LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112017\
Data File : BM013064.D

Aca On : 21 Nov 2017 03:23

Operator : SJ/JU

Sample : 16514-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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-BM111617.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 3.252 22 28 36 rvB 57115 84239 2.18% 0.163%
2 4.869 295 303 307 rBV3 31151 48107 1.24% 0.093%
3 6.887 639 646 656 rBV2 236903 515221 13.32% 0.995%
4 7.051 668 674 686 rBV 468763 725503 18.75% 1.402%
5 7.246 696 707 715 rBV 594101 925974 23.93% 1.789%
6 7.716 778 787 794 rBV 927269 1495881 38.66% 2.890%
7 7.951 819 827 835 rBV2 60274 103530 2.68% 0.200%
8 8.416 896 906 912 rBV 578524 917034 23.70% 1.772%
9 8.475 912 916 922 rVB 40665 73469 1.90% 0.142%
10 8.575 928 933 938 rVB3 47340 78686 2.03% 0.152%

11 8.828 968 976 977 rBV5 85259 133819 3.46% 0.259%
12 8.863 977 982 991 rVB 668328 1072490 27.72% 2.072%

13 9.110 1019 1024 1030 rBV6 33962 54902 1.42% 0.106%
14 9.581 1097 1104 1112 rBV 548234 894144 23.11% 1.728%
15 9.728 1124 1129 1136 rBv4 39350 79845 2.06% 0.154%

16 9.928 1155 1163 1169 rBvV 94753 163419 4.22% 0.316%
17 10.116 1187 1195 1202 rBV 875855 1450140 37.48% 2.802%
18 10.181 1202 1206 1215 rVB2 94158 149766 3.87% 0.289%
19 10.492 1252 1259 1266 rBV 1370423 2224552 57.49% 4.298%
20 10.557 1266 1270 1276 rVB2 106699 161360 4_.17% 0.312%

21 11.039 1347 1352 1358 rVB6 25715 43768 1.13% 0.085%
22 11.669 1452 1459 1463 rBV3 27263 46523 1.20% 0.090%
23 13.345 1738 1744 1748 rBV5 29179 46835 1.21% 0.090%
24 13.592 1783 1786 1795 rBVS 29894 62417 1.61% 0.121%

25 13.769 1810 1816 1821 rBV 1538420 2169395 56.07% 4.191%

26 13.810 1821 1823 1830 rVB 84000 107096 2.77% 0.207%
27 14.045 1849 1863 1869 rVB 1688564 2621181 67.74% 5.064%
28 14.145 1873 1880 1888 rBV6 33442 94560 2.44% 0.183%
29 14.222 1888 1893 1897 rVVv2 100778 140431 3.63% 0.271%
30 14.351 1909 1915 1927 rVB2 2025383 3307050 85.47% 6.389%

31 14.557 1944 1950 1958 rBV 249298 384732 9.94% 0.743%

32 14.798 1985 1991 1994 rBV6 30789 59969 1.55% 0.116%
33 14.939 2009 2015 2020 rVB4 52276 118422 3.06% 0.229%
34 15.127 2040 2047 2050 rBV6 30404 54479 1.41% 0.105%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112017\
Data File : BM013064.D

Aca On : 21 Nov 2017 03:23

Operator : SJ/JU

Sample : 16514-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM111617 .M
Title = SVOA CALIBRATION
35 15.216 2059 2062 2070 rVBS8 37438 79890 2.06% 0.154%

36 15.345 2078 2084 2096 rBV 2098132 3161010 81.69% 6.107%
37 15.463 2096 2104 2113 rVB 691706 1023427 26.45% 1.977%
38 15.545 2113 2118 2122 rBV6 40411 76174 1.97% 0.147%
39 15.621 2128 2131 2136 rVB5 42200 57486 1.49% 0.111%
40 15.716 2143 2147 2149 rBV3 92561 122658 3.17% 0.237%

41 15.751 2149 2153 2158 rVB3 176541 278988 7.21% 0.539%
42 15.851 2163 2170 2179 rVB2 628418 1111323 28.72% 2.147%
43 15.998 2190 2195 2201 rVB4 99260 152547 3.94% 0.295%
44 16.080 2206 2209 2217 rVB5 40790 71822 1.86% 0.139%
45 16.198 2224 2229 2233 rBVY 120763 172658 4._46% 0.334%

46 16.257 2233 2239 2243 rVV 235363 345929 8.94% 0.668%

47 16.392 2258 2262 2267 rBV6 44027 74136 1.92% 0.143%
48 16.439 2267 2270 2275 rVB3 31691 47391 1.22% 0.092%
49 16.498 2275 2280 2281 rBV5 42627 57696 1.49% 0.111%
50 16.616 2297 2300 2305 rVB7 30653 44818 1.16% 0.087%
51 16.768 2317 2326 2330 rBV2 93347 197620 5.11% 0.382%
52 16.816 2330 2334 2337 rVV6 34590 68850 1.78% 0.133%
53 16.857 2337 2341 2345 rVB5 49823 88621 2.29% 0.171%
54 16.921 2350 2352 2358 rVV5 34406 55702 1.44% 0.108%

55 16.986 2358 2363 2369 rVB 121428 171738 4._.44% 0.332%

56 17.098 2375 2382 2388 rBV2 2707594 3869303 100.00% 7.476%
57 17.198 2388 2399 2405 rVB2 2225281 3281175 84.80% 6.339%

58 17.345 2419 2424 2428 rVB7 26065 46317 1.20% 0.089%
59 17.398 2428 2433 2440 rVV10 37819 83460 2.16% 0.161%
60 17.474 2444 2446 2454 rVB6 30439 40553 1.05% 0.078%

61 18.004 2531 2536 2545 rBV 598330 876959 22.66% 1.694%
62 18.274 2579 2582 2587 rVVv2 138763 184211 4.76% 0.356%
63 18.321 2587 2590 2596 rVB7 38378 62193 1.61% 0.120%
64 18.780 2663 2668 2671 rBV3 65776 93735 2.42% 0.181%
65 19.109 2720 2724 2732 rBV2 109700 203719 5.27% 0.394%

66 19.292 2750 2755 2765 rBV 741176 965948 24.96% 1.866%
67 19.492 2783 2789 2797 rVB 2679784 3524444 91.09% 6.810%

68 20.368 2935 2938 2944 rBVS 39305 48882 1.26% 0.094%
69 20.433 2945 2949 2952 rVB4 51851 65671 1.70% 0.127%
70 20.527 2962 2965 2968 rBV5 41071 57165 1.48% 0.110%

71 21.009 3043 3047 3056 rBvV 418908 567104 14.66% 1.096%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112017\
Data File : BM013064.D

Aca On : 21 Nov 2017 03:23

Operator : SJ/JU

Sample : 16514-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM111617 .M
SVOA CALIBRATION

Method :
Title :
72 21.280 3088 3093 3099 rBVY 2997513 3765662 97.32% 7.276%
73 22.209 3248 3251 3259 rVB6 107639 150534 3.89% 0.291%
74 22.321 3267 3270 3273 rBv4 74105 100651 2.60% 0.194%
75 23.245 3424 3427 3435 rVB7 128280 197346 5.10% 0.381%

76 23.368 3441 3448 3454 rBV2 1326598 2508954 64.84% 4.847%
77 23.509 3466 3472 3480 rVB 1500344 2805535 72.51% 5.421%
78 24.074 3565 3568 3573 rVvB4 117803 188767 4._.88% 0.365%

Sum of corrected areas: 51757711
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013064.D

Aca On : 21 Nov 2017 03:23

Operator : SJ/JU

Sample : 16514-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

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

Abundance
3000000

2500000

2000000

1500000

1000000
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TIC: BM013064.D
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Time--> 1
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013064.D

Aca On : 21 Nov 2017 03:23

Operator : SJ/JU

Sample : 16514-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.85 5.74 ng/ul 1111320 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Azidomethyl-1.3.3-trimethyl-cv... 179 C10H17N3 090073-44-2 43
2 Cvclopentane. 2-methvl-1-methvle... 136 C10H16 056710-83-9 43
3 1.3-Cvclohexadiene. 1-methvl-4-(... 136 C10H16 000099-86-5 25
4 1-Methvl-1.2.3.4-tetrahvdropvrro... 136 C8H12N2 1000305-37-9 25
5 2,4,6-Octatriene, 2,6-dimethyl- 136 C10H16 000673-84-7 22
Abundance Scan 2170 (15.851 min): BM013064.D (-2163) (-) m/z 121.10 100.00%
1211
411 81.0
5000

179.1

"194.2 212.1 15.60 15.80 16.00 16.20

0 m/z 41.10 62.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44783: 2-Azidomethyl-1,3,3-trimethyl-cyclohexene
121.0
137.0
5000 410 950 LA B L L L L L LB
’ 79,0 15.60 15.80 16.00 16.20
% ‘ m/z 119.05 60.92%
0 ‘ ‘ 179.0
Ol.W.“W.ﬁMJW ‘.:h‘m ‘ﬂ..ﬂ,”HF??R.H..”,...W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
121.0
15.60 15.80 16.00 16.20
5000 95.0 m/z 81.05 58.77%
41.0 79.0
63.0 137.0
o L VRN HSAR R 6N 1 RN 1N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15878: 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)-
121.0 15.60 15.80 16.00 16.20
m/z 55.05 51.31%
93.0
5000
41.0 77.0 %
m/z--> 20 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013064.D

Aca On : 21 Nov 2017 03:23

Operator : SJ/JU

Sample : 16514-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 3
R.T. EstConc Area Relative to ISTD R.T.
18.00 4_.53 ng/ul 876959 Phenanthrene-d10 17.10
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 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 2535 (17.998 min): BM013064.D (-2531) (-) m/z 73.00 100.00%
43.0 730
5000 129.1 j\\
97.1 171.2 213.1 R
256.4 ﬂmﬂmmmmmmm
o 2 92, 2811 7 43.05  89.98%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR AR MR BN
83.0 17. 60 1780 1800 1820 1840
157.0 1850 2130 256.0 m/z 60.00 86.64%
ol 40 m .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
17,60 17.80 18.00 18.20 18.40
5000 256.0 m/z 41.10 83.77%
129.0
97.0 213.0
157.0 185.0
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid

_rl_l_l_l—r!_l_l_!—r!_!_!_!—r!_!_!_!—r!_r
73.0 17.60 17.80 18.00 18.20 18.40
m/z 55.05 71.46%

43.0
5000 129.0
171.0
\ H\ H H ‘

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013064.D

Aca On : 21 Nov 2017 03:23

Operator : SJ/JU

Sample : 16514-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L
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 Octadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.29 5.13 ng/ul 965948 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 n-Decanoic acid 172 C10H2002 000334-48-5 90

Abundance Scan 2755 (19.292 min): BM013064.D (-2750) (-) m/z 73.00 100.00%
431 73.0
5000 129.1
185.2 241.2
284.3
341.0 19 00 19.20 19.40 19.60
(o} : m/z 43.10 94 .96%
m/z--> 250
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0
185.0 241.0 19.00 19.20 19.40 19.60
m/z 60.00 77 .85%
M‘HQ?O 157.0 ‘ 213.0
o ‘.“,“”:‘“.“‘l "“|" L ‘I o .“. I\ — .‘. mmE
m/z--> 50 100 150 200 250 300
Abundance
43.0 73.0
119.00 19.20 19.40 19.60
5000 129.0 m/z 55.10 77 .12%
185.0 241.0 284.0
. °p.0 1570 | 2130
m/z--> o '55' ' "160' B '150' B '200' ' "2é0' ' "360' L
Abundance #131258: Octadecanoic acid
43.0 73.0 19 00 19.20 19.40 19.60
m/z 41.05 77.07%
5000 129.0
01.5'.0‘. "“I ‘ IL ‘k‘”h.“‘ ‘.‘1|5‘7..0.t .“. t2]|'3|0| R .“. ———
m/z--> 50 100 150 200 250 300 19 00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013064.D

Aca On : 21 Nov 2017 03:23

Operator : SJ/JU

Sample : 16514-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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: Cyclic21.01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.01 3.01 ng/ul 567104 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 98
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
Abundance Scan 3047 (21.009 min): BM013064.D (-3043) (-) m/z 43.10 100.00%
431 83.1
LU NS SUNIRA B
167.0 208.1 280.3 20.60 20.80 21.00 21.20 21.40
o — 3408 4292 "m/z 83.10 94.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
55.0
5000
20.60 20.80 21.00 21.20 21.40
m/z 69.05  92.77%
Ll “ L “\ 390 1820 2240 2800
m/z--> 50 200 250 300 350 400
Abundance
57.0
97.0 NN NS SUNIRA B
20.60 20.80 21.00 21.20 21.40
5000 m/z 55.05 92 .48%
s, L[ T80 280 sos0
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester T T T T T
57.0 20.60 20.80 21.00 21.20 21.40
97.0 m/z 57.05 90.72%
5000 JNWVMM%MkwvaJ\WwWMNVNvA4~J\,
169.0
o150 |l |j L Jagip [ 2100 2550 406.0
m/z--> 50 100 150 2(')0 250 300 350 400 20,60 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112017\
Data File : BM013064.D

Acq On : 21 Nov 2017 03:23

Operator : SJ/JU

Sample : 16514-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617 .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]
unknown-01 15.85 5.7 ng/ul 1111320 4 17.10 3869300 20.0
n-Hexadecanoic acid 18.00 4.5 ng/ul 876959 4 17.10 3869300 20.0
Octadecanoic acid 19.29 5.1 ng/ul 965948 5 21.28 3765660 20.0
(DEL) Alkane: Cyc... 21.01 3.0 ng/ul 567104 5 21.28 3765660 20.0
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