LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM042617\

Data File : BM0O09724.D

Acq On : 26 Apr 2017 17:36 Instrument :
Operator : SJ/MA BNA_M
Sample - 12836-10 ClientSampleld :
Misc : EME-TS001-01
ALS Vial : 11 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

4_657 259 267 274 rBV2 63763 107140 2.92% 0.248%
5.257 364 369 373 rBV 28818 40363 1.10% 0.093%
rBv 570490 943944 25.71% 2.186%
7.157 686 692 703 rBvV 422286 679204 18.50% 1.573%
7.351 719 725 732 rBV 530807 859319 23.41% 1.990%
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7.822 799 805 812 rBV 652879 1055043 28.74% 2.444%
8.522 917 924 933 rBV 665871 1103022 30.05% 2 .555%
rBv 567011 958530 26.11% 2.220%
9.710 1118 1126 1135 rBV 474514 772754 21.05% 1.790%
10.239 1209 1216 1228 rBV 650978 1119213 30.49% 2.592%
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11 10.622 1274 1281 1290 rVB 921824 1532052 41.74% 3.549%
12 10.763 1298 1305 1319 rBV 589866 1047388 28.53% 2.426%
13 13.880 1828 1835 1839 rBV 1260398 1761203 47.98% 4_079%
14 13.921 1839 1842 1848 rVB 242114 328613 8.95% 0.761%
15 14.163 1876 1883 1891 rBV 1292247 1925912 52.47% 4.461%

16 14.345 1908 1914 1918 rBV 35031 46384 1.26% 0.107%
17 14.474 1929 1936 1943 rVB2 1326285 2092142 56.99% 4._.846%
18 14.674 1963 1970 1984 rBV 637193 1046270 28.50% 2.423%
19 15.298 2071 2076 2081 rVB2 79539 102075 2.78% 0.236%
20 15.463 2097 2104 2114 rBV 1762450 2601836 70.88% 6.027%

21 15.592 2120 2126 2136 rBV 697848 953786 25.98% 2.209%

22 15.704 2136 2145 2149 rVB4 39789 75394 2.05% 0.175%
23 15.821 2158 2165 2168 rBV6 29412 52698 1.44% 0.122%
24 16.162 2218 2223 2230 rBV 98440 172061 4.69% 0.399%
25 16.462 2270 2274 2277 rBV2 29071 37484 1.02% 0.087%
26 16.680 2306 2311 2315 rBV6 26008 42476 1.16% 0.098%
27 16.951 2354 2357 2361 rBV 62476 72358 1.97% 0.168%
28 17.009 2361 2367 2372 rVB7 34029 57148 1.56% 0.132%

29 17.221 2397 2403 2409 rVB 1918493 2650785 72.21% 6.140%
30 17.321 2413 2420 2427 rVB 2099602 3026919 82.46% 7.011%

31 17.509 2445 2452 2456 rBV4 30030 53421 1.46% 0.124%
32 17.580 2461 2464 2473 rVB6 41268 67813 1.85% 0.157%
33 18.092 2547 2551 2557 rBV 171175 237052 6.46% 0.549%
34 19.251 2741 2748 2755 rBvV4 46902 109555 2.98% 0.254%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM042617\

Data File : BM0O09724.D

Acq On : 26 Apr 2017 17:36 Instrument :
Operator : SJ/MA BNA_M
Sample - 12836-10 ClientSampleld :
Misc : EME-TS001-01
ALS Vial : 11 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 19.321 2756 2760 2764 rVB7 29371 40667 1.11% 0.094%

36 19.374 2764 2769 2774 rBV6 72540 112457 3.06% 0.260%
37 19.615 2804 2810 2815 rBV 2718912 3670851 100.00% 8.503%
38 19.721 2825 2828 2832 rVB5 38422 36998 1.01% 0.086%
39 20.274 2919 2922 2925 rBV4 63788 68445 1.86% 0.159%
40 21.086 3056 3060 3067 rBV 308575 403349 10.99% 0.934%

41 21.292 3093 3095 3098 rBV4 40984 40979 1.12% 0.095%
42 21.397 3108 3113 3122 rBV 2625858 3477941 94.74% 8.056%
43 21.968 3206 3210 3211 rBV3 98588 120940 3.29% 0.280%
44 22.444 3288 3291 3296 rVB6 120751 174095 4.74% 0.403%
45 22.956 3374 3378 3384 rVB 476456 730333 19.90% 1.692%

46 23.568 3474 3482 3490 rVB2 1471150 3014761 82.13% 6.983%
47 23.715 3500 3507 3517 rVB 1331571 2664433 72.58% 6.172%

48 24.209 3586 3591 3597 rvB2 208489 387561 10.56% 0.898%
49 26.850 4033 4040 4049 rBV2 157025 496869 13.54% 1.151%

Sum of corrected areas: 43172036
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009724.D

Acq On : 26 Apr 2017 17:36

Operator : SJ/MA

Sample : 12836-10

Misc :

ALS Vial : 11 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

Abundance TIC: BM009724.D

2500000
2000000
1500000

1000000 10.62

8.52
6.99 735 7.82 8.99 10.24 0.76

500000 7.16j ' 9.71 A

s ! ||

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM009724.D

19,62
2500000

2000000 17.42
15.46

1500000
13.844.1614.47

1000000

14.67 15.59
500000

hia 16.1 18.09 20.27
JMJ 15.3 QM2A%%MQ w@m R 1949537 119.72 ;

O o e S A A e |

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: BM009724.D
21140

2500000

2000000
23.57
23.71

1500000

1000000

500000 21.09
21.

e

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 : BM009724.D

Acq On : 26 Apr 2017 17:36

Operator : SJ/MA

Sample : 12836-10

Misc :

ALS Vial : 11 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
466  2.03 ng/ul 107140  1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Heptane, 2,4-dimethyl- 128 CoH20 002213-23-2 59

2 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 59
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
4 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 50
5 Decane, 1-iodo- 268 C10H211 002050-77-3 47
Abundance Scan 267 (4.657 min): BM009724.D (-259) (-) m/z 43.05 100.00%
85
5000 57
71
4.40 4.60 4.80 5.00
s 281 "m/z 41.05 50.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12684: Heptane, 2,4-dimethyl-
43
5000
5 440 4.60 480 5.00
e n m/z 85.10 46.67%
“‘ | ‘\‘ || 99113128
m/z--> 2|O 4|0 6|0 8|0 1(I)O 150 14|10 160 1£|§O 200 220 240 ZéO 2£|§O
Abundance
43
440 460 480 500
5000 m/z 57.00 36.55%
71 85
57
29 115129 161
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12697: Heptane, 2,4-dimethyl-
43 4.40 4.60 4.80 5.00
m/z 71.20 25.96%
5000 85
57 711
29
L | w | 99113128
m/z--> 2|0 4|0 6|0 8|0 100 150 14|10 160 1£|§O 200 220 240 ZéO 2£|§O 4.210 4.%30 4.|80 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009724.D

Acq On : 26 Apr 2017 17:36

Operator : SJ/MA

Sample : 12836-10

Misc :

ALS Vial : 11 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

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 (DEL) Alkane: Cyclic21.09 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.09 2.32 ng/ul 403349 Chrysene-d12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 87
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 83
3 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 53
4 Docosyl heptafluorobutyrate 522 C26H45F702 1000351-83-1 53
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 53
Abundance Scan 3061 (21.092 min): BM009724.D (-3056) (-) m/z 57.05 100.00%

57 83

5000

:

20.80 21.00 21.20 21.40
m/z 43.05  93.34%

139 165179 29505 249

m/z--> 50 100 150 200 250 300 350
Abundance #127770: 9-Eicosene, (E)-
57 83
5000 LIS L L L L L L
20.80 21.00 21.20 21.40

29 H 111 m/z 55.10 87.19%
e ‘\ |

| 139 168 196 223 252 280
L i
miz--> 50 100 150 200 250 300 350
Abundance

-

83 20.80 21.00 21.20 21.40
5000 m/z 83.10 86.91%
29 111
139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #164026: 1-Hexadecanesulfonyl chloride P P R T T Ty
7 20.80 21.00 21.20 21.40
83 m/z 69.10 76.84%
h 1 W_j\»w
29
139
e

y
LI L L R B S B L S B L B BN B B N B B LI S N

T I T I T
m/z--> 50 100 150 200 250 300 350 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 : BM009724.D

Acq On : 26 Apr 2017 17:36

Operator : SJ/MA

Sample : 12836-10

Misc :

ALS Vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22 .96 5.48 ng/ul 730333 Perylene-d12 23.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Nonadecane 268 C19H40 000629-92-5 80
5 Pentadecane 212 C15H32 000629-62-9 74
Abundance Scan 3379 (22.962 min): BM009724.D (-3374) (-) m/z 57.10 100.00%
57
5000 J 85
USSR AR
113 149 207 281 22.60 22.80 23.00 23.20
— ‘ A .\l.lk i 200 249 77308 341 387 419 | nyz 43.05  71.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 ARSI
nmnmmmmm
m/z 71.05 68.56%
29 113
\‘ J h “\ h h‘ u‘ \1\1\169 197 225 253 296
m/z--> 55 100 1éo 260 2éo 360 3%0 460
Abundance
57
22.60 22.80 23.00 23.20
5000 g5 m/z 85.05 46.96%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #141442: Heptadecane, 2,6,10,15—tetramethy|— LI L L L B B R
57 nmnmmmmm
m/z 41.10 29.24%
5000 85
L ’ ¥ J1}31141 183 211 239 267 296
m/z--> 5'0 1c')o 1&'30 2(')0 250 3(')0 3&1;0 4(')0 22.60 22.80 23.00 23.20 '

SOM-EPA-BM042517 .M Thu Apr 27 14:16:52 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009724.D

Acq On : 26 Apr 2017 17:36

Operator : SJ/MA

Sample : 12836-10

Misc :

ALS Vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .21 2.91 ng/ul 387561 Perylene-di12 23.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 2-methyltetracosane 352 C25H52 1000376-72-6 80
3 Hexacosane 366 C26H54 000630-01-3 76
4 Heptacosane 380 C27H56 000593-49-7 74
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
Abundance Scan 3591 (24.209 min): BM009724.D (-3586) (-) m/z 57.10 100.00%
57
LN AU BN SN B
113 281 23.80 24.00 24.20 24.40 24.60
ek .J.J.‘E Lpfii09107 225201 || 826355 402 489 | Thas7 71.10  58.04%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #117636: Nonadecane
57
5000 85 AU I N
23.80 24.00 24.20 24.40 24.60
29 268 m/z 43.10 57 .13%
| ‘ e \\‘113\\1‘11141?9\197 225
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
23.80 24.00 24.20 24.40 24.60
5000 85 m/z 85.05  40.74%

29 113
141169197 225253 309337

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

Abundance #194493:; Hexacosane
57 23.80 24.00 24.20 24.40 24.60
m/z 41.05 21.10%
5000 85
29
2111 [P 141 160107 205253 295323 367
I o o o o A B o LN A e e R o R R E e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 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 : BM009724.D

Acq On : 26 Apr 2017 17:36

Operator : SJ/MA

Sample : 12836-10

Misc :

ALS Vial : 11 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 _gamma.-Sitosterol Concentration Rank 2

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

26.85 3.73 ng/ul 496869 Perylene-d12 23.71

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 95
2 lIsophthalic acid, allyl undecyl ... 360 C22H3204 1000345-65-2 25
3 .beta.-Sitosterol 414 C29H500 000083-46-5 25
4 Quinoline, 4-chloro-6-methoxy-2-... 207 C11H10CINO 050593-73-2 18
5 _gamma.-Sitosterol 414 C29H500 000083-47-6 15

Abundance Scan 4040 (26.850 min): BM009724.D (-4033) (-) m/z 43.05 100.00%

207

5000

26.60 26.80 27.00 27.20
m/z 57.10 63.63%

1
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol

5000 LA L L L L LB
26.60 26.80 27.00 27.20
m/z 207.00 51.89%
m/z-->
Abundance
149 207
s B et S
26.60 26.80 27.00 27.20
5000 m/z 55.10 49.22%
303
41 69 97
122 | 1176 248275 | 331360
i e e e A o e o
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #217433: .beta.-Sitosterol B B e B B A et
43 26.60 26.80 27.00 27.20
m/z 145.10 33.49%
5000

414

255 303329

354381
mz-> 0 50 100 150 200 250 300 350 400 450

26.60 26.80 27.00 27.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009724.D

Acq On 26 Apr 2017 17:36

Operator : SJ/MA

Sample - 12836-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 4.66 2.0 ng/ul 107140 1 7.83 1055040 20.0
(DEL) Alkane: Cyc... 21.09 2.3 ng/ul 403349 5 21.40 3477940 20.0
(DEL) Alkane: Str... 22.96 5.5 ng/ul 730333 6 23.71 2664430 20.0
(DEL) Alkane: Str... 24.21 2.9 ng/ul 387561 6 23.71 2664430 20.0
-gamma.-Sitosterol 26.85 3.7 ng/ul 496869 6 23.71 2664430 20.0
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