LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF051017\
Data File : BF095058.D

Aca On : 10 May 2017 16:21

Operator : SJ/MA

Sample - PB98833BL

Misc :

ALS Vial : 4 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-BF050217 .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 5.031 522 526 550 rBV 153369 324419 10.18% 1.330%
2 5.660 628 633 663 rBY 1620726 2630916 82.58% 10.785%
3 7.254 899 904 919 rBVY 1643815 2441151 76.63% 10.007%
4 7.372 919 924 935 rVB 2059794 2744132 86.14% 11.249%
5 7.707 977 981 995 rVB 419683 509519 15.99% 2.089%

7.948 1017 1022 1036 rBV 1746143 2069670 64.96% 8.484%
8.607 1129 1134 1158 rBV 1073005 1597075 50.13% 6.547%
454196 688515 21.61% 2.822%
11.501 1620 1626 1647 rBV 2539162 3185830 100.00% 13.060%
12.560 1801 1806 1818 rBV2 508995 772917 24.26% 3.168%
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11 13.854 2021 2026 2043 rBV 1160474 1757262 55.16% 7.204%
12 14.960 2210 2214 2232 rBV2 499374 778704 24.44% 3.192%

13 15.630 2324 2328 2337 rBV 85153 95528 3.00% 0.392%
14 15.930 2375 2379 2386 rBV 71811 81643 2.56% 0.335%
15 16.648 2496 2501 2507 rBV2 22439 38272 1.20% 0.157%
16 17.206 2591 2596 2601 rBV 30034 36410 1.14% 0.149%

17 17.289 2604 2610 2621 rVV 2594995 3185098 99.98% 13.057%
18 18.630 2834 2838 2853 rBV 560752 784152 24.61% 3.215%
19 20.300 3117 3122 3134 rBV 348994 564723 17.73% 2.315%

20 20.818 3205 3210 3221 rBV3 40388 72218 2.27% 0.296%
21 20.977 3234 3237 3244 rVB9 23588 35892 1.13% 0.147%
Sum of corrected areas: 24394046
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF051017\
Data File : BF095058.D

Aca On : 10 May 2017 16:21

Operator : SJ/MA

Sample : PB98833BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050217 .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: BF095058.D
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Abundance TIC: BF095058.D
2500000 11,50
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13.85
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Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF095058.D
2500000 17129

2000000

1500000

1000000

18.63
500000 20.30

17.21 20.90.98
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Time--> 17.00 17.50 18.00 18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF051017\
Data File : BF095058.D

Aca On : 10 May 2017 16:21

Operator : SJ/MA

Sample - PB98833BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 3

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

5.03 12.73 ng 324419 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 526 (5.031 min): BF095058.D (-522) (-) m/z 43.00 100.00%
a3
59
5000
T 450 450 500 520 540
83 : : : : :
...,....,....,....',':...??.':!i....,....,.-...,...:,|....,....,....,....,...., m/z 59.10 60.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 460 4.80 5.00 5.20 5.40
m/z 101.10 22.07%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 5.00 520 5.40
5000 M m/z 58.00 15.34%
68
50 126 142
wﬂmmwwwmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one T REmar T
43 4.60 4.80 5.00 5.20 5.40

m/z 41.00 9.94%
5000

55

) 63 71 83 98

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF051017\
Data File : BF095058.D

Aca On : 10 May 2017 16:21

Operator : SJ/MA

Sample - PB98833BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.37 Concentration Rank 1

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

7.37 107.72 ng 2744130 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 924 (7.372 min): BF095058.D (-919) (-) m/z 132.00 100.00%
32
5000 68
5 —
40 54 75 104 7.00 720 7.40 7.60 7.80
S i Al N A1 M e S [ N m/z 68.05 37.88%
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 AU R I R
7.00 7.20 7.40 7.60 7.80
78 m/z 134.00 32.24%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 66.00 22.70%
41 97
53 2 117
34 60 89 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 7.00 7.20 7.40 7.60 7.80
m/z 69.10 15.09%
5000

63
15 28 3 52 % 77 90 104 36

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF051017\
Data File : BF095058.D

Aca On : 10 May 2017 16:21

Operator : SJ/MA

Sample - PB98833BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknownl5.63 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.63 2.45 ng 95528 Phenanthrene-d10 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. eicosvl ester 402 C27H4602 1000340-23-3 45
2 Benzoic acid. nonadecvl ester 388 C26H4402 1000340-23-2 45
3 Cvclopropanecarboxvlic acid. 2.2... 328 C21H2803 000121-21-1 38
4 Benzoic acid. heptadecyl ester 360 C24H4002 1000340-23-0 38
5 Furan, 2-(1,1-dimethylethyl)-4-m._.. 138 C9H140 006141-68-0 36
Abundance Scan 2328 (15.630 min): BF095058.D (-2324) (-) m/z 122.95 100.00%

123
5000 57

179 R e B e e
149 | 207 15. 40 15 60 15. 80 16. 00

.Jr..u.,n...',....,....,.... S m/z 57.10 42.01%

m/z--> 50 100 150 200 250 300 350 400
Abundance #213149: Benzoic acid, eicosyl ester
123
5000

15.40 15.60 15.80 16.00
m/z 105.10 34.48%
29 | J) 14

55 83
L1l 104 ; 153 182 224 252 280 402
I L A e B e e e I A e e e e o e e B B L i
m/z--> 50 100 150 200 250 300 350 400
Abundance
123

15.40 15.60 15.80 16.00

5000 m/z 41.00 28.08%
43 83
104 153 178 210 238 266 388
m/z--> 50 100 150 200 250 300 350 400
Abundance #167915: Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(2-me...
123 15.40 15.60 15.80 16.00
m/z 179.10 15.50%
41
5000 81
NN L 4?xu h43 . aoom 328
m/z--> 50 l 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF051017\
Data File : BF095058.D

Aca On : 10 May 2017 16:21

Operator : SJ/MA

Sample - PB98833BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 5 unknown20.82 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.82 2.56 ng 72218 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Diamino-7-t-butvl-5.6.7.8-te... 276 C14H20N4S 049620-43-1 46
2 Dimethvlaminopurine. N-tert-butv... 277 C13H23N5Si 1000364-71-6 38
3 5-Te.E-T4-TPiperidinol-1.3-butad... 276 C14H20N4S 1000212-30-3 38
4 Pvrazole-5-carboxvlic acid. 4-br... 218 C6H7BrN202 1000272-87-8 35
5 Bicyclo[2.2.1]hept-2-ene, 2-iodo- 220 C7H9l 058426-15-6 22
Abundance Scan 3210 (20.818 min): BF095058.D (-3205) (-) m/z 192.00 100.00%
192 276
57
5000
147 220 " .
103 L L
3 7 1ﬁ i \ | | ZTQ 372 360 20.60 20.80 21.00 21.20
e ey b L1 Tm/z 276.10  96.96%
m/z--> 50 100 150 200 250 300 350
Abundance #124130: 2,4-Diamino-7-t-butyl-5,6,7,8-tetrahydrobenzo[b][...
276
192
5000 T T I'A"I"'“I'
20.60 20.80 21.00 21.20
219 m/z 57.05 71.88%
H 69 89 121 150 A3 2e |
m/z--> 50 100 150 200 250 300 3éo
Abundance
192
221 IR AU BRI BRI B
20.60 20.80 21.00 21.20
5000 m/z 175.00 49 .02%
73 277
15 44 99 123 148, 248
m/z--> 55 160 150 200 250 300 3éo
Abundance #124129: 5-[e,E-[4-[Piperidino]-1,3-butadienyl]-2,6-dimeth... T .A, e
192 20.60 20.80 21.00 21.20
m/z 41.05 47 .68%
5000
8 243 i
42 109 145 223
SN T o0 Y A A o
m/z--> 50 mo 1m M) 250 300 350 mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF051017\
Data File : BF095058.D

Acq On : 10 May 2017 16:21

Operator : SJ/MA

Sample - PB98833BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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... 5.03 12.7 ng 324419 1 7.71 509519 20.0
unknown? .37 7.37 107.7 ng 2744130 1 7.71 509519 20.0
unknownl15.63 15.63 2.5 ng 95528 4 14.96 778704 20.0
unknown20.82 20.82 2.6 ng 72218 6 20.30 564723 20.0
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