LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028632.D

Aca On : 10 Sep 2017 2:10

Operator : SJ/JU

Sample : 15167-08

Misc :

ALS Vial : 18 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:\HPCHEM1\BNA G\METHODS\8270-BG090717.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

5.449 310 317 323 rBV 35820 58366 1.46% 0.387%
5.908 389 395 407 rVvB 320900 542612 13.59% 3.598%
rvB 176756 329438 8.25% 2.184%
7.870 720 729 744 rBV 590516 1046363 26.20% 6.938%
8.334 801 808 819 rBvV 124516 230861 5.78% 1.531%
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8.663 855 864 872 rVB 542417 991050 24.82% 6.571%
9.433 986 995 1000 rBV2 33125 59158 1.48% 0.392%
9.503 1000 1007 1018 rVB 453325 842374 21.10% 5.585%
11.154 1279 1288 1301 rBV 155634 306515 7.68% 2.032%
13.563 1688 1698 1706 rBY 1320202 2074994 51.96% 13.758%

=
QO ~NO®

11 14.944 1926 1933 1942 rVB2 270364 435658 10.91% 2.889%
12 16.436 2179 2187 2201 rBV 1161187 1830307 45.84% 12.136%
13 17.694 2395 2401 2412 rVvB2 381917 603850 15.12% 4.004%
14 18.334 2504 2510 2516 rBV2 147788 198401 4.97% 1.315%
15 20.279 2833 2841 2848 rBV 2990357 3993174 100.00% 26.476%

16 22.024 3131 3138 3145 rBV 443041 786229 19.69% 5.213%
17 25.526 3723 3734 3749 rVvB2 238121 752738 18.85% 4.991%

Sum of corrected areas: 15082088
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028632.D

Aca On : 10 Sep 2017 2:10

Operator : SJ/JU

Sample : 15167-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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: BG028632.D

2500000
2000000
1500000

1000000

500000 9.50

7.87 8.66
5.91
7.49

5.45 A A 8/'\33 A 9.43
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400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.
TIC: BG028632.D

11.15

0

T
Time--> 50 11.00 11.50 12.00 12.50 13.00

Abundance

20.28

2500000

2000000

1500000 13.56

16.44
1000000

500000 17.69 22.02
14.94

18.33

0

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
TIC: BG028632.D

Time-->
Abundance

2500000

2000000

1500000

1000000

500000
25.53

e

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028632.D

Aca On : 10 Sep 2017 2:10

Operator : SJ/JU

Sample : 15167-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 5

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

5.45 5.06 ng 58366 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 25
3 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 317 (5.449 min): BG028632.D (-310) (-) m/z 43.10 100.00%
d.1
59.1
5000
1011 PR T R T
| 82.9 520 5.40 5.60 5.80
Y e m/z 59.10 69.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RIS LS UL I
59.0 520 540 560 5.80
m/z 101.10 22 .99%
‘3“1‘.0 il L 83.0 10:‘I"0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59.0
" '5.20 540 560 5.80
5000 410 1010 m/z 58.10 19.87%
29.0
15.0 73.0 87.0 117.0
wmmwwmwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43.0 520 5.40 5.60 5.80
m/z 41.10 10.76%
5000
101.0
31.0 58.0
et 730, BTO | 1170 1300
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028632.D

Aca On : 10 Sep 2017 2:10

Operator : SJ/JU

Sample : 15167-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 unknown7.87 Concentration Rank 1

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

7.87 90.65 ng 1046360 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 729 (7.870 min): BG028632.D (-720) (-) m/z 132.10 100.00%
13R.1
5000 68.1 j\
01 s41 \ e " s Tk Th 500 550
rerrrrrprrrrprer bbbl 890 L 1180 L m/z 68.10 48.29%
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 UL S L U A
7.60 7.80 8.00 8.20
310 510 ‘ m/z 66.10 33.57%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
S LR s AR
7.60 7.80 8.00 8.20
5000 m/z 134.10 33.16%
150 280 39.0 520 830 770 c00 1040 ..
mmmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R B
132.0 7.60 7.80 8.00 8.20
m/z 69.10 20.67%
5000
33.0 44.0 00 105.0
"I”"P"W'L”I'L'Iﬁqﬂ"“l:”llﬁgﬂ"il'”hl”"P"W T RN S RSN UL S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028632.D

Aca On : 10 Sep 2017 2:10

Operator : SJ/JU

Sample : 15167-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 Phenol, 2-methoxy- Concentration Rank 4

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

9.43 5.12 ng 59158 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methoxv- 124 C7H802 000090-05-1 91
2 Meauinol 124 C7H802 000150-76-5 70
3 Ethanone. 1-(2-methvl-1-cvclopen... 124 C8H120 003168-90-9 50
4 Bicvclol3.3.11Tnonane 124 C9H16 000280-65-9 43
5 5-Ethyl-2-furaldehyde 124 C7H802 023074-10-4 43

Abundance Scan 995 (9.433 min): BG028632.D (-986) (-) m/z 109.00 100.00%
109.0
5000
43.1 I I U
9.00 9.20 9.40 9.60 9.80
- .'.-;I.-ﬂ.'. - L 2209 2621 46400 7z 81.10  87.50%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #10418: Phenol, 2-methoxy-
109.0
5000
9.00 9.20 9.40 9.60 9.80
53.0 m/z 124.10 75.04%
\‘\ \‘ ‘H\ L |

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
109.0
IIIIIIIIAIIIIIIIIIIIIIIII
9.00 9.20 9.40 9.60 9.80
5000 m/z 43.10 25.85%
53.0
15.0
T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10588: Ethanone, 1-(2-methyl-1-cyclopenten-1-yl)-
109.0 9.00 9.20 9.40 9.60 9.80
m/z 53.10 21.67%
50000 430
IIIIJI.I‘I‘II IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028632.D

Aca On : 10 Sep 2017 2:10

Operator : SJ/JU

Sample : 15167-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.33 6.57 ng 198401 Phenanthrene-d10 17.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 93
2 Benzenamine. N.N-diethvl-4-(2-ni... 220 C12H16N202 064462-51-7 38
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 38
4 1.3-Pentadiene. 1.l1-diphenvl-. (2)- 220 C17H16 015295-31-5 38
5 2,4-Dimethyl-5,6-dimethoxy-8-ami... 232 C13H16N202 064993-02-8 38

Abundance Scan 2509 (18.328 min): BG028632.D (-2504) (-) m/z 57.15 100.00%

51.1 205.1

5000
91.1

-

18.00 18.20 18.40 18.60
m/z 205.10 93.68%

L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0
205.0
5000
175.0 18.00 18.20 18.40 18.60
m/z 55.10 62.73%
0135.0 ‘ 2320 261.0
R "l‘l M:‘: H\H ‘\hu ﬁ\ MH\ H\“‘;\I‘IH;H\I\ |“|Hi‘| leh M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
205.0
18.00 18.20 18.40 18.60
5000 m/z 217.20 62.70%
29.0 130.0

510 77.0 102.0 158.0

B B e e e e R R R e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #77555: Butylated Hydroxytoluene R e R
205.0 18.00 18.20 18.40 18.60

m/z 175.10 59.10%

5000

57.0
810 1050 14‘? 0 1770 | ‘
| ! | Lty g, | ‘ | I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60

%
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG091017\
Data File : BG028632.D

Acq On : 10 Sep 2017 2:10

Operator : SJ/JU

Sample - 15167-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG090717 .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... 5.45 5.1 ng 58366 1 8.33 230861 20.0
unknown? .87 7.87 90.7 ng 1046360 1 8.33 230861 20.0
Phenol, 2-methoxy- 9.43 5.1 ng 59158 1 8.33 230861 20.0
7,9-Di-tert-butyl... 18.33 6.6 ng 198401 4 17.69 603850 20.0
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