LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM020218\
Data File : BM014119.D

Aca On : 02 Feb 2018 18:35

Operator : SJ/JU

Sample = J1355-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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-BM013118.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 6.745 633 639 654 rBV 461188 895171 25.31% 2.515%
2 6.904 659 666 680 rBV 369041 581190 16.43% 1.633%
3 7.087 691 697 711 rVB 519481 876287 24.77% 2.462%
4 7.557 770 777 786 rBV 348268 626864 17.72% 1.761%
5 8.269 891 898 913 rBV 597120 1080562 30.55% 3.036%
6 8.710 965 973 989 rBV 544354 954591 26.99% 2.682%
7 9.428 1088 1095 1106 rBVvV2 456865 848765 24.00% 2.385%
8 9.963 1179 1186 1207 rBV 613617 1200097 33.93% 3.372%
9 10.322 1240 1247 1255 rBV 486834 840730 23.77% 2.362%
10 10.481 1268 1274 1285 rBvV 518060 1038942 29.37% 2.919%

11 11.663 1468 1475 1486 rBV2 55631 135961 3.84% 0.382%
12 13.627 1803 1809 1814 rBV 1275695 1848218 52.25% 5.193%
13 13.674 1814 1817 1828 rVB 326112 531937 15.04% 1.494%
14 13.898 1847 1855 1868 rBV 1458392 2150513 60.80% 6.042%
15 14.210 1901 1908 1918 rBV2 757516 1161529 32.84% 3.263%

16 14.451 1943 1949 1967 rBV 294330 737661 20.85% 2.072%
17 15.210 2070 2078 2089 rBV 1836142 2630957 74.38% 7.392%
18 15.357 2098 2103 2114 rBV 432619 761123 21.52% 2.138%
19 15.451 2116 2119 2125 rVB5 23429 39130 1.11% 0.110%
20 15.586 2134 2142 2152 rBV 662867 925149 26.16% 2.599%

21 16.968 2371 2377 2385 rVB 1008843 1420819 40.17% 3.992%
22 17.062 2387 2393 2408 rVV 1911818 2897959 81.93% 8.142%
23 17.874 2525 2531 2541 rBV2 209552 359818 10.17% 1.011%
24 19.015 2720 2725 2729 rBvV4 36150 55819 1.58% 0.157%
25 19.162 2744 2750 2763 rBV3 142339 263704 7.46% 0.741%

26 19.368 2778 2785 2794 rBV 2395425 3397203 96.04% 9.544%
27 20.321 2943 2947 2951 rVB6 24361 35689 1.01% 0.100%
28 20.892 3040 3044 3051 rBv4 187361 292083 8.26% 0.821%
29 21.174 3087 3092 3101 rBV 1227217 1754479 49.60% 4._.929%
30 23.215 3432 3439 3449 rBV2 1946380 3537160 100.00% 9.938%

31 23.350 3456 3462 3475 rVB 871537 1713879 48.45% 4_.815%

Sum of corrected areas: 35593989
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA M\DATA\BM020218\
Data File : BM014119.D

Aca On : 02 Feb 2018 18:35

Operator : SJ/JU

Sample : J1355-05

Misc :

ALS Vvial : 14 Sample Multiplier: 1

OQuant Method : Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM013118.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM014119.D
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM020218\
Data File : BM014119.D

Aca On : 02 Feb 2018 18:35

Operator : SJ/JU

Sample : J1355-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118.M
Quant Title : 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 Propanedioic acid, (benzoyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.66 3.23 ng/ul 135961 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid. (benzovlhvdra... 282 C12H14N206 1000142-99-9 78
2 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 45
3 Ethanone. 2-amino-1-phenvl- 135 C8HONO 000613-89-8 43
4 3-l1soxazolecarboperoxoic acid. 4... 263 C14H17NO4 035145-84-7 40
5 N-Benzoyl-d-threo-0-methylthreonine 237 C12H15N0O4 131644-54-7 39
Abundance Scan 1475 (11.663 min): BM014119.D (-1468) (-) m/z 59.10 100.00%
59.1
77.1
5000 105.0
43.1
e e
11.40 11.60 11.80 12.00
0 ...,....-|i|"..~|~..;-...' 00 0 TIT0 63, 43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #128661: Propanedioic acid, (benzoylhydrazino)hydroxy-, di...
59.0 7709  105.0
5000
11.40 11.60 11.80 12.00
136.0 m/z 105.00 47 .53%
43‘() Ll | !
e L U S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
11.40 11.60 11.80 12.00
5000 m/z 51.00 40.52%
43.0 7.0 1050
0 121.0  149.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15522: Ethanone, 2-amino-1-phenyl-
30.0 11.40 11.60 11.80 12.00
m/z 43.10 31.68%
5000 77.0
510 105.0
| 135.0
ob——b Al ...‘. N
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM020218\
Data File : BM014119.D

Aca On : 02 Feb 2018 18:35

Operator : SJ/JU

Sample : J1355-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118.M
Quant Title : 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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.59 15.93 ng/ul 925149 Acenaphthene-d10 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 Benzophenone 182 C13H100 000119-61-9 94
3 Benzophenone 182 C13H100 000119-61-9 91
4 Benzophenone 182 C13H100 000119-61-9 91
5 Benzophenone 182 C13H100 000119-61-9 90
Abundance Scan 2143 (15.592 min): BM014119.D (-2134) (-) m/z 105.00 100.00%
77.0  105.0
182.1
5000 511
152.0 15.20 15.40 15.60 15.80 16.00
0 2l el 2091 m/z 77.00 86.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 LSRR DU DAL L I
15.20 15.40 15.60 15.80 16.00
51.0 m/z 182.10 70.35%
0 ! N 1260 1520 I
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
770 15.20 15.40 15.60 15.80 16.00
5000 182.0 m/z 51.10 45_.83%
51.0
0 27.0 126.0 152.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105.0 15.20 15.40 15.60 15.80 16.00
m/z 50.00 16.23%
7.0 182.0
5000
51.0
o 270 | J 1260 1520 I
m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM020218\
Data File : BM014119.D

Aca On : 02 Feb 2018 18:35

Operator : SJ/JU

Sample : J1355-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118.M
Quant Title : 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-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.87 5.06 ng/ul 359818 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 2530 (17.868 min): BM014119.D (-2525) (-) m/z 72.95 100.00%

43.0 73.0

129.1

5000

17.60 17.80 18.00 18.20

0! m/z 43.05 91.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

17.60 17.80 18.00 18.20

83.0 g
J' 1570 1gsq 2130 2560 m/z 41.10 85.07%
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
430 | 730
17.60 17.80 18.00 18.20
5000 129.0 m/z 60.00 80.06%
171.0
97.0 214.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid A e o R
430 73 17.60 17.80 18.00 18.20

m/z 55.10 65.83%

5000

213.0

157.0 185.0

Ob ettty
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM020218\
Data File : BM014119.D

Aca On : 02 Feb 2018 18:35

Operator : SJ/JU

Sample : J1355-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118.M
Quant Title : 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 Undecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.16 3.01 ng/ul 263704 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 83
2 Tetradecanoic acid 228 C14H2802 000544-63-8 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 78

Abundance Scan 2750 (19.162 min): BM014119.D (-2744) (-) m/z 41.05 100.00%

.0

5000

18.80 19.00 19.20 19.40
m/z 55.10 98.88%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50052: Undecanoic acid
60.0

5000 29.0
18.80 19.00 19.20 19.40
m/z 43.10 92.28%
157.0 186.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0
18.80 19.00 19.20 19.40
5000 129.0 m/z 72.95 90.42%
185.0
97.0 228.0
o 15.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455; Tetradecanoic acid L B
73.0 18.80 19.00 19.20 19.40
m/z 59.95 89.85%
5000 130 129.0
185.0
228.0
LA H\ IH \n | 11570
O e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM020218\
Data File : BM014119.D

Aca On : 02 Feb 2018 18:35

Operator : SJ/JU

Sample : J1355-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118.M
Quant Title : 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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.89 3.33 ng/ul 292083 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 l1-Heneicosanol 312 C21H440 015594-90-8 91
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 1-Heptacosanol 396 C27H560 002004-39-9 87

Abundance Scan 3044 (20.892 min): BM014119.D (-3040) (-) m/z 55.00 100.00%

545.0

7.0

5000

39.1 281.1

182.3 235.1 20.60 20.80 21.00 21.20

m/z 83.10 88.15%

o 327.1369.2 430.2

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol
83.

41.0
5000
20.60 20.80 21.00 21.20

25.0 m/z 43.05 87.79%
“ L | 167.0210.0 280.0

0|H@Jf”- R L e B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0 97.0
20.60 20.80 21.00 21.20
5000 m/z 41.10 85.74%
o 1390182022402660
it s B B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105686: 13-Tetradecen-1-ol acetate
43.0 20.60 20.80 21.00 21.20
m/z 57.05 84.27%
97.0
5000

39.0
J 1390 1940 2540

M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_M\DATA\BM020218\
Data File : BM014119.D

Acq On : 02 Feb 2018 18:35

Operator : SJ/JU

Sample - J1355-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM013118.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]
Propanedioic acid... 11.66 3.2 ng/ul 135961 2 10.32 840730 20.0
Benzophenone 15.59 15.9 ng/ul 925149 3 14.21 1161530 20.0
n-Hexadecanoic acid 17.87 5.1 ng/ul 359818 4 16.97 1420820 20.0
Undecanoic acid 19.16 3.0 ng/ul 263704 5 21.17 1754480 20.0
Behenic alcohol 20.89 3.3 ng/ul 292083 5 21.17 1754480 20.0
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