LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009681.D

Acq On 19 Apr 2017 22:26

Operator : SJ/MA

Sample - 12691-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BM041717 .M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.316 36 39 44 rVB2 31602 40851 1.42% 0.114%
2 6.993 657 664 677 rBY 535692 921596 32.11% 2.571%
3 7.163 685 693 700 rBVY 384760 611200 21.30% 1.705%
4 7.363 720 727 734 rBVY 507836 820414 28.59% 2.289%
5 7.834 798 807 818 rBV 741057 1200888 41.84% 3.350%
6 8.534 918 926 935 rBY 576871 942927 32.85% 2.631%
7 8.998 996 1005 1015 rBV 485474 817658 28.49% 2.281%
8 9.092 1015 1021 1026 rBv4 15752 30624 1.07% 0.085%
9 9.716 1118 1127 1135 rBV2 379945 674246 23.49% 1.881%
10 10.245 1210 1217 1230 rBV 584405 999008 34.81% 2.787%

11 10.628 1273 1282 1292 rBV 957252 1563996 54.49% 4_.363%
12 10.775 1300 1307 1321 rBV 460307 792737 27.62% 2.212%
13 13.886 1829 1836 1840 rBV 947250 1338048 46.62% 3.733%
14 13.933 1840 1844 1849 rVB 493070 694318 24.19% 1.937%
15 14.169 1878 1884 1892 rBV 1067161 1560432 54.37% 4 _.353%

16 14.351 1909 1915 1920 rBV3 17829 29431 1.03% 0.082%
17 14.480 1930 1937 1945 rBV2 1274680 1946319 67.81% 5.430%
18 14.680 1965 1971 1982 rBV 419665 686799 23.93% 1.916%
19 15.304 2072 2077 2084 rVB3 58329 74904 2.61% 0.209%
20 15.474 2098 2106 2113 rBV 1324725 1978311 68.93% 5.519%

21 15.604 2122 2128 2135 rBV 295849 422789 14.73% 1.180%

22 15.704 2139 2145 2150 rBvV4 33404 62692 2.18% 0.175%
23 16.168 2218 2224 2232 rBV 80105 157609 5.49% 0.440%
24 16.957 2354 2358 2362 rBV 57049 72589 2.53% 0.203%
25 17.010 2364 2367 2379 rVB9 33084 63227 2.20% 0.176%

26 17.227 2398 2404 2411 rBV2 1605753 2309999 80.49% 6.445%
27 17.327 2413 2421 2428 rVB 1492252 2123244 73.98% 5.924%

28 17.592 2459 2466 2468 rBV7 20937 30971 1.08% 0.086%
29 17.698 2480 2484 2488 rBV2 42131 47469 1.65% 0.132%
30 18.098 2547 2552 2557 rBV 173870 259916 9.06% 0.725%
31 18.392 2599 2602 2608 rVB6 28417 37145 1.29% 0.104%
32 19.021 2706 2709 2714 rBvV4 25033 30394 1.06% 0.085%
33 19.380 2764 2770 2777 rBV5 95801 184254 6.42% 0.514%
34 19.515 2786 2793 2795 rBV6 31518 62496 2.18% 0.174%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009681.D

Acq On 19 Apr 2017 22:26

Operator : SJ/MA

Sample - 12691-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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:\HPCHEM1I\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .M
Title = SVOA CALIBRATION
35 19.545 2795 2798 2804 rVVv2 65237 93290 3.25% 0.260%

36 19.621 2805 2811 2821 rVV2 1836757 2573660 89.67% 7.180%
37 20.527 2961 2965 2968 rBV2 355747 507431 17.68% 1.416%
38 20.574 2971 2973 2979 rvv2 171133 223322 7.78% 0.623%
39 20.633 2980 2983 2985 rVB2 65401 71337 2.49% 0.199%
40 21.092 3058 3061 3068 rBV2 370344 485393 16.91% 1.354%

41 21.409 3110 3115 3121 rBV 2193224 2870045 100.00% 8.007%
42 23.580 3477 3484 3493 rVB 1332581 2715925 94.63% 7.577%
43 23.727 3503 3509 3517 rBV 1392727 2714060 94.57% 7.572%

Sum of corrected areas: 35843964
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009681.D

Acq On 19 Apr 2017 22:26

Operator : SJ/MA

Sample : 12691-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title :

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009681.D

Acq On 19 Apr 2017 22:26

Operator : SJ/MA

Sample : 12691-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .M
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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.10 2.25 ng/ul 259916 Phenanthrene-d10 17.23
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 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 70

Abundance Scan 2552 (18.098 min): BM009681.D (-2547) (-) m/z 73.00 100.00%

7B
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01 m/z 43.10 95.93%
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 TT TT T T[T T T T[T T TT TTTT
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213
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5000{ 29 256 m/z 41.05 76.52%
129

97 115 213
143157171185,199 227,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid R RN EREmEEES S
73 17.80 18.00 18.20 18.40
43 m/z 55.05 71.51%
5
5000 129
29
143157 214
0 i
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\BM041917\
Data File : BM009681.D

Acq On 19 Apr 2017 22:26

Operator : SJ/MA

Sample : 12691-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .M
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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.53 3.54 ng/ul 507431 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 93
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 92
3 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 91
4 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 74
5 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 72
Abundance Scan 2966 (20.533 min): BM009681.D (-2961) (-) m/z 59.05 100.00%
5000 ka\
% 11 20.20 20.40 20.60 20.80
3 149 191 281 : : : :
o oo FOO., 218238 2627 306 384 36 | nsz 72.10  64.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128445: 9-Octadecenamide, (2)-
509
5000 USRIV ARES
2020 20.40 20.60 20.80
m/z 55.10 43.06%
29 81100 126
oL \‘I U‘ I\\‘ H;\ \I‘\\\\Ijﬂﬁ)owl‘m n ;15"1 |1|8‘|]' |2:!'0. |23|8 i I2£|31| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
20.20 20.40 20.60 20.80
5000 m/z 41.10 36.64%
83 126
. 39 105 | 154 184207 238 281
m/z--> 50 100 150 200 250 300 350 400
Abundance #128446: 9-Octadecenamide, (2)- s B RERRE T
50 20.20 20.40 20.60 20.80
m/z 43.05 27 .83%
5000
3% 126 154 281
S T ooyl
m/z--> 50 100 150 200 250 300 350 400 2020 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009681.D

Acq On 19 Apr 2017 22:26

Operator : SJ/MA

Sample : 12691-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .M
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 (DEL) Alkane: Cyclic21.09 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.09 3.38 ng/ul 485393 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 99
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 94
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
Abundance Scan 3061 (21.092 min): BM009681.D (-3058) (-) m/z 55.10 100.00%
sb
83
5000
UL SR SR B
ol 246 312 347371 433 n/z 57.10 93 94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 L L UL SULRILN IR
20,80 21.00 21.20 21.40
29 HJ m/z 43.10 92.37%
oL 0] H\ | 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 AU SR SR B
20.80 21.00 21.20 21.40
5000 m/z 69.10 79.14%
29 111
0 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol I AEEREE TS
55 83 20.80 21.00 21.20 21.40
m/z 83.10 73.40%
29
oLl ‘ l 11%9‘167 196 238 266 294
m/z--> 50 100 150 200 250 300 350 400 20,80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009681.D

Acq On 19 Apr 2017 22:26

Operator : SJ/MA

Sample - 12691-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .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 18.10 2.3 ng/ul 259916 4 17.23 2310000 20.0
9-Octadecenamide, ... 20.53 3.5 ng/ul 507431 5 21.41 2870050 20.0
(DEL) Alkane: Cyc... 21.09 3.4 ng/ul 485393 5 21.41 2870050 20.0
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