LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\

Data File : BG028832.D

Aca On : 20 Sep 2017 15:16 Instrument :
Operator : SJ/JU BNA_G

Sample - 15113-06 ClientSampleld :
Misc - RL-3-0-11.75-SPLPRE
ALS Vial : 10 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:\HPCHEM1I\BNA G\METHODS\8270-BG091217.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 5.395 300 307 315 rVB 55083 92864 1.41% 0.333%
2 5.859 379 386 398 rBV 640440 1073956 16.30% 3.855%
3 7.439 649 655 667 rBV 378784 695888 10.56% 2.498%
4 7.821 712 720 735 rBVY 1106922 1934149 29.35% 6.944%
5 8.285 790 799 805 rBV2 113900 210009 3.19% 0.754%
6 8.615 846 855 866 rVB 918457 1655736 25.12% 5.944%
7 9.461 990 999 1009 rBV 800246 1477078 22.41% 5.303%
8 10.465 1155 1170 1183 rBV2 195306 597415 9.06% 2.145%
9 11.106 1272 1279 1284 rBV 160769 311804 4.73% 1.119%
10 11.159 1284 1288 1295 rVB 125462 220378 3.34% 0.791%

11 12.745 1552 1558 1569 rVB 80332 135819 2.06% 0.488%
12 12.962 1590 1595 1602 rVB 56634 99593 1.51% 0.358%
13 13.203 1626 1636 1648 rBvV2 286116 617204 9.37% 2.216%
14 13.526 1684 1691 1699 rVB 2323808 3711575 56.32% 13.324%
15 14.907 1921 1926 1932 rVV2 286946 448509 6.81% 1.610%

16 14.972 1932 1937 1943 rVB 166523 266803 4._05% 0.958%
17 15.301 1983 1993 2001 rBV 99258 187344 2.84% 0.673%
18 15.953 2097 2104 2111 rVB2 151438 244861 3.72% 0.879%
19 16.400 2172 2180 2195 rBV 2268372 3745908 56.84% 13.448%
20 17.316 2328 2336 2343 rVB3 31375 67418 1.02% 0.242%

21 17.657 2388 2394 2398 rBV 420606 688129 10.44% 2.470%
22 17.698 2398 2401 2407 rVB 262871 409097 6.21% 1.469%

23 17.792 2414 2417 2423 rVB 45509 73681 1.12% 0.265%
24 18.062 2453 2463 2472 rBV 329008 561346 8.52% 2.015%
25 19.702 2736 2742 2748 rVB2 47885 84404 1.28% 0.303%
26 20.066 2799 2804 2813 rVB4 53833 97127 1.47% 0.349%

27 20.254 2826 2836 2842 rBV 4860565 6590431 100.00% 23.659%
28 21.981 3123 3130 3138 rBV2 441426 806562 12.24% 2.896%
29 25.454 3711 3721 3734 rVB 241542 750260 11.38% 2.693%

Sum of corrected areas: 27855348
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\

Data File : BG028832.D

Aca On : 20 Sep 2017 15:16

Operator : SJ/JU

a?ggle i 15113-06 RL-3-0-11.75-SPLPRE
ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1I\BNA G\METHODS\8270-BG091217_.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: BG028832.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\

Data File : BG028832.D

Aca On : 20 Sep 2017 15:16

Operator : SJ/JU

a?ggle i 15113-06 RL-3-0-11.75-SPLPRE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.39 8.84 ng 92864 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Guanidine 59 CH5N3 000113-00-8 50
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 36
4 3-Pentanol 88 C5H120 000584-02-1 33
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 33

Abundance Scan 306 (5.389 min): BG028832.D (-300) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 a0 570 540 580 550
83.2 : : : : :
....,....l,'-..~."|i....,-....~,|....,....,....,....,....,29?'.? m/z 59.10 76.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA SRS AN R L
59.0 500 520 540 560 5.80
0,
150 1010 m/z 58.10 21.74%
H\‘ i Tl 83'0 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 59.0
5.00 520 5.40 5.60 5.80
5000{ 18.0 m/z 101.10 16.74%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl- A
59.0 5.00 520 5.40 5.60 5.80
m/z 41.20 10.55%
5000
101.0
41.0
..1.5.'?.‘.“..‘,“.‘..‘l“i..‘..8|3“.'(.)..,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\

Data File : BG028832.D

Aca On : 20 Sep 2017 15:16

Operator : SJ/JU

a?ggle i 15113-06 RL-3-0-11.75-SPLPRE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .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 unknown7.82 Concentration Rank 1

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

7.82 184.20 ng 1934150 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 720 (7.821 min): BG028832.D (-712) (-) m/z 132.10 100.00%
13R.1
5000 68.1
401 sa1 ‘ sed 740 7.60 7.80 8.00 820
..,....,....,....,'.'...,:!..,:!.'.|,..':-.,??.9,..I~.,.'!..,1.1.4.?,...., IR m/z 68.10 46.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRI R U SR
7.40 7.60 7.80 8.00 8.20
310 510 ‘ m/z 66.10 32.45%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00 820
5000 m/z 134.10 31.56%
104.0
140 270 300 510 600770 g9, 115.0
wwwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- T BRamr s e )
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 19.68%
5000
150 280 390 520 830 770 900 1040 .., |
mz> 15 2% 30 40 80 60 70 80 0 100 110 130 130 140 | | 740 760 780 800 820
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\

Data File : BG028832.D

Aca On : 20 Sep 2017 15:16

Operator : SJ/JU

a?ggle i 15113-06 RL-3-0-11.75-SPLPRE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .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 4 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.96 6.39 ng 99593 Naphthalene-d8 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 1-methvl- 142 C11H10 000090-12-0 94
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 91
3 1H-Indene. l-ethvlidene- 142 C11H10 002471-83-2 91
4 Bicvclol4.4_.1Tundeca-1.3.5.7.9-p... 142 C11H10 002443-46-1 91
5 Benzocycloheptatriene 142 C11H10 000264-09-5 90
Abundance Scan 1595 (12.962 min): BG028832.D (-1590) (-) m/z 142.10 100.00%
14p.1
5000
63.1 5150 1990 1200 1300
12.60 12.80 13.00 13.20
102.
et B8 /7 141.05  98.60%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19232: Naphthalene, 1-methyl-
142.0
5000 USRNSSR SRS
12.60 12.80 13.00 13.20
m/z 115.05 49_77%
63.0
"WMPAP%”"w"'|”"|'”'|"”|"'w""w"'|”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
142.0
12.60 12.80 13.00 13.20
5000 m/z 139.00 15.49%
630 100.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19241: 1H-Indene, 1-ethylidene- R e
141.0 12.60 12.80 13.00 13.20
m/z 63.10 13.20%
5000
63.0
R L I o L I I S I I
m/z--> 50 100 150 200 250 300 350 400 450 500 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\

Data File : BG028832.D

Aca On : 20 Sep 2017 15:16

Operator : SJ/JU

a?ggle i 15113-06 RL-3-0-11.75-SPLPRE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .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 n-Decanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.20 27.52 ng 617204 Acenaphthene-d10 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 Ethvl .alpha.-d-alucopvranoside 208 C8H1606 1000127-29-4 53
3 Heptanoic acid 130 C7H1402 000111-14-8 50
4 Pentanoic acid 102 C5H1002 000109-52-4 49
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 43
Abundance Scan 1635 (13.197 min): BG028832.D (-1626) (-) m/z 60.10 100.00%
6d.1
5000
129.1
5l e . e e B e
rrrprrretbel el A mM/Z 73.10 75.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39473: n-Decanoic acid
60.0
5000 1290 T TT T TooT ||||||
nmmmmmnmnm
29.0 87.0 m/z 55.05 50.27%

el il b 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0

12.80 13.00 13.20 13.40 13.60

5000 m/z 41.10 45.40%
88.0
116.0 144.0 177.0 208.0
WWWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13416: Heptanoic acid
60.0 12.80 13.00 13.20 13.40 13.60

m/z 43.10 45_.13%

5000
87.0
ah
Loadr 4 4 113.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 80 13 00 13 20 13. 40 13 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG092017\

Data File : BG028832.D

Acq On : 20 Sep 2017 15:16

Operator : SJ/JU

a?ggle i 15113-06 RL-3-0-11.75-SPLPRE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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]
2-Pentanone, 4-hy... 5.39 8.8 ng 92864 1 8.29 210009 20.0
unknown? .82 7.82 184.2 ng 1934150 1 8.29 210009 20.0
Naphthalene, 1-me... 12.96 6.4 ng 99593 2 11.11 311804 20.0
n-Decanoic acid 13.20 27.5 ng 617204 3 14.91 448509 20.0
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