LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 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-BM113017.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 3.240 23 26 33 rvB3 48170 62205 1.41% 0.102%
2 4.857 296 301 306 rVvB2 42360 63362 1.43% 0.104%
3 6.875 638 644 654 rVB2 964560 1687748 38.15% 2.770%
4 7.039 661 672 679 rBV 746043 1116056 25.23% 1.832%
5 7.234 698 705 713 rVB 1045695 1630559 36.86% 2.676%
6 7.698 776 784 792 rBV 845189 1324193 29.94% 2.174%
7 8.404 896 904 910 rBVY 1214820 1881636 42.54% 3.089%
8 8.463 910 914 922 rVB2 84184 140355 3.17% 0.230%
9 8.851 972 980 988 rBV 954627 1545923 34.95% 2.538%
10 9.263 1044 1050 1056 rvB4 24839 44888 1.01% 0.074%

11 9.569 1092 1102 1115 rBV 807913 1388449 31.39% 2.279%
12 10.104 1184 1193 1200 rBV 1219419 1985405 44.88% 3.259%
13 10.475 1249 1256 1264 rBV 983729 1687400 38.15% 2.770%
14 10.616 1269 1280 1293 rBV 839385 1517421 34.30% 2.491%
15 13.751 1807 1813 1818 rBV 1846909 2589651 58.54% 4_.251%

16 13.798 1818 1821 1829 rVB 504307 671267 15.18% 1.102%
17 14.033 1851 1861 1867 rBV 2115281 3219002 72.77% 5.284%
18 14.186 1881 1887 1892 rBV4 37843 86297 1.95% 0.142%
19 14.245 1893 1897 1902 rVB 71396 97855 2.21% 0.161%
20 14.339 1905 1913 1922 rBV2 1282888 1981098 44.79%% 3.252%

21 14.551 1941 1949 1965 rBV 811618 1239297 28.02% 2.034%

22 14.763 1978 1985 1990 rBV10 30633 60787 1.37% 0.100%
23 14.815 1990 1994 1999 rVB2 35285 56344 1.27% 0.092%
24 15.145 2046 2050 2056 rBV3 40180 68389 1.55% 0.112%
25 15.198 2056 2059 2064 rVB2 71965 93523 2.11% 0.154%

26 15.339 2076 2083 2089 rVB 2476750 3601603 81.42% 5.912%
27 15.462 2098 2104 2111 rBV 679079 929881 21.02% 1.526%

28 15.574 2119 2123 2127 rBV2 34247 59849 1.35% 0.098%
29 16.062 2201 2206 2214 rBV 73767 118769 2.68% 0.195%
30 16.857 2335 2341 2346 rBV2 50180 76776 1.74% 0.126%

31 17.086 2374 2380 2388 rBV2 1553399 2204739 49.84% 3.619%
32 17.186 2390 2397 2404 rBV2 2603122 3742775 84.61% 6.143%
33 17.992 2529 2534 2541 rBV2 462779 637582 14.41% 1.047%
34 19.127 2721 2727 2729 rBV3 60010 97739 2.21% 0.160%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM113017 .M
SVOA CALIBRATION

Method :
Title :

35 19.274 2748 2752 2763 rBV2 441624 590353 13.35% 0.969%

36 19.486 2782 2788 2794 rBV 3127509 4195151 94.84% 6.886%

37 19.539 2794 2797 2802 rVB6 52071 72099 1.63% 0.118%
38 20.003 2873 2876 2880 rBV6 93621 135171 3.06% 0.222%
39 20.368 2935 2938 2941 rBV5 35623 50636 1.14% 0.083%

40 20.997 3041 3045 3053 rVvB2 425235 530927 12.00% 0.871%

41 21.274 3087 3092 3102 rBV 1864357 2419822 54.70% 3.972%
42 21.874 3189 3194 3203 rVB2 749280 1130661 25.56% 1.856%
43 21.986 3209 3213 3219 rBVY 534405 722929 16.34% 1.187%
44 22.050 3221 3224 3231 rVB7 160363 227212 5.14% 0.373%
45 22.315 3265 3269 3275 rVB4 261241 461349 10.43% 0.757%

46 22.562 3308 3311 3316 rVB5 161286 195219 4.41% 0.320%
47 22.838 3355 3358 3361 rvv2 149861 186941 4.23% 0.307%
48 22.880 3361 3365 3373 rVB 714306 1096347 24.78% 1.800%
49 23.368 3442 3448 3460 rVB2 2315370 4423498 100.00% 7.261%
50 23.509 3466 3472 3483 rVB 1213514 2327019 52.61% 3.820%

51 23.709 3504 3506 3512 rVB5 154520 242080 5.47% 0.397%
52 23.956 3545 3548 3558 rVB8 156536 298109 6.74% 0.489%
53 24.133 3572 3578 3588 rVB2 369938 799879 18.08% 1.313%
54 24.780 3683 3688 3696 rVB7 334173 757330 17.12% 1.243%
55 26.938 4048 4055 4065 rVB5 424149 1188578 26.87% 1.951%

56 27.297 4109 4116 4125 rVB5 385760 1162809 26.29% 1.909%

Sum of corrected areas: 60922942
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM013254.D
3000000

2500000
2000000

1500000
10.10

7.23
6.87 10.47
1000000
7.04 7 0.62
500000
3 24 4.86 9.26

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM013254.D

3000000

o

19,49

17.19

2500000 15.34

14.03
2000000 13.75

17.99

1500000 14.34

1000000 14.55

15.46

500000 1.80 17.99 19.27

54 20.0020.37

16.06 U 19.1
1 || w1 15,57 16,0 16.86

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: BM013254.D

3000000

23.37

2500000
21.27
2000000
P3.51

1500000

1000000 26.9427.30

24.78

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.99 5.78 ng/ul 637582 Phenanthrene-d10 17.09
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 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 91
Abundance Scan 2534 (17.992 min): BM013254.D (-2529) (-) m/z 73.00 100.00%
430 730
5000
129.1
2
157.1
101.1 l |135-2 | 25‘13-3 S 17.60 17.80 18.00 18.20 18.40
o e Al b 35 m/z 43.05 82.23%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 DR R DU BN
17.60 17.80 18.00 18.20 18.40
Hgm 157.0 155 02130 256.0 m/z 59.95  77.76%
o I hl‘\ .H““. \\h\l‘\ ﬁ‘”“. ul I\ ; .‘ .‘. | .‘ —— I “. ——
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
17.60 17.80 18.00 18.20 18.40
5000 256.0 m/z 41.10 73.09%
129.0
213.0
101.0 157.0 185.0
O
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #84453: Tetradecanoic acid A R S e S
73.0 17.60 17.80 18.00 18.20 18.40
43.0 m/z 55.05 71.60%
5000 129.0
185.0 228.0
99.0
o II.‘IIMI?ILI\HI .‘1|5‘7..9.‘.“.‘..luuluuuuluuuulu R e A e S e
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.27 4.88 ng/ul 590353 Chrysene-di12 21.27
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 94

Abundance Scan 2751 (19.268 min): BM013254.D (-2748) (-) m/z 43.10 100.00%

431

5000

23

19.00 19.20 19.40 19.60

0 m/z 73.00 99.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid
73.0
41,0
5000 129.0 IR o e e

19.00 19.20 19.40 19.60
m/z 59.95 80.56%

1350 241.0 284.0

[o) ;“ | “H‘ \\h” M‘ I

L \ . ‘ [ ‘ ‘
- T e
m/z--> 50 l 150 200 250 300 350 400
Abundance
73.0
1290 19.00 19.20 19.40 19.60
5000/ 41.0 284.0 m/z 57.05 79.48%
185.0 241.0
ot ALl o b 1 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid e REEEE e
60.0 19.00 19.20 19.40 19.60
m/z 41.10 77.84%
5000 129.0
j r7° 1710 213.0 256.0
m/z--> 50 100 150 200 250 300 350 400 19. 00 19. 20 19. 40 19 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
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 Sulfurous acid, octadecyl 2... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.00 4.39 ng/ul 530927 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
3 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
4 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 91
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
Abundance Scan 3045 (20.997 min): BM013254.D (-3041) (-) m/z 57.10 100.00%
57.1
>0 /\A,w“N,wav*,/\hMMJAM,AWwﬂ\A
1.0 NI PR SN
20.60 20.80 21.00 21.20 21.40
209.0
oAb b b 20002820 3900 4290 | m/z 43.10 90.58%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
5000 U UM SR SRR B
7.0 2060 2080 21.00 21.20 2140
m/z 55.10 69.41%
0 i ‘ \‘ ‘\ ‘\155 0 253 0
mz-> 0 50 100 150 200 2%0 300 350 400 450 500 550 600 650
Abundance
57.0
20.60 20.80 21.00 21.20 21.40
5000 m/z 71.10 67 .36%
111.0
0 167.0 225.0 281.0 341.0 401.0 460.0 532.0 678.0
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #211266: Oxalic acid, isobutyl octadecy! ester T T T T T T
57.0 20.60 20.80 21.00 21.20 21.40
m/z 69.10 53.65%
- /\WA\A/\A/W
o 110 15902040 2970
IRRRE RRREE BRREN BRAEE SRR BRAAN SRERN BRARS BRARN BRRRN BRRRN EREEE BRARN BRRRE BB AL A N
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 2060 20,80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.87 9.34 ng/ul 1130660 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 94
2 Heptacosane 380 C27H56 000593-49-7 93
3 Hexadecane. 1-iodo- 352 C16H33l1 000544-77-4 93
4 Heptadecane 240 C17H36 000629-78-7 93
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3193 (21.868 min): BM013254.D (-3189) (-) m/z 57.05 100.00%
57.0
5000
50 21,60 21.80 22,00 22.20
41.1 : : : :
oL AL PHassazeszoeansons s67s a0z ao0n 2t 0 00
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
57.0
5000 L B UL UL B

21 60 21. 80 22. OO 22 20
m/z 43.10 72 .39%

‘ ‘h F ‘141018302250 281.0 337.0 394.0

O e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
L e = At
21.60 21.80 22.00 22.20
5000 m/z 85.10 52.32%
99.0
0 141.0183.0225.0267.0 323.0 380.0
T T T T T T T T T T e e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 N
Abundance #184946: Hexadecane, 1-iodo- e e
57.0 21.60 21.80 22.00 22.20
m/z 41.10 33.18%
5000
" 110, 20
ol Lm0 | wmo e et
m/z--> 50 100 150 200 250 300 350 400 450 500 21 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.99 5.98 ng/ul 722929 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bithiophthalide 296 C16H802S2 032819-84-4 43
2 3-Methoxv-D-homoestra-1.3.5(10).... 296 C20H2402 002000-72-8 40
3 Dinaphthol2.3-b:1".2"-dlpvran-7-one 296 C21H1202 154352-87-1 35
4 1H-Pvrazol-5-ol. 1.3-bis(4-metho... 296 C17H16N203 1000337-80-1 35
5 Thioindigo 296 C16H802S2 000522-75-8 32
Abundance Scan 3214 (21.991 min): BM013254.D (-3209) (-) m/z 296.15 100.00%
296.1 h
5000 107.0
o 225.1 SN A G
: 148.1 mmmmnmnmnm
o 360.2400.0 449.1 534.2 m/z 107.00 41.350%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #140931: Bithiophthalide
296.0
5000 B AU AR BN
120.0 mmmmnmnmnm
240.0 m/z 91.10 37.86%
0...i.‘.“..‘,...‘.,‘.‘.‘..‘,“...‘”. .‘...‘,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
296.0
21,60 21.80 22.00 22.20 22.40
5000 m/z 120.10 32.57%
226.0
1150 1710
e S I A S UL B B L B I W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141408: Dinaphtho[2,3-b:1',2'-d]pyran-7-one
296.0 21.60 21.80 22.00 22.20 22.40

m/z 77.05 29.67%

134.0
o280 940 1870

m/z--> 50 100 150 200 250 300 350 400 450 500 21 60 21. 80 22. OO 22 20 22. 40

SOM-EPA-BM113017 .M Fri Dec 08 15:29:29 2017 Page: 8



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 Benzenamine, 4,4"-methylene... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.32 3.81 ng/ul 461349 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 4.4"-methvlenebisl2... 226 C15H18N2 000838-88-0 50
2 p-(2H-Phenanthro(9.10-d)triazol-... 310 C20H14N4 000975-85-9 30
3 I1.21Dithiololl1.5-b1l1.2Toxathio... 310 C18H140S2 074810-20-1 25
4 Pvridine. 4-(1l-methvl-2-pvrrolvl... 310 C22H18N2 005562-57-2 25
5 Ferrocene, 1,2-diacetyl-1",4-(1,... 310 C17H18Fe02 041558-93-4 25
Abundance Scan 3270 (22.321 min): BM013254.D (-3265) (-) m/z 310.10 100.00%
310.1
226.1
5000
267.0 22.00 22.20 22.40 22.60
377.4
o bl o SLLGALT0 4024 1 0 506.10  67.36%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82939: Benzenamine, 4,4'-methylenebis[2-methy!-
226.0
5000
120.0 22.00 22.20 22.40 22.60
‘ m/z 211.10 51.65%
0 .:?9.?. \ \H‘HH —— lﬂl“‘....|....|....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
310.0
60 25100 22,20 22,40 2260
5000 m/z 55.05 32.46%
0 52.0 1950 o030 254.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152849: [1,2]Dithiolo[1,5-b][1,2]oxathiole-7-SIV, 2-methy... T
310.0 2200 22.20 22.40 22.60

m/z 43.10 32.04%

5000
121.0 234.0
77.0 | {
|

L I LM St ebciadfiimahocaen s

m/z--> 50 100 150 200 250 300 350 400 450 22. OO 22.20 22.40 22.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 7 (DEL) Alkane: Cyclic22.88 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.88 9.42 ng/ul 1096350 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Cvclotetracosane 336 C24H48 000297-03-0 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 3365 (22.880 min): BM013254.D (-3361) (-) m/z 57.10 100.00%
51.1 97.0
- ML
LR SR U B
1 22.60 22.80 23.00 23.20
181.2221.1 267.0
| 221.1 308.0 352.0 430.2 490.2 n/z 9705 98 _36%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
55.0
97.0
5000 RN AR AR AR DR
nmnmmmmm
m/z 83.10 95.16%
oad | M »‘ \\ 18903810
miz--> 0 55 150 200 2%0 360 3%0 460 4éo '
Abundance
83.0
43.0 SR R SN U BN
22.60 22.80 23.00 23.20
5000 336.0 m/z 43.05 94 .82%
125.0
0 167.0 210.0  279.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1 A R
22.60 22.80 23.00 23.20
m/z 55.05 93.34%
- #\‘N/L
39.0
ol 181.0222.0 264.0 308.0
miz--> 0 50 100 150 200 250 300 350 400 450 2260 2280 2300 2320
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .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 8 Oxirane, hexadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

23.71 2.08 ng/ul 242080 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 68
2 Tetracosanal 352 C24H480 057866-08-7 68
3 Ecaonine 185 C9H15N03 000481-37-8 64
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 64
5 1,19-Eicosadiene 278 C20H38 014811-95-1 64

Abundance Scan 3506 (23.709 min): BM013254.D (-3504) (-) m/z 57.05 100.00%

.0

5000
250.9295.0342.1  419.0 4893 g4g4 23.40 23.60 23.80 24.00
0 m/z 43.05 82 .53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117618: Oxirane, hexadecyl-
5000 LA L L L L L LB L |

23.40 23.60 23.80 24.00
24.0 m/z 82.10 78 .32%
i

! “‘d Hh 166.0211.0 268.0

o} e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
82.0
334.0 R e ARRERE
23.40 23.60 23.80 24.00
s000] 410 m/z 96.05 76.41%
124.0
166.0 236.0278.0
T o o R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49747: Ecgonine s REREERREEEE
82.0 23.40 23.60 23.80 24.00
m/z 41.05 67.91%
5000
124.0
41,
| 185.0
o’ — R A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 9 4-Pregnen-17.alpha.-ol-3,11... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.96 2.56 ng/ul 298109 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Preanen-17.alpha.-ol1-3.11.20-t... 344 C21H2804 1000126-67-7 55
2 6H-Benzofurol3.2-cllllbenzopvran... 344 C19H2006 020390-16-3 38
3 2-(4-Hvdroxvphenvl)-3.6.7-trimet... 344 C18H1607 000569-80-2 37
4 Imidazol4.5-alindenoll.2-bTauino... 344 C20H16N402 1000272-51-2 35
5 1H-Indazol-4-amine, N-(4-methylp... 344 C20H16N402 1000276-90-7 35
Abundance Scan 3549 (23.962 min): BM013254.D (-3545) (-) m/z 344.15 100.00%
3441
5000
77.0 119.1
167. 387.0431.0476.2 5494 23.60 23.80 24.00 24.20
o m/z 329.10 60.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179976: 4-Pregnen-17.alpha.-ol-3,11,20-trione
344.0
301.0
5000
2580 23.60 23.80 24.00 24.20
4.0 - m/z 283.10 45.31%
91.0 161.0 2150 “
oL .“l“.”.H.‘ I‘ml\hlul‘ﬂlhuldl ‘.H.‘.‘. : L .“l“.‘. L i" e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
344.0
23.60 23.80 24.00 24.20
5000 m/z 301.10 41_.13%
178.0
0 115.0 226.0 297.0
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179678: 2-(4-Hydroxyphenyl)-3,6,7-trimethoxy-5-hydroxy-4H...
344.0 23.60 23.80 24.00 24.20
m/z 281.10 36 .24%
5000 121.0
181.0 301.0
O "”J""P"'I”"I"”I""P RN R SUNIU SR I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 10 (DEL) Alkane: Cyclic24.13 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.13 6.87 ng/ul 799879 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 93
2 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 91
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 90
4 Hexadecane-1.2-diol 258 C16H3402 006920-24-7 90
5 Cyclotetracosane 336 C24H48 000297-03-0 87
Abundance Scan 3578 (24.133 min): BM013254.D (-3572) (-) m/z 57.10 100.00%
574.1
NN SUNUE SRR
23.80 24.00 24.20 24.40
obrdld B0L.0L MBI 589 /7 83.10  94.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #174181: Cyclodocosane, ethyl-
57.0
5000 U AL BARAR
11.0 23.80 24.00 24.20 24.40
3070 m/z 97.10 93.05%
ol lifli) 1880000870 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
97.0 23.80 24.00 24.20 24.40
5000 m/z 43.10 90.18%
o 139.0 1940 2500
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163019: 9-Tricosene, (2)- A E RS
50 970 23.80 24.00 24.20 24.40
' m/z 69.10 88.71%
5000
322.0
N H3??182022302660 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 11 26-Nor-5-cholesten-3.beta.-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.78 6.51 ng/ul 757330 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 26-Nor-5-cholesten-3.beta.-o0l-25... 386 C26H4202 007494-34-0 89
2 Cholesterol 386 C27H460 000057-88-5 78
3 17-(1.5-Dimethvlhexv)-10.13-dim... 386 C27H460 1000210-38-4 70
4 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 64
5 Cholesterol 386 C27H460 000057-88-5 50
Abundance Scan 3688 (24.780 min): BM013254.D (-3683) (-) m/z 43.10 100.00%
431
5000
275.3 386.4 L o o S SIS
: 24.40 24.60 24.80 25.00
Y 4801 1913 m/z 57.05 70.44%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
5000 LRI AR DU I
24.40 24.60 24.80 25.00
10501450 2130 e 386.0 m/z 71.10  36.72%
0 —T I‘ ‘lH" “I\ \‘I‘HI‘H‘IHUM ‘IH\I\M\I “U':“”: HI i I‘I nlw "l‘ I\‘I . |‘|32|6|.(|)|‘| “:‘ |L| B e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
439 107.0
145.0 275.0 24.40 24.|60 24.|80 25.'00 '
5000 213.0 386.0 m/z 55.05 36.44%
326.0
L U L UL L L UL WL WL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,8,9... B e e e
43.0 24.40 24.60 24.80 25.00
386.0 m/z 81.05 33.00%
5000
0= LRI AU DU I
m/z--> 24.40 24.60 24.80 25.00
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Library Search Compound Report

Data Path :

Data File : BM013254.D

Aca On - 07 Dec 2017 21:39
Operator : SJ/JU

Sample - 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA M\DATA\BM120717\

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M

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

Concentration Rank 1

Peak Number 12 Lup-20(29)-en-3-one

R.T. EstConc Area Relative to ISTD R.T.
26.94 10.22 ng/ul 1188580 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 64
2 Quinoline. 2-phenvl- 205 C15H11N 000612-96-4 30
3 Desvrel(trazodone hcl salt) 371 C19H22CIN50 019794-93-5 30
4 1.3-Propanedione. 1.3-bis(tricvc... 340 C23H3202 082094-53-9 27
5 6-Phenylisoquinoline 205 C15H11N 070125-61-0 25

Abundance Scan 4055 (26.938 min): BM013254.D (-4048) (-) m/z 205.20 100.00%
20%.2
e T V\’/\_/\Nd
41. 49.1 e e e
. 2811 424.4 26.60 26.80 27.00 27.20
o o 4903 5473 77 203.10  50.94%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #220485: Lup-20(29)-en-3-one
205.0
109.0
424.0
5000 AR A JUAARE
55.0 3130 26.60 26.80 27.00 27.20
161.0 : m/z 95.10 49 .06%
46.0 368.0
0‘
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
205.0
26.60 26.80 27.00 27.20
5000 m/z 109.10 47 .76%
o 510 19204519
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197424: Desyrel(trazodone hcl salt) T
70.0 205.0 26.60 26.80 27.00 27.20
m/z 55.05 43.66%
5000
0 R e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 26.60 26.80 27.00 27.20

SOM-EPA-BM113017 .M Fri Dec 08 15:29:43 2017

Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013254.D

Aca On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample : 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 13 2(1H)Naphthalenone, 3,5,6,7... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.30 9.99 ng/ul 1162810 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 80
2 _.alpha.-Amvrin 426 C30H500 000638-95-9 47
3 .beta.-Amvrin 426 C30H500 000559-70-6 43
4 5H-Oxazolol3.2-alpvridine-8-carb... 218 C12H14N202 1000337-58-3 38
5 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 38
Abundance Scan 4117 (27.303 min): BM013254.D (-4109) (-) m/z 218.20 100.00%
218.2
5000 /\_/\
551 1191 163.1 ..

281.0 27. 00 27. 20 27. 40 27. 60
326.1 385.0 426.5 475.3
(o} L—Q—‘H‘r‘ﬁj—rﬁ—f‘w“ﬁ‘y—v—v—v‘wﬁ-v—r‘ﬁ—rﬁﬁ—v—r m/z 203.20 64 .39%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218.0
41.0 91.0 133.0
175.0

5000 LI I B
‘\u‘

27.00 27.20 27.40 27.60
m/z 163.05  26.72%

0 b L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
218.0
i R mE R B
27.00 27.20 27.40 27.60
5000 m/z 189.10 26.12%
55.0 122.0
161.0
o 257.0295.0 339.0 426.0
e B taa R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #221180: .beta.-Amyrin e RERms eSS
218.0 27.00 27.20 27.40 27.60
m/z 55.10 24 .21%
5000
69.0
ol Q\ \‘ | ]i w Lk h o 257.0297.0 _ 365.0 426.0
m/z--> 15 200 250 300 350 400 450 27. 00 27. 20 27. 40 27. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM120717\
Data File : BM013254.D

Acq On : 07 Dec 2017 21:39

Operator : SJ/JU

Sample - 16719-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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]
n-Hexadecanoic acid 17.99 5.8 ng/ul 637582 4 17.09 2204740 20.0
Octadecanoic acid 19.27 4.9 ng/ul 590353 5 21.27 2419820 20.0
Sulfurous acid, o... 21.00 4.4 ng/ul 530927 5 21.27 2419820 20.0
(DEL) Alkane: Str... 21.87 9.3 ng/ul 1130660 5 21.27 2419820 20.0
unknown-01 21.99 6.0 ng/ul 722929 5 21.27 2419820 20.0
Benzenamine, 4,47_... 22.32 3.8 ng/ul 461349 5 21.27 2419820 20.0
(DEL) Alkane: Cyc... 22.88 9.4 ng/ul 1096350 6 23.51 2327020 20.0
Oxirane, hexadecyl- 23.71 2.1 ng/ul 242080 6 23.51 2327020 20.0
4-Pregnen-17._.alph... 23.96 2.6 ng/ul 298109 6 23.51 2327020 20.0
(DEL) Alkane: Cyc... 24.13 6.9 ng/ul 799879 6 23.51 2327020 20.0
26-Nor-5-choleste... 24.78 6.5 ng/ul 757330 6 23.51 2327020 20.0
Lup-20(29)-en-3-one 26.94 10.2 ng/ul 1188580 6 23.51 2327020 20.0
2(1H)Naphthalenon... 27.30 10.0 ng/ul 1162810 6 23.51 2327020 20.0
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