LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112217\
Data File : BM013095.D

Aca On : 22 Nov 2017 20:55

Operator : SJ/JU

Sample : 16514-06

Misc :

ALS Vial : 18 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 3.246 23 27 36 rvB 95843 127628 2.11% 0.177%
2 3.963 143 149 161 rVB 2152325 2963575 49.11% 4.113%
3 6.887 639 646 656 rBY 1145069 1933883 32.05% 2.684%
4 7.051 668 674 681 rBV 896143 1314180 21.78% 1.824%
5 7.246 701 707 715 rVB 1197705 1858066 30.79% 2.578%
6 7.710 779 786 793 rBV 929480 1453498 24.09% 2.017%
7 8.416 899 906 914 rBVY 1388118 2233745 37.02% 3.100%
8 8.863 974 982 989 rBVY 1215737 1946696 32.26% 2.701%
9 9.581 1097 1104 1116 rVB 1073288 1721219 28.52% 2.389%
10 10.116 1186 1195 1205 rBVY 1578114 2526968 41.87% 3.507%

11 10.492 1252 1259 1267 rBV 1296215 2097398 34.76% 2.911%
12 10.634 1275 1283 1297 rBV 1425133 2397123 39.72% 3.326%
13 13.180 1711 1716 1722 rBV 45945 60486 1.00% 0.084%
14 13.769 1809 1816 1820 rBV 3056628 4188588 69.41% 5.812%
15 13.810 1820 1823 1832 rVB 433313 602907 9.99% 0.837%

16 14.045 1853 1863 1872 rBV 3164409 4697721 77.85% 6.519%
17 14.263 1894 1900 1907 rBV 155797 201931 3.35% 0.280%
18 14.351 1907 1915 1924 rBV2 1826735 2788084 46.20% 3.869%
19 14.563 1943 1951 1961 rBV 1117417 1679012 27.82% 2.330%
20 14.880 1999 2005 2012 rVB5 37611 60833 1.01% 0.084%

21 15.216 2058 2062 2067 rVB 184259 220581 3.66% 0.306%
22 15.345 2076 2084 2091 rVB 3879613 5617258 93.08% 7.795%
23 15.463 2098 2104 2121 rBV 1143709 1596194 26.45% 2.215%
24 15.586 2121 2125 2129 rVV3 49802 90564 1.50% 0.126%
25 16.080 2204 2209 2217 rBV 108740 159315 2.64% 0.221%

26 17.098 2374 2382 2390 rBV 2180596 3054784 50.62% 4_.239%
27 17.198 2392 2399 2412 rVB 4365548 6034632 100.00% 8.374%
28 18.004 2530 2536 2546 rBV 507607 730643 12.11% 1.014%
29 19.127 2722 2727 2731 rBV2 44820 77585 1.29% 0.108%
30 19.286 2750 2754 2763 rBV 446720 637566 10.57% 0.885%

31 19.492 2783 2789 2795 rVB 4406563 5992138 99.30% 8.315%
32 21.003 3042 3046 3052 rBV 258929 320752 5.32% 0.445%
33 21.280 3088 3093 3099 rVB 2060147 2626180 43.52% 3.644%
34 22.350 3271 3275 3277 rVB5 75000 101495 1.68% 0.141%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112217\
Data File : BM013095.D

Aca On : 22 Nov 2017 20:55

Operator : SJ/JU

Sample : 16514-06

Misc :

ALS Vial : 18 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

35 22.850 3357 3360 3366 rVB3 114626 169566 2.81% 0.235%
36 23.368 3441 3448 3455 rBV 2684210 4962525 82.23% 6.886%
37 23.421 3455 3457 3462 rVV3 177222 218347 3.62% 0.303%

38 23.509 3466 3472 3481 rVB 1256509 2329649 38.60% 3.233%
39 24.068 3563 3567 3573 rVB3 160472 268747 4._.45% 0.373%

Sum of corrected areas: 72062062
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

LSC Report - Integrated Chromatogram

= Z:\HPCHEMI\BNA M\DATA\BM112217\
: BMO13095.D

: 22 Nov 2017 20:55

: SJ/JU

: 16514-06

18 Sample Multiplier: 1

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

TIC Library = C:\DATABASE\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BM013095.D
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8.42
6.89 7.25 8.8

7.05 7.71
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Time-->
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TIC: BM013095.D
17.20

15.35
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14.35
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15.20
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Abundance

4000000

3000000

2000000

1000000

0

TIC: BM013095.D

23.37

21.28

23.51

) 22.85 3.42 24.07
21.00 22.35 o 3 F N N

Y

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 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\BM112217\
Data File : BM013095.D

Aca On : 22 Nov 2017 20:55

Operator : SJ/JU

Sample : 16514-06

Misc :

ALS Vial : 18 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 4.78 ng/ul 730643 Phenanthrene-d10 17.10
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81
Abundance Scan 2535 (17.998 min): BM013095.D (-2530) (-) m/z 73.00 100.00%
431 730
5000 129.1 L
) 213.2

256.2 17.60 17.80 18.00 18.20 18.40
0 m/z 43.10 90.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 L L e
17. 60 17. 80 1800 18. 20 1840

157.0 185.1

83.0 0
1570 1g50 2130 2560 m/z 60.00 85.84%
ol 40
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
17. 60 17. 80 18 00 18. 20 18.40
5000 256.0 m/z 41.10 83.14%
129.0
97.0 157.0 1850 213.0
0 ' ' 236.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43.0 73.0 17.60 17.80 18.00 18.20 18.40
m/z 57.10 74_.07%
5000 129.0

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013095.D

Aca On : 22 Nov 2017 20:55

Operator : SJ/JU

Sample : 16514-06

Misc :

ALS Vial : 18 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 3 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.29 4.86 ng/ul 637566 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 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
Abundance Scan 2755 (19.292 min): BM013095.D (-2750) (-) m/z 72.95 100.00%
43.0 73.0
129.1
5000 1851 0412
284.4 g Ml s e e
101.1 19.00 19.20 19.40 19.60
157.2 213.3
0 ) P e M PO \ N m/z 43.05 87.81%
m/z--> 50 100 150 200 250 300 350
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 41.10  86.99%
101.
oL, .“.‘ \;‘le‘ul‘ hl .ﬁ,?\.‘. ‘;\15\7;0.\‘ o ‘,21.?'.9‘. — S
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
19.00 19.20 19.40 19.60
5000 129.0 m/z 55.05 84 .55%
185.0 2410 284.0
JJis.0 1010 1570 2130
m/z--> éo 160 1éo 200 2éo 360 3%0
Abundance #131261: Octadecanoic acid
43.0,,73.0 19.00 19.20 19.40 19.60
m/z 59.95 83.31%
5000 129.0
185.0 241.0 284.0
101. :
- iiﬁrﬁfﬁ.\..lfqu.. 230, | R AU
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013095.D

Aca On : 22 Nov 2017 20:55

Operator : SJ/JU

Sample : 16514-06

Misc :

ALS Vial : 18 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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.00 2.44 ng/ul 320752 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 3045 (20.998 min): BM013095.D (-3042) (-) m/z 43.00 100.00%
43.0 83.0
- M'_J\WV/\—
>4 282.9 20,60 20.80 21.00 21.20 21.40
167.0 211.2 355.1 429.0 ) : : : : :
or A LLA by JoT0212 ) 351 4200 s082 < n ety 97 616
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcohol
439 &390
5000
20.60 20.80 21.00 21.20 21.40
25.0 m/z 55.10 94.93%
0 \“ W “ il \“\ \‘L 1‘\ ]\-6.70 2100 2800
miz--> 0 55 160 1éo 260 250 360 3éo 460 4%0 560
Abundance
83.0
439 LRI PR SN
20.60 20.80 21.00 21.20 21.40
5000 m/z 57.10 89.17%
125.0
o 168.0  238.0
miz--> 0 55 160 1éo 260 2éo 360 3éo 460 4%0 560
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester L B e e
57.0 20.60 20.80 21.00 21.20 21.40
97.0 m/z 97.10 88.20%
5000
om0 [ L))} |30 21002550 356.0
miz--> 0 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 4&1,0 5(')0 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013095.D

Aca On : 22 Nov 2017 20:55

Operator : SJ/JU

Sample : 16514-06

Misc :

ALS Vial : 18 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .07 2.31 ng/ul 268747 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Eicosane 282 C20H42 000112-95-8 87
3 Heneicosane 296 C21H44 000629-94-7 81
4 Eicosane 282 C20H42 000112-95-8 81
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 81
Abundance Scan 3567 (24.068 min): BM013095.D (-3563) (-) m/z 57.10 100.00%
57.1

o ,M,m4¢JmAHWw~/\J\_~mM“,~V4,“

7° 281.1 2380 24.00 2420 2440

169.2 211.2 341.0

ob ALl 2002212 2R 0 a1 dse0 oS00 G 55%

s
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57.0

5000 B BAEEE s e
23. 80 24. 00 24. 20 24 40

9.0 m/z 43.10 57.79%

R A A e B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0

23.80 24. 00 24. 20 24.40

o

5000 m/z 85.05 47 .08%
990 282.0
141.0 183.0 2250
ot L e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141425: Heneicosane PO R e
57.0 23. 80 24, 00 24, 20 24.40

m/z 55.00 27 .33%

5000
9.0
154 || 141.0183.02250  296.0

e R SR, N L e

m/z--> 0 50 100 150 200 250 300 350 400 450 23. 80 24. 00 24. 20 24 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112217\
Data File : BM013095.D

Acq On : 22 Nov 2017 20:55

Operator : SJ/JU

Sample : 16514-06

Misc :

ALS Vial : 18 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]
n-Hexadecanoic acid 18.00 4.8 ng/ul 730643 4 17.10 3054780 20.0
Octadecanoic acid 19.29 4.9 ng/ul 637566 5 21.28 2626180 20.0
Behenic alcohol 21.00 2.4 ng/ul 320752 5 21.28 2626180 20.0
(DEL) Alkane: Str... 24.07 2.3 ng/ul 268747 6 23.51 2329650 20.0
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