LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014955.D

Aca On : 03 May 2018 22:36

Operator : SJ/JU

Sample : J2554-20

Misc :

ALS Vial : 13 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 rvV 2313001 3088280 39.13% 3.219%
2 3.393 16 18 31 rvB3 64637 101113 1.28% 0.105%
3 3.640 56 60 69 rvB 110861 160144 2.03% 0.167%
4 4.228 156 160 167 rvVB 80207 111250 1.41% 0.116%
5 5.481 366 373 383 rVB 93387 154381 1.96% 0.161%
6 7.616 729 736 749 rBVY 1753875 3025404 38.33% 3.154%
7 7.798 760 767 779 rBY 1398994 2304025 29.19% 2.402%
8 8.010 796 803 811 rBVY 1901050 3057201 38.74% 3.187%
9 8.492 878 885 899 rBVY 1471095 2395605 30.35% 2.497%
10 9.187 996 1003 1015 rBY 1718794 2939135 37.24% 3.064%

11 9.675 1077 1086 1094 rBV 1671762 2827890 35.83% 2.948%
12 10.404 1201 1210 1225 rBV 1334551 2342791 29.68% 2.442%
13 10.939 1294 1301 1312 rBV 2038965 3330306 42.20% 3.472%
14 11.333 1360 1368 1376 rBV 1827423 3161235 40.05% 3.295%
15 11.457 1381 1389 1405 rBV 1633550 2933007 37.16% 3.057%

16 14.486 1896 1904 1909 rBV 3112242 4430091 56.13% 4.618%
17 14.533 1909 1912 1917 rVB 609915 785594 9.95% 0.819%
18 14.798 1950 1957 1967 rBV 3637885 5417369 68.64% 5.647%
19 14.945 1977 1982 1987 rVB 155890 204355 2.59% 0.213%
20 15.098 2001 2008 2016 rBV2 2329050 3519218 44.59% 3.669%

21 15.257 2029 2035 2052 rBV 1238644 1878359 23.80% 1.958%
22 15.886 2138 2142 2147 rVB 225315 269239 3.41% 0.281%
23 16.074 2167 2174 2185 rBV 4523561 6442782 81.63% 6.716%
24 16.174 2185 2191 2203 rVV 1258701 1793030 22.72% 1.869%
25 16.286 2203 2210 2212 rVV2 56981 122173 1.55% 0.127%

26 16.310 2212 2214 2221 rVB2 58372 85116 1.08% 0.089%
27 16.733 2282 2286 2294 rBV 175815 300693 3.81% 0.313%
28 17.521 2415 2420 2424 rBV 98832 119836 1.52% 0.125%
29 17.809 2463 2469 2475 rBV 2554721 3752570 47.55% 3.912%
30 17.909 2480 2486 2496 rVV 4575320 6500845 82.37% 6.777%

31 18.639 2605 2610 2621 rBV 1173973 1716081 21.74% 1.789%
32 19.786 2799 2805 2808 rVv2 80000 173962 2.20% 0.181%
33 19.821 2808 2811 2816 rVB 85698 107844 1.37% 0.112%
34 19.880 2816 2821 2838 rBV 716483 1110569 14.07% 1.158%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014955.D

Aca On : 03 May 2018 22:36

Operator : SJ/JU

Sample = J2554-20

Misc :

ALS Vial : 13 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

Method = Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM041918.M
Title = SVOA CALIBRATION
35 20.039 2845 2848 2854 rVB 60564 80079 1.01% 0.083%

36 20.151 2861 2867 2875 rBV 5148365 7299256 92.48% 7.609%
37 21.556 3102 3106 3116 rBV 1241412 1670048 21.16% 1.741%
38 21.897 3159 3164 3170 rBV 3037404 4036218 51.14% 4.207%
39 24.215 3552 3558 3574 rVB 3725261 7892402 100.00% 8.227%
40 24.374 3579 3585 3598 rvB 2108032 4290885 54.37% 4._.473%

Sum of corrected areas: 95930381
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014955.D

Aca On : 03 May 2018 22:36

Operator : SJ/JU

Sample : J2554-20

Misc :

ALS Vial : 13 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

Abundance TIC: BM014955.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014955.D

Aca On : 03 May 2018 22:36

Operator : SJ/JU

Sample : J2554-20

Misc :

ALS Vial : 13 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 25.78 ng/ul 3088280 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 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38

Abundance Scan 9 (3.340 min): BM014955.D (-4) (-) m/z 73.10 100.00%
3
5000 43
L 87
3.40 3.50 3.60 3.70 3.80
9
oML o208 981 ST as 68 47.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 3.50 3.60 3.70 3.80
87 m/z 55.05 30.11%
2
ow.”w.”%ﬁn.“.”“.”,””,”..”...”..”..”..”.“.”“.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
3.40 3.50 3.60 3.70 3.80
5000 55 m/z 87.05 25 .34%
87
o7 M
0 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13739: 2,2,4-Trimethyl-3-pentanol R AR EaE s Ea S
7B 3.40 3.50 3.60 3.70 3.80
87 m/z 41.10 15.54%
5000 41 55 \/\bx‘
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 340 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 : BM014955.D

Aca On : 03 May 2018 22:36

Operator : SJ/JU

Sample : J2554-20

Misc :

ALS Vial : 13 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 9.15 ng/ul 1716080 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 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83
Abundance Scan 2610 (18.639 min): BM014955.D (-2605) (-) m/z 43.10 100.00%
43 73
60
5000
129
97 LI BRI RN UL B
I 115 143157171185199213227 256 081 18M0 1560 18%0 1doo
O m/z 73.05 85.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 UL BURILN RN IURILS B
18.40 18.60 18.80 19.00
m/z 60.00 80.89%
1Ji 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 60 73

18.40 18.60 18.80 19.00
5000 29 256 m/z 41.10 77 .82%
129

97 115 213
143157171185 199 | 227,

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107547: n-Hexadecanoic acid

48 go 73 18.40 18.60 18.80 19.00

m/z 57.05 69.06%
50001 29
oLl MM‘ 143157171185199°°227
RASERRERES S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BM014955.D

Aca On : 03 May 2018 22:36

Operator : SJ/JU

Sample : J2554-20

Misc :

ALS Vial : 13 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 4

R.T. EstConc Area Relative to ISTD R.T.
19.88 5.50 ng/ul 1110570 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 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2821 (19.880 min): BM014955.D (-2816) (-) m/z 43.10 100.00%
5000
129
S 185 241 19.60 19.80 20.00 20.20
157 : : : :
ol bk 1570 L0218, | 265 | s 36 o S3T00 76 90%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 SRR SR R B
97 185 241 19.60 19.80 20.00 20.20
‘ m/z 60.00 72.53%
o) M “.‘ HHI“‘H" .»H. - bl ‘.“ il'?? .‘ A ‘Iz}:? ‘. | \2|6|5 .‘. ————
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
119.60 19.80 20.00 20.20
5000 129 m/z 57.05 70.74%
97
185 a1 284
0 15 157 213 265
m/z--> L 'éol - 160" ' ﬁéo" "260" "250" "300" "350
Abundance #131259: Octadecanoic acid L e e e e
T 19.60 19.80 20.00 20.20
m/z 41.05 70.64%
5000
129
284
NS
0.1.8‘.Ul”.‘.‘.““.'hl‘.l'h.‘l.‘?-5.7.‘.{.‘2.13.‘. .{|2.6.5.‘. T A AREEEEEE
m/z--> 50 100 150 200 250 300 350 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 : BM014955.D

Aca On : 03 May 2018 22:36

Operator : SJ/JU

Sample : J2554-20

Misc :

ALS Vial : 13 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 8.28 ng/ul 1670050 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
Abundance Scan 3107 (21.562 min): BM014955.D (-3102) (-) m/z 43.10 100.00%
43
83
5000
11
—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rr
39 207 21.20 21.40 21.60 21.80
| 168 238 280 328356 416 475503 549 m/z 57.10 94 _22%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
21.20 21.40 21.60 21.80
11 m/z 55.10 90.17%
S | | | 139167196223252280
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 LN B AU B
21.20 21.40 21.60 21.80
5000 m/z 83.05 T1.47%
125
29
0 154 196224 269 370
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester B R e SRR
57 21.20 21.40 21.60 21.80
97 m/z 69.10 68.13%
5000
125
29 169
o LAY, T, 0 255 406
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 21'20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050318\
Data File : BM014955.D

Acq On : 03 May 2018 22:36

Operator : SJ/JU

Sample - J2554-20

Misc :

ALS Vial : 13 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 25.8 ng/ul 3088280 1 8.49 2395610 20.0
n-Hexadecanoic acid 18.64 9.2 ng/ul 1716080 4 17.81 3752570 20.0
Octadecanoic acid 19.88 5.5 ng/ul 1110570 5 21.90 4036220 20.0
(DEL) Alkane: Cyc... 21.56 8.3 ng/ul 1670050 5 21.90 4036220 20.0
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