LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009680.D

Acq On 19 Apr 2017 21:50

Operator : SJ/MA

Sample : 12691-15

Misc :

ALS Vial : 17 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 rVB 35983 51083 1.64% 0.121%
2 4.040 158 162 171 rVB6 16790 33415 1.07% 0.079%
3 4_963 314 319 325 rBV2 38373 59114 1.90% 0.140%
4 6.993 657 664 677 rBY 681658 1191819 38.22% 2.832%
5 7.169 687 694 702 rBV 491595 782825 25.10% 1.860%
6 7.363 719 727 736 rBY 667839 1075336 34.48% 2.555%
7 7.834 800 807 814 rBVY 693388 1100181 35.28% 2.614%
8 8.534 919 926 938 rBvV 722197 1170536 37.54% 2.782%
9 8.998 998 1005 1014 rBV 629284 1029267 33.01% 2.446%
10 9.716 1119 1127 1136 rBVY 500992 840097 26.94% 1.996%

11 10.245 1211 1217 1227 rBV 711474 1189783 38.15% 2.827%
12 10.628 1275 1282 1289 rBV 844816 1400148 44.90% 3.327%
13 10.775 1298 1307 1316 rBV 580910 1022172 32.78% 2.429%
14 12.151 1537 1541 1547 rVB4 22374 42218 1.35% 0.100%
15 13.886 1824 1836 1840 rBV 1089632 1520813 48.77% 3.614%

16 13.933 1840 1844 1851 rVB 614412 832438 26.69% 1.978%
17 14.169 1878 1884 1898 rBV 1237792 1861281 59.69% 4.423%
18 14.480 1930 1937 1944 rVB2 1107444 1707152 54.74% 4_057%
19 14.680 1966 1971 1980 rBV 505718 790391 25.35% 1.878%
20 15.304 2072 2077 2082 rBV3 54810 68983 2.21% 0.164%

21 15.474 2099 2106 2114 rVB 1574513 2283570 73.23% 5.426%
22 15.604 2122 2128 2136 rBV 367376 532728 17.08% 1.266%

23 15.710 2140 2146 2151 rVB4 39342 72022 2.31% 0.171%
24 16.168 2219 2224 2238 rBV3 66360 165448 5.31% 0.393%
25 16.957 2355 2358 2362 rVB3 42554 52186 1.67% 0.124%
26 17.010 2362 2367 2372 rBV5 39334 62206 1.99% 0.148%

27 17.227 2398 2404 2410 rBV 1415191 2013998 64.58% 4._.786%
28 17.327 2415 2421 2428 rBV2 1655527 2387226 76.55% 5.673%
29 17.492 2445 2449 2457 rVB9 25288 46925 1.50% 0.112%
30 18.098 2547 2552 2558 rBV2 156950 229482 7.36% 0.545%

31 19.286 2751 2754 2757 rVB2 68888 80623 2.59% 0.192%
32 19.380 2766 2770 2774 rBV6 86234 144149 4.62% 0.343%
33 19.545 2794 2798 2804 rVB 255286 297632 9.54% 0.707%
34 19.621 2804 2811 2822 rBV 2235857 3118375 100.00% 7.410%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009680.D

Acq On 19 Apr 2017 21:50

Operator : SJ/MA

Sample : 12691-15

Misc :

ALS Vial : 17 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 2960 2965 2971 rBV 1531548 2918850 93.60% 6.936%

36 20.574 2971 2973 2980 rVvV 712081 1003205 32.17% 2.384%
37 20.633 2980 2983 2990 rVB 249548 310298 9.95% 0.737%
38 21.098 3058 3062 3066 rBV3 190186 268415 8.61% 0.638%
39 21.409 3110 3115 3119 rBV 2167253 2604360 83.52% 6.189%
40 21.492 3125 3129 3132 rBV2 244842 367871 11.80% 0.874%

41 23.580 3478 3484 3491 rVB2 1463857 2875417 92.21% 6.833%
42 23.727 3504 3509 3516 rVB 1297662 2478494 79.48% 5.890%

Sum of corrected areas: 42082532
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009680.D

Acq On : 19 Apr 2017 21:50

Operator : SJ/MA

Sample : 12691-15

Misc :

ALS Vial : 17 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

Abundance TIC: BM009680.D
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Abundance TIC: BM009680.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009680.D

Acq On : 19 Apr 2017 21:50

Operator : SJ/MA

Sample : 12691-15

Misc :

ALS Vial : 17 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 6
R.T. EstConc Area Relative to ISTD R.T.
18.10 2.28 ng/ul 229482 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 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2552 (18.098 min): BM009680.D (-2547) (-) m/z 73.05 100.00%
43 73
7
5000
129
213 R I SULSN S B
Jl 99 115 143157171185199 227 256 g 1780 1800 18.20 18.40
o} m/z 43.10 86.18%
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 S BN SUMRSR SR SRR
17. 80 18. 00 18 20 18. 40
m/z 41.05 85.08%
1Ji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
5 R LR SO SR
17.80 18.00 18.20 18.40
5000 29 256 m/z 55.10 82.76%
129
97 213
. U5 143157171185, o 227541
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid R R e R ma
73 17.80 18.00 18.20 18.40
m/z 57.10 70.54Y%
43 57
5000
129
29 115 171 214
5| \HM\ 157 | 185,00 |
Ot ﬁ.L.M”w‘” ,”.w”nw.”.u.u..”,”...”..”...”,”.w.. N o MLy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009680.D

Acq On : 19 Apr 2017 21:50

Operator : SJ/MA

Sample : 12691-15

Misc :

ALS Vial : 17 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 5
R.T. EstConc Area Relative to ISTD R.T.
19.54 2.29 ng/ul 297632 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 91
2 Hexadecanamide 255 C16H33NO 000629-54-9 90
3 Hexadecanamide 255 C16H33NO 000629-54-9 87
4 Tetradecanamide 227 C14H29NO 000638-58-4 74
5 Nonanamide 157 C9H19NO 001120-07-6 72
Abundance Scan 2797 (19.539 min): BM009680.D (-2794) (-) m/z 59.05 100.00%
5o
5000
43

86 114 137 165 212 19.20 19.40 19.60 19.80
el S0, 14 37 165 103 212 piaaraes e | BRSO ISR

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128443: 9-Octadecenamide, (2)-
59
5000 LA L L L L L B L B L |
19.20 19.40 19.60 19.80
m/z 43.10 26.24%
o \M |1, B 9814128 1smc18a108 220 238264251
”P.”,”.q”.q.”.. e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R R REE s
19.20 19.40 19.60 19.80
5000 m/z 41.10 20.00%
43 2
o 29 86 114128 156170 194 212226 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106565: Hexadecanamide R e REEER
59 19.20 19.40 19.60 19.80
m/z 55.00 17.49%
5000
43
ol 22 ) B8 114128147 170 195212226 255
R A R R Bt e A R REE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19 20 19. 40 19 60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009680.D

Acq On : 19 Apr 2017 21:50

Operator : SJ/MA

Sample : 12691-15

Misc :

ALS Vial : 17 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 Nonadecanamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.57 7.70 ng/ul 1003210 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecanamide 297 C19H39NO 058185-32-3 58
2 Hexadecanamide 255 C16H33NO 000629-54-9 53
3 9-Octadecenamide, (Z2)- 281 C18H35N0 000301-02-0 47
4 Tetradecanamide 227 C14H29NO 000638-58-4 46
5 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 43
Abundance Scan 2972 (20.568 min): BM009680.D (-2971) (-) m/z 59.10 100.00%
9
5000 J\\/L
121 182200 238264 331 357355 355 438 4 20,20 20.40 20.60 20.80
0! m/z 55.10 73.98%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #142051: Nonadecanamide
59
5000 NS U
20.20 20.40 20.60 20.80
29 97 m/z 72.10 49_.27%
124
oL I\‘I \IH |‘ \‘w\ I\\‘H\I“hl l‘ml‘ul \}?2"' ilug|4‘|2|2‘2|‘|2?0| : |2|9|7| e B o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
59
20,20 20.40 20.60 20.80
5000 m/z 41.10 39.56%
o 29 86 114 149 170 212 255
miz-> 50 100 150 200 250 300 350 400 450
Abundance #128443: 9-Octadecenamide, (Z)- L LN L L BN B
59 20.20 20.40 20.60 20.80
m/z 56.10 38.59%
- J\/\W\
L2 41%8, 114100 184 220 259 2%
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 4&'10 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 : BM009680.D

Acq On : 19 Apr 2017 21:50

Operator : SJ/MA

Sample : 12691-15

Misc :

ALS Vial : 17 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 Octadecanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.63 2.38 ng/ul 310298 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 90
2 Tetradecanamide 227 C14H29NO 000638-58-4 90
3 9-Octadecenamide, (Z2)- 281 C18H35N0 000301-02-0 87
4 Hexadecanamide 255 C16H33NO 000629-54-9 86
5 Hexadecanamide 255 C16H33NO 000629-54-9 86
Abundance Scan 2983 (20.633 min): BM009680.D (-2980) (-) m/z 59.10 100.00%
59
5000 J\\k
AT
86 128 20.40 20.60 20.80 21.00
ol 157183207 240 281 311 347 380 484 m/z 72.05 41 . 44%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #130204: Octadecanamide
59
5000 LN BUURIL UL BURILL B
mmmmmmmm
m/z 43.10 27 .21%
0 ‘ H‘ | 8\6\ \1%8 156 184 212 240 283
miz--> 0 §o 160 1%0 260 2éo 360 3%0 460 4éo
Abundance
59
" 2040 2060 20.80 21.00
5000 m/z 41.10 16.43%
29 97 128,;, 184 227
0] T o o T I e e e e B o
miz-> 0 §0 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #128443: 9-Octadecenamide, (2)- UL B B L B L B
9 20.40 20.60 20.80 21.00
m/z 55.10 14.16%
5000 WHMJHNAMNJPV\A\*r\v~w“N¢mJ\
N 29] 111188 114140 184 230 253281
miz--> 0 50 160 1%0 260 2éo 360 3%0 460 4éo 2040 2060 2080 2100

SOM02.2-EPA-BM041717 .M Thu Apr 20 11:22:15 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009680.D

Acq On : 19 Apr 2017 21:50

Operator : SJ/MA

Sample : 12691-15

Misc :

ALS Vial : 17 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 6 (DEL) Alkane: Cyclic21.10 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.10 2.06 ng/ul 268415 Chrysene-di2 21.41

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87
3 Fumaric acid, nonadecyl 2,2,3,3,... 596 C28H44F804 1000348-79-5 87

4 Trichloroacetic acid, tridecyl e... 344 C15H27CI1302 074339-51-8 83
5 Trichloroacetic acid, dodecyl ester 330 C14H25C1302 074339-50-7 74

Abundance Scan 3062 (21.098 min): BM009680.D (-3058) (-) m/z 57.10 100.00%
57
97
5000
1 172 208237 282 355355 398429  4g6 521 20.80 21.00 21.20 21.40
Of——h ko m/z 43.10 96.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #234187: 17-Pentatriacontene
43
5000 83 LANLINL I B (LI LN B LN
20 80 21. 00 21 20 21. 40
m/z 55.05 94_67%
25
. ||| 15954 106 236267 307 490
T e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43
83 e R BRREs RS
20.80 21.00 21.20 21.40
5000 m/z 83.10 84 _30%
125
o 155 196225
R B L B B e R m e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #240945: Fumaric acid, nonadecyl 2,2,3,3,4,4,5,5-octafluor... e R BRREs RS
43 83 20.80 21.00 21.20 21.40
313 m/z 69.10 74 .33%
5000 117

hl.m 223 266 [ w 307 430 481511 577

o J l iLnlJllJlUlti

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 20 80 21. 00 21 20 21. 40

SOM02.2-EPA-BM041717 .M Thu Apr 20 11:22:16 2017 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009680.D

Acq On 19 Apr 2017 21:50

Operator : SJ/MA

Sample : 12691-15

Misc :

ALS Vial : 17 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 2.3 ng/ul 229482 4 17.23 2014000 20.0
9-Octadecenamide, ... 19.54 2.3 ng/ul 297632 5 21.41 2604360 20.0
Nonadecanamide 20.57 7.7 ng/ul 1003210 5 21.41 2604360 20.0
Octadecanamide 20.63 2.4 ng/ul 310298 5 21.41 2604360 20.0
(DEL) Alkane: Cyc... 21.10 2.1 ng/ul 268415 5 21.41 2604360 20.0
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