LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100299.D

Aca On > 8 Nov 2017 18:43

Operator : SJ/JU

Sample : 16359-01

Misc :

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 F\METHODS\8270-BF110817.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 5.134 514 518 529 rVB 600417 761596 17.18% 2.017%
2 5.522 578 584 587 rBY 3753954 3905703 88.11% 10.343%
3 6.522 747 754 757 rBVY 3713403 4040539 91.15% 10.700%
4 6.669 774 779 782 rBVY 3993436 3967207 89.49% 10.506%
5 6.898 814 818 822 rBVY 1409787 1143426 25.79% 3.028%
6 7.057 840 845 848 rVB 3414296 3057785 68.98% 8.098%
7 7.463 908 914 917 rBVY 2482721 2489532 56.16% 6.593%
8 8.181 1031 1036 1039 rBvV 1791842 1552613 35.02% 4.112%
9 8.734 1126 1130 1133 rBV 162278 124647 2.81% 0.330%
10 9.257 1213 1219 1222 rBV 4750006 4432991 100.00% 11.739%
11 9.645 1281 1285 1288 rVB 135516 98505 2.22% 0.261%

12 9.933 1329 1334 1338 rBV2 1787570 1672043 37.72% 4.428%
13 10.645 1450 1455 1459 rBV 491986 431981 9.74% 1.144%
14 10.722 1463 1468 1471 rBV 2704060 2588927 58.40% 6.856%
15 11.422 1581 1587 1590 rBV 1975108 1636988 36.93% 4 _.335%

16 11.939 1669 1675 1679 rBV3 62586 71672 1.62% 0.190%
17 13.010 1852 1857 1860 rBV 3472175 3482843 78.57% 9.223%
18 13.892 2004 2007 2011 rBV2 80328 86847 1.96% 0.230%

19 14.057 2031 2035 2039 rVB 1321165 1128512 25.46% 2.989%
20 15.539 2282 2287 2295 rBV 876668 1086977 24.52% 2.879%

Sum of corrected areas: 37761334
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110817\

BF100299.D

8 Nov 2017 18:43

SJ/JuU

16359-01

10 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100299.D

Aca On : 8 Nov 2017 18:43

Operator : SJ/JU

Sample : 16359-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 3

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

5.13 13.32 ng 761596 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Acetone 58 C3H60 000067-64-1 9
5 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9

Abundance Scan 517 (5.128 min): BF100299.D (-514) (-) m/z 43.00 100.00%
43.0
5000 591
| o O B 5ho 520 w0
R e o o e e m/z 59.10 48.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LS UL I L
59.0 480 500 520 540
0,
150 a0 1010 m/z 58.10 16.44%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 500 520 540
5000 57.0 m/z 101.10 14.03%
29.0
101.0
78.0
e S I S SULIULS SURIIL IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LA L L B L N N LB |
43.0 480 5.00 5.20 5.40
m/z 41.10 8.19%
5000
58.0
1§.o 270 N 7%.0 100.0
o T e
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100299.D

Aca On : 8 Nov 2017 18:43

Operator : SJ/JU

Sample : 16359-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 unknown6.67 Concentration Rank 1

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

6.67 69.39 ng 3967210 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 779 (6.669 min): BF100299.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 so || w0 ok oko ok 700
o ]| . m/z 68.10 39.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
5000 S I UL R R
6.40 6.60 6.80 7.00
104.0 m/z 134.00 32.49%
ol 140 270 300 510 00770 g9 | 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
117.0 640 6.60 6.80 7.00
5000 m/z 66.00 25.86%
39.0 910
270 ~ . 510 650 770 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R e n maa
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.73%
97.0
5000 0.0
52.0
810 ‘ 86.0 116.0
o A ARARS RN R RS LR AR SRS AARAN AR SARAS EAASS SAASS ARRERA IREBEAREE RS UL S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100299.D

Aca On : 8 Nov 2017 18:43

Operator : SJ/JU

Sample : 16359-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.65 5.17 ng 431981 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1-Butanone. 1-phenvl- 148 C10H120 000495-40-9 47
3 Benzopinacol 366 C26H2202 000464-72-2 47
4 Benzovl bromide 184 C7H5Bro 000618-32-6 47
5 Ethanone, 2-bromo-1,2-diphenyl- 274 C14H11BrO 001484-50-0 47
Abundance Scan 1456 (10.651 min): BF100299.D (-1450) (-) m/z 105.00 100.00%
105.0
77.0 182.1
5000
5L.0 HRRR LI B BN SR
152.1 10.40 10.60 10.80 11.00
) SRR R NS NS i S ———————————— 'Y 5 20 ¥ 0 K R - ¥ ('
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 LN ML BN IR I
0 10.40 10.60 10.80 11.00
oL m/z 77.00 56.61%
ok | 152.0 |
miz-> 20 4'0 60 8|0 100 120 140 1('30 180 200 220 240 260 280 300 320 340
Abundance
105.0
77.0 10,40 10,60 10.80 11.00
5000 m/z 51.00 22.98%
51.0
148.0
A R L R L LN LA A AR LAY NARA) NARAS EAARI LARAN LR CAAR RARRS
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 |
Abundance #194481: Benzopinacol B Ry S
105.0 183.0 10.40 10.60 10.80 11.00
m/z 181.10 9.60%
77.0
5000
51.0
o 1520 | 243.0271.0 349.0
miz-> 20 40 60 80 100 120 140 1('30 180 200 220 240 260 280 300 320 340 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110817\
Data File : BF100299.D

Acq On > 8 Nov 2017 18:43

Operator : SJ/JU

Sample - 16359-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817 .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... 5.13 13.3 ng 761596 1 6.90 1143430 20.0
unknown6 .67 6.67 69.4 ng 3967210 1 6.90 1143430 20.0
Benzophenone 10.65 5.2 ng 431981 3 9.93 1672040 20.0
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