LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\

Data File : BF100980.D

Aca On : 29 Nov 2017 16:17 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 16304-26 2X CL-02-112817-C

ALS Vial : 9 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-BF110817.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 5.069 503 507 514 rBV 38660 45072 5.20% 0.548%
2 5.463 570 574 578 rBV 722093 680867 78.53% 8.285%
3 6.481 742 747 756 rBV 748081 710466 81.95% 8.645%
4 6.622 767 771 774 rBV 815738 737700 85.09% 8.977%
5 6.851 806 810 813 rBV 485258 383963 44.29% 4.672%
6 7.004 833 836 840 rBV 665892 576621 66.51% 7.017%
7 7.410 901 905 909 rBV 466121 426302 49.17% 5.188%
8 8.134 1024 1028 1031 rBV 636108 496395 57.26% 6.040%
9 9.204 1207 1210 1214 rVB 987637 866970 100.00% 10.550%
10 9.281 1220 1223 1226 rVB 14428 10468 1.21% 0.127%
11 9.598 1274 1277 1280 rBV 74115 56425 6.51% 0.687%
12 9.810 1309 1313 1317 rVB 33381 27348 3.15% 0.333%
13 9.886 1323 1326 1330 rVB 542257 500879 57.77% 6.095%
14 10.310 1395 1398 1401 rVB 34202 25804 2.98% 0.314%
15 10.675 1457 1460 1464 rBvV 484864 403723 46.57% 4.913%
16 10.780 1475 1478 1489 rVB2 22678 28984 3.34% 0.353%
17 11.375 1575 1579 1582 rBvV 490625 418948 48.32% 5.098%
18 11.398 1582 1583 1586 rVB 39641 23495 2.71% 0.286%
19 11.892 1663 1667 1672 rBvV2 25802 34190 3.94% 0.416%
20 11.986 1681 1683 1686 rBV2 9711 10183 1.17% 0.124%
21 12.586 1782 1785 1790 rVB 82271 72719 8.39% 0.885%
22 12.686 1798 1802 1806 rBV5 8497 12498 1.44% 0.152%
23 12.822 1819 1825 1828 rBV2 62910 76613 8.84% 0.932%
24 12.874 1831 1834 1838 rVB6 8585 10809 1.25% 0.132%
25 12.957 1844 1848 1852 rVB 731106 598612 69.05% 7.284%
26 13.033 1856 1861 1862 rBV5 8978 12446 1.44% 0.151%
27 13.145 1877 1880 1883 rVB2 12630 15718 1.81% 0.191%
28 13.374 1917 1919 1922 rBvV4 7577 11143 1.29% 0.136%
29 13.521 1940 1944 1947 rBV6 10097 14948 1.72% 0.182%
30 13.845 1996 1999 2005 rBV2 70025 77331 8.92% 0.941%

31 14.016 2024 2028 2031 rBV 451139 434484 50.12% 5.287%
32 15.492 2274 2279 2283 rBV 256161 330081 38.07% 4.017%
33 16.180 2393 2396 2404 rVBS8 40888 85588 9.87% 1.041%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\

Data File : BF100980.D

Aca On : 29 Nov 2017 16:17

Operator : SJ/JU

ﬁ?ggle i 16304-26 2X CL-02-112817-C
ALS Vial : 9 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-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 8217793
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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:\HPCHEMI\BNA F\DATA\BF112917\

BF100980.D

29 Nov 2017 16:17

SJ/JU

16304-26 2X CL-02-112817-C
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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:\HPCHEM1I\BNA F\DATA\BF112917\

Data File : BF100980.D

Aca On : 29 Nov 2017 16:17

Operator : SJ/JU

ﬁ?ggle i 16304-26 2X CL-02-112817-C
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 5

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

5.07 2.35 ng 45072 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 37
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23

Abundance Scan 507 (5.069 min): BF100980.D (-503) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1

A
LIS S N L O

4.80 5.00 5.20 5.40

83.0
e et b e et e | W72 59.10 60 10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L
59.0 4.80 5.00 520 5.0
m/z 101.10 23.78%
31.0 101.0
o Y O .- A —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
R e AL i e
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.26%
43.0
0 71.0 830 9g0 123.0  141.0 159.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4417: 3-Hexanol R e A REBERE TS S
59.0 480 5.00 5.20 5.40
m/z 41.00 11.16%
73.0

5000 31.0 43.0

»\ \“ 85.0 101.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\

Data File : BF100980.D

Aca On : 29 Nov 2017 16:17

Operator : SJ/JU

ﬁ?ggle i 16304-26 2X CL-02-112817-C
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.62 Concentration Rank 1

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

6.62 38.43 ng 737700 1,4-Dichlorobenzene-d4 6.85
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF100980.D (-767) (-) m/z 132.00 100.00%
132.0
5000
68.1
o1 540 || %0 J 620 640 6.60 6.80 7.00
o} A o B o o S IS m/z 68.10 35.32%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SR R UL R
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.78%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.20%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T BEaa e )
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .00%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SR | W | G
m/z--> 40 60 80 100 120 140 160 180 6.0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\

Data File : BF100980.D

Aca On : 29 Nov 2017 16:17

Operator : SJ/JU

ﬁ?ggle i 16304-26 2X CL-02-112817-C
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.56 ng 77331 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
Abundance Scan 2000 (13.851 min): BF100980.D (-1996) (-) m/z 57.05 100.00%
57.0
97.1
5000
R AR SN B B
39.0  197.0 2339 2821 13.60 13.80 14.00 14.20
ob——1 m/z 55.05 90.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131393: n-Nonadecanol-1
43.0 83.0
5000 LS SRR SRS B B
Bmmmmmmm
rzao m/z 43.10 86.45%
0 R N:“‘:‘“ |%I-|680|2|07|92|38|(|)|||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 RIS SRS DA SN BN
13.60 13.80 14.00 14.20
5000 m/z 83.10 81.04%
169.0
0L 26,0 138.0 210.0 2550 406.0
m/z--> éo 160 1%0 200 250 300 3%0 460
Abundance #194133: Dichloroacetic acid, heptadecyl ester R EmEEs e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.10 74.97%
5000
02
m/z--> 50 100 150 200 250 300 350 400 1360 1380 1400 1420
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF100980.D

Aca On : 29 Nov 2017 16:17

Operator : SJ/JU

Sample : 16304-26 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 unknownl6.18 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.18 5.19 ng 85588 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 35
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 32
3 9-Hexvlanthracene 262 C20H22 033576-55-5 30
4 l1sophthalic acid. hex-4-yvn-3-vl ... 288 C17H2004 1000343-83-8 27
5 1H-Pyrrolo[3,4-c]pyridine-1,3,(2... 191 C9HIN302 298688-32-1 25
Abundance Scan 2396 (16.180 min): BF100980.D (-2393) (-) m/z 191.15 100.00%
2
5000
15.80 16.00 16,20 16.40
o} m/z 81.10 61.84%
m/z--> 50 100 150 200 250 300 350
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191.0
5000 LRI AN SN
15.80 16.00 16.20 16.40
43.0 149.0 m/z 123.10 45_.21%
0:||‘|“|”||H|‘9]|‘-‘.‘(|)“;I:29.9“‘|l‘k N:“: ‘ ——— —
m/z--> 50 100 150 200 250 300 350
Abundance
191.0
15.80 16.00 16,20 16.40
5000 430 m/z 177.15 38.27%
123.0
91.0
161.0
L L L S L WL WL WL
m/z--> 50 100 150 200 250 300 350
Abundance #112667: 9-Hexylanthracene R A et
191.0 15.80 16.00 16.20 16.40
m/z 69.05 37.23%
o 290 630 1000 1520 |, 2330 |
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112917\
Data File : BF100980.D

Acq On : 29 Nov 2017 16:17

Operator : SJ/JU

Sample : 16304-26 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
2-Pentanone, 4-hy... 5.07 2.4 ng 45072
unknown6 .62 6.62 38.4 ng 737700
n-Nonadecanol-1 13.85 3.6 ng 77331
unknownl16.18 16.18 5.2 ng 85588
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Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

|--Internal Standard---|
Resp Conc]

|# RT

383963
383963
434484
330081

CL-02-112817-C
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