LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07382.D

Acq On : 02 Sep 2016 23:59

Operator : UM/SJ

Sample : H4639-06

Misc :

ALS Vial : 12 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\SOMO2.2-EPA-BM082316.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 6.963 735 744 753 rBV 424876 725045 12.04% 1.234%
2 7.128 766 772 781 rBV 333746 526055 8.74% 0.895%
3 7.328 799 806 816 rBV 444688 726424 12 _.06% 1.236%
4 7.792 878 885 892 rBY 700735 1130794 18.78% 1.924%
5 8.492 995 1004 1015 rBVY 588637 974762 16.19% 1.659%
6 8.945 1073 1081 1088 rBV 453577 774425 12.86% 1.318%
7 9.663 1196 1203 1217 rBV 401329 675677 11.22% 1.150%
8 10.198 1285 1294 1305 rBY 610864 1086636 18.05% 1.849%
9 10.580 1350 1359 1365 rBV 1054503 1835347 30.48% 3.123%
10 10.716 1375 1382 1395 rBV 147353 288056 4_78% 0.490%

11 13.833 1902 1912 1916 rBV 1423086 1991776 33.08% 3.389%
12 13.880 1916 1920 1929 rVB 637947 880830 14.63% 1.499%
13 14.115 1954 1960 1972 rVB 1446612 2191341 36.39% 3.729%
14 14.427 2001 2013 2020 rBV2 1800773 2860545 47.50% 4.867%
15 14.621 2040 2046 2061 rBV 563613 1021473 16.96% 1.738%

16 15.415 2175 2181 2187 rBV 2027957 2956972 49.11% 5.031%
17 15.539 2195 2202 2211 rBV 609167 871179 14.47% 1.482%
18 16.133 2297 2303 2306 rBvV 78041 114389 1.90% 0.195%
19 16.927 2427 2438 2457 rBV2 241011 497042 8.25% 0.846%
20 17.168 2472 2479 2484 rBV 2765506 3931194 65.28% 6.689%

21 17.209 2484 2486 2490 rVvVv 90284 104360 1.73% 0.178%
22 17.268 2490 2496 2506 rVB 2243901 3387280 56.25% 5.763%
23 17.551 2536 2544 2556 rBV2 141361 284501 4.72% 0.484%
24 17.998 2615 2620 2624 rBV2 89717 128262 2.13% 0.218%
25 18.056 2625 2630 2639 rVVv2 375580 653787 10.86% 1.112%

26 18.127 2639 2642 2651 rVB 55742 94428 1.57% 0.161%
27 18.339 2673 2678 2684 rBV7 54368 115648 1.92% 0.197%
28 19.103 2804 2808 2815 rBV5 34317 65632 1.09% 0.112%

29 19.221 2824 2828 2835 rVB 190029 303080 5.03% 0.516%
30 19.339 2844 2848 2853 rBV3 79510 111408 1.85% 0.190%

31 19.562 2879 2886 2898 rVB 3332030 4921131 81.72% 8.373%
32 20.486 3040 3043 3048 rvVB2 53771 89469 1.49% 0.152%
33 20.827 3098 3101 3110 rVB2 59020 78041 1.30% 0.133%
34 21.056 3136 3140 3148 rBV2 438602 638536 10.60% 1.086%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07382.D

Acq On : 02 Sep 2016 23:59

Operator : UM/SJ

Sample : H4639-06

Misc :

ALS Vial : 12 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
Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316.M
SVOA CALIBRATION

35 21.256 3171 3174 3179 rVB 229278 265074 4._.40% 0.451%

36 21.350 3183 3190 3194 rBV 4347352 6021615 100.00% 10.246%
37 21.950 3290 3292 3302 rVB7 134115 249131 4.14% 0.424%
38 22.915 3451 3456 3462 rBV3 350514 753937 12.52% 1.283%
39 23.474 3544 3551 3566 rVB2 2663651 5162715 85.74% 8.784%
40 23.615 3568 3575 3583 rvV 2920964 5657412 93.95% 9.626%

41 24.132 3658 3663 3673 rVB 426358 838090 13.92% 1.426%
42 24.891 3787 3792 3798 rVB2 166902 336025 5.58% 0.572%
43 26.703 4094 4100 4110 rVB9 184673 519469 8.63% 0.884%
44 27.626 4251 4257 4267 rVB6 229089 709573 11.78% 1.207%
45 28.291 4362 4370 4389 rVB4 326197 1222802 20.31% 2.081%

Sum of corrected areas: 58771368
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07382.D

Acq On : 02 Sep 2016 23:59

Operator : UM/SJ

Sample - H4639-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM082316.M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM007382.D

4000000
3000000

2000000

10.58
1000000
7.79 8.49 10.20

6.95,4.33 n 8.95 9.66

. Vi)

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM007382.D

4000000
19.56

3000000 17.17

17.27

2000000 1542

13.834.12

1000000

18.06
116117.55 1 m 1994884

04
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM007382.D

21.35

4000000
23.61
3000000 23.4y

2000000

1000000

e

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07382.D

Acq On : 02 Sep 2016 23:59

Operator : UM/SJ

Sample - H4639-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 Hexadecane, l1-chloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.93 2.53 ng/ul 497042 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, l1-chloro- 260 C16H33ClI 004860-03-1 90
2 1-Octadecanesulphonyl chloride 352 C18H37CI02S 1000342-70-4 87
3 Tritetracontane 605 C43H88 007098-21-7 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 86
Abundance Scan 2439 (16.933 min): BM007382.D (-2427) (-) m/z 57.10 100.00%

5|7
5000
_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—r
V 16.60 16.80 17.00 17.20
S E L ¥ B U A N m/z 43.05 69.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #110905: Hexadecane, 1-chloro-
57
5000 91 T TTTT TT T T UL B |
16. 60 16. 80 17. OO 17.20
m/z 71.05 68.85%
Zb‘ “‘\\‘\\\133 175 224 260
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
16.60 16.80 17.00 17.20
5000 m/z 55.10 50.44%
91
133 175 288
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane T
57 16.60 16.80 17.00 17.20
m/z 41.10 45 _.06%
5000
97
h‘ 141 183 225 267 323 379 421 463 505 547 604
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 60 16. 80 17. OO 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07382.D

Acq On : 02 Sep 2016 23:59

Operator : UM/SJ

Sample - H4639-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 2
R.T. EstConc Area Relative to ISTD R.T.
18.06 3.33 ng/ul 653787 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2631 (18.062 min): BM007382.D (-2625) (-) m/z 73.05 100.00%

99 17.80 18.00 18.20 18.40
261 m/z 60.00 80.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

43 ©0

7B
43
5000 129
213
157171
LJM 143 185, 256

5000 129 R RRRE Bl e R ARs
‘J' o3 17.80 18.00 18.20 18.40

m/z 43.10 74 .46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

213
143157171185199

:

73

43 L IR o e o e
57 17.80 18.00 18.20 18.40

m/ 55.05 66 .00%
5000 129 z 0

29 185 228
87 101115 143,171
157

199513

meﬁwﬁwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid s e S
43 17.80 18.00 18.20 18.40
m/z 41.05 65.26%

:

5000 29 256

:

21
143157171185, 99

I T I
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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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\HPCHEM1I\BNA_M\DATA\BM090316\
BMOO7382.D

02 Sep 2016 23:59

UM/SJ

H4639-06

12 Sample Multiplier: 1

SVOA CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .M

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

R.T. Est
21.06 2
Hit# of 5

1 1-Nonadec
2 5-Eicosen
3 1-Heneico
4 Behenic a

3 (DEL) Alkane: Cyclic21.06

Concentration Rank 6

Conc Area Relative to ISTD R.T.
12 ng/ul 638536 Chrysene-di12 21.34
Tentative ID MW  MolForm CAS# Qual
ene 266 C19H38 018435-45-5 99
e, (B)- 280 C20H40 074685-30-6 98
sanol 312 C21H440 015594-90-8 95
Icohol 326 C22H460 000661-19-8 95
acetoxy hexadecane 338 C18H33F302 006222-03-3 94

5 Trifluoro

Abundance Scan 3141 (21.062 min): BM007382.D (-3136) (-) m/z 57.10 100.00%
7 83
5000 111
e == S e
139 20.80 21.00 21.20 21.40
3 168187 207 250 295
N gt i3 BLE .1. Re7 2P 325 355 n/z 43.10 85.81%
m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
43 97
69
5000 LA L L L L L L L
2080 21/00 21.20 21.40
125 m/z 55.10 85.20%
25 ‘\ \ | |15 182 210 238 266
——a T e
m/z--> 100 150 200 250 300 350
Abundance
55
e A RAn s e
83 20.80 21.00 21.20 21.40
5000 m/z 83.10 83.71%
29 111
139 167 196 223 252 280
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol T T e e
55 83 20.80 21.00 21.20 21.40
m/z 97.10 80.95%
5000 111 Mw_wﬂ'%w*mw/\\ﬁﬁw\JLﬂﬂﬁw
29
L \| | | ™3° 167 106 238 266 204
T e e T = R
m/z--> 50 100 150 200 250 300 350 2080 21100 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07382.D

Acq On : 02 Sep 2016 23:59

Operator : UM/SJ

Sample - H4639-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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.
24.13 2.96 ng/ul 838090 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 3663 (24.132 min): BM007382.D (-3658) (-) m/z 57.10 100.00%
g7
85
5000
113 23.80 24.00 24.20 24.40
155183 : : : -
A I, Ll frfio2h2s8 280309 361 401 475503 | n,o7 71 10 77.48%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane
57
5000 85 UL ARE
23.80 24.00 24.20 24.40
113 m/z 43.10 58.22%
29 hh d\1414§9197225 267 295 365393
m/z--> 50 160 150 200 250 300 350 400 450 500
Abundance
57
o 23.80 24.00 24.20 24.40
5000 m/z 85.10 57.73%
2 113 141 169 197 295 253 338
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- I S A BBRRE
43 23.80 24.00 24.20 24.40
- m/z 55.10 24 _.64%
5000
9 127
m/z--> 50 100 150 200 250 300 350 400 450 500 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07382.D

Acq On : 02 Sep 2016 23:59

Operator : UM/SJ

Sample - H4639-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 Lup-20(29)-en-3-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
27.63 2.51 ng/ul 709573 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 89
2 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 74
3 6,10-Dimethyl-3-(1-methylethylid... 206 C15H26 069239-71-0 64
4 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 46
5 4,8-Methanoazulen-9-o0l, decahydr... 222 C15H260 004586-22-5 35
Abundance Scan 4258 (27.61(3])2 min): BM007382.D (-4251) (-) m/z 205.20 100.00%
81 205
107
55
5000 35
61 245 313 409 LA e g
288 | 343 381 461 489 27.40 27.60 27.80 28.00

m/z 81.10 86.41%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #220485: Lup-20(29)-en-3-one

205

109

424

27.I4O 27.I60 27.I80 28.I00
m/z 93.05 79.67%

5000 81

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

Abundance
205
A R
257 27.40 27.60 27.80 28.00
5000 m/z 107.10 69.10%
121 149 424
B B B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #66220: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodecene  AmE BE o
41 82 27.40 27.60 27.80 28.00
m/z 109.10 66.34%
121
5000
149 206
| e
B B B B B e R Ama R
m/z--> 0 50 100 150 200 250 300 350 400 450 27.40 27.60 27.80 28.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07382.D

Acq On : 02 Sep 2016 23:59

Operator : UM/SJ

Sample - H4639-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 Stigmast-4-en-3-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

28.29 4_.32 ng/ul 1222800 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 96
2 Testosterone 288 C19H2802 000058-22-0 50
3 Testosterone 288 C19H2802 000058-22-0 50
4 Testosterone cypionate 412 C27H4003 000058-20-8 38
5 2,3-Diaminophenol 124 C6H8N20 059649-56-8 30

Abundance Scan 4370 (28.291 min): BM007382.D (-4362) (-) m/z 124.10 100.00%

5000

e,
LI S N e L I

28.00 28.20 28.40 28.60
m/z 229.20 58.38%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #216708: Stigmast-4-en-3-one
124

5000
28.00 28.20 28.40 28.60

m/z 43.10 56.28%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
124 288
R A B e
28.00 28.20 28.40 28.60
5000 246 m/z 55.10 42.12%
4 91 203
165
e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #134630: Testosterone A REREEEa S
124 28.00 28.20 28.40 28.60
288 m/z 57.10 33.07%

5000

I T T I
m/z--> 50 100 150 200 250 300 350 400 450 500 28.00 28.20 28.40 28.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07382.D

Acq On : 02 Sep 2016 23:59

Operator : UM/SJ

Sample : H4639-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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]
Hexadecane, 1-chl... 16.93 2.5 ng/ul 497042 4 17.17 3931190 20.0
n-Hexadecanoic acid 18.06 3.3 ng/ul 653787 4 17.17 3931190 20.0
(DEL) Alkane: Cyc... 21.06 2.1 ng/ul 638536 5 21.34 6021620 20.0
(DEL) Alkane: Str... 24.13 3.0 ng/ul 838090 6 23.61 5657410 20.0
Lup-20(29)-en-3-one 27.63 2.5 ng/ul 709573 6 23.61 5657410 20.0
Stigmast-4-en-3-one 28.29 4.3 ng/ul 1222800 6 23.61 5657410 20.0
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