LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014061.D

Aca On : 01 Feb 2018 07:38

Operator : SJ/JU

Sample : J1317-10

Misc :

ALS Vial : 27 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-BM013118.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 3.122 19 23 28 rBv2 34804 41695 1.05% 0.107%
2 6.745 632 639 653 rBVY2 518157 1002426 25.18% 2.570%
3 6.904 661 666 679 rVB 389503 617353 15.50% 1.583%
4 7.093 692 698 712 rBV 594162 972241 24.42% 2.492%
5 7 .557 771 777 787 rBV 433498 725761 18.23% 1.860%
6 8.275 892 899 913 rBV 637890 1149313 28.87% 2.946%
7 8.716 964 974 984 rBV 576060 995793 25.01% 2.553%
8 9.434 1088 1096 1104 rBV 492702 894377 22.46% 2.293%
9 9.969 1180 1187 1199 rBV 656763 1246350 31.30% 3.195%
10 10.334 1239 1249 1260 rBvV 589243 993167 24.94% 2.546%

11 10.486 1267 1275 1291 rBV 523280 1110306 27.89%% 2.846%
12 13.633 1804 1810 1815 rBV 1311458 1850639 46.48% 4.744%
13 13.680 1815 1818 1826 rVB 352494 524908 13.18% 1.346%
14 13.904 1848 1856 1869 rBV 1505448 2219932 55.75% 5.691%
15 14.121 1888 1893 1899 rBV2 56138 82937 2.08% 0.213%

16 14.216 1901 1909 1919 rBV2 810698 1318678 33.12% 3.380%
17 14.457 1944 1950 1966 rBV2 275776 681238 17.11% 1.746%
18 15.021 2040 2046 2051 rBV 44161 54649 1.37% 0.140%
19 15.074 2051 2055 2061 rVB2 77087 98966 2.49% 0.254%
20 15.216 2072 2079 2090 rVB 1829609 2675906 67.21% 6.859%

21 15.363 2098 2104 2117 rBV 416033 742194 18.64% 1.903%

22 15.457 2117 2120 2128 rVB10 34438 72208 1.81% 0.185%
23 15.945 2198 2203 2213 rBV 65753 106479 2.67% 0.273%
24 16.733 2332 2337 2342 rBV3 46359 69434 1.74% 0.178%

25 16.968 2370 2377 2387 rBV 1188345 1623362 40.77% 4.161%

26 17.068 2388 2394 2408 rVV2 1969329 2952078 74.14% 7.567%

27 17.474 2458 2463 2468 rBV2 36660 48502 1.22% 0.124%
28 17.880 2527 2532 2545 rBV2 283537 516778 12.98% 1.325%
29 18.168 2577 2581 2586 rBV5 42748 53871 1.35% 0.138%
30 19.021 2721 2726 2728 rBV4 59409 75312 1.89% 0.193%
31 19.051 2729 2731 2739 rVBS8 30470 40776 1.02% 0.105%

32 19.168 2746 2751 2763 rBV2 285259 473023 11.88% 1.213%
33 19.374 2780 2786 2794 rBV 2563409 3464043 87.00% 8.880%
34 19.433 2794 2796 2805 rVB9 27465 44199 1.11% 0.113%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014061.D

Aca On : 01 Feb 2018 07:38

Operator : SJ/JU

Sample : J1317-10

Misc :

ALS Vial : 27 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM013118.M
SVOA CALIBRATION

Method
Title

35 20.892 3040 3044 3053 rBV5 114538 210592 5.29% 0.540%

36 21.174 3087 3092 3102 rBV 1495975 2043918 51.33% 5.239%
37 21.750 3188 3190 3198 rBV7 38882 61799 1.55% 0.158%
38 22.203 3264 3267 3271 rVB5 109240 129258 3.25% 0.331%
39 22.692 3346 3350 3356 rVvB4 192579 291704 7.33% 0.748%
40 23.221 3433 3440 3451 rVB2 2082958 3981652 100.00% 10.206%

41 23.356 3456 3463 3474 rBVY 959572 1922364 48.28% 4.928%
42 23.856 3543 3548 3555 rVB 224682 412644 10.36% 1.058%
43 24.562 3664 3668 3678 rVB3 204624 418269 10.50% 1.072%

Sum of corrected areas: 39011094
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014061.D

Aca On : 01 Feb 2018 07:38

Operator : SJ/JU

Sample : J1317-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_M
SVOA CALIBRATION

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

Abundance TIC: BM014061.D
2500000
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1500000

1000000

8.27 9.97
6.75 100 . 8.72 9.43 103340

500000 6.90 .
3.12 A k .
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM014061.D

2500000 19137

17.07
2000000 15.22

13.90
13.63

1500000
16.97

1000000
14.22

500000 15.36
1368 14.46 17.88 191

14, 1501 15.46 15.94 16.73 17.47 A 18.17 19 43
O A e T L B L e e R e e

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM014061.D

2500000

23.22

2000000

21.17
1500000

23.36

1000000

500000

20.89 e s

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\BM013118\
Data File : BM014061.D

Aca On : 01 Feb 2018 07:38

Operator : SJ/JU

Sample : J1317-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.88 6.37 ng/ul 516778 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 55
5 Tridecanoic acid 214 C13H2602 000638-53-9 52
Abundance Scan 2532 (17.880 min): BM014061.D (-2527) (-) m/z 73.05 100.00%
41 55 7B
5000 o 120 213
115 157171185 256
143 199 | 227 282 17.60 17.80 18.00 18.20
0 m/z 41.10 93.31%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000{ 29 256
17.60 17.80 18.00 18.20
213 m/z 43.05 91.92%
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60 73
17.60 17.80 18.00 18.20
5000 129 m/z 55.00 88.64%
9 115 157171185 213 256
o 143 199 | 227941
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43 60 73 17.60 17.80 18.00 18.20
m/z 60.10 87 .39%
129
5000 29
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014061.D

Aca On : 01 Feb 2018 07:38

Operator : SJ/JU

Sample : J1317-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.17 4.63 ng/ul 473023 Chrysene-di12 21.17
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 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 95
Abundance Scan 2751 (19.168 min): BM014061.D (-2746) (-) m/z 73.05 100.00%
43 7
200 ‘_‘»L“
18.80 19.00 19.20 19.40
(o} m/z 60.00 87.02%
m/z--> 50 100 150 200 250 300
Abundance #131260: Octadecanoic acid
43 73
5000
129 o84 18.80 19.00 19.20 19.40
L 97 m/z 43.10 85.45%
‘ ‘ 185 241
0 : |2| ‘: 1 Iw\‘ul Hl“ »“‘: uh\l\ IM\I h; il 157 I\ . ‘ — 2}3' L I‘ T ‘:267 I\ — ——
m/z--> 50 100 150 200 250 300
Abundance
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 55.00 83.11%
97
185 a1 284
o 26 157 213 267
m/z--> o '55' ' "160' B '150' B '200' B '250' ' "360' L
Abundance #131262: Octadecanoic acid
78 18.80 19.00 19.20 19.40
43 m/z 41.10 81.71%
129
5000 284
97 185 241
0 2 «“H.'I,.M*. Jlli|'5|7ll||\|2|13|ll .‘,‘.26.7.{.|....| e e e
m/z--> 50 100 150 200 250 300 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014061.D

Aca On : 01 Feb 2018 07:38

Operator : SJ/JU

Sample : J1317-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_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 (DEL) Alkane: Cyclic20.89 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.89 2.06 ng/ul 210592 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 89
2 1-Octadecene 252 C18H36 000112-88-9 86
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 76
4 Trichloroacetic acid. tridecvl e... 344 C15H27CI1302 074339-51-8 70
5 1-Octadecene 252 C18H36 000112-88-9 70

Abundance Scan 3044 (20.892 min): BM014061.D (-3040) (-) m/z 55.05 100.00%

83

5000

20.60 20.80 21.00 21.20

0 m/z 43.05 94 _79%
m/z--> 50 100 150 200 250 300 350
Abundance #104188: 3-Octadecene, (E)-
4 69
97
5000 LA L L L L L L LB
20.60 20.80 21.00 21.20
m/z 57.05 92.74%
L] e
o 2 O .~
m/z--> 50 100 150 200 250 300 350
Abundance
43
83
20.60 20.80 21.00 21.20
5000 m/z 83.10 88.76%
111
o 15 65 139 168 19g 2024 252
LA A e e e e B I L A e s o e o
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57 20.60 20.80 21.00 21.20
a3 m/z 69.10 79.37%
5000
111
29 238
ol L .H.\, j L P ameno T e
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014061.D

Aca On : 01 Feb 2018 07:38

Operator : SJ/JU

Sample : J1317-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_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: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.69 3.03 ng/ul 291704 Perylene-d12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Docosane 310 C22H46 000629-97-0 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 3350 (22.692 min): BM014061.D (-3346) (-) m/z 57.05 100.00%

57
5000 8 N /L
127 2240 22,60 22,80 2300
155 251

o....,....,.1".-'..~,..1£.‘°.,|....;..2??,.3.2?.,?‘?9.4??...,.4.7?. m/z 71.05 76.93%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57
85
5000

22.40 22.60 22.80 23.00
m/z 43.10 70.22%

29
0 \‘ J ‘ “\ h h‘ u‘ \ \1\169 197 225 253 296
S T T e T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57

22.40 22 60 22. 80 23.00

5000 85 m/z 85.10 51.62%
29
. 13141 169 197 225 253 295323 367
T T T [ T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #202661: Heptacosane
57 22.40 22.60 22.80 23.00
m/z 55.00 29.85%
5000 85
29 113141 169
0 L5 197 225 253281 309 337 380
m/z--> 0 50 100 150 200 250 300 350 400 450 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014061.D

Aca On : 01 Feb 2018 07:38

Operator : SJ/JU

Sample : J1317-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_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 4
R.T. EstConc Area Relative to ISTD R.T.
23.86 4.29 ng/ul 412644 Perylene-d12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvlhexacosane 380 C27H56 1000376-72-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 1-Bromoeicosane 360 C20H41Br 004276-49-7 86
Abundance Scan 3549 (23.862 min): BM014061.D (-3543) (-) m/z 57.10 100.00%
5000 /\A
% 281 | 23.60 23.80 24.00 24.20
141 193 . . . )
o 225 327 387 429 491 535 77 71.10 “1 750
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202663: 2-methylhexacosane
57
5000 U U BRI B O
Bmmmmmmm
m/z 43.05 68.50%
olasl ) N s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
| 23.60 23.80 24.00 24.20
5000 m/z 85.10 60.18%
99
ol26 141 183 225 267 309 365
m/z--> 55 160 1%0 200 250 300 350 400 4%0 560 séo 660
Abundance #241527: Tetratetracontane
57 23.60 23.80 24.00 24.20
m/z 41.10 25.69%
5000
97
0 14 183 225 267 309 351 393423 463 505 561591
m/z--> 55 160 150 200 250 300 350 400 450 560 séo 660 23. 60 23. 80 24.00 24. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014061.D

Aca On : 01 Feb 2018 07:38

Operator : SJ/JU

Sample : J1317-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .56 4_.35 ng/ul 418269 Perylene-di12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 76
2 Eicosane 282 C20H42 000112-95-8 76
3 Triacontane 422 C30H62 000638-68-6 68
4 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 68
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 64
Abundance Scan 3668 (24.562 min): BM014061.D (-3664) (-) m/z 57.10 100.00%
57
85
5000
13 v 2430 2440 74180 2460
141 169 282 343 . X . .
oL Ll 238 369 403429 461 "y 71.10 63 88
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117648: Octadecane, 2-methyl-
43
71
5000 U A AR R
24.20 24.40 24.60 24.80
9% m/z 43.10 59.74%
ol M | || 127155183 225353
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
85 24.20 24.40 24.60 24.80
5000 m/z 85.10 57.78%
113
. 29 141 169 197 225 953 282
mz-> 50 100 150 200 250 300 350 400 450
Abundance #219831: Triacontane
57 24.20 24.40 24.60 24.80
m/z 55.05 24 .90%
5000 85
113
NI [ 241 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 450 24120 2440 24.60 24.80 |
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM013118\
Data File : BM014061.D

Acq On : 01 Feb 2018 07:38

Operator : SJ/JU

Sample : J1317-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM013118_.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 17.88 6.4 ng/ul 516778 4 16.97 1623360 20.0
Octadecanoic acid 19.17 4.6 ng/ul 473023 5 21.17 2043920 20.0
(DEL) Alkane: Cyc... 20.89 2.1 ng/ul 210592 5 21.17 2043920 20.0
(DEL) Alkane: Str... 22.69 3.0 ng/ul 291704 6 23.36 1922360 20.0
(DEL) Alkane: Str... 23.86 4.3 ng/ul 412644 6 23.36 1922360 20.0
(DEL) Alkane: Str... 24.56 4.3 ng/ul 418269 6 23.36 1922360 20.0
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