LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012417\
Data File : BM008854.D

Aca On : 25 Jan 2017 00:40

Operator : UM/SJ

Sample : 11315-08

Misc :

ALS Vial : 14 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-BM012317 .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 2.722 18 23 30 rvB2 65277 114006 3.45% 0.481%
2 2.969 62 65 72 rVB 98102 114840 3.47% 0.484%
3 3.046 74 78 83 rBv3 31001 39088 1.18% 0.165%
4 3.875 213 219 224 rBV 30093 42767 1.29% 0.180%
5 7.081 758 764 775 rBV5 324043 579134 17.51% 2.443%
6 7.263 789 795 804 rVB 194667 310219 9.38% 1.308%
7 7.457 822 828 837 rVB2 301239 486672 14.72% 2.053%
8 7.933 902 909 915 rBV2 361785 577706 17.47% 2.437%
9 8.628 1020 1027 1035 rBV 296589 480724 14.54% 2.028%
10 9.098 1096 1107 1114 rBV 334459 543868 16.45% 2.294%

11 9.816 1223 1229 1236 rBV2 227918 365738 11.06% 1.543%
12 10.345 1312 1319 1327 rVB 351451 580228 17.55% 2.447%
13 10.739 1379 1386 1392 rBV 415887 711490 21.51% 3.001%
14 10.869 1401 1408 1416 rBV 186405 320662 9.70% 1.352%
15 13.974 1929 1936 1940 rBV 457001 610681 18.47% 2.576%

16 14.021 1940 1944 1949 rVB 168216 227589 6.88% 0.960%
17 14.262 1979 1985 1992 rVB 592831 837824 25.33% 3.534%
18 14.568 2031 2037 2043 rBvV 619650 879686 26.60% 3.710%
19 14.751 2060 2068 2079 rVB 171425 264045 7.98% 1.114%
20 15.398 2173 2178 2185 rVB2 42889 54454 1.65% 0.230%

21 15.557 2199 2205 2212 rBV 708276 1056329 31.94% 4._.455%
22 15.668 2217 2224 2232 rBV3 79699 127409 3.85% 0.537%
23 16.262 2320 2325 2332 rBV2 556357 93510 2.83% 0.394%
24 17.051 2454 2459 2464 rBV2 52781 69421 2.10% 0.293%
25 17.315 2497 2504 2509 rBV 771889 1084293 32.79%% 4_.573%

26 17.409 2514 2520 2528 rVB2 784306 1162386 35.15% 4_.903%
27 17.786 2579 2584 2589 rBV 52772 63719 1.93% 0.269%
28 18.180 2646 2651 2656 rBV5 39586 53851 1.63% 0.227%
29 19.609 2889 2894 2899 rBV 3265196 3307032 100.00% 13.948%
30 19.697 2904 2909 2915 rBV 1013927 1386627 41.93% 5.848%

31 20.650 3066 3071 3076 rBV 2788251 2803239 84.77% 11.823%
32 21.168 3155 3159 3163 rBvV 136554 159528 4.82% 0.673%
33 21.480 3207 3212 3218 rBV 1137713 1436387 43.43% 6.058%
34 21.556 3223 3225 3227 rBV3 34729 34896 1.06% 0.147%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012417\
Data File : BM008854.D

Aca On : 25 Jan 2017 00:40

Operator : UM/SJ

Sample : 11315-08

Misc :

ALS Vial : 14 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

Method
Title

Z:\HPCHEM1I\BNA M\METHODS\SOMO2.2-EPA-BM012317 .M
SVOA CALIBRATION

35 23.691 3581 3588 3596 rVB2 740962 1476198 44.64% 6.226%

36 23.844 3608 3614 3622 rVB 619406 1253535 37.91% 5.287%

Sum of corrected areas: 23709781
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BMO012417\

BM008854 .D

25 Jan 2017 00:40

UM/SsJ

11315-08

14 Sample Multiplier: 1

: Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM012317 .M
= SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

12,7295

TIC: BM008854.D

10.35 10.74
0.87

7.93

7.08 7.46
Ve |

863 9.10

[

Time-->

3.00

400 450 500 550 6.00 650 7.00 750 800 850

3.50 9.00 9.50 10.00 10.50 11.00
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3000000

2500000

2000000

1500000

1000000

500000

TIC: BM008854.D

19.61

JQ.?O

15.56 113831

14.2614.57

13.97 A A
14.02 14.75
5.67
k\ A 194 > 16.26

17.05 17.79 18.18

0
Time-->

A
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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

3000000

2500000

2000000

1500000

1000000

500000

e

0%

TIC: BM008854.D

20.65

21.48

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\BM012417\
Data File : BM008854.D

Aca On : 25 Jan 2017 00:40

Operator : UM/SJ

Sample : 11315-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM012317_.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 Methane, bromodichloro- Concentration Rank 4

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

2.72 3.95 ng/ul 114006 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane. bromodichloro- 162 CHBrCI2 000075-27-4 56
2 Trichloromethane 118 CHCI3 000067-66-3 53
3 Dichloroacetic anhvdride 238 C4H2C1403 004124-30-5 45
4 Methane. dichloronitro- 129 CHCI2NO2 007119-89-3 45
5 Trichloromethane 118 CHCI3 000067-66-3 45

Abundance Scan 23 (2.722 min): BM008854.D (-18) (-) m/z 82.95 100.00%
83.0
5000 46.9 4!
2.70 2.80 2.90 3.00 3.10
0 o L 202 m/z 84.90  71.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32802: Methane, bromodichloro-
83.0
5000
2.70 2.80 2.90 3.00 3.10
47.0 m/z 46.90 46 .49%
129.0
NECLI I 163.0
m/z--> 25 Jo éo 85 160 150 150 160 1éo 200 220 240 2éo 2éo
Abundance
83.0
12,70 2.80 2.90 3.00 3.10
5000 m/z 47.90 22.31%
47.0
0 13.0 118.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92609: Dichloroacetic anhydride
2.70 2.80 2.90 3.00 3.10
m/z 81.90 12.00%
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.70 2.80 2.90 3.00 3.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012417\
Data File : BM008854.D

Aca On : 25 Jan 2017 00:40

Operator : UM/SJ

Sample : 11315-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM012317_.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 unknown-01 Concentration Rank 3

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

2.97 3.98 ng/ul 114840 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 47
2 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 47
3 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 42
4 2.3-Butanedione 86 C4H602 000431-03-8 9
5 Butanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 9

Abundance Scan 65 (2.969 min): BM008854.D (-62) (-) m/z 43.00 100.00%
43.0
5000
86.0 2.80 3.00 320 3.40
36. 55.2 71.0
0 '|'"'|""|""|""|""|""|"'¢')|'l! 'I""I""I""I""I""II"'I""I""I!"'I""I" m/z 41.00 23.99%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1768: 2-Butanone, 3-methyl-
43.0
5000
2.80 3.00 320 3.40
27.0 86.0 m/z 39.00 15.82%
o 120 N¢L 50.0 57.0630 10
miz-> & 10 15 20 25 3 95 40 45 50 %5 80 65 70 75 80 o5 %0 %
Abundance
43.0
2.80 3.00 320 3.40
5000 m/z 86.00 11.46%

27.0 86.0

37.0 50.0 57.063.0 /1.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1769: 2-Butanone, 3-methyl- L B LR AL e
43.0 280 3.00 3.20 3.40
m/z 41.95 6.77%
5000
27.0 86.0
0 . 37.0], 55.061.0 71.0 \
P T R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012417\
Data File : BM008854.D

Aca On : 25 Jan 2017 00:40

Operator : UM/SJ

Sample : 11315-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM012317_.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 Hexadecanoic acid, butyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.61 46.05 ng/ul 3307030  Chrysene-d12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91

000110-34-9 70
031158-91-5 64

3 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002
4 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002

5 Eicosanoic acid 312 C20H4002 000506-30-9 59
Abundance Scan 2894 (19.609 min): BM008854.D (-2889) (-) m/z 56.10 100.00%
56.1
5000
257.3
83.1 1291 | 185.1 213.2 083.3 312.3 19.20 19.40 19.60 19.80 20.00
Ob el ; : m/z 57.05 68.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000 | BLLILIL BLINL L LI L L L LB (L
19.20 19.40 19.60 19.80 20.00
29.0 m/z 41.10 65.54%
83 0 129.0 257.0
0 [l .l h H Ji bl ‘ 157.0 1850 2130 | \‘ 283.0 312 0
A RARa L L L S na e L el £ A Al AR s sa s Loam e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
R e N Emma
19.20 19.40 19.60 19.80 20.00
5000 m/z 43.05 61.13%
257.0
29.0 129.0
83.0 157.0 185.0 213.0 o830 3120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester RS EEmma m R R
57.0 19.20 19.40 19.60 19.80 20.00
m/z 55.05 50.54%
5000
239.0
280 85.0 129 0
e .“.””.”.””.”.””.”.””.“.””P”q””, R RE e R Emma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19 20 19. 40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012417\
Data File : BM008854.D

Aca On : 25 Jan 2017 00:40

Operator : UM/SJ

Sample : 11315-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM012317_.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 Butyl myristate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.65 39.03 ng/ul 2803240 Chrysene-di12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 59
2 Docosanoic acid 340 C22H4402 000112-85-6 52
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 49
4 2-lIsopropvl-3-vinvloxirane 112 C7H120 070777-23-0 38
5 4-Aminocyclohexanol acetate (ester) 157 C8H15NO2 1000130-62-8 35
Abundance Scan 3071 (20.650 min): BM008854.D (-3066) (-) m/z 56.10 100.00%
56.1
5000
285.3 L B
1291 1851 941 404 4200 20,40 20.60 20.80 21.00
o e e o i S e m/z 57.05 75.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131257: Butyl myristate
56.0
5000 229.0 20,40 20.60 20.80 21.00
0
‘ 1290 165, 284.0 m/z 43.10 62.73%
0|||‘|‘|M‘U‘|‘ﬁ|5‘hll‘ou‘“‘|l:‘luu‘u‘ul"l:‘|||‘||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
20,40 20.60 20.80 21.00
5000 340.0 m/z 41.05 59.87%
83.0 129.0
185.0 241.0 297.0
o e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #177166: Octadecanoic acid, 2-methylpropy! ester I A BEREE EE e e
57.0 20.40 20.60 20.80 21.00
m/z 55.05 46 .55%
5000
285.0
m/z--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012417\
Data File : BM008854.D

Aca On : 25 Jan 2017 00:40

Operator : UM/SJ

Sample : 11315-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM012317_.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 (DEL) Alkane: Cyclic21.17 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.17 2.22 ng/ul 159528 Chrysene-di12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 95
2 Cvclotetradecane 196 C14H28 000295-17-0 95
3 Cvclotetradecane 196 C14H28 000295-17-0 90
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 83
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 83
Abundance Scan 3159 (21.168 min): BM008854.D (-3155) (-) m/z 57.10 100.00%
57.1
5000 97.0 207.0
251,000 253.2281-1 24,9 357.1 20.80 21.00 21.20 21.40
o by R L e e m/z 43.10 96.93%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
55.0
83.0
5000 NN BRI B
110 20.80 21.00 21.20 21.40
' m/z 55.05 82 .85%
270 ‘ ‘H ‘ 390 18202100
0..h.‘.l“...H.‘Hll‘.‘&“l.l...‘..ll... —
m/z--> 50 100 150 200 250 300 350
Abundance
55.0
830 NN BRI B
20.80 21.00 21.20 21.40
5000 m/z 41.05 69.39%
111.0
o 210 139.0168.0196.0
m/z--> 50 100 150 200 250 300 350
Abundance #58277: Cyclotetradecane A e
55.0 20.80 21.00 21.20 21.40
m/z 83.00 63.76%
83.0
5000
L
27,0 196.0
oL LN b | poponete®
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\BM012417\
Data File : BM008854.D

Acq On : 25 Jan 2017 00:40

Operator : UM/SJ

Sample - 11315-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM012317_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]
Methane, bromodic... 2.72 4.0 ng/ul 114006 1 7.93 577706 20.0
unknown-01 2.97 4.0 ng/ul 114840 1 7.93 577706 20.0
Hexadecanoic acid... 19.61 46.0 ng/ul 3307030 5 21.48 1436390 20.0
Butyl myristate 20.65 39.0 ng/ul 2803240 5 21.48 1436390 20.0
(DEL) Alkane: Cyc... 21.17 2.2 ng/ul 159528 5 21.48 1436390 20.0
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