LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043597.D

Aca On : 11 Nov 2019 23:51

Operator :© JU

Sample : K5746-06

Misc :

ALS Vial : 14 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 G\METHODS\8270-BG102119.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 3.159 7 12 31 rvB 690422 1250830 42.05% 8.270%
2 5.103 337 343 352 rBV 69477 112131 3.77% 0.741%
3 5.597 420 427 441 rBV 435029 770874 25.91% 5.097%
4 7.201 692 700 714 rBV 301657 574722 19.32% 3.800%
5 7.547 751 759 775 rBV 696401 1253448 42.14% 8.288%
6 8.000 829 836 844 rBV 114255 205908 6.92% 1.361%
7 8.323 884 891 910 rBV 517052 916725 30.82% 6.061%
8 9.163 1027 1034 1050 rBV 380132 750041 25.21% 4 _.959%
9 10.802 1306 1313 1320 rBV 138194 273671 9.20% 1.809%
10 10.850 1320 1321 1331 rvB2 20663 30951 1.04% 0.205%

11 13.253 1723 1730 1746 rBV 1210737 1952289 65.63% 12.908%
12 14.633 1958 1965 1972 rBV 254026 417568 14.04% 2.761%
13 16.126 2212 2219 2232 rBV 982569 1659612 55.79% 10.973%
14 17.377 2424 2432 2438 rBV 318314 511623 17.20% 3.383%
15 17.495 2447 2452 2461 rVB4 51432 76679 2.58% 0.507%

16 19.992 2870 2877 2889 rBV 2058822 2974680 100.00% 19.668%
17 21.643 3152 3158 3167 rBvV2 308240 574283 19.31% 3.797%

18 22.424 3285 3291 3296 rBVvV4 20961 33285 1.12% 0.220%

19 23.100 3401 3406 3412 rBvV3 23248 43411 1.46% 0.287%

20 23.899 3536 3542 3548 rBV4 19140 41611 1.40% 0.275%

21 24.827 3689 3700 3718 rBV2 225754 664057 22.32% 4.391%

22 25.944 3882 3890 3901 rVB10 12470 35931 1.21% 0.238%
Sum of corrected areas: 15124330
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
: BG043597.D

: 11 Nov 2019 23:51

- Ju

: K5746-06

- 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
2000000

1500000

1000000

500000

8.16

TIC: BG043597.D

7.55

8.32
5.60

5.10 8.00

10.80
1f.85

0
Time-->

350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950

10 00 10.50 11.00 11. 50 12. OO 12. 50

Abundance
2000000

1500000

1000000

500000

TIC: BG043597.D

13.25

16.13

14.63 17.38

7.49

1999

21.64

22.42

Time-->

05
13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
2000000

1500000

1000000

500000

TIC: BG043597.D

24.83

23.10 23.90 25.94

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG102119.M Tue Nov

12 16:39:57 2019

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043597.D

Aca On : 11 Nov 2019 23:51

Operator :© JU

Sample : K5746-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.16 121.49 ng 1250830 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 12 (3.159 min): BG043597.D (-7) (-) m/z 73.10 100.00%
7B
5000 43
55 87
- 3.20 3.30 3.40 3.50 3.60
Ol g O L m/z 43.10  40.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 28.26%
fg i 80
e A R A AR AR AR LN RARES RARSN SRR RARSS RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.10 27 .63%
29 ‘
o 1L, \‘\ Noeslll s | o7 12 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.23%
5000 43 87
15 72
0'”PJ“P'Mh'”H'”?%ﬁa'”J'”I“”I””I“”I””I””I””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043597.D

Aca On : 11 Nov 2019 23:51

Operator :© JU

Sample : K5746-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.10 10.89 ng 112131 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
5 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 17

Abundance Scan 342 (5.097 min): BG043597.D (-337) (-) m/z 43.10 100.00%
a3
59
5000
T 150 500 55 S0 |
83 : : : :
o...,....,....,..??','::..??.-.h!i....,?.3..,.-...,...:,|....,....,... m/z 59.10 57.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A A LS L L
59 480 500 520 540
m/z 101.10 20.07%
15 3 101
0 25, 37, 53 | 83
T A e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8367: n-Propyl t-butyl ether
59
480 500 520 540
5000 a1 101 m/z 58.10 15.64%
NI H\ m‘ ly 73 8 | 117
”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #4324. 3-Hydroxy-3-methyl-2-butanone
59 480 5.00 520 5.40
m/z 41.10 9.10%
5000 43
31
15 ‘ \‘ ! 69 8\7
0'”I”'W'”'P'”I”'W'”'P'”I””I”'W'”'P'”I”'W'”
m/z--> 10 20 30 50 60 70 80 90 100 110 120 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043597.D

Aca On : 11 Nov 2019 23:51

Operator :© JU

Sample : K5746-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 3 unknown7.55 Concentration Rank 1

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

7.55 121.75 ng 1253450 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 759 (7.547 min): BG043597.D (-751) (-) m/z 132.00 100.00%
132
5000 68 j\_
96 A UL UL L
40 54 7 J 7.20 7.40 7.60 7.80
o Jrer | sus | 188 7T 68,10 41.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A L UL L
7.20 7.40 7.60 7.80
31 51 78 m/z 134.10 32.91%
o | b " 1M | J
LI R N N S AL WAL ORI DU
m/z--> 20 40 60 80 100 120 140 160
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
A L UL L
7.20 7.40 7.60 7.80
5000 m/z 66.10 29.55%
33 a o 105
0...|....|....6|0....$|0....|..:!-1.5|...|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance #14503: 1H-Benzimidazole, 2-methyl-

132 7.20 7.40 7.60 7.80
m/z 69.10 19.34%

5000
63 90 104
o152 2 .ﬁz.,ﬁﬂu A A R

N |
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043597.D

Aca On : 11 Nov 2019 23:51

Operator :© JU

Sample : K5746-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Benzenamine, 2,4,6-tribromo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.49  3.00 ng 76679  Phenanthrene-di0 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzenamine. 2.4.6-tribromo- 327 C6HABraN 000147-82-0 50
2 Bromophos 364 C8H8BrCI203PS 002104-96-3 22

3 1-T4-Chloro-6-methvl-2-pvrimidvl... 329 C12H10CI3N5 051387-79-2 14
4 1.3.4-Oxadiazol-2-amine. 5-(2-br... 329 C11H12BrN304 1000350-74-8 10
5 2H-1,4-Benzodiazepin-2-one, 7-br... 364 C15H10BrCIN202 070030-09-0 10

Abundance Scan 2451 (17.489 min): BG043597.D (-2447) (- m/z 330.80 100.00%
331
5000
222 250 —
187 17.20 17.40 17.60 17.80
o m/z 328.70 78.84%
m/z--> 50 100 150 200 250 300 350
Abundance #166928: Benzenamine, 2,4,6-tribromo-
329
5000 LI L L e
62 9 17.20 17.40 17.60 17.80
170 250 m/z 62.10 51.26%
87 143
0 117 190 223 301
- T T I T T I T L I
m/z--> 50 100 150 200 250 300 350
Abundance #193399: Bromophos
331
IIIIIIIIIIIAIIIIIIIIIII
17.20 17.40 17.60 17.80
5000 125 m/z 142.90 50.58%
93
63 213
LT L] | 146165 160 °° 242 267286308, | 380
e I e B e e LA [ e o o e
m/z--> 50 100 150 200 250 300 350
Abundance #168067: 1-[4-Chloro-6-methyl-2-pyrimidyl]-3-[3,4-dichloro... R e B
43 108 329 17.20 17.40 17.60 17.80
67 161 m/z 300.80 45 .13%
5000
127
s 186
0 ! \“L’ |, 217236 258 287
- IIIIIIIIIII IIIII T IIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111119\
Data File : BG043597.D

Acq On : 11 Nov 2019 23:51

Operator : JU

Sample : K5746-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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]
Butane, 2-methoxy... 3.16 121.5 ng 1250830 1 8.00 205908 20.0
2-Pentanone, 4-hy... 5.10 10.9 ng 112131 1 8.00 205908 20.0
unknown? .55 7.55 121.8 ng 1253450 1 8.00 205908 20.0
Benzenamine, 2,4,... 17.49 3.0 ng 76679 4 17.38 511623 20.0
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