LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM022516\

Data File : BM0O04406.D

Acq On : 25 Feb 2016 19:08 Instrument :
Operator : SJ/UM ?:'I\:gﬁ’;ﬁSam ol
3?22'6 i H1572-05 0m1$5%a£2
ALS Vial : 8 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-BM022216 .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 2.734 4 8 18 rvv 29544 43723 8.46% 0.778%
2 2.810 18 21 27 rvVB 10229 11447 2.21% 0.204%
3 6.804 695 700 713 rBB 61789 102951 19.91% 1.831%
4 6.951 720 725 734 rBB 56621 88077 17.04% 1.567%
5 7.151 754 759 769 rBB 76500 115888 22.41% 2.062%
6 7.616 832 838 845 rBB 73662 113500 21.95% 2.019%
7 8.339 956 961 973 rBB 91640 146423 28.32% 2.605%
8 8.775 1030 1035 1045 rBB 69946 111601 21.59% 1.985%
9 9.498 1152 1158 1165 rBB 60078 93951 18.17% 1.671%
10 10.039 1245 1250 1263 rBV 89274 154700 29.92% 2.752%

11 10.404 1305 1312 1320 rBB 117497 192983 37.33% 3.433%
12 10.551 1331 1337 1356 rBB 81974 144571 27.96% 2.572%
13 13.692 1865 1871 1875 rBV 205260 277965 53.76% 4.945%
14 13.739 1875 1879 1887 rVB 106981 143009 27.66% 2.544%
15 13.968 1912 1918 1931 rBB 240391 344362 66.60% 6.126%

16 14.174 1949 1953 1957 rVB 11740 13344 2.58% 0.237%
17 14.280 1965 1971 1978 rVB2 189697 279430 54.05% 4.971%
18 14.533 2009 2014 2026 rBV 29732 62762 12.14% 1.117%
19 15.133 2112 2116 2120 rBB 17078 20056 3.88% 0.357%
20 15.280 2135 2141 2149 rBV 303424 435733 84.28% 7.752%
21 15.427 2162 2166 2173 rBB 54239 70663 13.67% 1.257%
22 15.521 2178 2182 2184 rBV2 4294 6882 1.33% 0.122%
23 15.992 2258 2262 2274 rBV 18103 31299 6.05% 0.557%
24 16.786 2394 2397 2401 rBV 10047 12048 2.33% 0.214%
25 17.033 2433 2439 2444 rBV 227031 312648 60.47% 5.562%
26 17.074 2444 2446 2450 rVvVv 22694 25959 5.02% 0.462%
27 17.133 2450 2456 2470 rVB 316761 440490 85.20% 7.836%
28 17.927 2586 2591 2594 rBV2 4141 5839 1.13% 0.104%
29 19.109 2788 2792 2797 rVB 27792 35963 6.96% 0.640%
30 19.444 2843 2849 2862 rBV 348565 517022 100.00% 9.198%
31 19.980 2930 2940 2944 rVB2 3906 7041 1.36% 0.125%
32 20.944 3099 3104 3115 rBv4 37391 51617 9.98% 0.918%
33 21.244 3149 3155 3160 rBV 256587 341316 66.02% 6.072%
34 21.280 3160 3161 3168 rVB 15072 15688 3.03% 0.279%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022516\

Data File : BM004406.D

Acg On : 25 Feb 2016 19:08

Operator : SJ/UM

3?22'6 i H1572-05 0311-557-0312
ALS Vial : 8 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-BM022216 .M

Title = SVOA CALIBRATION

35 21.403 3176 3182 3187 rBV9 4180 10257 1.98% 0.182%
36 21.833 3253 3255 3264 rVB4 6060 10129 1.96% 0.180%
37 22.268 3326 3329 3335 rVB3 3857 5442 1.05% 0.097%
38 22.397 3347 3351 3356 rVB 5835 9653 1.87% 0.172%
39 22.815 3417 3422 3426 rBV2 12007 24000 4.64% 0.427%
40 23.280 3497 3501 3502 rBV 4884 6005 1.16% 0.107%

41 23.327 3502 3509 3524 rVB 242886 454926 87.99% 8.093%
42 23.468 3526 3533 3541 rBV2 163893 306610 59.30% 5.455%

43 23.944 3611 3614 3620 rVvB4 8158 13875 2.68% 0.247%
44 25.521 3878 3882 3888 rVB6 3756 9357 1.81% 0.166%
Sum of corrected areas: 5621205
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022516\

Data File : BM004406.D

Acg On : 25 Feb 2016 19:08

Operator : SJ/UM

ﬁ?ggle i H1572-05 0311-557-0312
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM022216 .M
SVOA CALIBRATION

C:\DATABASENNISTO2.L

TIC Library :

TIC Integration Parameters: LSCINT.P

Abundance

300000

250000

200000

150000

100000

50000 73

.81

TIC: BM004406.D

8.34
7.62

|

7.15
6.8)95

I

8.77

9.50

|

10.40

10.04 hoss5

0

Time--> 3.00

3.50 4.00 450

6.00

5.00 5.50

6.50

7.00 750 8.00 850

|

9.00

9.50

10.00 10.50 11.00

Abundance

300000

250000

200000

150000

100000

50000

0

13

13.97

.69
14.28

.74

14.53

14.1

15.28

15.18

15.43

TIC: BM004406.D
17.13

17.03

15.99 07

1
52 16.79

17.93

1944

19.11

19.98

Time-->

m.
T T T T T T T T

Aa.
T T T

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

300000

250000

200000

150000

100000

50000

0

20.94

21.24

1,480 21.83 2222740

23.33

23.47

2281 Hq

23.94

TIC: BM004406.D

25,52

PR, 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\BM022516\

Data File : BM004406.D

Acg On : 25 Feb 2016 19:08

Operator : SJ/UM

ﬁ?ggle i H1572-05 0311-557-0312
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM022216 .M
SVOA CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.81 2.02 ng/ul 11447 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 N-Ethylformamide 73 C3H7NO 000627-45-2 4
3 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 4
4 Isobutylamine 73 C4H1i1IN 000078-81-9 4
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 4

Abundance Scan 21 (2.810 min): BM004406.D (-18) (-) m/z 73.10 100.00%
7B
5000 /\
43 55 87 S .
w‘ 2.80 2.90 3.00 3.10 3.20
AR ALy ks BARASARA ks AAREY Bk Bk R Rkt BARAAIARAS AR BARDA A AR m/z 87.10 28.80%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 43.10 28.71%
‘2? 33 39 4650 ‘ 59 6770 o
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 23.49%
44 58
27
1518 40 ”
L LA AR LEARNNRALS LARSN LERRNRAMLK RAARN AAREERRAM LARRNRRALS RARAD LARAN ALK RRARN MALEN RRALI AN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1893: 1-Butanamine, 3-methyl-
30 2.80 2.90 3.00 3.10 3.20
m/z 41.00 12.58%
5000
1518 27 4lgs 5558 7073 8487
m/z--> 5 10 15 20 25 30 35 4b 4% 50 §5 60 65 75 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\BM022516\

Data File : BM004406.D

Acg On : 25 Feb 2016 19:08

Operator : SJ/UM

ﬁ?ggle i H1572-05 0311-557-0312
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM022216 .M
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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.99 2.00 ng/ul 31299 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Tetradecane 198 C14H30 000629-59-4 78
3 Tridecane 184 C13H28 000629-50-5 72
4 1-lodo-2-methylundecane 296 C12H251 073105-67-6 64
5 Hexadecane 226 C16H34 000544-76-3 56
Abundance Scan 2262 (15.992 min): BM004406.D (-2258) (-) m/z 57.10 100.00%
87
43
85
5000
| 99 15.60 15.80 16.00 16.20 16.40
e — m/z 71.10 82.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000
85 15.60 15.80 16.00 16.20 16.40
29 m/z 43.10 66 .54%
| L | 8127141155160 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
3
71 15.60 15.80 16.00 16.20 16.40
5000 o m/z 85.10 54 _65%
29

99113127141155160 198
wmﬁwmwmwwm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #45544: Tridecane
43 97 15.60 15.80 16.00 16.20 16.40
m/z 41.10 34.87%
71
5000
85
29

15 | | ) | ®usrnmes 1 [
P e e e e e e e e B Lo R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022516\

Data File : BM004406.D

Acg On : 25 Feb 2016 19:08

Operator : SJ/UM

ﬁ?ggle i H1572-05 0311-557-0312
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM022216 .M
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 4 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.94 3.02 ng/ul 51617 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 90
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 87
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 86
Abundance Scan 3103 (20.939 min): BM004406.D (-3099) (-) m/z 83.10 100.00%
57 69 97
43
5000 111
125 228 AU PN SRR

20.60 20.80 21.00 21.20

207
I ||,,|,,,,,| m/z 97.10 91.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
69 83
97
I A
5000 LA L L L L L LB L B LB L |
111 20.60 20.80 21.00 21.20
29 ‘ ‘ m/z 57.10 90.57%
139
L s e

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

43
57 A

20.60 20.80 21.00 21.20
5000 69 m/z 69.10 87 .65%

29 83 97

1
125 140 155167 181 196 224

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

Abundance #148859: Trichloroacetic acid, pentadecy! ester SNMRNMESESN B N

43 57 20.60 20.80 21.00 21.20

69 83 m/z 55.10 87.47%
97
5000
111
29
139

0 =X 2 SO O S LS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 20 60 20.80 21.00 21 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022516\

Data File : BM004406.D

Acg On : 25 Feb 2016 19:08

Operator : SJ/UM

ﬁ?ggle i H1572-05 0311-557-0312
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM022216 .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]
Butane, 2-methoxy... 2.81 2.0 ng/ul 11447 1 7.62 113500 20.0
(DEL) Alkane: Str... 15.99 2.0 ng/ul 31299 4 17.03 312648 20.0
Trichloroacetic a... 20.94 3.0 ng/ul 51617 5 21.24 341316 20.0
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