LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021058.D

Aca On : 24 Feb 2016 19:12

Operator : UM/SJ

Sample : H1520-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 G\METHODS\8270-BG022316.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 3.049 31 36 55 rBB 219929 306487 100.00% 16.285%
2 3.196 55 61 68 rBB 4321 7332 2.39% 0.390%
3 5.281 411 416 424 rBB2 16361 24589 8.02% 1.307%
4 5.780 495 501 509 rBB 72475 114259 37.28% 6.071%
5 7.408 771 778 788 rBB 87174 148365 48.41% 7.883%
6 7.748 830 836 843 rBB 83397 141783 46.26% 7.533%
7 8.201 908 913 918 rBB 14108 21875 7.14% 1.162%
8 8.530 963 969 976 rBB 59527 98148 32.02% 5.215%
9 9.387 1108 1115 1122 rBB 54384 95281 31.09% 5.063%
10 11.026 1387 1394 1400 rBB 25947 44215 14.43% 2.349%
11 13.446 1799 1806 1812 rBB 155436 223472 72.91% 11.874%
12 14.269 1940 1946 1952 rBB 31132 42416 13.84% 2.254%
13 14.662 2008 2013 2017 rBB 6093 7016 2.29% 0.373%
14 14.815 2034 2039 2045 rBB2 38803 61116 19.94% 3.247%
15 15.608 2170 2174 2178 rVB 8006 9759 3.18% 0.519%
16 16.008 2236 2242 2247 rBB 1871 3823 1.25% 0.203%
17 16.307 2287 2293 2298 rBB 114258 166152 54.21% 8.828%
18 16.466 2316 2320 2323 rBv2 7523 10031 3.27% 0.533%
19 17.253 2451 2454 2458 rBB 3800 4489 1.46% 0.239%
20 17.553 2500 2505 2511 rBV 41154 59375 19.37% 3.155%
21 19.591 2848 2852 2857 rVB2 2369 3641 1.19% 0.193%
22 20.137 2940 2945 2950 rBV 155824 193383 63.10% 10.275%
23 21.406 3157 3161 3169 rVB5 7052 10043 3.28% 0.534%
24 21.823 3226 3232 3237 rBV 29130 44623 14.56% 2.371%
25 25.142 3789 3797 3805 rVB2 14970 40361 13.17% 2.145%

Sum of corrected areas: 1882034
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021058.D

Aca On : 24 Feb 2016 19:12

Operator : UM/SJ

Sample : H1520-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

200000

150000

100000

50000

TIC: BG021058.D
3|05

7.41 7 75
5.78
8.53 9.39

11.03
5.28 8.20

3.20

0
Time-->

3.00 350 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 8.50 900 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance

200000

150000

100000

50000

0

TIC: BG021058.D

13.45 20.14

16.31

17.55
1427 1482 21.82

14.6 13.6116.01 PGLM 17.25 19.59 21/L41 J

A A
LIS L e e e L e L B B e e B e B LB

Time-->

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 20.50 21.00 21.50 22.00 22.50

Abundance

200000

150000

100000

50000

TIC: BG021058.D

25.14

A

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021058.D

Aca On : 24 Feb 2016 19:12

Operator : UM/SJ

Sample : H1520-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT 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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

3.05 280.22 ng 306487 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 1.3-Dioxolane. 2-(3-bromo-5.5.5-... 352 C10H16BrCI1302 1000115-31-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 36 (3.049 min): BG021058.D (-31) (-) m/z 73.15 100.00%
7B
5000 43
89
e r— —_—
300 320  3.40
55
Obrr e M 8 e e | M/Z 43,15 51.05%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 T L
300 320  3.40
89 m/z 89.05 29.15%
0"w'“'w'“w“?ﬂi'“l“é?w'“|h'w'“ﬂw"w'“'w'“|“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
300 320 340
5000 m/z 41.15 9.94%
45
o 36 55 67 109115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8446: 2-Hydroxy-2-methyloutyric acid — T
73 300 320  3.40
43 m/z 45.15 7.82%
55
5000
29
0 1‘5 w‘\‘ ‘ 37‘ ‘\ \‘ \49 L \‘ 61 67 Jl 82 8? 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 300 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021058.D

Aca On : 24 Feb 2016 19:12

Operator : UM/SJ

Sample : H1520-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT 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 unknown5.28 Concentration Rank 4

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

5.28 22.48 ng 24589 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 40
3 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol 102 C6H140 000623-37-0 36
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 416 (5.281 min): BG021058.D (-411) (-) m/z 43.05 100.00%
43
59
5000
101 R UL L I IR
| 83 | 5.00 520 5.40 5.60
o) SR ¥ FEMISSSOY | FRNMSERASSISSAL: MMSSMS MS m/z 59.05 57.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L L U
59 500 520 540 5.60
m/z 101.05 17.82%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 500 5.0 540 560
5000 m/z 58.05 14 .45%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e R
59 5.00 520 5.40 5.60
m/z 41.05 9.46%
5000
41
0 "'I""I"'H“M""IJ”"I?%lli""l??"l"qe'l'"'IM"'I' U UL L I IR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021058.D

Aca On : 24 Feb 2016 19:12

Operator : UM/SJ

Sample : H1520-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT 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 6 Undecane, 3,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .66 2.30 ng 7016 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 74
2 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 40
3 Hexane. 2.2.3.3-tetramethvl- 142 C10H22 013475-81-5 38
4 Ether. heptvl hexvl 200 C13H280 007289-40-9 37
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 37
Abundance Scan 2013 (14.662 min): BG021058.D (-2008) (-) m/z 57.15 100.00%
57
43
71
5000
85
| 99 14.40 14.60 14.80 15.00
ol e e | M/Z 43.15  75.45Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 57
5000 &
g5 14.40 14.60 14.80 15.00
29 m/z 71.15 53.62%
0 | L Lo w 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 85 100 150 140 160 180 200 220
Abundance
57
" 14.40 14.60 14.80 15.00
m/z 41.15 38.66%
5000 43 n o
29 85 g9
0 112 127 140 155 169 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18487: Hexane, 2,2,3,3-tetramethyl- e
43 57 14.40 14.60 14.80 15.00
m/z 85.05 34.74%
5000 85
99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021058.D

Aca On : 24 Feb 2016 19:12

Operator : UM/SJ

Sample : H1520-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT 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 7 Undecane, 2,4-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.61 3.19 ng 9759 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.4-dimethvl- 184 C13H28 017312-80-0 72
2 Ether. hexvl pentvl 172 C11H240 032357-83-8 59
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 45
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 42
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 38

Abundance Scan 2174 (15.608 min): BG021058.D (-2170) (-) m/z 57.10 100.00%

43
5000 71 85

15.20 15.40 15.60 15.80 16.00

0 e m/z 43.15 84.45Y%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45588: Undecane, 2,4-dimethyl-
43
57 85
5000
71 15.20 15.40 15.60 15.80 16.00
29 m/z 85.15 46.99%
0 ool 99 113 126 141 155 169 184
LI e o o o L LA o s S o o o S IR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
T T
71 15.20 15.40 15.60 15.80 16.00
5000 m/z 71.10 41 .18%
85
56
101
Ot T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12303: Hexane, 2,3,4-trimethyl-
a3 15.20 15.40 15.60 15.80 16.00
m/z 41.05 38.48%
5000 57 1 85
29
o+t AL .h :..w.,. M |9 18 A SN Y| S
m/z--> 20 40 60 80 100 120 140 160 180 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021058.D

Aca On : 24 Feb 2016 19:12

Operator : UM/SJ

Sample : H1520-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT 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 8 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.47 3.38 ng 10031 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 72
3 Pentane. 3-ethvl-2.3-dimethvl- 128 C9H20 016747-33-4 40
4 Hexane. 2.2.3.3-tetramethvl- 142 C10H22 013475-81-5 40
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 40
Abundance Scan 2321 (16.472 min): BG021058.D (-2316) (-) m/z 57.15 100.00%
57
43
5000 [
i 16.20 16.40 16.60 16.80
-ttt m/z 43.15 68.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 %7
5000 n
g5 16.20 16.40 16.60 16.80
29 m/z 71.05 50.34%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 250
Abundance
43
57 71 16.20 16.40 16.60 16.80
5000 85 m/z 85.15 40.36%
27
o5 99
m/z--> ﬁo Jo éo 85 160 120 140 160 180 260 250
Abundance #12332: Pentane, 3-ethyl-2,3-dimethyl-
3 57 16.20 16.40 16.60 16.80
m/z 41.05 37 .89%
5000 g5
27 %
69
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021058.D

Aca On : 24 Feb 2016 19:12

Operator : UM/SJ

Sample : H1520-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT 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 9 1-Heptadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.41 4.50 ng 10043 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecanol 256 C17H360 001454-85-9 64
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 64
3 Trichloroacetic acid. dodecvl ester 330 C14H25CI1302 074339-50-7 64
4 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 52
5 Acetic acid, trifluoro-, tetrade... 310 C16H29F302 006222-02-2 50
Abundance Scan 3162 (21.412 min): BG021058.D (-3157) (-) m/z 83.05 100.00%
43 | 69 83
97
5000 117 1383
209 21/00 21.20 2140 21.60 21.80
Oy 'I"'I""I""I""I""I""I"l"l'"'I""I""I" m/z  69.05 99.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92320: 1-Heptadecanol
55 83
4 69
97
5000
21.00 21.20 21.40 21.60 21.80
125 m/z 43.15 98.18%
2 139154168182 210 238

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 57
83
97 21.00 21.20 21.40 21.60 21.80
5000 m/z 57.05 97.27%
29 111

25
139153167 182196210224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #132446: Trichloroacetic acid, dodecy! ester
7 21.00 21.20 21.40 21.60 21.80
83 m/z 41.15 84.91%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022416\
Data File : BG021058.D

Acq On : 24 Feb 2016 19:12

Operator : UM/SJ

Sample : H1520-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022316 .M
ASP BNA STANDARDS FOR 5 POINT 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]
Propane, 2,2-dime... 3.05 280.2 ng 306487 1 8.20 21875 20.0
unknown5.28 5.28 22.5 ng 24589 1 8.20 21875 20.0
Undecane, 3,5-dim... 14.66 2.3 ng 7016 3 14.82 61116 20.0
Undecane, 2,4-dim... 15.61 3.2 ng 9759 3 14.82 61116 20.0
Hexadecane 16.47 3.4 ng 10031 4 17.55 59375 20.0
1-Heptadecanol 21.41 4.5 ng 10043 5 21.82 44623 20.0
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