LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080618\
Data File : BG036129.D

Aca On : 6 Aug 2018 16:09

Operator : JU/SJ

Sample : J4313-02

Misc :

ALS Vial : 4 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

4.534 206 212 220 rBV 193416 291095 8.59% 2.079%
5.127 303 313 321 rBV 106691 170101 5.02% 1.215%
rvB 537121 888918 26.22% 6.350%
7.183 655 663 677 rBvV 463510 860802 25.39% 6.149%
7.547 718 725 736 rBV 601690 1017743 30.02% 7.270%
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8.011 796 804 811 rVB 109547 191457 5.65% 1.368%
8.334 850 859 870 rBV 482781 864634 25.50% 6.176%
9.174 993 1002 1013 rBV 342578 690997 20.38% 4._.936%
10.813 1272 1281 1289 rBV 108769 225800 6.66% 1.613%
13.257 1690 1697 1709 rBV 1009747 1621613 47.83% 11.583%

=
QO ~NO®

11 14.638 1926 1932 1949 rVvB3 187105 345702 10.20% 2.469%
12 16.124 2177 2185 2204 rBV 908723 1531044 45.16% 10.936%
13 17.381 2391 2399 2410 rBV 304665 528320 15.58% 3.774%
14 19.989 2837 2843 2854 rBV 2472544 3390105 100.00% 24.216%
15 21.370 3074 3078 3090 rVB 54761 103106 3.04% 0.736%

16 21.640 3115 3124 3131 rBV2 379837 696167 20.54% 4._.973%

17 22.421 3249 3257 3260 rBV7 22048 41315 1.22% 0.295%
18 23.097 3368 3372 3377 rBV5 21074 35966 1.06% 0.257%
19 23.884 3502 3506 3513 rVB9 20229 40901 1.21% 0.292%

20 24.830 3655 3667 3680 rBvV 138270 463890 13.68% 3.314%

Sum of corrected areas: 13999676
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036129.D

Aca On : 6 Aug 2018 16:09

Operator : JU/SJ

Sample : J4313-02

Misc :

ALS Vial : 4 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: BG036129.D

2000000

1500000

1000000

500000 5.60 7.18 8.33

453 5.13 8.01 10.81

N L L L L | D

Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 11.00 1150 1200 12.50
Abundance TIC: BG036129.D

19.99

2000000

1500000

1000000 13.26 16.12

500000 21.64
17.38

14.64

21.37 22.42
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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: BG036129.D
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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 : BG036129.D

Aca On : 6 Aug 2018 16:09

Operator : JU/SJ

Sample : J4313-02

Misc :

ALS Vial : 4 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-Hexen-2-one Concentration Rank 3

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

4.53 30.41 ng 291095 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
3 2-Pentene. 3.4-dimethvl-. (B)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 211 (4.528 min): BG036129.D (-206) (-) m/z 83.15 100.00%
83.2
5000
43.1 SN £
3070 420 4.40 4.60 4.80
(o} rorprem8r :moirm e 44— ——— 1 m/z 55.15 76.86%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #3168: 3-Hexen-2-one
83.0
43.0
5000 IBESSEBAREBE N SRR
420 4.40 4.60 4.80
| m/z 98.15 33.95%
0 J”'ll""l""l""l UL L DU SURLELEL B
miz--> 0 50 100 150 200 250 300 350 400
Abundance #3246: 3-Penten-2-one, 4-methyl-
83.0
420 440 460 480
5000 43.0 m/z 43.15 26.53%
0 'm'{#""l""l""l"' LR UAEL L SUNLELELS B
miz--> 0 50 100 150 200 250 300 350 400
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- B T S e
83.0 420 4.40 4.60 4.80
m/z 39.15 22 .13%
41.0
5000
0 Jw'{ﬁﬁk;'l""l""l"" U PN DU B IS SSEBUSRERE NARE RARRE
miz--> 0 50 100 150 200 250 300 350 400 420 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 : BG036129.D

Aca On : 6 Aug 2018 16:09

Operator : JU/SJ

Sample : J4313-02

Misc :

ALS Vial : 4 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 4

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

5.13 17.77 ng 170101 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 64
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
5 Propane, 1,l1-dipropoxy- 160 C9H2002 004744-11-0 38

Abundance Scan 314 (5.133 min): BG036129.D (-303) (-) m/z 43.15 100.00%
43.1
5000
101.2
191.1 465.1 515.6 480 500 520 540
o+t e e m/z 59.15 73.94%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R L
480 5.00 5.20 5.40
m/z 101.15 30.69%
101.0
0|'I"'|"|""'|""|""|""|""|""|""|""|""|"'
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
54.0
480 500 520 540
0
5000 1010 m/z 58.15 17.23%
0|"h|""|"'"|""|"" IR N SR DAL DAL B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #256: Guanidine
59.0 480 5.00 5.20 5.40
m/z 41.15 7.93%
5000{ 18.0
0|""'| LS AL DAL AL AL UL SRR DAL BRI B
mz-> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 5.20 5.40

8270-BG071218.M Tue Aug 07 16:17:49 2018

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036129.D

Aca On : 6 Aug 2018 16:09

Operator : JU/SJ

Sample : J4313-02

Misc :

ALS Vial : 4 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 unknown7.55 Concentration Rank 1

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

7.55 106.32 ng 1017740 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
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 725 (7.547 min): BG036129.D (-718) (-) m/z 132.10 100.00%
13p.1
5000 68.2 J\‘
96.2 A IR UL R I
40.1 1131 07 1 7.20 7.40 7.60 7.80
0 : T m/z 68.15 47 .06%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000
69.0 7.20 7.40 7.60 7.80
39.0 m/z 66.15 35.34%
4 89.0 105.0
0 LA DRI AL UAR LA DU DU
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
7.20 7.40 7.60 7.80
5000 m/z 134.15 33.03%
| [st0, 0% eso | |
0""P““'r"'”""lm”'l""P"'I"”I""I”"
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R e R RAm S T
132.0 7.20 7.40 7.60 7.80
m/z 69.15 21.28%
97.0
5000
70.0
31.0
51.0
0""'|l"*'l"""‘|"""|"l'1§|0"'|""|""|""|"" *jlﬁ**ﬁ*jkﬁ**ﬁ**fﬁﬁ
m/z--> 40 60 80 100 120 140 160 180 200 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 : BG036129.D

Aca On : 6 Aug 2018 16:09

Operator : JU/SJ

Sample : J4313-02

Misc :

ALS Vial : 4 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 Benzoic acid, 2-(4-nitrophe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.37 2.96 ng 103106 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13N0O5 1000368-92-7 64
2 2-(2-CarboxvvinvD)pvridine. trans 149 C8H7NO2 007340-22-9 43
3 Benzophenone 182 C13H100 000119-61-9 38
4 2-Propen-1-one. 1.2-diphenvl- 208 C15H120 004452-11-3 38
5 Benzamide, N-[6-(2-furyl)-2-oxo-... 281 C16H11NO4 187749-77-5 38
Abundance Scan 3078 (21.370 min): BG036129.D (-3074) (-) m/z 105.15 100.00%
105.2
149.2
5000 772
51.1 21.00 21.20 21.40 21.60
bbb 2771 207.2 237.3205 2954 32713951 5714915 72.13%
m/z--> 50 100 150 200 250 300 350
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
105.0 149.0
77.0
5000
21.00 21.20 21.40 21.60
m/z 77.15 38.73%
51.0
bl b 4y ALO 2870
m/z--> 50 100 150 200 250 300 350
Abundance #23545: 2-(2-Carboxyvinyl)pyridine, trans
104.0  149.0
21.00 21.20 21.40 21.60
5000 m/z 150.15 7.37%
5707&0
) e —
m/z--> 50 100 150 200 250 300 350
Abundance #47243: Benzophenone
105.0 21.00 21.20 21.40 21.60
m/z 51.15 6.57%
7.0 182.0
5000
51.0
152.0
o ———
m/z--> 50 100 150 200 250 300 350 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 : BG036129.D

Acq On : 6 Aug 2018 16:09

Operator : JU/SJ

Sample - J4313-02

Misc :

ALS Vial : 4 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-Hexen-2-one 4.53 30.4 ng 291095 1 8.01 191457 20.0
2-Pentanone, 4-hy... 5.13 17.8 ng 170101 1 8.01 191457 20.0
unknown? .55 7.55 106.3 ng 1017740 1 8.01 191457 20.0
Benzoic acid, 2-(... 21.37 3.0 ng 103106 5 21.64 696167 20.0
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