LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087716.D
Aca On 5 Jun 2016 19:21 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : H3362-10 SP16-JMW0961-9008
ALS Vial : 55 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 26 rvB 330684 567921 15.30% 1.851%
2 1.907 26 28 46 rVB 2019821 3712044 100.00% 12.101%
3 2.136 46 48 81 rvB3 105988 422164 11.37% 1.376%
4 5.039 300 302 305 rBV 89673 104744 2.82% 0.341%
5 5.450 335 338 341 rBVY 1451579 1320117 35.56% 4 .304%

6.479 425 428 430 rBV 1022337 852147 22.96% 2.778%
6.627 438 441 443 rBV 2350252 2645074 71.26% 8.623%
6.856 459 461 464 rBv 996477 859272 23.15% 2.801%
7.016 472 475 477 rBV 2610485 2427650 65.40% 7.914%
7.428 507 511 513 rBV 1859094 2242872 60.42% 7.312%

=
QO ~NO®

11 8.148 571 574 576 rBV 1095361 1193108 32.14% 3.890%
12 9.222 665 668 671 rBVY 3042181 3541086 95.39% 11.544%
13 9.611 700 702 705 rBV 102221 126823 3.42% 0.413%
14 9.896 725 727 730 rVB 1342347 1273806 34.32% 4_.153%
15 10.285 758 761 762 rBV 176991 174481 4._.70% 0.569%

16 10.685 793 796 799 rBV 2025796 2073996 55.87% 6.761%
17 11.382 854 857 859 rVB 1427894 1350157 36.37% 4.402%
18 11.622 875 878 882 rBvV 52542 91798 2.47% 0.299%
19 12.799 978 981 983 rBV 202232 201688 5.43% 0.658%
20 12.971 993 996 998 rBV 3218479 3313138 89.25% 10.801%

21 13.497 1040 1042 1044 rBV 138681 142135 3.83% 0.463%
22 13.874 1073 1075 1082 rBV 33290 46767 1.26% 0.152%

23 14.011 1084 1087 1089 rBV 1247162 1126439 30.35% 3.672%
24 15.440 1209 1212 1215 rBV 712804 865083 23.30% 2.820%

Sum of corrected areas: 30674510
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LSC Report - Integrated Chromatogram

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

Data File : BF087716.D

Aca On : 5 Jun 2016 19:21

Operator : UM/SJ

3?22 le H3362-10 SP16-JMW0961-9008
ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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: BF087716.D

3000000

7.02
2500000 6.63

1.91
2000000 743

1500000 5.45

1000000 648 686

500000{ 177

2.14 5.04

B A i B B 1S

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF087716.D
9.22 12.97

3000000
2500000
2000000 10.68

1500000 9.90 11.38

1000000

500000

10.28 12.80
9.61 11.62 13.5(

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF087716.D

>4

3000000

2500000

2000000

1500000
14.01

1000000
15.44

500000

13.8

D s O L D

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

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

Data File : BF087716.D

Aca On : 5 Jun 2016 19:21

Operator : UM/SJ

ﬁ?ggle i H3362-10 SP16-JMW0961-9008
ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.14 9.83 ng 422164 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 83
2 Silane. methvlenebis- 76 CH8Si2 001759-88-2 64
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 27
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
5 2,2"-Bi-1,3-dioxolane 146 C6H1004 006705-89-1 9

Abundance Scan 48 (2.136 min): BF087716.D (-46) (-) m/z 75.10 100.00%
75
5000 45
e
39‘ 57 1.80 2.00 2.20 2.40
0..,....,....',:'..|.5,°...'.,....,-:::.,....,....,1.0.3..,. m/z 73.10  76.86%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 IBENARRE SRR SRR SRR
1.80 2.00 2.20 2.40
m/z 45.10 41 _.93%
o “\ ‘ P T el e 103
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
75
45 6 180 200 220 240
5000 m/z 41.05 28.87%
29 57
e O S S SO S SN S S LI WL O
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy-
73 1.80 2.00 2.20 2.40
m/z 47.00 20.19%
5000
45
o T 39‘» 50 % 67 |, 101
m/z--> 20 30 40 50 60 70 8 90 100 110 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 : BF087716.D

Aca On : 5 Jun 2016 19:21

Operator : UM/SJ

ﬁ?ggle i H3362-10 SP16-JMW0961-9008
ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.04 2.44 ng 104744 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 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 302 (5.039 min): BF087716.D (-300) (-) m/z 43.10 100.00%
43
59
5000
1 480 5.00 520 540
83 : : : :
o...,....,....,....','.u..?l..-.'.,...‘??....,.-...,...:,|....1,1.1..., m/z 59.10 54.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R UL L
59 480 500 520 540
m/z 101.10 18.62%
o 25 31 37 | 83 g3 %
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 540
5000 41 m/z 58.00 17.88%
31
69 87
15 53 98
e s R A UL I IR RS LA RS RARES SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R mmams L
43 4.80 5.00 5.20 5.40
m/z 41.10 8.93%
5000
101
o 15 25317 | 51 % e 86 | A
miz--> 10 20 30 40 50 60 70 8 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 : BF087716.D

Aca On : 5 Jun 2016 19:21

Operator : UM/SJ

ﬁ?ggle i H3362-10 SP16-JMW0961-9008
ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 5 unknown6.63 Concentration Rank 2

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

6.63 61.57 ng 2645070 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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 441 (6.627 min): BF087716.D (-438) (-) m/z 132.00 100.00%
32
5000 68
96 SRS RARSE SARBE SRR SR
40 54 75 104 6.20 6.40 6.60 6.80 7.00
o....,...::':..4.8,.-.-..,6.2:1-.|,..':.,..5.‘?,..!.,.-:..,.1.1?.,....,~'...,.. m/z 68.10 36.03%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS LR AR R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 34.11%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 23.32%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene R L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 ._.70%
5000
63 81
o 3137 44 50 57 74 88 101 112 |
s % a8 % 100 10 Do 1 150 | |63 om0 6 ok 180
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Library Search Compound Report

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

Data File : BF087716.D

Aca On : 5 Jun 2016 19:21

Operator : UM/SJ

ﬁ?ggle i H3362-10 SP16-JMW0961-9008
ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 7 Diethyltoluamide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.28 2.74 ng 174481 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-diethvl-4-methvl- 191 C12H17NO 002728-05-4 87
3 Benzamide. N.N.3-trimethvl- 163 C10H13NO 006935-65-5 50
4 m-Toluic acid. 4-cvanophenvl ester 237 C15H11NO2 1000307-56-9 49
5 Benzoic acid, 4-methyl-, N"-(6-c... 314 C16H15CIN40 1000316-53-7 47
Abundance Scan 761 (10.285 min): BF087716.D (-758) (-) m/z 119.00 100.00%
119
5000
o1 190
65 10,00 10.20 10.40 10.60
39 162
ob 3, 56| 77 ) 105 | 148 12 16 | | m/z 190.10 41.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53785: Diethyltoluamide
119
5000 o1 190 SRR LR BN U
10.00 10.20 10.40 10.60
65 m/z 91.10 34 .52%
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 m/z 191.10 13.91%
o1 190
65
3342 56 77 105 136 148 162 176
mz-> 20 40 60 80 100 120 140 160 180
Abundance #32827: Benzamide, N,N,3-trimethyl- R m maaa s e
119 10.00 10.20 10.40 10.60
m/z 65.10 10.89%
5000 91 162
o 39 51 6? 80 | 105 | 148 M
miz-> 20 40 60 80 100 120 140 160 180 ' 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087716.D

Aca On : 5 Jun 2016 19:21

Operator : UM/SJ

Sample = H3362-10

Misc :

ALS Vial : 55 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 8 Hexadecanoic acid, 1,1-dime... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.80 3.58 ng 201688 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 58
4 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 25
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 25

Abundance Scan 981 (12.799 min): BF087716.D (-978) (-) m/z 56.10 100.00%
56
5000
257
3 129 239 | B |
3 I o7 1 185 213 312 12.40 12.60 12.80 13.00 13.20
Obrr vl m/z 57.05 57 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 DR N R DR B
29 73 12.40 12.60 12.80 13.00 13.20
m/z 43.10 38.64%
o \‘ I ‘\ H‘ n \\‘11?’\ 157 185 213 2?92‘?7 281 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360
Abundance
56
12:40 12.60 12.80 13.00 13.20
5000 m/z 257.30 37.52%
29 3 129 230 2>
97113 157 185 213 og3 312
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester R Bt
57 12.40 12.60 12.80 13.00 13.20
m/z 41.10 37 .25%
5000 4
{ 239 957
213 ‘ H
R = N S8 S PO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

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

Data File : BF087716.D

Aca On : 5 Jun 2016 19:21

Operator : UM/SJ

ﬁ?ggle i H3362-10 SP16-JMW0961-9008
ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 9 Butyl myristate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.50 2.52 ng 142135 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 80
2 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
3 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 35
4 2-Methvl-1-octadecene 266 C19H38 061868-20-0 32
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 32
Abundance Scan 1042 (13.497 min): BFO87716.D (-1040) (-) m/z 56.10 100.00%
96
5000 4
73

129 SUMMNMNSNS 1 SN -
97

-|----'|--- ||-|i|'-'-|"u%%flmﬁﬁ1ﬂ}v?r?ﬂﬁwﬁﬁﬂﬁw m/z 57.10 62.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

o

Abundance #131257: Butyl myristate
56
5000
41 229 13.20 13.40 13.60 13.80
o84 m/z 43.05 45 _.82%
- \\ H‘ 7101”#3 \ annt® T e
 RRARAEan . e S A As maa S Se G
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
RS e e
13.20 13.40 13.60 13.80
5000 a1 m/z 41.10 39.39%
70 84
27 125
o % 140154168182106 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58308: 2-Methyl-n-1-tridecene

13.20 13.40 13.60 13.80
m/z 55.10 33.40%

5000

97111955140 168 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF087716.D

Acq On : 5 Jun 2016 19:21

Operator : UM/SJ

3?22'6 i H3362-10 SP16-JMW0961-9008
ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_.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]
Propane, 1,l1-dime... 2.14 9.8 ng 422164 1 6.86 859272 20.0
2-Pentanone, 4-hy... 5.04 2.4 ng 104744 1 6.86 859272 20.0
unknown6 .63 6.63 61.6 ng 2645070 1 6.86 859272 20.0
Diethyltoluamide 10.28 2.7 ng 174481 3 9.90 1273810 20.0
Hexadecanoic acid... 12.80 3.6 ng 201688 5 14.01 1126440 20.0
Butyl myristate 13.50 2.5 ng 142135 5 14.01 1126440 20.0
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