LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009671.D

Acq On 19 Apr 2017 16:28

Operator : SJ/MA

Sample : 12691-10

Misc :

ALS Vial : 9 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 35 39 45 rBv 28066 36365 1.27% 0.095%
2 6.816 628 634 639 rBV3 15736 30154 1.06% 0.079%
3 6.992 656 664 675 rBY 579079 1029316 36.09% 2.689%
4 7.163 687 693 704 rvVB 430174 677711 23.76% 1.771%
5 7.363 715 727 735 rBVY 571262 910462 31.92% 2.379%
6 7.834 800 807 812 rBV 612096 992980 34.81% 2.595%
7 7.881 812 815 819 rvB2 27913 39263 1.38% 0.103%
8 8.528 918 925 934 rBVY 628858 1052138 36.89% 2.749%
9 8.998 998 1005 1014 rBVY 527253 870578 30.52% 2.275%
10 9.086 1015 1020 1026 rBvV2 31295 47932 1.68% 0.125%

11 9.716 1119 1127 1134 rBV 432805 710961 24.93% 1.858%
12 10.245 1210 1217 1227 rBV 619621 1022693 35.85% 2.672%
13 10.628 1275 1282 1289 rVB 773627 1276591 44.76% 3.336%
14 10.769 1300 1306 1317 rBV 467736 854386 29.95% 2.232%
15 13.880 1829 1835 1839 rBV 938408 1314210 46.07% 3.434%

16 13.927 1839 1843 1849 rVB 668422 918670 32.21% 2.400%
17 14.168 1876 1884 1893 rBV 1036189 1557817 54.61% 4_.070%
18 14.474 1930 1936 1944 rVB2 998925 1553232 54.45% 4._.058%
19 14.674 1961 1970 1984 rBV 440660 732933 25.70% 1.915%
20 15.304 2072 2077 2083 rVB3 48731 62011 2.17% 0.162%

21 15.468 2099 2105 2112 rBV 1406301 1987750 69.69% 5.194%
22 15.598 2120 2127 2137 rBV 384321 546725 19.17% 1.429%

23 15.710 2139 2146 2150 rVvv4 30705 51652 1.81% 0.135%
24 16.168 2219 2224 2235 rBV2 64415 128543 4_.51% 0.336%
25 16.956 2354 2358 2363 rBV 46560 60875 2.13% 0.159%
26 17.009 2363 2367 2374 rVBS8 19215 36224 1.27% 0.095%

27 17.227 2397 2404 2410 rBV 1295284 1841294 64.55% 4.811%
28 17.327 2415 2421 2428 rVV2 1461697 2104798 73.79% 5.500%
29 18.098 2547 2552 2558 rBV2 194459 271952 9.53% 0.711%
30 19.256 2743 2749 2752 rBV7 34348 62934 2.21% 0.164%

31 19.380 2765 2770 2774 rBV 143484 200966 7.05% 0.525%
32 19.545 2794 2798 2803 rVB 192654 219507 7.70% 0.574%
33 19.621 2805 2811 2817 rVV 1894577 2546829 89.29%% 6.655%
34 20.527 2956 2965 2971 rBV 1407149 2789600 97.80% 7.289%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009671.D

Acq On 19 Apr 2017 16:28

Operator : SJ/MA

Sample : 12691-10

Misc :

ALS Vial : 9 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:\HPCHEM1I\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .M

= SVOA CALIBRATION

35 20.574 2971 2973 2980 rVvVv 691447 946983 33.20% 2.474%
36 20.633 2980 2983 2990 rVB 214626 298740 10.47% 0.781%
37 21.092 3057 3061 3067 rBV2 153131 238396 8.36% 0.623%
38 21.403 3109 3114 3123 rBV 1982934 2530349 88.71% 6.611%
39 21.491 3125 3129 3140 rVV2 197806 437485 15.34% 1.143%
40 23.574 3476 3483 3493 rVB2 1422311 2852380 100.00% 7.453%

41 23.727 3502 3509 3518 rVB2 1210379 2427619 85.11% 6.343%

Sum of corrected areas: 38272004
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_M\DATA\BM041917\

BM009671.D

19 Apr 2017 16:28

SJ/MA

12691-10

9 Sample Multiplier: 1

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

= SVOA CALIBRATION

- C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

Abundance TIC: BM009671.D
2000000
1500000
1000000
10.63
6.99 7.36 7.83 8.53 9.00 10.25
500000 7.16 ' 9.72 0.77
3.32 6.8 .88 LQ K [L
e e e e e e R L Lo ¥ NSRS LIS 1 N SR
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM009671.D
2000000 19.62
1500000 15.47 17.33 205
17.23
14.17,
1000000 1388 | 1447
18.93
500000 14.67 15.60
18.10 19,
15.3 5.71 16.17 16/ L 19.
e e e  m e e e = =i
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM009671.D
21,40
2000000
23.57
23.73
1500000
1000000
500000
A WA N, o,
o e T T T T
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 2750 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009671.D

Acq On 19 Apr 2017 16:28

Operator : SJ/MA

Sample : 12691-10

Misc :

ALS Vial : 9 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 4
R.T. EstConc Area Relative to ISTD R.T.
18.10 2.95 ng/ul 271952 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2552 (18.098 min): BM009671.D (-2547) (-) m/z 73.00 100.00%
7B
57
5000
129
7 213 L B R SR B
01115 | | 2157171185199 | 507 256 ,gp 17.80 18.00 18.20 18.40
0 m/z 43.10 96.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LR AL SUMRLLN B B

T T T T
17.80 18.00 18.20 18.40

83
m/z 60.00 80.97%
213
JH, 143157171185199
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 5, 73
17.80 18.00 18.20 18.40
5000 - 129 m/z 57.10 72 .43%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid e R AR
73 17.80 18.00 18.20 18.40
43 m/z 41.10 71.24%
5000
o Stk
m/z--> 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 : BM009671.D

Acq On 19 Apr 2017 16:28

Operator : SJ/MA

Sample : 12691-10

Misc :

ALS Vial : 9 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 22.05 ng/ul 2789600 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 99
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 97
3 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 97
4 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 64
5 7-Nonenamide 155 C9H17NO 090949-53-4 64
Abundance Scan 2966 (20.533 min): BM009671.D (-2956) (-) m/z 59.10 100.00%
5o
5000 M
81100 126 154 20.20 20.40 20.60 20.80
ow—ﬁﬁlu‘ Wty 184203221238 263281 827 355 | sz 72,10 65.32%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 IUNABS ULV SRR
20.20 20.40 20.60 20.80
‘ m/z 55.05 41.60%
0 .1§“‘. \I\‘ \HH H \‘\H MM \H \ .]]5‘.1 |1|8‘|" |2?0|23|8 i |2|81I ———
m/z--> 50 100 150 200 250 300 350
Abundance
59
20.20 20.40 20.60 20.80
5000 a1 m/z 41.10 39.05%
83 126
o 101 154 184 220238 543281
m/z--> 50 100 150 200 250 300 350
Abundance #128446: 9-Octadecenamide, (2)-
59 20.20 20.40 20.60 20.80
m/z 43.05 29.24%
5000 a1
' 126 154 28
I U, e d o84 22028 pe3T
m/z--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80

SOM02 .2-EPA-BM041717 .M Thu Apr 20 11:05:36 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009671.D

Acq On 19 Apr 2017 16:28

Operator : SJ/MA

Sample : 12691-10

Misc :

ALS Vial : 9 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 Dodecanamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.57 7.49 ng/ul 946983 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 91
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 83
3 Dodecanamide 199 C12H25NO 001120-16-7 64
4 Tetradecanamide 227 C14H29NO 000638-58-4 59
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 59
Abundance Scan 2972 (20.568 min): BM009671.D (-2971) (-) m/z 72.10 100.00%
5000 J\\/\
o5 114 207 USRS A DL UL
134152170189 241 260286 325 gss 20.20 20.40 20.60 20.80
0! m/z 59.10 79.48%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41
20.20 20.40 20.60 20.80
m/z 69.10 59.91%
oL 18 m\\‘m (! J ® 154 184 200238 281
m/z--> 50 100 1éo 260 2éo 360 3éo
Abundance
59
20,20 20.40 20.60 20.80
5000 m/z 55.10 51.45%
41
oL 18 83 114 135154 184 220 253 2O
m/z--> éo 160 150 200 250 300 3éo
Abundance #60439: Dodecanamide R R
59 20.20 20.40 20.60 20.80
m/z 73.10 28.54Y%
ol15 [l u | B 114 133156 199
m/z--> éo 160 150 260 250 300 3éo 2020 2040 2060 2080 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009671.D

Acq On 19 Apr 2017 16:28

Operator : SJ/MA

Sample : 12691-10

Misc :

ALS Vial : 9 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 4 Tetradecanamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.63 2.36 ng/ul 298740 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 83
2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 72
4 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 64
5 Dodecanamide 199 C12H25NO 001120-16-7 56
Abundance Scan 2983 (20.633 min): BM009671.D (-2980) (-) m/z 59.05 100.00%
59
5000 ﬁ
86 114 207 940 281 20.40 20.60 20.80 21.00
oﬁ—rJuh.J.i,‘.l.u. W e e o A5 Thgz 72,10 46.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128443: 9-Octadecenamide, (2)-
59
5000 LRI UL UL BRI B
mmmmmmmm
m/z 43.10 24 . 77%
I

281
oL 2L M e a0 20
m/z--> 50 100 150 200 250 300 350 400
Abundance
59

20 40 20.60 20.80 21.00

5000 m/z 41.05 20.41%
. 29 97 128, 184 227
L e e e B B A A B e s o o —
m/z--> 50 100 150 200 250 300 350 400
Abundance #128444: 9-Octadecenamide, (2)-
59 20.40 20.60 20.80 21.00

m/z 57.10 17.28%

5000
86 126 281
\‘ { \W m \‘ ‘\ ! 15\4 184 212 238 . t

ol AL T S S e s

T
m/z--> 50 100 150 200 250 300 350 400 20. 40 20. 60 20 80 21. 00

SOM02.2-EPA-BM041717 .M Thu Apr 20 11:05:38 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009671.D

Acq On 19 Apr 2017 16:28

Operator : SJ/MA

Sample : 12691-10

Misc :

ALS Vial : 9 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 5 Hexadecanamide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.49 3.46 ng/ul 437485 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 87
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 87
3 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 74
4 Hexadecanamide 255 C16H33NO 000629-54-9 59
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53

Abundance Scan 3129 (21.491 min): BM009671.D (-3125) (-) m/z 59.05 100.00%

5000

21.20 21.40 21.60 21.80

355

31255 285 310

0 m/z 72.00 63.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128445: 9-Octadecenamide, (2)-
59
5000
21.20 21.40 21.60 21.80
m/z 55.10 49.01%
29 h 8l 126
oL A0 150 180238 281
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
R R R R
21.20 21.40 21.60 21.80
5000 m/z 41.05 34 .30%
o 29 83 1141361451184 220 253 2O°
— e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #128444: 9-Octadecenamide, (2)- R R R R
59 21.20 21.40 21.60 21.80
m/z 43.10 33.01%
5000
281
|8, 17° 154 184 212038 |
e T o T e e e
m/z--> 50 100 150 200 250 300 350 400 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009671.D

Acq On 19 Apr 2017 16:28

Operator : SJ/MA

Sample : 12691-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-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 3.0 ng/ul 271952 4 17.23 1841290 20.0
9-Octadecenamide, ... 20.53 22.1 ng/ul 2789600 5 21.40 2530350 20.0
Dodecanamide 20.57 7.5 ng/ul 946983 5 21.40 2530350 20.0
Tetradecanamide 20.63 2.4 ng/ul 298740 5 21.40 2530350 20.0
Hexadecanamide 21.49 3.5 ng/ul 437485 5 21.40 2530350 20.0
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