LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM081216\
Data File : BM0O07051.D
Aca On : 12 Aug 2016 20:41 Instrument :
Operator : UM/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 : H4389-02 PR002-SS004-2430-01
ALS Vial : 20 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\SOMO2.2-EPA-BM081116 .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 2.869 43 48 55 rvB 120941 178459 2.20% 0.218%
2 3.328 122 126 132 rBvV 58722 89615 1.11% 0.110%
3 6.975 739 746 759 rBVY 1193986 1920269 23.69% 2.348%
4 7.145 765 775 785 rBV 883424 1389409 17.14% 1.699%
5 7.345 802 809 822 rBVY 1247323 1983167 24.47% 2.425%
6 7.810 881 888 898 rBV 783300 1297930 16.01% 1.587%
7 8.504 998 1006 1018 rBY 1391841 2301393 28.40% 2.814%
8 8.963 1076 1084 1094 rBV 1115973 1840818 22.71% 2.251%
9 9.680 1196 1206 1215 rBV 928029 1550354 19.13% 1.896%
10 10.216 1290 1297 1305 rBVY 1497804 2480027 30.60% 3.032%

11 10.598 1354 1362 1370 rBV 1076369 1806896 22.29% 2.209%
12 10.733 1375 1385 1400 rBV 1350914 2334977 28.81% 2.855%
13 13.851 1909 1915 1920 rBV 2564467 3705622 45.72% 4_.531%
14 13.898 1920 1923 1935 rVB 1060233 1424765 17.58% 1.742%
15 14.133 1953 1963 1971 rBV 2825353 4314276 53.23% 5.275%

16 14.445 2008 2016 2024 rBV2 1590672 2499048 30.83% 3.056%
17 14.627 2041 2047 2056 rBV 1165856 1736373 21.42% 2.123%
18 15.186 2137 2142 2148 rBV 150388 197074 2.43% 0.241%
19 15.298 2156 2161 2167 rVB2 78984 117191 1.45% 0.143%
20 15.433 2176 2184 2192 rBV 3662497 5435429 67.07% 6.646%

21 15.551 2198 2204 2219 rBV 961656 1406203 17.35% 1.719%
22 15.680 2221 2226 2229 rBV2 48267 87364 1.08% 0.107%
23 16.162 2304 2308 2311 rBV 141727 186206 2.30% 0.228%
24 16.956 2438 2443 2447 rBV2 69681 100227 1.24% 0.123%
25 17.186 2473 2482 2492 rBV2 2124229 3142955 38.78% 3.843%

26 17.286 2492 2499 2510 rVV 4146514 6018878 74.26% 7.359%
27 17.574 2542 2548 2557 rVB4 65980 100298 1.24% 0.123%
28 18.080 2629 2634 2645 rBV 412473 616732 7.61% 0.754%
29 19.209 2822 2826 2829 rBV2 68755 94192 1.16% 0.115%
30 19.362 2848 2852 2859 rBV 207697 289461 3.57% 0.354%

31 19.574 2882 2888 2894 rBV 5260980 7386689 91.14% 9.031%
32 19.621 2894 2896 2902 rVB2 77073 99421 1.23% 0.122%
33 20.109 2973 2979 2986 rBV5 70379 131309 1.62% 0.161%
34 21.080 3140 3144 3152 rBV 707910 906080 11.18% 1.108%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM081216\

Data File : BMO0O7051.D

Aca On : 12 Aug 2016 20:41

Operator : UM/SJ

3?22'6 i H4389-02 PR002-55004-2430-01
ALS Vial : 20 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:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM081116.M
SVOA CALIBRATION

Method
Title

35 21.150 3153 3156 3160 rVB 94561 127465 1.57% 0.156%
36 21.362 3187 3192 3197 rBV 3241906 4313105 53.22% 5.274%
37 22.962 3461 3464 3468 rVB2 93760 121724 1.50% 0.149%
38 23.497 3547 3555 3561 rBV2 4203564 8104616 100.00% 9.909%
39 23.638 3572 3579 3589 rVB2 2219087 4360155 53.80% 5.331%
40 24.209 3672 3676 3682 rVB3 152816 267095 3.30% 0.327%

41 24.956 3795 3803 3815 rBV3 2141887 5324932 65.70% 6.511%

Sum of corrected areas: 81788199
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

= Z:\HPCHEMI\BNA M\DATA\BM081216\
: BMOO7051.D

: 12 Aug 2016 20:41

: UM/SJ

: H4389-02

20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM081116.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

PR002-SS004-2430-01

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM007051.D
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Time-->

12.00 12,50 13.00 13.50 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

5000000

4000000

3000000

2000000

1000000

0%

TIC: BM007051.D

23.50

21.36

P3.64 24.96

21.08

22.96 24.21
1 AN

Time--> 20.50 21.00 21.50 22.00 22.50 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

SOMO2.2-EPA-BM081116.M Wed Sep 08 20:56:15 2004

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM081216\

Data File : BMO0O7051.D

Aca On : 12 Aug 2016 20:41

Operator : UM/SJ

ﬁ?ggle i H4389-02 PR002-55004-2430-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM081116.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 1 unknown-01 Concentration Rank 4

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

2.87 2.75 ng/ul 178459 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 36
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 23
3 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 12
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Glycine, N-acetyl- 117 C4H7NO3 000543-24-8 9

Abundance Scan 48 (2.869 min): BM007051.D (-43) (-) m/z 73.05 100.00%

74.0
5000 43.0
89.1

280 300 320
o Ut b e e e et | m/z 43.00  47.69%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
43.0

5000
2 80 3.00 3.20
89.0 m/z 89.10 31.19%
0 ‘HM L \ ‘
,,,,,,,,,,
m/z--> 80 100 120 140 160 180 200
Abundance
73.0
43.0 T
280 3.00 3.20
5000 m/z 41.05 7.60%
27,0
89.0
Ol et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2138: Propane, 2-methoxy-2-methy!l- T
73.0 280 3.00 3.20
m/z 42.10 6.46%
5000
410 570
m/z--> 20 40 60 80 100 120 140 160 180 200 280 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM081216\

Data File : BMO0O7051.D

Aca On : 12 Aug 2016 20:41

Operator : UM/SJ

ﬁ?ggle i H4389-02 PR002-55004-2430-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM081116.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.08 3.92 ng/ul 616732 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 86
Abundance Scan 2634 (18.080 min): BM007051.D (-2629) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1
970 213.2
ahe 262 17.80 18.00 18.20 18.40
ol L m/z 60.00 81.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 UL SRR BN UL B
83.0 17.80 18.00 18.20 18.40
J' 1570 1gsq 2130 2560 m/z 43.10 77.88%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—r
17.80 18.00 18.20 18.40
5000 256.0 m/z 55.05 70.09%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid SRR E R L AR
43.0 | 73.0 17.80 18.00 18.20 18.40
m/z 41.05 63.32%
5000 129.0 \~¢\_~—MVWANMf\vkw&uwNM&*&m&
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 Ifso 1&50 1850 1&%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM081216\

Data File : BMO0O7051.D

Aca On : 12 Aug 2016 20:41

Operator : UM/SJ

ﬁ?ggle i H4389-02 PR002-55004-2430-01
ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM081116.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 (DEL) Alkane: Cyclic21.08 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.08 4._.20 ng/ul 906080 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 E-l1l4-Hexadecenal 238 C16H300 330207-53-9 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 3144 (21.080 min): BM007051.D (-3140) (-) m/z 57.05 100.00%
51.0 [97.0
5000
39.1 20.80 21.00 21.20 21.40
ot i LA } a0l 2983 2810 3229 8772 4291 n75 83.10  99.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 97.0
20.80 21.00 21.20 21.40
m/z 55.10 96.25%
JLz2o) || | | | 1390 1850 2230 2800
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
83.0 2080 21.00 21.20 2140
5000 m/z 97.05 92 .39%
0
o 168.0203.0238.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
430 830 20.80 21.00 21.20 21.40
' m/z 69.10 90.54%
5000
25.0
o1 ‘ || 1670 2100 2800
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\BM081216\

Data File : BMO0O7051.D

Aca On : 12 Aug 2016 20:41

Operator : UM/SJ

ﬁ?ggle i H4389-02 PR002-55004-2430-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM081116.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 4 17-(1,5-Dimethylhexyl)-10,1... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24 .96 24 .43 ng/ul 5324930 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-(1.5-DimethvlhexvI1)-10.13-dim... 386 C27H460 1000210-38-4 99
2 Cholesterol 386 C27H460 000057-88-5 99
3 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 99
4 Cholesterol 386 C27H460 000057-88-5 95
5 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 38
Abundance Scan 3804 (24.962 min): BM007051.D (-3795) (-) m/z 43.05 100.00%
43.0 q
105.1
145.1 213.2 275.3
5000
ui a1 24100 2480 500 220
ot . . m/z 57.05 75.54%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,8,9...
43.0
386.0
5000 AL U B I
24.60 24.80 25.00 25.20
m/z 105.05 66.01%
oL MIHI I’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
105.0 145.0 386.0 24.60 24.80 25.00 25.20
5000 275.0 m/z 55.05 63.16%
213.0
326.0
L U U UL L L UL WL WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one LB R e
43.0 24.60 24.80 25.00 25.20
m/z 107.05 61.29%
5000
105.0
‘ 1450 2130 4759 386.0
0 — I‘ ‘l“' ‘L\ JILI‘H‘I “:Hh‘ JUIHJI JIL I\\HIHI i I‘I .I\ IJI\I ﬂ: . Il |32|6|(|) I\ . L:‘ Itl R )
m/z--> 50 100 150 200 250 300 350 400 450 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM081216\

Data File : BMO0O7051.D

Acq On : 12 Aug 2016 20:41

Operator : UM/SJ

3?22'6 i H4389-02 PR002-SS004-2430-01
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116.M
Quant Title : 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 2.87 2.8 ng/ul 178459 1 7.82 1297930 20.0
n-Hexadecanoic acid 18.08 3.9 ng/ul 616732 4 17.19 3142960 20.0
(DEL) Alkane: Cyc... 21.08 4.2 ng/ul 906080 5 21.36 4313110 20.0
17-(1,5-Dimethylh... 24.96 24 _4 ng/ul 5324930 6 23.64 4360160 20.0
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