LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013541.D

Acq On : 26 Dec 2017 19:02

Operator : SJ/JU

Sample - 17046-10

Misc :

ALS Vial : 15 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 3.222 20 23 28 rBv2 43335 59035 1.13% 0.088%
2 6.851 633 640 654 rBvV2 1088607 2004793 38.29% 2.991%
3 7.010 661 667 676 rvB 791320 1229286 23.48% 1.834%
4 7.204 693 700 711 rvB 1119111 1739746 33.23% 2.596%
5 7.669 772 779 787 rBVY 892992 1434997 27.41% 2.141%
6 8.375 893 899 910 rBV 1441587 2349794 44.88% 3.506%
7 8.822 967 975 984 rBV 1143622 1866071 35.64% 2.784%
8 9.539 1089 1097 1105 rBVY 970010 1615087 30.85% 2.410%
9 10.075 1180 1188 1204 rBV 1419645 2472468 47.22% 3.689%
10 10.445 1244 1251 1259 rBV 1348091 2187725 41.78% 3.264%

11 10.592 1269 1276 1287 rBV 1225245 2141599 40.90% 3.195%
12 13.727 1802 1809 1813 rBV 2813399 3771810 72.04% 5.628%
13 13.774 1813 1817 1823 rVB 900859 1228998 23.47% 1.834%
14 14.004 1846 1856 1865 rBV 3022139 4477906 85.52% 6.681%
15 14.215 1885 1892 1896 rBV 73411 97924 1.87% 0.146%

16 14.310 1900 1908 1917 rBV2 1893148 2921077 55.79% 4 _.358%
17 14.533 1939 1946 1964 rBV 808854 1449280 27.68% 2.162%
18 15.115 2041 2045 2050 rBV 40521 56387 1.08% 0.084%
19 15.168 2050 2054 2059 rVB 123200 156203 2.98% 0.233%
20 15.310 2071 2078 2085 rBV 3768082 5179856 98.93% 7.728%

21 15.445 2094 2101 2112 rBV 912723 1354136 25.86% 2.020%
22 15.551 2114 2119 2122 rBV5 49005 83949 1.60% 0.125%
23 16.033 2196 2201 2204 rBV2 129031 179201 3.42% 0.267%
24 16.827 2332 2336 2341 rBV2 87445 111013 2.12% 0.166%
25 17.062 2369 2376 2385 rBV2 2263682 3143752 60.04% 4_.690%

26 17.162 2385 2393 2401 rBV 3722520 5235803 100.00% 7.812%
27 17.968 2524 2530 2545 rBV 728411 1142448 21.82% 1.705%

28 19.098 2718 2722 2725 rBV3 60806 88903 1.70% 0.133%
29 19.133 2725 2728 2737 rVBS8 33877 71818 1.37% 0.107%
30 19.250 2744 2748 2758 rBV2 353223 529767 10.12% 0.790%
31 19.345 2760 2764 2768 rVB2 43308 64163 1.23% 0.096%
32 19.462 2778 2784 2790 rBV 3694592 5142897 98.23% 7.673%
33 19.515 2790 2793 2799 rVB3 52684 63249 1.21% 0.094%

34 20.968 3036 3040 3048 rBV 704494 917221 17.52% 1.368%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013541.D

Acq On : 26 Dec 2017 19:02

Operator : SJ/JU

Sample - 17046-10

Misc :

ALS Vial : 15 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
35 21.174 3072 3075 3080 rVB 71460 80309 1.53% 0.120%

36 21.256 3083 3089 3094 rBV 1983388 2566383 49.02% 3.829%
37 21.368 3105 3108 3113 rVB6 54170 61304 1.17% 0.091%
38 22.297 3262 3266 3273 rBV 637844 845975 16.16% 1.262%
39 22.797 3348 3351 3358 rVB3 111267 154925 2.96% 0.231%
40 23.333 3435 3442 3453 rBV2 2107207 4269009 81.53% 6.369%

41 23.474 3460 3466 3475 rVB2 1177405 2228860 42.57% 3.325%
42 23.997 3551 3555 3562 rVB2 161474 248852 4._.75% 0.371%

Sum of corrected areas: 67023979
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013541.D

Acq On : 26 Dec 2017 19:02

Operator : SJ/JU

Sample : 17046-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

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

Abundance TIC: BM013541.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013541.D

Acq On : 26 Dec 2017 19:02

Operator : SJ/JU

Sample : 17046-10

Misc :

ALS Vial : 15 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.
17.97 7.27 ng/ul 1142450 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 98
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 2530 (17.968 min): BM013541.D (-2524) (-) m/z 73.00 100.00%
41 60 3
5000 129
97 213
15 | TS o9 | 5p7 256 17.60 17.80 18.00 18.20
0! m/z 41.05 84 .00%
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

17.60 17.80 18.00 18.20

m/z 43.05 83.77%
213
‘ 143 157171185 199
O e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.60 17.80 18.00 18.20
5000 29 256 m/z 60.00 81.87%
129
97 213
115
143157171185 160" " 207,
[o MM 1 1 K OV ATV St An S S Rl S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid e TR T
60 73 17.60 17.80 18.00 18.20
43 m/z 55.05 75.68%
5000 129
29
o5 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 : BM013541.D

Acq On : 26 Dec 2017 19:02

Operator : SJ/JU

Sample : 17046-10

Misc :

ALS Vial : 15 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 4

R.T. EstConc Area Relative to ISTD R.T.
19.25 4.13 ng/ul 529767 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2748 (19.250 min): BM013541.D (-2744) (-) m/z 73.00 100.00%
43 7
5000 wmﬁﬁﬁxw_qwN,Jﬁﬁ\m_Amm\ﬁ~v-nm
"' 10.00 19.20 19.40 19.60
(o} m/z 43.05 84 .64%
m/z--> 50 100 150 200 250 300
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 UV SR BN B
97 185 241 19.00 19.20 19.40 19.60
‘ m/z 60.00 74 .46%
o 2 L_'MHI |.\.. ‘.“ il'?? .“ L ‘Iz}:? ‘. .‘ I"26'7 .‘. mmE
m/z--> 50 100 150 200 250 300
Abundance
43 | 73
19.00 19.20 19.40 19.60
5000 129 m/z 41.05 74.08%
o1 185
157 007 241 284
UL e L WL L S
m/z--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid T ey
43 7 19.00 19.20 19.40 19.60
m/z 55.10 70.91%
5000 129
97
185 241 4
0..2%‘.‘“ ‘.'ilt‘k‘”h.“l ‘I\il'??ﬂl“ltz}:?xll .26.7..|....| e Lo AL e
m/z--> 50 100 150 200 250 300 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 : BM013541.D

Acq On : 26 Dec 2017 19:02

Operator : SJ/JU

Sample : 17046-10

Misc :

ALS Vial : 15 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 n-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.97 7.15 ng/ul 917221 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 3040 (20.968 min): BM013541.D (-3036) (-) m/z 55.05 100.00%
g5 83
5000 111
139 20.60 20.80 21.00 21.20
182 207
ol AL 11 HOLPA 287 280 327 3%6 429 h/z 57.10  96.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57 83
5000 11
20.60 20.80 21.00 21.20
m/z 43.10 95.76%
29
ol | \‘ i) ‘ 107 195 222 250 280 308 336
m/z--> 55 160 150 260 2éo 360 3%0 460
Abundance
55 83
20.60 20.80 21.00 21.20
5000 111 m/z 83.05 92.79%
29
o 139 167 196 238 266 204
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #190678: 2- Chloropropionic acid, octadecy! ester AR REE S ey S o
57 83 20.60 20.80 21.00 21.20
m/z 69.10 80.21%
5000
29
. “ | 139 168 194 224 250 297 360
m/z--> 5'0 100 150 200 250 300 350 400 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 : BM013541.D

Acq On : 26 Dec 2017 19:02

Operator : SJ/JU

Sample : 17046-10

Misc :

ALS Vial : 15 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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.30 6.59 ng/ul 845975 Chrysene-di12 21.26
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 80
3 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 80
4 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 74
5 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 72

Abundance Scan 3266 (22.297 min): BM013541.D (-3262) (-) m/z 59.05 100.00%

5000

—

22.00 22.20 22.40 22.60
m/z 72.10 73 .25%

154 193

0 240 277 308 337 369 429 475

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #128445: 9-Octadecenamide, (2)-

-

5000
22.00 22.20 22.40 22.60
29 m/z 55.10 65.89%
83 126
o dew;wuhalff.l???%Q??ﬁ e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
59
R e e AREREESES
22.00 22.20 22.40 22.60
5000 m/z 43.05 51.43%
83 126
154 184007 238 281
L0 B L ANLA  e  E LL m
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #128447: 9-Octadecenamide, (2)- T T T T T

22.00 22.20 22.40 22.60
m/z 41.05 50.37%

5000

:

T I T T
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013541.D

Acq On : 26 Dec 2017 19:02

Operator : SJ/JU

Sample : 17046-10

Misc :

ALS Vial : 15 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.00 2.23 ng/ul 248852 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Eicosane 282 C20H42 000112-95-8 91
3 Nonadecane 268 C19H40 000629-92-5 89
4 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 89
5 Dodecane 170 C12H26 000112-40-3 89
Abundance Scan 3555 (23.997 min): BM013541.D (-3551) (-) m/z 57.10 100.00%
sl
UL et 2 22 00 ey sspamo 250 50 20200 2t
YS9 10 WA T s VO O A R P it o it m/z 71.05 73.41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane
57
5000 85 AL AU UL
23.60 23.80 24.00 24.20 24.40
29 m/z 43.05 57.81%
113 141 268
0 'iﬂ ‘“'“NL"' |%§g%%?2??'l""l""l" U N S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
85 23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 40.34%
13
0” 141 169 197 225 953 282
mz-> 50 100 150 200 250 300 350 400 450
Abundance #117637: Nonadecane i Ao o e
57 23.60 23.80 24.00 24.20 24.40
m/z 55.00 23.65%
85
5000
29 MMWWNMNwa\f\WMWmMWﬂ
ol L1 13141160 107 268
m/z--> 50 100 150 200 250 300 350 400 450 ' 23.60 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013541.D

Acq On : 26 Dec 2017 19:02

Operator : SJ/JU

Sample : 17046-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .M
Quant Title : 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 17.97 7.3 ng/ul 1142450 4 17.06 3143750 20.0
Octadecanoic acid 19.25 4.1 ng/ul 529767 5 21.26 2566380 20.0
n-Tetracosanol-1 20.97 7.2 ng/ul 917221 5 21.26 2566380 20.0
9-Octadecenamide, ... 22.30 6.6 ng/ul 845975 5 21.26 2566380 20.0
(DEL) Alkane: Str... 24.00 2.2 ng/ul 248852 6 23.47 2228860 20.0
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