LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090716\
Data File : BM0O07436.D

Acq On : 07 Sep 2016 12:53

Operator : UM/SJ

Sample : H4655-18

Misc :

ALS Vial : 5 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 6.487 657 663 670 rvB 90585 142450 1.66% 0.164%
2 6.963 736 744 758 rBV 807506 1389373 16.19% 1.599%
3 7.128 760 772 781 rBV 674356 1058355 12.33% 1.218%
4 7.234 784 790 799 rvVB 179610 291321 3.39% 0.335%
5 7.328 799 806 814 rBVY 885879 1442126 16.80% 1.659%
6 7.792 878 885 897 rvB 704835 1144416 13.33% 1.317%
7 8.492 995 1004 1020 rBV 1041783 1716506 20.00% 1.975%
8 8.945 1074 1081 1094 rBV 951423 1588740 18.51% 1.828%
9 9.063 1094 1101 1106 rBvV 52441 87830 1.02% 0.101%
10 9.663 1196 1203 1215 rBVY 852988 1451385 16.91% 1.670%

11 10.198 1287 1294 1306 rBV 1350829 2286620 26.64% 2.631%
12 10.575 1350 1358 1366 rBV 1132362 1924386 22.42% 2.214%
13 10.716 1371 1382 1401 rBV 932914 1743948 20.32% 2.007%
14 13.157 1791 1797 1804 rBV 207061 337637 3.93% 0.389%
15 13.292 1814 1820 1828 rBV3 338744 525232 6.12% 0.604%

16 13.833 1905 1912 1916 rBV 2819784 3977780 46.35% 4._.577%
17 13.880 1916 1920 1929 rVB 1655432 2310393 26.92% 2.658%
18 14.116 1953 1960 1975 rVB 3036930 4536678 52.86% 5.220%
19 14.421 2002 2012 2019 rBV2 1938520 3176151 37.01% 3.655%
20 14.492 2019 2024 2030 rBV 221347 344655 4.02% 0.397%

21 14.627 2041 2047 2055 rBV 1011824 1742354 20.30% 2.005%
22 14.698 2055 2059 2063 rVB 165215 243640 2.84% 0.280%
23 15.268 2152 2156 2159 rBV 79352 91147 1.06% 0.105%
24 15.310 2159 2163 2169 rVB 105237 138024 1.61% 0.159%
25 15.416 2175 2181 2193 rVB 4107775 5974159 69.61% 6.874%

26 15.539 2196 2202 2215 rBV 1322777 1938134 22.58% 2.230%
27 15.657 2217 2222 2229 rBV4 76514 150100 1.75% 0.173%
28 15.892 2255 2262 2272 rVB5 90347 199653 2.33% 0.230%
29 16.127 2299 2302 2310 rVB 108995 180687 2.11% 0.208%
30 16.204 2310 2315 2323 rBV 573540 793316 9.24% 0.913%

31 16.921 2434 2437 2440 rBvV 76610 90284 1.05% 0.104%
32 17.168 2472 2479 2489 rBV 2955793 4312528 50.25% 4.962%
33 17.268 2489 2496 2504 rVB 4688561 6888618 80.27% 7.926%
34 17.545 2536 2543 2554 rBV2 215467 409381 4.77% 0.471%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090716\
Data File : BM0O07436.D

Acq On : 07 Sep 2016 12:53

Operator : UM/SJ

Sample : H4655-18

Misc :

ALS Vial : 5 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 17.933 2603 2609 2614 rBV5 59284 114593 1.34% 0.132%

36 18.057 2625 2630 2639 rBV2 209472 297963 3.47% 0.343%
37 18.133 2639 2643 2650 rVB 47431 98470 1.15% 0.113%
38 18.239 2657 2661 2665 rBV5 66484 86929 1.01% 0.100%
39 18.351 2675 2680 2685 rBv4 113417 190698 2.22% 0.219%
40 19.198 2819 2824 2827 rBV 99814 177671 2.07% 0.204%

41 19.562 2880 2886 2892 rVB 6109618 8582265 100.00% 9.875%
42 19.809 2922 2928 2936 rVB6 99353 218951 2.55% 0.252%
43 21.050 3135 3139 3147 rBV 466173 746479 8.70% 0.859%
44 21.262 3171 3175 3183 rBV6 98532 160518 1.87% 0.185%
45 21.345 3183 3189 3199 rVV 4624976 5953960 69.38% 6.851%

46 21.927 3284 3288 3289 rBVY 106819 118914 1.39% 0.137%
47 22.139 3321 3324 3329 rVB 91062 115429 1.34% 0.133%
48 22.427 3370 3373 3379 rVB 175227 245155 2.86% 0.282%
49 22.527 3386 3390 3395 rVB 75234 107691 1.25% 0.124%
50 22.903 3449 3454 3459 rBV 375306 566186 6.60% 0.651%

51 23.474 3543 3551 3558 rBV2 4179487 7971154 92.88% 9.172%
52 23.615 3568 3575 3588 rVB2 2641907 5117893 59.63% 5.889%
53 24.127 3657 3662 3672 rVB2 275837 560634 6.53% 0.645%
54 24.215 3675 3677 3688 rVB2 72488 187050 2.18% 0.215%
55 24.885 3785 3791 3807 rVB3 205648 660996 7.70% 0.761%

Sum of corrected areas: 86907606
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090716\
Data File : BM0O07436.D

Acq On : 07 Sep 2016 12:53

Operator : UM/SJ

Sample - H4655-18

Misc :

ALS Vial : 5 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

Abundance TIC: BM007436.D
6000000

5000000
4000000
3000000

2000000
10.20

8.49 10,57
1000000 695,133 ;1 8.95 966 A 72

0 o g | | be |

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BM007436.D

6000000 1956

5000000 17.27

15.42
4000000

412
3000000 13.83 1737

14.42
2000000 1B.88

5.54

14.63
1000000 16.20

350 || % mslsesanls o] 15 i4fhees 1920 J1sm

L0 e L e e e o o o o o e L LA T i e e e e e

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: BM007436.D

6000000

—

5000000 21.34
23.47
4000000

3000000 ?3.61

2000000

1000000 21.05 22.90

21.9 21.92.142433

S ——

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

431 24.89
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090716\
Data File : BM0O07436.D

Acq On : 07 Sep 2016 12:53

Operator : UM/SJ

Sample - H4655-18

Misc :

ALS Vial : 5 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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 6

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

6.49 2.49 ng/ul 142450 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 96
2 _alpha.-Pinene 136 C10H16 000080-56-8 95
3 (15)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 91
4 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 91
5 (+)-3-Carene 136 C10H16 000498-15-7 91

Abundance Scan 664 (6.493 min): BM007436.D (-657) (-) m/z 93.10 100.00%
9B
5000
77
D53 [ | 02 i | %0 6k 68 Gho
o m/z 91.10 43.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93
5000 BRRSEAARE RA -|--/¥Yﬁ---
41 77 6.20 6.40 6.60 6.80
m/z 92.10 34.74%
? ‘ 1 7121136
o 1 it e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
93
S RS RARAE RS RN
6.20 6.40 6.60 6.80
0,
5000 39 - m/z 77.00 33.34%
15 53 107121136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15851: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene e e
93 6.20 6.40 6.60 6.80
m/z 79.10 26.61%
5000
‘ H ‘ 107*1136
O.HP.HMNMPW”‘.M.M”“.m“.”“.”..”..”..”..”“.”“. NN 0 S S W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090716\
Data File : BM0O07436.D

Acq On : 07 Sep 2016 12:53

Operator : UM/SJ

Sample - H4655-18

Misc :

ALS Vial : 5 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 _alpha.-Pinene Concentration Rank 1

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

7.23 5.09 ng/ul 291321 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 91
2 .beta.-Pinene 136 C10H16 000127-91-3 91
3 .beta.-Pinene 136 C10H16 000127-91-3 91
4 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1OH16 018172-67-3 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91

Abundance Scan 789 (7.228 min): BM007436.D (-784) (-) m/z 93.05 100.00%
9B
5000
41 69 77
| ‘ H84 17 B g 6.80 7.00 7.20 7.40 7.60
Obrrprrrr ettt el W84 L LGl TV Tm/z 41.10 36.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15699: .alpha.-Pinene
93
5000
07 2 77 6.80 7.00 7.20 7.40 7.60
53 m/z 91.10 34 .60%
15 ‘ ‘ 67 ‘ 105 121 434
0'W'M'P'”h“'dH“'MM“I“H“'“lkgﬁvl“l“bw'“'”“'P'“I“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
6.80 7.00 7.20 7.40 7.60
5000 41 m/z 69.10 31.52%
69
21 53 o 121
oL 15 62 107 136
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15691: .beta.-Pinene
93 6.80 7.00 7.20 7.40 7.60
m/z 77.10 29.63%
41
5000
69
2 53 i 121
S U Y Y A 0 A Nl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090716\
Data File : BM0O07436.D

Acq On : 07 Sep 2016 12:53

Operator : UM/SJ

Sample - H4655-18

Misc :

ALS Vial : 5 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 3 1,2,4-Metheno-1H-indene, oc... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.16 2.13 ng/ul 337637 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2,4-Metheno-1H-indene, octahyd... 204 C15H24 022469-52-9 99
2 1,2,4-Metheno-1H-indene, octahyd... 204 C15H24 022469-52-9 94
3 1,2,4-Metheno-1H-indene, octahyd... 204 C15H24 022469-52-9 93
4 Cyclohexene, 6-ethenyl-6-methyl-... 204 C15H24 005951-67-7 78
5 Neoisolongifolene 204 C15H24 1000156-12-4 78
Abundance Scan 1798 (13.163 rgin): BM007436.D (-1791) (-) m/z 105.10 100.00%
105
91 161
119
5000 " 29
55 g AUV AR BAREE

12.80 13.00 13.20 13.40
m/z 91.10 73.65%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64584: 1,2,4-Metheno-1H-indene, octahydro-1,7a-dimethyl-5...

a1 94 105
119 161 -
5000
133 12.80 13.00 13.20 13.40
189 m/z 161.10 72.09%
147
\ \H \ ol s
oh ;‘ 4 VA AR . N R
mz-> 20 40 100 120 140 160 180 200
Abundance
105 161 I
119 e B
o 204 12.80 13.00 13.20 13.40
5000 4 133 m/z 119.10 62.87%
27 41 189
79 147
55 67 175
[o TR R 1 R PR 1 1 OO P A S ol

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64585: 1,2,4-Metheno-1H-indene, octahydro-1,7a-dimethyl-5...

119 161 12.80 13.00 13.20 13.40
0
94 107 m/z 94.10 54_97%
204
5000
55
41
133 147 189
175
ok I\‘H”lth H‘. h ‘\ \‘ MH H\ |M...‘.|..‘..|.‘..
m/z--> 20 40 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090716\
Data File : BM0O07436.D

Acq On : 07 Sep 2016 12:53

Operator : UM/SJ

Sample - H4655-18

Misc :

ALS Vial : 5 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 Cyclohexane, l-ethenyl-1-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.29 3.31 ng/ul 525232 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l-ethenyl-1-methyl-__.. 204 C15H24 000515-13-9 99
2 Cyclohexane, l1l-ethenyl-1-methyl-._.. 204 C15H24 000515-13-9 96
3 Cyclohexane, l1l-ethenyl-1-methyl-._.. 204 C15H24 110823-68-2 95
4 Cyclohexane, l-ethenyl-1-methyl-... 204 C15H24 033880-83-0 64
5 (Z,2)-.alpha.-Farnesene 204 C15H24 1000293-03-1 43
Abundance Scan 1820 (13.292 min): BM007436.D (-1814) (-) m/z 93.10 100.00%

5000

13.00 13.20 13.40 13.60

o} m/z 81.10 97 .57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64511: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-methylet...
81 9
41 68
107
5000 55 121 SRRV DS N SN
147 141 13.00 13.20 13.40 13.60
29 189 m/z 67.10 77.99%
LU A ) LT s
0,.l..ﬂ.ﬁﬂ,m..“u.u,uj.ﬂﬁ..l, P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81 93
68 e s
a o 13.00 13.20 13.40 13.60
5000 - 107 . - m/z 79.10 71.86%
29 133 161 189
175 204
Ot et Ll Bl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64415: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-methylet...
41 8 81 93 13.00 13.20 13.40 13.60
m/z 68.10 70.15%
53
5000
27 107 121
147
‘ “ ‘ 133 ‘ 161 189
0 ,.1..l\‘..\w.‘,‘.“.‘..‘l“..l;,.W..HH...“M,.1‘..,“‘..1.7.5..‘..,2‘.’4...
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090716\
Data File : BM0O07436.D

Acq On : 07 Sep 2016 12:53

Operator : UM/SJ

Sample - H4655-18

Misc :

ALS Vial : 5 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 _alpha.-Muurolene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.49 2.17 ng/ul 344655 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Muurolene 204 C15H24 010208-80-7 97
2 _alpha.-Muurolene 204 C15H24 031983-22-9 96
3 .alpha.-Muurolene 204 C15H24 031983-22-9 91
4 _alpha.-Muurolene 204 C15H24 031983-22-9 91
5 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 91

Abundance Scan 2024 (14.492 min): BM007436.D (-2019) (-) m/z 105.05 100.00%

105
5000

14.20 14.40 14.60 14.80

(0} m/z 161.10 48_.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64319: .alpha.-Muurolene
105
5000 161
94 14.20 14.40 14.60 14.80
4 81 119 204 m/z 91.05 40.68%
27 ‘ 55 69 ‘ M 133 147 189
O Pt T B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
14.20 14.40 14.60 14.80
5000 41 o1 161 m/z 93.00 35.30%
81 119 204
%5 65 133 147 189
175
e I e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64320: .alpha.-Muurolene

14.20 14.40 14.60 14.80
m/z 119.10  27.87%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090716\
Data File : BM0O07436.D

Acq On : 07 Sep 2016 12:53

Operator : UM/SJ

Sample - H4655-18

Misc :

ALS Vial : 5 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 N-(4-Methoxyphenyl)-2-hydro... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.20 3.68 ng/ul 793316 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(4-Methoxyphenyl)-2-hydroxyimi... 194 C9H10N203 1000143-61-3 94
2 Phenol, 2,6-dimethoxy-4-(2-prope... 194 C11H1403 006627-88-9 91
3 Phenol, 2,6-dimethoxy-4-(2-prope... 194 C11H1403 006627-88-9 91
4 2-Propenoic acid, 3-(4-hydroxy-3... 194 C10H1004 001135-24-6 53
5 2,5-Dimethoxyterephthalic acid 194 C10H1004 007310-97-6 50
Abundance Scan 2314 (16.198 min): BM007436.D (-2310) (-) m/z 194.10 100.00%
194
5000 91
77 119 179 I L N —
39 51 O 105 | 131 181 163 15.80 16.00 16.20 16.40 16.60
ol | m/z 91.05 38.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56902: N-(4-Methoxyphenyl)-2-hydroxyimino-acetamide
44 122 149 194
63 108
78
5000 95 134
15.80 16.00 16.20 16.40 16.60
m/z 119.00 23.30%
LA b L) e
I |0 Y o N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
194
15.80 16.00 16.20 16.40 16.60
5000 m/z 77.05 22 .89%
a 119 131 167 179
18 28 39 53 65 77 103 147
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #55967: Phenol, 2,6-dimethoxy-4-(2-propenyl)-
194 15.80 16.00 16.20 16.40 16.60
m/z 179.00 21.52%
5000 o1
119
27 53 65 77 103 ‘ 81 147 167179
o) — I .‘.“a .‘i“.‘.“l“.‘l‘k‘”. . M‘I e I"m* -‘k‘i“‘- .‘l“‘k I .‘. ‘. : I“' ‘. : "‘I — .“. r P S . N —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090716\
Data File : BM0O07436.D

Acq On : 07 Sep 2016 12:53

Operator : UM/SJ

Sample - H4655-18

Misc :

ALS Vial : 5 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 7 (DEL) Alkane: Cyclic21.05 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.05 2.51 ng/ul 746479 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Heptadecanol-1 256 C17H360 001454-85-9 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93
Abundance Scan 3139 (21.050 min): BM007436.D (-3135) (-) m/z 57.10 100.00%
g7
o WL
U SRR SN B
20.80 21.00 21.20 21.40
oL 3 60182 207 251 280 306 357 401 n/z 83.10 97 67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
20.80 21.00 21.20 21.40
29 111 m/z 55.10 95.77%
L] ||| 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
' 20.80 21.00 21.20 21.40
5000 11 m/z 97.10 93.21%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol N B B
55 83 20.80 21.00 21.20 21.40
m/z 43.10 88.86%
- | ~V\\/NJKAAVJ\j\v\\v/\d\\,~xN
29
ol ‘m‘ ‘ | | U2 167 196 238 266 204
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\BM090716\
Data File : BM0O07436.D

Acq On : 07 Sep 2016 12:53

Operator : UM/SJ

Sample - H4655-18

Misc :

ALS Vial : 5 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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.90 2.21 ng/ul 566186 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Eicosane 282 C20H42 000112-95-8 93
3 Octadecane 254 C18H38 000593-45-3 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3453 (22.897 min): BM007436.D (-3449) (-) m/z 57.10 100.00%

57
85
5000

113
‘ 141 183911 281 2260 22.80 23.00 23.20
0 ..:,..t..J|,!1.l..,....,...2?9,....,...3.4?....4?1.‘.‘?0.,..?‘5?9, m/z 71.10 78.26%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105886: Octadecane
57

5000 85 ------.............
22 60 22. 80 23. 00 23 20

m/z 43.10 62 .39%

29
ol [ Moot
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57

85 22.60 22. 80 23.00 23.20
5000 m/z 85.10 55.97%
13
0” 141 169 197 225 953 282
B
m/z--> 50 100 150 200 250 300 350 400 450 L
Abundance #105885: Octadecane R e e R

57 22.60 22.80 23.00 23.20
m/z 55.05 23.71%

J‘ I JJ1}3141169197225254

L e e S At

m/z--> 50 100 150 200 250 300 350 400 450 22 60 22. 80 23. 00 23 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090716\
Data File : BM0O07436.D

Acq On : 07 Sep 2016 12:53

Operator : UM/SJ

Sample - H4655-18

Misc :

ALS Vial : 5 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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .13 2.19 ng/ul 560634 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 3663 (24.133 min): BM007436.D (-3657) (-) m/z 57.10 100.00%
g7
85
5000
13141 183207 ey ngs  aag 431 461 23.80 24.00 24.20 24.40
R N & R i S S L m/z 71.10 77 .58%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57
85
5000
23.80 24.00 24.20 24.40
m/z 43.10 58.81%
29 113
0 \‘ J ‘ “\ ‘hw h‘ u‘ “1?1‘16‘9 197 225 253 296
miz--> 0 éo 160 1%0 260 2%0 360 3éo 460 4éo
Abundance
57
23.80 24.00 24.20 24.40
5000 85 m/z 85.10 57 .05%
0 29 113141169197225 267 295 365 393
miz--> 0 éo 160 1%0 260 250 360 3éo 460 4éo
Abundance #209566: Octacosane
23.80 24.00 24.20 24.40
m/z 55.10 24 _.07%
5000

113 141 169 197 225 253 281 309 337 365 394
1 I I I I
mz--> 0 50 100 150 200 250 300 350 400 450 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090716\
Data File : BM0O07436.D

Acq On : 07 Sep 2016 12:53

Operator : UM/SJ

Sample - H4655-18

Misc :

ALS Vial : 5 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24 .89 2.58 ng/ul 660996 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Triacontane, l1l-bromo- 500 C30H61Br 004209-22-7 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 3792 (24.891 min): BM007436.D (-3785) (-) m/z 57.10 100.00%
57
IR PR BN SURRR BN
353386 24.60 24.80 25.00 25.20
A 13 429 475 m/z 71.10 72.55%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
57
5000 R B AU R
mmmm%m%m
99 m/z 43.10 63.44%
oLzl e s 22
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
| 24.60 24.80 25.00 25.20
5000 m/z 85.10 51.85%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

%

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235298: Triacontane, 1-bromo- e e e
517 24.60 24.80 25.00 25.20
m/z 55.05 30.24%
5000
97
135 421
ol 26 M[iujlﬁq 211 253289323 365 | 500
A mam s B e AR BaR T S B B S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24, 60 24 80 25. 00 25. 20

SOM0O2 .2-EPA-BM082316.M Thu Sep 08 11:43:57 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090716\
Data File : BM0O07436.D

Acq On : 07 Sep 2016 12:53

Operator : UM/SJ

Sample : H4655-18

Misc :

ALS Vial : 5 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]
(1R)-2,6,6-Trimet. .. 6.49 2.5 ng/ul 142450 1 7.79 1144420 20.0
-alpha.-Pinene 7.23 5.1 ng/ul 291321 1 7.79 1144420 20.0
1,2,4-Metheno-1H-... 13.16 2.1 ng/ul 337637 3 14.42 3176150 20.0
Cyclohexane, 1-et... 13.29 3.3 ng/ul 525232 3 14.42 3176150 20.0
-alpha.-Muurolene 14 .49 2.2 ng/ul 344655 3 14.42 3176150 20.0
N-(4-Methoxypheny... 16.20 3.7 ng/ul 793316 4 17.17 4312530 20.0
(DEL) Alkane: Cyc... 21.05 2.5 ng/ul 746479 5 21.34 5953960 20.0
(DEL) Alkane: Str... 22.90 2.2 ng/ul 566186 6 23.61 5117890 20.0
(DEL) Alkane: Str... 24.13 2.2 ng/ul 560634 6 23.61 5117890 20.0
(DEL) Alkane: Str... 24.89 2.6 ng/ul 660996 6 23.61 5117890 20.0
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