LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM0O09717.D

Acq On : 26 Apr 2017 13:24

Operator : SJ/MA

Sample - 12836-01

Misc :

ALS Vial : 4 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\SOM-EPA-BM042517 .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 6.987 657 663 675 rBv2 325893 549682 17.49% 1.824%
2 7.157 686 692 700 rBV 242141 393288 12.51% 1.305%
3 7.357 719 726 732 rBV 314639 505279 16.08% 1.677%
4 7.828 798 806 812 rBV 464047 753276 23.97% 2.500%
5 8.522 917 924 933 rBVY 332752 556850 17.72% 1.848%
6 8.992 997 1004 1012 rVB 329380 551084 17.53% 1.829%
7 9.710 1118 1126 1133 rBVY 268096 440073 14.00% 1.461%
8 10.239 1210 1216 1227 rBV2 347193 607525 19.33% 2.016%
9 10.622 1273 1281 1289 rBV 648442 1060773 33.75% 3.521%
10 10.769 1299 1306 1315 rBV 289199 510618 16.25% 1.695%

11 13.880 1827 1835 1839 rBV 715600 995759 31.68% 3.305%
12 13.927 1839 1843 1849 rVB 139553 201507 6.41% 0.669%
13 14.163 1877 1883 1893 rBV 743981 1072084 34.11% 3.558%
14 14.474 1929 1936 1944 rVB2 932332 1456481 46.34% 4_.834%
15 14.674 1964 1970 1981 rBV 317863 531800 16.92% 1.765%

16 15.298 2070 2076 2081 rVB 49441 59982 1.91% 0.199%
17 15.463 2098 2104 2114 rVB 1016666 1467353 46.69% 4_870%
18 15.592 2120 2126 2137 rBV 340778 499305 15.89% 1.657%
19 15.704 2137 2145 2149 rBV6 26922 47177 1.50% 0.157%
20 15.821 2158 2165 2168 rBV2 33776 53516 1.70% 0.178%

21 16.162 2218 2223 2231 rBV 67838 113771 3.62% 0.378%
22 16.957 2352 2358 2361 rBV3 41060 51405 1.64% 0.171%
23 17.221 2395 2403 2409 rBV 1351998 1882691 59.90% 6.249%
24 17.321 2414 2420 2428 rVV 1171753 1625973 51.73% 5.397%

25 17.509 2446 2452 2456 rBV5 31337 45600 1.45% 0.151%
26 17.592 2458 2466 2472 rBV7 21947 49883 1.59% 0.166%
27 18.092 2547 2551 2558 rBV3 168873 238257 7.58% 0.791%
28 19.245 2742 2747 2750 rBV6 24352 43016 1.37% 0.143%
29 19.280 2750 2753 2757 rVB2 49368 62080 1.98% 0.206%

30 19.374 2765 2769 2776 rBV3 77003 111273 3.54% 0.369%

31 19.615 2804 2810 2818 rBV 1638068 2314125 73.63% 7.681%
32 19.721 2825 2828 2831 rBv4 27114 33201 1.06% 0.110%
33 20.274 2918 2922 2924 rBV4 64728 87696 2.79% 0.291%
34 21.086 3057 3060 3074 rVB2 613047 966839 30.76% 3.209%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM0O09717.D

Acq On : 26 Apr 2017 13:24

Operator : SJ/MA

Sample - 12836-01

Misc :

ALS Vial : 4 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 - 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-BM042517 .M
SVOA CALIBRATION

35 21.397 3108 3113 3124 rVB 2273483 3143063 100.00% 10.432%

36 22.450 3287 3292 3300 rBV2 328722 530555 16.88% 1.761%
37 23.015 3385 3388 3394 rVvB4 180110 305539 9.72% 1.014%
38 23.568 3475 3482 3496 rVB2 1368044 2780854 88.48% 9.230%
39 23.715 3500 3507 3520 rVB 1597844 3137786 99.83% 10.414%
40 24.209 3587 3591 3598 rVvB3 157268 292219 9.30% 0.970%

Sum of corrected areas: 30129238
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM0O09717.D

Acq On : 26 Apr 2017 13:24

Operator : SJ/MA

Sample - 12836-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M
Quant Title : SVOA CALIBRATION

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

Ab%lggggg TIC: BM009717.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM0O09717.D

Acq On : 26 Apr 2017 13:24

Operator : SJ/MA

Sample - 12836-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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.
18.09 2.53 ng/ul 238257 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 2551 (18.092 min): BM009717.D (-2547) (-) m/z 73.05 100.00%
43 73
60
5000
7 s inies 203 N oo 180 320 1840
157 199 227 . . . .
148 2% m/z 43.00 87.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
17.80 18.00 18.20 18.40
97 m/z 41.05 78.89%
115 157 171 185 213 256
143
||||||||||||||| ‘\H \\ . |||||||‘|| |‘||]:99|||‘|2|2|7||24EL||| —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 17.80 18.00 18.20 18.40
5000 29 129 m/z 60.10 78.36%
87 15 ah 214
99 143157 | 185
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid e e
43 60 73 17.80 18.00 18.20 18.40

m/z 55.05 73 .05%

5000{ 29 256
129

157171185 213
“ ‘ ‘ M H‘ H H‘ M M‘ ‘ ‘H‘ Ll 14\.3 ‘ ‘ ‘ 199 227 240 ‘

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40

—
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM0O09717.D

Acq On : 26 Apr 2017 13:24

Operator : SJ/MA

Sample - 12836-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.09 6.15 ng/ul 966839 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 1-Docosene 308 C22H44 001599-67-3 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 3061 (21.092 min): BM009717.D (-3057) (-) m/z 43.10 100.00%
48
83
5000
11
USRS BN SUNRA B
39 207 258 20.80 21.00 21.20 21.40
ob Al J30167 17, 200286 827356 401 445 489 53 | 77 57.10  96.94%
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol
55 83
5000 11 N A B UM B
mmmmmmmm
m/z 55.10 90.70%
27, | l‘ \H || 19167106 238266204
m/z--> 6 56 160 1%0 200 250 300 3%0 460 4éo 560
Abundance
55
o7 | 20.80 21.00 21.20 2140
5000 m/z 69.10 73.06%
28 125
153181 308
m/z--> 6 56 160 150 200 250 300 3%0 460 4éo 560
Abundance #131391: n-Nonadecanol-1 B e A
55 83 20.80 21.00 21.20 21.40
m/z 83.10 70.18%
5000 11
Gt 39168196 238266
m/z--> c') 5'0 1c')o 1&1;0 200 250 300 3&1;0 4(')0 4&'30 5(')0 ! 20. 80 21. 00 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM0O09717.D

Acq On : 26 Apr 2017 13:24

Operator : SJ/MA

Sample - 12836-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.45 3.38 ng/ul 530555 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 94
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 91
3 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 91
4 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 81
5 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 76
Abundance Scan 3292 (22.450 min): BM009717.D (-3287) (-) m/z 59.10 100.00%
5000
& 11 2220 22.40 22,60 22.80
140 177 208 281 : : : :
il e i e T 320342 4L Tayo 72100 67.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 RN RARRA AR AR R
22.20 22.40 22.60 22.80
m/z 55.05 61.94%
29 h 81 106
u‘tU,M W‘Nhﬁoﬁ.m ;15?I1??-?}Q N —
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
2220 22.40 22.60 22.80
5000 m/z 41.05 41.66%
83 126
105 | 154 184207 238 281
m/z--> 50 100 150 200 250 300 350 400
Abundance #128447: 9-Octadecenamide, (2)- RS mEEE L
509 22.20 22.40 22.60 22.80
m/z 69.05 37.15%
5000
83 126
o i “ ﬂ%oﬁ L J1?4 184207 238 25?1
m/z--> 50 100 150 200 2% 300 350 400 22120 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM0O09717.D

Acq On : 26 Apr 2017 13:24

Operator : SJ/MA

Sample - 12836-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 18.09 2.5 ng/ul 238257 4 17.22 1882690 20.0
1-Heneicosanol 21.09 6.2 ng/ul 966839 5 21.40 3143060 20.0
9-Octadecenamide, ... 22.45 3.4 ng/ul 530555 5 21.40 3143060 20.0
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