LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090407.D

Aca On : 6 Oct 2016 3:54

Operator : UM/SJ

Sample : PB93791BL

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-BF100516.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

5.217 249 252 259 rBV 1305694 1774981 19.76% 2.615%
5.617 284 287 289 rBV 6870651 7270714 80.94% 10.712%
rBvV 5916558 6889533 76.70% 10.150%
6.772 385 388 390 rBV 7615731 7886821 87.80% 11.619%
7.000 406 408 410 rBV 1896375 1547544 17 .23% 2.280%
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7.160 419 422 424 rBV 6482333 6031809 67.15% 8.886%
7.560 454 457 460 rBV 4166127 4605173 51.27% 6.785%
8.292 518 521 523 rBV 1920382 2120917 23.61% 3.125%
9.366 612 615 618 rBY 6836888 8169349 90.95% 12.035%
10.052 672 675 677 rBV 2511764 2370571 26.39% 3.492%

=
QO ~NO®

11 10.841 741 744 747 rBV 4932284 5065016 56.39% 7.462%
12 11.538 803 805 808 rvB 2416849 2160778 24.06% 3.183%
13 13.138 942 945 947 rBV 9154660 8982420 100.00% 13.233%
14 14.190 1034 1037 1039 rBV 1918882 1753316 19.52% 2.583%
15 15.687 1165 1168 1171 rBV 799209 1134677 12.63% 1.672%

16 17.001 1277 1283 1290 rVB 28237 113560 1.26% 0.167%

Sum of corrected areas: 67877179
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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:\HPCHEM1I\BNA F\DATA\BF100516\

BF090407 .D

6 Oct 2016 3:54

UM/SsJ

PB93791BL

24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090407.D

Aca On : 6 Oct 2016 3:54

Operator : UM/SJ

Sample : PB93791BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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.

5.22 22.94 ng 1774980 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 252 (5.217 min): BF090407.D (-249) (-) m/z 43.10 100.00%
43
59
5000
1ot 480 500 520 540 5.60
O S S8 e0 TrEs | Tee 0 56 50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR L R I U
59 480 5.00 520 5.40 5.60
m/z 58.05 16.82%
15 31 101
o 257 37, 53 83 N
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540 5.60
5000 m/z 101.10 16.53%
41
53 73 86
e S S S UL SURILLS UL IR IR SIS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester A B a s
43 4.80 5.00 520 5.40 5.60
m/z 41.10 8.74%
57
5000
29 101
o 15 |, o3y 51 | 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090407.D

Aca On : 6 Oct 2016 3:54

Operator : UM/SJ

Sample : PB93791BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 unknown6.77 Concentration Rank 1

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

6.77 101.93 ng 7886820 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Xenon 132 Xe 007440-63-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 388 (6.772 min): BF090407.D (-385) (-) m/z 132.00 100.00%
5000 68
40 ‘ 75 % 6.40 6.60 6.80 7.00 7.20
54 104 . . . . )
Obrrprrrr e ??:.I.' BN VPR S Ml .S | S m/z 68.10 47.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRI IS UL R
6.40 6.60 6.80 7.00 7.20
31 78 m/z 134.00 35.54%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 29.49%
104
oL 14 27 37 4451 58 6 77 g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14560: Xenon LA L L L L L B
132 6.40 6.60 6.80 7.00 7.20

m/z 69.10 18.43%

5000

66
‘H 124,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090407.D

Aca On : 6 Oct 2016 3:54

Operator : UM/SJ

Sample : PB93791BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 Dibenzylidene 4,4"-biphenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.00 2.00 ng 113560 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 87
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 46
3 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B0O6 1000150-23-7 43

4 Androst-4-ene-3.17-dione. 12-hvd... 360 C21H32N203 069688-31-9 43
5 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 38

Abundance Scan 1283 (17.001 min): BF090407.D (-1277) (-) ; m/z 360.20 100.00%
360
152
5000
179
5171mn7|| 208 2 281 16.60 16.80 17.00 17.20 17.40
ot b W m/z 152.10 59.54%
m/z--> 50 100 150 200 250 300 350
Abundance #190930: Dibenzylidene 4,4'-biphenylenediamine
360
5000 L |||||||||||| TT
152 16.60 16.80 17.00 17.20 17.40
77 179 m/z 179.10 31.97%

47

127 ‘

T e /00 PO - S
m/z--> 50 100 150 200 250 300 350
Abundance

360

16. 60 16. 80 17. OO 17. 20 17.40

5000 m/z 361.10 30.04%
207
332
180
NECHE 67 93 123 153 225 257 285 314
— T T T T T T T

m/z--> 50 100 150 200 250 300 350
Abundance #190543: 1,3,2-Dioxaborolane, bis(spiro[4-2":5-2"]indane)... A e L T
104 360 16601680170017201740

m/z 151.10 27 .52%

5000
132 163
200220 276 316
o) I "‘J. MJ.. ‘4811 ‘ |2‘.1|7lwlulll |

m/z--> 5 150 200 250 300 350 16. 60 16. 80 17. OO 17. 20 17. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100516\
Data File : BF090407.D

Acq On : 6 Oct 2016 3:54

Operator : UM/SJ

Sample : PB93791BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.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... 5.22 22.9 ng 1774980 1 7.00 1547540 20.0
unknown6 .77 6.77 101.9 ng 7886820 1 7.00 1547540 20.0
Dibenzylidene 4,4_... 17.00 2.0 ng 113560 6 15.69 1134680 20.0
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