LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 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-BG032017.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 5.150 345 351 361 rBV 472864 719414 8.16% 1.150%
2 5.620 424 431 447 rBVY 2690364 4381190 49.71% 7 .005%
3 7.218 694 703 719 rBVY 2639023 4896450 55.56% 7.829%
4 7.588 756 766 776 rBVY 2823553 4976863 56.47% 7.958%
5 8.052 837 845 853 rBV 527730 900144 10.21% 1.439%
6 8.375 892 900 909 rBVY 2171305 3725941 42.28% 5.957%
7 9.210 1035 1042 1050 rVvB 1652509 2906399 32.98% 4.647%
8 10.849 1311 1321 1328 rBV 804647 1560240 17.70% 2.495%
9 12.253 1555 1560 1565 rBV 87184 119964 1.36% 0.192%
10 12.500 1591 1602 1612 rVB3 36013 105305 1.19% 0.168%

11 13.199 1716 1721 1727 rVB3 75474 112418 1.28% 0.180%
12 13.287 1728 1736 1743 rBV 4717963 7662454 86.94% 12.252%
13 13.481 1761 1769 1777 rBV 170193 279118 3.17% 0.446%
14 13.822 1820 1827 1829 rBV4 48223 90682 1.03% 0.145%
15 13.980 1849 1854 1859 rBV2 66625 121810 1.38% 0.195%

16 14.033 1859 1863 1868 rVB5 51680 94035 1.07% 0.150%
17 14.098 1868 1874 1878 rBV 435593 689523 7.82% 1.102%
18 14.133 1878 1880 1884 rVvB2 111764 128645 1.46% 0.206%
19 14.544 1946 1950 1956 rBV 254837 323995 3.68% 0.518%
20 14.656 1959 1969 1976 rBV2 1264140 2112604 23.97% 3.378%

21 14.862 2000 2004 2012 rVB3 49509 123846 1.41% 0.198%
22 15.044 2031 2035 2041 rVB2 75894 112862 1.28% 0.180%
23 15.161 2052 2055 2062 rVB7 55824 91809 1.04% 0.147%
24 15.490 2106 2111 2115 rVB 327538 413168 4.69% 0.661%
25 15.896 2171 2180 2190 rBV 174408 369553 4._.19% 0.591%

26 16.137 2213 2221 2229 rBV 3368792 5294384 60.07% 8.465%
27 16.348 2252 2257 2259 rBV 365235 542773 6.16% 0.868%
28 16.372 2259 2261 2267 rVB 379902 449618 5.10% 0.719%
29 16.848 2339 2342 2345 rVB2 72328 90801 1.03% 0.145%
30 17.136 2387 2391 2395 rBV 319682 368783 4.18% 0.590%

31 17.188 2396 2400 2404 rVvVv 242206 330733 3.75% 0.529%
32 17.388 2428 2434 2439 rBV2 1434838 2215186 25.13% 3.542%
33 17.788 2499 2502 2506 rBV2 106534 149994 1.70% 0.240%
34 17.870 2512 2516 2521 rVB 339596 420149 4.77% 0.672%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG032017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.264 2579 2583 2588 rBV 331743 469738 5.33% 0.751%

36 18.557 2629 2633 2637 rBV 227627 278548 3.16% 0.445%
37 19.180 2736 2739 2743 rVB2 171523 202611 2.30% 0.324%
38 19.527 2795 2798 2801 rBV4 126369 165830 1.88% 0.265%
39 19.985 2871 2876 2881 rVB 6724542 8813480 100.00% 14.092%
40 21.630 3151 3156 3164 rVB 1466447 2503843 28.41% 4_.003%

41 24.815 3690 3698 3708 rVvB2 893173 2500728 28.37% 3.998%
42 27.653 4176 4181 4195 rVB5 198802 726630 8.24% 1.162%

Sum of corrected areas: 62542261
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG026371.D
7000000

6000000
5000000
4000000

3000000 562 7 29 7.59

8.38
2000000 9.21

1000000 10.85
5.15 8.05

124250

L | e e L A ===

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG026371.D

7000000

19.99

6000000

5000000 13.29

4000000
16.14

3000000
21.63

2000000

14.66

1000000 1:}7 87 18.26g56 19.1819.53

15.49
13 @348131%314 A%p046 ) 159

(O o e I B i o L B o o o o o I I RN A e o o o o o R R

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: BG026371.D

7000000

6000000
5000000
4000000
3000000
2000000

24.81

1000000
27.65

e 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:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 15.98 ng 719414 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 (2.3.3-TrimethvloxiranvI)methanol 116 C6H1202 1000306-64-7 38
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 27
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 351 (5.150 min): BG026371.D (-345) (-) m/z 43.10 100.00%
431
5000
101.1
R el mmma
4.80 5.00 5.20 5.40
0 ...'.','J...-.',...1‘.‘7,-‘?...,21.3;9..,....,....,....,41.5.-1 m/z 59.10 85.17%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A RS S I

480 5.00 520 5.40
m/z 101.10 30.23%

101.0

)
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
59.0
B EREaE T e ERRAR
4.80 5.00 5.20 5.40
5000| 18.0 m/z 58.10 23.67%
-
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8190: (2,3,3-Trimethyloxiranyl)methanol e

43.0 480 5.00 520 5.40
m/z 41.10 8.20%

5000 /\\
85.0
0 | j\

| T
m/z--> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 unknown7.59 Concentration Rank 1

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

7.59 110.58 ng 4976860 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 766 (7.588 min): BG026371.D (-756) (-) m/z 132.10 100.00%
13p.1
5000
68.1
e || N oo | 120 7h 7k 7B 850
O L B T m/z 68.10 35.21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 R RS IR RS
7.20 7.40 7.60 7.80 8.00
m/z 134.10 35.00%
31.0
ol ‘Wﬁ.;k.,k...,. Attt
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 22.88%
e L L A UL L UL WL WL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #52379: Tranylcypromine-propionyl L LR B L i e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 96.10 13.84%
5000 98.0
0 '|'”']H ﬂ"l '|"1???" LS AL DAL UURLELL WAL B A RN LR LR B
m/z--> 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.48 2.64 ng 279118 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
3 Decane. 3-methvl- 156 C11H24 013151-34-3 64
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 58
5 Tetradecane 198 C14H30 000629-59-4 58

Abundance Scan 1769 (13.481 min): BG026371.D (-1761) (-) m/z 57.20 100.00%

51.2
5000

13 20 13. 40 13 60 13. 80
112.2 154.2 198.2
ol 1311 1772 m/z 71.15 57.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0

5000
850 13120 13140 13,60 13.80
29.0 ' m/z 43.10 49.50%

| L Lo w 1130 1410  169.0 1970 226.0
ST N S | S M Y L= 7P S 2L L
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0

13.20 13. 40 13 60 13.80

o

5000 850 m/z 85.15 36.12%
29.0 141.0
113.0 169.0
o e N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28436: Decane, 3-methyl- e R VAN REmas mae
57.0 13.20 13.40 13.60 13.80

m/z 41.10 22 .23%

5000
29.0 85.0
127.0
\ A | 156.0

m/z--> 60 80 100 120 140 160 180 200 220 13 20 13. 40 13 60 13. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 Decane, 2,3,5-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.54 3.07 ng 323995 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
2 Undecane 156 C11H24 001120-21-4 72
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 72
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 68
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64

Abundance Scan 1949 (14.539 min): BG026371.D (-1946) (-) m/z 57.20 100.00%

57.2

5000 85.2

:

\ 122 1459 14.20 14.40 14.60 14.80
N A P2 Me2 assa223 870 usot 77 15 5911k
m/z--> 50 100 150 200 250 300 350
Abundance #48894: Decane, 2,3,5-trimethyl-

-

5000 85.0
' 14.20 14.40 14.60 14.80
0
9.0 141.0 m/z 43.20 54 _46%
ob—dd b M80 | 1800
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R R ARREREE RS
14.20 14.40 14.60 14.80
5000 m/z 85.20 40.64%
85.0
29.0
113.0 156.0
O L e e e e L N I LA e e s o s e e e o LA e e e o
m/z--> 50 100 150 200 250 300 350
Abundance #38344: Decane, 3,8-dimethyl-
57.0 14.20 14.40 14.60 14.80
m/z 41.10 25.35%
5000 85.0
280 113.0
.0141.0
0 ....l,... ;e b A T s
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 Pentadecane, 2,6,10-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.90 3.50 ng 369553  Acenaphthene-d10 14.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 87

2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 72
3 Heptacosane 380 C27H56 000593-49-7 64
4 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 64

5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 59

Abundance Scan 2181 (15.902 min): BG026371.D (-2171) (-) m/z 57.20 100.00%
51.2
5000
w2 1692 1560 158 16,00 1620 _
131 : : : '
o....l,l.l. |3t | door2s22 o m/z 71.10 57.14%
m/z--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 LA L L L L L LB B |
15.60 15.80 16.00 16.20
m/z 43.10 33.18%
27.0 99.0
oL Ly oy 410 1830 30
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
e
15.60 15.80 16.00 16.20
5000 m/z 85.15 32.21%
99.0
0 270 135.0 175.0205.0 245.0275.0 315.0345.0 386.0
i T e e i L AR
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane A R R e
57.0 15.60 15.80 16.00 16.20
m/z 41.10 18.61%
5000
27,0 9.0 1410
0 i I 1830 2250 267.0 323.0  380.0
R T -t R
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 Bacchotricuneatin c Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.35 4.90 ng 542773 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 99
2 Heptadecane 240 C17H36 000629-78-7 96
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2257 (16.348 min): BG026371.D (-2252) (-) m/z 57.20 100.00%
51.2
- ‘ T /\\/V\AA/LVW
1132 141.2169.2 16.00 16.20 16.40 16.60
3 — .]. Ao [rALAO01982 2402 3388 | usn 71.15  66.11%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
710 1120
5000 RUNNUNSUDUAS SRS
16.00 16.20 16.40 16.60
m/z 43.10 48 .84%
0 |1820 1910170259 312.0 3420
m/z--> 55 160 150 200 250 360 '
Abundance
57.0
16.00 16.20 16.40 16.60
5000 85.0 m/z 85.20 44 .84%
o 29.0 113.0141.0169.0 197.0  240.0
m/z--> o '55' ' "160' ' "1éo' ' "260' - '250' B '360" -
Abundance #140553: 1-lodo-2-methylundecane T e
57.0 16.00 16.20 16.40 16.60
m/z 41.10 20.88%
5000
85.0
29.0
oL L 130 1690 2110 296.0
m/z--> 55 160 150 200 2éo 360 ' 1ebo 1&20 1&40 1&%0 '
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 Hexadecane, 2,6,10,14-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.37 4_.06 ng 449618 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 86
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 72
4 Heptadecane. 2.6-dimethyl- 268 C19H40 054105-67-8 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 2261 (16.372 min): BG026371.D (-2259) (-) m/z 57.20 100.00%
57.2
5000
85.2
‘ w2 16.00 16.20 16.40 16.60
169.2 . . . .
o e ,.-.|'..,!...I,.'.!|.,l.|.?f‘ﬁ.1..,....,.1.?? 22201 2533 3818 nsz 71.20  75.83%
m>mmmmmmmmmmmmmmmm
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 AR UNESABAEARAREE B
85.0 16. oo 16. 20 16 40 16.60
20.0 1130 m/z 85.20 29.94%
o‘m“h‘ | 1410 18302110 253.0 282.0
m>m&&mm@mmmmmmmmmﬁ'
Abundance
57.0
16.00 16.20 16.40 16.60
5000 m/z 43.20 28.64%
8.0 113.0
29.0 ' 183.0
o 141.0 225.0 253.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83031: Tridecane, 5—propy|— L L L L B B
57.0 16.00 16.20 16.40 16.60
m/z 113.20 18.74%
5000
85.0
0 h I 11%0‘1410 1830 2260
m/z--> 20 Jo eb 85 100 150 140 160 180 200 220 240 260 280 360 350 ' 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.14 3.33 ng 368783 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 2392 (17.141 min): BG026371.D (-2387) (-) m/z 57.15 100.00%
57.1
5000
155.2 16.80 17.00 17.20 17.40
Obrrrrrrrir el 1822 2122 2%44 2892 sz 71.15  68.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105884: Octadecane
57.0
5000 85.0 DAL DU SUGRALE SRR
16 80 17. oo 17.20 17.40
20.0 m/z 85.20 54 .56%
0 L ‘ gl H‘ 11? 0 | 14':" 0 169.0 197.0 225 0 254.0
m/z--> ﬁo Jo eb 85 160 150 150 1éo 1éo 260 220 240 2éo 2éo
Abundance
57.0
85.0 16,80 17.00 17.20 17.40
5000 m/z 43.15 44 .88%
29.0
. 1130 1410 169.0 1970  240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59879: Tetradecane AR BEaas R
57.0 16.80 17.00 17.20 17.40
m/z 55.10 21 .59%
5000 85.0
29.0
o \‘ ‘ 1, I 11?0 141.0 169.0 1980
s 30 A0 'e'o' Y A AR el i A e 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.19 2.99 ng 330733 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 80
Abundance Scan 2400 (17.188 min): BG026371.D (-2396) (-) m/z 57.15 100.00%
57.1
5000
16.80 17.00 17.20 17.40 17.60
Ol el 21122333 2644 m/z 71.20 77.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94345: Heptadecane
57.0
5000 AL PRI DU UM B
85.0 16,80 17.00 17.20 17.40 17.60
29.0 m/z 85.20 48.12%
m/z--> 25 40 éo 85 100 150 150 160 1éo 200 220 240 2éo 280
Abundance
57.0
16.80 17.00 17.20 17.40 17.60
5000 85.0 m/z 43.10 36.37%
) 29.0 1130 .., 169.0 1970 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- BN R e e
57.0 16.80 17.00 17.20 17.40 17.60
m/z 55.10 18.38%
5000 85.0
29.0
0 | ‘ e [141.0 1830 2110 2530 2820
m/z--> 20 40 60 80 100 120 140 160 1éo 200 220 240 260 280 16,80 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 12 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.87 3.79 ng 420149 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2516 (17.870 min): BG026371.D (-2512) (-) m/z 57.20 100.00%
57.2
5000 e M/\_/J\/\A/\M
L BN SN SRR SUNRE
13.2 17.60 17.80 18.00 18.20
1412
ol ll,l . '-'lﬂ J832211223812683 m/z 71.15 67.25%
m/z--> 50 150 200 250 300 350

Abundance #117638: Nonadecane

g
o

5000 850 TTT IIIIIIII L LB
17160 17.80 18.00 18.20
m/z 85.15 50.17%
29.0 113.0
0 | I H\ Il \‘ l ‘141 0169 0197. 0225 0 268.0
o S s RIS
miz--> 50 100 150 200 250 300 350
Abundance
57.0
IS,
17.60 17.80 18.00 18.20
5000 85.0 m/z 43.10 47.69%
29.0 .
. 113.0141.0160.0197.0225.0253.0 295.0323.0  367.0
e T e
miz--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane N B BRREE Ea s
57.0 17.60 17.80 18.00 18.20
m/z 55.10 21.83%
5000 85.0
290 113.0
0 “|‘ $-7141.0169.0197.0225.0253.0281.0309.0 338.0
. e L e
miz--> 50 100 150 200 250 300 350 17160 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.26 4.24 ng 469738 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 58
Abundance Scan 2582 (18.258 min): BG026371.D (-2579) (-) m/z 73.10 100.00%
741
43.1
5000 . .
' : ' : 18.00 18.20 18.40 18.60
0 m/z 60.10 92.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LN B BN BN B
83.0 1800 1820 1840 1860
J 1570 150 21380 2560 m/z 57.20 83.60%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 ' 18.00 18.20 18.40 18.60
5000 129.0 m/z 43.10 62.27%
171.0
97.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R EERE RS B
43.0 ,73.0 18.00 18.20 18.40 18.60
m/z 55.10 59.89Y%
5000 129.0

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 00 18 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026371.D

Aca On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 4H-Benzo[def]carbazole Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27.65 5.81 ng 726630 Perylene-di12 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Benzoldeflcarbazole 191 C14HSN 000203-65-6 50
2 5-(p-Aminophenv)-2-thiazolamine 191 C9HON3S 090349-87-4 47
3 1.2.5.6-Tetraaza-2.4-hexadiene. ... 358 C20H30N402 1000188-27-0 47
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 45
5 4-Fluoro-3-trifluoromethylbenzoi... 404 C22H32F402 1000338-68-8 43
Abundance Scan 4181 (27.653 min): BG026371.D (-4176) (-) m/z 191.20 100.00%
191.2
5000
1 1 o w30 0.
o 225.2 261.2295.3329.4 369.4 412.5 n/z 95.10 55 A47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #53872: 4H-Benzo[def]carbazole
191.0
5000 LI BRI B SULLE SRR

27.40 27.60 27.80 28.00
m/z 81.10 22.91%

30.0 820 1400,

m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
B B o
27.40 27.60 27.80 28.00
5000 m/z 123.15 22.14%
136.0
18.0 510 90
T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #189324: 1,2,5,6-Tetraaza-2,4-hexadiene, 1,6-bis(3-methoxy... e AR EREEE EE S
191.0 27.40 27.60 27.80 28.00
m/z 192.20 21.02%
5000
97.0
55.0 ‘ J 1530 358.0
drorbd b bban b L o L e
m/z--> 200 250 300 350 400 217. 40 217. 60 27. 80 28 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032217\
Data File : BG026371.D

Acq On : 22 Mar 2017 10:43

Operator : SJ/MA

Sample : 12304-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT 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]
2-Pentanone, 4-hy... 5.15 16.0 ng 719414 1 8.05 900144 20.0
unknown? .59 7.59 110.6 ng 4976860 1 8.05 900144 20.0
Hexadecane 13.48 2.6 ng 279118 3 14.66 2112600 20.0
Decane, 2,3,5-tri... 14.54 3.1 ng 323995 3 14.66 2112600 20.0
Pentadecane, 2,6,... 15.90 3.5 ng 369553 3 14.66 2112600 20.0
Bacchotricuneatin c 16.35 4.9 ng 542773 4 17.39 2215190 20.0
Hexadecane, 2,6,1... 16.37 4.1 ng 449618 4 17.39 2215190 20.0
Octadecane 17.14 3.3 ng 368783 4 17.39 2215190 20.0
Heptadecane 17.19 3.0 ng 330733 4 17.39 2215190 20.0
Nonadecane 17 .87 3.8 ng 420149 4 17.39 2215190 20.0
n-Hexadecanoic acid 18.26 4.2 ng 469738 4 17.39 2215190 20.0
4H-Benzo[def]carb... 27.65 5.8 ng 726630 6 24.81 2500730 20.0
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