LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090819\

Data File : BP000121.D

Aca On : 09 Sep 2019 04:24

Operator : HP/JU

Sample : K4719-01 2X :
Misc : T4-1-4-(0-1.5)-BRUCKNER
ALS Vial : 19 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\HPCHEMI1I\BNA P\METHODS\8270-BP083019.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 2.181 11 16 22 rVB 407003 511713 7.36% 0.721%
2 5.517 578 583 586 rBY 4911246 4605739 66.24% 6.492%
3 6.511 748 752 755 rBVY 5832846 4723667 67.94% 6.658%
4 6.658 773 777 781 rBVY 5937734 4995091 71.84% 7.040%
5 6.893 813 817 820 rBVY 3317657 2469332 35.52% 3.480%
6 7.052 840 844 847 rVB 4703288 4093443 58.87% 5.770%
7 7.446 907 911 914 rVB 3646218 2797379 40.23% 3.943%
8 8.175 1031 1035 1038 rBV 4093839 3239715 46.60% 4 _.566%
9 8.887 1153 1156 1159 rBV 197619 145959 2.10% 0.206%
10 8.928 1159 1163 1171 rVV 747003 668121 9.61% 0.942%

11 9.152 1199 1201 1208 rVB 152377 165226 2.38% 0.233%
12 9.252 1214 1218 1221 rBV 8594856 6475033 93.13% 9.126%
13 9.640 1282 1284 1288 rBV 395979 347506 5.00% 0.490%
14 9.934 1331 1334 1338 rBV 4573458 3892158 55.98% 5.486%
15 10.069 1354 1357 1362 rBV 281695 213127 3.07% 0.300%

16 10.281 1390 1393 1397 rBV 438318 362048 5.21% 0.510%
17 10.722 1465 1468 1472 rBV 4032566 3745003 53.86% 5.278%
18 11.293 1563 1565 1568 rBV3 338567 315323 4._.54% 0.444%
19 11.434 1585 1589 1591 rBV 4679591 3838684 55.21% 5.411%
20 11.457 1591 1593 1595 rVB 430180 323416 4._.65% 0.456%

21 11.969 1678 1680 1683 rBV 1084429 858323 12.34% 1.210%
22 12.910 1838 1840 1843 rVB 1766796 1483021 21.33% 2.090%
23 13.040 1858 1862 1867 rVB 5440795 5197169 74.75% 7.325%
24 14.104 2038 2043 2046 rBV2 3505117 3920398 56.39% 5.526%
25 14.640 2130 2134 2140 rVB 7076141 6952867 100.00% 9.800%

26 15.628 2298 2302 2306 rVB 2400156 3101923 44.61% 4.372%
27 17.586 2630 2635 2641 rVB2 806940 1507268 21.68% 2.124%

Sum of corrected areas: 70948652
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090819\
Data File : BP000121.D

Aca On : 09 Sep 2019 04:24

Operator : HP/JU

Sample : K4719-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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: BP000121.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090819\
Data File : BP000121.D

Aca On : 09 Sep 2019 04:24

Operator : HP/JU

Sample : K4719-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.18 4.14 ng 511713 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 16 (2.181 min): BP000121.D (-11) (-) m/z 73.10 100.00%
7B
5000
43
2.20 2.30 2.40 2.50 2.60
ov—v—J‘,l. L | 109 152 189 223254281 316312309397420451 06533 | 'm/z 43.10 27.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 A IURRA UL UL AR AR
43 2.20 2.30 2.40 2.50 2.60
m/z 87.05 26 .29%
o L L L L L WL S WL W WL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
220 2.30 2.40 2.50 2.60
5000 41 m/z 55.05 21.63%
0 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- Fr TR e
73 2.20 2.30 2.40 2.50 2.60
m/z 71.05 10.30%
5000
45
o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090819\
Data File : BP000121.D

Aca On : 09 Sep 2019 04:24

Operator : HP/JU

Sample : K4719-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 unknown6.66 Concentration Rank 1

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

6.66 40.46 ng 4995090 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 777 (6.658 min): BP000121.D (-773) (-) m/z 132.10 100.00%
132
5000 o8
J % 640 6.60 680 7.00
40 . . : :
ob i e | 181200238266203 343373 405431458486515543 m/z 68.05 36.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 HRRB R AR R

6.40 6.60 6.80 7.00
m/z 134.10 32.64%

31
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R e n
6.40 6.60 6.80 7.00
5000 67 m/z 66.05 23.52%
97
s
0...J‘,‘L.ﬂ.‘u}‘.,.lt..,....,.... R B R ERREEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl R mE A ARa R
57 132 6.40 6.60 6.80 7.00
m/z 96.05 14_.73%
5000 98
ol bl il L g 16018 SN |
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090819\
Data File : BP000121.D

Aca On : 09 Sep 2019 04:24

Operator : HP/JU

Sample : K4719-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 Phthalic anhydride Concentration Rank 6

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

8.93 4.12 ng 668121 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 95
2 Phthalamic acid 165 C8H7NO3 000088-97-1 78
3 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 78
4 1H-1soindole-1.3(2H)-dione. 2-(2... 201 C11H7NO3 004616-63-1 64
5 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 64

Abundance (?can 1163 (8.928 min): BP000121.D (-1159) (-) m/z 104.00 100.00%
104
76
5000
38 148 860 880 9.00 9.20
Ol e b | 187 221253285 327355384412442 473 511 544 m/z 76.05 71.77%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23154: Phthalic anhydride
104
76
5000 148

8.60 8.80 9.00 9.20
m/z 50.05 26 .99%

38
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34517: Phthalamic acid
76 104
T T
8.60 8.80 9.00 9.20
5000 m/z 73.95 16.78%
17 148
o,m.ﬁ“..w..”,.”. e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14488: Bicyclo[4.2.0]octa-1,3,5-triene-7,8-dione
7 104 8.60 8.80 9.00 9.20
m/z 148.00 13.12%
5000
38 132
o N — e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090819\
Data File : BP000121.D

Aca On : 09 Sep 2019 04:24

Operator : HP/JU

Sample : K4719-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.97 4_47 ng 858323 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 53
3 Octadecanoic acid 284 C18H3602 000057-11-4 52
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Dodecanoic acid 200 C12H2402 000143-07-7 49
Abundance Scan 1680 (11.969 min): BP000121.D (-1678) (-) m/z 73.10 100.00%
73
43
5000
11.60 11.80 12.00 12.20
o 87318 363 398 446476504 541 mn/z  60.00 74.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
6
5000 LN PR SN IR
11.60 11.80 12.00 12.20
1571g5213 256 m/z 57.10 69.24%
O
m/z--> 6 55 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
43 73
1160 11.80 12,00 12.20
5000 129 m/z 43.10 69.04%
199
. 242
o =L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid N B o
48,73 11.60 11.80 12.00 12.20
m/z 55.10 61.56%
5000
241 284
Ol L
m/z--> c') 5'0 100 150 200 250 300 350 400 450 500 550 11.I60 11.|80 12.'00 12.'20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090819\
Data File : BP000121.D

Aca On : 09 Sep 2019 04:24

Operator : HP/JU

Sample : K4719-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 unknownl4.64 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .64 35.47 ng 6952870 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 2-T5-(4-nitrophenvl... 275 C13H13N304 351064-45-4 49
2 1-Methvl-5"-phenvilspiro(indoline... 275 C17H13N30 015970-21-5 43
3 5H-T11Benzopvranol4.3-dlpvrimidi... 275 C16H9N302 1000337-49-1 42
4 8H-Benzolal-1.3-benzodioxolol6.5... 275 C17H9NO3 000475-75-2 38
5 3,5-Diamino-6-[3,4-diethoxypheny... 275 C13H17N502 058848-69-4 37
Abundance Scan 2134 (14.640 min): BP000121.D (-2130) (-) m/z 275.20 100.00%
215
5000 129 246
100 1 218
65 1 14.40 14.60 14.80 15.00
o Bty ,ll 156189] | | | | 303 330367304 448 482510540 | /59 10 45, 63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123259: Acetic acid, 2-[5-(4-nitrophenyl)-1-imidazolyl]-,...
275
5000 A DU
129 14.40 14.60 14.80 15.00
102 | 175202 m/z 246.20 45.03%
75 l \ 247
0"'#hklll '!'L*Jw"'w"'w"'w'"w"'w"'w
m/z--> 50 100 150 200 250 300 350 400 450 500 5850
Abundance #123560: 1-Methyl-5'-phenylspiro(indoline-3,3'-(3H)pyrazol...
275
" 14.40 14.60 14.80 15.00
5000 m/z 218.20 29.23%
144 246
39 77104 | 101218 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #123552: 5H-[1]Benzopyrano[4,3-d]pyrimidin-5-one, 2-(3-pyr... R R R e e RRREE R
275 14.40 14.60 14.80 15.00

m/z 128.10 22 .50%

5000
171

}1614 \ 210247 L

m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.40 14. 60 14. 80 15. OO

H‘An
L

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP090819\
Data File : BP000121.D

Acq On : 09 Sep 2019 04:24

Operator : HP/JU

Sample : K4719-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP083019.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]
Butane, 2-methoxy... 2.18 4.1 ng 511713 1 6.89 2469330 20.0
unknown6 .66 6.66 40.5 ng 4995090 1 6.89 2469330 20.0
Phthalic anhydride 8.93 4.1 ng 668121 2 8.18 3239720 20.0
n-Hexadecanoic acid 11.97 4.5 ng 858323 4 11.43 3838680 20.0
unknownl4 .64 14.64 35.5 ng 6952870 5 14.10 3920400 20.0
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