LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009758.D

Acq On : 28 Apr 2017 01:53

Operator : SJ/MA

Sample - 12806-03

Misc :

ALS Vial : 28 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 6.987 656 663 674 rBY 457847 754106 9.06% 1.322%
2 7.157 686 692 700 rvB 339049 514418 6.18% 0.902%
3 7.351 718 725 734 rVB 418182 667798 8.02% 1.171%
4 7.822 798 805 812 rBY 661878 1037837 12.46% 1.820%
5 8.522 918 924 932 rBVY 525166 869558 10.44% 1.525%
6 8.986 997 1003 1012 rBVY 433888 737901 8.86% 1.294%
7 9.704 1119 1125 1133 rVB2 362174 613680 7.37% 1.076%
8 10.239 1208 1216 1224 rBV 528155 890201 10.69% 1.561%
9 10.622 1273 1281 1288 rBVY 909591 1543914 18.54% 2.707%
10 10.763 1299 1305 1315 rBV 359183 639011 7.67% 1.120%

11 13.874 1828 1834 1839 rBV 940430 1328201 15.95% 2.329%
12 13.921 1839 1842 1850 rVB 264252 347640 4_.17% 0.609%
13 14.163 1876 1883 1890 rBV 1046523 1518083 18.23% 2.662%
14 14.468 1929 1935 1945 rVB2 1432101 2150027 25.82% 3.769%
15 14.674 1964 1970 1984 rBV 468925 777593 9.34% 1.363%

16 15.462 2098 2104 2111 rVB 1428870 1994655 23.95% 3.497%
17 15.592 2119 2126 2136 rBV 459277 650847 7.82% 1.141%
18 16.157 2217 2222 2229 rBV2 83681 162545 1.95% 0.285%
19 17.221 2396 2403 2410 rBV 1910780 2703610 32.47% 4._.740%
20 17.315 2412 2419 2426 rVV 1592039 2227431 26.75% 3.905%

21 17.580 2458 2464 2475 rVB2 283507 414675 4.98% 0.727%
22 18.092 2545 2551 2556 rBvV2 155131 238225 2.86% 0.418%
23 18.674 2646 2650 2655 rVB4 83744 116443 1.40% 0.204%
24 18.827 2672 2676 2683 rVB3 75263 106002 1.27% 0.186%
25 18.950 2693 2697 2704 rBV 202485 285144 3.42% 0.500%

26 19.609 2804 2809 2818 rVB 2000817 2789552 33.50% 4.891%
27 20.045 2880 2883 2888 rVB2 85243 107614 1.29% 0.189%
28 20.103 2889 2893 2895 rBV2 219773 278385 3.34% 0.488%
29 20.456 2949 2953 2957 rBv4 88773 133252 1.60% 0.234%
30 21.086 3055 3060 3067 rBV 5687051 6262839 75.21% 10.980%

31 21.397 3108 3113 3126 rBV 4158142 5891315 70.75% 10.329%
32 21.497 3127 3130 3133 rVB 336883 362983 4_36% 0.636%
33 21.986 3208 3213 3219 rBV 5757307 8327242 100.00% 14.599%
34 22.327 3265 3271 3282 rBV 1246873 2746056 32.98% 4.814%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009758.D

Acq On : 28 Apr 2017 01:53

Operator : SJ/MA

Sample - 12806-03

Misc :

ALS Vial : 28 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-BM042517 .M
SVOA CALIBRATION

35 22.409 3283 3285 3293 rVB3 250443 410186 4._.93% 0.719%
36 23.562 3475 3481 3489 rVB2 1093321 2148876 25.81% 3.767%

37 23.709 3500 3506 3515 rVB 1334127 2621672 31.48% 4 _.596%
38 26.844 4032 4039 4051 rVB7 545304 1668627 20.04% 2.925%

Sum of corrected areas: 57038144
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009758.D

Acq On : 28 Apr 2017 01:53

Operator : SJ/MA

Sample - 12806-03

Misc :

ALS Vial : 28 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: BM009758.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009758.D

Acq On : 28 Apr 2017 01:53

Operator : SJ/MA

Sample - 12806-03

Misc :

ALS Vial : 28 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: Cyclicl7.58 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.58 3.07 ng/ul 414675 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Tetradecene, (E)- 196 C14H28 041446-66-6 94
2 5-Tetradecene, (E)- 196 C14H28 041446-66-6 94
3 6-Tetradecene, (2)- 196 C14H28 041446-61-1 93
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
5 1-Hexadecanol 242 C16H340 036653-82-4 91
Abundance Scan 2464 (17.580 min): BM009758.D (-2458) (-) m/z 55.05 100.00%
6
i 17.20 17.40 17.60 17.80
125 140 154 : - - -
168179 196208 m/z 43.05 98.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58292: 5-Tetradecene, (E)-
55
69
41
5000 83 AR DU U AR B
o7 17.20 17.40 17.60 17.80
29 L m/z 69.05 91.37%
WHJHﬁL\mmmm 1%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
55
41 LR RIS B SUNE
17.20 17.40 17.60 17.80
5000 69 . m/z 41.05 91.22%
29 o7
15 M1 125 139 154 168 1%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #58288: 6-Tetradecene, (2)- T e e T
1 55 17.20 17.40 17.60 17.80
69 m/z 57.10 82 .14%
5000 29 83
o7
111 196
L .\.\..U;..w\.\, R I
m/z--> 20 40 60 8 100 120 140 160 180 200 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009758.D

Acq On : 28 Apr 2017 01:53

Operator : SJ/MA

Sample - 12806-03

Misc :

ALS Vial : 28 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 1-Hexadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.95 2.11 ng/ul 285144 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 Cyclohexadecane 224 C16H32 000295-65-8 91
Abundance Scan 2697 (18.950 min): BM009758.D (-2693) (-) m/z 55.10 100.00%
55 83
69
5000
8 125141 165 103200 - 18160 15,80 10100 10020
SN 224 241 2% "m/z 83.05 86.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95985: 1-Hexadecanol
43 5
) 83
5000 R AR SR B
29 18.60 18.80 19.00 19.20
m/z 43.05 85.44Y%
1l J‘ il 126140154168 196 224
m/z--> 25 45 é 80 100 120 140 160 180 200 220 240 260 280
Abundance
4357 83
97 NSNS SRR
18.60 18.80 19.00 19.20
5000 m/z 57.10 82.68%
29 111
14 126140154168182  210224238252266
mﬁmmmﬁwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107662: n-Heptadecanol-1 L B
83 18.60 18.80 19.00 19.20
A m/z 69.10 79.89%
5000
126
140154168182 210 238

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009758.D

Acq On : 28 Apr 2017 01:53

Operator : SJ/MA

Sample - 12806-03

Misc :

ALS Vial : 28 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 n-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.09 21.26 ng/ul 6262840 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 1l-Heneicosanol 312 C21H440 015594-90-8 94
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 3061 (21.092 min): BM009758.D (-3055) (-) m/z 43.10 100.00%

43 83
5000
111

l 139 168 20.80 21.00 21.20 21.40
oA hLd L 37108106 230 280308 356 417 475 | 175 55 10 97.38%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1
57 83
N
5000 111 LI L L L L B L L

20.80 21.00 21.20 21.40
m/z 57.10 93.98%

L] \‘ | ) ‘ k 11‘?7 195222 250 280 308 336

m/iz--> 0 50 100 150 2000 250 300 350 400 450
Abundance

55 83

3

20.80 21.00 21.20 21.40
5000 111 m/z 83.10 86.07%

29
139 167 196 238 266 294

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #191698: Bromoacetic acid, hexadecy! ester
43 20.80 21.00 21.20 21.40

69 m/z 69.05 82 .36%
97

-

5000

23
L JH 423 196222 269

m/z--> 0 50 100 150 200 250 300 350 400 450 20.80 21.00 21.20 21.40

%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009758.D

Acq On : 28 Apr 2017 01:53

Operator : SJ/MA

Sample - 12806-03

Misc :

ALS Vial : 28 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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.99 28.27 ng/ul 8327240 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 3214 (21.991 min): BM009758.D (-3208) (-) m/z 43.10 100.00%
Bl gs
5000
111
NN SR
139 21.60 21.80 22.00 22.20 22.40
i LA h ) ,1‘*’&. .l, 224250 282308 357 397 430461 502 | ys7 55 10 98.40%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol
55 83
5000 BBV UARURERU
mmmmnmnmnm
2 m/z 57.10 95.09%
139
Il \‘ \H | | 139167106 238266204
RIS UL B UL SR S

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

83

5

21.60 21.80 22.00 22.20 22.40

5000 m/z 83.10 81.43%
111

139168196 941
L B o i o I LN e e s S B

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

58

Abundance #186968: n-Tetracosanol-1
57 83 21.60 21.80 22.00 22.20 22.40
m/z 69.10 78.56%
5000 11
29 139
) | 167195222 250 280308336
T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.60 21.80 22. 00 22.20 22. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009758.D

Acq On : 28 Apr 2017 01:53

Operator : SJ/MA

Sample - 12806-03

Misc :

ALS Vial : 28 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 Tetracosanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.33 9.32 ng/ul 2746060 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanoic acid 368 C24H4802 000557-59-5 95
2 Tetracosanoic acid 368 C24H4802 000557-59-5 60
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Octadecanoic acid 284 C18H3602 000057-11-4 49

Abundance Scan 3272 (22.333 min): BM009758.D (-3265) (-) m/z 43.10 100.00%
48
NSNS IS R
185 269 5o, 325 368 22.00 22.20 22.40 22.60
213241
B 157 297 a1l m/z 57.10 84.09%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #195785: Tetracosanoic acid
73
43
129
22.00 22.20 22.40 22.60
3 185 oo 325 m/z 55.10 67.08%
~ .NJH@M%W$MH;&?7J..f*????.t.%%i.k.;,.t..,....,....,
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
22foo 22!20 22f4o 22feo '
5000 129 268 m/z 73.10 62.26%
98 185
18 157 227 269597325 Mﬂﬂjxww»www,/\”\»wwxﬁﬂwmdm
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95855: Pentadecanoic acid O o o e
43 78 22.00 22.20 22.40 22.60
m/z 60.00 58.20%
5000 129
199 242
3 157
"'ﬁ"ﬂmy”“ll{{\” LS DAL DAL S UARLALE SR W NSNS IS AR
miz--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009758.D

Acq On : 28 Apr 2017 01:53

Operator : SJ/MA

Sample - 12806-03

Misc :

ALS Vial : 28 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 _gamma.-Sitosterol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
26.84 12.73 ng/ul 1668630 Perylene-di12 23.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 98
2 Campesterol 400 C28H480 000474-62-4 64
3 .beta.-Sitosterol 414 C29H500 000083-46-5 58
4 _gamma.-Sitosterol 414 C29H500 000083-47-6 52
5 _beta.-Sitosterol 414 C29H500 000083-46-5 50

Abundance Scan 4038 (26.838 min): BM009758.D (-4032) (-) m/z 43.10 100.00%
43
5000 105 v~4wuwmerwj/\““mmvaANNW
I I I I

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

450

Abundance #217434: .gamma.-Sitosterol

5000

m/z-->

Abundance

5000 81 107

145
289
173 213 555 315 367

340

400

26.60 26.80 27.00 27.20

m/z 57.10 52.22%

-

I T I T
26.60 26.80 27.00 27.20

m/z 55.10 51.30%

-

26.60 26.80 27.00 27.20

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

Abundance #217433: .beta.-Sitosterol
43
5000 81105
18 414
329
L h 3037 354301
R
m/z--> 0 50 100 150 200 250 300 350 400 450

m/z 41.10 48 .65%

-

26.60 26.80 27.00 27.20

m/z 105.10

:

43.78%

I T I T
26.60 26.80 27.00 27.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009758.D

Acq On : 28 Apr 2017 01:53

Operator : SJ/MA

Sample - 12806-03

Misc :

ALS Vial : 28 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]
(DEL) Alkane: Cyc... 17.58 3.1 ng/ul 414675 4 17.22 2703610 20.0
1-Hexadecanol 18.95 2.1 ng/ul 285144 4 17.22 2703610 20.0
n-Tetracosanol-1 21.09 21.3 ng/ul 6262840 5 21.40 5891320 20.0
1-Heneicosanol 21.99 28.3 ng/ul 8327240 5 21.40 5891320 20.0
Tetracosanoic acid 22.33 9.3 ng/ul 2746060 5 21.40 5891320 20.0
-gamma.-Sitosterol 26.84 12.7 ng/ul 1668630 6 23.71 2621670 20.0
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