LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013812.D

Aca On : 25 Jan 2018 19:01

Operator : SJ/JU

Sample : J1233-05

Misc :

ALS Vial : 12 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 34 rBvV3 32400 48256 1.81% 0.142%
2 3.422 70 74 80 rBv3 19193 31368 1.18% 0.092%
3 6.781 638 645 657 rBV 503639 906889 34.08% 2.664%
4 6.940 666 672 679 rBV 397648 585382 22.00% 1.720%
5 7.128 698 704 714 rBV 556338 887716 33.36% 2.608%
6 7.593 776 783 792 rBV 415254 667816 25.10% 1.962%
7 8.310 897 905 916 rBV 614745 1036361 38.95% 3.044%
8 8.745 973 979 988 rBV 515356 862254 32.40% 2.533%
9 9.463 1095 1101 1113 rVB 433046 776407 29.18% 2.281%
10 10.004 1186 1193 1209 rBvV 613531 1102559 41.43% 3.239%

11 10.369 1247 1255 1263 rBV 493238 846091 31.80% 2.486%
12 10.516 1274 1280 1298 rBV 505110 969895 36.45% 2.849%
13 11.698 1474 1481 1491 rBV 190441 331998 12.48% 0.975%
14 13.663 1809 1815 1819 rBV 1140992 1591629 59.81% 4.676%
15 13.710 1819 1823 1832 rVB 686569 995208 37.40% 2.924%

16 13.933 1852 1861 1869 rBV 1273408 1867741 70.19% 5.487%
17 14.245 1906 1914 1921 rBV2 682516 1068919 40.17% 3.140%
18 14.486 1949 1955 1974 rBV 323814 709973 26.68% 2.086%
19 14.686 1986 1989 2001 rVBS8 13896 31172 1.17% 0.092%
20 15.245 2076 2084 2091 rBV 1537952 2183681 82.06% 6.415%

21 15.386 2103 2108 2118 rBV2 448639 677754 25.47% 1.991%
22 15.616 2141 2147 2158 rBV 1771955 2468280 92.76% 7.251%
23 16.339 2265 2270 2276 rBV2 40750 73366 2.76% 0.216%
24 16.998 2372 2382 2388 rBV2 898377 1242925 46.71% 3.651%
25 17.098 2392 2399 2407 rBV2 1646992 2340057 87.94% 6.874%

26 17.909 2532 2537 2546 rBV 382160 598386 22.49% 1.758%

27 19.045 2727 2730 2733 rBvV4 46760 64193 2.41% 0.189%
28 19.198 2751 2756 2763 rBV 192513 284794 10.70% 0.837%
29 19.256 2763 2766 2769 rVB4 27030 33621 1.26% 0.099%
30 19.292 2769 2772 2777 rBV5 24951 34263 1.29% 0.101%

31 19.403 2785 2791 2798 rBV 1886211 2645985 99.43% 7.773%
32 19.462 2798 2801 2806 rVB7 50225 63539 2.39% 0.187%
33 20.915 3044 3048 3055 rVB 423555 524702 19.72% 1.541%
34 21.197 3092 3096 3104 rBV 1142095 1480548 55.64% 4._.349%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013812.D

Aca On : 25 Jan 2018 19:01

Operator : SJ/JU

Sample : J1233-05

Misc :

ALS Vial : 12 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

Method
Title

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

35 23.256 3440 3446 3454 rVB2 1453098 2661031 100.00% 7.817%

36 23.391 3464 3469 3477 rVB 729734 1345773 50.57% 3.953%

Sum of corrected areas: 34040532

SOM-EPA-BM011018.M Fri Jan 26 13:23:50 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM012518\
Data File : BM013812.D

Aca On - 25 Jan 2018 19:01

Operator : SJ/JU

Sample : J1233-05

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\HPCHEMI\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: BM013812.D
1500000
1000000
8.31 )
6.78 /13 8.75 1600 1018752
500000 6.94 7.59 9.46
11.7
3.15342 {L
R B B T B A . e A o S A e T
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM013812.D
q
15.62 1§40
17.10
15.24
1500000
13.93
13.66
1000000 17.do
18.71| 14.24
500000 15.39 17.91
14.49
19.2
19. 46
Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM013812.D
23,26
1500000 21.20
p3.39
1000000
20.92
500000 o o b,
O o o I S O o o o S R o I o
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 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\BM012518\
Data File : BM013812.D

Aca On : 25 Jan 2018 19:01

Operator : SJ/JU

Sample : J1233-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.70 7.85 ng/ul 331998 Naphthalene-d8 10.37
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 59
3 N-Benzovl-d-threo-0O-methvlthreonine 237 C12H15N04 131644-54-7 56
4 Ethanone. 2-amino-1-phenvl- 135 C8HONO 000613-89-8 35
5 3-l1soxazolecarboperoxoic acid, 4... 263 C1l4H17NO4 035145-84-7 25
Abundance Scan 1481 (11.698 min): BM013812.D (-1474) (-) m/z 59.10 100.00%
59
77
5000 105 /\\k
43 e
11/40 11.60 11.80 12.00
3 I ...'-:|~,..9.1.,~.|-..1.1,9....,.1.4?.,....,....,2]0.7..,.... ~ m/z 77.00 47.83%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #128661: Propanedioic acid, (benzoylhydrazino)hydroxy-, di...
59 77 105
5000 L UL UL UL SULRA
11,40 11.60 11.80 12.00
45 136 m/z 105.10 37.24%
0 U 118 ‘
m'z-> 20 4b 65 80 100 150 140 160 180 200 220 240
Abundance
59
11.40 11.60 11.80 12.00
5000 m/z 51.00 32.27%
77
a1 43 105
T D W W~ S .- B —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91297: N-Benzoyl-d-threo-O-methylthreonine A At
59 11/40 11.60 11.80 12.00
m/z 43.10 23.59%
105
5000 v
161 179
o H .88 | 122133146 | \ 192 205 220 237
IIIII""I""I""I""IIIII TrrTyrTTTTT T T T T T T T T T
miz-> 20 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 : BM013812.D

Aca On : 25 Jan 2018 19:01

Operator : SJ/JU

Sample : J1233-05

Misc :

ALS Vial : 12 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 46.18 ng/ul 2468280 Acenaphthene-d10 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 93
4 Benzophenone 182 C13H100 000119-61-9 91
5 Benzophenone 182 C13H100 000119-61-9 91
Abundance Scan 2148 (15.621 min): BM013812.D (-2141) (-) m/z 105.00 100.00%
105
182
5000 51
152 15.40 15.60 15.80 16.00
O3l 9126 RR166 § 207 267 | uzzT 77 10 79.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
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 64 .38%
0 ! 126 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
77 16 ' 15.40 15.60 15.80 16.00
5000 m/z 51.05 36 .66%
51
o 27 126 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47242: Benzophenone R R !
77 105 15.40 15.60 15.80 16.00
m/z 50.00 14 _72%
51
5000
182
ol 12 27 | “ 91 | 126 152166
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 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 : BM013812.D

Aca On : 25 Jan 2018 19:01

Operator : SJ/JU

Sample : J1233-05

Misc :

ALS Vial : 12 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.91 9.63 ng/ul 598386 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Dodecanoic acid 200 C12H2402 000143-07-7 86

Abundance Scan 2537 (17.909 min): BM013812.D (-2532) (-) m/z 41.10 100.00%

199 | 227 17.60 17.80 18.00 18.20

M 55 78
5000 126 .
97 115 157171185 256
143

01 m/z 73.05 97 .20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LA L L L L L LB L L |
17.60 17.80 18.00 18.20
0
H 11747125 99213 056 m/z 55.05 88.31%
okrrrre b ABL Al n\m LT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
17.60 17.80 18.00 18.20
5000 - 129 m/z 43.10 86.20%
87 15 oh 214
101 143157 185
O T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 78 17.60 17.80 18.00 18.20
m/z 60.10 77.70%
5000
29
129
“ 77 1115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18. OO 18 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013812.D

Aca On : 25 Jan 2018 19:01

Operator : SJ/JU

Sample : J1233-05

Misc :

ALS Vial : 12 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.20 3.85 ng/ul 284794 Chrysene-di12 21.20
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 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 94
Abundance Scan 2756 (19.198 min): BM013812.D (-2751) (-) m/z 43.05 100.00%
73
5000
18:80 19.00 19.20 19.40 19.60
0! m/z 73.00 97 .93%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 73
5000 129 TT T T[T T I T [T T T T[T T TT[TT
18. 80 19. oo 19 20 19. 40 19 60
185 241 m/z 60.00 82.81%
0 |15| \‘I "“I H H‘“ M“H M\ m ‘. 157\ “. \2}3| L .“ 2|6|5 .“. e i
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 73
18.80 19.00 19.20 19.40 19.60
5000 129 m/z 55.10 71.50%
o1 185
157 007 241 284
r—rrrrr—r—r——
m/z--> éo 160 1%0 200 250 300 350
Abundance #131259: Octadecanoic acid R L o e
43 18.80 19.00 19.20 19.40 19.60
m/z 41.05 66.11%
5000
129
“ } 185 » 284
Oll?‘lwu\mhhwlhkl .‘ o L.‘.‘z.l3.‘..{ 2|6|5|\| ————y b A A, St
m/z--> 200 250 300 350 18. 80 19. oo 19 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013812.D

Aca On : 25 Jan 2018 19:01

Operator : SJ/JU

Sample : J1233-05

Misc :

ALS Vial : 12 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 Bromoacetic acid, octadecyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.92 7.09 ng/ul 524702 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 1-Octadecanol 270 C18H380 000112-92-5 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
Abundance Scan 3049 (20.921 min): BM013812.D (-3044) (-) m/z 83.05 100.00%
43
5000
139 167 281 20.60 20.80 21.00 21.20
I 195223240 . 315342 m/z 43.05 94.32%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #207396: Bromoacetic acid, octadecy! ester
43
69
97
5000 T T AT T T T[T T
20.60 20.80 21.00 21.20
m/z 57.10 91.55%
0 ”‘\“ I\‘\“ H‘ ﬂ H\‘\ u‘|?3ll§]l' IZIZ?IZ?OIHZIQZI B
m/z--> 0 50 150 200 250 300 350 400 450
Abundance
57
83 UL RN IR
20.60 20.80 21.00 21.20
5000 11 m/z 55.10 90.67%
29 139 182210 55 356
O =T e e T T T T T e e
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #119524: 1-Octadecanol e e Ao Baana
56 83 20.60 20.80 21.00 21.20
m/z 41.05 86.20%
5000 111
29
0 \‘\ 1 l [0 167 10622422
m'z--> 0 50 160 1éo 260 250 300 350 400 450 ' 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 : BM013812.D

Acq On : 25 Jan 2018 19:01

Operator : SJ/JU

Sample - J1233-05

Misc :

ALS Vial : 12 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]
Propanedioic acid... 11.70 7.8 ng/ul 331998 2 10.37 846091 20.0
Benzophenone 15.62 46.2 ng/ul 2468280 3 14.24 1068920 20.0
n-Hexadecanoic acid 17.91 9.6 ng/ul 598386 4 17.00 1242930 20.0
Octadecanoic acid 19.20 3.9 ng/ul 284794 5 21.20 1480550 20.0
Bromoacetic acid,... 20.92 7.1 ng/ul 524702 5 21.20 1480550 20.0
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