LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106688.D

Aca On 22 Jun 2018 3:34

Operator : JU/SJ

Sample : J3603-01

Misc :

ALS Vial : 24 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 5.196 482 486 495 rBV 68351 79280 8.28% 0.808%
2 5.607 552 556 567 rVB 1022310 957702 100.00% 9.766%
3 6.601 721 725 741 rBV 961973 951365 99.34% 9.701%
4 6.737 744 748 752 rVV 1046516 949943 99.19% 9.687%
5 6.784 753 756 762 rVB 11370 10440 1.09% 0.106%

6.960 783 786 790 rVB 407795 327867 34.23% 3.343%
7.119 809 813 816 rBV 803102 683212 71.34% 6.967%
rBv 646792 555249 57.98% 5.662%
8.242 1001 1004 1010 rBV 427673 382981 39.99% 3.905%
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1 9.319 1183 1187 1190 rBV 832701 766772 80.06% 7.819%
11 9.707 1250 1253 1259 rVB 92043 81055 8.46% 0.827%
12 9.866 1276 1280 1284 rBV 16968 15353 1.60% 0.157%
13 9.913 1284 1288 1290 rVB 18183 15479 1.62% 0.158%
14 10.001 1300 1303 1307 rBV2 434230 379187 39.59% 3.867%
15 10.036 1307 1309 1315 rVB 16625 13808 1.44% 0.141%
16 10.313 1352 1356 1360 rBv4 5768 10376 1.08% 0.106%
17 10.413 1367 1373 1376 rVB 29176 28137 2.94% 0.287%
18 10.554 1393 1397 1403 rVB2 10637 13638 1.42% 0.139%
19 10.636 1403 1411 1413 rBV3 11740 16026 1.67% 0.163%
20 10.795 1435 1438 1446 rVV 641099 552397 57.68% 5.633%
21 10.889 1450 1454 1464 rVB2 25129 37995 3.97% 0.387%
22 11.101 1484 1490 1493 rBV5 8655 15026 1.57% 0.153%
23 11.336 1527 1530 1532 rBV2 19758 15494 1.62% 0.158%
24 11.495 1553 1557 1559 rBvV 521289 421030 43.96% 4._.293%
25 11.519 1559 1561 1564 rVvVv 107008 81006 8.46% 0.826%
26 11.572 1567 1570 1572 rVV 27850 21801 2.28% 0.222%
27 11.730 1592 1597 1600 rBV3 10405 17504 1.83% 0.178%
28 11.766 1600 1603 1605 rVB2 12638 11878 1.24% 0.121%
29 11.995 1640 1642 1645 rBV 25942 24718 2.58% 0.252%
30 12.025 1645 1647 1651 rVVv2 38792 34302 3.58% 0.350%
31 12.072 1653 1655 1658 rVvVv 22970 23016 2.40% 0.235%
32 12.113 1658 1662 1664 rVV2 39011 51217 5.35% 0.522%
33 12.130 1664 1665 1669 rVB 20406 17816 1.86% 0.182%
34 12.289 1689 1692 1695 rBV2 21063 20121 2.10% 0.205%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106688.D

Aca On 22 Jun 2018 3:34

Operator : JU/SJ

Sample : J3603-01

Misc :

ALS Vial : 24 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\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.472 1721 1723 1726 rBV 12651 14094 1.47% 0.144%
36 12.548 1733 1736 1740 rBV2 40015 51456 5.37% 0.525%
37 12.583 1740 1742 1744 rVV2 20639 19284 2.01% 0.197%
38 12.636 1748 1751 1754 rBV4 17463 25127 2.62% 0.256%
39 12.713 1760 1764 1767 rBV 175875 151831 15.85% 1.548%
40 12.742 1767 1769 1773 rVB2 30517 32323 3.38% 0.330%
41 12.807 1778 1780 1782 rVV 19477 15734 1.64% 0.160%
42 12.883 1791 1793 1797 rVB3 24766 23448 2.45% 0.239%
43 12.942 1797 1803 1809 rBVY 154113 201300 21.02% 2.053%
44 12.995 1810 1812 1815 rVV 16984 17010 1.78% 0.173%
45 13.077 1822 1826 1830 rBVY 922098 826951 86.35% 8.433%
46 13.336 1868 1870 1872 rBV 36118 26512 2.77% 0.270%
47 14.148 2004 2008 2011 rBV 435316 432434 45.15% 4_.410%
48 15.613 2255 2257 2263 rVB 42489 51474 5.37% 0.525%

49 15.683 2265 2269 2284 rVB 230452 334296 34.91% 3.409%

Sum of corrected areas: 9806465
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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\BF062118\

BF106688.D

22 Jun 2018 3:34

JussJ

J3603-01

24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106688.D

Aca On : 22 Jun 2018 3:34

Operator : JU/SJ

Sample : J3603-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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

5.20 4.84 ng 79280 1,4-Dichlorobenzene-d4 6.96
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 3-Hexanol 102 C6H140 000623-37-0 28

Abundance Scan 487 (5.201 min): BF106688.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 DU I N
| 83.0 4.80 500 5.20 5.40 5.60
o SERSEEESSSY A 1 PRSBSSSSRROY ) OSSN MRS m/z 59.00 62.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SR UL R
4.80 500 5.20 5.40 5.60
59.0 1010 m/z 101.10 22.37%
0 2.0 | 510 ‘ 69.0 830910 "
miz--> 0 2 30 40 80 60 70 8 80 100 110
Abundance
43.0
o 250 5b0 520 540 560
5000 m/z 58.00 15.86%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T ERa L e
43.0 4.80 500 5.20 5.40 5.60
m/z 41.00 9.04%
5000
101.0
J 150 a0 %80 690 86.0
miz--> 0 20 30 40 80 6 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106688.D

Aca On : 22 Jun 2018 3:34

Operator : JU/SJ

Sample : J3603-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2 unknown6.74 Concentration Rank 1

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

6.74 57.95 ng 949943 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.743 min): BF106688.D (-744) (-) m/z 132.00 100.00%
132.0
5000 681
00 510 || g Tho 58 6w 70 |
O e L B m/z 68.10 35.82%
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 AR S LR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.82%
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 6.80 7.00
5000 m/z 66.00 21.95%
150 280 39.0 520 830 770 o000 1040 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal N AR
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.08%
5000 67.0
41.0 97.0
53.0
‘ ‘ 79.0 117.0
0'w'“w'“w'“ij“w““w”hm'm“““w'mw'“'VHLw“'”L'" AR S LR
m/z--> 10 20 30 40 50 60 70 80 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\BF062118\
Data File : BF106688.D

Aca On : 22 Jun 2018 3:34

Operator : JU/SJ

Sample : J3603-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.11 2.43 ng 51217 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 53
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 30
4 5-Thiazolecarboxamide. 4-amino-2... 189 C5H7N30S2 1000338-08-9 27
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25
Abundance Scan 1662 (12.113 min): BF106688.D (-1658) (-) m/z 190.10 100.00%
190.1
5000
11.80 12.00 12.20 12.40
0 m/z 189.05 91.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000
63.0 11.80 12.00 12.20 12.40
133.0 m/z 192.05 69.91%
RN SO TN v | NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
190.0
11.80 12.00 12.20 12.40
5000 m/z 191.10 47 .06%
94.0
o 39.0 63.0 113.0 137.0 163.0
m/z--> 25 Jo 65 éo 160 120 150 160 180 200 250 250
Abundance #54751: Phenanthrene, 4-methyl-
192.0 11.80 12.00 12.20 12.40
m/z 187.00 22 .51%
5000
. 165.0
0 63\'0 Iy \‘\ 125.0 Ll u‘
m/z--> 25 Jo 65 8b 160 150 150 1éo 180 200 250 250 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106688.D

Aca On : 22 Jun 2018 3:34

Operator : JU/SJ

Sample : J3603-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 5 Phenanthrene, 3,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.55 2.44 ng 51456 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 93
2 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 93
3 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 90
4 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 89
5 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 89
Abundance Scan 1736 (12.548 min): BF106688.D (-1733) (-) m/z 206.10 100.00%
1
5000
71 1150 1391 165.1 12.20 12.40 12.60 12.80
0 41.0 1 m/z 191.05 49.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206.0
5000 UV SRR BN UL
189.0 12.20 12.40 12.60 12.80
102.0 m/z 189.10 28.90%
oL 270 510 "0 | 15501390 AN bl
m/z--> 25 45 éo éo 160 150 150 160 180 260 250
Abundance
206.0
12.20 12,40 12,60 12.80
5000 m/z 205.05 27.81%
189.0
o 39.0 63.0 89.0 110.0127.0145.0 165.0
m/z--> 25 45 éo éo 160 150 150 1éo 180 260 250
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0 12.20 12.40 12.60 12.80
m/z 207.10 20.32%
5000
189.0
101.0
0 27.0 51.0 76\'0 [l 139.0 16\5'0 h\ \“ In
m/z--> 25 45 éo éo 160 150 150 160 180 260 250 12.20 12.40 12.60 12.80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062118\
Data File : BF106688.D

Acq On 22 Jun 2018 3:34

Operator : JU/SJ

Sample - J3603-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.20 4.8 ng 79280 1 6.96 327867 20.0
unknown6 .74 6.74 58.0 ng 949943 1 6.96 327867 20.0
Benzaldehyde, 3,5... 12.11 2.4 ng 51217 4 11.50 421030 20.0
Phenanthrene, 3,6... 12.55 2.4 ng 51456 4 11.50 421030 20.0
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