LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043016\
Data File : BM0O05168.D

Aca On : 30 Apr 2016 10:51

Operator : UM/SJ

Sample : H2729-11

Misc :

ALS Vial : 13 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-BM042516 .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 2.752 7 11 23 rvVB 35783 48449 5.66% 0.503%
2 2.881 29 33 42 rVB 10021 12574 1.47% 0.131%
3 2.993 48 52 55 rBv 27213 32800 3.83% 0.341%
4 3.028 55 58 63 rvv 63970 82434 9.63% 0.856%
5 3.075 63 66 74 rvVB2 15922 22828 2.67% 0.237%
6 3.799 186 189 194 rVB 8197 9600 1.12% 0.100%
7 4.228 257 262 267 rBV 27642 34700 4 .05% 0.360%
8 4.634 327 331 336 rBV 16413 20931 2.44% 0.217%
9 4.916 374 379 384 rBB3 6797 11228 1.31% 0.117%
10 6.951 720 725 740 rBB 134902 216258 25.26% 2.245%

11 7.122 748 754 763 rBB 108664 167119 19.52% 1.735%
12 7.322 782 788 798 rBB 134899 217933 25.46% 2.263%
13 7.787 860 867 875 rBB 156526 248256 29.00% 2.577%
14 8.487 981 986 998 rVB 165440 261826 30.58% 2.718%
15 8.940 1057 1063 1075 rBB 128259 210053 24.54% 2.181%

16 9.663 1180 1186 1193 rBB 103286 165176 19.29% 1.715%
17 10.198 1271 1277 1290 rBB 169928 290033 33.88% 3.011%
18 10.575 1334 1341 1350 rBB 238094 398987 46.61% 4.142%
19 10.710 1359 1364 1379 rBvV 96106 167516 19.57% 1.739%
20 13.833 1889 1895 1899 rBV 321087 441942 51.62% 4._.588%

21 13.880 1899 1903 1909 rVB 78686 104337 12.19% 1.083%
22 14.116 1937 1943 1955 rBB 371335 544830 63.64% 5.657%
23 14.316 1974 1977 1981 rBB 8031 9601 1.12% 0.100%
24 14.427 1990 1996 2003 rBB2 358343 548174 64.03% 5.691%
25 14.627 2026 2030 2050 rBV 91331 152955 17.87% 1.588%

26 15.269 2135 2139 2144 rVB 16479 21136 2.47% 0.219%
27 15.421 2159 2165 2172 rBB 491205 695360 81.23% 7.219%
28 15.545 2181 2186 2193 rBB 102799 139023 16.24% 1.443%

29 15.657 2202 2205 2208 rBV 6621 9786 1.14% 0.102%
30 16.133 2280 2286 2294 rBV 19116 32399 3.78% 0.336%
31 16.927 2417 2421 2424 rBB 8136 9963 1.16% 0.103%

32 17.174 2457 2463 2473 rBV 463815 659599 77.05% 6.848%
33 17.268 2473 2479 2491 rBV2 503868 733386 85.67% 7.614%
34 18.057 2610 2613 2624 rBV 16668 22673 2.65% 0.235%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043016\
Data File : BM0O05168.D

Aca On : 30 Apr 2016 10:51

Operator : UM/SJ

Sample : H2729-11

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA M\METHODS\SOMOZ2.2-EPA-BM042516.M
SVOA CALIBRATION

Method
Title

35 19.568 2864 2870 2881 rBV 627327 856078 100.00% 8.888%
36 21.062 3120 3124 3141 rBV 106278 197012 23.01% 2.045%
37 21.362 3169 3175 3181 rBV 558305 704790 82.33% 7.317%

38 23.497 3531 3538 3550 rvB2 309716 589454 68.86% 6.120%
39 23.639 3555 3562 3571 rvB2 277211 540637 63.15% 5.613%

Sum of corrected areas: 9631836
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043016\
Data File : BMO05168.D

Aca On : 30 Apr 2016 10:51

Operator : UM/SJ

Sample : H2729-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM005168.D
600000

500000
400000

300000
10.57

200000 279 8.49 10.20

6.95 7.32 8.94

7.12 9.66 0.71
100000>7 303
]E%ﬁ88 3.80 ﬁf3 4.634 92

L L L

Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM005168.D

600000

19,57

17.27

15.42
500000 17147

400000
14.12)4 43

13.83
300000

200000

100000 18.88 14.63 555

14.3P 15.2]1 5.66 16.13 16.93 18.06

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM005168.D

600000 21.36

500000

400000
23.50

P3.64
300000

200000

21.06
100000

s

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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\BM043016\
Data File : BMO05168.D

Aca On : 30 Apr 2016 10:51

Operator : UM/SJ

Sample : H2729-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM042516_.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Amylene Hydrate Concentration Rank 3

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

2.75 3.90 ng/ul 48449 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene Hvdrate 88 C5H120 000075-85-4 83
2 Amvlene Hvdrate 88 C5H120 000075-85-4 83
3 Amvlene Hvdrate 88 C5H120 000075-85-4 74
4 Silane. trimethvl- 74 C3H10Si 000993-07-7 40
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 40

Abundance Scan 11 (2.752 min): BM005168.D (-7) (-) m/z 59.10 100.00%
59.1
73.1 /\
5000
43.1
|, s10 280 2.90 3.00 3.10 3.20
I””PmP“W”“W”P“Wmh”“LmPhW“W”“P”M”W“W““P“W”W“ m/z 73.10 61.05%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2068: Amylene Hydrate
59.0
73.0
5000
430 2.80 2.90 3.00 3.10 3.20
810 : m/z 55.10 45.31%
P'”I“}ﬁfi'P"W'“'P'”?Z4h'”'P"W§§1P"I”§ﬁ£hﬁ'”'v'”l“'W'“'P'”I“
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
59.0
1280 2.90 3.00 3.10 3.20
5000 730 m/z 43.10 33.52%
310 43.0
25.0 37.0 53.0 65.0 87.0
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2069: Amylene Hydrate
54.0 2.80 2.90 3.00 3.10 3.20
m/z 41.10 16.14%
5000 73.0
31.0 43.0
250, 37-“ 9580 | 67.0,
miz-> 5 10 15 20 25 30 35 40 45 50 55 éo 65 70 75 80 85 90 95 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043016\
Data File : BMO05168.D

Aca On : 30 Apr 2016 10:51

Operator : UM/SJ

Sample : H2729-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Buten-2-one, 3-methyl- Concentration Rank 5

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

2.99 2.64 ng/ul 32800 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 3-methvl- 84 C5H80 000814-78-8 90
2 3-Penten-2-one 84 C5H80 000625-33-2 83
3 3-Buten-2-one. 3-methvl- 84 C5H80 000814-78-8 83
4 Ethanone. 1-cvclopropvl- 84 C5H80 000765-43-5 53
5 3-Penten-2-one 84 C5H80 000625-33-2 50

Abundance Scan 52 (2.993 min): BM005168.D (-48) (-) m/z 43.00 100.00%
43.0
69.1
5000 84.0
. 200 3ho 55 3k
LA Rk e Bk S ) RAAY AR At B KA ko) MR LA MM MR m/z 41.10 99.57%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1406: 3-Buten-2-one, 3-methyl-
43.0
5000 /XIA'A' T
15.0 69.0 84.0 280 3.00 320 3.40
' 270 m/z 69.10 65.40%
‘ 17 810 490550610 77.0
A LA AR AN LALA LR RARAY AAAA) EAAS) RARA RALAS SARKARARAS NAALS RN AR AR SRR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
69.0
430 L L N
280 3.00 320 3.40
m/ 39.10 53.09%
5000 84.0 z o
280 370
L LAY LA LA RERENLEARN RRRRNRAALA KAL) LARS KAAES RALL) RARENRARA NAARN LALL) RALANARL) KANR N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 A
Abundance #1409: 3-Buten-2-one, 3-methyl- T A e
3.0 280 3.00 3.20 3.40
m/z 84.05 51.11%
5000
69.0 84.0
2710 370 || 50.0 580
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 280 300 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043016\
Data File : BMO05168.D

Aca On : 30 Apr 2016 10:51

Operator : UM/SJ

Sample : H2729-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.03 6.64 ng/ul 82434 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 74
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 58 (3.028 min): BM005168.D (-55) (-) m/z 73.05 100.00%

73.0
5000
430 551 87.1

280 3. OO 3. 20 3.40
et e ek | M/z 43.05  32.08%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000 LIS L L B L LB LB
43.0 280 3.00 320 3.40
5850 87.0 m/z 55.10 27.62%
s ] »
..,....,..HH,...H”:J..,....,....J.l..,....,....,..”,
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
B B e NN A e o
280 3.00 320 3.40
5000 m/z 87.10 26.21%
430 550
87.0
27.0
63.0 101.0
B e o o o o o e RIS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13286: 2,2,4-Trimethyl-3-pentanol T
73.0 2.80 300 320 3.40

m/z 71.10 11.50%

41.0 550 87.0
5000
29.0
15 0 ‘ ‘ ‘ ‘ ! ‘ ‘ | I ‘ . 97.0 [\I A
2

m/z--> 10 20 40 50 60 70 80 90 100 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043016\
Data File : BMO05168.D

Aca On : 30 Apr 2016 10:51

Operator : UM/SJ

Sample : H2729-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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: Cyclic4.23 Concentration Rank 4

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

4.23 2.80 ng/ul 34700 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 3-ethvl- 98 C7H14 004038-04-4 59
2 1-Octene. 3.3-dimethvl- 140 C10H20 074511-51-6 45
3 1-Pentene. 3.3-dimethvl- 98 C7H14 003404-73-7 45
4 1-Pentvn-3-ol. 3.4-dimethvl- 112 C7H120 001482-15-1 38
5 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 38

Abundance Scan 262 (4.228 min): BM005168.D (-257) (-) m/z 69.10 100.00%
41.1 69.1
5000
I ‘ || 2071 | 3B 4B0 450 440 4k
el e = m/z 41.10 90.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3256: 1-Pentene, 3-ethyl-
41.0
69.0
5000 IS U UL I
3.80 4.00 4.20 4.40 4.60
98.0 m/z 43.00 63.75%
'Eg?”"P"W"”I'”'I”"P"W"”I'”'I”"P'”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
410 990
3.80 4.00 4.20 4.40 4.60
5000 m/z 55.00 46 .39%
23.0 9701130 1400
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3298: 1-Pentene, 3,3-dimethyl- R B a L L
410 69.0 3.80 4.00 4.20 4.40 4.60
' m/z 71.00 20.27%
5000
il
i} il A nin
m/z--> 20 40 60 80 100 120 140 160 180 200 380 4.00 420 440 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043016\
Data File : BMO05168.D

Aca On : 30 Apr 2016 10:51

Operator : UM/SJ

Sample : H2729-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2- Chloropropionic acid, oc... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.06 5.59 ng/ul 197012 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CI02 088104-31-8 94
2 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 91
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 3124 (21.062 min): BM005168.D (-3120) (-) m/z 57.10 100.00%
57.1
5000 ﬂﬂ_ﬁ,j\\\_,ﬂ~a,~,,&
i 20,80 21.00 21.20 2140
153.1 : : :
dy Nt el 0 m/z 83.05  94.50%
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57.0
97.0
5000
20.80 21.00 21.20 21.40
9.0 125.0 2500 m/z 55.10 92 .52%
A f5H01820 2240777 2970 3509
m/z--> 50 100 150 200 250 300 350
Abundance
57.0 197.0
20.80 21.00 21.20 2140
5000 m/z 43.10 84 .86%
125.0
29.0 154.0 196.0222.0 549 3320
m/z--> " 50 100 150 200 250 300 350
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester e R R RS L e
43.0 20.80 21.00 21.20 21.40
m/z 69.10 80.58%
5000 83.0
111.0
L)) | 2390168.01950224.0252.0
m/z--> 50 100 150 200 250 300 350 20,80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM043016\
Data File : BM0O05168.D

Acq On : 30 Apr 2016 10:51

Operator : UM/SJ

Sample : H2729-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM042516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Amylene Hydrate 2.75 3.9 ng/ul 48449 1 7.79 248256 20.0
3-Buten-2-one, 3-... 2.99 2.6 ng/ul 32800 1 7.79 248256 20.0
Butane, 2-methoxy... 3.03 6.6 ng/ul 82434 1 7.79 248256 20.0
(DEL) Alkane: Cyc... 4.23 2.8 ng/ul 34700 1 7.79 248256 20.0
2- Chloropropioni... 21.06 5.6 ng/ul 197012 5 21.36 704790 20.0
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