LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080618\
Data File : BG036130.D

Aca On : 6 Aug 2018 16:48

Operator : JU/SJ

Sample : J4313-04

Misc :

ALS Vial : 5 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

5.127 307 313 322 rBV 124169 195796 5.72% 1.452%
5.597 386 393 408 rBV 504422 887096 25.91% 6.577%
rBv 453517 842247 24 .60% 6.244%
7.548 717 725 735 rBV 580509 1011830 29.55% 7.502%
8.012 798 804 813 rvB2 99899 179631 5.25% 1.332%

abrwWNPEF
\l
=
o0}
w
()}
9}
a1
(o))
(9}
w
()}
\l
(9}

8.329 851 858 867 rBvV 438150 807944 23.60% 5.990%
9.175 991 1002 1015 rBV 321173 658175 19.22% 4 _880%
10.814 1274 1281 1299 rBV 97847 214370 6.26% 1.589%
13.257 1690 1697 1714 rBV 932847 1521127 44.43% 11.277%
14.638 1926 1932 1946 rBV2 170407 307586 8.98% 2.280%

=
QO ~NO®

11 16.124 2177 2185 2202 rBV 905747 1529097 44.66% 11.337%
12 17.381 2393 2399 2410 rBV2 269267 476785 13.93% 3.535%
13 19.989 2836 2843 2850 rBV 2504275 3423687 100.00% 25.383%

14 20.242 2882 2886 2895 rBv4 29577 50096 1.46% 0.371%
15 20.724 2964 2968 2974 rBV 65078 83839 2.45% 0.622%
16 21.370 3074 3078 3088 rBvV 42796 83134 2.43% 0.616%

17 21.640 3117 3124 3137 rBvV2 352772 656145 19.16% 4 _865%
18 24.824 3656 3666 3678 rBV3 183623 559589 16.34% 4.149%

Sum of corrected areas: 13488174
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036130.D

Aca On : 6 Aug 2018 16:48

Operator : JU/SJ

Sample : J4313-04

Misc :

ALS Vvial : 5 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 : .
2500000 TIC: BG036130.D

2000000
1500000
1000000

500000 5.60 7.18 8.33
9.17

5.13 8.01 10.81

L L A L £ b

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10 00 10 50 11.00 11. 50 12. OO 12.50
Abundance : .
2500000 TIC: BG036130.D

19.99

2000000

1500000

1000000113.26 16.12

500000 21.64

17.38
14.64

20.72

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 : .
2500000 TIC: BG036130.D

2000000

1500000

1000000

500000
24.82

R R L e e e e N RBERE RN e e e e  BEBEEEEREEES S

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 : BG036130.D

Aca On : 6 Aug 2018 16:48

Operator : JU/SJ

Sample : J4313-04

Misc :

ALS Vial : 5 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 21.80 ng 195796 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 59
2 Guanidine 59 CH5N3 000113-00-8 43
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 37
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 28
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28

Abundance Scan 313 (5.127 min): BG036130.D (-307) (-) m/z 43.15 100.00%
43.1
5000
101.2
R R P
4.80 5.00 5.20 5.40
ol o b 262 30090 sz 59.15  70.33%
m/z--> 50 100 150 200 250 300 350
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R LR

4.80 5.00 5.20 5.40

m/z 101.15 27 .73%
101.0
ot
m/z--> 50 100 150 200 250 300 350
Abundance #256: Guanidine
59.0
R
4.80 5.00 5.20 5.40
5000/ 18.0 m/z 58.15 15.34%
0 | Jl‘
177
m/z--> 50 100 150 200 250 300 350
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 4.80 5.00 5.20 5.40
m/z 41.15 10.11%
5000 101.0
70.0
o{qﬂltphlhl.,...., ————
m/z--> 50 100 150 200 250 300 350 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036130.D

Aca On : 6 Aug 2018 16:48

Operator : JU/SJ

Sample : J4313-04

Misc :

ALS Vial : 5 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 unknown7.55 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.55 112.66 ng 1011830 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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 12
4 1H-Indazole. 3-methvl- 132 C8H8N2 1000316-00-2 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 725 (7.548 min): BG036130.D (-717) (-) m/z 132.15 100.00%

13p.2
5000 68.2

962 TT T T 1T LRI L L LB B
421 541 ‘| 720 7.40 7.60 7.80
o..,....,....,....I.'...,:!...-!.-.,...--.,?‘?.9,..I~.,.'.'~..,1.1.“?.1,....,'...,.. m/z 68.15 46.71%
m/z--> 10 20 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 32.74%

70.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

7.20 7.40 7.60 7.80
5000 m/z 134.15 32.43%

o

63.0
15.0 280 390 520 m 77‘0 999 10\401160 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R B B
132.0 7.20 7.40 7.60 7.80

m/z 69.15 21.61%

69.0
104.0
5000
31.0 51.0 ‘
‘ 1 H 18 L
B B o R s ma e A RRREARY

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036130.D

Aca On : 6 Aug 2018 16:48

Operator : JU/SJ

Sample : J4313-04

Misc :

ALS Vial : 5 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 4 Phosphorin, 2,4,6-tris(1,1-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.72 2.56 ng 83839 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphorin. 2.4.6-tris(1l.1-dimet... 264 C17H29P 017420-29-0 58
2 Benzolblnaphthol2.3-d1thiophene.... 264 C18H16S 024964-02-1 38
3 1(3H)-Isobenzofuranone. 3-(3-o0xo0... 264 C16H804 019357-64-3 35
4 1(3H)-Isobenzofuranone. 3-(3-o0xo0... 264 C16H804 000482-23-5 32
5 2-Anilino-1,4-naphthoquinone 249 C16H11NO2 006628-97-3 30

Abundance Scan 2967 (20.718 min): BG036130.D (-2964) (-) m/z 249.25 100.00%

249.3
152.2
5000
76.2 193.2

20 40 20. 60 20. 80 21. 00
Ol Ja " by ,I b BB IS 564,20 89.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #114226: Phosphorin, 2,4,6-tris(1,1-dimethylethyl)-
57.0 249.0
5000 AUV AR
193.0 20,40 20.60 20.80 21.00

m/z 152.15 56.36%

137.0
0 J',"gl?,'ol,",'l R e e o R e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #114244: Benzo[b]naphtho[2,3-d]thiophene, 9,10-dihydro-6,7...
264.0

20.40 20.60 20.80 21.00
m/z 117.15 29.30%

5000

39.0 77.0

04
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #114135: 1(3H)-Isobenzofuranone, 3-(3-oxo-1(3H)-isobenzofu...

264.0 20.40 20.60 20.80 21.00
m/z 193.15 25.47%
76.0
5000 152.0
‘ 208.0

o e Sk e

m/z--> 50 100 150 200 250 300 350 400 450 500 20.40 20.60 20. 80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036130.D

Aca On : 6 Aug 2018 16:48

Operator : JU/SJ

Sample : J4313-04

Misc :

ALS Vial : 5 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 2.53 ng 83134 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
2 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 59
3 2-(2-CarboxvvinvD)pvridine. trans 149 C8H7NO2 007340-22-9 50
4 3.6.9.12-Tetraoxatetradecane-1.1... 446 C24H3008 1000366-97-0 47
5 Benzene, l-isocyanato-3-methoxy- 149 C8H7NO2 018908-07-1 43
Abundance Scan 3078 (21.370 min): BG036130.D (-3074) (-) m/z 105.15 100.00%
105.2
149.2
5000
511.1 191.1 2831 3271 370.9 4751 21.00 21.20 21.40 21.60
Ot e o e S T S S e m/z 149.15 74 .95%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
105.0 149.0
5000
21.00 21.20 21.40 21.60
m/z 77.15 50.76%
51.0
ot bt 21L0  280
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl...
105.0
149.0 21.00 21.20 21.40 21.60
5000 m/z 51.15 11.41%
olt5.0 *%0 || 193.0 236.0
LR N UL UL UL L UL AL UL I
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #23545: 2-(2-Carboxyvinyl)pyridine, trans
104.0 149.0 21.00 21.20 21.40 21.60
m/z 150.10 7.33%
5000
51.0
O e e B B o S B B B e
m/z-> 0 50 100 150 200 250 300 350 400 450 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 : BG036130.D

Acq On : 6 Aug 2018 16:48

Operator : JU/SJ

Sample - J4313-04

Misc :

ALS Vial : 5 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]
2-Pentanone, 4-hy... 5.13 21.8 ng 195796 1 8.01 179631 20.0
unknown? .55 7.55 112.7 ng 1011830 1 8.01 179631 20.0
Phosphorin, 2,4,6... 20.72 2.6 ng 83839 5 21.64 656145 20.0
Benzoic acid, 2-(... 21.37 2.5 ng 83134 5 21.64 656145 20.0
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