LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013543.D

Acq On : 26 Dec 2017 20:13

Operator : SJ/JU

Sample : 17046-12

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\SOM-EPA-BM113017 .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 6.851 633 640 651 rvB2 739410 1432545 38.16% 2.832%
2 7.010 661 667 678 rvB 567163 874873 23.30% 1.730%
3 7.204 693 700 710 rVvB 771024 1192429 31.76% 2.358%
4 7.669 772 779 788 rVB 835692 1351571 36.00% 2.672%
5 8.375 891 899 907 rBV 1022337 1640504 43.70% 3.244%
6 8.822 968 975 983 rBV 814923 1328856 35.40% 2.627%
7 9.540 1090 1097 1108 rBV 682071 1143235 30.45% 2.260%
8 10.075 1180 1188 1198 rBV 987337 1717668 45.75% 3.396%
9 10.445 1243 1251 1265 rBV 1208912 1996375 53.18% 3.947%
10 10.587 1269 1275 1292 rBV 863463 1588159 42.30% 3.140%
11 13.133 1702 1708 1713 rBV 42229 61717 1.64% 0.122%

12 13.727 1803 1809 1813 rBV 1998386 2759950 73.52% 5.457%
13 13.775 1813 1817 1825 rVV 392109 587672 15.65% 1.162%
14 14.004 1847 1856 1867 rVB 2100114 3147146 83.83% 6.222%
15 14.216 1885 1892 1896 rBV 116430 161107 4.29% 0.319%

16 14.310 1900 1908 1917 rBV2 1710323 2639479 70.31% 5.219%
17 14.533 1940 1946 1961 rBV 538337 1007508 26.84% 1.992%
18 14.839 1994 1998 2003 rVB5 32481 47572 1.27% 0.094%
19 15.169 2050 2054 2059 rVvB2 132726 160436 4.27% 0.317%
20 15.310 2069 2078 2085 rBV 2672866 3712189 98.88% 7.340%

21 15.439 2094 2100 2112 rBV 585105 906066 24.14% 1.791%

22 15.551 2112 2119 2122 rVV4 39984 78671 2.10% 0.156%
23 16.033 2197 2201 2211 rBV 112547 182713 4.87% 0.361%
24 16.827 2332 2336 2339 rBvV 67966 84257 2.24% 0.167%

25 17.063 2369 2376 2383 rBV2 1924047 2794398 74.44% 5.525%

26 17.157 2385 2392 2399 rBV 2568343 3705248 98.70% 7.326%
27 17.963 2523 2529 2546 rBV2 522271 891504 23.75% 1.763%
28 19.098 2718 2722 2726 rBV2 48993 78712 2.10% 0.156%
29 19.251 2743 2748 2758 rBV 276363 452186 12.05% 0.894%
30 19.457 2777 2783 2790 rBV 2745401 3754138 100.00% 7.422%

31 19.515 2790 2793 2796 rVB4 34304 39110 1.04% 0.077%
32 20.968 3036 3040 3048 rBvV 524263 717890 19.12% 1.419%
33 21.251 3083 3088 3096 rBV 1900149 2423689 64.56% 4.792%
34 21.368 3104 3108 3111 rBV6 58842 76693 2.04% 0.152%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013543.D

Acq On : 26 Dec 2017 20:13

Operator : SJ/JU

Sample : 17046-12

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 - 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-BM113017 .M
SVOA CALIBRATION

35 22.298 3262 3266 3271 rVB5 182737 249626 6.65% 0.494%
36 22.797 3348 3351 3356 rVB3 95207 122010 3.25% 0.241%

37 23.333 3435 3442 3452 rVB 1675009 3320515 88.45% 6.565%
38 23.474 3459 3466 3475 rVB 1149580 2149523 57.26% 4 _.250%

Sum of corrected areas: 50577940

SOM-EPA-BM113017.M Wed Dec 27 14:15:38 2017 Page: 2



Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title :

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA_M\DATA\BM122617\
: BM013543.D

: 26 Dec 2017 20:13

: SJ/JU

: 17046-12

- 17 Sample Multiplier: 1

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .M
SVOA CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM013543.D

8.37

6.85 7.20 7.67

7.01

A

9.54

10.45

10.07
0.59

0
Time-->

350 400 450 500 550 6.00 650 7.00 750 8.00 850

I
9.00

f
9.50

I
10.00 10.50 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM013543.D

15.31 17.16

14.00

13.73 17.d

14.31

14.53 15.44

15.111
14.2p J\_J 5.55

i 14.84 16.83

1313 1603

17.96

19146

19.25
19.1

.52

Time-->

ok

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BM013543.D

21.25 23.33

23.47

20.97

g

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 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\BM122617\
Data File : BM013543.D

Acq On : 26 Dec 2017 20:13

Operator : SJ/JU

Sample - 17046-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 1
R.T. EstConc Area Relative to ISTD R.T.
17.96 6.38 ng/ul 891504 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 2529 (17.963 min): BM013543.D (-2523) (-) m/z 73.00 100.00%
5000 129
o7 213
15 | 187171185 o0 | . 256 17.60 17.80 18.00 18.20
0! m/z 43.10 87 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256
17.60 17.80 18.00 18.20
21 m/z 41.05 87 .49Y%
m/z--> "éb” 'ﬁb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
17.60 17.80 18.00 18.20
5000 129 m/z 55.10 82.91%
97 115 1571711g5 213 256
o 143 199 | 227941
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73 17.60 17.80 18.00 18.20
43 m/z 60.00 82.86%
5000 129
29
olts Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013543.D

Acq On : 26 Dec 2017 20:13

Operator : SJ/JU

Sample - 17046-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.25 3.73 ng/ul 452186 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2748 (19.251 min): BM013543.D (-2743) (-) m/z 73.05 100.00%
43 7B
5
5000 129
7 185 241 e M it
UL 143 171 | 199 207 | 5 284 19.00 19.20 19.40 19.60
0 m/z 43.05 88.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73
129

5000
19 00 19.20 19.40 19.60
284 m/z 41.05 74.54%
ZT 143,5,171
O.HPLJM”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
4357 LI L L L L LB
129 19.00 19.20 19.40 19.60
5000 28 284 m/z 60.00 70.72%
97 185 241
115
171
143157 199 227 255269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73 19.00 19.20 19.40 19.60
m/z 57.05 65.68%
5000 129

185 241 284

14357171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013543.D

Acq On : 26 Dec 2017 20:13

Operator : SJ/JU

Sample - 17046-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.97 5.92 ng/ul 717890 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 3040 (20.968 min): BM013543.D (-3036) (-) m/z 43.05 100.00%
43 97
5000
153 207 20.60 20.80 21.00 21.20
N — e 251 280 m/z 55.10 98.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
5000 1l
20.60 20.80 21.00 21.20
m/z 57.05 97 .88%
29 H ‘139 167
oL AL | 77167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
20.60 20.80 21.00 21.20
5000 111 m/z 69.05 97 .88%
o 139 167 196 290 266 294 399
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #186968: n-Tetracosanol-1
57 8 20.60 20.80 21.00 21.20
m/z 83.05 97 .60%
5000 1l
29 139
o ‘l‘ J | A | 167 195 222 250 280 308 336
m/z--> 5'0 1(')0 1&'30 2(')0 251;0 3(')0 3éo 4(')0 20.60 20.80 21.00 21.'20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013543.D

Acq On : 26 Dec 2017 20:13

Operator : SJ/JU

Sample - 17046-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 13-Docosenamide, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.30 2.06 ng/ul 249626 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 89
2 13-Docosenamide, (Z2)- 337 C22H43NO 000112-84-5 86
3 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 78
4 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 62
5 9-Octadecenamide, (2)- 281 C18H35N0O 000301-02-0 52

Abundance Scan 3266 (22.298 min): BM013543.D (-3262) (-) m/z 59.00 100.00%

¢

5000

22.00 22.20 22.40 22.60

0 m/z 57.10 91.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174696: 13-Docosenamide, (2)-
9
5000 LA B L L L L L L L L
22. 00 22. 20 22. 40 22 60
0
29 e 437 m/z 43.10 84.64%
0 h‘\\ “h\ \HH hh i 1§4 184206 234255276 308 L
- IIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
T
22.00 22.20 22.40 22.60
5000 m/z 71.95 84.62%
137
83 110
o 165 193 240263 294 337
m/z--> 50 100 150 200 250 300 350 400
Abundance #128444: 9-Octadecenamide, (2)-
59 22.00 22.20 22.40 22.60
m/z 71.10 71.46%
5000
86 126 281
0 ’ \‘ H { \JL \L ‘\ \154 184 212 238 L J\
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22. 40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013543.D

Acq On : 26 Dec 2017 20:13

Operator : SJ/JU

Sample : 17046-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 17.96 6.4 ng/ul 891504 4 17.06 2794400 20.0
Octadecanoic acid 19.25 3.7 ng/ul 452186 5 21.25 2423690 20.0
Behenic alcohol 20.97 5.9 ng/ul 717890 5 21.25 2423690 20.0
13-Docosenamide, ... 22.30 2.1 ng/ul 249626 5 21.25 2423690 20.0
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