LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072716\

Data File : BF089336.D

Aca On - 27 Jul 2016 18:49 Instrument :

Operator : UM/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : H4149-06 LOCATION-46C

ALS Vial : 8 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-BF072716.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 1.690 7 9 48 rVB 1278147 2703258 100.00% 19.051%
2 4.650 266 268 276 rBV 126816 208181 7.70% 1.467%
3 5.119 306 309 325 rBV 612116 774726 28.66% 5.460%
4 6.193 401 403 411 rBV 675164 950881 35.18% 6.701%
5 6.307 411 413 432 rVV 971012 1070843 39.61% 7.547%

6.547 432 434 445 rVWV 139883 235072 8.70% 1.657%
6.696 445 447 459 rVB 831060 835517 30.91% 5.888%
7.119 482 484 502 rBvV 362131 657487 24.32% 4.634%
7.827 544 546 558 rBV 310914 347453 12.85% 2.449%
8.902 638 640 643 rBvV 798019 1212833 44.87% 8.547%

=
QO ~NO®

11 9.302 673 675 678 rBvV 146976 203733 7.54% 1.436%
12 9.576 696 699 701 rBV 272441 382133 14.14% 2.693%
13 10.353 765 767 777 rVB 497189 537047 19.87% 3.785%
14 10.491 777 779 784 rVB 30853 43066 1.59% 0.303%
15 10.936 816 818 820 rBV 32618 33901 1.25% 0.239%

16 11.039 826 827 832 rBV 289483 397663 14.71% 2.802%
17 12.628 964 966 973 rBV 1256913 1263977 46.76% 8.908%

18 13.542 1044 1046 1047 rBV 33298 35027 1.30% 0.247%
19 13.668 1054 1057 1060 rBV 1295682 1953095 72.25% 13.764%
20 13.862 1071 1074 1076 rBV 21605 30897 1.14% 0.218%
21 14.159 1098 1100 1103 rVB 33054 29822 1.10% 0.210%

22 14.994 1171 1173 1176 rBV 182989 283226 10.48% 1.996%

Sum of corrected areas: 14189838

8270-BF072716.M Thu Jul 28 16:30:08 2016 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO072716\

Data File : BF089336.D

Aca On - 27 Jul 2016 18:49

Operator : UM/SJ

ﬁ?ggle i H4149-06 LOCATION-46C
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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: BF089336.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO072716\

Data File : BF089336.D

Aca On - 27 Jul 2016 18:49

Operator : UM/SJ

ﬁ?ggle i H4149-06 LOCATION-46C
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.65 17.71 ng 208181 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 268 (4.650 min): BF089336.D (-266) (-) m/z 43.05 100.00%
43
59
5000
101 e
440 460 480 5.00
83
0 ...,....,....,....l,':.'..?.lu!'.',....,....,.-...,....-,....,....,....,....,...., m/z 59.10 62.33%
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 LRI I UL UL I
59 440 460 480 5.00
m/z 101.10 23.97%
31 83 g3 101
O P T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 460 480 5.00
5000 m/z 58.10 16.48%
101
15 58
0 28 69 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A mammm e S .
59 440 460 480 5.00
m/z 41.10 10.25%
5000 41
68
0 150 . 126 147
”W'”W”'W””I””P'”P”'P”W'”W”'W””I“”P'“P'”P“'I RIS S SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

8270-BF072716.M Thu Jul 28 16:30:11 2016

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO072716\

Data File : BF089336.D

Aca On - 27 Jul 2016 18:49

Operator : UM/SJ

ﬁ?ggle i H4149-06 LOCATION-46C
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 3 unknown6.31 Concentration Rank 2

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

6.31 91.11 ng 1070840 1,4-Dichlorobenzene-d4 6.55
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 413 (6.307 min): BF089336.D (-411) (-) m/z 132.00 100.00%
5000 68
40 5y %6 J 6.00 6.20 6.40 6.60
7 . . . .
ol L e e | m/z 68.10 44.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 32.31%
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
6.00 6.20 6.40 6.60
5000 m/z 66.10 28.76%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 18.07%
5000 98 116
o -‘-“‘. 89 | dor MI,,m,l,,,l,slfs,,,,l,l?g,,
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072716\
Data File : BF089336.D

Aca On 27 Jul 2016 18:49

Operator : UM/SJ

Sample : H4149-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 5 Tetradecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.49 2.17 ng 43066 Phenanthrene-d10 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 78
2 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 78
3 Sulfurous acid. hexvl octvl ester 278 C14H3003S 1000309-13-0 72
4 Pentadecane 212 C15H32 000629-62-9 64
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 59
Abundance Scan 779 (10.491 min): BF089336.D (-777) (-) m/z 57.10 100.00%
g7
43 71
5000 85 K
9 113 10020 1020 1060 1050 _
o} — m/z 43.05 70.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
a3
71
5000
85 10.20 10.40 10.60 10.80
m/z 71.10 69.78%
0 \\ % 37 s aee 18
m/z--> 20 ' 60 80 100 150 140 160 180 200
Abundance
57
43
71 g5 10.20 10.40 10.60 10.80
5000 m/z 85.10 46.27%
29 113
99
R S L L L WL L W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125655: Sulfurous acid, hexyl octyl ester
43 57 71 85 10.20 10.40 10.60 10.80
m/z 41.10 44 _59%
5000
113
o H Ul M‘ L 97 | 137147 165 177
m/z--> 20 40 6|O 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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LOCATION-46C
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072716\

Data File : BF089336.D

Acg On : 27 Jul 2016 18:49

Operator : UM/SJ

ﬁ?ggle i H4149-06 LOCATION-46C
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.65 17.7 ng 208181 1 6.55 235072 20.0
unknown6 .31 6.31 91.1 ng 1070840 1 6.55 235072 20.0
Tetradecane 10.49 2.2 ng 43066 4 11.04 397663 20.0
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