LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088204.D

Aca On : 21 Jun 2016 7:32

Operator : UM/SJ

Sample = H3580-25

Misc :

ALS Vial : 34 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-BF060716.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 1.655 4 6 14 rVvVv 357059 571350 13.13% 2.426%
2 1.770 14 16 69 rvB 1781695 4352935 100.00% 18.480%
3 4.821 282 283 298 rBB 73663 125478 2.88% 0.533%
4 5.267 320 322 324 rBVY 1503767 1878673 43.16% 7.976%
5 6.319 412 414 417 rBV 1540088 1655341 38.03% 7.028%

6.433 422 424 427 rBV 1619581 1834158 42.14% 7.787%
6.662 443 444 447 rBV 432141 484044 11.12% 2.055%
6.822 455 458 460 rBV 1784181 1573889 36.16% 6.682%
7.233 492 494 497 rBV 1131418 1112380 25.55% 4.722%
7.953 555 557 559 rBvV 688639 652577 14.99% 2.770%

=
QO ~NO®

11 9.027 648 651 654 rBV 2279672 2175027 49.97% 9.234%
12 9.428 684 686 688 rBvV 762720 638531 14.67% 2.711%

13 9.645 703 705 707 rBV 49802 47439 1.09% 0.201%
14 9.702 707 710 712 rBV 615448 745098 17.12% 3.163%
15 10.136 747 748 750 rvVB 102008 84151 1.93% 0.357%
16 10.353 764 767 771 rBV 34552 60058 1.38% 0.255%

17 10.491 776 779 781 rBvV2 941815 1277894 29.36% 5.425%
18 10.605 787 789 794 rVB 106362 136448 3.13% 0.579%
19 11.051 826 828 830 rBV 54898 58588 1.35% 0.249%
20 11.176 837 839 841 rBV 914903 762219 17.51% 3.236%

21 12.754 975 977 980 rBV 1630061 2164737 49.73% 9.190%
22 13.805 1067 1069 1071 rBV 588128 644036 14.80% 2.734%
23 15.177 1186 1189 1198 rBV 429923 520082 11.95% 2.208%

Sum of corrected areas: 23555133
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088204.D

Aca On : 21 Jun 2016 7:32

Operator : UM/SJ

Sample = H3580-25

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method
Quant Title

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

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088204.D

Aca On : 21 Jun 2016 7:32

Operator : UM/SJ

Sample = H3580-25

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.82 5.18 ng 125478 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 283 (4.821 min): BF088204.D (-282) (-) m/z 43.10 100.00%
43
59
5000
| 83 | 440 460 4.80 5.00 5.20
Obrrr el e m/z 59.10 60.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRS R LS UL S
440 4.60 4.80 5.00 5.20
m/z 101.10 21.80%
31 83 g3 101
0'”I”'W”'W“”W'“'P”'P”'P”'P'”P'””””I”'W”'W”'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 4.60 480 5.00 520
5000 M m/z 58.10 17.13%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— | BRI B LA B
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.03%
5000
101
15
27 & ‘
0'“v“'VHM'HWJ'WH“l“”v'“wgﬁw“'b“w'“WH'W““l““l RS RN RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20

8270-BF060716.M Tue Jun 21 17:07:50 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088204.D

Aca On : 21 Jun 2016 7:32

Operator : UM/SJ

Sample = H3580-25

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.43 Concentration Rank 2

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

6.43 75.78 ng 1834160 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 424 (6.433 min): BF088204.D (-422) (-) m/z 132.00 100.00%
132
5000 68
96 [T T
40 54 8 06 6.00 6.20 6.40 6.60 6.80
01 e B m/z 68.10 41.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 NSRS SRR SRR SR L
6.00 6.20 6.40 6.60 6.80
31 51 m/z 134.00 32.74%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.10 26.17%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl UL L B o
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 17.09%
5000 og 116
| I n,m...“,.nh.,uh..h, W .- 189 SNNSSNN A W U
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088204.D

Aca On : 21 Jun 2016 7:32

Operator : UM/SJ

Sample = H3580-25

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.14 2.26 ng 84151 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Pentadecane 212 C15H32 000629-62-9 83
4 Hexadecane 226 C16H34 000544-76-3 83
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
Abundance Scan 748 (10.136 min): BF088204.D (-747) (-) m/z 57.10 100.00%
57
43 71
5000
99 9.80 10.00 10.20 10.40
113
o 1 m/z 43.10  66.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57
43 7
85
5000 UV IR
9.80 10.00 10.20 10.40
29 99 m/z 71.10 65.35%
s [0 | 113127 141155 169 183 107 211 240
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240
Abundance
57
43 '|'“'|“""'w"“|
71 9.80 10.00 10.20 10.40
5000 85 m/z 85.10 41.75%
29
oL 15 99 113127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57 9.80 10.00 10.20 10.40
43 m/z 41.10 32.52%
71
5000 85
29 9%
m/z--> 20 Jo éo éo 160 150 150 160 180 200 250 240 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088204.D

Aca On : 21 Jun 2016 7:32

Operator : UM/SJ

Sample = H3580-25

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.60 3.58 ng 136448 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 789 (10.605 min): BF088204.D (-787) (-) m/z 57.10 100.00%
57
5000 85
15 1 1020 1040 10/60 1080 1100
ot b o 4 A m/z 43.10 65.63%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 AU
85 1020 10.40 10.60 10.80 11.00
m/z 71.10 63.26%
o 290 | s 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10.60 10.80 11.00
5000 m/z 85.10 40.04%
85
29
0 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #48894: Decane, 2,3,5-trimethyl- T T T
57 10.20 10.40 10.60 10.80 11.00
m/z 41.10 29.83%
5000 85
29 141 J
T O e . e e
m/z--> 50 100 150 200 250 300 350 1020 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
Data File : BF088204.D

Acq On : 21 Jun 2016 7:32

Operator : UM/SJ

Sample - H3580-25

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_M
Quant Title : 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... 4.82 5.2 ng 125478 1 6.66 484044 20.0
unknown6 .43 6.43 75.8 ng 1834160 1 6.66 484044 20.0
Heptadecane 10.14 2.3 ng 84151 3 9.70 745098 20.0
Heptacosane 10.60 3.6 ng 136448 4 11.18 762219 20.0

8270-BF060716.M Tue Jun 21 17:07:53 2016 Page: 7



