LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009837.D

Acq On : 01 May 2017 19:19

Operator : SJ/MA

Sample - 12848-06

Misc :

ALS Vial : 7 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 6.987 655 663 676 rvB 321949 585166 20.85% 1.863%
2 7.145 684 690 702 rvVB 239339 389173 13.86% 1.239%
3 7.345 716 724 731 rBVY 312221 518208 18.46% 1.649%
4 7.810 793 803 811 rBV 347937 573532 20.43% 1.825%
5 8.522 917 924 936 rBV 421758 705065 25.12% 2.244%
6 8.981 994 1002 1012 rBV 323295 567237 20.21% 1.805%
7 9.698 1117 1124 1132 rBV2 283691 482493 17.19% 1.536%
8 10.233 1209 1215 1224 rBV 399373 678649 24.18% 2.160%
9 10.610 1272 1279 1289 rVB 508335 859259 30.61% 2.735%
10 10.757 1297 1304 1317 rBVY 361620 662227 23.59% 2.108%

11 13.868 1827 1833 1838 rBV 848032 1166419 41.55% 3.713%
12 13.916 1838 1841 1846 rVB 91160 121941 4._.34% 0.388%
13 14.151 1875 1881 1890 rBV 836938 1260762 44.91% 4.013%
14 14.327 1906 1911 1916 rBV2 20855 28506 1.02% 0.091%
15 14.463 1926 1934 1942 rBV2 834388 1286035 45.81% 4._.093%

16 14.686 1965 1972 1983 rBV 359965 661270 23.56% 2.105%
17 15.286 2069 2074 2079 rBV3 39060 52767 1.88% 0.168%
18 15.457 2096 2103 2110 rBV 1226596 1702332 60.64% 5.418%
19 15.592 2120 2126 2134 rBV2 375677 567489 20.22% 1.806%

20 15.692 2138 2143 2147 rVB5 24489 36239 1.29% 0.115%
21 16.145 2216 2220 2225 rBV 48532 75474 2.69% 0.240%
22 16.939 2351 2355 2360 rBV5 28564 38991 1.39% 0.124%

23 17.215 2395 2402 2410 rBV 1208033 1794718 63.94% 5.712%
24 17.309 2412 2418 2426 rVB 1350391 1995464 71.09% 6.351%
25 18.086 2545 2550 2555 rBV2 173676 233010 8.30% 0.742%

26 19.245 2745 2747 2751 rVB6 26922 29871 1.06% 0.095%
27 19.368 2764 2768 2771 rBvV4 51169 75759 2.70% 0.241%
28 19.609 2803 2809 2815 rBV 1892473 2604143 92.77% 8.289%
29 20.521 2962 2964 2968 rVB3 85530 81565 2.91% 0.260%

30 21.080 3056 3059 3063 rBV3 243866 266161 9.48% 0.847%

31 21.397 3108 3113 3118 rVB 2174491 2638376 93.99% 8.398%
32 23.003 3382 3386 3392 rVB 784178 1143610 40.74% 3.640%
33 23.562 3476 3481 3488 rVB2 1489776 2807048 100.00% 8.934%
34 23.709 3501 3506 3513 rVB 1376385 2675529 95.31% 8.516%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009837.D

Acq On : 01 May 2017 19:19

Operator : SJ/MA

Sample - 12848-06

Misc :

ALS Vial : 7 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 26.838 4031 4038 4049 rVB6 710690 2053666 73.16% 6.537%

Sum of corrected areas: 31418154
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009837.D

Acq On : 01 May 2017 19:19

Operator : SJ/MA

Sample - 12848-06

Misc :

ALS Vial : 7 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: BM009837.D
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Abundance TIC: BM009837.D
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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: BM009837.D
21.40

2500000 23.56

23.71
2000000
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1500000

1000000

21.08 -

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 : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009837.D

Acq On : 01 May 2017 19:19

Operator : SJ/MA

Sample - 12848-06

Misc :

ALS Vial : 7 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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.09 2.60 ng/ul 233010 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 2551 (18.092 min): BM009837.D (-2545) (-) m/z 72.95 100.00%
5000 M\Aﬂ’\"w«
'17.80 18.00 18.20 18.40
m/z 60.00 82.60%
m/z--> 50 100 150 200 250 300
Abundance #72647: Tridecanoic acid
73
43
5000 129
171 17.80 18.00 18.20 18.40
% o7 ‘ 214 m/z 43.05 80.49%
H\ H‘\‘ h ‘ HMI \ml\‘ ih“u‘l |‘1??| ! |‘EL97 |“| — ——
m/z--> 50 100 150 200 250 300
Abundance
43 | 73
17.|80 18.|00 18.|20 18.|40
5000 m/z 41.00 79.90%
. 129 - 14
152 197
m/z--> éo 160 150 260 250 360
Abundance #72648: Tridecanoic acid T o
78 17.80 18.00 18.20 18.40
m/z 55.05 74 .68%
43
5000
129
‘ ‘ il 24
I1\8‘\‘ {IJI‘I‘}““ m\. I\IJI ‘1§‘2||‘EL9|7|{||| —— e —
m/z--> 50 150 200 250 300 1mmmmwmmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009837.D

Acq On : 01 May 2017 19:19

Operator : SJ/MA

Sample - 12848-06

Misc :

ALS Vial : 7 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 (DEL) Alkane: Cyclic21.08 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.08 2.02 ng/ul 266161 Chrysene-d12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 92
2 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
3 1,2-Octadecanediol 286 C18H3802 020294-76-2 90
4 1-Hexadecanethiol 258 C16H34S 002917-26-2 89
5 1-Octadecene 252 C18H36 000112-88-9 87
Abundance Scan 3059 (21.080 min): BM009837.D (-3056) (-) m/z 55.10 100.00%
55
83
5000
| o 20,80 21.00 21.20 21.40
139 182 241 282 355 . ) .
Ol tidill] .L;-l [ e .| et iy AOLAZ0 476803 | sz 57.10 86.17%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #58279: Cyclotetradecane
55
83
5000 LN IR IR BN I
29 20.80 21.00 21.20 21.40
111 m/z 43.10 77.24%
|, \ L 139168196
m/iz--> 0 50 150 200 250 300 350 400 450 500
Abundance
20,80 21.00 21.20 21.40
5000 111 m/z 83.10 68.03%
29
140168 196 241 342
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #133064: 1,2-Octadecanediol N B E e
57 20.80 21.00 21.20 21.40
83 m/z 41.05 59.79%
5000
111
[J \ [139168 207 255281
m/iz--> 0 5'0 1(')0 150 200 250 300 350 400 450 500 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009837.D

Acq On : 01 May 2017 19:19

Operator : SJ/MA

Sample - 12848-06

Misc :

ALS Vial : 7 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: Cyclic23.00 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.00 8.55 ng/ul 1143610 Perylene-d12 23.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene, (2)- 322 C23H46 027519-02-4 93
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 91
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 3385 (22.997 min): BM009837.D (-3382) (-) m/z 57.10 100.00%
57
5000
yﬁ 111
LRI IR SR SUNIA B
139 209 281 22.60 22.80 23.00 23.20 23.40
ol i L .‘,i.l.'u.-',-?‘??. b 2247 828353383 418 476 | n77 43.10  89.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #163019: 9-Tricosene, (2)-
55 83
5000 111 LRI IR SR SUNIA B
22.60 22.80 23.00 23.20 23.40
29 m/z 55.10 84.16%
L
UL 867105200 260 204
R DAL SN NN SRR S

%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57 197
s N o
22.60 22.80 23.00 23.20 23.40
5000 m/z 69.10 73.53%
125
29 153 181 209236 264 292 320 350 378
e A B s o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174181: Cyclodocosane, ethyl- A EEE TS

22.60 22.80 23.00 23.20 23.40
m/z 83.10 67 .24%

83

5000

307

%

139 167 195 223 251 278
MR
miz--> 50 100 150 200 250 300 350 400 450 22.60 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009837.D

Acq On : 01 May 2017 19:19

Operator : SJ/MA

Sample - 12848-06

Misc :

ALS Vial : 7 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 _gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.84 15.35 ng/ul 2053670 Perylene-d12 23.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 90
2 _beta.-Sitosterol 414 C29H500 000083-46-5 87
3 Ergost-7-en-3-ol, (3.beta.)- 400 C28H480 026047-31-4 43
4 _beta.-Sitosterol 414 C29H500 000083-46-5 43
5 Campesterol 400 C28H480 000474-62-4 38
Abundance Scan 4038 (26.838 min): BM009837.D (-4031) (-) m/z 43.10 100.00%
a3
5000 69 s
273308329 _ 381 414 26,60 26.80 27.00 27.20
9 . . . .
_— 34 449476 m/z 55.10 63.69%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #217434: .gamma.-Sitosterol
43
5000 R A S SR B
26.60 26.80 27.00 27.20
m/z 57.10 63.37%
T I‘I
m/z--> 0
Abundance
43
26,60 26.80 27.00 27.20
5000 m/z 69.10 43.05%
81107 414
Y173 213 255 303320
173 254381
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #212395: Ergost-7-en-3-ol, (3.beta.)- N BREmEEES
43 26.60 26.80 27.00 27.20
m/z 41.10 39.19%
5000
18
'J"" IR AL A A
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 26.60 26.80 27.00 27.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009837.D

Acq On : 01 May 2017 19:19

Operator : SJ/MA

Sample - 12848-06

Misc :

ALS Vial : 7 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]
Tridecanoic acid 18.09 2.6 ng/ul 233010 4 17.22 1794720 20.0
(DEL) Alkane: Cyc... 21.08 2.0 ng/ul 266161 5 21.40 2638380 20.0
(DEL) Alkane: Cyc... 23.00 8.6 ng/ul 1143610 6 23.71 2675530 20.0
-gamma.-Sitosterol 26.84 15.4 ng/ul 2053670 6 23.71 2675530 20.0
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