LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\

Data File : BF099986.D

Aca On - 31 Oct 2017 3:45 Instrument :
Operator : SJ/JU gmgigamlem'
3?22'6 i 16083-12 1OZH%$DﬂLDM
ALS Vial : 35 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-BF102317.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 4.999 492 495 512 rBV 46951 76808 3.29% 0.556%
2 5.410 562 565 587 rBV 399564 595819 25.49% 4.316%
3 6.434 736 739 754 rBV 254372 407786 17.45% 2.954%
4 6.557 757 760 773 rVB 1297695 1187336 50.80% 8.602%
5 6.787 796 799 809 rBV 466152 428917 18.35% 3.107%

6 6.940 822 825 847 rVB 1791276 1629062 69.69% 11.802%
7 7.357 892 896 915 rBV 1266365 1203750 51.50% 8.720%
8 8.069 1014 1017 1035 rBV 694097 587770 25.15% 4._.258%
9 8.634 1110 1113 1122 rBB 29659 32688 1.40% 0.237%
10 9.145 1195 1200 1203 rBV 2686052 2337480 100.00% 16.934%
11 9.545 1265 1268 1273 rBV 39469 37392 1.60% 0.271%
12 9.822 1312 1315 1329 rVB 683010 659728 28.22% 4._.779%
13 10.492 1427 1429 1434 rBV 32632 26911 1.15% 0.195%

14 10.539 1434 1437 1444 rBV 159474 127722 5.46% 0.925%
15 10.622 1447 1451 1465 rBV 886192 850092 36.37% 6.158%

16 11.316 1566 1569 1579 rBV 665590 625663 26.77% 4 _.533%
17 12.910 1835 1840 1843 rBV 2066630 2093162 89.55% 15.164%
18 13.786 1986 1989 1998 rBV2 28197 40577 1.74% 0.294%
19 13.980 2018 2022 2032 rBV 427764 456497 19.53% 3.307%
20 15.468 2271 2275 2286 rVB 295295 398537 17.05% 2.887%

Sum of corrected areas: 13803697
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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

Z:\HPCHEMI\BNA F\DATA\BF103017\

BF099986.D

31 Oct 2017  3:45

SJ/Ju

16083-12

35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

102017-SIDI-F-D-M
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\

Data File : BF099986.D

Aca On - 31 Oct 2017 3:45

Operator : SJ/JU

ﬁ?ggle i 16083-12 102017-SIDI-F-D-M
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 4

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

5.00 3.58 ng 76808 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 495 (4.999 min): BF099986.D (-492) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.1 460 4.80 5.00 5.20 5.40
0”W”“P”W”“M”W”LP”W””PMW“”P”W“”P”'””P”W””P”' m/z 59.10 60.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR SRR R
460 4.80 5.00 5.20 5.40
59.0 m/z 101.00 25.11%
270 830 1010
N A AL A RS AR AL AR R AR AR LA UMM AR LA A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.00 18.17%

43.0
83.0 9s.0 123.0 141.0 159.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4076: Morpholine, 4-methyl- T e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.41%
5000
15.0 10 101.0
29.0
0 ”.,”..“.JM..”,.l”,?ﬁfT”.q..” L — oy e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\

Data File : BF099986.D

Aca On - 31 Oct 2017 3:45

Operator : SJ/JU

ﬁ?ggle i 16083-12 102017-SIDI-F-D-M
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 2

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

6.56 55.36 ng 1187340 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 760 (6.557 min): BF099986.D (-757) (-) m/z 132.00 100.00%
132.0
5000
68.1
01 %0 . 250 om0 6o ok
O e L e i m/z 68.10 33.88%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR U SN
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.94%
oL ‘ H\ l|H|||l||‘|||||||‘lll|ll ‘. R A WAL a s s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.00 20.06%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.12%
5000
105.0
oL B0  TIO | | | 15001780  206.02220
m/z--> 40 60 80 100 120 140 160 180 200 220 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\

Data File : BF099986.D

Aca On - 31 Oct 2017 3:45

Operator : SJ/JU

ﬁ?ggle i 16083-12 102017-SIDI-F-D-M
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.54 3.87 ng 127722 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1.2-Propanedione. 1-phenvl- 148 C9H802 000579-07-7 43
3 Benzovl isothiocvanate 163 C8H5NOS 000532-55-8 43
4 Benzoic acid. pentafluorophenvl ... 288 C13H5F502 1000360-67-9 43
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 43
Abundance Scan 1437 (10.539 min): BF099986.D (-1434) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
510 10.20 10.40 10.60 10.80
152.0 : : : :
Y AN NP SN "' v . m/z 77.00 57.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 NSRS
10.20 10.40 10.60 10.80
51.0 m/z 182.10 49.16%
0 ‘ , 910 | 1260 1520
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
770 10.20 10.40 10.60 10.80
5000 m/z 51.00 18.55%
51.0
0 150  37.0 91.0 122.0  148.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33091: Benzoy! isothiocyanate A R mama
105.0 10.20 10.40 10.60 10.80
m/z 181.10 9.32%
5000 7.0
51.0
0 "'I%?q ey J"}%%q' LR DAL U NSRS
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF103017\

Data File : BF099986.D

Acq On : 31 Oct 2017 3:45

Operator : SJ/JU

ﬁ?ggle i 16083-12 102017-SIDI-F-D-M
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.00 3.6 ng 76808 1 6.79 428917 20.0
unknown6 .56 6.56 55.4 ng 1187340 1 6.79 428917 20.0
Benzophenone 10.54 3.9 ng 127722 3 9.82 659728 20.0
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