LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014959.D

Aca On : 04 May 2018 01:05

Operator : SJ/JU

Sample = J2554-05

Misc :

ALS Vial : 17 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-BM041918.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 3.340 4 9 16 rVB 2631256 3533014 50.70% 3.780%
2 3.640 56 60 71 rvVB 99375 150848 2.16% 0.161%
3 4.228 156 160 168 rVB 60021 86355 1.24% 0.092%
4 7.616 729 736 752 rBVY 1604086 2770226 39.75% 2.964%
5 7.792 759 766 780 rBVY 1211810 1987624 28.52% 2.127%
6 8.010 795 803 812 rBY 1645214 2682965 38.50% 2.870%
7 8.492 878 885 903 rVB 1474893 2459472 35.29% 2.631%
8 9.186 997 1003 1013 rBY 1458922 2462991 35.34% 2.635%
9 9.675 1078 1086 1094 rBV 1446558 2465500 35.38% 2.638%
10 10.404 1202 1210 1226 rBVY 1136605 1947089 27.94% 2.083%

11 10.939 1294 1301 1312 rBV 1709509 2892586 41.51% 3.095%
12 11.333 1360 1368 1376 rBV 1914236 3295464 47 .29% 3.526%
13 11.457 1382 1389 1411 rBV 1379518 2534768 36.37% 2.712%
14 13.892 1797 1803 1809 rBV 48962 70332 1.01% 0.075%
15 14.486 1896 1904 1909 rBV 2756415 3837875 55.07% 4.106%

16 14.533 1909 1912 1918 rVB 665580 870721 12.49%% 0.932%
17 14.798 1950 1957 1967 rBV 3226641 4739497 68.01% 5.071%
18 14.945 1977 1982 1988 rVB 156246 199875 2.87% 0.214%
19 15.098 2000 2008 2016 rBV2 2525221 3789588 54.38% 4.054%
20 15.257 2028 2035 2051 rBV 1229993 1929480 27.69% 2.064%

21 15.886 2138 2142 2147 rVB 215946 270478 3.88% 0.289%
22 16.074 2167 2174 2182 rBV 3999556 5600106 80.36% 5.991%
23 16.180 2186 2192 2201 rBV 1015634 1478408 21.21% 1.582%
24 16.286 2203 2210 2212 rBV2 47484 94157 1.35% 0.101%
25 16.733 2282 2286 2297 rBV 228028 364655 5.23% 0.390%

26 17.074 2340 2344 2351 rBV2 34512 71849 1.03% 0.077%
27 17.515 2415 2419 2424 rBV 105379 139787 2.01% 0.150%
28 17.809 2461 2469 2475 rBV2 2838084 4115213 59.05% 4.403%
29 17.909 2480 2486 2496 rVB 4054240 5752348 82.55% 6.154%
30 18.251 2540 2544 2548 rBV 62572 77719 1.12% 0.083%

31 18.521 2585 2590 2594 rBV4 47666 81995 1.18% 0.088%
32 18.639 2605 2610 2622 rBV 1840629 2697014 38.70% 2.885%
33 19.739 2794 2797 2799 rBV2 80755 100616 1.44% 0.108%
34 19.815 2808 2810 2816 rVB 118360 155831 2.24% 0.167%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014959.D

Aca On : 04 May 2018 01:05

Operator : SJ/JU

Sample = J2554-05

Misc :

ALS Vial : 17 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-BM041918.M
SVOA CALIBRATION

Method
Title

35 19.880 2816 2821 2833 rBV 1154527 1703935 24.45% 1.823%
36 20.150 2861 2867 2878 rBV 4486731 6460049 92.70% 6.911%
37 21.556 3102 3106 3116 rBV 1437176 1893983 27.18% 2.026%
38 21.897 3159 3164 3170 rVB 3291339 4311095 61.86% 4.612%
39 23.597 3449 3453 3469 rVB2 910181 1877726 26.95% 2.009%
40 24.215 3552 3558 3573 rVB 3364347 6968703 100.00% 7.456%

41 24.380 3579 3586 3597 rvVB2 2203483 4546857 65.25% 4 _865%

Sum of corrected areas: 93468794

SOM-EPA-BM041918_.M Fri May 04 12:51:32 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014959.D

Aca On : 04 May 2018 01:05

Operator : SJ/JU

Sample : J2554-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOM-EPA-BM041918 .M
SVOA CALIBRATION

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

Abundance TIC: BM014959.D
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24.21

21.90
4000000
24.38
3000000
21.56

2000000 23.60

1000000

e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014959.D

Aca On : 04 May 2018 01:05

Operator : SJ/JU

Sample : J2554-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

3.34 28.73 ng/ul 3533010 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38

Abundance Scan 9 (3.340 min): BM014959.D (-4) (-) m/z 73.10 100.00%
7B
5000 43
55 87
207 340 3.50 3.60 3.70 3.80
or-r——tr— -1 m/z 43.05 47 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 3.50 3.60 3.70 3.80
55 87 m/z 55.05 29.68%
29
0 h‘ \‘\ 1
LUREREER FUR LIS SR AL UL UL UL SRR UL SAR
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
73
3.40 3.50 3.60 3.70 3.80
5000 m/z 87.05 25.78%
43 %
87
27
101
P S S L WL UL B L WL I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol Ly—,—ﬁ
73 3.40 3.50 3.60 3.70 3.80
87 m/z 41.05 15.12%
5000 41 55
il
0 '|'Mh"h“‘ “l“ ‘w'l '*'?z '}%%I }??'I DS S S U USRS AR LA RARES!
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.50 3.60 3.70 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014959.D

Aca On : 04 May 2018 01:05

Operator : SJ/JU

Sample : J2554-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 2
R.T. EstConc Area Relative to ISTD R.T.
18.64 13.11 ng/ul 2697010 Phenanthrene-d10 17.81
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90
Abundance Scan 2610 (18.639 min): BM014959.D (-2605) (-) m/z 43.10 100.00%
73
5000
129
v . 194213 256 st " 18.40 18.60 18.80 19.00
ol oo L2 L B2 ] L 281 841 m/z 73.00 86.00%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 LN B B U B
83 mmmmmmmm
256 m/z 60.00 82.09%
¥

Ly | T
oL— .“‘ IM f \l‘\ IH‘HI “MIL k‘““. mi I\ : ‘. .‘ ; ‘ ; ‘I .‘ —— I “. ——
m/z--> 50 100 150 200 250 300 350
Abundance

43 783

18.40 18 60 18. 80 19.00

5000 256 m/z 41.05 76.94%
129
97 157 185 213
238
ol )l il o o L L e
m/z--> 50 100 150 200 250 300 350
Abundance #72643: Tridecanoic acid R R e A R
43 73 18 40 18 60 18. 80 19. OO

m/z 57.10 69.44%

5000 129
171
214
ol 15 l‘ Hun‘ m |\LJ | 192 ’ [195 |
T g P e e e

m/z--> 50 150 200 250 300 350 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014959.D

Aca On : 04 May 2018 01:05

Operator : SJ/JU

Sample : J2554-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 5
R.T. EstConc Area Relative to ISTD R.T.
19.88 7.90 ng/ul 1703940 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
Abundance Scan 2821 (19.880 min): BM014959.D (-2816) (-) m/z 43.10 100.00%
73
5000
19.60 19,80 20.00 20.20
0 m/z 73.00 79.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 SRR SR R SR
97 185 241 19.60 19.80 20.00 20.20
‘ m/z 57.05 73.23%
0! m;‘u‘\lml '.“];5‘.7.“ i \IZ:IF?\I L .‘. N
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 73
36060 10030 20000 030
5000 m/z 60.00 72.77%
129 284
97 185 241
o 157 213
m/z--> 55 160 1éo 260 2%0 360 3%0 460
Abundance #131258: Octadecanoic acid R ARBAREEEEE S e
8 7 19.60 19.80 20.00 20.20
m/z 41.10 69.96%
5000 129
97
185 54 284
o5 “'“ J%§7ﬁ"'gz}?“ l N DALY SO SR SRR SR R B
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014959.D

Aca On : 04 May 2018 01:05

Operator : SJ/JU

Sample : J2554-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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: Cyclic21.56 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.56 8.79 ng/ul 1893980 Chrysene-di2 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 1-Docosene 308 C22H44 001599-67-3 95
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
Abundance Scan 3107 (21.562 min): BM014959.D (-3102) (-) m/z 57.10 100.00%
57
83
5000
111
LN B B B
139 21.20 21.40 21.60 21.80
I § J AL K068 200239 261 321350 403430 476 | 743710 99.69%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55
5000 AR BRI S L
21:20 21.40 21.60 21.80
29 111 m/z 55.10 87.66%
o k] \\H 4 \ 139167 196 223 252 280
m/iz--> 0 50 150 200 250 300 350 400 450 '
Abundance
55
o7 2120 21.40 21,60 21.80
5000 m/z 83.10 74._.26%
29
125
o 153181 308
m/iz--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R EEEsmEEE s mE e
57 21.20 21.40 21.60 21.80
97 m/z 69.10 68.23%
5000
29 125
. J | 154182210238 283 384
m/iz--> 0 50 100 1éo 260 2éo 300 350 400 450 ' 21:20 21.40 21.60 21.80 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014959.D

Aca On : 04 May 2018 01:05

Operator : SJ/JU

Sample : J2554-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 1-Heneicosyl formate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.60 8.26 ng/ul 1877730 Perylene-di12 24 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
Abundance Scan 3453 (23.597 min): BM014959.D (-3449) (-) m/z 43.10 100.00%
a3
5000
11
LRI IR PN SUNIUN B
39 207 252281 23.20 23.40 23.60 23.80 24.00
ob—LALL “1 O e 233360388417 475503535 | sz 57.10  98.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57
5000 UL AU
23.20 23.40 23.60 23.80 24.00
125 m/z 55.10 86.39%
L \‘ | | | 153182210 26629300
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 LRI BRI PN SUNIU B
23.20 23.40 23.60 23.80 24.00
5000 m/z 83.10 74._.07%
29 125
0 154132210238 283 384
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227400: Heptadecy! heptafluorobutyrate N B AR e
57 23.20 23.40 23.60 23.80 24.00
m/z 97.10 68.56%
97
5000
9 125
oL 109 510238 283 434
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.20 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050318\
Data File : BM014959.D

Acq On : 04 May 2018 01:05

Operator : SJ/JU

Sample - J2554-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM041918_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]
Butane, 2-methoxy... 3.34 28.7 ng/ul 3533010 1 8.49 2459470 20.0
n-Hexadecanoic acid 18.64 13.1 ng/ul 2697010 4 17.81 4115210 20.0
Octadecanoic acid 19.88 7.9 ng/ul 1703940 5 21.90 4311100 20.0
(DEL) Alkane: Cyc... 21.56 8.8 ng/ul 1893980 5 21.90 4311100 20.0
1-Heneicosyl formate 23.60 8.3 ng/ul 1877730 6 24.37 4546860 20.0
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