LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012918\
Data File : BM013957.D

Aca On : 29 Jan 2018 14:11

Operator : SJ/JU

Sample : J1295-05

Misc :

ALS Vial : 4 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-BM011018.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 3.128 18 24 29 rBv2 34155 50995 1.44% 0.129%
2 6.757 635 641 659 rBV 575294 1134189 31.93% 2.874%
3 6.916 663 668 682 rvv 453908 738096 20.78% 1.870%
4 7.110 693 701 712 rBV 664981 1107288 31.18% 2.805%
5 7.569 771 779 789 rBV 431236 726625 20.46% 1.841%
6 8.287 895 901 919 rBV 732575 1327483 37.37% 3.363%
7 8.728 968 976 985 rBV 654812 1115841 31.42% 2.827%
8 9.445 1091 1098 1111 rBV 562729 1039663 29.27% 2.634%
9 9.981 1182 1189 1203 rBV 745084 1424089 40.09% 3.608%
10 10.345 1244 1251 1259 rVB 565532 967698 27.25% 2.452%

11 10.498 1268 1277 1291 rBV 649784 1289909 36.32% 3.268%
12 13.645 1806 1812 1816 rBV 1508892 2111233 59.44% 5.349%
13 13.692 1816 1820 1829 rVB 402651 617298 17.38% 1.564%
14 13.916 1851 1858 1865 rBV 1724028 2500730 70.41% 6.336%
15 14.133 1888 1895 1904 rVB3 49110 74558 2.10% 0.189%

16 14.227 1904 1911 1919 rBV2 802435 1277931 35.98% 3.238%
17 14.468 1945 1952 1967 rBV2 367431 882720 24.85% 2.236%
18 15.033 2042 2048 2052 rBV 29677 44644 1.26% 0.113%
19 15.086 2052 2057 2063 rVB3 64967 91984 2.59% 0.233%
20 15.227 2074 2081 2089 rBV 1945172 2920507 82.23% 7.399%

21 15.368 2099 2105 2119 rBV 536846 913736 25.73% 2.315%
22 15.951 2200 2204 2212 rBVZ2 57175 99767 2.81% 0.253%
23 16.745 2335 2339 2346 rBV6 41652 72214 2.03% 0.183%
24 16.980 2373 2379 2386 rBV 1098245 1536206 43.25% 3.892%
25 17.080 2390 2396 2405 rVvv2 2210939 3186873 89.73% 8.074%

26 17.886 2526 2533 2542 rBV 394588 641051 18.05% 1.624%
27 17.956 2542 2545 2549 rVB 37274 59853 1.69% 0.152%
28 19.027 2723 2727 2729 rBV2 44526 61372 1.73% 0.155%
29 19.180 2748 2753 2764 rBV2 203866 381442 10.74% 0.966%
30 19.386 2782 2788 2795 rBV 2552183 3551810 100.00% 8.999%

31 20.903 3042 3046 3056 rVB 413223 654896 18.44% 1.659%
32 21.180 3088 3093 3102 rBV 1203780 1792520 50.47% 4.542%
33 23.233 3435 3442 3450 rVB 1894328 3486317 98.16% 8.833%
34 23.368 3459 3465 3473 rVB 810758 1588050 44.71% 4.023%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012918\
Data File : BM013957.D

Aca On : 29 Jan 2018 14:11

Operator : SJ/JU

Sample : J1295-05

Misc :

ALS Vial : 4 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
Title

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
SVOA CALIBRATION

Sum of corrected areas: 39469588
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BM012918\

BM013957.D

29 Jan 2018 14:11

SJ/JuU

J1295-05

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOM-EPA-BM011018.M
SVOA CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM013957.D
2500000
2000000
1500000
1000000
8.29 9.98
7.11 8.73
6.76 9.45 10350
500000 6.92 7.57
3.13
O R e e e e
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM013957.D
2500000 1939
17.08
2000000 15.23
13.92
1500000 13.64
16.98
1000000
14.23
5.37
500000 18.69 14.47 17.89
19.18
14. 15 15.95 16.74 .96 19.0:
O B e B R e e e e e i
Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM013957.D
2500000
23.23
2000000
1500000 21.18
03.37
1000000
20.90
500000MJMJ
N A N PN o " Ao,
O o o I S O o o o S R o I o
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 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\BM012918\
Data File : BM013957.D

Aca On : 29 Jan 2018 14:11

Operator : SJ/JU

Sample : J1295-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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.
17.89 8.35 ng/ul 641051 Phenanthrene-d10 16.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2534 (17.892 min): BM013957.D (-2526) (-) m/z 73.00 100.00%

43 7B

5000 129

213

:

1571711g5 T e TR

17.60 17.80 18.00 18.20
m/z 43.10 98.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 LI I B I

T T T T
17.60 17.80 18.00 18.20

83
m/z 41.05 97 .94%
213
JH, 143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 | :

17.60 17.80 18.00 18.20
5000 29 256 m/z 55.10 97 .34%
129

97 115 213
143157171185199 227,

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

:

Abundance #95851: Pentadecanoic acid e M
3 | 73 17.60 17.80 18.00 18.20
5 m/z 60.00 83.97%
5000 129
29
199
- L‘u' 143157171185 242

! I I I
m/z--> 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\BM012918\
Data File : BM013957.D

Aca On : 29 Jan 2018 14:11

Operator : SJ/JU

Sample : J1295-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 3
R.T. EstConc Area Relative to ISTD R.T.
19.18 4.26 ng/ul 381442 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83
Abundance Scan 2753 (19.180 min): BM013957.D (-2748) (-) m/z 60.00 100.00%
5000
18.80 19.00 19.20 19.40
m/z 73.05 97 .42%
m/z--> 50 100 150 200 250 300
Abundance #131260: Octadecanoic acid
43
5000 AU LR DU B
m 284 mmmmmmmm
m/z 55.05 96.46%
185 241
: |2| ‘: H H H‘M hH H\ L |‘15‘|7|‘ I‘I \2}3' 0 I‘ ‘:267|‘| T
m/z--> 150 200 250 300
Abundance
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 43.00 91.78%
97 185 oa1 284
26 157 213 267
m/z--> L '55' ' "160" "150" "200" "250" "360" ]
Abundance #95855: Pentadecanoic acid e AR RS
43 73 18.80 19.00 19.20 19.40
m/z 41.05 85.13%
5000 129
199 242
L, mle” \18¢>\ 225\ I o] S N v
m/z--> 50 150 m 250 300 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012918\
Data File : BM013957.D

Aca On : 29 Jan 2018 14:11

Operator : SJ/JU

Sample : J1295-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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: Cyclic20.90 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.90 7.31 ng/ul 654896 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
3 1-Eicosene 280 C20H40 003452-07-1 92
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 3045 (20.897 min): BM013957.D (-3042) (-) m/z 43.05 100.00%
1 60
97
5000
10 281 20,60 20.80 21.00 2120
153 208 ) . . .
180 Tt 230 314 3% 401429 | “n7, 55.05  93.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 RN BN BN
20.60 20.80 21.00 21.20
29 111 m/z 57.10 85.33%
AL ;\H,\LI J‘ 1% 167 19623 259280
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 LSRN BN BN
20.60 20.80 21.00 21.20
5000 m/z 69.05 78 .35%
29 111
139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #127767: 1-Eicosene e AR EaE e
43 20.60 20.80 21.00 21.20
83 m/z 83.05 77 .16%
5000 111
139 280
|{|‘|‘|J|J:‘l||l|i||“]|-?7|‘||2(?9|||2$2|||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012918\
Data File : BM013957.D

Acq On : 29 Jan 2018 14:11

Operator : SJ/JU

Sample - J1295-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.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 17.89 8.3 ng/ul 641051 4 16.98 1536210 20.0
Octadecanoic acid 19.18 4.3 ng/ul 381442 5 21.18 1792520 20.0
(DEL) Alkane: Cyc... 20.90 7.3 ng/ul 654896 5 21.18 1792520 20.0
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