LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084812.D

Aca On : 4 Feb 2016 4:08

Operator =: SJ/1Z

Sample : H1312-06

Misc :

ALS Vial : 25 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 F\METHODS\8270-BF020116.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 4.144 175 180 185 rBvV 50087 75304 1.39% 0.159%
2 4.841 239 241 253 rVB 1175675 1944321 35.81% 4.108%
3 5.287 277 280 282 rBVY 4591117 4952745 91.23% 10.464%
4 6.338 369 372 374 rBV 4499437 4857078 89.47% 10.262%
5 6.453 379 382 385 rBVY 4354643 4581628 84.39% 9.680%
6 6.681 400 402 405 rBV 1243959 1104337 20.34% 2.333%
7 6.841 413 416 418 rBVY 4073054 3683823 67.86% 7.783%
8 7.253 449 452 455 rBV 2509549 2781098 51.23% 5.876%
9 7.367 459 462 466 rBV 54168 80092 1.48% 0.169%
10 7.973 512 515 517 rBVY 1654768 1645919 30.32% 3.478%

11 9.059 606 610 612 rBV 3890170 5428958 100.00% 11.471%
12 9.447 642 644 647 rBvV 671166 669972 12.34% 1.416%
13 9.722 665 668 670 rBVY 1847154 1672751 30.81% 3.534%
14 10.167 706 707 709 rvB 93607 65566 1.21% 0.139%
15 10.270 712 716 719 rVB 39857 57440 1.06% 0.121%

16 10.510 734 737 740 rBV 3383330 3339110 61.51% 7.055%
17 10.636 746 748 752 rVB 101220 118499 2.18% 0.250%
18 11.082 785 787 793 rVB 72191 115560 2.13% 0.244%
19 11.196 795 797 801 rvv 1278890 1765381 32.52% 3.730%

20 11.276 801 804 806 rvB2 80784 93698 1.73% 0.198%
21 11.448 816 819 823 rBv2 230428 378755 6.98% 0.800%
22 11.505 823 824 831 rVB 38179 70554 1.30% 0.149%
23 11.756 842 846 849 rvB2 46020 103288 1.90% 0.218%
24 11.813 849 851 856 rvB2 40850 73415 1.35% 0.155%
25 11.916 856 860 862 rBvV 38009 59059 1.09% 0.125%
26 11.996 865 867 872 rVB 46565 55214 1.02% 0.117%

27 12.271 886 891 893 rBvV2 55964 125380 2.31% 0.265%
28 12.408 899 903 905 rvB 197778 184560 3.40% 0.390%
29 12.636 920 923 924 rBV 131717 199584 3.68% 0.422%
30 12.785 934 936 939 rvB 3039972 4338980 79.92% 9.168%

31 13.151 965 968 970 rVvB 47910 76656 1.41% 0.162%
32 13.699 1014 1016 1022 rBV 140971 280867 5.17% 0.593%
33 13.825 1025 1027 1030 rBV 1006430 1324521 24.40% 2.799%
34 14.831 1112 1115 1120 rBV 29461 57781 1.06% 0.122%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084812.D

Aca On : 4 Feb 2016 4:08

Operator =: SJ/1Z

Sample : H1312-06

Misc :

ALS Vial : 25 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 F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.208 1145 1148 1151 rBV 742556 911646 16.79% 1.926%

36 18.751 1454 1458 1465 rVB7 14007 55970 1.03% 0.118%

Sum of corrected areas: 47329510
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF020316\

BF084812.D

4 Feb 2016 4:08

SJ/1Z

H1312-06

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084812.D

Aca On : 4 Feb 2016 4:08

Operator : SJ/1Z

Sample : H1312-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown4.84 Concentration Rank 3

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

4.84 35.21 ng 1944320 1,4-Dichlorobenzene-d4 6.68
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 241 (4.841 min): BF084812.D (-239) (-) m/z 43.05 100.00%
a3
59
5000
ot 460 4.80 500 520
...,....,....,...3?',':...,?3.:.,...??....,??..,...:,|....,. m/z 59.10 58.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R LR R UL
59 460 480 500 520
m/z 101.10 18.67%
25 31 37 83 g3 %
miz--> A D N S
Abundance
43
- " 460 4.80 500 520
5000 m/z 58.10 14 .95%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- S Ema S A RERE ...
50 460 480 500 5.20

m/z 41.10 9.19%

5000
41
29 101
[yl 1 L1 ‘ I 53 1l 73 86 ‘ A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084812.D

Aca On : 4 Feb 2016 4:08

Operator : SJ/1Z

Sample : H1312-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.45 Concentration Rank 1

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

6.45 82.98 ng 4581630 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 382 (6.453 min): BF084812.D (-379) (-) m/z 132.00 100.00%
5000 68
96 AR AR KRR UL
40 54 J 6.20 6.40 6.60 6.80
Jrer [ eus W w/z 68.10  45.76W
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 HR L UL A I
6.20 6.40 6.60 6.80
21 51 78 m/z 134.00 33.11%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
" '6.20 640 6.60 6.80
5000 m/z 66.10 30.04%
33 44 o 105
60 '~ g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e a ma
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.39%
5000 98 116
SN -NM 8 .p®97.hq ol 158 ..,.1§?. SRS | G SN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084812.D

Aca On : 4 Feb 2016 4:08

Operator : SJ/1Z

Sample : H1312-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 1-Hexadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.45 4.29 ng 378755 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 Cvclododecane 168 C12H24 000294-62-2 93
3 5-Octadecene. (B)- 252 C18H36 007206-21-5 91
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91

Abundance Scan 819 (11.448 min): BF084812.D (-816) (-) m/z 55.10 100.00%

55
4 97
5000

11.20 11.40 11.60 11.80
m/z 43.10 90.70%

R ER R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83798: 1-Hexadecanol

43 55

69 g3

%

5000

29 nmnmnmnm
H H 11 m/z 83.05 83.51%

125
J‘ i M | 140154168132196 204

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

l%

Abundance
55
41 69
83 11.20 11.40 11.60 11.80
5000l 28 o m/z 57.10 82.25%
111
125 ;|_40153 168
L N R ARARSRRRRE

miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89785: 5-Octadecene, (E)- AR LR R maa R L
55 11.20 11.40 11.60 11.80

m/z 69.05 78.79%
43 69
83
5000 97
29 111
125
Dol I M 139154 168181195 204 252

R o B e S s e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084812.D

Aca On : 4 Feb 2016 4:08

Operator : SJ/1Z

Sample : H1312-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.70 4.24 ng 280867 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 1-Docosene 308 C22H44 001599-67-3 87
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 83
4 1-Nonadecene 266 C19H38 018435-45-5 80
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 74
Abundance Scan 1016 (13.699 min): BF084812.D (-1014) (-) m/z 57.10 100.00%
57
97
5000
125 LSRN R S SRR
13.40 13.60 13.80 14.00
A g e "h/z 55.10 84.07%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 LRI B B SULRLE B
13. 40 13. 60 13.80 14.00
111 m/z 43.10 80.51%
M‘Md \ ﬁ39167196224 267292 321 462 490
miz--> 0 5 150 200 250 300 350 460 4%0 '
Abundance
55
o7 13.40 13.60 13.80 14.00
5000 m/z 97.10 68.63%
29
125
153181 308
miz--> 0 55 160 1éo 200 2%0 300 3éo 460 4%0 '
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester L R A
57 8 13.40 13.60 13.80 14.00
m/z 83.10 66.52%
5000 111
29
ﬂh ‘ 1139167 210238263
miz--> 0 5'0 1(')0 1éo 2(')0 251,0 3(')0 3&'30 4(')0 4&1,0 ' 13. 40 13. 60 13. 80 14'00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020316\
Data File : BF084812.D

Acq On : 4 Feb 2016 4:08

Operator : SJ/1Z

Sample : H1312-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown4 .84 4.84 35.2 ng 1944320 1 6.68 1104340 20.0
unknown6 .45 6.45 83.0 ng 4581630 1 6.68 1104340 20.0
1-Hexadecanol 11.45 4.3 ng 378755 4 11.20 1765380 20.0
17-Pentatriacontene 13.70 4.2 ng 280867 5 13.82 1324520 20.0
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