LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099908.D

Aca On : 28 Oct 2017 6:33

Operator : SJ/JU

Sample : 16029-03

Misc :

ALS Vial : 24 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 5.016 495 498 511 rBV 156752 252255 12.19% 1.559%
2 5.416 563 566 587 rBVY 1436290 1678982 81.14% 10.376%
3 6.440 736 740 753 rBVY 1643609 1700358 82.17% 10.508%
4 6.569 758 762 770 rVB 1959166 1757980 84.95% 10.864%
5 6.792 797 800 811 rBV 552184 477169 23.06% 2.949%

6.945 823 826 843 rBV 1416621 1395347 67.43% 8.623%
7.363 894 897 921 rBV 1126922 1048046 50.65% 6.477%
8.075 1015 1018 1036 rBV 743977 659771 31.88% 4._.077%
8.639 1112 1114 1121 rBV 24579 26952 1.30% 0.167%
9.157 1197 1202 1205 rBV 2217507 2069328 100.00% 12.788%

=
QO ~NO®

11 9.551 1266 1269 1279 rBV 274005 241885 11.69% 1.495%
12 9.833 1314 1317 1331 rBB 734342 716560 34.63% 4.428%
13 10.551 1436 1439 1449 rBB 102860 83492 4_.03% 0.516%
14 10.633 1449 1453 1467 rBV 984269 928086 44.85% 5.735%
15 11.333 1568 1572 1581 rBV 683006 639883 30.92% 3.954%

16 12.916 1837 1841 1844 rBV 1665714 1467463 70.91% 9.069%
17 13.798 1987 1991 1997 rBV 31167 38291 1.85% 0.237%
18 13.986 2019 2023 2034 rBV 421718 427451 20.66% 2.642%
19 15.457 2269 2273 2285 rVB2 341822 453522 21.92% 2.803%

20 15.845 2333 2339 2344 rBV4 20612 34900 1.69% 0.216%

21 16.333 2418 2422 2427 rBV2 16360 26675 1.29% 0.165%

22 16.909 2512 2520 2527 rBV7 13335 32138 1.55% 0.199%

23 17.592 2631 2636 2644 rVB5 11735 25065 1.21% 0.155%
Sum of corrected areas: 16181599
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099908.D

Aca On : 28 Oct 2017 6:33

Operator : SJ/JU

Sample : 16029-03

Misc :

ALS Vial : 24 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

Abundance TIC: BF099908.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099908.D

Aca On : 28 Oct 2017 6:33

Operator : SJ/JU

Sample : 16029-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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.

5.02 10.57 ng 252255 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 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.022 min): BF099908.D (-495) (-) m/z 42.95 100.00%
43.0
50.1
5000
101.0
| 83.1 4.60 4.80 5.00 5.20 5.40
o 1 | s S — m/z 59.10 63.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR S R SR
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.00 24.92%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o b0 480 500 550 a0
5000 m/z 58.10 17 .54%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.80%
5000 41.0
o Wl 730 1260 1450 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099908.D

Aca On : 28 Oct 2017 6:33

Operator : SJ/JU

Sample : 16029-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 unknown6.57 Concentration Rank 1

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

6.57 73.68 ng 1757980 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 25
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 762 (6.569 min): BF099908.D (-758) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 AR A S
401 540 6.20 6.40 6.60 6.80 7.00
o....,....;-:...,.:..,.:I.',..7.55,0....,..!.,.??.?....,....,J...,.. m/z 68.10  33.35%
m/z--> 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 SRR AR AR SRR

6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.16%

31.0 51.0
0 ‘ s | H | \7b0 !
....,....,....,....,....,....,....,....,....,....,...., man e
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
Al BEEEE R
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 20.05%
41.0 53.0 97.0 1170
79.0 '
107.0
S Y Y R NSO | R PP et N 1| I
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 K
Abundance #14500: 1H-Indazole, 7-methyl- SRR R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.67%
5000
200 51.0 77.0 104.0
| BT O£ DY -1 NS NS ) RS | (N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 700
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099908.D

Aca On : 28 Oct 2017 6:33

Operator : SJ/JU

Sample : 16029-03

Misc :

ALS Vial : 24 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 4

R.T. EstConc Area Relative to ISTD R.T.
10.55 2.33 ng 83492 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene 182 C12H10N2 000103-33-3 64
3 Azobenzene. (E)- 182 C12H10N2 017082-12-1 53
4 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 47
5 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 47

Abundance Scan 1439 (10.551 min): BF099908.D (-1436) (-) m/z 105.00 100.00%
106.0
77.0
5000 182.1
51.0 NSNS UL
152.0 10.20 10.40 10.60 10.80
ol A el m/z 77.00 56.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 AR ISR UL AR B
10.20 10.40 10.60 10.80
51.0 m/z 182.10 45_.32%
0 | 640 | 910 |  126.0139.015201650 |
mz-> 20 40 60 80 100 120 140 160 180
Abundance
77.0
. 10120 1040 10160 1080
5000 m/z 51.00 17.69%
51.0 105.0
o 38.0 64.0 91.0 1280 920
mz-> 20 40 60 80 100 120 140 160 180
Abundance #47126: Azobenzene, (E)- LN L B |nl TTT T T T T
77.0 10.20 10.40 10.60 10.80
m/z 181.10 8.32%
5000
51.0 182.0
27.0 640 | 0101050 1280 1520 ‘
L B L UL UL U NSRS

T T T T
10.20 10.40 10.60 10.80

m/z--> 20 40 60 80 100 120 140 160 180
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102717\
Data File : BF099908.D

Acq On : 28 Oct 2017 6:33

Operator : SJ/JU

Sample - 16029-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 5.02 10.6 ng 252255 1 6.79 477169 20.0
unknown6 .57 6.57 73.7 ng 1757980 1 6.79 477169 20.0
Benzophenone 10.55 2.3 ng 83492 3 9.83 716560 20.0
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