LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080618\
Data File : BG036131.D

Aca On : 6 Aug 2018 17:28

Operator : JU/SJ

Sample : J4313-06

Misc :

ALS Vial : 6 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-BG071218 .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

4.531 206 211 217 rBV 67184 102799 2.84% 0.721%
5.130 307 313 320 rBV 150176 224450 6.20% 1.574%
rBv 544705 945059 26.12% 6.629%
7.181 654 662 675 rBvV 477925 898291 24.82% 6.301%
7.545 717 724 738 rBV 614161 1087305 30.05% 7.626%
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8.009 796 803 810 rBV 109648 183138 5.06% 1.285%
8.332 851 858 869 rvB 488748 878941 24.29% 6.165%
9.172 992 1001 1015 rBV 371954 724297 20.01% 5.080%
10.817 1274 1281 1290 rBV2 97352 207378 5.73% 1.455%
13.255 1689 1696 1707 rBV 999163 1682510 46.49% 11.801%

=
QO ~NO®

11 14.635 1925 1931 1949 rBV3 175449 327986 9.06% 2.301%
12 16.121 2177 2184 2195 rBV 937235 1599294 44.19% 11.218%
13 17.378 2392 2398 2407 rBV 277912 488628 13.50% 3.427%
14 19.987 2836 2842 2855 rBV 2675602 3618804 100.00% 25.383%
15 21.373 3073 3078 3087 rBV 36752 75923 2.10% 0.533%

16 21.637 3117 3123 3138 rBV 332818 639931 17.68% 4._.489%
17 24.827 3656 3666 3683 rBV2 184844 572200 15.81% 4.013%

Sum of corrected areas: 14256934
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036131.D

Aca On : 6 Aug 2018 17:28

Operator : JU/SJ

Sample : J4313-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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: BG036131.D
2500000

2000000
1500000

1000000

5.50
7.18 8.33
500000 9.17

453 213 8.01 10.82

Time--> 350 400 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG036131.D

19199
2500000

2000000

1500000

10000001325 16.12

500000 21.64

17.38
14.64
21.37
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Time--> 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 TIC: BG036131.D

2500000

2000000

1500000

1000000

500000
24.83
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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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036131.D

Aca On : 6 Aug 2018 17:28

Operator : JU/SJ

Sample : J4313-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.53 11.23 ng 102799 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 87
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
4 2-Pentene. 4.4-dimethvl-. (BE)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 211 (4.531 min): BG036131.D (-206) (-) m/z 83.15 100.00%
83.2
55.1
5000
43.1 98.2
1 er2 420 440 460 4.80
O e e i e e T m/z 55.15 74 .93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L I UL I L
20,0 43.0 98.0 420 440 460 480
m/z 43.15 34.64%
0 .|.‘ 1L Il | | 67.0 75.0 | L
”'I"'W'"'I”"I"'W'"'I”"I"'W""I”"I"'
m/z--> 10 40 50 60 70 80 90 100
Abundance #3168: 3-Hexen-2-one
83.0
430 550 420 440 460 4.80
5000 m/z 98.15 31.92%
29.0 98.0
15.0 “
0'"|'”'w'"'|“"|“"w'“"|“"|"'w'l"|“"|"'
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #3371: 2-Pentene, 2,4-dimethyl- e
83.0 420 4.40 4.60 4.80
55.0 m/z 39.15 19.40%
41.0
5000
27.0 98.0
15.0
67.0
0 ”'I'”'I'”'I'”'I'”'I'”'I'”'I7§ql'”'l'”'l'”'
m/z--> 10 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036131.D

Aca On : 6 Aug 2018 17:28

Operator : JU/SJ

Sample : J4313-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 24 .51 ng 224450 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 _.alpha.-D-Galactopvranoside. met... 249 C10H19NO6 017296-07-0 38
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 33
4 Silane. trimethvl- 74 C3H10Si 000993-07-7 17
5 Propanoic acid, 3-nitro-, methyl... 133 C4H7NO4 020497-95-4 17

Abundance Scan 313 (5.130 min): BG036131.D (-307) (-) m/z 43.15 100.00%
431 q
5000
101.2
P T T
480 500 520 5.40
1 832
Ol B 22 2189 Tz 59.15 67.81Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR S R LR
480 5.00 5.20 5.40
0
150 1010 m/z 101.15 27 .80%
ol i 80 830 ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101095: .alpha.-D-Galactopyranoside, methyl 2-(acetylamin...
43.0
480 500 520 540
5000 m/z 58.15 14 .80%
60.0 101.0
139.0
0....,...‘.““. M I w H‘\‘ 80y 1020 19902170
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 480 5.00 5.20 5.40
m/z 41.15 9.87%
5000 101.0
70.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036131.D

Aca On : 6 Aug 2018 17:28

Operator : JU/SJ

Sample : J4313-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 3 unknown7.54 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.54 118.74 ng 1087310 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
Abundance Scan 723 (7.539 min): BG036131.D (-717) (-) m/z 132.15 100.00%

132.2
5000 68.2

96.2 IIIIIIIIIIIIIIIIIII
401 541 ‘| 7.20 7.40 7.60 7.80
7.2 105.2
O eetbl e bl T2 870 | A82152 W 276815 50.64%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

5000 e
7.20 7.40 7.60 7.80

33.0 44.0 105.0 m/z 66.15 36.61%

70.0
o||6°°|ﬁf°°||1150‘
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine

132.0

7.20 7.40 7.60 7.80

5000 97.0 m/z 134.15 32.51%
70.0
31.0 60.0
RS R B A R e =
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- N EmEm e Rmma R
132.0 720 740 760 7.80

m/z 69.20 23.94%

5000
67.0
80.0 91.0
450 54.0 “‘ 10601170
0 L Ll

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036131.D

Aca On : 6 Aug 2018 17:28

Operator : JU/SJ

Sample : J4313-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 2,2"-(Ethane-1,2-diylbis(ox... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.37 2.37 ng 75923 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 78
2 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13N0O5 1000368-92-7 78
3 3-Benzovlamino-2-benzvl-butvric ... 311 C19H21NO3 1000193-12-7 78
4 Benzoic acid. 2-(3-nitrophenvle... 271 C15H13NO4 1000368-22-4 64
5 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13CI03 1000368-25-9 64
Abundance Scan 3077 (21.367 min): BG036131.D (-3073) (-) m/z 105.15 100.00%
105.2
149.1
5000
511 2100 21120 2140 2180
221.2  266.1 .
Ol bk el o G5E 2001 8201 A0L1D L77149.10  68.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl...
106.0
149.0
5000
21.00 21.20 21.40 21.60
m/z 77.10 55.70%
os0 330 | 1930 236.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethy! ester
105.0 149.0
21.00 21.20 21.40 21.60
5000 m/z 51.15 9.80%
51.0
T A G A s oy A o
m/z--> 50 100 150 200 250 300 350 400
Abundance #153770: 3-Benzoylamino-2-benzyl-butyric acid, methyl ester
105.0 1490 21.00 21.20 21.40 21.60
m/z 106.05 8.43%
5000
ol 2O L | 10002200 280.0311.0
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080618\
Data File : BG036131.D

Acq On : 6 Aug 2018 17:28

Operator : JU/SJ

Sample - J4313-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
3-Penten-2-one, 4... 4.53 11.2 ng 102799 1 8.01 183138 20.0
2-Pentanone, 4-hy... 5.13 24.5 ng 224450 1 8.01 183138 20.0
unknown? .54 7.54 118.7 ng 1087310 1 8.01 183138 20.0
2,2"-(Ethane-1,2-_... 21.37 2.4 ng 75923 5 21.64 639931 20.0
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