LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071818\
Data File : BF107488.D

Aca On 18 Jul 2018 20:00

Operator : JU/SJ

Sample = J4035-07

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-BF071618 .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 5.225 487 491 499 rvVB 315521 372871 11.03% 1.205%
2 5.613 552 557 560 rBY 3056067 2839078 83.96% 9.174%
3 6.613 721 727 730 rBVY 2868192 3056256 90.39% 9.876%
4 6.754 746 751 754 rBVY 3273759 3089008 91.35% 9.982%
5 6.801 754 759 766 rVB 44161 46499 1.38% 0.150%
6 6.984 786 790 793 rBVY 1301358 1055373 31.21% 3.410%
7 7.142 812 817 820 rBVY 2626829 2363125 69.89% 7.636%
8 7.548 880 886 889 rBY 2027708 1949884 57.67% 6.301%
9 8.266 1004 1008 1012 rBV 1459906 1238648 36.63% 4._.003%
10 9.342 1185 1191 1194 rBVY 3796464 3381355 100.00% 10.927%

11 9.730 1252 1257 1261 rBV 665383 547787 16.20% 1.770%
12 10.030 1303 1308 1312 rBV 1449998 1331233 39.37% 4._.302%
13 10.819 1438 1442 1445 rBV 1921786 1715773 50.74% 5.545%

14 10.919 1455 1459 1465 rBV3 63710 84261 2.49% 0.272%
15 11.019 1473 1476 1480 rBv4 45894 55037 1.63% 0.178%
16 11.054 1480 1482 1485 rBV3 47598 43425 1.28% 0.140%
17 11.160 1498 1500 1505 rVB4 37084 48643 1.44% 0.157%
18 11.207 1505 1508 1510 rBV 38356 37596 1.11% 0.121%

19 11.519 1557 1561 1564 rBV 1273575 1213514 35.89% 3.921%
20 11.542 1564 1565 1569 rVvVv 161079 107103 3.17% 0.346%

21 11.595 1569 1574 1577 rVV3 32206 38221 1.13% 0.124%
22 12.018 1642 1646 1649 rBv4 36460 51853 1.53% 0.168%
23 12.130 1662 1665 1668 rBvV4 38908 46104 1.36% 0.149%
24 12.571 1734 1740 1742 rBV5 34648 56981 1.69% 0.184%

25 12.736 1764 1768 1770 rBV 197670 163826 4._.84% 0.529%

26 12.965 1800 1807 1809 rBV 203624 219874 6.50% 0.711%
27 13.107 1826 1831 1834 rBV 2721710 2455828 72.63% 7.936%

28 13.177 1841 1843 1849 rBV7 31577 51647 1.53% 0.167%
29 13.295 1860 1863 1865 rVB3 46492 43065 1.27% 0.139%
30 13.318 1865 1867 1870 rVB4 53740 42748 1.26% 0.138%
31 13.360 1870 1874 1876 rVB5 31468 37793 1.12% 0.122%
32 13.660 1922 1925 1928 rBV3 76702 82423 2.44% 0.266%
33 13.918 1964 1969 1972 rBvV4 31579 54966 1.63% 0.178%

34 13.989 1975 1981 1984 rBV4 183291 220612 6.52% 0.713%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071818\
Data File : BF107488.D

Aca On 18 Jul 2018 20:00

Operator : JU/SJ

Sample = J4035-07

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\HPCHEM1\BNA F\METHODS\8270-BF071618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.089 1995 1998 2001 rBV5 27192 45029 1.33% 0.146%
36 14.171 2007 2012 2014 rBV 1025587 1107266 32.75% 3.578%
37 14.195 2014 2016 2020 rVB3 91406 82607 2.44% 0.267%
38 14.307 2033 2035 2039 rBV5 93780 90902 2.69% 0.294%
39 14.618 2085 2088 2092 rVB4 127834 143453 4.24% 0.464%
40 14.942 2141 2143 2147 rVB4 75914 53487 1.58% 0.173%
41 15.054 2160 2162 2165 rBV4 33908 39195 1.16% 0.127%
42 15.248 2192 2195 2198 rBV4 61089 96495 2.85% 0.312%

43 15.301 2202 2204 2210 rVB7 94718 105505 3.12% 0.341%
44 15.636 2256 2261 2265 rBV5 59680 106602 3.15% 0.344%
45 15.712 2268 2274 2281 rVV 671725 932520 27.58% 3.013%

Sum of corrected areas: 30945471
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107488.D

Aca On 18 Jul 2018 20:00

Operator : JU/SJ

Sample : J4035-07

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF107488.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107488.D

Aca On 18 Jul 2018 20:00

Operator : JU/SJ

Sample : J4035-07

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 (+-)-4-Amino-4,5-dihydro-2(... Concentration Rank 3

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

5.22 7.07 ng 372871 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 38
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 32
5 Butyric acid, 3-bromo-, methyl e... 180 C5H9BrO2 021249-59-2 28

Abundance Scan 490 (5.219 min): BF107488.D (-487) (-) m/z 43.00 100.00%
43.0
5000
101.1 e N
4.80 5.00 520 5.40 5.60
o‘ﬁJ",-]??-f?-.-, s %8s 281 Tm/z 59.00 64.99%
m'z--> 0 50 100 150 200 250 300 350
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
5000 I R R R
101.0 480 500 520 540 5.60
m/z 101.10 25 .54%
Olﬁllp““lu|“M‘i7|2‘.(|)“||‘|||||||||||||| — T T
m'z--> 0 50 100 150 200 250 300 350
Abundance
59.0
480 500 520 540 5.60
5000{ 18.0 m/z 58.10 16.61%
L L s S L L L B L
m'z--> 0 50 100 150 200 250 300 350
Abundance #31407: Propane, 1,1-dipropoxy-
59.0 4.80 5.00 520 5.40 5.60
m/z 41.00 13.89%
5000 101.0
ZIF l 131.0
0 .“.H i T o !
m'z--> 0 50 100 150 200 250 300 350 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107488.D

Aca On 18 Jul 2018 20:00

Operator : JU/SJ

Sample : J4035-07

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown6.75 Concentration Rank 1

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

6.75 58.54 ng 3089010 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 22
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 10

Abundance Scan 750 (6.748 min): BF107488.D (-746) (-) m/z 132.00 100.00%
13p.0
68.1
5000
A mmm s
6.40 6.60 6.80 7.00
o bodb L 18302216 319 4650 /o0 gg 10 52.22%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 R RARRE LRSS RARR MR B
69.0 6.40 6.60 6.80 7.00
m/z 66.00 40.50%
0 T T T
m'z-> 0 50 100 150 200 250 300 350 400 450
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 134.00 31.60%
70 830
L S L L WL L UL UL L WL W
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e e R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 28 .39%
5000
33.0 Qlf
0 "MMblth'“'l"'W""I"'W""I"'W""I" SRS SRS UL SRR
m'z-> 0 50 100 150 200 250 300 350 400 450 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107488.D

Aca On 18 Jul 2018 20:00

Operator : JU/SJ

Sample : J4035-07

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 1-Decanol, 2-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.99 3.98 ng 220612 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 64
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 58
3 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 49
4 Tetratriacontvl trifluoroacetate 591 C36H69F302 1000351-75-3 49
5 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 49
Abundance Scan 1981 (13.989 min): BF107488.D (-1975) (-) m/z 43.10 100.00%
431
5000
1693 2520 gsss 13160 1380 14100 14120 1440
Ok a3r3.2018 m/z 57.00 88.74%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #95994: 1-Decanol, 2-hexyl-
57.0
5000 AR A SRR SURBLRA B
1.0 1360 13.80 14.00 14.20 14.40
m/z 85.05 65.71%
0 ”"I' H'jﬂ"igﬁg"w""'“l'“' AR SRARS SERRE ERARY SARSN BRRA
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 71.20 62.07%
111.0
ol 167.0 225.0 281.0 341.0 401.0 460.0 532.0 678.0
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriaconty! heptafluorobutyrate e
57.0 13.60 13.80 14.00 14.20 14.40
m/z 55.00 51.74%
5000
1.0
o l 1167.0222.0278.0 334.0390.0 448.0 644.0
mz-> 0 50 160 150 200 250 300 350 400 450 500 550 600 650 1360 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107488.D

Aca On 18 Jul 2018 20:00

Operator : JU/SJ

Sample : J4035-07

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Tricosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.59 ng 143453 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 81
2 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 76
3 Pentadecane 212 C15H32 000629-62-9 76
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 76
5 Tridecane 184 C13H28 000629-50-5 68
Abundance Scan 2088 (14.618 min): BF107488.D (-2085) (-) m/z 57.10 100.00%
57.1
5000
214.8 324.3 LA BN SR
273.3 390.3 445.3 547.3 14.40 14.60 14.80 15.00
oh 0.0 m/z 71.10 73.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164579: Tricosane
57.0
5000 LN B B B B
mmmmmmﬁm
9.0 m/z 43.00 56.61%
‘ J ‘ 141.0 197.0 253.0 324.0
Oluuuu‘lu h j u‘ \\ \ \ R I R T ||‘||||||| A mmama s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
" 14140 14.60 14.80 15.00
5000 m/z 55.00 52.93%
105.0
0l15.0 147.0189. o 260 0
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #71396: Pentadecane R B R e ma
14.40 14.60 14.80 15.00
m/z 85.10 47 .52%
5000
1410 2120
oll5.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107488.D

Aca On 18 Jul 2018 20:00

Operator : JU/SJ

Sample : J4035-07

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Benzimidazole-5-carboxylic ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.25 2.07 ng 96495 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzimidazole-5-carboxvlic acid.... 252 C15H12N202 092437-43-9 50
2 5H-1.8-Dithia-4a.9-diazacvclopen... 252 C11H12N20S2 1000315-96-2 50
3 1-Phenvl-3-(4-methoxvphenvl)-2-p... 252 C16H16N20 003314-43-0 49
4 3.5.6-Trimethvl-p-aquinone. 2-(2.... 280 C13H1205S 126848-01-9 49
5 3,5-Pyridinedicarboxylic acid, 1... 267 C1l4H21NO4 000632-93-9 47
Abundance Scan 2195 (15.248 min): BF107488.D (-2192) (-) m/z 252.10 100.00%
25p.1
5000
70.8 1121 1611, . 3252 4032 460.8 5144 15.00 15.20 15.40 15.60
o} m/z 250.10 28.64%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #103891: Benzimidazole-5-carboxylic acid, 2-methyl-1-phenyl-
252.0
5000
15.00 15.20 15.40 15.60
77.0 166.0 m/z 253.10 17.18%
o .%?W?Nkaw %%?'Pﬂ, J[. ?OK.?.n T B e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 254.20 15.04%
41.0
910 1510 1960
Ot 7 1 [ T T T T ] T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104037: 1-Phenyl-3-(4-methoxyphenyl)-2-pyrazoline
252.0 15.00 15.20 15.40 15.60
m/z 161.10 13.12%
5000
91.0
oL 9L 470 2090 |
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107488.D

Aca On 18 Jul 2018 20:00

Operator : JU/SJ

Sample : J4035-07

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 7 unknownl15.30 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.30 2.26 ng 105505 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2.6.10.14.18-pentamethvl- 352 C25H52 051794-16-2 27
2 Pentacosane 352 C25H52 000629-99-2 16
3 3-Aminooxv-4-chlorobutvric acid.... 181 C6H12CINO3 1000186-78-9 9
4 Fumaric acid. 3.3-dimethvlbut-2-... 452 C28H5204 1000348-71-7 8
5 Cholestan-3-one, 4,4-dimethyl-, ... 429 C29H51NO 014732-99-1 4
Abundance Scan 2204 (15.301 min): BF107488.D (-2202) (-) m/z 57.00 100.00%
57.0
5000
15.00 15.20 15.40 15.60
(o} m/z 85.10 66.48%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185536: Eicosane, 2,6,10,14,18-pentamethyl-
57.0
5000 R R BN AR B
1130 15.00 15.20 15.40 15.60
' 183.0 m/z 71.00 61.19%
‘ ‘ ‘ 2530 352.0
Ol....l‘.l‘.”‘.“i.‘“.“‘.l‘ ‘ \ “ \‘ \\ “295I'0"'IL""I""I""I""I'
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
15.00 15.20 15.40 15.60 |
m/z 43.05 40.22%
5000 352.0 1
99.0
ol15:0 141.0183.0225.067. 0309.0
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 séo
Abundance #46512: 3-Aminooxy-4-chlorobutyric acid, ethyl ester e REaREEEEE
29.0 15.00 15.20 15.40 15.60
121.0 m/z 40.95 35.92%
5000
Ll
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 1500 1520 1540 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071818\
Data File : BF107488.D

Acq On 18 Jul 2018 20:00

Operator : JU/SJ

Sample - J4035-07

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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]
(+-)-4-Amino-4,5-_ .. 5.22 7.1 ng 372871 1 6.98 1055370 20.0
unknown6.75 6.75 58.5 ng 3089010 1 6.98 1055370 20.0
1-Decanol, 2-hexyl- 13.99 4.0 ng 220612 5 14.17 1107270 20.0
Tricosane 14.62 2.6 ng 143453 5 14.17 1107270 20.0
Benzimidazole-5-c... 15.25 2.1 ng 96495 6 15.71 932520 20.0
unknown15.30 15.30 2.3 ng 105505 6 15.71 932520 20.0
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