LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012618\
Data File : BM013860.D

Acq On : 27 Jan 2018 00:50

Operator : SJ/JU

Sample - J1244-06

Misc :

ALS Vial : 25 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-BM011018_-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 3.146 24 27 33 rBvV3 25706 37985 1.46% 0.125%
2 6.775 638 644 659 rvB2 480368 892754 34.39% 2.932%
3 6.934 665 671 678 rBY 381735 586352 22.59% 1.926%
4 7.122 696 703 713 rBV 544381 872697 33.62% 2.867%
5 7.586 776 782 793 rBV 554096 861053 33.17% 2.828%
6 8.298 896 903 914 rBVY 531528 936461 36.07% 3.076%
7 8.739 971 978 989 rBVY 487066 841096 32.40% 2.763%
8 9.457 1092 1100 1111 rBV2 427606 746438 28.75% 2.452%
9 9.992 1185 1191 1201 rBVY 554385 994242 38.30% 3.266%
10 10.357 1246 1253 1260 rBY 669120 1069269 41.19% 3.512%

11 10.510 1271 1279 1295 rBV 470110 917901 35.36% 3.015%
12 13.657 1808 1814 1818 rBV 978882 1372632 52.88% 4 _509%
13 13.704 1818 1822 1831 rVB 370082 531436 20.47% 1.746%
14 13.927 1853 1860 1869 rBV 1143246 1673665 64.47% 5.498%
15 14.145 1891 1897 1900 rBV3 20714 27563 1.06% 0.091%

16 14.239 1906 1913 1921 rBV2 841537 1297786 49.99% 4.263%
17 14.480 1947 1954 1970 rBV2 194476 494503 19.05% 1.624%
18 15.104 2055 2060 2064 rVB3 33962 45305 1.75% 0.149%
19 15.239 2076 2083 2089 rBV 1346364 1944627 74.91% 6.388%
20 15.380 2102 2107 2120 rBV 296720 482707 18.59% 1.586%

21 15.480 2120 2124 2133 rVB6 19384 40454 1.56% 0.133%
22 15.609 2141 2146 2151 rBV 84837 114267 4._.40% 0.375%
23 15.962 2201 2206 2210 rBv4 46598 67284 2.59% 0.221%
24 16.756 2338 2341 2345 rBV3 32804 40026 1.54% 0.131%

25 16.992 2375 2381 2386 rBV 1078978 1503482 57.92% 4_.939%

26 17.092 2391 2398 2409 rVB 1403933 2044728 T78.77% 6.716%

27 17.492 2462 2466 2470 rVB6 23831 28455 1.10% 0.093%
28 17.898 2529 2535 2545 rBV2 257654 398643 15.36% 1.309%
29 18.186 2578 2584 2590 rBV9 15671 29327 1.13% 0.096%
30 18.768 2679 2683 2689 rBV10 15931 28296 1.09% 0.093%
31 19.039 2724 2729 2731 rBV5 28189 43508 1.68% 0.143%
32 19.068 2731 2734 2741 rVBS8 21250 39359 1.52% 0.129%

33 19.186 2750 2754 2765 rBV3 128286 205548 7.92% 0.675%
34 19.392 2783 2789 2796 rBV 1672975 2350023 90.53% 7.719%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012618\
Data File : BM013860.D

Acq On : 27 Jan 2018 00:50

Operator : SJ/JU

Sample - J1244-06

Misc :

ALS Vial : 25 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 = Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
Title = SVOA CALIBRATION
35 19.921 2875 2879 2883 rBV6 25701 42685 1.64% 0.140%

36 20.909 3043 3047 3057 rBV 271552 460682 17.75% 1.513%
37 21.191 3090 3095 3104 rBV 1401580 1852341 71.36% 6.085%
38 22.221 3268 3270 3277 rVB7 127130 174115 6.71% 0.572%
39 23.244 3437 3444 3452 rBV2 1338661 2595938 100.00% 8.527%
40 23.380 3461 3467 3475 rVB2 956801 1757875 67.72% 5.774%

Sum of corrected areas: 30443508
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_M\DATA\BM012618\

: BMO1
: 27 J
: SJ/J
: J124

25

TIC Library :

3860.D
an 2018 00:50
U
4-06
Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

Abundance TIC: BM013860.D
1500000
1000000
10.36
7.12 7.59 8.30 9.99
6.77 i 8.74 0.51
500000 -
6.93 9.46
3.15
R R e e e i I S
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM013860.D
19139
1500000 17.09
15.24
13.93 16.do
1000000 13.66
14.24
500000
18.70
15.38 17.90
14.48 1561 19.19
14JL 15.10 15,4 15.96 1676)||| 17.49 | 1819 1877® 19,92
0 o LA e s o L L I B e e B B e L e )
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM013860.D
21.19 23.24
1500000
p3.38
1000000
500000] 20.91 22.22
I o o e o e L o S
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25,50 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:\HPCHEM1\BNA_M\DATA\BM012618\
Data File : BM013860.D

Acq On : 27 Jan 2018 00:50

Operator : SJ/JU

Sample - J1244-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 1

R.T. EstConc Area Relative to ISTD R.T.
17.90 5.30 ng/ul 398643 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 91

Abundance Scan 2535 (17.898 min): BM013860.D (-2529) (-) m/z 43.10 100.00%
5000 129
213
157 185
17.60 17.80 18.00 18.20
m/z 73.00 93.79%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 L B BN B BULRE
83 17.60 17.80 18.00 18.20
0
H o 157 195 213 256 m/z 55.10 87 .42%
— |“‘ IH‘H ‘ IH“‘I:I\\.‘MIL i‘““: hl I\ ‘: I‘ I‘I 1 I‘ —r— “: —
m/z--> 50 100 150 200 250 300 350
Abundance
73
43
17.60 17.80 18.00 18.20
5000 129 m/z 41.10 84.15%
185
97 228
15 157 211
m/z--> §0 160 1éo 260 2%0 360 3%0
Abundance #72647: Tridecanoic acid
78 17.60 17.80 18.00 18.20
43 m/z 60.00 80.34%
5000 129
171
o
: I\I U\Ilil hl |‘H‘|JH|L IJI\III |‘1|§?| le‘l |{| — ——
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012618\
Data File : BM013860.D

Acq On : 27 Jan 2018 00:50

Operator : SJ/JU

Sample - J1244-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 3
R.T. EstConc Area Relative to ISTD R.T.
19.19 2.22 ng/ul 205548 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid 284 C18H3602 000057-11-4 92
3 Octadecanoic acid 284 C18H3602 000057-11-4 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 55
5 Octadecanoic acid 284 C18H3602 000057-11-4 50
Abundance Scan 2755 (19.192 min): BM013860.D (-2750) (-) m/z 43.05 100.00%
5000
18:80 19.00 19,20 19.40 19.60
m/z 73.00 95.94Y%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
4 73
5000 129 LIRS AR B B
18.80 19.00 19.20 19.40 19.60
H 97 185 T m/z 41.10 75.38%
e .”“. | .‘““. ol :||'5.7 . \297 i .‘ — .‘ i ———
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
18:80 19.00 19,20 19.40 19.60
5000 129 m/z 55.05 71.37%
97 185 oa1 284
m/z--> éo 160 1éo 200 2%0 300 3%0
Abundance #131262: Octadecanoic acid A e
78 18.80 19.00 19.20 19.40 19.60
43 m/z 60.00 60.81%
129
5000 284
‘ 97 185 241
— ‘.‘ .HJ. '}lt.l”.". W :II'5\|7 .‘ o \Iz}% L |\2|6|5 .{. e
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012618\
Data File : BM013860.D

Acq On : 27 Jan 2018 00:50

Operator : SJ/JU

Sample - J1244-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.91 4 .97 ng/ul 460682 Chrysene-di2 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 87
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 87
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 87
Abundance Scan 3047 (20.909 min): BM013860.D (-3043) (-) m/z 43.00 100.00%
43, 83
e /\’\’—L
111 207
139 | yio 22 sy s we || 20602080 2100 2120 |
ol il m/z 55.00 93.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
5000 e UM SUNAUL I IR
20.60 20.80 21.00 21.20
29 m/z 83.10 89.59%
L L | M | .157 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83
20.60 20.80 21.00 21.20
5000 11 m/z 69.10 89.34%
29 169
139 210 255 406
m/z--> 50 100 150 200 250 300 350 400
Abundance #215485: Heptafluorobutyric acid, n-tetradecy! ester B B e e
20.60 20.80 21.00 21.20
83 m/z 57.05 85.47%
5000 11
29
’ ¥ hl“o T o 392
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20 |
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012618\
Data File : BM013860.D

Acq On : 27 Jan 2018 00:50

Operator : SJ/JU

Sample - J1244-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.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 17.90 5.3 ng/ul 398643 4 16.99 1503480 20.0
Octadecanoic acid 19.19 2.2 ng/ul 205548 5 21.19 1852340 20.0
Behenic alcohol 20.91 5.0 ng/ul 460682 5 21.19 1852340 20.0
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