LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088137.D

Aca On : 18 Jun 2016 16:41

Operator : UM/SJ

Sample : H3501-17

Misc :

ALS Vial : 13 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 1.667 5 7 12 rvv 73897 104555 4_.31% 0.505%
2 1.781 15 17 25 rv 570921 815348 33.61% 3.936%
3 1.884 25 26 46 rVB3 70459 182001 7 .50% 0.879%
4 2.913 114 116 124 rBV 28882 70452 2.90% 0.340%
5 4.856 284 286 295 rBV 103341 156964 6.47% 0.758%
6 5.290 321 324 327 rBVY 1564551 1984918 81.83% 9.581%
7 6.353 413 417 419 rBv2 1781011 2425643 100.00% 11.708%
8 6.467 424 427 429 rBV 1560855 2171143 89.51% 10.480%
9 6.684 444 446 449 rBV 623715 550953 22.71% 2.659%
10 6.844 457 460 462 rBV 2021571 1855393 76.49% 8.956%

11 7.256 493 496 498 rBV 1168340 1150656 47.44% 5.554%
12 7.382 502 507 512 rVB3 16056 33680 1.39% 0.163%
13 7.976 556 559 561 rBvV 699675 697371 28.75% 3.366%
14 9.050 650 653 656 rBVY 2104235 2244299 92.52% 10.833%
15 9.450 685 688 690 rBvV 910068 774620 31.93% 3.739%

16 9.542 692 696 701 rVvB 18553 37461 1.54% 0.181%
17 9.725 709 712 714 rBV 747865 679703 28.02% 3.281%
18 10.513 778 781 783 rBV 876067 885146 36.49% 4.273%

19 10.548 783 784 790 rvVv 23628 28051 1.16% 0.135%
20 10.639 790 792 796 rVB 24586 39680 1.64% 0.192%
21 10.730 798 800 802 rBV 28741 25238 1.04% 0.122%
22 11.085 829 831 832 rBV 30728 34505 1.42% 0.167%
23 11.199 839 841 844 rVB 626662 558471 23.02% 2.696%
24 11.451 859 863 866 rBvV 62029 93694 3.86% 0.452%
25 11.508 866 868 870 rvB 50144 44277 1.83% 0.214%
26 11.702 878 885 887 rBvV3 23366 55928 2.31% 0.270%
27 11.748 887 889 892 rvB2 20957 38092 1.57% 0.184%
28 11.908 902 903 905 rVvB 29447 26043 1.07% 0.126%
29 12.788 977 980 982 rBV 1926159 1854829 76.47% 8.953%
30 13.702 1057 1060 1063 rBV2 34641 56622 2.33% 0.273%

31 13.828 1069 1071 1074 rBV 580602 570708 23.53% 2.755%
32 13.931 1078 1080 1082 rVVv 38820 44603 1.84% 0.215%
33 15.211 1190 1192 1200 rBV 339514 426055 17.56% 2.057%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088137.D

Aca On : 18 Jun 2016 16:41

Operator : UM/SJ

Sample : H3501-17

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 20717102
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF061816\

BF088137.D

18 Jun 2016 16:41

UM/SsJ

H3501-17

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088137.D

Aca On : 18 Jun 2016 16:41

Operator : UM/SJ

Sample : H3501-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 4

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

1.88 6.61 ng 182001 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 74
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 35
3 1.3-Dioxolane. 2-(1-bromoethvI)- 180 C5H9Br02 005267-73-2 12
4 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
5 Glycine 75 C2H5NO2 000056-40-6 9

Abundance Scan 26 (1.884 min): BF088137.D (-25) (-) m/z 75.05 100.00%
79.0
5000 45.0
. 180 200 220
0’ : B I IS SRS m/z 73.10 74 .69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4789: Propane, 1,1-dimethoxy-
75.0
so00] 229 4s0 L L L R

1.80 2.00 220
m/z 45.05 38.08%

0 \M 590 || 880 103.0
A B R LA B o o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73.0
T
1.80 2.00 220
5000 m/z 41.05 27.15%
45.0
29.0
0 59.0 101.0
A B A L o o e e
m/z--> 20 40 60 80 100 120 140 160 180 J\_\
Abundance #45849: 1,3-Dioxolane, 2-(1-bromoethyl)- T e
73.0 1.80 2.00 220

m/z 47.00 17.42%

5000
45.0
27.0
l, ) 580 | 89.0 107.0121.0135.0 179.0

L .S e —————

m/z--> 20 40 60 80 100 120 140 160 180 1.80 2.00 2. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088137.D

Aca On : 18 Jun 2016 16:41

Operator : UM/SJ

Sample : H3501-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 R-(-)-1,2-propanediol Concentration Rank 8

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

2.91 2.56 ng 70452 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propnanediol 76 C3H802 004254-14-2 64
2 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 43
3 1-Butene. 4-methoxy 86 C5H100 004696-30-4 9
4 Propnvlene Glvcol 76 C3H802 000057-55-6 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 116 (2.913 min): BF088137.D (-114) (-) m/z 45.10 100.00%
44.1
5000
61.0 2.60 2.80 3.00 3.20
39.0 85.9
O'W”“W“P”WMW””PMP”WJL“”P”WmWL”PmP“WmW“”PWP“W m/z 43.05 17.47%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(-)-1,2-propanediol
45.0
5000
2.60 2.80 3.00 3.20
. m/z 61.00 7.31%
ol 13009° | 30 550610 769
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45.0
260 280 300 320
5000 m/z 44.00 6.39%
. 190 310 399 55.0 61.0 75.0
R L L R AR ALY KAy KAL) KA AR R ML) KAty KAL) KA AR RN AL Sl
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1748: 1-Butene, 4-methoxy R R
48.0 2.60 2.80 3.00 3.20
m/z 42.00 3.66%
5000
0 B0 | 0 g
LA LAy RN AL MRS LAY LR NARAS REAS) LALA) SRS LARAN LA AR MM LARM AR IS SR RN LN SR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088137.D

Aca On : 18 Jun 2016 16:41

Operator : UM/SJ

Sample : H3501-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4._86 5.70 ng 156964 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 286 (4.856 min): BF088137.D (-284) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 e ————
| 83.0 4.60 4.80 5.00 5.20
oYX 1 FSRBESSRSOY P 1SSt SRSV VMRS m/z 59.10 64.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U L U
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 23.17%
0 270 | 510 ‘ 6900 830910 ]
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 16.82%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4419: 3-Hexanol L L L L L B
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.26%
73.0
5000
43.0
31.0
0 15.0 L ‘ \‘w\‘ 510/, 840 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088137.D

Aca On : 18 Jun 2016 16:41

Operator : UM/SJ

Sample : H3501-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 6 3-Chloro-6-fluoro-pyrazine Concentration Rank 1

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

6.47 78.81 ng 2171140 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 52
2 (BY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 33
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 25
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 427 (6.467 min): BF088137.D (-424) (-) m/z 132.00 100.00%
132.0
5000
68.1
o1 o3 ko oko ok
40.1  54.0 : . . .
o....,....,....,....,..I.',..7.55,0....,..!.,?1??.?....,....,-'...,.. m/z 134.00 34.38%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 S SR SR U
6.20 6.40 6.60 6.80
210 510 m/z 68.10 29.10%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
A
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.10 18.17%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methy!l- et - e R
132.0 6.20 6.40 6.60 6.80
m/z 96.10 12.58%
5000
770 104.0
39.0
U | e o T NN - N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088137.D

Aca On : 18 Jun 2016 16:41

Operator : UM/SJ

Sample : H3501-17

Misc :

ALS Vial : 13 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 8 5-Octadecene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.45 3.36 ng 93694 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
2 9-Eicosene. (E)- 280 C20H40 074685-29-3 87
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 74
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 68
5 1-Hexadecanol 242 C16H340 036653-82-4 64

Abundance Scan 863 (11.451 min): BF088137.D (-859) (-) m/z 55.05 100.00%

5000

%

11.20 11.40 11.60 11.80
m/z 83.10 92.55%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104186: 5-Octadecene, (E)-
55.0

3

83.0
5000 e A BAEE R
1120 1140 11,60 11.80
29.0 111.0 m/z 69.10 87 .67%
0 \‘ 4l 139.0 168.0 195.0 224.0 252.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 830
RS AR S
11.20 11.40 11.60 11.80
5000 m/z 43.10 86.64%
29.0 111.0

o 139.0 168.0 196.0 223.0 252.0 280.0

Wmﬁwrwmﬁwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)- e ARARREEE RS

11.20 11.40 11.60 11.80
m/z 57.05 81.58%

5000

139.0 167.0 196.0 224.0 252.0 280.0
.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1120 1140 11,60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088137.D

Aca On : 18 Jun 2016 16:41

Operator : UM/SJ

Sample : H3501-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl11.70 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.70 2.00 ng 55928 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 43
2 2-Undecenal. E- 168 C11H200 053448-07-0 42
3 1-Tridecene 182 C13H26 002437-56-1 38
4 2-Tridecenal. (E)- 196 C13H240 007069-41-2 35
5 1,14-Tetradecanediol 230 C14H3002 019812-64-7 32

Abundance Scan 885 (11.702 min): BF088137.D (-878) (-) m/z 55.10 100.00%
54.1
5000 83.1 vJAM~JV/\AJ\AJAAV\A»VJ\-/\/»~J“
1211 11.40 11,60 11.80 12.00
0! m/z 69.10 61.55%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #95980: 1-Hexadecanol
55.0
83.0
5000 UL U BULRLE B U
11.40 11.60 11. 80 12.00
310 111.0 m/z 41.10 57.04%
0 14.0 \H ‘ ‘ h | 139.0 168.0 196.0 224.0
m/z--> 25 4b 65 ' 160 150 150 160 180 260 250
Abundance
41.0
700 UL SN BRI UG
11.40 11.60 11.80 12.00
5000 m/z 83.10 42 .34%
97.0
0 124.0 15001670
m/z--> 25 Jo 65 éo 160 150 140 160 180 200 250
Abundance #47267: 1-Tridecene R B
550 o) 11.40 11.60 11.80 12.00
‘ m/z 97.10 36.17%
5000 29.0
111.0
b LN L] Lo w0 amo e WP
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 11. 60 11. 80 12. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
Data File : BF088137.D

Acq On : 18 Jun 2016 16:41

Operator : UM/SJ

Sample : H3501-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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... 1.88 6.6 ng 182001 1 6.68 550953 20.0
R-(-)-1,2-propane. .. 2.91 2.6 ng 70452 1 6.68 550953 20.0
2-Pentanone, 4-hy... 4.86 5.7 ng 156964 1 6.68 550953 20.0
3-Chloro-6-fluoro. .. 6.47 78.8 ng 2171140 1 6.68 550953 20.0
5-Octadecene, (E)- 11.45 3.4 ng 93694 4 11.20 558471 20.0
unknownl11.70 11.70 2.0 ng 55928 4 11.20 558471 20.0
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