LSC Area Percent Report

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

Data File : BF099987.D

Aca On - 31 Oct 2017 4:-10 Instrument :
Operator : SJ/JU gﬁgiéamlem'
3?22'6 i 16083-13 1oxurgoﬂlos
ALS Vial : 36 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

4.998 493 495 518 rBvV 46359 74043 3.06% 0.520%
5.410 562 565 586 rBvV 448978 659494 27 .26% 4.634%
rBv 308432 498349 20.60% 3.502%
6.557 757 760 773 rVvVB 1372073 1250264 51.68% 8.785%
6.786 796 799 809 rBV 474271 425108 17.57% 2.987%
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6 6.939 822 825 846 rBV 1831302 1687251 69.74% 11.855%
7 7.357 893 896 915 rBV 1275598 1255715 51.90% 8.823%
8 8.069 1014 1017 1036 rBV 699554 590158 24.39% 4.147%
9 8.628 1110 1112 1121 rBV 44105 44680 1.85% 0.314%
10 9.145 1196 1200 1203 rBV 2818206 2419258 100.00% 16.998%
11 9.539 1264 1267 1282 rBB 94493 87043 3.60% 0.612%

12 9.822 1312 1315 1328 rVB2 685745 651687 26.94% 4_579%
13 10.539 1434 1437 1447 rBV 171350 141733 5.86% 0.996%
14 10.622 1447 1451 1465 rBV 901351 897541 37.10% 6.306%
15 11.321 1566 1570 1578 rBV 649104 614663 25.41% 4_.319%

16 12.904 1835 1839 1843 rBV 2132736 2105922 87.05% 14.797%
17 13.974 2018 2021 2031 rBV 453628 447729 18.51% 3.146%
18 15.462 2270 2274 2285 rVB 287944 381616 15.77% 2.681%

Sum of corrected areas: 14232254
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LSC Report - Integrated Chromatogram

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

Data File : BF099987.D

Aca On - 31 Oct 2017 4:10

Operator : SJ/JU

ﬁ?ggle i 16083-13 102017-SIDI-F-D-S
ALS Vial : 36 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: BF099987.D
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Library Search Compound Report

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

Data File : BF099987.D

Aca On - 31 Oct 2017 4:10

Operator : SJ/JU

ﬁ?ggle i 16083-13 102017-SIDI-F-D-S
ALS Vial : 36 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 3.48 ng 74043 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 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 495 (4.998 min): BF099987.D (-493) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.1 4.60 4.80 500 5.20 5.40
o A ) NNV Y| st m/z 59.10 62.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR L L L I
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.00 23.86%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520 5.40
5000 m/z 58.00 19.27%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl- e e
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 10.05%
5000
43.0 101.0
0 15.0 \3\1‘0 ‘\ H‘\\ 71.0 83\0
m/z--> 10 20 30 ' 50 60 70 80 90 100 110 460 480 500 520 540
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Library Search Compound Report

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

Data File : BF099987.D

Aca On - 31 Oct 2017 4:10

Operator : SJ/JU

ﬁ?ggle i 16083-13 102017-SIDI-F-D-S
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

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

C:\DATABASENNIST11.L
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 58.82 ng 1250260 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 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 760 (6.557 min): BF099987.D (-757) (-) m/z 132.00 100.00%
132.0
5000
68.1
01 540 %20 o5 eh er ok
o} R B m/z 68.10 34 .94%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS SRR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.31%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.10 20.72%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LA S e e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.66%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099987.D

Aca On : 31 Oct 2017 4:10

Operator : SJ/JU

Sample : 16083-13

Misc :

ALS Vial : 36 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 4_.35 ng 141733 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 47
3 Benzoic acid. pentafluorophenvl ... 288 C13H5F502 1000360-67-9 47
4 2-Benzovloxvacetophenone 240 C15H1203 004010-33-7 43
5 Phenacyl thiocyanate 177 C9H7NOS 005399-30-4 43

Abundance Scan 1437 (10.539 min): BF099987.D (-1434) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 AR AU AR
ey 1521 10.20 10.40 10.60 10.80
O I o L L o L e m/z 77.00 55.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 UMM RS
10.20 10.40 10.60 10.80
51.0 m/z 182.10 50.51%
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 17.89%
51.0
ol 140 370 91.0 1250  154.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #134112: Benzoic acid, pentafluorophenyl ester A o LN B
105.0 10.20 10.40 10.60 10.80
m/z 181.10 8.39%
5000 7.0
51.0
0 27.0 [ ‘ ‘ 1360 1550 1830
m/z--> 20 40 i 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 : BF099987.D

Acq On : 31 Oct 2017 4:10

Operator : SJ/JU

ﬁ?ggle i 16083-13 102017-SIDI-F-D-S
ALS Vial : 36 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 3.5 ng 74043 1 6.79 425108 20.0
unknown6 .56 6.56 58.8 ng 1250260 1 6.79 425108 20.0
Benzophenone 10.54 4.3 ng 141733 3 9.82 651687 20.0
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