LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008964.D

Acq On : 02 Feb 2017 16:16

Operator : SJ/MA

Sample : 11495-11

Misc :

ALS Vial : 13 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-BM013017 .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 2.751 26 28 36 rvB5 17492 35031 2.15% 0.162%
2 3.034 71 76 82 rvB7 11271 24470 1.50% 0.113%
3 3.375 130 134 137 rVB2 18923 22494 1.38% 0.104%
4 5.028 411 415 422 rBvV 23816 33918 2.09% 0.157%
5 7.063 754 761 773 rBV3 373990 710544 43.69% 3.282%
6 7.239 784 791 800 rBvV2 226775 362246 22.27% 1.673%
7 7.439 819 825 834 rvB2 355061 571081 35.12% 2.638%
8 7.910 900 905 912 rBV 350471 561520 34.53% 2.594%
9 8.604 1017 1023 1032 rBV2 346890 568992 34.99% 2.628%
10 9.075 1095 1103 1112 rVB 379094 620154 38.13% 2.865%

11 9.798 1219 1226 1236 rBV 332447 538036 33.08% 2.485%
12 10.327 1308 1316 1325 rVB2 420198 683049 42.00% 3.155%
13 10.716 1375 1382 1389 rVB 411228 680023 41.82% 3.141%
14 10.851 1395 1405 1415 rBvV2 379202 621875 38.24% 2.872%
15 13.957 1925 1933 1937 rBV 713008 981825 60.37% 4 _535%

16 13.998 1937 1940 1946 rVB 98695 137862 8.48% 0.637%
17 14.245 1975 1982 1988 rBV 674626 972759 59.82% 4._.493%
18 14.551 2028 2034 2041 rVB 567002 823273 50.62% 3.803%
19 14.733 2059 2065 2074 rBV 408462 580318 35.68% 2.681%
20 15.380 2171 2175 2180 rVB2 30406 38694 2.38% 0.179%

21 15.545 2197 2203 2210 rBV 847045 1197550 73.64% 5.532%
22 15.657 2216 2222 2229 rBV 358624 499514 30.72% 2.307%

23 15.780 2236 2243 2248 rBV4 15805 30682 1.89% 0.142%
24 16.239 2315 2321 2330 rVB3 35195 58471 3.60% 0.270%
25 17.027 2452 2455 2460 rVB 26763 30922 1.90% 0.143%

26 17.298 2494 2501 2508 rBV 715186 1030176 63.35% 4._.758%
27 17.392 2512 2517 2524 rVB 925678 1387577 85.32% 6.409%

28 17.562 2542 2546 2551 rBV3 22512 29401 1.81% 0.136%
29 17.609 2551 2554 2564 rVB3 33665 48404 2.98% 0.224%
30 18.168 2644 2649 2654 rBvV2 131813 179165 11.02% 0.828%
31 18.874 2764 2769 2773 rBvV4 20378 31099 1.91% 0.144%
32 18.915 2773 2776 2781 rVB 44585 50753 3.12% 0.234%
33 19.297 2837 2841 2842 rVVv4 15985 18083 1.11% 0.084%
34 19.315 2842 2844 2848 rVB5 20769 23141 1.42% 0.107%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008964.D

Acq On : 02 Feb 2017 16:16

Operator : SJ/MA

Sample : 11495-11

Misc :

ALS Vial : 13 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\SOMO02.2-EPA-BM013017 .M
SVOA CALIBRATION

35 19.439 2860 2865 2871 rBV2 117253 150038 9.23% 0.693%

36 19.574 2884 2888 2891 rBV4 14160 21840 1.34% 0.101%
37 19.686 2901 2907 2916 rVB 1221526 1626250 100.00% 7.512%
38 19.997 2955 2960 2962 rBV 256873 293083 18.02% 1.354%
39 20.033 2962 2966 2971 rVB 527991 572208 35.19% 2.643%
40 20.803 3093 3097 3101 rBVY 14250 30643 1.88% 0.142%

41 20.968 3121 3125 3127 rBV 95057 105401 6.48% 0.487%
42 20.997 3127 3130 3135 rVB 207491 228920 14.08% 1.057%
43 21.156 3153 3157 3160 rBV4 90624 117674 7.24% 0.544%
44 21.468 3204 3210 3215 rBV 964365 1281392 78.79% 5.919%
45 21.844 3271 3274 3276 rBV3 40819 43567 2.68% 0.201%

46 21.874 3276 3279 3284 rVB3 90522 102223 6.29% 0.472%
47 22.856 3443 3446 3451 rVB4 88063 115735 7.12% 0.535%

48 23.668 3577 3584 3591 rBV2 840098 1611187 99.07% 7.442%
49 23.821 3604 3610 3618 rVB 594044 1165999 71.70% 5.386%

Sum of corrected areas: 21649262
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008964.D

Acq On : 02 Feb 2017 16:16

Operator : SJ/MA

Sample : 11495-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM013017 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM008964.D
1200000

1000000
800000

600000

10.33 10
400000 7.06 744 7.01 ge0 907 9.80 fres

7.24
200000 A

2.753 03 3.37 5.03
A
—

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM008964.D
1200000 1969

o

1000000 17.39

15.54

800000 13.9 1740
] q.4.24 N

600000 14.55 20.03

400000 1413 5.66

20j00

200000 18.17 19.44

1l ssaffore 1920 oo |lwm | 98P 3k

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 1850 19.00 19.50 20.00
Abundance TIC: BM008964.D
1200000

21.47
23.67

1000000
800000 p3.82
600000

400000

21.00 21.87 22.86

2ijp4
200000 20{@7.16 e A Ao

20.8

e

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 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\BM020217\
Data File : BM008964.D

Acq On : 02 Feb 2017 16:16

Operator : SJ/MA

Sample : 11495-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.17 3.48 ng/ul 179165 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 86
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 Dodecanoic acid 200 C12H2402 000143-07-7 62
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 58
Abundance Scan 2649 (18.168 min): BM008964.D (-2644) (-) m/z 41.10 100.00%
7B
5000
97 129 185 213
113 157 256 321 17.80 18.00 18.20 18.40
m/z 72.95 99.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72646: Tridecanoic acid
73
43
5000 R SR SR DR B
17. 80 18. oo 18 20 18.40
ZT 129 o 214 m/z 55.10  94.82%
m/z--> mmmmmmmmmmmmmmmm
Abundance
43 | 78
17.80 18.00 18.20 18.40
5000 129 228 m/z 43.10 93.41%
27 185

97
113 449168 o1

mmmmwwmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #61122: Dodecanoic acid

73 17.80 18.00 18.20 18.40

m/z 60.00 83.33%
5000 43 129
‘ ‘ 157
101
200

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008964.D

Acq On : 02 Feb 2017 16:16

Operator : SJ/MA

Sample : 11495-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .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 5
R.T. EstConc Area Relative to ISTD R.T.
19.44 2.34 ng/ul 150038 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
4 Octadecanoic acid 284 C18H3602 000057-11-4 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50
Abundance Scan 2865 (19.439 min): BM008964.D (-2860) (-) m/z 43.10 100.00%
5000
19.20 19.40 19.60 19.80
m/z 55.05 86.56%
m/z--> 50 100 150 200 250 300 350
Abundance #131260: Octadecanoic acid
5000
129 o84 19.20 19.40 19.60 19.80
m/z 41.10 78.73%
185 241
H H H‘M MH ‘H‘\ M |‘15‘|7 I\ ‘: ‘2}3| o I‘ |‘|26|7|‘| ——
m/z--> 150 200 250 300 350
Abundance
43 | 73
19.20 19.40 19.60 19.80
5000 129 m/z 60.00 75.35%
97
185 241
157 207 24
m/z--> B '55' ' "160' B '150' - '200' B '250' - '300' ' "350'
Abundance #107549: n-Hexadecanoic acid
43 60 19.20 19.40 19.60 19.80
m/z 57.10 64 .86%
5000 129
H 157 185 213 256
_ ‘.MHHMI‘ e
m/z--> 50 150 200 250 300 350 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008964.D

Acq On : 02 Feb 2017 16:16

Operator : SJ/MA

Sample : 11495-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .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 Eicosanoic acid, 2-(acetylo... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.00 4 .57 ng/ul 293083 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosanoic acid, 2-(acetyloxy)-1...
2 Dodecanoic acid, 2,3-dihydroxypr...
3 Dodecanoic acid, 2-hydroxy-1-(hy...
4 9,12-Octadecadienoic acid (Z,2)-...
5 Octadecanoic acid, 2-hydroxy-1,3...

470 C27H5006
274 C15H3004
274 C15H3004
438 C25H4206
625 C39H7605

055429-68-0 59
000142-18-7 38
001678-45-1 32
055320-04-2 25
000504-40-5 12

Abundance Scan 2960 (19.997 min): BM008964.D (-2955) (-) m/z 43.00 100.00%
43
5000 183
H 159 N B s
19.60 19.80 20.00 20.20 20.40
207227 285
. ‘l --125 l b reel 295 28 %8 m/z 183.20 37.63%
m/z--> 100 150 200 250 300 350 400
Abundance #231046. Eicosanoic acid, 2-(acetyloxy)-1-[(acetyloxy)meth...
43
159
98
5000 I/I\A‘ILIIIIIIIIIIIIIII
19.60 19. 80 20.00 20.20 20.40
m/z 57.10 28.09%
L \H \‘ Mw ‘ 179199 227 269 2% 367 410
— L B e
m/z--> 200 250 300 350 400
Abundance
43 08 183
74
19.60 19.80 20.00 20.20 20.40
5000 m/z 55.10 24 _.87%
134
243
158 214 274
o I et
m/z--> 50 100 150 200 250 300 350 400
Abundance #122640: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
43 183 19.60 19.80 20.00 20.20 20.40
m/z 41.05 23.75%
74
98
5000 134
1 ‘ 243
A s | O |z
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008964.D

Acq On : 02 Feb 2017 16:16

Operator : SJ/MA

Sample : 11495-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .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 unknown-01 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.03 8.93 ng/ul 572208 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dodecanoic acid, 2,3-dihydroxypr...
2 Eicosanoic acid, 2-(acetyloxy)-1...
3 Dodecanoic acid, 2-hydroxy-1-(hy...
4 9-Octadecenoic acid (2)-, 2,3-bi...
5 Eicosanoic acid, 2,3-bis(acetylo...

274 C15H3004
470 C27H5006
274 C15H3004
440 C25H4406
470 C27H5006

000142-18-7 38
055429-68-0 38
001678-45-1 32
055401-64-4 32
055429-67-9 25

Abundance Scan 2966 (20.033 min): BM008964.D (-2962) (-) m/z 43.10 100.00%
43
5000
159 183 L e ML i e
19.80 20.00 20.20 20.40
207
A% 1' w28 ,l. ; l (228255 285 385 4% q/z 183.15  20.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #122635: Dodecanoic acid, 2,3-dihydroxypropy! ester
43 183
74
5000 I‘./I\\?IIIIIIIIIIIIIIIIII
134 19.80 20.00 20.20 20.40
243 m/z 159.10 19.64%
L] |
ALl | [
m/z--> 200 250 300 350 400
Abundance
43
159 L I e o
98 19.80 20.00 20.20 20.40
5000 m/z 55.05 18.96%
71
125 yg1 207 569295 367 410
A e e we a B E
m/z--> 50 100 150 200 250 300 350 400
Abundance #122640: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
43 183 19.80 20.00 20.20 20.40
m/z 40.95 15.63%
5000
1
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008964.D

Acq On : 02 Feb 2017 16:16

Operator : SJ/MA

Sample : 11495-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .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 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.00 3.57 ng/ul 228920 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 49
2 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 47
3 Tetradecanoic acid, 2-hydroxy-1-... 302 C17H3404 003443-83-2 38
4 1,3-0-Benzylidene glyceryl-2-myr... 374 C24H3803 1000036-49-3 35
5 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H5006 055429-67-9 22
Abundance Scan 3130 (20.997 min): BM008964.D (-3127) (-) m/z 43.10 100.00%

5000

159 5q4
20.60 20.80 21.00 21.20 21.40
m/z 159.10 24 .11%

251 283 325 355

401

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205566: Myristin, 2,3-diaceto-1-
43
5000 159 211 SRS AR AR B
20.60 20.80 21.00 21.20 21.40
‘ m/z 211.20 19.69%
J‘ H M\ ) WG ;‘185 | 242 83818
m/z--> 150 200 250 300 350 400 450
Abundance
43
20.60 20.80 21.00 21.20 21.40
5000 159 211 m/z 41.10 16.20%
98
71
126 185 242 283 313
m/z--> 5|0 1CI)O 15|O 2CI)O 250 3(I)O 35|O 4CI)O 4é0
Abundance #146345: Tetradecanoic acid, 2-hydroxy-1-(hydroxymethyl)et...
3 211 20.60 20.80 21.00 21.20 21.40
74 98 m/z 55.05 14.19%

5000

m/z--> 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020217\
Data File : BM008964.D

Acq On : 02 Feb 2017 16:16

Operator : SJ/MA

Sample : 11495-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .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]
Tridecanoic acid 18.17 3.5 ng/ul 179165 4 17.30 1030180 20.0
Octadecanoic acid 19.44 2.3 ng/ul 150038 5 21.47 1281390 20.0
Eicosanoic acid, ... 20.00 4.6 ng/ul 293083 5 21.47 1281390 20.0
unknown-01 20.03 8.9 ng/ul 572208 5 21.47 1281390 20.0
unknown-02 21.00 3.6 ng/ul 228920 5 21.47 1281390 20.0
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