LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062217\
Data File : BM010668.D

Acq On 22 Jun 2017 20:09

Operator : SJ/JU

Sample : 13627-02

Misc :

ALS Vial : 19 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\SOM-EPA-BM062017 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 6.645 631 639 649 rBB 247319 398197 19.05% 1.772%
2 6.810 661 667 675 rvB 166927 251906 12.05% 1.121%
3 6.998 693 699 706 rvB 246260 369290 17.67% 1.643%
4 7.463 771 778 785 rVB 291264 440465 21.08% 1.960%
5 8.169 891 898 905 rVvB 307810 477940 22.87% 2.127%
6 8.604 965 972 978 rBV 249131 382302 18.29% 1.701%
7 9.322 1087 1094 1100 rBB 225047 360294 17.24% 1.603%
8 9.851 1178 1184 1190 rVB 364167 571194 27.33% 2.542%
9 10.222 1240 1247 1255 rBV 425110 689208 32.98% 3.067%
10 10.363 1265 1271 1280 rBV 301545 498533 23.85% 2.218%

11 13.533 1804 1810 1814 rBV 752683 1007001 48.18% 4.481%
12 13.580 1814 1818 1824 rVB 343105 438584 20.99% 1.952%
13 13.798 1849 1855 1868 rVB 705676 1049337 50.21% 4._.669%
14 14.116 1902 1909 1916 rVB2 678160 1041535 49.84% 4.634%
15 14.321 1938 1944 1957 rVB 324567 462241 22.12% 2.057%

16 15.115 2073 2079 2085 rBV 945578 1355845 64.87% 6.033%
17 15.239 2094 2100 2108 rVB 319765 432721 20.70% 1.925%

18 15.862 2201 2206 2215 rBV2 16725 29003 1.39% 0.129%
19 16.868 2370 2377 2381 rBV 968204 1365149 65.32% 6.074%
20 16.904 2381 2383 2388 rVVv 57027 76759 3.67% 0.342%
21 16.962 2388 2393 2405 rVB2 1044559 1508360 72.17% 6.712%
22 17.668 2507 2513 2517 rBvV4 21101 36222 1.73% 0.161%
23 17.792 2529 2534 2543 rBV 240660 311288 14.89% 1.385%
24 18.674 2678 2684 2688 rBv4 40060 60321 2.89% 0.268%
25 18.939 2725 2729 2736 rVV 192592 283005 13.54% 1.259%
26 19.009 2738 2741 2750 rVv8 17526 29503 1.41% 0.131%
27 19.086 2750 2754 2762 rVvV 234445 302759 14.49% 1.347%
28 19.156 2764 2766 2775 rVV5 14589 28321 1.36% 0.126%
29 19.274 2778 2786 2798 rVV2 1336739 2089942 100.00% 9.300%
30 19.639 2839 2848 2854 rBVS 19957 44555 2.13% 0.198%
31 19.803 2872 2876 2882 rVB2 28602 48073 2.30% 0.214%
32 19.909 2888 2894 2898 rVB2 22254 30878 1.48% 0.137%
33 19.962 2898 2903 2907 rBV5 28050 48383 2.32% 0.215%
34 20.103 2924 2927 2931 rBV2 18121 23862 1.14% 0.106%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062217\
Data File : BM010668.D

Acq On 22 Jun 2017 20:09

Operator : SJ/JU

Sample : 13627-02

Misc :

ALS Vial : 19 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\SOM-EPA-BM062017 .M

Title = SVOA CALIBRATION

35 20.150 2931 2935 2940 rBV3 15727 27515 1.32% 0.122%
36 20.362 2966 2971 2974 rBV7 14699 24809 1.19% 0.110%
37 20.556 3001 3004 3011 rVB5 18605 34768 1.66% 0.155%
38 20.727 3027 3033 3036 rBV2 28840 44260 2.12% 0.197%
39 20.768 3036 3040 3042 rVvv4 19799 22953 1.10% 0.102%

40 20.821 3042 3049 3053 rvv3 106688 156760 7.50% 0.698%

41 21.080 3086 3093 3097 rVV 1398565 1906102 91.20% 8.482%
42 21.115 3097 3099 3107 rVB 134194 190843 9.13% 0.849%

43 21.380 3142 3144 3147 rBV3 20665 26744 1.28% 0.119%
44 21.686 3190 3196 3202 rBV10 36631 78494 3.76% 0.349%
45 22.127 3268 3271 3274 rVB3 36304 38746 1.85% 0.172%

46 22.586 3344 3349 3352 rBVY 145744 269618 12.90% 1.200%
47 23.038 3421 3426 3429 rBVY 72622 123318 5.90% 0.549%
48 23.086 3429 3434 3440 rVvv2 856111 1429836 68.42% 6.362%
49 23.221 3451 3457 3463 rBV2 706713 1256887 60.14% 5.593%
50 23.750 3543 3547 3553 rVB3 58162 107691 5.15% 0.479%

51 24.456 3661 3667 3673 rVB9 55003 123762 5.92% 0.551%
52 25.268 3801 3805 3811 rBV6 30613 67529 3.23% 0.300%

Sum of corrected areas: 22473611
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062217\
Data File : BM010668.D

Acq On 22 Jun 2017 20:09

Operator : SJ/JU

Sample : 13627-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM010668.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062217\
Data File : BM010668.D

Acq On 22 Jun 2017 20:09

Operator : SJ/JU

Sample : 13627-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .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 Tridecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.79 4.56 ng/ul 311288 Phenanthrene-d10 16.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 86
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
5 Tridecanoic acid 214 C13H2602 000638-53-9 60
Abundance Scan 2534 (17.792 min): BM010668.D (-2529) (-) m/z 73.05 100.00%
7B
41 60
5000 129

213

143 157 171 185 199

17.40 17.60 17.80 18.00 18.20
m/z 60.00 68.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #72647: Tridecanoic acid
60 73
43
5000 129 |llll|llllllll|llll|ll
29 171 17.40 17.60 17.80 18.00 18.20
115 214 m/z 41.05 67.82%
| M‘ 143157 ‘ 185
Al H m,.‘.‘..,\....‘,..;. Lt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
17.40 17.60 17.80 18.00 18.20
5000 129 m/z 55.05 58.35%
29 85 185 228
115
98 143157171 199514
T T T T T e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73 17.40 17.60 17.80 18.00 18.20
m/z 43.10 56.65%
129
5000 29 o
3 199
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0 O >~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062217\
Data File : BM010668.D

Acq On 22 Jun 2017 20:09

Operator : SJ/JU

Sample : 13627-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.09 3.18 ng/ul 302759 Chrysene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 70

Abundance Scan 2755 (19.092 min): BM010668.D (-2750) (-) m/z 72.95 100.00%

73

5000

18.80 19.00 19.20 19.40
m/z 60.00 62.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
73
43
129
5000 28 284
18.80 19.00 19.20 19.40
m/z 43.05 61.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 41.10 58.59%
97 284
185 241
27 | 58 113 157 213 256
mmm‘mﬁrwmﬁwmﬂq—m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
3 73 18.80 19.00 19.20 19.40
m/z 55.05 54 _.99%
5000 129

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062217\
Data File : BM010668.D

Acq On 22 Jun 2017 20:09

Operator : SJ/JU

Sample : 13627-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .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]
Tridecanoic acid 17.79 4.6 ng/ul 311288 4 16.87 1365150 20.0
Octadecanoic acid 19.09 3.2 ng/ul 302759 5 21.08 1906100 20.0
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