LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111337.D

Aca On : 12 Dec 2018 22:28

Operator : JU/SJ

Sample : J6214-45

Misc :

ALS Vial : 17 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-BF121218 .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

2.157 10 12 22 rVB3 36102 76165 1.32% 0.157%
3.834 293 297 300 rvB 47234 60671 1.05% 0.125%
501 rVvB 242221 317065 5.50% 0.655%
5.416 561 566 569 rBV 5049708 5189193 89.98% 10.725%
6.428 734 738 757 rVB 5165337 5766981 100.00% 11.919%
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6.563 757 761 765 rBV 5702316 5316773 92.19% 10.988%
6.792 797 800 804 rBV 1826878 1450820 25.16% 2.998%
818 rBvV2 54750 84302 1.46% 0.174%
6.951 823 827 830 rBV 5146481 4196344 T72.77% 8.673%
7.351 889 895 898 rBV 3670397 3255683 56.45% 6.729%
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11 7.398 901 903 907 rVB 78949 69708 1.21% 0.144%
12 8.075 1014 1018 1021 rBV 2112062 1731070 30.02% 3.578%
13 9.151 1197 1201 1204 rBV 5982967 4919289 85.30% 10.167%
14 9.245 1214 1217 1221 rVB2 58432 68577 1.19% 0.142%
15 9.545 1265 1268 1274 rBV 389742 344683 5.98% 0.712%

16 9.686 1290 1292 1297 rVB 104498 94280 1.63% 0.195%
17 9.827 1311 1316 1320 rBV2 1792353 1545138 26.79% 3.193%
18 10.033 1348 1351 1354 rBV2 72274 62241 1.08% 0.129%
19 10.239 1383 1386 1389 rBV3 48073 59760 1.04% 0.124%
20 10.616 1446 1450 1453 rBV 2604997 2331864 40.43% 4_.819%
21 10.739 1468 1471 1479 rBV3 61630 79401 1.38% 0.164%
22 11.063 1523 1526 1532 rVB3 67273 85484 1.48% 0.177%

23 11.310 1565 1568 1571 rBV 1505574 1372922 23.81% 2.837%
24 11.333 1571 1572 1576 rVV 457372 303857 5.27% 0.628%
25 11.386 1578 1581 1584 rVB 120502 110774 1.92% 0.229%

26 11.810 1650 1653 1656 rBV2 173382 183029 3.17% 0.378%
27 11.845 1656 1659 1663 rVV2 1050421 1104205 19.15% 2.282%
28 11.880 1663 1665 1668 rVVvV2 199994 185725 3.22% 0.384%
29 11.921 1670 1672 1675 rVB2 91785 94558 1.64% 0.195%
30 12.363 1745 1747 1751 rBV3 88570 111225 1.93% 0.230%

31 12.521 1771 1774 1777 rBV 919255 843293 14.62% 1.743%
32 12.633 1790 1793 1798 rBV 569571 530130 9.19% 1.096%
33 12.751 1810 1813 1816 rVB 807124 668754 11.60% 1.382%
34 12.898 1834 1838 1842 rBV 3894011 3504683 60.77% 7.243%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111337.D

Aca On : 12 Dec 2018 22:28

Operator : JU/SJ

Sample : J6214-45

Misc :

ALS Vial : 17 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
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.374 1917 1919 1927 rVB 523792 479632 8.32% 0.991%
36 13.951 2013 2017 2019 rBV2 1071988 1248348 21.65% 2.580%
37 15.392 2259 2262 2265 rBV 513068 539454 9.35% 1.115%

Sum of corrected areas: 48386081
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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\BF121218\

BF111337.D

12 Dec 2018 22:28

JussJ

J6214-45

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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\BF121218\
Data File : BF111337.D

Aca On : 12 Dec 2018 22:28

Operator : JU/SJ

Sample : J6214-45

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 4

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

5.00 4_.37 ng 317065 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 495 (4.998 min): BF111337.D (-487) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 BURAARSENARARSARRE RAREE R
460 4.80 5.00 5.20 5.40
O et b 630 830 | amia s ee 0 53, 05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a0 2o 50 Sk Sk
0,
150 a0 1010 m/z 101.10 16.14%
0 wl , 83.0 ,
RS I SULIU SO SO SO UL IR SULILL SULIUSE S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
54.0
460 480 500 520 5.40
5000 41.0 m/z 58.05 14 .49%
31.0
69.0 87.0
o 15.0 H 1500 /|| ‘ 98.0
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance #8358: 2-Hexanol, 2-methyl-
59.0 460 4.80 5.00 5.20 5.40
m/z 41.10 9.99%
5000
43.0 101.0
O |}?'q| "'M“""'“‘wj"l' JH'I' 'é?lq' "??“9' UNEEBU OB PR A S R
m/z--> 10 20 30 50 60 70 80 90 100 110 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111337.D

Aca On : 12 Dec 2018 22:28

Operator : JU/SJ

Sample : J6214-45

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 unknown6.56 Concentration Rank 1

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

6.56 73.29 ng 5316770 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Amphetaminil 250 C17H18N2 017590-01-1 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 761 (6.563 min): BF111337.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 ||k|||
40.0 |' 1150 6.20 6.40 6.60 6.80
0 B e o m/z 68.05 42 _.17%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 AR A R

6.20 6.40 6.60 6.80
m/z 134.00 33.38%

31.0 51.0
o | Iy || Iy | A
ettt
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132.0
R
6.20 6.40 6.60 6.80
5000 m/z 66.05 27 .63%
105.0
510 770 159.0 178.0  206.0222.0
e T e e e T e o e T
m/z--> 40 60 80 100 120 140 160 180 200 220 /\
Abundance #52379: Tranylcypromine-propionyl R o E R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.28%
74.0
5000 98.0 116.0
gyt b b b ti00, e |
m/z--> 40 0 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111337.D

Aca On : 12 Dec 2018 22:28

Operator : JU/SJ

Sample : J6214-45

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Anthracene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.81 2.67 ng 183029 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 96
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 94

Abundance Scan 1653 (11.810 min): BF111337.D (- 1650) ) m/z 192.10 100.00%
5000 q u
111.1 11.40 11.60 11.80 12.00 12.20
138.2 216.1236.3 258.1
01 m/z 55.05 62.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192.0
5000 TT T T [T T I T [T T T T [ TTTT[TT
11. 40 11. 60 11. 80 12. 00 12 20
m/z 191.10 55.59%
83.0 165.0
o 15.0 39.0 63.0 115.0 139.0
1 IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192.0
T T T T T
11.40 11.60 11.80 12.00 12.20
5000 m/z 189.10 31.93%
165.0
0 39.0 63.0 96.0 116.0 139.0
1 IIIII IIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192.0 11.40 11.60 11.80 12.00 12.20
m/z 41.00 31.28%
5000
.0
39.0 63.0 115.0 139.0
R e ] R o N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111337.D

Aca On : 12 Dec 2018 22:28

Operator : JU/SJ

Sample : J6214-45

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.63 8.49 ng 530130 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Nonadecanoic acid 298 C19H3802 000646-30-0 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
Abundance Scan 1792 (12.627 min): BF111337.D (-1790) (-) m/z 43.10 100.00%
431
73.0
5000
129.1
o | sy om0 g 15 1580 1560
0! - ; m/z 57.10 79.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 T
nmnmnmmm
m/z 60.00 74 .39%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143132: Nonadecanoic acid
43.0
73.0 I B L L L B B
12.40 12.60 12.80 13.00
5000 298.0 m/z 41.10 71.53%
129.0
97.0
0 \‘l i -‘ QHV 157.0 1850 213.0 i »/‘/\L\M‘/_‘/
m/z--> %&&mmmmmmmmmmmmm
Abundance #39474: n-Decanoic acid R mEEEE RS S
73.0 12.40 12.60 12.80 13.00
m/z 73.05 69.20%
129.0
5000
43.0
0 IOl | 1720
miz> 20 40 60 80 100 130 140 160 150 200 220 240 260 250 300 350 12140 1260 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121218\
Data File : BF111337.D

Acq On : 12 Dec 2018 22:28

Operator : JU/SJ

Sample - J6214-45

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218_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... 5.00 4.4 ng 317065 1 6.79 1450820 20.0
unknown6 .56 6.56 73.3 ng 5316770 1 6.79 1450820 20.0
Anthracene, 2-met... 11.81 2.7 ng 183029 4 11.31 1372920 20.0
Octadecanoic acid 12.63 8.5 ng 530130 5 13.95 1248350 20.0
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