LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\

Data File : BF087715.D

Aca On 5 Jun 2016 18:51 Instrument :
Operator : UM/SJ gmgigamlem'
3?22'6 H3362-09 SPlG-JMWOgm
ALS Vial : 54 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-BF060416.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 1.770 15 16 21 rVB 195555 245102 6.30% 0.812%
2 1.907 26 28 46 rVB 1535183 2645456 67 .96% 8.760%
3 2.136 46 48 75 rvB2 109785 305124 7.84% 1.010%
4 5.039 300 302 308 rBV 108907 129795 3.33% 0.430%
5 5.450 335 338 341 rBVY 1463882 1388465 35.67% 4 .598%

6.479 425 428 430 rBV 1047466 888879 22.83% 2.943%
6.627 438 441 443 rBV 2563710 2880185 73.99% 9.537%
6.856 459 461 464 rBV 1018797 882714 22.68% 2.923%
475 477 rBV 2780508 2588909 66.51% 8.572%
7.428 507 511 513 rVB 2048951 2417056 62.09% 8.003%
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11 8.148 571 574 576 rBV 1096182 1220740 31.36% 4.042%
12 9.222 665 668 671 rBVY 3069240 3892668 100.00% 12.889%
13 9.896 725 727 730 rVB 1344395 1303793 33.49% 4.317%
14 10.285 758 761 763 rBV 216568 195583 5.02% 0.648%
15 10.685 793 796 799 rBV 2037266 2227632 57.23% 7.376%

16 11.382 854 857 859 rBV 1482796 1396366 35.87% 4.624%

17 12.799 978 981 983 rBV 93247 91901 2.36% 0.304%
18 12.971 993 996 998 rBV 3246545 3444616 88.49% 11.406%
19 13.497 1040 1042 1044 rBvV 54494 56066 1.44% 0.186%

20 14.011 1084 1087 1089 rBV 1285728 1131244 29.06% 3.746%

21 15.440 1209 1212 1215 rBV 721908 868131 22.30% 2.875%

Sum of corrected areas: 30200425
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087715.D

Aca On : 5 Jun 2016 18:51

Operator : UM/SJ

Sample : H3362-09

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO87715.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\

Data File : BF087715.D

Aca On : 5 Jun 2016 18:51

Operator : UM/SJ

3?22 le H3362-09 SP16-JMW0961
ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

2.14 6.91 ng 305124 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 36
3 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Br02 005267-73-2 27
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 22
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 9

Abundance Scan 48 (2.136 min): BF087715.D (-46) (-) m/z 75.10 100.00%
75
5000 45
57 103 180 200 220 240
of T T B I i o OSSN m/z 73.10 73.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 L AN LN LRSS R
1.80 2.00 2.20 2.40
m/z 45.10 43.06%
0 ALl .?z S L —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
75
SRS NS SRR
1.80 2.00 2.20 2.40
5000 m/z 41.05 30.19%
31 45
LB 59 105
LN AL S UL SULELEL UL SARLELELA SRR DAL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45849: 1,3-Dioxolane, 2-(1-bromoethyl)- R o AR
73 1.80 2.00 2.20 2.40
m/z 47.05 21.73%
5000
45
27
o L. 7 89 107 119 135 179
m/z--> 20 40 60 80 100 120 140 160 180 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\

Data File : BF087715.D

Aca On : 5 Jun 2016 18:51

Operator : UM/SJ

3?22 le H3362-09 SP16-JMW0961
ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.04 2.94 ng 129795 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 302 (5.039 min): BFO87715.D (-300) (-) m/z 43.00 100.00%
43
59
5000
1o 480 500 520 540
83 : : : :
o...,....,....,....I,'::..,“??-.hl,...‘??....,.~...,...=,|....1,1.1..., m/z 59.10 54.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 URREE UL A L
4.80 5.00 5.20 5.40
59 m/z 101.10 18.75%
0 27 g s3] &1 778 o1 O
miz--> 10 2 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 43 m/z 58.00 17.80%
31
15 69 87
e S R L UL I IR RS LS RARRS BN RS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R mmame
43 4.80 5.00 5.20 5.40
m/z 41.10 9.34%
5000
101
o 15 25317 | 51 % e 86 | A
miz--> 10 2 30 40 50 60 70 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\

Data File : BF087715.D

Aca On : 5 Jun 2016 18:51

Operator : UM/SJ

3?22 le H3362-09 SP16-JMW0961
ALS Vial : 54 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 unknown6.63 Concentration Rank 1

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

6.63 65.26 ng 2880190 1,4-Dichlorobenzene-d4 6.86
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 441 (6.627 min): BF087715.D (-438) (-) m/z 132.00 100.00%
5000 o8
© s |1 70 e Prosms o2 a0 660 0By Tho
o} R B m/z 68.10 36.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS LR AR I
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.93%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 24.13%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.00%
5000 og M°
o ,\MI,S?,Iqu\,\‘l,,h_ s 8 S 0| I
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\

Data File : BF087715.D

Aca On : 5 Jun 2016 18:51

Operator : UM/SJ

3?22 le H3362-09 SP16-JMW0961
ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 Diethyltoluamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.28 3.00 ng 195583 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 95
2 Benzamide. N.N.3-trimethvl- 163 C10H13NO 006935-65-5 59
3 N-Isopropvl-p-toluamide 177 C11H15NO 002144-17-4 59
4 4-Methvlbenzoic acid. pentafluor... 302 C14H7F502 1000354-15-1 58
5 m-Toluic acid, 4-cyanophenyl ester 237 C15H11NO2 1000307-56-9 58
Abundance Scan 761 (10.285 min): BF087715.D (-758) (-) m/z 119.00 100.00%
119
5000 o1 160
e
65 10.00 10.20 10.40 10.60
39 162
O 2t L7 L 105 ) 148 A2 1 I~ m/z 190.10  37.40%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #53785: Diethyltoluamide
119
5000 o1 190 AU LR BN U
10.00 10.20 10.40 10.60
65 m/z 91.10 34.71%
2030 51 | 77 | 105 | 133 148 162 176 |
mz-> 20 40 60 80 100 120 140 160 180
Abundance
119
10,00 10,20 10.40 10.60
5000 o1 162 m/z 191.10 12.62%
0 39 51 % go 105 148
mz-> 20 40 60 80 100 120 140 160 180
Abundance #43263: N-Isopropyl-p-toluamide R m maa s e
119 10.00 10.20 10.40 10.60
m/z 65.00 11.67%
5000
91
65 177
o 39 5 8l | 105 | 135 149 162
miz-> 20 40 60 80 100 120 140 160 180 ' 10.00 10.20 10.40 10.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060516\

Data File : BF087715.D

Acg On : 5 Jun 2016 18:51

Operator : UM/SJ

3?22 le H3362-09 SP16-JMW0961
ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_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]
Propane, 1,l1-dime... 2.14 6.9 ng 305124 1 6.86 882714 20.0
2-Pentanone, 4-hy... 5.04 2.9 ng 129795 1 6.86 882714 20.0
unknown6 .63 6.63 65.3 ng 2880190 1 6.86 882714 20.0
Diethyltoluamide 10.28 3.0 ng 195583 3 9.90 1303790 20.0
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