LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM0O30518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 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-BM021418.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 3.087 15 17 22 rVB4 25447 31237 1.04% 0.085%
2 3.893 150 154 160 rVvB8 28531 50671 1.69% 0.137%
3 4.663 280 285 295 rVB 77397 129217 4_.31% 0.350%
4 5.939 498 502 508 rvB4 22254 37747 1.26% 0.102%
5 6.728 630 636 649 rVB 342528 658579 21.98% 1.782%
6 6.863 653 659 667 rBV 301511 480035 16.02% 1.299%
7 7.057 684 692 701 rBV 450296 747747 24.95% 2.023%
8 7.510 762 769 778 rBV 379037 611063 20.39% 1.654%
9 8.251 888 895 907 rBV 446743 865271 28.87% 2.342%
10 8.345 907 911 918 rVBS8 20042 44270 1.48% 0.120%

11 8.675 960 967 974 rBV 446933 745105 24.86% 2.016%
12 9.392 1080 1089 1102 rBV 387865 734806 24 .52% 1.988%
13 9.698 1133 1141 1150 rBV7 36617 71165 2.37% 0.193%
14 9.945 1176 1183 1203 rBV2 375968 896847 29.93% 2.427%
15 10.286 1234 1241 1249 rBV 458893 802899 26.79% 2.173%

16 10.451 1262 1269 1281 rBV 237948 553728 18.48% 1.498%
17 13.598 1798 1804 1809 rBV 870841 1272864 42.47% 3.444%
18 13.645 1809 1812 1818 rVB2 166073 230280 7.68% 0.623%
19 13.868 1843 1850 1860 rVB 972797 1496504 49.94% 4 _.050%
20 14.068 1879 1884 1893 rBV3 56460 94235 3.14% 0.255%

21 14.174 1895 1902 1910 rBV2 641042 1039266 34.68% 2.812%
22 14.498 1949 1957 1968 rBV3 145070 442934 14.78% 1.199%
23 14.627 1973 1979 1987 rVVv10 50571 130880 4._.37% 0.354%

24 14.692 1987 1990 1996 rVV6 23656 43237 1.44% 0.117%
25 14.774 2000 2004 2013 rVB9 17542 42148 1.41% 0.114%
26 15.033 2043 2048 2051 rBVZ2 75838 97809 3.26% 0.265%

27 15.180 2067 2073 2082 rBV 1146133 1686745 56.28% 4._.564%
28 15.362 2099 2104 2111 rBV 291083 482345 16.09% 1.305%
29 15.898 2189 2195 2204 rBV3 73645 133625 4._46% 0.362%
30 16.362 2270 2274 2277 rBV5 31580 47541 1.59% 0.129%

31 16.692 2326 2330 2333 rBvV 38132 41382 1.38% 0.112%
32 16.939 2366 2372 2378 rBV 799291 1187573 39.63% 3.214%
33 17.039 2383 2389 2396 rBV2 1152310 1694094 56.53% 4 _.584%
34 17.327 2433 2438 2442 rBV7 21568 38217 1.28% 0.103%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM0O30518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 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-BM021418_.M
SVOA CALIBRATION

Method
Title

35 17.850 2520 2527 2536 rBV 855676 1311565 43.76% 3.549%

36 18.133 2570 2575 2576 rBV5 21051 30041 1.00% 0.081%
37 18.156 2576 2579 2584 rVB7 32557 52744 1.76% 0.143%
38 18.268 2595 2598 2602 rVB6 47672 57703 1.93% 0.156%
39 18.521 2637 2641 2647 rBV9 29352 53288 1.78% 0.144%
40 18.933 2709 2711 2715 rVB4 36258 39275 1.31% 0.106%
41 18.992 2718 2721 2722 rBV3 34771 37000 1.23% 0.100%
42 19.021 2723 2726 2728 rVB4 51343 63368 2.11% 0.171%

43 19.144 2741 2747 2760 rBV 1668116 2684325 89.57% 7.264%
44 19.350 2777 2782 2794 rBV 1272715 1801405 60.11% 4_875%
45 19.586 2818 2822 2830 rVB 312016 405518 13.53% 1.097%

46 19.874 2867 2871 2873 rBV3 104692 132748 4.43% 0.359%
47 20.291 2939 2942 2947 rVB5 69003 89001 2.97% 0.241%
48 20.862 3035 3039 3048 rBV 2524218 2996864 100.00% 8.110%
49 20.938 3049 3052 3056 rBV2 278139 318743 10.64% 0.863%
50 21.156 3084 3089 3094 rBV 924187 1299357 43.36% 3.516%

51 21.744 3185 3189 3197 rVB 1816331 2783525 92.88% 7.532%
52 21.815 3198 3201 3205 rVB 325784 382786 12.77% 1.036%
53 22.709 3348 3353 3358 rVB2 460184 729632 24 .35% 1.974%
54 23.203 3432 3437 3444 rVB2 817782 1400420 46.73% 3.790%
55 23.344 3456 3461 3468 rVB2 501509 881691 29.42% 2.386%

56 26.362 3968 3974 3985 rVB6 619721 1740593 58.08% 4_.710%

Sum of corrected areas: 36953658
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM014469.D
2500000
2000000
1500000

1000000

500000 7 06 8.25 8.67 9.39 0. 9510 29

7.51
045
3.09 3.89 4.66 5.94 A 35 9.70

e T T T T T T T T T T T TR T e e ....,....,..

I
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9. 50 10. OO 10 50 11.00 11.50

Abundance TIC: BM014469.D
2500000
2000000
19.14

1500000 19.35

1000000

500000

o) o USRI & e 8 A . -
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: BM014469.D
20,86

2500000 21.74

2000000

1500000 2116 23.20

1000000

500000

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\BMO030518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 10

R.T. EstConc Area Relative to ISTD R.T.

4._.66 4.23 ng/ul 129217 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(3-Chloropropvl)-1.3-dioxolane 150 C6H11Cl02 016686-11-6 47
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 36
3 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 28
4 1H-Cvclopentalclfuran-3(3aH)-one... 196 C10H1204 1000141-74-4 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 23

Abundance Scan 284 (4.657 min): BM014469.D (-280) (-) m/z 73.05 100.00%
7B
5000 43
440 4.60 4.80 5.00
55
el i 87208 T 198207 1 hsz 42.95 42.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24129: 2-(3-Chloropropyl)-1,3-dioxolane
73
5000 U R R R
45 440 4.60 4.80 5.00
28 m/z 45.00 11.59%
. ) 57 | 8 105 120 149
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
440 4.60 4.80 5.00
5000 43 55 m/z 69.00 8.66%
27
15 85 99 114
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73 440 4.60 4.80 5.00
m/z 49.00 7.83%
5000
43 55 g7
2 )]
mz-> 20 40 60 80 100 120 140 160 180 200 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 unknown-02 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.63 2.52 ng/ul 130880 Acenaphthene-d10 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 32
2 Dodecanoic acid 200 C12H2402 000143-07-7 32
3 Undecanoic acid 186 C11H2202 000112-37-8 25
4 Nonanoic acid 158 C9H1802 000112-05-0 25
5 n-Decanoic acid 172 C10H2002 000334-48-5 16

Abundance Scan 1979 (14.627 min): BM014469.D (-1973) (-) m/z 43.05 100.00%
60 7B
5000
%5 115 131 165
145 207 "' 14140 1460 14.80 15.00
m/z 73.00 96.78%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #61122: Dodecanoic acid
73
60
5000 43 = "' 14.40 1460 14.80 15.00
/z 60.00 89.09%
101 115 143 171 m
200
S [ 1 1| MLIW A ,.u.wﬂ..ﬁ,.ﬂ.lqg..}.”.
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60 73
43
14.40 14.60 14.80 15.00
5000 129 m/z 41.10 86.51%
85 157
2 101 H3 143 171
15 183 200
m/z--> ﬁo Jo eb éo 160 150 1&0 1éo 1éo 260
Abundance #50053: Undecanoic acid L = o T
60 7 14.40 14.60 14.80 15.00
43 m/z 69.05 71.42%
5000 29
129
14
115 186
— ‘\ M\\ m M‘ .‘- e |
m/z--> 20 40 6 120 140 160 180 200 14.40 14.60 14.80 15.00

SOM-EPA-BM021418.M Tue Mar

06 12:14:08 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 Tridecane, l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.90 2.25 ng/ul 133625 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 72
2 Heptadecane 240 C17H36 000629-78-7 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Octacosane 394 C28H58 000630-02-4 64
Abundance Scan 2195 (15.898 min): BM014469.D (-2189) (-) m/z 57.10 100.00%
57
41
5000 85
192 LR BN U BN SUN
I | 113 131148 169 | 208 15.60 15.80 16.00 16.20
el |||.II.|..|||..|I e '.,....,l...'.|....,....,........,....,.... m/z 41.05 64 _23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 L UL BUMRULN SO SULRA
4 15 60 15. 80 16. oo 16. 20
183 m/z 43.05 62.14%
A e - S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
g5 ' 15.60 15.80 16.00 16,20
5000 A m/z 71.05 51.75%
25 13 141 169 197 240
mmrmwwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane R R AR
57 15.60 15.80 16.00 16.20
m/z 85.05 44 .78%
5000 85
4
5 J Log 4 4118 ‘141 169 198
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 280 360 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 5
R.T. EstConc Area Relative to ISTD R.T.
17.85 22.09 ng/ul 1311570 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81
Abundance Scan 2527 (17.850 min): BM014469.D (-2520) (-) m/z 41.05 100.00%
M55 73 ww\--uuaw~*j\u\mﬂvvn~mvhr
5000
129
97 213 )
Il U5 1 g 157171185 15 | o 256 - 17.60 17.80 18.00 18.20
e m/z 73.00 94 .19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80

17.60 17.80 18.00 18.20
m/z 60.00  87.95%

213
143 157171185 199

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
73
43 T T T T R T
57 17.60 17.80 18.00 18.20
5000 129 m/z 43.10 87.64%
29
87 15 ah 214
101 143157 185

Th—mrwmmmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #72646: Tridecanoic acid B e
43 73 17.60 17.80 18.00 18.20
m/z 55.05 83.23%
51
5000
29
129
H T7 1115 ‘ 171185 214
0 OV - Y Y B OR  ONEO
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 : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 3
R.T. EstConc Area Relative to ISTD R.T.
19.14 41.32 ng/ul 2684330 Chrysene-di12 21.16
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 Octadecanoic acid 284 C18H3602 000057-11-4 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 90
Abundance Scan 2746 (19.139 min): BM014469.D (-2741) (-) m/z 41.10 100.00%
7
5000 _v‘,~_v_NdﬁM~j\kxﬂvﬁwv_*,__
129
T 18 24t 284 18.80 19.00 19.20 19.40
157 213 : : : :
1 O A 1 el .|- N - m/z 43.10 98.88%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 NSNS AR
97 185 241 18.80 19.00 19.20 19.40
‘ m/z 73.00 92.28%
. “.‘ w\lu‘ul‘ .)H.l... ‘.‘::-5‘.7 .‘ s ‘,2}3.“. I |\2|6|5 .‘. S
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 55.05 86.89%
97
185 oa1 284
m/z--> éo 160 1éo 260 250 360 3éo
Abundance #131259: Octadecanoic acid R R s B EE e
8 18.80 19.00 19.20 19.40
m/z 60.00 84 .94Y%
5000
129
284
T e 2
Il?‘lwllwl‘l\““li‘\l\ J'hu‘lu‘:lls‘:?:‘:{:‘lz:l?‘: ﬂ 2|6|5|‘| ———T : e e LB
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 7 Trichloroacetic acid, hexad... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

19.87 2.04 ng/ul 132748 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 72
2 Pvridine-3-carboxamide. oxime. N... 281 C13H10F3N30 288246-53-7 53
3 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 53
4 Cvclopentane. 1-pentvl-2-propvl- 182 C13H26 062199-51-3 52
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 49

Abundance X Scan 2870 (19.868 min): BM014469.D (-2867) (-) m/z 41.10 100.00%

4

5000

19.60 19.80 20.00 20.20
m/z 43.10 91.04%

m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
5000 LA L L L L L L LB

19 60 19. 80 20. OO 20 20
m/z 55.10 78.78%
\d wﬁ

125
LHM I 5 196 224
Tiw| .., B LA o e e o o o o e o
m/z--> 50 200 250 300 350 400
Abundance
69 244
281 B
212 19.60 19.80 20.00 20.20
5000 104 161 m/z 57.10 74 .06%
39 125
181
e B o o e I e B B B o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #6791: Cyclopentane, 1,1,3-trimethyl-  EAE R R
55 19.60 19.80 20.00 20.20
m/z 69.10 70.97%
83
5000
27
‘ \ 112
A " |
e N N R
m/z--> 50 100 150 200 250 300 350 400 19 60 19. 80 20. 00 20 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 8 Bromoacetic acid, octadecyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.86 46.13 ng/ul 2996860 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 94
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 90
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 87
5 1-Hexadecanol 242 C16H340 036653-82-4 87
Abundance Scan 3039 (20.862 min): BM014469.D (-3035) (-) m/z 43.10 100.00%
4Bl ey
97
5000
125 20,60 20.80 21.00 2120
of i AL L) 183182210 252280308 355 302 434 487 | /o 65 10 98.88%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #207396: Bromoacetic acid, octadecy! ester
43
69
97
5000 BNURBSUNABVUNAER S
20.60 20.80 21.00 21.20
m/z 57.10 85.77%
i .“. ‘\ IH“ \““ H“\ ﬂ H\‘\ Ju ???‘8]" I2I2f1I25(? i |2|9|7| —— e
m'z-> 0 50 200 250 300 350 400 450 500
Abundance
55 83
20,60 20.80 21.00 2120
5000 111 m/z 69.10 80.30%
29
139167196224252280308
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #191698: Bromoacetic acid, hexadecy! ester R AR REEmEE
43 20.60 20.80 21.00 21.20
69 m/z 83.10 79.82%
97
5000
23
UL 922
T I""I""I""IIIII rrrrrrrTTTTTT T T T T T T T T T T rrryrrTTTTTTT T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20. 60 20 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 2-Nonadecanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.94 4.91 ng/ul 318743 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 55
2 2-Pentadecanone 226 C15H300 002345-28-0 43
3 2-Hexadecanone 240 C16H320 018787-63-8 43
4 0-Methyl S-2-dimethyvlaminoethvl ... 211 C7H18NO2PS 1000226-15-4 38
5 2-Tetradecanone 212 C14H280 002345-27-9 38
Abundance Scan 3052 (20.938 min): BM014469.D (-3049) (-) m/z 43.10 100.00%

105
5000

149

20.60 20.80 21.00 21.20
m/z 58.05 75.93%

207

230 256 281305 338 367 401 429

m/z--> 50 100 150 200 250 300 350 400
Abundance #129460: 2-Nonadecanone
58
5000
20.60 20.80 21.00 21.20
85 m/z 104.95 59.90%
2]9“‘ ‘L |Mliss 180 222 282
T e B L B o o e e o e o e o
m/z--> 50 100 150 200 250 300 350 400
Abundance
58
R e R EEEEE
20.60 20.80 21.00 21.20
5000 m/z 59.05 58.14%
29 85
111 138 168 197 226
I L e o e o B e o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #94318: 2-Hexadecanone i e,
58 20 60 20. 80 21. OO 21 20

m/z 71.10 48.32%

5000
29 240
| J ‘ u 110 138 182 211 |

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

SOM-EPA-BM021418.M Tue Mar 06 12:14:11 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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: Cyclic2l1.74 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.74 42 .84 ng/ul 2783530 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 95
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 81
5 n-Tetracosanol-1 354 C24H500 000506-51-4 81
Abundance Scan 3188 (21.738 min): BM014469.D (-3185) (-) m/z 55.10 100.00%
5583
5000 m
LRI SRR SRR
39 281 21.40 21.60 21.80 22.00
,,,“ 1 57A0T225250 77 320 356383 415445473505 549 | 57 43 10 93.51%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
55 83
5000 111 336 AR AR AR AUNARER
21140 21.60 21.80 22.00
m/z 83.05 78.30%
mz-> 0 55 160 1%0 200 250 300 350 400 450 500 550
Abundance
43
83 21,40 21.60 21.80 22.00
5000 m/z 41.10 72.78%

111

9
181 222250 297

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #155046: 1-Heneicosanol B s
55 83 21.40 21.60 21.80 22.00
m/z 69.10 72 .46%
5000 11
2f ‘ P39167196 238266294 hxx_WVNMA~¢vJ kAWNA_wﬁhwa\
a0 e s R L L L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 2-Heptadecanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.81 5.89 ng/ul 382786 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptadecanone 254 C17H340 002922-51-2 78
2 Methvlamine. N.N-dimethvl- 59 C3HON 000075-50-3 50
3 2-Hexanone. 4-methvl- 114 C7H140 000105-42-0 47
4 2-Nonanone 142 C9H180 000821-55-6 43
5 Pentanal, 2-methyl- 100 C6H120 000123-15-9 43

Abundance Scan 3200 (21.809 min): BM014469.D (-3198) (-) m/z 43.10 100.00%

5000 n

:

21.40 21.60 21.80 22.00 22.20

J |97 127 169 208735267 304 355 401429455 494

Ot b gl vt st o b gl oo o S m/z 58.05 89.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105856: 2-Heptadecanone
43
5000 71
21.40 21.60 21.80 22.00 22.20
m/z 59.10 47 .71%
15 | || 197 127 166196225254
B e e S B o o B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
58
T T T T e T
21.40 21.60 21.80 22.00 22.20
5000 m/z 71.00 38.93%
30

m/z--> 0 50 100 150 200 250 300 350 400 450 500

g8

Abundance #7511: 2-Hexanone, 4-methy!- T T T T
43 21.40 21.60 21.80 22.00 22.20
m/z 41.10 32.78%
5000

8f 114

\
L B S B T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 40 21. 60 21. 80 22. 00 22. 20

SOM-EPA-BM021418.M Tue Mar 06 12:14:12 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 12 Fumaric acid, 3-fluoropheny... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.71 16.55 ng/ul 729632 Perylene-d12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 3-fluorophenvl hep... 448 C27H41F04 1000345-21-3 86
2 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 64
3 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 46
4 Cvclopentane. (2-methvlbutvl)- 140 C10H20 053366-38-4 42
5 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 38
Abundance Scan 3353 (22.709 min): BM014469.D (-3348) (-) m/z 57.05 100.00%
57 97
5000
241 281 22.40 22.60 22.80 23.00
o 316343369 417443 473 503 /2 97.10 93 587
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #226784: Fumaric acid, 3-fluorophenyl heptadecyl ester
69|97
43
5000 239 AR AR RS
2240 22.60 22.80 23.00
F25 237 m/z 43.10 87.66%
oI N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
41
22.40 22.60 22.80 23.00
5000 m/z 83.10 82.58%
71
97
125 269
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #58327: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alph... L e
55 22.40 22.60 22.80 23.00
97 m/z 55.10 80.76%
5000
29 L s 167
I“"'I""I"""I'L':I-'gle""'l''"I""I""I""I""I' INADABRLUABR AR A
m/z--> 50 100 150 200 250 300 350 400 450 500 2240 22.60 22.80 23.00

SOM-EPA-BM021418.M Tue Mar 06 12:14:13 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014469.D

Aca On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample : J1631-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 Aromandendrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.36 39.48 ng/ul 1740590 Perylene-di12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aromandendrene 204 C15H24 000489-39-4 81
2 Aromandendrene 204 C15H24 000489-39-4 41
3 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 41
4 3-Cvclohexene-1-methanol. .alpha... 222 C15H260 023178-88-3 41
5 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 41
Abundance Scan 3974 (26.362 min): BM014469.D (-3968) (-) m/z 55.10 100.00%
5000
400 26.00 26.20 26.40 26.60
15 346
- 378 i 221 505536 1 /76910 89.07%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64285: Aromandendrene
4 161
204
121
5000 U L B SRR
26. 00 26 20 26. 40 26.60
‘ m/z 43.10 72.15%
||H| IHH\“H‘“ ||||||||||||||||||||||||||||||||||
m/z--> 5 100 150 200 250 300 350 400 450 500
Abundance
41 91 161
204 AU DR SRR
133 26.|00 26.|20 26.I40 26.|60 '
5000 m/z 109.10 69.44Y%
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #64521: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-... N e o o
4 161 26.00 26.20 26.40 26.60
o1 m/z 68.10 63.81%
5000 189
miz--> "'s'o""166"iéé"ééé'"zsd"ééé"ééd"&éd"Aéd"ééd"" 26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO030518\
Data File : BM014469.D

Acq On : 05 Mar 2018 12:47

Operator : SJ/JU

Sample - J1631-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM021418_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 4.66 4.2 ng/ul 129217 1 7.51 611063 20.0
unknown-02 14.63 2.5 ng/ul 130880 3 14.17 1039270 20.0
Tridecane, l-iodo- 15.90 2.3 ng/ul 133625 4 16.94 1187570 20.0
n-Hexadecanoic acid 17.85 22.1 ng/ul 1311570 4 16.94 1187570 20.0
Octadecanoic acid 19.14 41.3 ng/ul 2684330 5 21.16 1299360 20.0
Trichloroacetic a... 19.87 2.0 ng/ul 132748 5 21.16 1299360 20.0
Bromoacetic acid,... 20.86 46.1 ng/ul 2996860 5 21.16 1299360 20.0
2-Nonadecanone 20.94 4.9 ng/ul 318743 5 21.16 1299360 20.0
(DEL) Alkane: Cyc... 21.74 42.8 ng/ul 2783530 5 21.16 1299360 20.0
2-Heptadecanone 21.81 5.9 ng/ul 382786 5 21.16 1299360 20.0
Fumaric acid, 3-f... 22.71 16.6 ng/ul 729632 6 23.34 881691 20.0
Aromandendrene 26.36 39.5 ng/ul 1740590 6 23.34 881691 20.0
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