LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085074.D

Aca On : 13 Feb 2016 9:05

Operator =: SJ/1Z

Sample : H1409-05

Misc :

ALS Vial : 23 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-BF021316.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 1.678 6 8 10 rVB 127355 161693 2.62% 0.373%
2 1.724 10 12 29 rvB 798501 2139144 34.71% 4 .940%
3 3.701 182 185 198 rBvV 240536 786495 12.76% 1.816%
4 4.136 221 223 270 rBV 695122 4147009 67.30% 9.577%
5 5.427 333 336 341 rBV 676649 2224983 36.11% 5.138%

5.564 345 348 374 rVV 1434952 6162230 100.00% 14.231%
5.907 374 378 391 rvv2 135461 980670 15.91% 2.265%
6.090 391 394 418 rVB 1008252 3394047 55.08% 7.838%
445 449 478 rBvY 453004 2898893 47.04% 6.695%
7.793 539 543 567 rBvV 163823 1079722 17.52% 2.493%

=
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=
©

11 9.530 692 695 731 rBV 1878473 5710171 92.66% 13.187%
12 10.216 752 755 784 rBV 166583 779540 12.65% 1.800%
13 10.582 784 787 805 rBV 410913 1368375 22.21% 3.160%
14 11.416 857 860 863 rBvV 63909 127700 2.07% 0.295%
15 11.771 886 891 897 rBV 29213 95387 1.55% 0.220%

16 11.885 897 901 925 rvVv 860847 3576895 58.05% 8.260%
17 12.193 925 928 940 rVB 78660 274320 4._.45% 0.634%
18 12.925 989 992 994 rBV 37232 75346 1.22% 0.174%
19 12.994 996 998 1015 rvVv 324163 1248856 20.27% 2.884%
20 15.622 1225 1228 1247 rVB 2051004 4390374 71.25% 10.139%

21 17.108 1354 1358 1361 rBV2 45106 106670 1.73% 0.246%
22 17.177 1361 1364 1375 rVB 447144 900487 14.61% 2.080%
23 18.800 1503 1506 1513 rBV 320841 673227 10.93% 1.555%

Sum of corrected areas: 43302234
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085074.D

Aca On : 13 Feb 2016 9:05

Operator : SJ/I1Z

Sample : H1409-05

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF021316.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: BF085074.D
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1500000 5.56
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500000 6.72
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Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: BF085074.D
2000000 1562

1500000

1000000 11.88

500000 10.58 17.18
12.99
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Time--> 10.00 1050 11.00 1150 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BF085074.D
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Time--> 1850 19.00 1950 20.00 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085074.D

Aca On : 13 Feb 2016 9:05

Operator : SJ/1Z

Sample : H1409-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

1.68 3.30 ng 161693 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 7
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 8 (1.678 min): BF085074.D (-6) (-) m/z 73.05 100.00%
7B
5000
55 87
41 AR IR UL UL AR AR
35 ¥ | 1.70 1.80 1.90 2.00 2.10
O B B o L LB e e m/z 55.10 30.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AR IR UL UL AR AR
43 1.70 1.80 1.90 2.00 2.10
55 87 m/z 87.05 28.74%
: eI
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
1.70 1.80 1.90 2.00 2.10
5000 - m/z 41.10 12.87%
43
27
o 15 37 67 83 98 115 /A\/\f«\\”“\~"\f\x«_VN,_\ﬂ,\
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7316: 2-Methyl-5-hexen-3-ol AR R AR
73 1.70 1.80 1.90 2.00 2.10
55 m/z 45.05 12.08%
43
5000
d “ L ‘ s A&i@q&w
0"W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”
m/z--> 10 20 70 80 90 100 110 120 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085074.D

Aca On : 13 Feb 2016 9:05

Operator : SJ/1Z

Sample : H1409-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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.

3.70 16.04 ng 786495 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 3-Hexanol 102 C6H140 000623-37-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 185 (3.701 min): BF085074.D (-182) (-) m/z 43.10 100.00%
43
59
5000
1 340 360 380 400
83 : : : :
o...,....,....,..?7.-,'..-..,“?3.:!,....,.7?..,....,....,|....,. m/z 59.10 57.97%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 3.40 3.60 3.80 4.00
m/z 101.10 17.43%
o 25 3L 37 83 g3 01
miz--> S N N A A A AP S
Abundance
59
340 360 380 400
5000 m/z 58.00 13.99%
a1 101
15 31 53 69 83
S U SR IS SIS UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester e R R
43 3.40 3.60 3.80 4.00
m/z 41.10 8.51%
57
5000
29 101
o 15 Y 51 73 83 95
m/z--> 10 20 30 40 50 6|0 70 80 90 100 110 340 360 3.80 400
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085074.D

Aca On : 13 Feb 2016 9:05

Operator : SJ/1Z

Sample : H1409-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown5.56 Concentration Rank 1

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

5.56 125.67 ng 6162230 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 348 (5.564 min): BF085074.D (-345) (-) m/z 132.00 100.00%
5000 6 /\\\\\‘__
40 | % J 520 540 560 580
54 - : - :
Ob ool 7 87 L3505 “m/z 68.10  37.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
520 5.40 5.60 5.80
31 51 78 m/z 134.00 32.63%
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
520 540 560 580
5000 67 m/z 66.10 24.63%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 520 5.40 5.60 5.80
24 m/z 69.10 14 .54%
5000 98 116 [\\j\\\\\‘_ﬂ\_—ﬁ‘
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S B
m/z--> 40 60 80 100 120 140 160 180 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085074.D

Aca On : 13 Feb 2016 9:05

Operator : SJ/1Z

Sample : H1409-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 5
R.T. EstConc Area Relative to ISTD R.T.
12.19 4.39 ng 274320 Phenanthrene-d10 12.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Nonadecane 268 C19H40 000629-92-5 80
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 928 (12.193 min): BF085074.D (-925) (-) m/z 57.10 100.00%

5|7
5000
4

11.80 12.00 12.20 12.40 12.60

0 m/z 43.05 71.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73965: Hexadecane
57
5000 LA L L L LB L L LB

8 11. 80 12. OO 12. 20 12. 40 12 60
4 > m/z 71.10 61.53%

2# ‘ [ 113 141 169 197 226

O NN —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R R m s
11.80 12.00 12.20 12.40 12.60
m/z 85.05 34 .55%
5000 41 85
o 113 141 169 196 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #91035: Octadecane R o
57 11.80 12.00 12.20 12.40 12.60

m/z 41.10 30.74%

5000 85

%

Dl MR 1 a6 197 225 250

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 80 12. 00 12. 20 12. 40 12 60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085074.D

Aca On : 13 Feb 2016 9:05

Operator : SJ/1Z

Sample : H1409-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.11 2.37 ng 106670 Chrysene-di12 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 80
2 l1-Hexacosanol 382 C26H540 000506-52-5 64
3 1-Tetracosanol 354 C24H500 000506-51-4 58
4 1-Hexadecanol 242 C16H340 036653-82-4 53
5 1-Docosene 308 C22H44 001599-67-3 53

Abundance Scan 1358 (17.108 min): BF085074.D (-1354) (-) m/z 57.10 100.00%

16.80 17.00 17.20 17.40
o bl bbb 4 m/z 43.10 75.32%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43

5000 83 T e
16.80 17.00 17.20 17,40

1 m/z 55.05 66.85%

0 \ F39167196224 267292 321 462 490
- SRS LA B
mz> 0 50 150 200 250 300 350 400 450
Abundance

43

16. 80 17. 00 17. 20 17.40

57
5000
149
| I

5000 83 m/z 83.10 57 .59%
18 111
o 139 168 196 224 252278 308 336 364
B T B e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142901: 1-Tetracosanol
43 16.80 17.00 17.20 17.40
m/z 97.10 53.88%
5000 83

18 111
0 \ | | 140168196 238266 308336

m/z--> 0 50 100 150 200 250 300 350 400 450 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021416\
Data File : BF085074.D

Acq On : 13 Feb 2016 9:05

Operator : SJ/1Z

Sample - H1409-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021316_.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]
Butane, 2-methoxy... 1.68 3.3 ng 161693 1 5.92 980670 20.0
2-Pentanone, 4-hy... 3.70 16.0 ng 786495 1 5.92 980670 20.0
unknown5 .56 5.56 125.7 ng 6162230 1 5.92 980670 20.0
Hexadecane 12.19 4.4 ng 274320 4 12.99 1248860 20.0
17-Pentatriacontene 17.11 2.4 ng 106670 5 17.18 900487 20.0
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