LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM071616\
Data File : BMO06501.D

Acq On 17 Jul 2016 05:44

Operator : UM/SJ

Sample - H3985-17

Misc :

ALS Vial : 29 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-BM071416 .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 6.792 709 715 727 rBV 529367 885955 20.54% 1.804%
2 6.957 737 743 755 rBV 404866 636483 14.76% 1.296%
3 7.151 768 776 785 rBVY 533335 863136 20.01% 1.757%
4 7.616 848 855 865 rBV 845420 1391883 32.27% 2.834%
5 8.322 969 975 986 rBV 579746 964628 22.36% 1.964%
6 8.769 1044 1051 1066 rBV 489930 844684 19.58% 1.720%
7 9.486 1166 1173 1185 rBV 409778 700969 16.25% 1.427%
8 10.022 1256 1264 1282 rBV 612082 1053105 24.42% 2.144%
9 10.392 1317 1327 1342 rBV 1059904 1871365 43.39% 3.810%
10 10.533 1345 1351 1368 rVV 544093 1023625 23.73% 2.084%

11 13.680 1879 1886 1890 rBV 1119635 1680794 38.97% 3.422%
12 13.721 1890 1893 1904 rVB 518915 786836 18.24% 1.602%
13 13.957 1926 1933 1945 rBV 1219459 1974729 45.78% 4.021%
14 14.268 1979 1986 1995 rBVv2 1383302 2320274 53.79% 4.724%
15 14.480 2017 2022 2039 rBV 502311 903522 20.95% 1.840%

16 15.262 2148 2155 2165 rBV 1699361 2513372 58.27% 5.117%
17 15.392 2172 2177 2189 rBV 486930 745421 17 .28% 1.518%
18 15.992 2275 2279 2287 rBV 30708 57150 1.32% 0.116%
19 16.786 2409 2414 2420 rBV3 31782 56488 1.31% 0.115%
20 17.015 2446 2453 2459 rBV2 1878775 2815247 65.27% 5.732%

21 17.115 2464 2470 2481 rVB2 1818912 2870095 66.54% 5.844%

22 18.086 2629 2635 2640 rBv4 37337 71898 1.67% 0.146%
23 18.250 2658 2663 2671 rVB2 46690 77431 1.80% 0.158%
24 19.080 2794 2804 2811 rBV 331109 476145 11.04% 0.969%
25 19.233 2826 2830 2834 rBV2 34404 50619 1.17% 0.103%

26 19.356 2846 2851 2856 rVvVv 524480 647847 15.02% 1.319%
27 19.415 2856 2861 2869 rVV3 2461897 3915337 90.77% 7.972%
28 19.474 2869 2871 2876 rVB2 94894 101707 2.36% 0.207%

29 19.768 2917 2921 2928 rBV4 28810 57175 1.33% 0.116%
30 19.945 2947 2951 2954 rVvVv 72772 93772 2.17% 0.191%
31 20.044 2961 2968 2972 rBV2 89046 112242 2.60% 0.229%
32 20.103 2973 2978 2982 rVB4 29863 44651 1.04% 0.091%
33 20.286 3006 3009 3020 rVB3 26092 50098 1.16% 0.102%

34 20.403 3025 3029 3036 rBvV 446067 510233 11.83% 1.039%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM071616\
Data File : BMO06501.D

Acq On 17 Jul 2016 05:44

Operator : UM/SJ

Sample - H3985-17

Misc :

ALS Vial : 29 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\SOMO02.2-EPA-BM071416.M

Title = SVOA CALIBRATION

35 20.468 3036 3040 3043 rBV2 60828 68973 1.60% 0.140%
36 20.503 3043 3046 3051 rVvv2 41234 46963 1.09% 0.096%
37 20.862 3099 3107 3110 rBV2 44788 97769 2.27% 0.199%

38 20.933 3116 3119 3130 rVB3 104449 165859 3.85% 0.338%
39 21.215 3159 3167 3171 rBV 2859676 4112853 95.35% 8.374%
40 21.250 3171 3173 3182 rVB 206300 253838 5.89% 0.517%

41 21.368 3189 3193 3198 rBVY 129432 150248 3.48% 0.306%
42 21.791 3262 3265 3275 rVB2 93624 141394 3.28% 0.288%
43 22.244 3338 3342 3348 rBVY 127125 190028 4.41% 0.387%
44 22.744 3421 3427 3434 rBV3 238083 609529 14.13% 1.241%
45 22.921 3453 3457 3465 rVB2 47532 88117 2.04% 0.179%

46 23.221 3504 3508 3510 rBV 71069 113609 2.63% 0.231%
47 23.274 3510 3517 3531 rVvv2 2032810 4313291 100.00% 8.782%
48 23.409 3533 3540 3555 rVB2 1963247 3977761 92.22% 8.099%
49 23.909 3620 3625 3636 rVB 180022 375925 8.72% 0.765%
50 24.632 3742 3748 3757 rVB2 176014 376650 8.73% 0.767%

51 25.468 3884 3890 3901 rVB2 119926 323312 7.50% 0.658%
52 25.597 3907 3912 3921 rVB2 82414 202345 4.69% 0.412%

53 26.456 4053 4058 4069 rVB3 99794 270408 6.27% 0.551%
54 27.609 4249 4254 4255 rBV3 44312 65733 1.52% 0.134%

Sum of corrected areas: 49113521
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\Data\BMO71616\
Data File : BMO06501.D

Acq On 17 Jul 2016 05:44

Operator : UM/SJ

Sample - H3985-17

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM071416 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM006501.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BMO71616\
Data File : BMO06501.D

Acq On 17 Jul 2016 05:44

Operator : UM/SJ

Sample - H3985-17

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM071416 .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 Hexadecanoic acid, butyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.36 3.15 ng/ul 647847 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 64
4 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 49
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35

Abundance Scan 2852 (19.362 min): BM006501.D (-2846) (-) m/z 56.05 100.00%
56
5000 j\w»
257
3 129 239 RN | VN
101
3 157 185 213 19.00 19.20 19.40 19.60
) S | 283 32 | "m/z 57.10 57.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 AU AU
19.00 19.20 19.40 19.60
29 129 257 m/z 43.05 43.03%
0 L h H dey | 157 185 213 2:\39 N
m/z--> 20 45 60 80 100 120 140 160 1éo 200 220 240 260 280 300
Abundance
56
19.00 19.20 19.40 19.60
5000 m/z 41.05 40.85%
29 3 129 239 %’
97113 157 185 213 og3 312
A R R R L LA A LA A LARAS AR AL LARR) LSRRI B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester B EmmamEE A S AR
57 19.00 19.20 19.40 19.60
m/z 55.05 34.78%
257
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 360 ' 19.00 1920 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BMO71616\
Data File : BMO06501.D

Acq On 17 Jul 2016 05:44

Operator : UM/SJ

Sample - H3985-17

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM071416 .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 Octadecanoic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.40 2.48 ng/ul 510233 Chrysene-d12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 90
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 78
3 Butyl myristate 284 C18H3602 000110-36-1 64
4 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 49
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 38
Abundance Scan 3028 (20.397 min): BM006501.D (-3025) (-) m/z 56.05 100.00%
56
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129

o7 20.00 20.20 20.40 20.60 20.80

m/z 57.05 63.05%

285
157 185 513 241 267

21

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 285
340 20.00 20.20 20.40 20.60 20.80
129 185 267 m/z 43.05 48 .29%
241
ol e H‘. A - O W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
L B i S
20.00 20.20 20.40 20.60 20.80
5000 285 m/z 41.05 43 .58%
29 73 129 267 340
97
. 157 185 53 241 311
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131257: Butyl myristate EEEEE R ARS S S S S S
56 20.00 20.20 20.40 20.60 20.80
m/z 55.10 36.62%
5000 229
I ‘ 129 185 211 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20. OO 20. 20 20 40 20. 60 20 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\Data\BM071616\
Data File : BMO06501.D

Acq On 17 Jul 2016 05:44

Operator : UM/SJ

Sample - H3985-17

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM071416 .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]
Hexadecanoic acid... 19.36 3.1 ng/ul 647847 5 21.22 4112850 20.0
Octadecanoic acid... 20.40 2.5 ng/ul 510233 5 21.22 4112850 20.0
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