LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\
Data File : BM0O07746.D
Acq On : 28 Oct 2016 17:00 Instrument :
Operator : UM/SJ gyAﬁg ol

- - lentosampleld :
3?22'6 - H5442-02 PRERV-SS012-1218-01
ALS Vial : 10 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-BM102016.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 2.640 6 9 22 rvB2 74759 167103 3.88% 0.391%
2 2.887 48 51 55 rvB 54935 64440 1.50% 0.151%
3 4.004 233 241 249 rBvY 41987 72563 1.69% 0.170%
4 4.910 389 395 403 rvB 43584 79391 1.84% 0.186%
5 5.422 477 482 489 rVB 42697 67744 1.57% 0.158%
6 6.934 731 739 754 rVB2 496117 964195 22.39% 2.253%
7 7.092 759 766 778 rBV 414601 657418 15.27% 1.536%
8 7.287 792 799 808 rBV 546411 909795 21.13% 2.126%
9 7.751 869 878 885 rBY 690597 1119299 26.00% 2.616%
10 8.281 963 968 978 rvB4 22182 52492 1.22% 0.123%

11 8.457 992 998 1014 rBV 549796 966375 22.44% 2.258%
12 8.910 1067 1075 1083 rBvV 492803 855962 19.88% 2.000%
13 9.628 1190 1197 1204 rVB 386504 686903 15.95% 1.605%
14 10.163 1276 1288 1298 rBV 602638 1103775 25.64% 2.579%
15 10.533 1337 1351 1359 rBvV 866856 1527106 35.47% 3.569%

16 10.680 1365 1376 1390 rBV 374633 825470 19.17% 1.929%

17 11.016 1427 1433 1437 rBV3 32375 53115 1.23% 0.124%
18 11.810 1561 1568 1572 rBV2 57280 92129 2.14% 0.215%
19 12.263 1639 1645 1652 rVB5 43712 84290 1.96% 0.197%
20 12.816 1730 1739 1743 rVB5 46474 101189 2.35% 0.236%
21 12.980 1762 1767 1771 rBvV4 39186 77480 1.80% 0.181%
22 13.157 1791 1797 1811 rBV 267295 476546 11.07% 1.114%
23 13.386 1830 1836 1842 rVB7 43154 95328 2.21% 0.223%

24 13.798 1900 1906 1910 rBV 1343798 1889944 43.89% 4.417%
25 13.845 1910 1914 1921 rVV 716871 994395 23.09% 2.324%

26 13.916 1922 1926 1933 rVBS8 43215 85979 2.00% 0.201%
27 14.027 1941 1945 1948 rBvV4 42405 61833 1.44% 0.144%
28 14.080 1948 1954 1959 rBV 1232979 1882175 43.71% 4.398%
29 14.168 1965 1969 1972 rBV2 70841 91236 2.12% 0.213%

30 14.210 1972 1976 1981 rVB 177605 260196 6.04% 0.608%

31 14.298 1984 1991 1994 rBV3 188199 323257 7.51% 0.755%
32 14.345 1995 1999 2001 rVV3 69988 102488 2.38% 0.240%
33 14.386 2001 2006 2014 rVB 1301758 1964964 45.64% 4.592%
34 14.474 2016 2021 2031 rVB4 83806 163137 3.79% 0.381%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\
Data File : BM0O07746.D
Acq On : 28 Oct 2016 17:00 Instrument :
Operator : UM/SJ EFAﬁg ol

- - lentosampleld :
a?ch:le - H5442-02 PRERV-SS012-1218-01
ALS Vial : 10 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-BM102016.M
SVOA CALIBRATION

35 14.610 2039 2044 2054 rBV 323222 628248 14.59% 1.468%

36 15.174 2136 2140 2145 rVB4 63686 102772 2.39% 0.240%
37 15.233 2147 2150 2154 rVvVv 43598 54016 1.25% 0.126%
38 15.380 2170 2175 2181 rBV 1604735 2275652 52.85% 5.318%
39 15.515 2194 2198 2208 rBV 224440 360928 8.38% 0.843%
40 16.098 2293 2297 2298 rBV2 77727 91891 2.13% 0.215%

41 16.645 2386 2390 2397 rBV6 55387 111889 2.60% 0.261%
42 17.133 2468 2473 2478 rBV2 1447503 2098248 48.73% 4_.903%
43 17.233 2485 2490 2501 rVB 1772339 2508367 58.26% 5.862%
44 18.021 2622 2624 2629 rBV2 108592 133455 3.10% 0.312%
45 19.192 2820 2823 2830 rVB 215556 265726 6.17% 0.621%

46 19.527 2876 2880 2893 rBV 2159515 3236542 75.17% 7.563%
47 21.321 3181 3185 3190 rVB 2053734 2446784 56.83% 5.718%
48 22.068 3308 3312 3323 rVB 3034494 4305699 100.00% 10.062%
49 23.438 3540 3545 3550 rBV 1632476 2748055 63.82% 6.422%
50 23.580 3565 3569 3578 rVB2 1413047 2503764 58.15% 5.851%

Sum of corrected areas: 42791748
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

PRERV-SS012-1218-01

= Z:\HPCHEMI\BNA_M\DATA\BM102816\
: BMOO7746.D

: 28 Oct 2016 17:00

: UM/SJ

: H5442-02

10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM102016.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BM0O07746.D

10.53
7.75

6.9808:29 ) 846 8o gg5 91 hoge
.642.89 4,00 491 542 \ I JL 3,2§’k | i 11,02

Time-->

300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BMO07746.D

19.53

15.38
13894 01439

11.81 12.26 128298 LL

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: BM0O07746.D
22107

3.58

Time--> 20.

50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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\BM102816\

Data File : BMO07746.D

Acq On : 28 Oct 2016 17:00

Operator : UM/SJ

ﬁ?ggle i H5442-02 PRERV-SS012-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM102016.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.16 4.85 ng/ul 476546 Acenaphthene-d10 14.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahydro-4,4,8,9,10-pentamethyl. .. 208 C15H28 080655-44-3 86
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 Silane, tetra-2-propenyl- 192 C12H20Si 001112-66-9 35
4 10.alpha.-Eremophilane 208 C15H28 003242-05-5 27
5 Cyclohexene, 3-methyl-6-(1-methy... 138 C10H18 005256-65-5 25
Abundance Scan 1798 (13.163 min): BM007746.D (-1791) (-) m/z 193.20 100.00%
193
5000
208 12.80 13.00 13.20 13.40
m/z 95.10 52.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 9 109 AU A AL
55 83 137 12.80 13.00 13.20 13.40
‘ 151 - m/z 123.05 46.69%
...|....|...‘.l.‘l“..‘l‘l..‘llu‘.“..|l...‘lu.‘3.1.6§.].-?|9...‘.|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193
123 12.80 13.00 13.20 13.40
5000 m/z 69.10 45_38%
150
95
15 27 42 55 75 109 135 164 178
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54584: Silane, tetra-2-propenyl- R REER REEa
g5 109 123 12.80 13.00 13.20 13.40
43 69 151 m/z 109.10 37.53%
5000 81
55
R UL LRI SURELS SR 'I'w“'l"'%3?'“l'}§4"l' R B PN SUNSA SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO07746.D

Acq On : 28 Oct 2016 17:00

Operator : UM/SJ

ﬁ?ggle i H5442-02 PRERV-SS012-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM102016.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 3 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.21 2.65 ng/ul 260196 Acenaphthene-d10 14.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 40
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
3 Benzonitrile, pentafluoro- 193 C7F5N 000773-82-0 27
4 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 27
5 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 25
Abundance Scan 1976 (14.210 min): BM007746.D (-1972) (- m/z 193.20 100.00%
193
69
5000

97 109
81 123

137

152 165 177 208 13.80 14.00 14.20 14.40 14.60

m/z 69.10 62 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 109 AR EARmE
137 13. 80 14. 00 14 20 14. 40 14 60
‘ 151 m/z 97.10 40.75%
208
\ S Bt o
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
193
RS A ma e R
13.80 14.00 14.20 14.40 14.60
5000 43 55 m/z 55.05 40.56%
109
69 81 97
29

123
137149 163 179 207 222

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #55542: Benzonitrile, pentafluoro- A EEE TS
193 13.80 14.00 14.20 14.40 14.60
m/z 41.10 40.43%
5000
31 o 124
162
55 | 105 143 7| 174
T T T e T T R EmE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13. 80 14. 00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO07746.D

Acq On : 28 Oct 2016 17:00

Operator : UM/SJ

ﬁ?ggle i H5442-02 PRERV-SS012-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM102016.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 cis-.beta.-Farnesene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.30 3.29 ng/ul 323257 Acenaphthene-d10 14.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-.beta.-Farnesene 204 C15H24 028973-97-9 90
2 (E)-.beta.-Famesene 204 C15H24 018794-84-8 90
3 Cyclohexene, 3-(1,5-dimethyl-4-h.__. 204 C15H24 020307-83-9 76
4 Cyclohexene, 3-(1,5-dimethyl-4-h... 204 C15H24 020307-83-9 76
5 (E)-.beta.-Famesene 204 C15H24 018794-84-8 68
Abundance Scan 1991 (14.298 min): BM007746.D (-1984) (-) m/z 69.05 100.00%
41
5000
161 VT T e
204 14.00 14.20 14.40 14.60
_— .|, | .-.|-|.-', 176 189 1, 219 m/z 93.10 68.39%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #64350: cis-.beta.-Farnesene
4
69
5000 93 LR BRI UL B B
14. 00 14. 20 14. 40 14. 60
53 20 133 m/z 41.05 67 .49%
L H 1077 1487 175 19 208
R ‘\‘ mluuu‘..‘l‘...‘.....l“..].-7.5.1...|....|...
m/z--> 20 40 o o 100 120 140 160 180 200 220
Abundance
41
& UL AU B B
14.00 14.20 14.40 14.60
5000 93 m/z 79.05 42 .74%
53 81 120 133
10 148 161 175 189 204
m/z--> 25 45 65 éo 160 150 150 1éo 180 260 250
Abundance #64442: Cyclohexene, 3-(1,5-dimethyl-4-hexenyl)-6-methylen... R e e  EEmEmmmm
69 14.00 14.20 14.40 14.60
a1 m/z 91.05 38.57%
5000 93
161
H ‘ H 109120 133 ‘ 204
w\ N A - e
m/z--> 80 100 120 140 160 180 200 220 14. 00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO07746.D

Acq On : 28 Oct 2016 17:00

Operator : UM/SJ

ﬁ?ggle i H5442-02 PRERV-SS012-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM102016.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 5 Acetic acid, 2-[5-(4-nitrop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.07 35.19 ng/ul 4305700 Chrysene-d12 21.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, 2-[5-(4-nitrophenyl... 275 C13H13N304 351064-45-4 58
2 8H-Benzo[g]-1,3-benzodioxolo[6,5... 275 C17HI9NO3 000475-75-2 42
3 5H-[1]Benzopyrano[4,3-d]pyrimidi... 275 C16HIN302 1000337-49-1 42
4 8H-Benzo[g]-1,3-benzodioxolo[6,5... 275 C17H9NO3 000475-75-2 38
5 1-Methyl-5"-phenylspiro(indoline... 275 C17H13N30 015970-21-5 38
Abundance Scan 3312 (22.068 min): BM007746.D (-3308) (-) m/z 275.10 100.00%
215
5000 246
129 018
102 1 o] g
21.80 22.00 22.20 22.40
ol 2y .“ hAse 2oy | ] | 314341370 406433 481508534 /546 10 47.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123259: Acetic acid, 2-[5-(4-nitrophenyl)-1-imidazolyl]-,...
275
5000 L BN SUULL N IS B
21.80 22.00 22.20 22.40
(102 175202 m/z 129.10 38.92%
Ll
IIHH‘H\\H\\‘\“\\‘ ‘ \II“\\‘ |‘||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
275
21,80 22,00 22.20 22.40
5000 m/z 218.10 30.96%
188,247
51 81 108138 217
mz-> 50 100 150 200 250 300 350 400 450 500 550

Abundance #123552: 5H-[1]Benzopyrano[4,3-d]pyrimidin-5-one, 2-(3-pyr... I RRRE RS e SRE
275 21. 80 22. 00 22. 20 22. 40

m/z 102.10 20.51%

5000
53 143171
L Tuel e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 80 22. 00 22. 20 22. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO0O7746.D

Acq On : 28 Oct 2016 17:00

Operator : UM/SJ

ﬁ?ggle i H5442-02 PRERV-SS012-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM102016.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]
Decahydro-4,4,8,9... 13.16 4.8 ng/ul 476546 3 14.39 1964960 20.0
unknown-01 14.21 2.6 ng/ul 260196 3 14.39 1964960 20.0
cis-_.beta.-Farnesene 14.30 3.3 ng/ul 323257 3 14.39 1964960 20.0
Acetic acid, 2-[5... 22.07 35.2 ng/ul 4305700 5 21.32 2446780 20.0
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