LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071018\
Data File : BF107286.D

Aca On 10 Jul 2018 21:16

Operator : JU/SJ

Sample : J3827-01 2X

Misc :

ALS Vial : 26 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.160 477 480 488 rBV 34480 35904 9.37% 0.916%
2 5.584 549 552 567 rBV 260984 289867 75.63% 7.396%
3 6.584 719 722 741 rBV 260083 292234 76.25% 7.457%
4 6.719 741 745 757 rVB 311012 291030 75.93% 7.426%
5 6.937 779 782 788 rBV 227920 193846 50.58% 4 .946%
6 7.095 805 809 818 rBB 265743 228511 59.62% 5.831%
7 7.501 875 878 892 rBV 162929 151562 39.54% 3.867%
8 8.225 997 1001 1018 rBB 244813 230170 60.06% 5.873%
9 9.295 1179 1183 1190 rBV 337940 299330 78.10% 7.638%
10 9.689 1243 1250 1254 rBV 52959 49474 12.91% 1.262%
11 9.983 1296 1300 1308 rVB 301997 251399 65.59% 6.415%
12 10.383 1366 1368 1371 rVB 6257 4976 1.30% 0.127%
13 10.601 1401 1405 1409 rBvV2 5016 6024 1.57% 0.154%
14 10.777 1432 1435 1441 rBV 194383 181653 47 .40% 4.635%
15 10.872 1446 1451 1453 rBvV2 6450 8624 2.25% 0.220%
16 11.477 1551 1554 1558 rBvV 298974 286146 74.66% 7.301%
17 11.901 1622 1626 1629 rBVvV4 4219 5332 1.39% 0.136%
18 11.983 1637 1640 1643 rBvV3 4359 6343 1.65% 0.162%
19 12.089 1655 1658 1661 rBvV3 6377 7746 2.02% 0.198%
20 12.313 1694 1696 1701 rVB3 6802 5531 1.44% 0.141%
21 12.407 1709 1712 1715 rBV2 6768 8530 2.23% 0.218%
22 12.460 1718 1721 1723 rBV3 6761 6555 1.71% 0.167%
23 12.530 1730 1733 1736 rBV2 18883 20053 5.23% 0.512%
24 12.648 1751 1753 1756 rVB3 8167 6772 1.77% 0.173%
25 12.701 1759 1762 1766 rBV 23445 24226 6.32% 0.618%
26 12.736 1766 1768 1772 rVVv4 4787 5602 1.46% 0.143%
27 12.854 1785 1788 1789 rBV2 7720 7446 1.94% 0.190%
28 12.871 1789 1791 1794 rVB3 9714 7630 1.99% 0.195%
29 12.907 1795 1797 1799 rBV3 13085 12849 3.35% 0.328%
30 12.930 1799 1801 1807 rVvv2 33623 38803 10.12% 0.990%
31 12.983 1807 1810 1814 rVVv2 11843 13965 3.64% 0.356%
32 13.060 1820 1823 1826 rBV 475245 383265 100.00% 9.779%%
33 13.248 1851 1855 1856 rBV3 13184 17785 4.64% 0.454%
34 13.301 1862 1864 1869 rBV6 9076 13250 3.46% 0.338%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071018\
Data File : BF107286.D

Aca On 10 Jul 2018 21:16

Operator : JU/SJ

Sample : J3827-01 2X

Misc :

ALS Vial : 26 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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.460 1889 1891 1894 rBV2 10455 13531 3.53% 0.345%
36 13.607 1914 1916 1919 rBV3 16765 14376 3.75% 0.367%
37 13.942 1970 1973 1978 rBV6 29973 44351 11.57% 1.132%

38 14.136 2002 2006 2009 rBV 297054 284587 74.25% 7.261%
39 15.677 2265 2268 2274 rVB 132293 169884 44 .33% 4 _.335%

Sum of corrected areas: 3919162
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\

BF107286.D

10 Jul 2018 21:16

JussJ

J3827-01 2X

26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107286.D

Aca On 10 Jul 2018 21:16

Operator : JU/SJ

Sample : J3827-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 3.70 ng 35904 1,4-Dichlorobenzene-d4 6.94
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 Hexanamide 115 C6H13NO 000628-02-4 9

Abundance Scan 480 (5.160 min): BF107286.D (-477) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 A R R UL
| 831 | 480 5.00 5.20 5.40
o} A SNV Y| St S N m/z 59.00 60.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L LI L B
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 19.31%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 14.71%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one L LN L L N BN B
43.0 480 5.00 5.20 5.40
m/z 41.00 10.00%
5000
55.0
27.0 | 710 830 98.0
G S S UL U S I I SIS SRS S B A R R UL
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107286.D

Aca On 10 Jul 2018 21:16

Operator : JU/SJ

Sample : J3827-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.72 Concentration Rank 1

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

6.72 30.03 ng 291030 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 745 (6.719 min): BF107286.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || 5o T ow0 ok b0 760
O T | G 1 A S m/z 68.10 37.83%
m/z--> 10 20 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 LSRR SRR L S
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.34%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 680 7.00
5000 67.0 m/z 66.00 22.90%
41.0 97.0
53.0
20.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole L L L B NN B |
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.57%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107286.D

Aca On 10 Jul 2018 21:16

Operator : JU/SJ

Sample : J3827-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.94 3.12 ng 44351 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 42
2 Hexadecane. 1.1"-oxvbis- 467 C32H660 004113-12-6 38
3 Undecane 156 Cl11H24 001120-21-4 35
4 Oxalic acid. isobutyl heptadecvl... 384 C23H4404 1000309-38-2 30
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 30

Abundance Scan 1973 (13.942 min): BF107286.D (-1970) (-) m/z 57.05 100.00%

5000
226.1
262.2 303.1 13.60 13.80 14.00 14.20
o s m/z 43.00 70.35%
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #83027: Hexadecane

5000 T[T I T[T rr[rrrrprrror
13.60 13.80 14.00 14.20
0.0 m/z 71.10 60.58%
014'Q\ ‘ “ “ u‘ A :‘I\'41 Y 183.0 226 0
e e o e e o e o o B B N
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
225.0 e
13.60 13.80 14.00 14.20
5000 97.0 m/z 55.05 56.49%
141.0
ol 18.0 183.0 297.0 423.0 465.0
T L o o o o o B B o LA e o e o e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28423: Undecane R R RaEEE L
57.0 13.60 13.80 14.00 14.20
m/z 83.10 52.56%
5000
8.0  156.0
015%.,.”F,n.”,...w....“...,”..,.”.,.”.,... N
m/z--> 0 50 100 150 200 250 300 350 400 450 13 60 13. 80 14. OO 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071018\
Data File : BF107286.D

Acq On 10 Jul 2018 21:16

Operator : JU/SJ

Sample - J3827-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.16 3.7 ng 35904 1 6.94 193846 20.0
unknown6 .72 6.72 30.0 ng 291030 1 6.94 193846 20.0
Hexadecane 13.94 3.1 ng 44351 5 14.14 284587 20.0
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