LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM081216\
Data File : BM0O0O7058.D
Aca On : 13 Aug 2016 00:55 Instrument :
Operator : UM/SJ gyAﬁg el

- - lentosampleld :
3?22'6 : H4389-09 PR002-SS005-3642-01
ALS Vial : 27 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\SOMO2.2-EPA-BM081116 .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 3.328 121 126 134 rVB 63099 96223 1.24% 0.131%
2 6.975 739 746 760 rBVY 1158949 1890692 24.40% 2.571%
3 7.145 769 775 787 rBV 867806 1362032 17.58% 1.852%
4 7.345 802 809 817 rBVY 1221962 1947212 25.13% 2.648%
5 7.810 882 888 896 rBV 859717 1382410 17.84% 1.880%
6 8.510 999 1007 1017 rBVY 1404588 2306548 29.77% 3.136%
7 8.963 1076 1084 1091 rBV 1078750 1783173 23.02% 2.425%
8 9.681 1197 1206 1214 rBV 889636 1513458 19.53% 2.058%
9 10.216 1289 1297 1309 rBV 1408192 2389525 30.84% 3.249%
10 10.598 1354 1362 1369 rBVY 1110287 1843142 23.79% 2.506%

11 10.733 1375 1385 1394 rBV 1305592 2280680 29.44% 3.101%
12 13.851 1909 1915 1919 rBV 2543153 3437143 44 _.36% 4.674%
13 13.898 1919 1923 1932 rVB 1349549 1821384 23.51% 2.477%
14 14.133 1956 1963 1970 rVB 2756495 4114054 53.10% 5.594%
15 14.439 2009 2015 2025 rVvB2 1501115 2403589 31.02% 3.268%

16 14.627 2041 2047 2067 rBV 1138758 1736620 22.41% 2.361%
17 15.304 2158 2162 2167 rVB 90636 112963 1.46% 0.154%
18 15.433 2177 2184 2195 rVB 3578437 5104261 65.88% 6.940%
19 15.551 2197 2204 2217 rBV 954303 1411326 18.22% 1.919%
20 15.674 2221 2225 2229 rBV 51016 91086 1.18% 0.124%

21 16.162 2304 2308 2311 rBV 134691 178079 2.30% 0.242%
22 16.956 2438 2443 2448 rBV2 78458 115864 1.50% 0.158%
23 17.186 2475 2482 2488 rBV 2088729 3009898 38.85% 4._.093%
24 17.280 2492 2498 2508 rVB2 3777364 5653668 72.97% 7.687%
25 18.080 2629 2634 2644 rBV2 279603 417643 5.39% 0.568%

26 19.209 2822 2826 2829 rBV 57886 79173 1.02% 0.108%
27 19.362 2848 2852 2859 rBV3 87295 126824 1.64% 0.172%
28 19.574 2881 2888 2894 rBV2 4850639 6973074 90.00% 9.481%
29 20.115 2973 2980 2986 rBV7 41515 91585 1.18% 0.125%
30 21.080 3140 3144 3152 rBV2 405620 550165 7.10% 0.748%

31 21.150 3152 3156 3161 rVB 74166 111774 1.44% 0.152%
32 21.362 3187 3192 3198 rBV 3162119 4268468 55.09% 5.804%
33 22.574 3395 3398 3404 rVB2 118336 168765 2.18% 0.229%
34 22.962 3461 3464 3469 rVB3 91210 119368 1.54% 0.162%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM081216\

Data File : BM0O0O7058.D

Aca On : 13 Aug 2016 00:55

Operator : UM/SJ

3?22'6 i H4389-09 PR002-SS005-3642-01
ALS Vial : 27 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:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM081116.M
SVOA CALIBRATION

Method
Title

35 23.497 3547 3555 3562 rBV2 4050892 7747651 100.00% 10.535%
36 23.638 3572 3579 3588 rVB 2194659 4299064 55.49% 5.845%

37 24.209 3672 3676 3682 rVB3 153332 278990 3.60% 0.379%
38 24.974 3802 3806 3815 rVB2 148344 327440 4.23% 0.445%

Sum of corrected areas: 73545014
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM081216\

Data File : BMO0O7058.D

Aca On : 13 Aug 2016 00:55

Operator : UM/SJ

ﬁ?ggle i H4389-09 PR002-SS005-3642-01
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM081116.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM007058.D
4000000
3000000
2000000
8.51 10.22
6.97 7,35 8.96 106"
1000000 7.15 7.81 9.68
3.33 Jt }l A
o ———— e e e e e e e e e e e e e e e ey
Time--> 300 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BM007058.D
19,57
4000000 17.28
15.43
3000000 14.13
13.85
17.J9
2000000
190 14.44
14.63
1000000 15.55
18.08
1530567 16.16 16.96 191813 20.12
0 I S S e R R e N R R R R p s
Time--> 12.00 1250 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
Abundance TIC: BM007058.D
23.50
4000000
21.36
3000000
03.64
2000000
1000000
21.08
22.57 22. 24.21 24.97
ﬁhm,~__fﬂl}§JHM__w__J-~_W,A,A__j§ig? Mo N A
O e L L e O
Time--> 20.50 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\BM081216\

Data File : BMO0O7058.D

Aca On : 13 Aug 2016 00:55

Operator : UM/SJ

ﬁ?ggle i H4389-09 PR002-SS005-3642-01
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM081116.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.
18.08 2.78 ng/ul 417643 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 87

Abundance Scan 2634 (18.080 min): BM007058.D (-2629) (-) m/z 73.00 100.00%

73.0
43.0
5000 129.1
213.2

157.1 N L B B A B e e
185.1 17.80 18.00 18.20 18.40

01 m/z 60.00 81.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LI B I B B B N B B I B

17.I80 18.IOO 18.|20 18.|40
256.0 m/z 43.05 75.31%

157.0 1850 213.0

VJ‘H'83.0
40
ol

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

:

Abundance
43.0 730
17.80 18.00 18.20 18.40
5000 256.0 m/z 55.05 71.21%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid B B S e et
73.0 17.80 18.00 18.20 18.40
43.0 m/z 57.10 66.17%
5000 129.0
171.0
97.0 214.0
0 PR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM081216\

Data File : BMO0O7058.D

Aca On : 13 Aug 2016 00:55

Operator : UM/SJ

ﬁ?ggle i H4389-09 PR002-SS005-3642-01
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM081116.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 (DEL) Alkane: Cyclic21.08 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.08 2.58 ng/ul 550165 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
Abundance Scan 3144 (21.080 min): BM007058.D (-3140) (-) m/z 83.10 100.00%
43.0 831
5000
f”l 207.0 20180 2100 21.20 2140
167.1 : : : -
o — AL n 1 o e 2803 3410 42911 77 E5 05 99.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
58.0
5000 NN RS
20.80 21.00 21.20 21.40
m/z 57.10 96.43%
JLzzo) || H\ L \ 1390 1820 2230 _ 280.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0 oo 4
20.80 21.00 21.20 21.40
5000 m/z 97.10 89.51%
0L19.0 1390 1850 2240 2660
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
430 830 20.80 21.00 21.20 21.40
' m/z 69.05 86 .44%
5000
25.0
oL ‘ ‘L 167.0 210.0 280.0
m/z--> 50 ﬁo @ 200 250 300 350 400 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM081216\

Data File : BMO0O7058.D

Acq On : 13 Aug 2016 00:55

Operator : UM/SJ

ﬁ?ggle i H4389-09 PR002-SS005-3642-01
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .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 18.08 2.8 ng/ul 417643 4 17.19 3009900 20.0
(DEL) Alkane: Cyc... 21.08 2.6 ng/ul 550165 5 21.36 4268470 20.0
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