LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009673.D

Acq On 19 Apr 2017 17:40

Operator : SJ/MA

Sample : 12691-13

Misc :

ALS Vial : 11 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 3.317 35 39 45 rvB2 24404 32060 1.15% 0.092%
2 6.987 657 663 677 rVB 444015 804364 28.94% 2.308%
3 7.163 685 693 701 rBVY 350845 550676 19.81% 1.580%
4 7.357 719 726 735 rBV 456837 728406 26.21% 2.090%
5 7.828 800 806 813 rBV 626908 1003334 36.10% 2.879%
6 8.528 919 925 934 rBVY 489758 801267 28.83% 2.299%
7 8.999 997 1005 1015 rVB 423632 710791 25.57% 2.040%
8 9.716 1120 1127 1136 rVB 340886 573978 20.65% 1.647%
9 10.246 1211 1217 1227 rBV 496935 838039 30.15% 2.405%
10 10.628 1274 1282 1291 rVB 794062 1306828 47.02% 3.750%

11 10.769 1299 1306 1316 rBV 362577 664478 23.91% 1.907%
12 13.881 1829 1835 1839 rBV 863486 1132224 40.74% 3.249%
13 13.928 1839 1843 1850 rVB 458615 644118 23.18% 1.848%
14 14.169 1878 1884 1893 rBV 927867 1336951 48.10% 3.837%
15 14.475 1929 1936 1945 rVB2 1046644 1580196 56.86% 4 _535%

16 14.675 1964 1970 1984 rBV 415975 685209 24.65% 1.966%
17 15.304 2072 2077 2083 rVB2 43007 56331 2.03% 0.162%
18 15.469 2099 2105 2111 rBV 1195288 1743615 62.74% 5.004%
19 15.598 2122 2127 2135 rBV 398296 542352 19.51% 1.556%

20 15.710 2139 2146 2150 rVB3 37734 61308 2.21% 0.176%
21 16.163 2218 2223 2225 rBV2 57390 76011 2.73% 0.218%
22 16.186 2225 2227 2232 rVB4 56904 69901 2.52% 0.201%
23 16.957 2354 2358 2362 rBV2 40803 52358 1.88% 0.150%
24 17.010 2362 2367 2374 rVB5 44042 76375 2.75% 0.219%

25 17.227 2397 2404 2409 rBV 1333311 1905131 68.55% 5.467%

26 17.322 2413 2420 2427 rVV2 1383525 2013068 72.43% 5.777%

27 17.698 2481 2484 2489 rBV5 25745 29738 1.07% 0.085%
28 18.098 2547 2552 2558 rBV2 152348 229469 8.26% 0.659%
29 19.257 2745 2749 2751 rBvV4 21796 35434 1.27% 0.102%
30 19.286 2751 2754 2760 rVB 77016 98538 3.55% 0.283%

31 19.380 2766 2770 2776 rBv4 94495 145114 5.22% 0.416%
32 19.539 2794 2797 2804 rVB 142501 168476 6.06% 0.483%
33 19.621 2805 2811 2821 rVB 1916328 2667481 95.98% 7.655%
34 20.115 2891 2895 2897 rBV5 34552 51856 1.87% 0.149%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009673.D

Acq On 19 Apr 2017 17:40

Operator : SJ/MA

Sample : 12691-13

Misc :

ALS Vial : 11 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
Title

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

35 20.527 2958 2965 2971 rBV 1073137 2113533 76.05% 6.065%

36 20.574 2971 2973 2980 rVvV 530063 722187 25.98% 2.072%
37 20.633 2980 2983 2989 rVB 188211 235080 8.46% 0.675%
38 21.092 3058 3061 3066 rBV2 166797 213243 7.67% 0.612%
39 21.404 3108 3114 3119 rBV 1982553 2668692 96.02% 7.658%
40 21.486 3125 3128 3131 rBV2 158386 212800 7.66% 0.611%

41 22.456 3290 3293 3296 rVB4 92992 111266 4._00% 0.319%
42 23.574 3476 3483 3496 rvVB2 1388821 2779290 100.00% 7.976%
43 23.727 3502 3509 3516 rBV 1218592 2374972 85.45% 6.816%

Sum of corrected areas: 34846538
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009673.D

Acq On 19 Apr 2017 17:40

Operator : SJ/MA

Sample : 12691-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717_M
Quant Title : SVOA CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM009673.D
2000000
1500000
1000000
10.63
7.83
10.25
500000 6.99 7.36 8.53
7.16 9,00 9.72 0.77
3.32
Qb e i e e e e et e Y e
Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM009673.D
2000000 19.62
1500000
17532
15.47 20.5
14.47
1000000 1389417
500000 13.93 14.67 15.60
18.10 18
15.30 15.71 161 167961 17.70
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
Abundance TIC: BM009673.D
2140
2000000
23.57
03.73
1500000
1000000
500000
O B B o S o T B o o B I B e B
Time--> 21.00 21.50 22.00 22.50 23.00 2350 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\BM041917\
Data File : BM009673.D

Acq On 19 Apr 2017 17:40

Operator : SJ/MA

Sample : 12691-13

Misc :

ALS Vial : 11 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.10 2.41 ng/ul 229469 Phenanthrene-d10 17.23
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 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
Abundance Scan 2552 (18.098 min): BM009673.D (-2547) (-) m/z 43.05 100.00%
43
2% N¢Au~wwﬂmwyﬁwﬁ\mﬂMﬂwNAwwﬂhﬁ
129 213 LI I B N B B §
143157171185, 99 256 17.80 18.00 18.20 18.40
0! m/z 73.05 99.64%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 3

5

5
5000 29 L I L
17. 80 18. 00 18 20 18. 40
213 m/z 60.10 94 _20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
17.80 18.00 18.20 18.40
5000 129 m/z 55.10 81.25%
83 97
115 157171 213 256
143 185199 227,44
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid R B
73 17.80 18.00 18.20 18.40
m/z 57.10 76.84%
43 57
5000
129
29 ‘ ‘ 1 171 214
1
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 : BM009673.D

Acq On 19 Apr 2017 17:40

Operator : SJ/MA

Sample : 12691-13

Misc :

ALS Vial : 11 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 15.84 ng/ul 2113530 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 97
2 9-Octadecenamide, (Z2)- 281 C18H35NO0 000301-02-0 94
3 9-Octadecenamide, (Z2)- 281 C18H35NO0 000301-02-0 94
4 7-Nonenamide 155 C9H17NO 090949-53-4 78
5 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 68
Abundance Scan 2965 (20.527 min): BM009673.D (-2958) (-) m/z 59.05 100.00%
5000 a1 M
R R aa
8l 98 126 154 20.20 20.40 20.60 20.80
ol Ll G, 20 184207 238 281 341 m/z 72.05 70.83%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 UV LS
20.20 20.40 20.60 20.80
81 m/z 55.10 40.76%
0 Ilf; “‘. I IM M;\ \I‘\\\\I:I\-dﬁ)owlm :ﬁle' ; 15‘} i ]:8‘} |2?0|23|8 i I2£|31I T
m/z--> 50 100 150 200 250 300 350
Abundance
59
20.20 20.40 20.60 20.80
5000 a1 m/z 41.05 37 .28%
83 126
. 1p0 154 184 220238 pg3281
m/z--> 50 100 150 200 250 300 350
Abundance #128446: 9-Octadecenamide, (2)- SRR T TR T
59 20.20 20.40 20.60 20.80
m/z 43.05 29 .45%
5000 a1 N*JK_M~—_~“’W)ﬁ\\A\AWWk~hm~MM
83 126
0 281
oL, ‘IJ\ HILlelhﬁ)qﬂlm‘alnlll?‘}|1|8“|1I‘IZ?O??’? 2§3”\||””|| S
m/z--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009673.D

Acq On 19 Apr 2017 17:40

Operator : SJ/MA

Sample : 12691-13

Misc :

ALS Vial : 11 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 Tetradecanamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.57 5.41 ng/ul 722187 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 72
2 Octanamide 143 C8H17NO 000629-01-6 58
3 Dodecanamide 199 C12H25NO 001120-16-7 50
4 Nonanamide 157 C9H19NO 001120-07-6 50
5 Acetaldehyde N-formyl-N-methylhy... 100 C4H8N20 016568-02-8 38
Abundance Scan 2972 (20.568 min): BM009673.D (-2971) (-) m/z 55.10 100.00%
o JL
195 RUNNBS AU R
120 151170 222 253 54 325 357 20.20 20.40 20.60 20.80
(o} m/z 59.10 99 .58%
m/z--> 50 100 150 200 250 300 350
Abundance #83608: Tetradecanamide
59
5000 RUNNBURARUURLR U
20.20 20.40 20.60 20.80
41 m/z 72.10 92 .35%
e | 810718 155 184 27
m/z--> §o 160 1%0 260 250 300 3%0
Abundance
59
20,20 20.40 20.60 20.80
5000 m/z 41.10 63.98%
o 18 a1 86 114 143
m/z--> §o 160 1%0 200 250 300 3%0
Abundance #60439: Dodecanamide TR T T T TR
59 20.20 20.40 20.60 20.80
m/z 69.10 28.04%
5000 ’AANWWF~NVAHJkNVkMAHM-MMVﬁ«
41
15 |l | 8 114 138156 199
m/z--> §o 160 150 260 250 300 3%0 2050 2020 2d60 20%0 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009673.D

Acq On 19 Apr 2017 17:40

Operator : SJ/MA

Sample : 12691-13

Misc :

ALS Vial : 11 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 2.4 ng/ul 229469 4 17.23 1905130 20.0
9-Octadecenamide, ... 20.53 15.8 ng/ul 2113530 5 21.41 2668690 20.0
Tetradecanamide 20.57 5.4 ng/ul 722187 5 21.41 2668690 20.0
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