LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014946.D

Aca On : 03 May 2018 16:58

Operator : SJ/JU

Sample : J2554-12

Misc :

ALS Vial : 5 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 rvVV 2672398 3338348 73.64% 4 .865%
2 3.393 15 18 29 rvB 82917 133141 2.94% 0.194%
3 3.640 56 60 67 rvB 74507 103173 2.28% 0.150%
4 4.122 137 142 147 rVB 31081 46898 1.03% 0.068%
5 4.228 155 160 169 rvVvB 150998 210920 4 .65% 0.307%
6 5.481 367 373 381 rVB 100273 162955 3.59% 0.237%
7 6.504 538 547 559 rBV2 27742 58920 1.30% 0.086%
8 7.616 729 736 753 rBVY 1133826 1998605 44.08% 2.912%
9 7.793 759 766 778 rBV 916933 1491134 32.89%% 2.173%
10 8.010 796 803 811 rBVY 1166362 1919958 42.35% 2.798%

11 8.493 878 885 899 rBV 1434240 2357759 52.01% 3.436%
12 9.187 997 1003 1015 rBV 922634 1540935 33.99% 2.246%
13 9.675 1078 1086 1093 rBV 1057003 1798265 39.67% 2.621%
14 10.034 1142 1147 1152 rVB 34021 48264 1.06% 0.070%
15 10.404 1200 1210 1223 rBV 810272 1403785 30.96% 2.046%

16 10.939 1294 1301 1314 rBV 1219676 2052922 45.28% 2.992%
17 11.334 1360 1368 1377 rBV 1894207 3188469 70.33% 4.646%
18 11.457 1382 1389 1401 rBV 997593 1776524 39.19% 2.589%
19 13.892 1797 1803 1809 rBV 40985 57774 1.27% 0.084%
20 14.486 1895 1904 1908 rBV 2022085 2767016 61.03% 4.032%

21 14.533 1908 1912 1917 rVB 522499 719182 15.86% 1.048%
22 14.798 1950 1957 1968 rBV 2285995 3405520 75.12% 4_.963%
23 14.945 1978 1982 1988 rVB 136821 174738 3.85% 0.255%
24 15.098 2001 2008 2016 rBV2 2344253 3620207 79.85% 5.276%
25 15.257 2026 2035 2051 rBV 741720 1189151 26.23% 1.733%

26 15.557 2082 2086 2094 rVB2 28891 47313 1.04% 0.069%
27 15.845 2131 2135 2138 rBV 39211 48390 1.07% 0.071%
28 15.886 2138 2142 2147 rVB 167596 205255 4_.53% 0.299%
29 16.074 2167 2174 2185 rBV 2857372 4117726 90.83% 6.001%
30 16.174 2185 2191 2202 rBV 698379 975844 21.52% 1.422%

31 16.286 2202 2210 2212 rBV 38223 78701 1.74% 0.115%
32 16.739 2282 2287 2295 rBV 129989 211361 4.66% 0.308%
33 17.333 2378 2388 2394 rBV3 52337 88816 1.96% 0.129%
34 17.521 2415 2420 2425 rBV 69623 99507 2.19% 0.145%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014946.D

Aca On : 03 May 2018 16:58

Operator : SJ/JU

Sample : J2554-12

Misc :

ALS Vial : 5 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 17.810 2462 2469 2474 rBV 2708484 3807669 83.99% 5.549%

36 17.851 2474 2476 2480 rVvVv 76414 94503 2.08% 0.138%
37 17.910 2480 2486 2498 rVB 2634346 3915426 86.37% 5.706%
38 18.639 2605 2610 2620 rBV 601261 899408 19.84% 1.311%
39 19.815 2806 2810 2816 rVB 174192 241994 5.34% 0.353%
40 19.874 2816 2820 2831 rBV 266149 388382 8.57% 0.566%

41 20.145 2860 2866 2878 rBV 3178030 4533560 100.00% 6.607%
42 21.556 3102 3106 3115 rBVY 721314 1027989 22.68% 1.498%
43 21.898 3158 3164 3169 rBV 2918617 4010083 88.45% 5.844%
44 24.215 3552 3558 3574 rVB 2038292 4406893 97.21% 6.422%
45 24.374 3578 3585 3593 rVvV 1888674 3858834 85.12% 5.623%

Sum of corrected areas: 68622217
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014946.D

Aca On : 03 May 2018 16:58

Operator : SJ/JU

Sample : J2554-12

Misc :

ALS Vial : 5 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 : .
3500000 TIC: BM014946.D

3000000
.33

2500000
2000000 11.33

1500000 8.49

762 8.01 10.94

9.67
11.46
1000000 7.79 9.19 10.40

: 423
l.393.64 4.1@3& 5.48 6.50 10.03

R e R B R B e i N AR

! 1
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance : :
3500000 TIC: BM014946.D

500000

20.14

3000000 16.07
148%

2500000 14.835.10

14.49
2000000

1500000

1000000

1526 6.17 18.64

500000 11987
4.9 15.8 16.74 11185 '
13.89 J}U J 1556585/ |16.29 " 17.32.521f1

[0 o e o e . o e e e e B e A B e o o e e e e e B e B B B e I I e e B I I N L |

Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance TIC: BM014946.D
3500000 21190

3000000 222

2500000
2000000

1500000
21.56

1000000 1\

500000

N

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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\BM050318\
Data File : BM014946.D

Aca On : 03 May 2018 16:58

Operator : SJ/JU

Sample : J2554-12

Misc :

ALS Vial : 5 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.

3.33 28.32 ng/ul 3338350 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 50
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37

Abundance Scan 7 (3.328 min): BM014946.D (-4) (-) m/z 73.10 100.00%
7B
5000 43
55 87
193 3.40 350 3.60 3.70
o Lol e 238 m/z 43.05 49.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 3.50 3.60 3.70
55 87 m/z 55.10 30.26%
29
P A ‘ It ‘
U UL N AL S UL AR AL UARLL AL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
3.40 3.50 3.60 3.70
5000 m/z 87.05 24 .01%
43 5
87
27
101
L L L WL UL B WU WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13739: 2,2,4-Trimethyl-3-pentanol ﬂ'—y—yv—y—yv
73 3.40 350 3.60 3.70
87 m/z 41.10 16.01%
5000 41 55
29 ‘
0~ 'U“"FJ"‘L“"wy'l' *'?1 '}%%I }??'I Y N R U AR AR RN RARRN
m/z--> 20 40 60 80 100 120 140 160 180 3.40 350 3.60 3.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014946.D

Aca On : 03 May 2018 16:58

Operator : SJ/JU

Sample : J2554-12

Misc :

ALS Vial : 5 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 3
R.T. EstConc Area Relative to ISTD R.T.
18.64 4.72 ng/ul 899408 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 Tridecanoic acid 214 C13H2602 000638-53-9 93
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): BM014946.D (-2605) (-) m/z 43.05 100.00%
4 73
5000
129
97 213
‘151% 2%%1 355 mmmmmmmm
o b L L L 728 858 0 o 73,00 88.80%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 N U IR BRI
83 mmmmmmmm
0
H o 157 1g5 213 256 m/z 60.00 80.49%
o I hl‘\ .H““ﬂhl“ ﬁ‘”“.“l I\ : ‘. .‘ .‘. ‘I .‘ 239|‘ —
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
" 18140 18.60 18.80 19.00
5000 256 m/z 41.05 75.24%
129
97 157 213
0 26 185 239
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #72647: Tridecanoic acid
73 mmmmmmmm

m/z 57.05 69.08%

43
5000 129
171
‘ ‘ mA
¥ 2 byl ) ‘ J l m h\ L ’15% ‘ 197
0 pul ——

m/z--> 50 100 150 200 250 300 350 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 : BM014946.D

Aca On : 03 May 2018 16:58

Operator : SJ/JU

Sample : J2554-12

Misc :

ALS Vial : 5 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 (DEL) Alkane: Cyclic21.56 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.56 5.13 ng/ul 1027990 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 97
2 1-Docosene 308 C22H44 001599-67-3 95
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
Abundance Scan 3107 (21.562 min): BM014946.D (-3102) (-) m/z 43.10 100.00%
43
83
5000
PN B AU B
139 81 21.20 21.40 21.60 21.80
N | 167191 228252 309 341369 416 475 m/z 57.10 97 .97%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #115907: Z-5-Nonadecene
55 83
21.20 21.40 21.60 21.80
266 m/z 55.10 94 .02%
139
o .‘-h»‘-‘-M‘.‘l‘u“‘-“i.4‘?8--.21-92-378.-‘---.----.----.----.----
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
55
o7 21,20 2140 2160 21.80
5000 m/z 83.10 75.08%
29
125
o 153181 308
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate T T T
57 21.20 21.40 21.60 21.80
97 m/z 69.10 69.30%
5000
29 125
0 il hal?4182210238 283 334
mz-> 0 50 100 150 200 250 300 350 400 450 21120 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 : BM014946.D

Acq On : 03 May 2018 16:58

Operator : SJ/JU

Sample - J2554-12

Misc :

ALS Vial : 5 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... 3.33 28.3 ng/ul 3338350 1 8.49 2357760 20.0
n-Hexadecanoic acid 18.64 4.7 ng/ul 899408 4 17.81 3807670 20.0
(DEL) Alkane: Cyc... 21.56 5.1 ng/ul 1027990 5 21.90 4010080 20.0
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