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316.M

= SVOA CALIBRATION

72 23.421 3538 3542 3545 rBV 213923 355370 5.28% 0.576%
73 23.474 3545 3551 3564 rVB2 2072505 4317007 64.08% 6.998%
74 23.621 3568 3576 3584 rBV 2813462 5608461 83.25% 9.092%
75 24.138 3658 3664 3673 rVB 622085 1261914 18.73% 2.046%

76 24.891 3788 3792 3802 rVB2 184493 413317 6.14% 0.670%
77 26.703 4094 4100 4110 rVB6 230052 642448 9.54% 1.041%

Sum of corrected areas: 61685837
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07386.D

Acq On : 03 Sep 2016 02:22

Operator : UM/SJ

Sample - H4639-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM082316.M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM007386.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07386.D

Acq On : 03 Sep 2016 02:22

Operator : UM/SJ

Sample - H4639-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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.
18.06 2.87 ng/ul 581717 Phenanthrene-d10 17.17
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 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 86
Abundance Scan 2631 (18.062 min): BM007386.D (-2624) (-) m/z 72.95 100.00%
73
43 60
5000 129
97 213
115 157171 185 256
143 199 | 227 939 17.80 18.00 18.20 18.40
m/z 60.00 75.93%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L B B SULN R
17.80 18.00 18.20 18.40
97 m/z 43.10 73.79%
115 157 171 185 213 256
143
||||||||||||||| ‘\H \ . ||||||||| |‘||]:99|||‘|2|2|7||24EL||| —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
| 17.80 18.00 18.20 18140
5000{ 29 256 m/z 57.05 67.82%
129
97 213
115
143137171185 199 1 227,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid B LA B m et
60 73 17.80 18.00 18.20 18.40
43 m/z 41.10 61.78%
129
5000 29 -
’ 15 214
‘ T ?9 ‘ 143157 | 185
||l||‘|‘|‘||“l“|‘|‘l‘|‘||“li|l”|“||“ﬁ‘l |‘|‘|||‘||=‘|‘|||=| |‘||| |||“| S RRmREESEC A Emmam e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18 00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07386.D

Acq On : 03 Sep 2016 02:22

Operator : UM/SJ

Sample - H4639-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.06 2.53 ng/ul 852197 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 90
Abundance Scan 3141 (21.062 min): BM007386.D (-3136) (-) m/z 57.10 100.00%
57
[ ANVJuEANVAkWHAAAHA\
5000
111
| 1 T o0 7100 2170 10
140 : : : :
— ,‘ | 4 15%e118s | ] 280 280308 31 1 TS 76 350
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 88
5000 111 TTr[rrrr[rrrrprrrrprrrii
20.80 21.00 21.20 21.40
- m/z 55.10 70.06%
L “\ ‘h\‘J } ‘157 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
20,80 21.00 21.20 21.40
5000 111 m/z 83.10 68.26%
29
139 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate T
57 o7 20.80 21.00 21.20 21.40
m/z 69.10 62 .55%
5000
125
29 \ 153
L I ‘m 23 182 210 238 266 311 412
m/z--> 50 1& 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07386.D

Acq On : 03 Sep 2016 02:22

Operator : UM/SJ

Sample - H4639-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.14 4_.50 ng/ul 1261910 Perylene-d12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Octadecane 254 C18H38 000593-45-3 93
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3664 (24.138 min): BM007386.D (-3658) (-) m/z 57.10 100.00%
57
85
5000
LR IR BN SRR
141169 23.80 24.00 24.20 24.40
0 ....l, 1| LA [5297225258280 323 370 415 503 | n,o7 71 10 74.28%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57
85
5000 AUV A SRR
23.80 24.00 24.20 24.40
m/z 85.10 56.35%
29 113
AL 141169197225 253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500

1

Abundance
57
S AREREE SN L
23.80 24.00 24.20 24.40
5000 85 m/z 43.10 55.76%
29 3
113 141 169197 925 254
T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane R R EEREEm
23.80 24.00 24.20 24.40
m/z 55.05 21.51%
5000

i§

141169197225 267295 365393
miz--> 0 50 100 150 200 250 300 350 400 450 500 2380 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07386.D

Acq On : 03 Sep 2016 02:22

Operator : UM/SJ

Sample - H4639-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 _beta.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.70 2.29 ng/ul 642448 Perylene-d12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 93
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 89
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 89
4 Stigmastan-3-en-6-ol 414 C29H500 1000214-19-7 38
5 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 25
Abundance Scan 4099 (26.697 min): BM007386.D (-4094) (-) m/z 43.05 100.00%
48
5000 M/\M\M'
' 26.40 26,60 26.80 27.00
— m/z 57.10 78.78%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217432: .beta.-Sitosterol
43
5000 ' 26.40 26,60 26.80 27.00
107
‘ 81 ‘ 18 e sasaz 414 m/z 69.10 69.06%
55
_ I WJMWWJWN‘MJRMMH\‘A\ Lh 1 354?§%W| N
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
' 26.40 26,60 26.80 27.00
5000 81 197 m/z 81.10 61.01%
145 414
213 303
173 255 329 381
354
miz-> 50 100 150 200 250 300 350 400 450
Abundance #217435: .gamma.-Sitosterol AN EEman me
43 26.40 26.60 26.80 27.00
m/z 105.10 57 .54%
5000
81 107
‘ ‘ ‘ 213 303329 e
III\HH‘H‘HHH“‘HHHHMH\‘J\IZI?ISILIIlllI{II354I38]:MIIKIIIIIIIII A
m/z--> 50 150 200 250 300 350 400 450 2640 2660 2680 2700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BMO07386.D

Acq On : 03 Sep 2016 02:22

Operator : UM/SJ

Sample - H4639-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 18.06 2.9 ng/ul 581717 4 17.17 4050920 20.0
Behenic alcohol 21.06 2.5 ng/ul 852197 5 21.35 6736740 20.0
(DEL) Alkane: Str... 24.14 4.5 ng/ul 1261910 6 23.62 5608460 20.0
-beta.-Sitosterol 26.70 2.3 ng/ul 642448 6 23.62 5608460 20.0
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