LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA G\DATA\BG022916\
Data File : BG021168.D
Aca On : 29 Feb 2016 23:30 Instrument :
Operator : UM/SJ (B.‘,'I\!A_(tSS el

- _ lentosampleld :
3?22Ie - H1604-01 DRUMS-242-324-COMPOSITE
ALS Vial : 17 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:\HPCHEM1I\BNA G\METHODS\8270-BG022916.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 3.066 34 39 61 rvB 1026601 1395944 100.00% 23.625%
2 3.366 81 90 99 rBv 38009 69741 5.00% 1.180%
3 3.824 164 168 175 rBvV 44472 64071 4 _.59% 1.084%
4 5.240 403 409 417 rvB 44347 65869 4.72% 1.115%
5 5.704 481 488 496 rVB 202271 311075 22.28% 5.265%
6 7.297 752 759 767 rBV 226353 378661 27.13% 6.409%
7 7.679 817 824 832 rVB 205778 346340 24.81% 5.862%
8 8.149 898 904 911 rBV 32378 53626 3.84% 0.908%
9 8.472 952 959 967 rBV 126475 219643 15.73% 3.717%
10 9.312 1095 1102 1110 rVB 132491 231054 16.55% 3.910%
11 10.957 1376 1382 1390 rBvV 52158 92379 6.62% 1.563%
12 13.384 1788 1795 1804 rBB 332363 502264 35.98% 8.500%
13 14.200 1928 1934 1941 rBvV 51426 72789 5.21% 1.232%
14 14.759 2022 2029 2035 rvB2 93966 145641 10.43% 2.465%
15 15.581 2165 2169 2174 rVB 13187 15846 1.14% 0.268%

16 16.233 2274 2280 2288 rVB 309789 458061 32.81% 7.752%
17 16.439 2310 2315 2322 rBV 13838 23427 1.68% 0.396%
18 17.491 2488 2494 2500 rBV 133833 195842 14.03% 3.314%
19 20.082 2930 2935 2941 rBV 645135 834301 59.77% 14.120%
20 21.374 3151 3155 3166 rVB4 14596 22793 1.63% 0.386%

21 21.750 3214 3219 3227 rVB 134001 216096 15.48% 3.657%
22 25.029 3766 3777 3785 rBV3 70346 193213 13.84% 3.270%

Sum of corrected areas: 5908676
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022916\

Data File : BG021168.D

Aca On : 29 Feb 2016 23:30

Operator : UM/SJ

ﬁ?gg'e - H1604-01 DRUMS-242-324-COMPOSITE
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG021168.D
10000007 3|07

800000

600000

400000

7.30
200000 570 7,68

8.47 9.31
3.37 3.82 5.24 8.15 10.96

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG021168.D
1000000

800000

20.08
600000

400000
13.38 16.23

200000 17.49 21.75
14.76

14.20

15.58 16.44 21.37

0 A A L
LN I B B B N e B N B N L B D N B B B B

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 TIC: BG021168.D
1000000

800000

600000

400000

200000
25.03

R AR Aaaa B o i ARA RS Raaa T L e A REAA RS EAR AR

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\BG022916\

Data File : BG021168.D

Aca On : 29 Feb 2016 23:30

Operator : UM/SJ

ﬁ?gg'e - H1604-01 DRUMS-242-324-COMPOSITE
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 unknown3.07 Concentration Rank 1

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

3.07 520.62 ng 1395940 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 39
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 40 (3.072 min): BG021168.D (-34) (-) m/z 73.00 100.00%
73.0
5000 43.0
89.0
5.0 300 320 340
o) T 81 1 RS SRS NSRS m/z 43.00 49.43Y%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0 L L R AL L
3.00 320  3.40
2.0 89.0 m/z 89.00 31.59%
0 | ‘ ‘\‘ [ 5?0 ‘ !
LR SN SN SRR SUNLELRL FURLELE FURLELEL SURLELELS L SURL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30.0 73.0
300 320 340
5000 m/z 41.00 9.51%
58.0
44.0
15.0
L S L UL S I S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #837: 1-Propanol, 2-methyl- T
43.0 3.00 320  3.40
330 m/z 45.00 7.91%
5000
O e e e A AL N I
m/z--> 10 20 30 40 50 60 70 80 90 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022916\

Data File : BG021168.D

Aca On : 29 Feb 2016 23:30

Operator : UM/SJ

ﬁ?gg'e - H1604-01 DRUMS-242-324-COMPOSITE
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 unknown3.82 Concentration Rank 6

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

3.82 23.90 ng 64071 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
2 Propanoic acid. 2-hvdroxv-. meth... 104 C4H803 002155-30-8 9
3 (H-(H)-1.2-Propanediol 76 C3H802 004254-15-3 9
4 Isopropvl Alcohol 60 C3H80 000067-63-0 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance Scan 167 (3.818 min): BG021168.D (-164) (-) m/z 44.95 100.00%
44.0
5000
61.0 839 340 3.60 3.80 4.00 4.20
O e Bl L e B o m/z 43.00 18.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #928: R-(-)-1,2-propanediol
45.0
5000 LARSRELARSELARRE LS
3.40 3.60 3.80 4.00 4.20
m/z 61.00 6.77%
19.0
0 '"I"”I"'HM“'"Iﬂl"I"'éhq"l'zqgl""l"”I""I'
m/z--> 10 20 30 50 60 70 80 90 100 110
Abundance
45.0
340 360 380 4.00 420
5000 m/z 44.00 6.47%
33.0
o 15.0 61.0 760 89.0  104.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #930: (S)-(+)-1,2-Propanediol
48.0 3.40 3.60 3.80 4.00 4.20
m/z 42.00 3.38%
5000
m/z--> 10 20 30 40 50 60 70 8 90 100 110 340 3.60 3.80 4.00 4.20
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8270-BG022916.M Tue Mar

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022916\
Data File : BG021168.D

Aca On : 29 Feb 2016 23:30

Operator : UM/SJ

Sample : H1604-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 4 unknown5.24 Concentration Rank 5

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

5.24 24 .57 ng 65869 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 409 (5.240 min): BG021168.D (-403) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 LB L e
829 5.00 520 5.40 5.60
O et e e e e e m/z 59.00 58.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L SR R
50.0 500 520 540 5.60
m/z 101.00 18.86%
31.0 g30 1010
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
500 520 540 5.60
5000 41.0 m/z 58.00 14.17%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #3602: 1-Propen-2-ol, acetate e .

43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.69%

5000
58.0
150 570 72.0 100.0

e i —— S N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60

01 17:38:12 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022916\

Data File : BG021168.D

Aca On : 29 Feb 2016 23:30

Operator : UM/SJ

ﬁ?gg'e - H1604-01 DRUMS-242-324-COMPOSITE
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 Hexane, 3,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.58 2.18 ng 15846 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
2 Hexadecane 226 C16H34 000544-76-3 50
3 Decane. 2.2.7-trimethvl- 184 C13H28 062237-99-4 45
4 Decane. 2.2.6-trimethvl- 184 C13H28 062237-97-2 45
5 Ether, hexyl pentyl 172 C11H240 032357-83-8 42
Abundance Scan 2169 (15.581 min): BG021168.D (-2165) (-) m/z 57.00 100.00%
57.0
5000 85.0
39|p 15.20 15.40 15.60 15.80
0 m/z 43.00 71.11%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #7450: Hexane, 3,3-dimethyl-
43.0
5000 710
15.20 15.40 15.60 15.80
m/z 71.00 70.64%
s || ||
0'|“'w'“'w'“|“'w'“'w'“|“'w'“'w'“l“'w'“'w'“
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
15.20 15.40 15.60 15.80
5000 m/z 85.00 42 _.59%
85.0
29.0
0 113.0 1410 169.0 197.0 226.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #45612: Decane, 2,2,7-trimethyl-
57.0 15.20 15.40 15.60 15.80
m/z 41.00 36.29%
5000
0 2%.0 \‘ il 85‘.0 127.0 169'0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022916\

Data File : BG021168.D

Aca On : 29 Feb 2016 23:30

Operator : UM/SJ

ﬁ?gg'e - H1604-01 DRUMS-242-324-COMPOSITE
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 1-lodo-2-methylundecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.44 2.39 ng 23427 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 83
2 Tetradecane 198 C14H30 000629-59-4 83
3 Eicosane 282 C20H42 000112-95-8 83
4 Octane. 2.3.3-trimethvl- 156 C11H24 062016-30-2 78
5 Undecane 156 C11H24 001120-21-4 72
Abundance Scan 2315 (16.439 min): BG021168.D (-2310) (-) m/z 56.95 100.00%
57.0
5000 85.0
“ 113.0 16.20 16.40 16.60 16.80
0 L m/z 43.00 80.55%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114973: 1-lodo-2-methylundecane
57.0
5000
85.0 16.20 16.40 16.60 16.80
29.0 m/z 71.00 65.82%
ok NN ‘ 11130 169.0 2110 296.0
miz-> 20 Jo éo 80 160 150 140 1éo 180 200 220 240 260 280
Abundance
57.0
16.20 16.40 16.60 16.80
m/z 85.00 43 _.59%
5000 850 0
29.0
0 113.0 141.0 169.0 198.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0 16.20 16.40 16.60 16.80
m/z 41.00 38.97%
5000
85.0
2
0 L | 1130 1410 1690 282.0
m/z--> 25 Jo 60 80 100 150 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022916\

Data File : BG021168.D

Aca On : 29 Feb 2016 23:30

Operator : UM/SJ

ﬁ?gg'e - H1604-01 DRUMS-242-324-COMPOSITE
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 2- Chloropropionic acid, pe... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.37 2.11 ng 22793 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. pentade... 318 C18H35CI02 1000292-44-1 90
2 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 90
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 90
4 Cvclohexadecane 224 C16H32 000295-65-8 87
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 87
Abundance Scan 3154 (21.368 min): BG021168.D (-3151) (-) m/z 83.00 100.00%
43.0 .0
5000
21.00 21.20 21.40 21.60
Ol el 2808 "m/z 69.00 97.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127053: 2- Chloropropionic acid, pentadecy! ester
57.0 83.0
5000 VNI AU BRI U I
21.00 21.20 21.40 21.60
29.0 m/z 43.00 89.06%
140.0 182.0 210.0 255.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
21.00 21.20 2140 21.60
5000 111.0 m/z 57.00 83.96%
29.0

| 139.0 167.0 210.0 238.0 263.0

Tmmﬁmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #145521: Bromoacetic acid, hexadecy! ester R RE T
43.0 21.00 21.20 21.40 21.60

m/z 55.00 82.40%

5000

0.,.‘..;‘;... B e e o N EEmme
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG022916\

Data File : BG021168.D

Acq On : 29 Feb 2016 23:30

Operator : UM/SJ

3?22'6 - H1604-01 DRUMS-242-324-COMPOSITE
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022916 .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]
unknown3 .07 3.07 520.6 ng 1395940 1 8.15 53626 20.0
unknown3 .82 3.82 23.9 ng 64071 1 8.15 53626 20.0
unknown5 .24 5.24 24 .6 ng 65869 1 8.15 53626 20.0
Hexane, 3,3-dimet... 15.58 2.2 ng 15846 3 14.76 145641 20.0
1-lodo-2-methylun... 16.44 2.4 ng 23427 4 17.49 195842 20.0
2- Chloropropioni... 21.37 2.1 ng 22793 5 21.75 216096 20.0
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