LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014951.D

Aca On : 03 May 2018 20:06

Operator : SJ/JU

Sample : J2554-18

Misc :

ALS Vial : 10 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 3.334 4 8 15 rvV 2431389 3078186 47 .66% 3.710%
2 3.393 15 18 25 rvB 80956 116052 1.80% 0.140%
3 3.640 55 60 70 rBv 101751 145287 2.25% 0.175%
4 4.228 155 160 168 rBvV 119360 164485 2.55% 0.198%
5 5.481 367 373 382 rVB 84507 135485 2.10% 0.163%
6 7.616 729 736 750 rBVY 1483851 2552524 39.52% 3.077%
7 7.792 759 766 778 rBVY 1272308 2064343 31.96% 2.488%
8 8.010 795 803 813 rBVY 1688102 2710887 41.97% 3.268%
9 8.492 878 885 899 rVB 1180456 1953902 30.25% 2.355%
10 9.192 995 1004 1017 rBV 1344641 2286314 35.40% 2.756%

11 9.675 1078 1086 1094 rBV 1507884 2537130 39.28% 3.058%
12 10.404 1201 1210 1222 rBV 1156248 2004905 31.04% 2.417%
13 10.939 1293 1301 1311 rBV 1692641 2916957 45.16% 3.516%
14 11.333 1360 1368 1377 rBV 1502146 2626481 40.67% 3.166%
15 11.457 1382 1389 1407 rBV 1332053 2412831 37.36% 2.908%

16 14.486 1895 1904 1909 rBV 2701400 3821583 59.17% 4._.606%
17 14.533 1909 1912 1917 rVB 535236 699363 10.83% 0.843%
18 14.798 1950 1957 1967 rBV 3291635 4798459 74.29% 5.784%
19 14.945 1974 1982 1988 rVB 155879 208708 3.23% 0.252%
20 15.098 2001 2008 2015 rVB2 1924971 2976927 46.09% 3.588%

21 15.257 2028 2035 2049 rBV 900895 1411052 21.85% 1.701%
22 15.886 2137 2142 2147 rVB 203407 252567 3.91% 0.304%
23 16.074 2167 2174 2186 rBV 3909274 5677599 87.91% 6.844%
24 16.174 2186 2191 2202 rBV 1006273 1394325 21.59% 1.681%

25 16.286 2204 2210 2212 rBV 50142 86008 1.33% 0.104%
26 16.427 2229 2234 2238 rBV4 39319 65452 1.01% 0.079%
27 16.733 2282 2286 2295 rBV 162441 264265 4_.09% 0.319%
28 17.333 2384 2388 2393 rVB 45643 65322 1.01% 0.079%

29 17.521 2415 2420 2423 rBV 88910 116563 1.80% 0.141%
30 17.809 2463 2469 2474 rBV2 2236940 3202286 49.58% 3.860%

31 17.851 2474 2476 2480 rVvV 120688 140606 2.18% 0.169%
32 17.909 2480 2486 2497 rVB 3768111 5496207 85.10% 6.625%
33 18.639 2605 2610 2620 rBV 938912 1336780 20.70% 1.611%
34 19.739 2794 2797 2799 rBV2 63675 74286 1.15% 0.090%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014951.D

Aca On : 03 May 2018 20:06

Operator : SJ/JU

Sample : J2554-18

Misc :

ALS Vial : 10 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-BM041918.M
SVOA CALIBRATION

Method
Title

35 19.815 2807 2810 2816 rVB 261276 340081 5.27% 0.410%

36 19.880 2816 2821 2831 rBV 504860 766830 11.87% 0.924%
37 20.033 2845 2847 2853 rVB2 49165 67831 1.05% 0.082%
38 20.145 2860 2866 2877 rBV 4469128 6419790 99.40% 7.738%
39 21.556 3102 3106 3115 rBV 1110735 1544975 23.92% 1.862%
40 21.897 3159 3164 3169 rBV 2597573 3389893 52.49% 4._.086%

41 23.538 3439 3443 3448 rVB 453960 649081 10.05% 0.782%
42 24.215 3552 3558 3574 rVB 3061600 6458776 100.00% 7.785%
43 24.374 3579 3585 3598 rVvB 1662013 3530790 54.67% 4._.256%

Sum of corrected areas: 82962174
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014951.D

Aca On : 03 May 2018 20:06

Operator : SJ/JU

Sample : J2554-18

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Ouant Method : Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM041918.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM014951.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014951.D

Aca On : 03 May 2018 20:06

Operator : SJ/JU

Sample : J2554-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.33 31.51 ng/ul 3078190 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 47
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37

Abundance Scan 7 (3.328 min): BM014951.D (-4) (-) m/z 73.10 100.00%
7B
5000 43
55 87
3.40 3.50 3.60 3.70
0 | b 28 28 Tm/z 43.10 49.03%
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
55 87 m/z 55.10 30.00%
29
O'I“L'““"'P'kulw”'l'"'P"'I"”I""P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
3.40 3.50 3.60 3.70
5000 m/z 87.05 24 .58%
43 %
87
27
101
P S S S WL L S B UL L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73 3.40 3.50 3.60 3.70
87 m/z 41.10 16.17%
5000 41 55
il
0% 'MM 'hw' “y“' ”w'l '*'?z '}%%I }??'I Y SN S U AR R UL LR
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014951.D

Aca On : 03 May 2018 20:06

Operator : SJ/JU

Sample : J2554-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.64 8.35 ng/ul 1336780 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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2610 (18.639 min): BM014951.D (-2605) (-) m/z 43.10 100.00%
73
5000
129
97 ‘ 157 185 ZT3 256 081 355 18.40 18.60 18.80 19.00
o o L L L b 128 S m/z 73.00 86.94%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 L BRI IR BN B
83 mmmmmmmm
H o 57 1g5 213 256 m/z 60.00 80.92%
0 —— .“‘l“‘“ ‘\ .H““.]“.h‘l“ ;‘H‘\Ihl I\ T ‘. .‘ .‘. ‘I .‘. — M R B
m/z--> 50 100 150 200 250 300 350
Abundance
43 78
" 18140 18.60 18.80 19.00
5000 256 m/z 41.05 75.68%
129
97 157 213
. 185 238
m/z--> §o 160 1éo 200 2%0 300 350
Abundance #72643: Tridecanoic acid L B i B B
43 | 78 18.40 18.60 18.80 19.00
m/z 57.05 71.16%
5000 129
171
214
oL15 t‘, ,I.wu HJ in ol 137 ‘ Aes
m/z--> 50 o 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 : BM014951.D

Aca On : 03 May 2018 20:06

Operator : SJ/JU

Sample : J2554-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.88 4.52 ng/ul 766830 Chrysene-di12 21.90
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 99
5 Octadecanoic acid 284 C18H3602 000057-11-4 98
Abundance Scan 2821 (19.880 min): BM014951.D (-2816) (-) m/z 43.10 100.00%
ile]
73
5000
19.60 19,80 20.00 20.20
0 m/z 73.00 74 .88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid
43 73
5000 129 SRR SR R B
o7 19.60 19.80 20.00 20.20
185 241 284 m/z 57.10 73.69%
IR
GIIIQM‘Mw”wﬂmHHHHJ WV N
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 73
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
19.60 19.80 20.00 20.20
5000 129 m/z 60.00 72.11%
97
185 sy 284
0 15 157 213
miz-> 50 100 150 200 250 300 350 400
Abundance #131262: Octadecanoic acid R ARBaRENEEEe s
73 19.60 19.80 20.00 20.20
43 m/z 41.05 68.72%
129
5000 284
L w 97 185 241
0...‘.','.'..'m.'h:“.-“.;{1,5‘.7..\.{,2.1%.. ‘...{.,....,....,. Sk
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 : BM014951.D

Aca On : 03 May 2018 20:06

Operator : SJ/JU

Sample : J2554-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : 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 4 (DEL) Alkane: Cyclic21.56 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.56 9.12 ng/ul 1544980 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 Cvclotetracosane 336 C24H48 000297-03-0 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
Abundance Scan 3107 (21.562 min): BM014951.D (-3102) (-) m/z 43.10 100.00%
a3
5000
111
LN BN AU SRR
139 207 21.20 21.40 21.60 21.80
ot ALl .1. o8 57239 281300341370401429 461490 535 | 175 57 10  97.57%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127769: 5-Eicosene, (E)-
55
21.20 21.40 21.60 21.80
m/z 55.10 89.42%
o itl \\H | \ \439167196223252280
m/z--> 0 55 100 150 200 250 300 350 400 450 500
Abundance
43 oo
2120 21.40 21.60 21.80
5000 m/z 83.10 71.34%
111
o 139167196224251279308336
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester T T T T T T T
57 21.20 21.40 21.60 21.80
97 m/z 69.10 67 .30%
5000 ”
125
29 169
. | 210 555 406
mz-> 0 50 100 1&'30 200 250 300 350 400 450 500 2120 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014951.D

Aca On : 03 May 2018 20:06

Operator : SJ/JU

Sample : J2554-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.54 3.68 ng/ul 649081 Perylene-d12 24 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Docosane. 11l-butvl- 366 C26H54 013475-76-8 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 3443 (23.538 min): BM014951.D (-3439) (-) m/z 57.10 100.00%
g7
5000 85
11310, - 23120 2340 23,60 2380
Ob AL 109197225 208 300344 385415 461 835 | sz 43.10  70.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
57
5000 85 AUV AR

23 20 23. 40 23 60 23.80
m/z 71.10 58.24%

29
0 \‘ J ‘ H L u‘ \ \1‘\11\169197225 268
B B B L e e s e B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

57

#

23 20 23. 40 23 60 23.80

5000 m/z 85.10 43.03%
85
29
o 113141169197225253281 323351380
Ll S EE—
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane A R e

23 20 23. 40 23 60 23 80
m/z 41.10 23.73%

5000 85

| 113141160197225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050318\
Data File : BM014951.D

Acq On : 03 May 2018 20:06

Operator : SJ/JU

Sample - J2554-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM041918_M
Quant Title : 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... 3.33 31.5 ng/ul 3078190 1 8.49 1953900 20.0
n-Hexadecanoic acid 18.64 8.3 ng/ul 1336780 4 17.81 3202290 20.0
Octadecanoic acid 19.88 4.5 ng/ul 766830 5 21.90 3389890 20.0
(DEL) Alkane: Cyc... 21.56 9.1 ng/ul 1544980 5 21.90 3389890 20.0
(DEL) Alkane: Str... 23.54 3.7 ng/ul 649081 6 24.37 3530790 20.0
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