LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012245.D

Acq On : 17 Oct 2017 08:56

Operator : SJ/JU

Sample : 15697-12

Misc :

ALS Vial : 30 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\SOM-EPA-BM101217 .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 6.969 653 660 677 rBv2 596028 1488555 36.67% 3.210%
2 7.128 677 687 700 rvB 434236 740205 18.24% 1.596%
3 7.328 713 721 736 rBV 649225 1113155 27.42% 2.401%
4 7.792 794 800 816 rvVB 759383 1330341 32.78% 2.869%
5 8.510 915 922 928 rBV 645820 1117453 27.53% 2.410%
6 8.569 928 932 949 rVB 196486 373067 9.19% 0.805%
7 8.963 992 999 1010 rBV 439531 788030 19.41% 1.699%
8 9.686 1115 1122 1134 rBV 395896 722287 17.79% 1.558%
9 10.227 1207 1214 1234 rBVY 666493 1265695 31.18% 2.730%
10 10.598 1268 1277 1285 rBVY 916235 1577081 38.85% 3.401%

11 10.745 1292 1302 1321 rBV 590868 1203822 29.66% 2.596%
12 11.921 1495 1502 1520 rVB 156530 311991 7.69% 0.673%
13 13.310 1732 1738 1746 rBV 47297 81043 2.00% 0.175%
14 13.857 1824 1831 1835 rBV 1633838 2250317 55.44% 4 _.853%
15 13.904 1835 1839 1851 rVB 752617 1073204 26.44% 2.314%

16 14.145 1873 1880 1897 rVB 1781792 2641135 65.07% 5.696%
17 14.286 1898 1904 1920 rBV 88494 198411 4_.89% 0.428%
18 14.451 1925 1932 1945 rVB2 1406711 2267174 55.86% 4 _.889%
19 14.686 1966 1972 1990 rBV 242473 615648 15.17% 1.328%
20 15.192 2053 2058 2064 rBV3 27159 50889 1.25% 0.110%

21 15.445 2094 2101 2110 rBV 2284542 3333458 82.13% 7.189%
22 15.592 2121 2126 2137 rBV 213755 368178 9.07% 0.794%
23 15.680 2137 2141 2148 rVB2 27865 48048 1.18% 0.104%
24 15.809 2156 2163 2174 rBV 848185 1214015 29.91% 2.618%
25 17.198 2393 2399 2408 rBV 1745770 2511334 61.87% 5.416%

26 17.298 2410 2416 2431 rVV2 2490183 3649969 89.92% 7.872%
27 17.956 2523 2528 2535 rBV7 38571 71274 1.76% 0.154%
28 18.074 2542 2548 2558 rBV 546263 809140 19.93% 1.745%
29 19.233 2737 2745 2749 rBV4 65239 166645 4._.11% 0.359%
30 19.350 2761 2765 2776 rBV 383267 618327 15.23% 1.333%

31 19.592 2800 2806 2815 rBV 3044620 4058998 100.00% 8.754%
32 21.062 3053 3056 3062 rBV 212207 281178 6.93% 0.606%
33 21.380 3105 3110 3118 rBV 1745860 2302787 56.73% 4._.966%
34 23.538 3470 3477 3488 rVB 1800473 3525509 86.86% 7.603%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012245.D

Acq On : 17 Oct 2017 08:56

Operator : SJ/JU

Sample : 15697-12

Misc :

ALS Vial =: 30 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 - 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-BM101217 .M
SVOA CALIBRATION

35 23.680 3496 3501 3512 rVB 1114247 2200557 54.21% 4.746%

Sum of corrected areas: 46368920
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012245.D

Acq On : 17 Oct 2017 08:56

Operator : SJ/JU

Sample : 15697-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM012245.D
3000000

2500000
2000000
1500000

1000000 10.60
.19 0.23
6.97 7.33 8.51 1 N 0.75

500000 7.13 8.96 9.69
57 A, A
0

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM012245.D
3000000 1959

2500000 17.30

15.44

2000000
14.14 17.40
13.86

1500000 14.45

1000000 15.81

18.07
500000 19.35

14.69 5.59
92 13.31 423\ 1519 D@L L 17-JL _._iga%*—i—/-"’/v”

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM012245.D
3000000

23.54
2500000

21.38
2000000 P3.68

1500000

1000000

21.06
500000

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 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\BM101617\
Data File : BM012245.D

Acq On : 17 Oct 2017 08:56

Operator : SJ/JU

Sample : 15697-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 2-Hydroxy-iso-butyrophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.96 ng/ul 311991 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hydroxy-iso-butyrophenone 164 C10H1202 007473-98-5 64
2 Guanidine 59 CH5N3 000113-00-8 9
3 Propionic acid, 2-isopropoxy-, m... 146 C7H1403 1000151-15-1 9
4 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 7
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 7
Abundance Scan 1502 (11.921 min): BM012245.D (-1495) (-) m/z 59.10 100.00%
59
5000 77 105 j\\g
il o0 1150 1200 1235
o.,....,....','.l...l:...,....,...!,....9,?...,..I-.,...l.l,g....l?.l...,....,.... m/z 77.00 43.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59
5000 L BN UL UL UL
11,60 11.80 12.00 12.20
43 77 105 m/z 105.00 36 .86%
31 51
0 - _a | 149
mz-> 20 30 40 s'o 6 7 80 90 100 110 120 130 140 150
Abundance
43 99
1160 11.80 12.00 12.20
5000 m/z 51.10 23.04%
28
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21992: Propionic acid, 2-isopropoxy-, methyl ester
59 11.60 11.80 12.00 12.20
m/z 106.00 18.32%
5000
31 43
oball | s1 | 74 8 103 116
m/z--> 20 30 40 50 60 70 80 90 100 110 150 130 140 150 11/60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012245.D

Acq On : 17 Oct 2017 08:56

Operator : SJ/JU

Sample : 15697-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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.
15.81 10.71 ng/ul 1214020 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 91
5 Azobenzene 182 C12H10N2 000103-33-3 58
Abundance &mnﬂﬁ3ﬂ5&wnwyBMM2M5D025®(0 m/z 105.00 100.00%
105
77 182
5000
51 S
152 15.40 15.60 15.80 16.00 16.20
o 2083 i 89 | 126139 RA65 | 207 /7 182.10  71.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105
" 182
5000 LRI SR DAL SUNIULA B
15.40 15.60 15.80 16.00 16.20
o1 m/z 77.00 69.66%
2r 39 | 63 | 126 192 ly
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
77 15.40 15.60 15.80 16.00 16.20
5000 182 m/z 51.00 26.72%
51
ol 1727 39 63 89 126 152 165
LIS SRR I S UL LR UL BRI S BRI S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47246: Benzophenone rr— e e
105 15.40 15.60 15.80 16.00 16.20
m/z 181.10 11.06%
77 182
5000
51
o | 63 | 89 || 126139 152165 |
m/z--> 20 40 60 80 100 120 140 160 180 200 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012245.D

Acq On : 17 Oct 2017 08:56

Operator : SJ/JU

Sample : 15697-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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.
18.07 6.44 ng/ul 809140 Phenanthrene-d10 17.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 81
Abundance Scan 2547 (18.068 min): BM012245.D (-2542) (-) m/z 73.00 100.00%
43 3
60
5000 129
. 213
01115 | 143157111185 99 | 5py 256 - 1780 1800 18.20 18.40
0 m/z 43.05 84 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L UL UL UL B
ﬂmmmmmmm
m/z 60.00 79.46%
1Ji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60 73
'17.80 18.00 18.20 18.40
5000{ 29 256 m/z 41.05 76.83%
129
97 213
. M5 143157171185, o 227541
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
43 8078 17.80 18.00 18.20 18.40
m/z 55.05 67 .98%
5000 29
129 - 214
L e | sy Thas
o ,.a..‘,‘.‘..“.“ : ....‘,‘...a,....,‘.... e A e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012245.D

Acq On : 17 Oct 2017 08:56

Operator : SJ/JU

Sample : 15697-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.35 5.37 ng/ul 618327 Chrysene-di12 21.38
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 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 95
Abundance Scan 2765 (19.350 min): BM012245.D (-2761) (-) m/z 73.00 100.00%
5000 ,M,~,_~,¢~,M,Mj\u¢_mm-wa-¢v~
19.00 19.20 1940 19.60
O m/z 43.10 86.87%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131258: Octadecanoic acid
5000 UV DA B
mmwmwmwm
m/z 60.00 79.37%
ol 15
m/z--> 6 55 100 150 200 250 300 350 400 450 500
Abundance
43 73
19,00 19.20 1940 19.60
5000 m/z 55.05 77.18%
129 284
. 101 157185213241
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131259: Octadecanoic acid T e
a3 . 19.00 19.20 19.40 19.60
m/z 57.10 73.62%
5000
ol 15
T T —v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—r
m/z--> c') 5'0 100 150 200 250 300 350 400 450 500 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012245.D

Acq On : 17 Oct 2017 08:56

Operator : SJ/JU

Sample : 15697-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.06 2.44 ng/ul 281178 Chrysene-d12 21.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 3056 (21.062 min): BM012245.D (-3053) (-) m/z 57.05 100.00%
¥ a3
5000
USRI BN BRI B
282 20.80 21.00 21.20 21.40
o1k 239 308 344 403430461 504 7> 43.10 96 210

f
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227401: Heptadecy! heptafluorobutyrate

5

5000

11 20.80 21.00 21.20 21.40
29 ‘ m/z 55.10 93.70%
139169 238
oL H ekt M—
m/z--> 0 50 150 250 300 350 400 450 500
Abundance
57 83
LR RS B
20.80 21.00 21.20 21.40
5000 11 m/z 83.10 78.58%
29
o 139168 210238266295
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151537: 1-Docosene B AR R EEmEE Ea e S
57 97 20.80 21.00 21.20 21.40
m/z 97.10 74 .29%
5000
29 125 308
o ﬁ?3181209238 280
e e et AR B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20. 80 21. 00 21 20 21. 40

SOM-EPA-BM101217.M Tue Oct 17 17:07:11 2017 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012245.D

Acq On : 17 Oct 2017 08:56

Operator : SJ/JU

Sample : 15697-12

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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]
2-Hydroxy-iso-but... 11.92 4.0 ng/ul 311991 2 10.60 1577080 20.0
Benzophenone 15.81 10.7 ng/ul 1214020 3 14.45 2267170 20.0
n-Hexadecanoic acid 18.07 6.4 ng/ul 809140 4 17.20 2511330 20.0
Octadecanoic acid 19.35 5.4 ng/ul 618327 5 21.38 2302790 20.0
Heptadecyl heptaf... 21.06 2.4 ng/ul 281178 5 21.38 2302790 20.0
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