LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 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-BG120215.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 2.994 20 26 44 rVB 1105194 1677861 100.00% 16.262%
2 5.185 393 399 408 rVB 71559 107838 6.43% 1.045%
3 5.655 473 479 489 rVB 311337 499244 29.75% 4.839%
4 7.259 744 752 762 rBV 341929 587282 35.00% 5.692%
5 7.641 807 817 827 rVB 331561 560478 33.40% 5.432%
6 8.111 885 897 903 rBV 61460 104530 6.23% 1.013%
7 8.434 942 952 960 rVB 225608 395003 23.54% 3.828%
8 9.280 1088 1096 1102 rBV 201790 360300 21.47% 3.492%
9 9.333 1102 1105 1116 rVB2 16452 28006 1.67% 0.271%
10 10.890 1364 1370 1372 rBvV 24781 41755 2.49% 0.405%
11 10.925 1372 1376 1385 rVB 87860 158786 9.46% 1.539%
12 11.936 1542 1548 1552 rBvV 11021 17891 1.07% 0.173%
13 12.324 1609 1614 1621 rBV 37884 57534 3.43% 0.558%
14 13.270 1770 1775 1780 rVB4 13897 22025 1.31% 0.213%
15 13.364 1782 1791 1798 rBvV 513434 776490 46.28% 7.526%
16 13.558 1814 1824 1831 rBV 56458 93631 5.58% 0.907%
17 14.186 1924 1931 1938 rBvV 99539 180370 10.75% 1.748%
18 14.251 1938 1942 1949 rVvVv4 17991 30819 1.84% 0.299%
19 14.574 1991 1997 2000 rvve 8897 17560 1.05% 0.170%

20 14.621 2001 2005 2014 rVvVv 81298 113262 6.75% 1.098%

21 14.739 2019 2025 2033 rVB2 152539 250718 14.94% 2.430%

22 15.074 2074 2082 2087 rBV6 12524 39128 2.33% 0.379%
23 15.121 2087 2090 2095 rVV5 13385 22951 1.37% 0.222%
24 15.238 2103 2110 2116 rBV3 21847 47757 2.85% 0.463%
25 15.573 2162 2167 2172 rVV 102533 133773 7.97% 1.297%
26 15.978 2226 2236 2240 rBV 37145 79446 4.73% 0.770%
27 16.072 2248 2252 2257 rVB5 11835 16921 1.01% 0.164%
28 16.125 2258 2261 2268 rVB6 11834 21879 1.30% 0.212%

29 16.225 2268 2278 2286 rBV 512346 791108 47.15% 7.668%
30 16.431 2308 2313 2316 rBV 103769 146844 8.75% 1.423%

31 17.224 2444 2448 2452 rBV 90550 101137 6.03% 0.980%

32 17.277 2452 2457 2461 rVvV 41544 58162 3.47% 0.564%
33 17.482 2486 2492 2498 rBV 204458 314969 18.77% 3.053%
34 17.764 2536 2540 2545 rBV4 14789 28770 1.71% 0.279%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 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-BG120215.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.882 2556 2560 2565 rBV5 11530 20918 1.25% 0.203%
36 17.964 2569 2574 2579 rVB 72750 94396 5.63% 0.915%
37 18.252 2619 2623 2631 rVB7 10909 24284 1.45% 0.235%
38 18.352 2636 2640 2646 rVV5 24160 36502 2.18% 0.354%
39 18.652 2686 2691 2698 rBV 64427 84199 5.02% 0.816%
40 19.210 2782 2786 2792 rBV4 18268 32160 1.92% 0.312%
41 19.274 2793 2797 2803 rVB 58963 72528 4._.32% 0.703%
42 19.615 2851 2855 2863 rBV9 10581 25087 1.50% 0.243%
43 19.756 2875 2879 2883 rVB3 12467 17326 1.03% 0.168%
44 19.850 2891 2895 2899 rVB 39271 44635 2.66% 0.433%
45 20.079 2929 2934 2940 rBV 856346 1145150 68.25% 11.099%
46 20.379 2981 2985 2989 rBV 28268 33054 1.97% 0.320%
47 20.878 3065 3070 3074 rBV 15369 19904 1.19% 0.193%
48 21.384 3151 3156 3163 rBV3 23673 42896 2.56% 0.416%

49 21.754 3212 3219 3228 rVB 239078 391307 23.32% 3.793%
50 25.032 3767 3777 3788 rBV2 120360 348993 20.80% 3.383%

Sum of corrected areas: 10317567
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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: BG020017.D
2|99

1000000
800000
600000

400000
566 7.26 7.64

200000
5.19 8.11 10.93
33 1%P9 11.941232

R e~ SSMMBSINES| SRS | BN UEMSMSU | MY 17 e e R

Time--> 3.00 350 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 12.00 12.50
Abundance TIC: BG020017.D

1000000
20.08

800000

600000

13.36 16.23

400000

21.75
200000

20.38 5088 21.38
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: BG020017.D

1000000

800000

600000

400000

200000 25.03

O T T T T R T T T T T T R R R T e

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\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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.

2.99 321.03 ng 1677860 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 25 (2.988 min): BG020017.D (-20) (-) m/z 73.00 100.00%
73.0 f
43.0
5000
89.0
55.0 2.90 3.00 3.10 3.20 3.30 3.40
S N W VI s SN USS N m/z 43.00 54._63%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0
2.90 3.00 3.10 3.20 3.30 3.40
310 89.0 m/z 89.00 33.26%
"'I"”I"'UJ"”ML'M'I'Eag""Il“'l""l'”'l
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30.0 73.0
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 10.26%
58.0
44.0
15.0
LR SR SN SRR SUNLEL LS FURLELEL UL SURLELELS UL IURL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine
43.0 2.90 3.00 3.10 3.20 3.30 3.40
32.0 m/z 45.00 8.58%
58.0 89.0
5000 18.0
‘\ ! | 72\'0
| I 111 |
m/z--> 10 20 30 40 50 60 70 80 % ' 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 2 unknown5.19 Concentration Rank 4

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

5.19 20.63 ng 107838 1,4-Dichlorobenzene-d4 8.11
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 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 400 (5.191 min): BG020017.D (-393) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 RN RN SRR RN
| 83.0 | 480 5.00 5.20 5.40 5.60
"w““|“”|““w'“w”'w“w'“W“'WH”l““v'“w“'v“w'“w m/z 59.00 64 .86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR L UL LR
4.80 5.00 5.20 5.40 5.60
59.0 1010 m/z 101.00 21.81%
"'I”"I'?T:?""P"'I""I"Zq4q"??:g'l'”'l'l"l""l”"I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 41.0 m/z 58.00 15.97%
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
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.16%
5000
58.0
15‘.0 27\.0 | ‘\ 72‘.0 109.0 A A
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown7.64 Concentration Rank 2

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

7.64 107.24 ng 560478 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 817 (7.641 min): BG020017.D (-807) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 sio || o0 TR T 70 806
e e 2R e e e e m/z 68.00 48.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 UL I I IR
7.40 7.60 7.80 8.00
70.0 m/z 134.00 31.85%
310 440
| ! \‘ | 86 O I 116 0 I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 31.78%
104.0
140 270 300 510 600770 g9, 115.0
wmwmmﬁrwﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R A AREE L
132.0 7.40 7.60 7.80 8.00
m/z 69.00 21.09%
5000

63.0
15.0 %0%0 &0 m ﬁo wpl%onm) ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 5 Ether, hexyl pentyl Concentration Rank 13

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

9.33 5.36 ng 28006 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ether. hexvl pentvl 172 C11H240 032357-83-8 59
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 40
3 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 38
4 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 38
5 Octane 114 C8H18 000111-65-9 37

Abundance Scan 1104 (9.327 min): BG020017.D (-1102) (-) m/z 43.00 100.00%
43.0 57.0
5000 71.0
85.1
| |‘ 98.0 9.00 9.20 9.40 9.60
el Al Tm/z 57.00  94.43%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #37490: Ether, hexyl pentyl
43.0
71.0
5000
85.0 9.00 9.20 9.40 9.60
56.0 ' m/z 71.00 46 .45%
"I"”I""M"'I'”MI"'”""IM"I'”%?%Q'W""P
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
57.0
9.00 9.20 9.40 9.60
5000 m/z 41.00 42 .61%
85.0
29.0
71.0
99.0 114.0
miz--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #12326: Pentane, 2,2,3,4-tetramethyl-
57.0 9.00 9.20 9.40 9.60
43.0 m/z 85.10 33.11%
5000
27'0 71‘-0 85.0
\ \ L1, J
m/z--> 20 30 40 50 60 70 8 90 100 110 120 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.32 7.25 ng 57534 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 80
4 Tridecane 184 C13H28 000629-50-5 72
5 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 64

Abundance Scan 1613 (12.318 min): BG020017.D (-1609) (-) m/z 57.05 100.00%

57.0

5000

12.00 12.20 12.40 12.60
m/z 43.00 86.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73967: Hexadecane
57.0
5000 850 LA L L L L L LB L |
12.00 12.20 12.40 12.60
20.0 m/z 71.00 54 _.50%
Ll 180 1410 1600 1970 2260
e T e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
12.00 12.20 12.40 12.60
5000 m/z 41.00 44 .69%
85.0
29.0
113.0 141.0 1690 198.0
L o o o RN EEE e e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45564: Undecane, 2,3-dimethyl- e B R R amuma s
43.0 12.00 12.20 12.40 12.60
m/z 85.00 28.68%
71.0
5000
140.0
99 0
S v N - N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.56 7.47 ng 93631 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tridecane 184 C13H28 000629-50-5 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Dodecane 170 C12H26 000112-40-3 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 1824 (13.558 min): BG020017.D (-1814) (-) m/z 57.00 100.00%

57.0
5000 85.1

39 | 113.0 13.20 13.40 13.60 13.80
el SO 14101501 1982 0 Tnm/z  43.00  77.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55010: Tetradecane
57.0
5000 85.0 LI L B B e
29.0 13.20 13.40 13.60 13.80
m/z 71.00 58.07%
113.0 198.0
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
13.20 13.40 13.60 13.80
5000 m/z 41.00 41.79%
29.0 85.0
112.0  141.0 184.0
e R w s e B R s B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73967: Hexadecane s B
57.0 13.20 13.40 13.60 13.80
m/z 85.10 38.51%
5000 85.0
29.0
Lol L) 130 1410 1600 1970 2260
I e B o e i e o s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.25 2.46 ng 30819 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.4.6-t... 174 C13H18 000941-60-6 50
2 1H-Indene. 2.3-dihvdro-1.1.4.7-t... 174 C13H18 001078-04-2 50
3 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 030316-17-7 43
4 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 021693-55-0 43
5 1H-Indene, 2,3-dihydro-1,1,4,5-t... 174 C13H18 016204-57-2 41
Abundance Scan 1942 (14.251 min): BG020017.D (-1938) (-) m/z 57.00 100.00%
57.0
a1 159.0
: 174.0
5000 85.1 1320
106.0
189.9 71400 1420 1440 1460

m/z 43.00 68.47%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38732: 1H-Indene, 2,3-dihydro-1,1,4,6-tetramethyl-
159.0

5000 R O  RAEE AR
14,00 14.20 14.40 14.60

1740 m/z 159.00 60.58%

27.0 128.0 144.0 '
X e N1 A S N S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
159.0

14.00 14.20 14.40 14.60

5000 m/z 41.00 52.41%
174.0
210 510 770 1050 12801440
B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38743: Naphthalene, 1,2,3,4-tetrahydro-2,5,8-trimethy!- T
1320  159.0174.0 14.00 14.20 14.40 14.60

m/z 174.00 47 .59%

5000
91 llSr
15.0 63.0 H ‘
‘ ‘\ M m\ M‘u . i H ‘ m \‘
....,....,....,....,....,.. e B MR B

1l
m/z--> 20 60 80 100 12 0 140 160 180 14.00 14.20 14.40 14.60

8270-BG120215.M Wed Dec 09 17:20:25 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.62 9.04 ng 113262 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tritetracontane 605 C43H88 007098-21-7 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 2005 (14.621 min): BG020017.D (-2001) (-) m/z 57.00 100.00%

5000

-

14.40 14.60 14.80 15.00

13.1
159.0 212.0 m/z 43.00 75.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #64575: Pentadecane
57.0
5000 LA B N L L L L LB

14.40 14.60 14.80 15.00
m/z 71.05 59.26%

[ L1 |1130 16702120
T T T T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
14.40 14.60 14.80 15.00
5000 m/z 41.00 39.57%

113.0 1690 226.0

%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane e e S B
57.0 14.40 14.60 14.80 15.00
m/z 85.10 37 .65%
5000
1.0 169.0 2250 2810 337.0 393.0 4630 519.0 575.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.40 14.60 14.80 15.00

8270-BG120215.M Wed Dec 09 17:20:26 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 10 unknownl15.07 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.07 3.12 ng 39128 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-ethvl-2.7-dimethvl- 170 C12H26 062183-55-5 27
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 27
3 Decane 142 C10H22 000124-18-5 27
4 Tetratetracontane 619 C44H90 007098-22-8 27
5 Hexacosane 366 C26H54 000630-01-3 27

Abundance Scan 2081 (15.068 min): BG020017.D (-2074) (-) m/z 57.00 100.00%

.0

5000

L./

14. 80 15. 00 15. 20 15. 40
e m/z 43.00 81.22%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36197: Octane, 3-ethyl-2,7-dimethyl-
43.0
71.0

5000 e R
14.80 15.00 15.20 15.40

m/z 71.00 68.51%

41

70 | |0 w0
I I o A T R mat e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
14.80 15.00 15.20 15.40
5000 41,0 m/z 85.00 35.40%
85.0
113.0
14.0 141.0 1690 1970
R e ma
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #18420: Decane
57.0 14.80 15.00 15.20 15.40
m/z 159.00 33.77%
41/0
5000
85.0
140“30“2"
m/z--> 20 40 60 100 120 140 160 180 200 14.80 15.00 15.20 15.40

8270-BG120215.M Wed Dec 09 17:20:27 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 11 Pentacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.24 3.81 ng 47757 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 53
2 Octacosane 394 C28H58 000630-02-4 52
3 Tetracosane 338 C24H50 000646-31-1 52
4 Hexacosane 366 C26H54 000630-01-3 52
5 Nonacosane 408 C29H60 000630-03-5 50
Abundance Scan 2110 (15.238 min): BG020017.D (-2103) (-) m/z 57.00 100.00%
57.0
u 1 imemzo 15106 15120 1540 1560
i ..|n||||||n e m/z 43.00 71.02%
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane
57.0
5000 L UL BN BRI B
mmmmmmmm
99.0 m/z 71.00 61.61%
27.0) | | | d | 1410 1830 2250 267.0 3090.0 352.0
m/z--> 55 100 1%0 260 250 300 3éo
Abundance
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.00 47 .32%
99.0
27.0 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 260 250 360 3%0
Abundance #136481: Tetracosane
57.0 15.00 15.20 15.40 15.60
m/z 41.00 40.40%
- «,ﬂyuwAwwwvx/upbhnmvmxﬁf\ﬂ~\\
99.0
ﬁM]|idimw:m02%omm:mmwo
m/z--> 50 160 150 200 250 360 3éo ' 1550 1520 1540 1560

8270-BG120215.M Wed Dec 09 17:20:27 2015

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 13 Pentadecane, 2,6,10-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.98 6.34 ng 79446 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 91
2 Heptacosane 380 C27H56 000593-49-7 78
3 Octacosane 394 C28H58 000630-02-4 72
4 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 72
5 Docosane 310 C22H46 000629-97-0 64

Abundance Scan 2236 (15.978 min): BG020017.D (-2226) (-) m/z 57.00 100.00%
57.0
5000 l
99.0 0 1580 16.00 1690
169.1 15.60 15.80 16.00 16.20
..-.|,-.|..'|.u|,.'1.2‘9'?-...-.,.... | m/Z  71.00  50.54%
m/z--> 50 100 150 200 250 300 350
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57.0
5000 NN SUNA SRR I
15.60 15.80 16.00 16.20
0.0 m/z 43.00 49 _.75%
27\1'0“‘ | “ || 1410 1830 2390
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57.0
15.60 15.80 16.00 16.20
5000 m/z 41.00 27.31%
99.0
27.0 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 260 250 300 3%0
Abundance #155178: Octacosane A REAREREE S B
57.0 15.60 15.80 16.00 16.20
m/z 85.05 22 .45%
5000
99.0
27,0 ] | |y, 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3éo ' 15.60 15.80 16.00 16.20 '

8270-BG120215.M Wed Dec 09 17:20:28 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 15 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.22 6.42 ng 101137 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
4 Octadecane. l-iodo- 380 C18H371 000629-93-6 90
5 Tetradecane 198 C14H30 000629-59-4 87
Abundance Scan 2447 (17.218 min): BG020017.D (-2444) (-) m/z 57.00 100.00%
57.0
o 80 MA,—J}Ld‘/\
IR DA S B B
113.0 17.00 17.20 17.40 17.60
et e A A A8 e || M/Z 43.00  68.48%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91037: Octadecane
57.0
5000 85.0 LR UL BUMLI UL B
17.00 17.20 17.40 17.60
9.0 m/z 71.00 58.59%
| o M30 1410 1690 1970 2250 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%

Abundance
57.0
R e e
29.0 17.00 17.20 17.40 17.60
5000 85.0 m/z 85.00 38.61%
182.0
1130 1410 211.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122578: Tridecane, 1-iodo- P T T
57.0 17.00 17.20 17.40 17.60
m/z 41.00 34 .60%
5000 85.0
28.0
113 0 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.00 17. 20 17. 40 17.60

8270-BG120215.M Wed Dec 09 17:20:29 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 16 Hexadecane, 2,6,10,14-tetra... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

17.28 3.69 ng 58162 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 87
2 Heptadecane 240 C17H36 000629-78-7 80
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 72
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 72
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 72

Abundance Scan 2458 (17.283 min): BG020017.D (-2452) (-) m/z 57.00 100.00%

57.0
. . V\N\/\._AJLJM

155.0 183.1 206.9 17.00 17.20 17.40 17.60
T m/z 71.00 69.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA L L LB L LN
85.0 17.00 17.20 17.40 17.60
20.0 1130 m/z 43.00 51.94%
L e 1830 2110 2530 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T
17.00 17.20 17.40 17.60
5000 85.0 m/z 85.00 40.10%
29.0

113.0 141.0 169.0 197.0 240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #99478: Tridecane, 7-hexyl- R
57.0 17.00 17.20 17.40 17.60
m/z 41.00 29.99%
29.0
5000 85.0
182.0
113.0
L T 1410 211.0 238.0 266.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17. 20 17. 40 17. 60

8270-BG120215.M Wed Dec 09 17:20:29 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 17 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.96 5.99 ng 94396 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 2573 (17.958 min): BG020017.D (-2569) (-) m/z 57.00 100.00%
57.0
0% NM\JL‘/\/W
e 91 oo 1760 1750 18,00 1820
S 05 N IV W DO e T m/z 43.00 75.69%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 S SRR SO SN SRS B
17.60 17.80 18.00 18.20
m/z 71.00 65.74%
270\ | MQ%O‘ 141.0 1830 225.0 267.0  323.0 380.0
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
17.60 17.80 18.00 18.20
5000 m/z 85.00 46.41%
27,0 990 1410 1830 226.0
m/z--> 50 100 150 200 250 300 350
Abundance #55007: Tetradecane B B R A M S
57.0 17.60 17.80 18.00 18.20
m/z 41.00 33.22%
- WWAAJJ\/\«
miz--> S '160' AP D " A 17.60 17.80 18.00 18.:20

8270-BG120215.M Wed Dec 09 17:20:30 2015

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 18 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.35 2.32 ng 36502 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
2 n-Decanoic acid 172 C10H2002 000334-48-5 58
3 Undecanoic acid 186 C11H2202 000112-37-8 53
4 n-Capric acid isopropyvl ester 214 C13H2602 002311-59-3 50
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50
Abundance Scan 2640 (18.352 min): BG020017.D (-2636) (-) m/z 73.00 100.00%
73.0
43.0
5000
9.0 1789 157.0 213.1
1910 256.2 18.00 18.20 18.40 18.60
m/z 60.00 96.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0 It
5000 NN SN SO
18.00 18.20 18.40 18.60
1290 256.0 m/z 57.00 92.99%
L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
60.0
18.00 18.20 18.40 18.60
0
5000 29.0 129.0 m/z 55.00 92 .41%
8.0 172.0
107.0 153.0
m/z--> 25 Jo éo 85 100 120 140 160 180 200 220 250 2éo
Abundance #46615: Undecanoic acid R RE T
60.0 18.00 18.20 18.40 18.60
m/z 43.00 75.71%
5000
29.0 85.0 129.0
186.0
---.-‘-‘--.‘-‘---“ | . W” 07,0 w,‘” 170 0 S S U e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. oo 18. 20 18 40 18. 60

8270-BG120215.M Wed Dec 09 17:20:31 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 19 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.65 5.35 ng 84199 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Nonadecane 268 C19H40 000629-92-5 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Docosane 310 C22H46 000629-97-0 86
5 10-Methylnonadecane 282 C20H42 056862-62-5 80

Abundance Scan 2691 (18.652 min): BG020017.D (-2686) (-) m/z 57.00 100.00%

57.0
5000 .

18.40 18.60 18.80 19.00
m/z 43.05  70.34%

113194101691  211.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57.0
5000 lllllllllllllllllll
85.0 18 40 18. 60 18. 80 19. 00
29.0 m/z 71.00 65.79%
| ‘\ L1y 2301410 169.0 282.0
T T T I T T P [ I [ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
T T T
18.40 18.60 18.80 19.00
5000 85.0 m/z 85.00 44.85%
29.0

113.0 141.0 169.0 197.0 225.0  268.0
mmmm‘mmrﬁq’rmmﬂmﬂ'ﬂ
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #136481: Tetracosane T
57.0 18.40 18.60 18.80 19.00
m/z 41.00 30.17%
5000 85.0
29.0 113.0
| 1410 169, 0 197 0 225 0 253.0 281.0 309.0 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18 40 18. 60 18. 80 19. 00

8270-BG120215.M Wed Dec 09 17:20:31 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020017.D

Aca On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample : 64684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 20 Nonacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.27 4.61 ng 72528 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 87
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2796 (19.269 min): BG020017.D (-2793) (-) m/z 57.00 100.00%

57.0
5000

19.00 19.20 19.40 19.60
m/z 43.00 65.39%

13.0 160.0 2211 280.9

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158131: Nonacosane
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5000 LA L L L L L L

19.00 19.20 19.40 19.60
m/z 71.00 52.19%

Al ﬁ | 169.0 225.0 281.0 337.0 408.0

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
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Abundance
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19.00 19.20 19.40 19.60
5000 m/z 85.00 36.93%
113.0
169.0 2250 2810 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151555: Heptacosane e e
57.0 19.00 19.20 19.40 19.60
m/z 41.00 27 .53%
- M\MW\AAW\«/\/\
1301690 225.0 281.0 380.0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120815\
Data File : BG020017.D

Acq On : 8 Dec 2015 14:26

Operator : UM/SJ

Sample - G4684-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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... 2.99 321.0 ng 1677860 1 8.11 104530 20.0
unknown5.19 5.19 20.6 ng 107838 1 8.11 104530 20.0
unknown7 .64 7.64 107.2 ng 560478 1 8.11 104530 20.0
Ether, hexyl pentyl 9.33 5.4 ng 28006 1 8.11 104530 20.0
Hexadecane 12.32 7.3 ng 57534 2 10.93 158786 20.0
Tetradecane 13.56 7.5 ng 93631 3 14.74 250718 20.0
1H-Indene, 2,3-di... 14.25 2.5 ng 30819 3 14.74 250718 20.0
Pentadecane 14.62 9.0 ng 113262 3 14.74 250718 20.0
unknown15.07 15.07 3.1 ng 39128 3 14.74 250718 20.0
Pentacosane 15.24 3.8 ng 47757 3 14.74 250718 20.0
Pentadecane, 2,6,... 15.98 6.3 ng 79446 3 14.74 250718 20.0
Octadecane 17.22 6.4 ng 101137 4 17.48 314969 20.0
Hexadecane, 2,6,1... 17.28 3.7 ng 58162 4 17.48 314969 20.0
Heptacosane 17.96 6.0 ng 94396 4 17.48 314969 20.0
n-Hexadecanoic acid 18.35 2.3 ng 36502 4 17.48 314969 20.0
Eicosane 18.65 5.3 ng 84199 4 17.48 314969 20.0
Nonacosane 19.27 4.6 ng 72528 4 17.48 314969 20.0
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