LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021758.D
Aca On - 19 Apr 2016 6:55 Instrument :
Operator : UM/SJ ?:'l\!A_?S el

- _ lentosampleld :
3?22'6 : H2503-07 POST-EX-22-20160412
ALS Vial : 19 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-BG041316.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 3.093 38 43 69 rvB 2499087 3669783 100.00% 21.875%
2 3.363 84 89 98 rvB 25453 38863 1.06% 0.232%
3 5.285 408 416 425 rBV 95942 151204 4.12% 0.901%
4 5.760 489 497 507 rBV 450140 726683 19.80% 4.332%
5 7.364 759 770 781 rBV 596648 1067588 29.09% 6.364%
6 7.746 827 835 844 rBV 546079 971245 26.47% 5.789%
7 8.211 907 914 926 rVB 121573 211797 5.77% 1.262%
8 8.540 959 970 979 rVB 427183 737929 20.11% 4 _.399%
9 9.380 1104 1113 1125 rBV 367957 675263 18.40% 4.025%
10 11.031 1386 1394 1399 rBvV 169071 315643 8.60% 1.881%

11 13.451 1798 1806 1813 rVB 882989 1417788 38.63% 8.451%
12 14.262 1937 1944 1950 rBV 95207 148396 4._.04% 0.885%

13 14.691 2012 2017 2021 rBV 29550 38388 1.05% 0.229%
14 14.820 2033 2039 2046 rVB2 264057 435263 11.86% 2.594%
15 15.637 2174 2178 2182 rVB 46835 60343 1.64% 0.360%

16 16.301 2285 2291 2300 rVB 397528 617059 16.81% 3.678%
17 16.495 2319 2324 2333 rBvV 55292 108911 2.97% 0.649%
18 17.282 2453 2458 2462 rBV 46372 62672 1.71% 0.374%
19 17.558 2498 2505 2509 rBV2 322606 530204 14.45% 3.160%
20 17.599 2509 2512 2519 rVB 199121 277465 7.56% 1.654%

21 17.694 2519 2528 2533 rBV 33820 64314 1.75% 0.383%
22 18.428 2648 2653 2656 rBV 30921 46640 1.27% 0.278%
23 18.475 2656 2661 2668 rVB3 40542 73721 2.01% 0.439%
24 18.622 2680 2686 2689 rBV2 39413 80815 2.20% 0.482%
25 18.704 2696 2700 2707 rBV2 21542 36756 1.00% 0.219%
26 19.327 2802 2806 2811 rBV 41047 62038 1.69% 0.370%
27 19.591 2846 2851 2857 rVB 291753 401722 10.95% 2.395%
28 19.914 2901 2906 2908 rBV2 37052 71034 1.94% 0.423%

29 19.950 2908 2912 2920 rVB 253697 383315 10.45% 2.285%
30 20.144 2939 2945 2950 rVB 1398981 1793599 48.87% 10.691%

31 20.431 2991 2994 2998 rVB3 46217 66163 1.80% 0.394%
32 21.436 3163 3165 3170 rVB2 69333 88809 2.42% 0.529%
33 21.830 3224 3232 3237 rBV2 373074 804722 21.93% 4.797%
34 25.167 3793 3800 3810 rVB3 192998 540379 14.73% 3.221%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\

Data File : BG021758.D

Aca On - 19 Apr 2016 6:55

Operator : UM/SJ

ﬁ?ggle i H2503-07 POST-EX-22-20160412
ALS Vial : 19 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA G\METHODS\8270-BG041316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 16776514
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\

Data File : BG021758.D

Aca On - 19 Apr 2016 6:55

Operator : UM/SJ

ﬁ?ggle i H2503-07 POST-EX-22-20160412
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance :
25000001 3|99 TIC: BG021758.D

2000000
1500000

1000000

5.76 1% 775
500000 . 8.54 938

11.03

8.21
3.36 5.28

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50

Abundance
2500000 TIC: BG021758.D

2000000

1500000 20.14

1000000 13.45

21.83
500000 16.30 19.599.94

17.56
. 14.82 1580 obdl 2043 21.44
14/( 14 ﬁ& 15.64 16.49 17.28[l7.60  1Eu@®z0 19,33

O I N R o o e o o B T B e e o I o B B N LA i o i o

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: BG021758.D

2000000
1500000
1000000

500000 25.17

PO NS W

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\BG041916\

Data File : BG021758.D

Aca On - 19 Apr 2016 6:55

Operator : UM/SJ

ﬁ?ggle i H2503-07 POST-EX-22-20160412
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 1 unknown3.09 Concentration Rank 1

R.T. EstConc Relative to ISTD

3.09 346.54 ng 3669780 1,4-Dichlorobenzene-d4

Hit# of 5 Tentative ID MW  MolForm
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propanoic acid. 2-methvl-. 130 C7H1402 000644-49-5 16
3 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

propv...

Abundance Scan 42 (3.087 min): BG021758.D (-38) (-) m/z 73.00 100.00%
73.0
43.0
5000
89.0
—
55.0 3.00 320 3.40
ottt e m/z 43.00 60.12%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 430 L LI L N
3 00 3. 20 3.40
310 89.0 m/z 89.00 31.52%
. o se |
”'|”"w"w"“|'“'|“"w"w"”|'”'|“"w"w
m/z--> 10 20 60 70 80 90 100
Abundance
43.0
—
71.0 3.00 3.20 3.40
5000 89.0 m/z 41.00 12.39%
27.0
18.0 59.0 101.0
R JLLA I I e e R e RS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #719: N-Ethylformamide i e
30.0 73.0 3.00 3.20 3.40
m/z 45.00 9.38%
5000
58.0
44.0
15.0 ‘
o e e > P
m/z--> 10 20 30 40 50 70 80 90 100 300 3. 20 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021758.D

Aca On : 19 Apr 2016 6:55

Operator : UM/SJ

Sample : H2503-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

3.36 3.67 ng 38863 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.l1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 14
3 Silanol. trimethvl- 90 C3H100Si 001066-40-6 9
4 3.3-Dichloropropvne 108 C3H2CI2 025523-14-2 9
5 Formamide, N-methylthio 75 C2H5NS 018952-41-5 7

Abundance Scan 88 (3.357 min): BG021758.D (-84) (-) m/z 75.00 100.00%
79.0
45.0
5000
57.0 83.9 300 320 340 360
1M S PO 1 Py —— m/z 73.00  72.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
5000 29.0 45.0 A LS RS SRR
3.00 3.20 3.40 3.60
m/z 45.00 55.07%
o ‘ 37@ | 57.0 | 870  103.0
mz-> 10 2 o s'o 0 70 80 90 100 110
Abundance
73.0
300 320 340 360
5000 m/z 41.00 41.67%
45.0
29.0
O ?73q U ??19 R I SR I "%9179" I
m/z--> 10 30 40 60 70 80 90 100 110
Abundance #2204: Silanol, trimethy!- R A mmmae o
78.0 3.00 3.20 340 3.60
m/z 46.95 26.19%
5000
45.0
o 10 80 | 590670 | 900
mz-> 10 20 30 40 50 60 70 80 90 100 110 300 320 340 360
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021758.D

Aca On : 19 Apr 2016 6:55

Operator : UM/SJ

Sample : H2503-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.28 14.28 ng 151204 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 415 (5.279 min): BG021758.D (-408) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 IARA RS RS L LR
83.1 5.00 5.20 5.40 5.60
-ttt m/z 59.00 58.84%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL UL AL L
59.0 500 520 540 5.60
0
150 a0 1010 m/z 101.00 17.00%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance
59.0
500 5.20 540 560
5000 m/z 58.00 14 .88%
41.0
29.0 101.0
O --§9'9--- N 7?3q '|'§§'9|" T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester N e R
43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.75%
5000 57.0
29.0
‘ 101.0
0"'l“"|“'Mﬂ“'J|“"|““'|“"|“?g?“"|”"J“"w
m/z--> 10 20 30 40 50 70 80 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\BG041916\

Data File : BG021758.D

Aca On - 19 Apr 2016 6:55

Operator : UM/SJ

ﬁ?ggle i H2503-07 POST-EX-22-20160412
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 unknown7.75 Concentration Rank 2

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

7.75 91.71 ng 971245 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 836 (7.752 min): BG021758.D (-827) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 540 %.0 J 740 7.60 7.80 8.00
0 B e A T B B m/z 68.00 45_.01%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U A MU AR AR
7.40 7.60 7.80 8.00
310 510 m/z 134.00 33.35%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 28.18%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! N SR EEREE s
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.00 17.17%
74.0
5000 98.0 116.0
0 : IIIIIII‘I\I\I\I ""Ml ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| T E AR
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\

Data File : BG021758.D

Aca On - 19 Apr 2016 6:55

Operator : UM/SJ

ﬁ?ggle i H2503-07 POST-EX-22-20160412
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.77 ng 60343 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 2178 (15.637 min): BG021758.D (-2174) (-) m/z 57.05 100.00%
57.0
>0 \KAJ\]&WwﬂVJ\A~ywAMVJAWf
j 090 L1, 15040 1560 1580 16,00
ol b 4y e e m/z 43.00 76.24%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0
5000 L B BULLULE BN B
15.40 15.60 15. 80 16. oo
m/z 71.00 55.73%
0 27‘ ‘\ | h‘g? O\ ;41 0 282. 0
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57.0
" 1540 15.60 15.80 16.00
5000 m/z 85.00 41.73%
o 27.0 R0 140 1980
miz-> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0 15.40 15.60 15.80 16.00
m/z 41.00 37.23%
5000
99.0
0 27,0 I | 141. 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350 ' 1550 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\

Data File : BG021758.D

Aca On - 19 Apr 2016 6:55

Operator : UM/SJ

ﬁ?ggle i H2503-07 POST-EX-22-20160412
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.48 2.78 ng 73721 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 90
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 90
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 87
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
Abundance Scan 2662 (18.481 min): BG021758.D (-2656) (- m/z 192.00 100.00%
19
5000 }\fd\
5 18.20 18.40 18.60 18.80
113.0 136.0
0 m/z 191.00 59.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50627: Phenanthrene, 2-methyl-
192.0
5000
18.20 18.40 18.60 18.80
o 165.0 m/z 189.00 28.49%
o 39.0 63.0 | 1150 139.0 | “
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 250
Abundance
192.0
18.20 18.40 18.60 18.80
5000 m/z 193.00 18.92%
165.0
o 39.0 63.0 %Olmolwo
m/z--> ﬁo Jo éo éo 160 120 150 160 180 260 250
Abundance #50617: Anthracene, 1-methyl-
192.0 18.20 18.40 18.60 18.80
m/z 190.00 18.75%
5000
82.0 165.0
oL 180 390 630 | || 1150 1390 | Al
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 250 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\

Data File : BG021758.D

Aca On - 19 Apr 2016 6:55

Operator : UM/SJ

ﬁ?ggle i H2503-07 POST-EX-22-20160412
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.62 3.05 ng 80815 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
3 Methvl diselenide 190 C2H6Se2 007101-31-7 45
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 25
5 Benzene, 1,1"-(1,2-propadienylid... 192 C15H12 014251-57-1 22
Abundance Scan 2686 (18.622 min): BG021758.D (-2680) (-) m/z 190.00 100.00%
190.0
5000 /k
. . 115.0 . . mmmmmmmm
o 130 2000 | 77 189.00  89.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49487: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000
18.40 18.60 18.80 19.00
63.0 670 133.0 172.0 m/z 192.00 50.61%
28.0 :
. I N O I e XN
m/z--> 20 40 o 80 100 120 140 160 180 200
Abundance
190.0
' 18.40 18,60 18.80 19.00
5000 m/z 191.00 45 _.78%
94.0
o 390 63.0 1100 137.0 1630
m/z--> 25 Jo éo éo 160 150 1&0 1éo 1§o 260
Abundance #49343: Methyl diselenide
93.0 190.0 18.40 18.60 18.80 19.00
m/z 94.50 27 .83%
5000 !
109.0
1560
0 ...|....l....|..7.6.1¢|)....|....|.... ...(j... e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 18. 40 18 60 18. 80 19. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\

Data File : BG021758.D

Aca On - 19 Apr 2016 6:55

Operator : UM/SJ

ﬁ?ggle i H2503-07 POST-EX-22-20160412
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 di-p-Tolylacetylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.33 2.34 ng 62038 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di-p-Tolvlacetvlene 206 Cl16H14 002789-88-0 86
2 Naphthalene. 1.2-dihvdro-1-phenvl- 206 C16H14 016606-46-5 86
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 83
4 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 70
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 70

Abundance Scan 2807 (19.333 min): BG021758.D (-2802) (-) m/z 206.00 100.00%

. 5.0

5000
231.2 284.1 19.00 19.20 19.40 19.60
0 m/z 57.00 96.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60332: di-p-Tolylacetylene
206.0
5000 TT [T T I T [T T T T[T T T T [TTTT]

19.00 19.20 19.40 19.60
m/z 43.00 62.77%

390  76.0 1020 1390 165.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
206.0
B R RamEsEE RS
91.0 19.00 19.20 19.40 19.60
5000 128.0 m/z 71.05 60.65%
178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60361: Phenanthrene, 3,6-dimethyl- R R EEE T
206.0 19.00 19.20 19.40 19.60
m/z 191.00 55.01%
5000
102.0
oL 270 510 790 | 13901650 y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19. 40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\

Data File : BG021758.D

Aca On - 19 Apr 2016 6:55

Operator : UM/SJ

ﬁ?ggle i H2503-07 POST-EX-22-20160412
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 12 unknown21.44 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.44 2.21 ng 88809 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 4-ethvl- 184 C13H28 017312-59-3 27
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 27
3 Tridecane 184 C13H28 000629-50-5 27
4 Nonadecane 268 C19H40 000629-92-5 27
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 27
Abundance Scan 3166 (21.442 min): BG021758.D (-3163) (-) m/z 57.00 100.00%
57.0
228.0
5000
113.0 UL NI BRI BRI B
155.1 280.2 21.20 21.40 21.60 21.80
oL LLLL WLl 30 m/z 228.00 61.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #45548: Undecane, 4-ethyl-
43.0
5000 850
21.20 21.40 21.60 21.80
m/z 43.00 50.48%
‘ | 155.0
0"MLH'H”“ﬂ'”'5|“'"|""|""|""|""|'"
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
" 2120 21.40 2160 21.80
5000 m/z 71.00 48.13%
97.0
o 141.0 183.0217.0  273.0 309.0343.0 378.0 414.0
m/z--> 55 160 1%0 260 2%0 360 350 460
Abundance #45543: Tridecane LI B L BB B
57.0 21.20 21.40 21.60 21.80
m/z 227.00 40.67%
5000
0 16'q ‘ J ‘9910 ;41'0 18‘\1'0
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&'30 4(')0 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041916\

Data File : BG021758.D

Acq On : 19 Apr 2016 6:55

Operator : UM/SJ

3?22'6 i H2503-07 POST-EX-22-20160412
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316_.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]
unknown3.09 3.09 346.5 ng 3669780 1 8.21 211797 20.0
Propane, 1,1-dime... 3.36 3.7 ng 38863 1 8.21 211797 20.0
2-Pentanone, 4-hy... 5.28 14.3 ng 151204 1 8.21 211797 20.0
unknown7 .75 7.75 91.7 ng 971245 1 8.21 211797 20.0
Eicosane 15.64 2.8 ng 60343 3 14.82 435263 20.0
Phenanthrene, 2-m... 18.48 2.8 ng 73721 4 17.56 530204 20.0
Benzaldehyde, 3,5... 18.62 3.0 ng 80815 4 17.56 530204 20.0
di-p-Tolylacetylene 19.33 2.3 ng 62038 4 17.56 530204 20.0
unknown21.44 21.44 2.2 ng 88809 5 21.83 804722 20.0
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