LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013811.D

Aca On : 25 Jan 2018 18:25

Operator : SJ/JU

Sample : J1233-04

Misc :

ALS Vial : 11 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-BM011018.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 3.146 23 27 36 rvB 35564 60917 2.21% 0.170%
2 3.422 71 74 79 rBv5 22867 37413 1.36% 0.105%
3 3.763 129 132 139 rvVB6 18957 32422 1.17% 0.091%
4 6.781 638 645 657 rBV 585549 1046253 37.91% 2.923%
5 6.940 665 672 682 rBV 457746 681382 24.69% 1.903%
6 7.128 698 704 715 rBV 621193 1010319 36.61% 2.822%
7 7.593 776 783 793 rBV 497936 786886 28.51% 2.198%
8 8.310 898 905 914 rBV 726826 1194224 43.27% 3.336%
9 8.751 973 980 989 rBV 579346 974122 35.30% 2.721%
10 9.463 1092 1101 1111 rBV 521702 905519 32.81% 2.529%

11 10.004 1186 1193 1203 rBV 702538 1256786 45.54% 3.511%
12 10.369 1248 1255 1262 rBV 577876 975063 35.33% 2.724%
13 10.516 1273 1280 1296 rBV 558796 1108178 40.15% 3.096%
14 11.704 1475 1482 1493 rVB 139958 247112 8.95% 0.690%
15 13.663 1809 1815 1820 rBV 1242907 1754737 63.58% 4.902%

16 13.710 1820 1823 1833 rVB 651282 924641 33.50% 2.583%
17 13.933 1854 1861 1874 rVB 1352803 2058339 74.58% 5.750%
18 14.245 1907 1914 1921 rBvV2 780092 1217154 44.10% 3.400%
19 14.486 1948 1955 1970 rBvV2 330141 728474 26.40% 2.035%
20 15.245 2078 2084 2090 rBV 1723821 2412023 87.40% 6.738%

21 15.386 2102 2108 2119 rBV2 436396 686392 24.87% 1.917%
22 15.616 2141 2147 2154 rBV 1382934 1938940 70.26% 5.416%

23 16.257 2252 2256 2261 rVB 35571 45720 1.66% 0.128%
24 16.345 2263 2271 2276 rBV 140616 224449 8.13% 0.627%
25 16.427 2281 2285 2289 rVB2 25039 38230 1.39% 0.107%
26 16.863 2355 2359 2364 rBV 26168 31375 1.14% 0.088%

27 16.998 2377 2382 2390 rVB 998265 1349032 48.88% 3.768%
28 17.098 2393 2399 2409 rVB 1854356 2535248 91.86% 7.082%
29 17.857 2522 2528 2532 rBV9 19524 36814 1.33% 0.103%
30 17.904 2532 2536 2546 rVV2 259674 405266 14.68% 1.132%

31 18.333 2604 2609 2612 rBV6 15990 28710 1.04% 0.080%
32 18.774 2679 2684 2691 rVB10 39833 76627 2.78% 0.214%
33 19.045 2726 2730 2733 rBV5 48563 77894 2.82% 0.218%

34 19.198 2752 2756 2761 rBV2 153276 228623 8.28% 0.639%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013811.D

Aca On : 25 Jan 2018 18:25

Operator : SJ/JU

Sample : J1233-04

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1\BNA M\Methods\SOM-EPA-BM011018.M
SVOA CALIBRATION

Method
Title

35 19.404 2785 2791 2798 rBV 1961825 2759821 100.00% 7.709%

36 19.462 2798 2801 2807 rVV6 56835 73130 2.65% 0.204%
37 20.915 3045 3048 3053 rVB3 169776 196959 7.14% 0.550%
38 21.198 3092 3096 3104 rBV 1166576 1542578 55.89% 4 _.309%
39 23.256 3439 3446 3454 rVB 1421103 2722590 98.65% 7.605%
40 23.392 3464 3469 3479 rVB 728897 1388056 50.30% 3.877%

Sum of corrected areas: 35798418
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013811.D

Aca On : 25 Jan 2018 18:25

Operator : SJ/JU

Sample : J1233-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

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

Abundance TIC: BM013811.D
2000000

1500000

1000000

8.31 10.00
6.78 13 s 8.75 0.46 104352
500000 6.94 ' '

11.7
3.153.42 3.76 AJk

e EE N R e e e B L o S LS

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BM013811.D

2000000 17.10 19.40

15.24

1500000 13.93 15.62

13.66

1000000 190

14.25

500000 15.39
14.49

17.90
19.2

16.34 46
169643 16. L, 17/t6 1833 18790 036 e

L B B B Ln s e

Time--> 12.00 12.50 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 TIC: BM013811.D
2000000 23.26

1500000 21.20
03.39

1000000

500000 20.92 rurenn » v A APt o

e

Time--> 21.00 2150 22.00 2250 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\BM012518\
Data File : BM013811.D

Aca On : 25 Jan 2018 18:25

Operator : SJ/JU

Sample : J1233-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.70 5.07 ng/ul 247112 Naphthalene-d8 10.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Benzovl-d-threo-0-methvlthreonine 237 C12H15N04 131644-54-7 40
2 Propanedioic acid. (benzovlhvdra... 282 C12H14N206 1000142-99-9 40
3 Benzeneacetonitrile. .alpha.-hvd... 133 C8H7NO 000532-28-5 38
4 Ethanone. 2-amino-1-phenvl- 135 C8H9NO 000613-89-8 35
5 Benzamide 121 C7H7NO 000055-21-0 17
Abundance Scan 1481 (11.698 min): BM013811.D (-1475) (-) m/z 59.10 100.00%

59
5000 o
105

11. 40 11. 60 11. 80 12. OO
0...','1..‘.. ...l:',..g.l.,.|-...,..1??,....,.... N N m/z 77.10 47.46%

193
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance #91297: N-Benzoy!-d-threo-O-methylthreonine
59
105
5000 77 LA L L L I L LB LB
11. 40 11. 60 11. 80 12. OO
45 179 m/z 105.00 35.35%
o, 88 | 122133146 | | 192 205 220 237
i B L e e R R
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
5 77 105
R e e A
11.40 11.60 11.80 12.00
5000 m/z 51.10 29.23%
45 136
118
Ot e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #14752: Benzeneacetonitrile, .alpha.-hydroxy-
77 105 11.40 11.60 11.80 12.00
51 0
m/z 106.10 18.81%
133
5000
116
63 89
0..W.JJWW.NH.J.W.Mu.“.N.“...“...........“.... e, e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 11. 40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013811.D

Aca On : 25 Jan 2018 18:25

Operator : SJ/JU

Sample : J1233-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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.
15.62 31.86 ng/ul 1938940 Acenaphthene-d10 14.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 94
5 Benzophenone 182 C13H100 000119-61-9 91
Abundance Scan 2148 (15.621 min): BM013811.D (-2141) (-) m/z 105.00 100.00%
77 105
182
5000 51
152 15.40 15.60 15.80 16.00
ob 32 1 63 89 | 126139 12165 | 193 207 | T 00 g1, 5ou
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47246: Benzophenone
105
77 182
5000 R U B SO U
15.40 15.60 15.80 16.00
51 m/z 182.10 65.77%
o 63 | 8 | 126139152165 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
77 16 ' 15.40 15.60 15.80 16.00
5000 m/z 51.00 37.85%
51
0 27 39 63 126 152
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47242: Benzophenone A
77 105 15.40 15.60 15.80 16.00
m/z 50.10 15.61%
51
5000
182
o 1527 % | 63 | s | 126139152165 | N
m/z--> 20 40 60 80 100 120 140 160 180 200 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013811.D

Aca On : 25 Jan 2018 18:25

Operator : SJ/JU

Sample : J1233-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 2-Propenoic acid, (1-methyl... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.34 3.33 ng/ul 224449 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. (1-methvl-1.2-... 300 C15H2406 042978-66-5 72
2 2-Propenoic acid. (l-methvl-1.2-... 300 C15H2406 042978-66-5 56
3 2-Propenoic acid. 2-methvl-., oxv... 330 C16H2607 000109-17-1 36
4 Heptanoic acid. anhvdride 242 C14H2603 000626-27-7 12
5 3,5-Heptanedione, 2,6-dimethyl- 156 C9H1602 018362-64-6 12

Abundance Scan 2270 (16.339 min): BM013811.D (-2263) (-) m/z 55.00 100.00%
56 113
5000
43 73 99 16.00 16.20 16.40 16.60
O ey o 85 20 ) 128143157171 208 "m/z 113.00  98.60%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #144279: 2-Propenoic acid, (1-methyl-1,2-ethanediyl)bis[ox...
55 113
5000 IUNNUMUSUBUARR AR
16.00 16.20 16.40 16.60
m/z 114.10 8.65%
0 1} . 738 99 | 126 143 157 175 199 215
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
113
55 IUNNUMUNSEBUAR AR
16.00 16.20 16.40 16.60
5000 m/z 43.00 6.86%
oL 15 27 41 73 87 99 | 127 143 157 171 185 199 215228
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #168891: 2-Propenoic acid, 2-methyl-, oxybis(2,1-ethanediy...
113 16.00 16.20 16.40 16.60
m/z 41.00 6.29%
5000
69
0 41 54 | 8ﬁ 100 | 126138151 172185 200 216
m/z--> 20 45 60 80 100 120 140 160 180 200 220 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013811.D

Aca On : 25 Jan 2018 18:25

Operator : SJ/JU

Sample : J1233-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.90 6.01 ng/ul 405266 Phenanthrene-d10 17.00
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 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 2535 (17.898 min): BM013811.D (-2532) (-) m/z 73.00 100.00%

17.60 17.80 18.00 18.20
m/z 41.10 95.81%

m/z-->
Abundance

100 150 200 250 300 350

#107549: n-Hexadecanoic acid

3

5000
04

50

43 8

1l

50

5000 129 LN LN L L L L L L LB
83 17.60 17.80 18.00 18.20
m/z 43.05 90.94%
H‘ ]*01 157 185 213 256
0 “UNM”UWM“:J ‘.J.‘.}.‘u?qgmu. e
m/z--> 100 150 200 250 300 350
Abundance
43 73
N T
17.60 17.80 18.00 18.20
5000 256 m/z 57.10 78.32%
129
97 157 213
0 26 185 239
m/z--> 50 100 150 200 250 300 350
Abundance #72647: Tridecanoic acid R B LR man e e
73 17.60 17.80 18.00 18.20

m/z 60.00 75.77%

171

5000 129
214
| |

s
m/z--> 50 100 150 200 250 300 350

o
N
SN
w

17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013811.D

Aca On : 25 Jan 2018 18:25

Operator : SJ/JU

Sample : J1233-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.20 2.96 ng/ul 228623 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 52
5 Octadecanoic acid 284 C18H3602 000057-11-4 50

Abundance Scan 2756 (19.198 min): BM013811.D (-2752) (-) m/z 43.05 100.00%
ile] 7
5000
18.80 19.00 19.20 19.40 19.60
326 401
0 =0 m/z 55.05 93.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131260: Octadecanoic acid
43
5000 AR BRI
129 284 18. 80 19. oo 19 20 19. 40 19 60
m/z 41.10 86.00%
185 241
0 : Ihl H I H HH‘ hH H\ \ \157 ‘ ‘2}3| ‘ |" : I\I T
m/z--> 200 250 300 350 400
Abundance
73
43 NN IR RN B
129 18.80 19.00 19.20 19.40 19.60
5000 284 m/z 57.10 82.39Y%
97 185 241
o 157 213
miz-> 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid N

5000

m/z--> 50 100 150 200 250 300 350 400

18.80 19.00 19.20 19.40 19.60

m/z 73.00

80.05%

18. 80 19. OO 19 20 19. 40 19 60

SOM-EPA-BM011018.M Fri Jan 26 13:23:21 2018

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013811.D

Aca On : 25 Jan 2018 18:25

Operator : SJ/JU

Sample : J1233-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 6 (DEL) Alkane: Cyclic20.92 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.92 2.55 ng/ul 196959 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 90
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 83
5 1-Heneicosanol 312 C21H440 015594-90-8 81
Abundance Scan 3049 (20.921 min): BM013811.D (-3045) (-) m/z 55.10 100.00%
55
83
5000 111
11 12210 2 2735 a0n g 20160 2080 2100 2120
ol il I...,n..,J.,...,..i.,.l.,.; gl Al e A0 AT Th/z 83.10 0 75.46%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115904: 1-Nonadecene
57 83
5000 mn AR AR AR RN
29 20.60 20.80 21.00 21.20
266 m/z 57.10 74 .35%
H h | 167 196 238
O U'“" “” L L L W LI B B
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
97 NN IR SRR
20.60 20.80 21.00 21.20
5000 m/z 43.05 73.92%
29 125
0 154 196224 269 320
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol B B
55 83 20.60 20.80 21.00 21.20
m/z 69.05 70.14%
5000 1
29 J 139
ok | 7] 167 196 224 252 280 308
m'z--> 0 50 100 1%0 200 250 300 350 400 450 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012518\
Data File : BM013811.D

Acq On : 25 Jan 2018 18:25

Operator : SJ/JU

Sample - J1233-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.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]
unknown-01 11.70 5.1 ng/ul 247112 2 10.37 975063 20.0
Benzophenone 15.62 31.9 ng/ul 1938940 3 14.25 1217150 20.0
2-Propenoic acid, ... 16.34 3.3 ng/ul 224449 4 17.00 1349030 20.0
n-Hexadecanoic acid 17.90 6.0 ng/ul 405266 4 17.00 1349030 20.0
Octadecanoic acid 19.20 3.0 ng/ul 228623 5 21.20 1542580 20.0
(DEL) Alkane: Cyc... 20.92 2.5 ng/ul 196959 5 21.20 1542580 20.0
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