LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009722.D

Acq On : 26 Apr 2017 16:24

Operator : SJ/MA

Sample - 12836-08

Misc :

ALS Vial : 9 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-BM042517 .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 4.034 156 161 168 rVB 65306 94682 2.74% 0.242%
2 6.987 652 663 673 rBY 458170 780282 22.56% 1.995%
3 7.158 686 692 703 rBVY 348444 554603 16.03% 1.418%
4 7.352 717 725 733 rBV 440911 711811 20.58% 1.820%
5 7.822 798 805 812 rBV 548929 891620 25.78% 2.280%
6 8.522 918 924 933 rBY 530544 856367 24.76% 2.189%
7 8.993 996 1004 1011 rBV 446288 763107 22.06% 1.951%
8 9.710 1119 1126 1136 rBVvV2 381774 617289 17.85% 1.578%
9 10.240 1207 1216 1228 rBV 528731 886049 25.62% 2.265%
10 10.622 1271 1281 1288 rBV 791222 1285175 37.16% 3.286%

11 10.763 1299 1305 1314 rBV 460771 818246 23.66% 2.092%
12 13.881 1828 1835 1839 rBV 956733 1369365 39.59% 3.501%
13 13.922 1839 1842 1848 rVB 203619 279904 8.09% 0.716%
14 14.163 1876 1883 1890 rBV 1064896 1529946 44.23% 3.912%
15 14.469 1929 1935 1944 rVB2 1166470 1792545 51.83% 4 _.583%

16 14.675 1964 1970 1980 rBV 480082 796857 23.04% 2.037%
17 15.298 2071 2076 2081 rVB 61604 70887 2.05% 0.181%
18 15.463 2097 2104 2112 rBV 1460737 2039771 58.97% 5.215%
19 15.592 2120 2126 2137 rBV 491766 684514 19.79% 1.750%
20 15.704 2137 2145 2148 rBV6 31724 56365 1.63% 0.144%

21 16.157 2218 2222 2232 rBV 78984 149362 4._.32% 0.382%
22 16.951 2354 2357 2361 rBV 44813 54054 1.56% 0.138%
23 17.222 2396 2403 2409 rBV 1662933 2292073 66.27% 5.860%
24 17.322 2413 2420 2427 rVV 1643136 2302539 66.57% 5.887%
25 17.510 2444 2452 2456 rBvV4 33368 54460 1.57% 0.139%

26 17.586 2456 2465 2469 rBv4 85803 147688 4.27% 0.378%
27 18.092 2545 2551 2557 rBV 238587 340310 9.84% 0.870%
28 18.957 2695 2698 2704 rVB6 31785 45385 1.31% 0.116%
29 19.251 2741 2748 2750 rBV6 37221 80704 2.33% 0.206%
30 19.274 2750 2752 2760 rVB 73507 108104 3.13% 0.276%

31 19.374 2764 2769 2775 rBV3 110463 173589 5.02% 0.444%
32 19.616 2804 2810 2820 rVB 2122248 2996966 86.65% 7.662%
33 19.721 2824 2828 2832 rBV6 33718 43416 1.26% 0.111%
34 20.104 2888 2893 2895 rBV5 39844 66942 1.94% 0.171%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009722.D

Acq On : 26 Apr 2017 16:24

Operator : SJ/MA

Sample - 12836-08

Misc :

ALS Vial : 9 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-BM042517 .M

Title = SVOA CALIBRATION

35 20.274 2919 2922 2929 rVBS8 35875 58033 1.68% 0.148%
36 20.521 2961 2964 2970 rVB7 35221 55207 1.60% 0.141%
37 20.627 2978 2982 2985 rBV5 26404 39287 1.14% 0.100%

38 21.086 3056 3060 3071 rBV 546542 752887 21.77% 1.925%
39 21.398 3108 3113 3126 rBV 2613574 3458796 100.00% 8.843%
40 21.968 3206 3210 3211 rBV4 88205 107628 3.11% 0.275%

41 21.992 3211 3214 3218 rVB3 152021 204962 5.93% 0.524%
42 22.451 3287 3292 3305 rBVY 538543 843173 24.38% 2.156%
43 22.957 3375 3378 3383 rVB 252502 362126 10.47% 0.926%
44 23.015 3384 3388 3394 rVB5 152141 258726 7.48% 0.661%
45 23.568 3475 3482 3489 rvVB2 1573088 3016554 87.21% 7.712%

46 23.715 3500 3507 3521 rVB 1619293 3298834 95.38% 8.434%
47 24.209 3586 3591 3598 rvB2 300818 576547 16.67% 1.474%
48 24.309 3604 3608 3616 rVBS5 173368 345566 9.99% 0.883%

Sum of corrected areas: 39113303
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009722.D

Acq On : 26 Apr 2017 16:24

Operator : SJ/MA

Sample - 12836-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM009722.D

2500000
2000000
1500000

1000000
10.62

7.82 8.52 10.24

500000 6.9% 1 .35 8.99 971 0.76
L L] |
C A

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM009722.D

2500000
19.62
2000000
11.232
1500000 15.46

1000000 13.88

500000 14.67 15.59

18.92 18.09 - ‘
1530 4570 16,16 16.95 || ||1#5%9 }L 18,966+ 0,72 20.20.22Q6;

T & b5 N e T R e e et

Time--> 12.00 12,50 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: BM009722.D
21140

2500000

2000000 232872

1500000

1000000

22.45

21.09

500000

O

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\BM042617\
Data File : BM009722.D

Acq On : 26 Apr 2017 16:24

Operator : SJ/MA

Sample - 12836-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 2 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.09 2.97 ng/ul 340310 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2551 (18.092 min): BM009722.D (-2545) (-) m/z 43.05 100.00%
73 q
5000
129
1431571711859 | 227 256 281 17.80 18.00 18.20 18.40
m/z 73.00 97 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 ©0
5000 129 LRI B BN BUUILN B

17.I80 18.IOO 18.I20 18.I40
m/z 60.10 84.48%

213
143 157171185 199

-

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

73

-

43 57 17.80 18.00 18.20 18.40

5000 - 129 m/z 41.05 82.98%

87 115 171

101 143157 | 185 214

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

:

Abundance #107547: n-Hexadecanoic acid A e

43 73 17.80 18.00 18.20 18.40

5 m/z 55.00 79.10%
50001 29
256
L ”M‘ 143157171185 199213097

R RasE e e S e T

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\BM042617\
Data File : BM009722.D

Acq On : 26 Apr 2017 16:24

Operator : SJ/MA

Sample - 12836-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.09 4_.35 ng/ul 752887 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
3 Cyclooctacosane 392 C28H56 000297-24-5 91
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 3061 (21.092 min): BM009722.D (-3056) (-) m/z 43.10 100.00%
a3
69
97
5000
153 208 20.80 21.00 21.20 21.40
182 207 267 302327 357 387 430 n/z 57.10 04 _54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
97
5000
20.80 21.00 21.20 21.40
‘ . m/z 55.10 85.24%
.“.‘ ey l‘”‘.“‘. h1|5\3|| |]:9|6|2|2‘|1| —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 97
20,80 21.00 21.20 21.40
5000 m/z 69.10 75 .39%
125
29 153 182 919 238 266 311 362
mz-> 50 100 150 200 250 300 350 400
Abundance #208717: Cyclooctacosane
57 20.80 21.00 21.20 21.40
83 m/z 83.10 75.29%
5000
111
2 ‘ 392
LU 1P 167 196 222 550 276 206 335 364 7
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009722.D

Acq On : 26 Apr 2017 16:24

Operator : SJ/MA

Sample - 12836-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 4 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

22 .45 4.88 ng/ul 843173 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 91
2 9-Octadecenamide, (Z2)- 281 C18H35NO0 000301-02-0 90
3 Octadecanamide 283 C18H37NO 000124-26-5 78
4 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 76
5 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 72

Abundance Scan 3292 (22.451 min): BM009722.D (-3287) (-) m/z 59.10 100.00%

—

5000
B3 " 22.20 22,40 22,60 22.80
114 . . . .
156 191 221 265 337
P e 222200 39T 430 490 "n/z 72.10  66.00%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #128443: 9-Octadecenamide, (2)-
5!
5000 LI L  L  LL L LL
22. 20 22. 40 22. 60 22. 80
m/z 55.05 56.12%
29 83 1 281

‘\ AL m e \1140 184 220 253

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

5

Abundance
59
22.20 22.40 22.60 22.80
5000 m/z 43.10 42 _40%
29
83 126154 184910238 281
T T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #130204: Octadecanamide BB B B o L A
59 22.20 22.40 22.60 22.80
m/z 41.10 39.44%
29| | 186 12815510, 919240 283
e e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009722.D

Acq On : 26 Apr 2017 16:24

Operator : SJ/MA

Sample - 12836-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22 .96 2.20 ng/ul 362126 Perylene-d12 23.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 91
3 Nonadecane 268 C19H40 000629-92-5 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3379 (22.962 min): BM009722.D (-3375) (-) m/z 57.05 100.00%

57
5000 85

22.60 22.80 23.00 23.20

J 113 155183 216239 276300328 355 402429 476

e e e | M/Z 43.10  73.78%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane
57
5000 AU
85 22 60 22. 80 23. OO 23.20

m/z 71.10 70.03%

h | 113 141 169 197 225 253 282
”.,..”,...w...w....“...,”..,.”.,.”.,..”
miz--> 100 150 200 250 300 350 400 450
Abundance
43
e e
22.60 22.80 23.00 23.20
5000 m/z 85.10 41.34%
71

99 127 155 183 211 239

EEE

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane e R e Rt
57 22.60 22.80 23.00 23.20
m/z 55.10 20.38%
- I LMW\wJ\AV\W
29

m/z--> 50 100 150 200 250 300 350 400 450 22 60 22. 80 23. 00 23 20

SOM-EPA-BM042517 .M Thu Apr 27 14:16:24 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009722.D

Acq On : 26 Apr 2017 16:24

Operator : SJ/MA

Sample - 12836-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.21 3.50 ng/ul 576547 Perylene-d12 23.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Tetracosane 338 C24H50 000646-31-1 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 3591 (24.209 min): BM009722.D (-3586) (-) m/z 57.10 100.00%
g7
207 23.80 24.00 24.20 24.40 24.60
183 281 . . . . .
A 229251 316337358 403 429 mn/z 43.05 68 . 11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 AR AL SR SRR B
23.80 24.00 24.20 24.40 24.60
m/z 71.10 67.46%
29 113 141
U M 1 M : ‘169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—
23.80 24.00 24.20 24.40 24.60
5000 85 m/z 85.10 46.00%
13 141 169 197 239 267 294 323 352
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57 23.80 24.00 24.20 24.40 24.60
m/z 55.10 27 .75%
5000 85
29
| ‘ || | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009722.D

Acq On : 26 Apr 2017 16:24

Operator : SJ/MA

Sample - 12836-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 7 (DEL) Alkane: Cyclic24.31 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 _31 2.10 ng/ul 345566 Perylene-di12 23.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 93
2 Cyclohexadecane 224 C16H32 000295-65-8 91
3 Cyclotetracosane 336 C24H48 000297-03-0 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Cyclooctacosane 392 C28H56 000297-24-5 91
Abundance Scan 3608 (24.309 min): BM009722.D (-3604) (-) m/z 57.10 100.00%
g7
83
5000
179 209 249 500 326 357 430 24.00 24.20 24.40 24.60
m/z 43.10 97 .00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55
5000 L S UL B B
24.00 24.20 24.40 24.60
29 111 m/z 55.05 90.20%
AL \\“ 4 \ 4167196203 252280
m/z--> 50 150 200 250 300 350 400 450
Abundance
55
83 VLN B B
24.00 24.20 24.40 24.60
5000 m/z 83.10 77.19%
111
224
139 167 196
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174179: Cyclotetracosane T
4B o 24.00 24.20 24.40 24.60
m/z 69.10 71.73%
5000
111
Ll J‘J}?g 167 196 224250 279 308 336
m/z--> 50 100 150 200 250 300 350 400 450 24.00 24.20 24.40 2460
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009722.D

Acq On : 26 Apr 2017 16:24

Operator : SJ/MA

Sample - 12836-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 18.09 3.0 ng/ul 340310 4 17.22 2292070 20.0
Trichloroacetic a... 21.09 4.3 ng/ul 752887 5 21.40 3458800 20.0
9-Octadecenamide, ... 22.45 4.9 ng/ul 843173 5 21.40 3458800 20.0
(DEL) Alkane: Str... 22.96 2.2 ng/ul 362126 6 23.72 3298830 20.0
(DEL) Alkane: Str... 24.21 3.5 ng/ul 576547 6 23.72 3298830 20.0
(DEL) Alkane: Cyc... 24.31 2.1 ng/ul 345566 6 23.72 3298830 20.0
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