LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM0O05405.D

Acq On : 12 May 2016 02:09

Operator : UM/SJ

Sample - H2846-02

Misc :

ALS Vial : 45 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-BM050516 .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 6.963 717 727 737 rBvV2 151765 324840 1.10% 0.529%
2 7.093 743 749 756 rBV 209135 324201 1.10% 0.528%
3 7.293 778 783 793 rBVY 218950 362206 1.23% 0.590%
4 7.757 858 862 870 rvB 250274 405489 1.38% 0.661%
5 8.916 1052 1059 1067 rBvV 273908 444921 1.51% 0.725%
6 9.634 1174 1181 1192 rVB 238832 399018 1.35% 0.650%
7 9.898 1210 1226 1231 rBV 102598 351830 1.19% 0.573%
8 10.175 1266 1273 1287 rBV 328907 566087 1.92% 0.922%
9 10.545 1330 1336 1346 rVB 385516 650549 2.21% 1.060%
10 13.810 1885 1891 1896 rBV 625121 895569 3.04% 1.459%

11 14.092 1933 1939 1947 rVB 713873 1055589 3.58% 1.719%
12 14.404 1986 1992 2004 rvv2 887932 1481899 5.03% 2.414%
13 14.833 2060 2065 2076 rBV 232712 353152 1.20% 0.575%
14 15.398 2154 2161 2171 rVB 865090 1271893 4_.31% 2.072%
15 15.492 2172 2177 2180 rVV 335012 459999 1.56% 0.749%

16 15.527 2180 2183 2195 rVB 242963 349106 1.18% 0.569%
17 16.592 2353 2364 2397 rBV 1903983 4801186 16.29% 7.821%
18 17.151 2453 2459 2467 rVB 574070 809933 2.75% 1.319%
19 17.251 2469 2476 2485 rVV 807204 1218673 4._.13% 1.985%
20 18.151 2591 2629 2666 rBY 5306294 29478546 100.00% 48.018%

21 19.192 2800 2806 2807 rBV 278969 399238 1.35% 0.650%
22 19.268 2811 2819 2828 rVV 1983516 5160928 17.51% 8.407%
23 19.351 2828 2833 2852 rVB 1848248 3375612 11.45% 5.499%
24 19.551 2862 2867 2873 rVB 842021 1201117 4_.07% 1.957%
25 20.327 2995 2999 3006 rBV 169488 299336 1.02% 0.488%

26 20.433 3010 3017 3037 rVB2 696041 1540792 5.23% 2.510%
27 21.345 3167 3172 3181 rBV 633551 934649 3.17% 1.522%
28 23.462 3526 3532 3543 rVB2 571467 1076632 3.65% 1.754%
29 23.609 3550 3557 3565 rvB2 392515 781085 2.65% 1.272%
30 26.668 4069 4077 4089 rBv4 200260 615959 2.09% 1.003%

Sum of corrected areas: 61390034
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_M\DATA\BM051116\

BM0O05405.D

12 May 2016 02:09

UmM/sJ

H2846-02

45 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOMO2 .2-EPA-BM050516 .M
SVOA CALIBRATION

C:\DATABASE\NISTO2.L
LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM005405.D

10.17 10.55

8.92 9639 g9

690920 776

(L S—

Time-->

3.00

9.50 10.00 10.50 11.00

350

400 450

5.00 5.50 600

6.50 7.00 7.50

8.00 850 9.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM005405.D

18.15

0

Time-->

12.00 12.50 13.00 1350 1400 1450 1500 1550 1600 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM005405.D

21.34 5

3, %6
.61
Jf_/\ 25
A N AN

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 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\BM051116\
Data File : BM005405.D

Acq On : 12 May 2016 02:09

Operator : UM/SJ

Sample - H2846-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Benzoic Acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

9.90 10.82 ng/ul 351830 Naphthalene-d8 10.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic Acid 122 C7H602 000065-85-0 97
2 Benzoic Acid 122 C7H602 000065-85-0 97
3 Heptanediamide, N,N"-di-benzoyloxy- 398 C21H22N206 1000253-26-4 90
4 (+)-Dibenzoyl-L-tartaric acid an... 340 C18H1207 064339-95-3 86
5 Cyclobutane-1,1-dicarboxamide, N... 382 C20H18N206 1000253-25-3 83

Abundance Scan 1226 (9.898 min): BM005405.D (-1210) (-) m/z 105.10 100.00%
105
g 122 //\\&_
5000
51
R R e R
39 94 9.60 9.80 10.00 10.20
..,....,....,....,..-..,|:...,.‘??.,.!-!.',....,....,..!.,....,.'...,....,....,. m/z 77.10 78.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9573: Benzoic Acid
- 105 122
5000 e
51 9.60 9.80 10.00 10.20
m/z 122.10 74 .49%
1827 39 | 65 8 94
mz-> 10 20 %0 4 50 65 70 80 60 100 110 130 130 140
Abundance
105 199
77 A S DU U
9.60 9.80 10.00 10.20
5000 m/z 51.10 34 .85%
51
27 39 65 94
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #155928: Heptanediamide, N,N'*-di-benzoyloxy- O e .A*, T
5 9.60 9.80 10.00 10.20
m/z 50.10 20.38%
5000 //\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 '9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005405.D

Acq On : 12 May 2016 02:09

Operator : UM/SJ

Sample - H2846-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Dodecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.83 4.77 ng/ul 353152 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Dodecanoic acid 200 C12H2402 000143-07-7 91
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 Nonanoic acid 158 C9H1802 000112-05-0 46
Abundance Scan 2064 (14.827 min): BM005405.D (-2060) (-) m/z 73.10 100.00%
60 73
43
5000
85 129
115 157
|| o7 143 171 200 14.60 14.80 15.00 15.20
YL m/z 60.10 95.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56046: Dodecanoic acid
60 73
43
5000
129 157 14.60 14.80 15.00 15.20
29 m/z 43.05 61.65%

115
‘ ‘ ‘ 101 ‘ 143 ‘ 171 200
..1.5,.‘...‘i‘a‘..“.“‘.‘.. M.h‘ - .‘..‘i‘....‘,..‘..1,8.3...l..
m/z--> 20 40 60 100 1 140 160 180 200
Abundance
60 73

43
14. 60 14.80 15.00 15.20
5000 m/z 41.10 61.39%
29 129
85 157 200
lo1 115 143 171
183
N I B e o o o LA e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid

60 73 14. 60 14.80 15.00 15.20

m/z 55.10 59.79%

5000 43
29 85 129 g3
97 115 186
18 \\ LAl W TR H“ | 157169

m/z--> 20 40 60 80 100 120 140 160 180 200 14. 60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005405.D

Acq On : 12 May 2016 02:09

Operator : UM/SJ

Sample - H2846-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tetradecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.59 118.56 ng/ul 4801190 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2364 (16.592 min): BM005405.D (-2353) (-) m/z 73.10 100.00%

60 7B
43
5000
5

16 20 16. 40 16 60 16 80 17. 00
o/ — | m/z 60.10 85.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75070: Tetradecanoic acid
43 60 73

5000 29 L B
129 1620 16,40 16.60 16.80 17.00

185 m/z 43.05 67 .75%

115 228
H\H S T
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
43 60 73

16 20 16. 40 16 60 16 80 17. 00

5000 29 129 228 m/z 55.10 63.76%
85 185
97 115
15 143 157 171 199211
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75071: Tetradecanoic acid R RS
60 73 16 20 16. 40 16 60 16 80 17. 00
43 m/z 57.10 62.01%
5000 129
29 85 185 228
97 115
143 171
e AL G S Mt | e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005405.D

Acq On : 12 May 2016 02:09

Operator : UM/SJ

Sample - H2846-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.15 727.93 ng/ul 29478500 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 83

Abundance Scan 2629 (18.151 min): BM005405.D (-2591) (-) m/z 73.05 100.00%

B
43
129
5000

17.80 18.00 18.20 18.40
i m/z 60.05  73.25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92227: n-Hexadecanoic acid
43
60

5000 T
17.80 18.00 18.20 18.40

m/z 43.10 64 .84%

256
| m %“1;3 T 144 171 194 213 23977
,....,....,.. T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73

17. 80 18. 00 18. 20 18.40

5000 256 m/z 55.10 64.73%
129
27 97 213
58 113 157 185 228
m—mmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65565: Tridecanoic acid e i St
73 17. 80 18. 00 18. 20 18 40

m/z 57.10 60.10%

43
5000 129
171
ZT ‘ ‘ 214
‘ H | il ik H‘ ‘ m‘ Qi 1 ‘15% 136 {

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 80 18. 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005405.D

Acq On : 12 May 2016 02:09

Operator : UM/SJ

Sample - H2846-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9,12-Octadecadienoic acid (... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.19 9.86 ng/ul 399238 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid (Z,Z2)- 280 C18H3202 000060-33-3 99
2 9,12-Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 93
3 11,14-Eicosadienoic acid, methyl._.. 322 C21H3802 002463-02-7 89
4 Cycloundecene, l-methyl- 166 C12H22 088828-82-4 86
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 83

Abundance Scan 2806 (19.192 min): BM005405.D (-2800) (-) m/z 67.10 100.00%

g7

5000

.

18.80 19.00 19.20 19.40 19.60
m/z 81.10 83.35%

123 150467 191 209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106289: 9,12-Octadecadienoic acid (Z,2)-
67
95
5000 41 [TT T[T T[T rr[rrrr[rr
18.80 19.00 19.20 19.40 19.60
m/z 55.10 75.51%
123 280
18 o208 196 223 262°%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
67
41 TR B L B
95 18.80 19.00 19.20 19.40 19.60
5000 m/z 95.10 60.31%

151167 196 222 256 280

Wmmwmmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129033: 11,14-Eicosadienoic acid, methyl ester T T
41 67 18.80 19.00 19.20 19.40 19.60
m/z 41.10 59.99%

-

5000

-

T I I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005405.D

Acq On : 12 May 2016 02:09

Operator : UM/SJ

Sample - H2846-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadec-9-enoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.27 110.44 ng/ul 5160930 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 99
2 Oleic Acid 282 C18H3402 000112-80-1 98
3 6-Octadecenoic acid, (2)- 282 C18H3402 000593-39-5 95
4 Oleic Acid 282 C18H3402 000112-80-1 91
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 64
Abundance Scan 2819 (19.268 min): BM005405.D (-2811) (-) m/z 55.10 100.00%

5000

.

111 A EanE B
151165180 207222 246 264 19.00 19.20 19.40 19.60

m/z 69.10 72 .90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107520: Octadec-9-enoic acid
41 55 69 83

97

-

19.IOO 19.I20 19.I40 19!60
m/z 83.10 53.74%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_f
19.00 19.20 19.40 19.60
5000 69 m/z 41.10 53.09%
83
27 97

123138152166180194 220235 264 282

WWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107523: 6-Octadecenoic acid, (2)- T
19.00 19.20 19.40 19.60

m/z 97.10 45_.28%

.

5000

264

-

14
137151166180194208%22 246

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60

SOM02 .2-EPA-BM050516.M Thu May 12 18:45:15 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005405.D

Acq On : 12 May 2016 02:09

Operator : UM/SJ

Sample - H2846-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 7 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.35 72.23 ng/ul 3375610 Chrysene-di12 21.34
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 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87

Abundance Scan 2833 (19.351 min): BM005405.D (-2828) (-) m/z 73.10 100.00%

43 7|

5000

:

19.00 19.20 19.40 19.60
m/z 43.10 86.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #108843: Octadecanoic acid
43 7

:

5000 LA L L L L L B
19.00 19.20 19.40 19.60
m/z 60.10 83.91%
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 73
T
19.00 19.20 19.40 19.60
5000 m/z 57.10 81.54%
129
97 185 B
18 157 213 267
Wmmmmﬁwmvﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #108839: Octadecanoic acid R AR REEEET S
B 19.00 19.20 19.40 19.60
m/z 55.10 64 .05%
5000
129 284
o7 185 241
26 b 157 213 267
e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005405.D

Acq On : 12 May 2016 02:09

Operator : UM/SJ

Sample - H2846-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMOZ2.2-EPA-BM050516_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 8 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.33 6.41 ng/ul 299336 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclododecanone 182 C12H220 000830-13-7 46
2 9-Heptadecanone 254 C17H340 000540-08-9 41
3 11-Dodecen-2-one 182 C12H220 005009-33-6 38
4 9-Heptadecanone 254 C17H340 000540-08-9 22
5 9-Decen-2-one 154 C10H180 035194-30-0 22

Abundance Scan 3000 (20.333 min): BM005405.D (-2995) (-) m/z 71.10 100.00%

5000

-

20.00 20.20 20.40 20.60
m/z 55.10 92.17%

223 241256 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #44027: Cyclododecanone
5
41
98
5000 LA L L L L B LB LB |
82 182 20.00 20.20 20.40 20.60
125 0
2 139 m/z 57.10 79.22%
153167
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
4357 141 IIIIIIIIIIIIIIIIIIIIIII
20.00 20.20 20.40 20.60
5000 m/z 43.10 78.40%
29 96

156
113
127 169
183 211225 254

me’mmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44029: 11-Dodecen-2-one B e
43 58 20.00 20.20 20.40 20.60
m/z 41.10 61.21%

HH

5000

%

‘ “ ﬂm o 110 \‘ 139 164 182

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20. 00 20 20 20. 40 20 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005405.D

Acq On : 12 May 2016 02:09

Operator : UM/SJ

Sample - H2846-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9 unknown-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.43 32.97 ng/ul 1540790 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Pyridinol, 2,6-dimethyl-3-[met... 169 C8H11NOS 1000251-72-8 43
2 4-Allyl-2-t-butyl-[1,3]dioxolane... 286 C15H2603S 098041-27-1 43
3 4-Amino-3-mercaptobenzoic acid 169 C7H7NO2S 014543-45-4 38
4 [1,17-Biphenyl]-4-amine 169 C12H11IN 000092-67-1 35
5 Phenol, 4-methoxy-2-nitro- 169 C7H7NO4 001568-70-3 35
Abundance Scan 3017 (20.433 min): BM005405.D (-3010) (-) m/z 169.20 100.00%
169
5000 °° d}\\\—_~
e
20.20 20.40 20.60 20.80
187
'ﬂ- A ll 224 213 241 209 812 3% | 77 55.10  50.37%
m/z--> 50 100 150 200 250 300 350
Abundance #35666: 4-Pyridinol, 2,6-dimethyl-3-[methylthio]-
169
5000 LRI SULRLN UL BRI IR
2020 20.40 20.60 20.80
42 o 126 L m/z 69.10 42 .35%
\Hmeﬁ I ‘;9‘8H.‘.1?.‘..|.... ———————
m/z--> 50 100 150 200 250 300 350
Abundance
69 169
" 20.20 20,40 20.60 20.80
5000 41 101 m/z 57.10 31.44%
127145 | 18909229 258 285
m/z--> 50 100 150 200 250 300 350
Abundance #35615: 4-Amino-3-mercaptobenzoic acid L B
169 20.20 20.40 20.60 20.80
m/z 41.10 28.63%
5000 _’*—w*—uqu\/\\\NWN-A-wﬁJ‘
124
18“\4\5|n||‘t Hlll\l .1#1.“..|.... — T
m/z--> 50 100 150 200 250 300 350 2020 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM005405.D

Acq On : 12 May 2016 02:09

Operator : UM/SJ

Sample - H2846-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM050516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 10 _.beta.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26 .67 15.77 ng/ul 615959 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 99
3 .beta.-Sitosterol 414 C29H500 000083-46-5 98
4 Stigmasterol, 22,23-dihydro- 414 C29H500 1000214-20-7 96
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 36
Abundance Scan 4077 (26.668 min): BM005405.D (-4069) (-) m/z 43.10 100.00%

105 145

213

5000
255 303 329

:

414

26.40 26.60 26.80 27.00
m/z 55.10 68.91%

m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol
43
5000 81 LA L L L L L L LB
105 e 26.40 26.60 26.80 27.00
18 by 23 e - 4l4 m/z 57.10 65.37%
303 381
; \‘I “. \I\ I“" “l‘ “l‘“‘. b IL\MLI iy \IHI‘HI%\F‘I" |‘.2.V.6. I“ — ‘; |3|5‘|]' — 'Mi .‘. .
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance
43
e B
26.40 26.60 26.80 27.00
5000 81 107 m/z 105.10 63.82%
145 414
213 303
173 255 829 381
234 | 2176 354
R o o e T T o T o
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #159282: .beta.-Sitosterol A B e o M
43 26.40 26.60 26.80 27.00
m/z 107.10 63.68%
5000
81 107 145 414
H H M 73 213 255 303320 _ agq
—i 4 1277 354
m/iz--> 0 50 100 150 200 250 300 350 400 26.40 26.60 26.80 27.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
Data File : BM0O05405.D

Acq On : 12 May 2016 02:09

Operator : UM/SJ

Sample - H2846-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_M\METHODS\SOMOZ2.2-EPA-BM050516 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzoic Acid 9.90 10.8 ng/ul 351830 10.55 650549 20.0
Dodecanoic acid 14.83 4.8 ng/ul 353152 14.40 1481900 20.0
Tetradecanoic acid 16.59 118.6 ng/ul 4801190 17.15 809933 20.0
n-Hexadecanoic acid 18.15 727.9 ng/ul 29478500 17.15 809933 20.0

OO UAABMPMWN
=
\l
=
)]

9,12-Octadecadien... 19.19 9.9 ng/ul 399238 809933 20.0
Octadec-9-enoic acid 19.27 110.4 ng/ul 5160930 21.34 934649 20.0
Octadecanoic acid 19.35 72.2 ng/ul 3375610 21.34 934649 20.0
unknown-01 20.33 6.4 ng/ul 299336 21.34 934649 20.0
unknown-02 20.43 33.0 ng/ul 1540790 21.34 934649 20.0
-beta.-Sitosterol 26.67 15.8 ng/ul 615959 23.61 781085 20.0
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