LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120319\
Data File : BP001167.D

Aca On : 03 Dec 2019 21:08

Operator :© JU

Sample : PB125109BL

Misc :

ALS Vial : 12 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:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP112719.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 4.775 452 457 471 rBV 287729 443088 9.37% 1.354%
2 5.634 597 603 620 rBY 1163796 1764514 37.31% 5.392%
3 6.222 697 703 712 rBY 2020804 2564110 54.21% 7.835%
4 7.758 957 964 968 rBVY 2168033 2706880 57.23% 8.271%
5 7.952 990 997 1006 rBY 2105147 2646006 55.94% 8.085%

8.311 1053 1058 1064 rBvV 659713 756430 15.99% 2.311%
8.558 1093 1100 1104 rBV 2355890 2911531 61.56% 8.896%
9.193 1200 1208 1212 rBV 1911326 2461620 52.04% 7.522%
10.346 1398 1404 1409 rBV 787203 905575 19.15% 2.767%
12.128 1700 1707 1711 rBV 3533842 4288760 90.67% 13.105%

=
QO ~NO®

11 13.210 1884 1891 1901 rBV 848395 1039610 21.98% 3.177%
12 14.498 2102 2110 2130 rBV 1541785 1999566 42.28% 6.110%
13 15.604 2292 2298 2309 rBV 958166 1106843 23.40% 3.382%
14 17.892 2681 2687 2691 rBV 3992607 4729897 100.00% 14.453%
15 19.251 2912 2918 2929 rBV 919539 1037508 21.94% 3.170%

16 20.710 3161 3166 3171 rVB 41525 55996 1.18% 0.171%
17 21.022 3213 3219 3230 rVB 702992 965413 20.41% 2.950%
18 21.145 3235 3240 3247 rBV 71374 105970 2.24% 0.324%
19 21.645 3320 3325 3332 rBV 75121 130602 2.76% 0.399%
20 22.222 3417 3423 3432 rVB 54157 107122 2.26% 0.327%

Sum of corrected areas: 32727041
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001167.D

Aca On : 03 Dec 2019 21:08

Operator :© JU

Sample : PB125109BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

A%‘H@&?& TIC: BP001167.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001167.D

Aca On : 03 Dec 2019 21:08

Operator :© JU

Sample : PB125109BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.78 11.72 ng 443088 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
4 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 458 (4.781 min): BP001167.D (-452) (-) m/z 83.00 100.00%
83
5000

4.40 4.60 4.80 5.00 5.20

(I :| Aald2 190 237 274 328 373 412 450 499 SM | "m/z 55.00 97.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3246: 3-Penten-2-one, 4-methyl-
83
5000 LA LI L L L L L LI L LB}

440 4.60 4.80 5.00 5.20
27 m/z 43.00 37.83%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #3157: 3-Hexen-2-one
83
55 IIIIIIIIIIIIIIIIIIIIIIII
440 4.60 4.80 5.00 5.20
5000 m/z 98.10 33.71%
Tl
L o o o o L o e o O N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3403: 2-Pentene, 3,4-dimethyl-, (2)- R A s
55 83 440 4.60 4.80 5.00 5.20
m/z 39.05 26.28%
5000
27
Illlhlllllllllllllllll T TT 1T IIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001167.D

Aca On : 03 Dec 2019 21:08

Operator :© JU

Sample : PB125109BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.63 46.65 ng 1764510 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 37
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 602 (5.628 min): BP001167.D (-597) (-) m/z 43.00 100.00%
43
5000
101 SRR RS I
71 131160 209238 283311339 388419451 495525 220 540 560 580 500
O T e T e TR TR e T T e e m/z 59.00 56.97%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR I UL L

5.20 540 5.60 5.80 6.00
m/z 100.95 18.20%

15 101

o R B B T B e B e s e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
e BAmm Bl e
5.20 540 5.60 5.80 6.00
5000 m/z 58.00 15.80%
126
L B e AL B L O AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime e BAmm B e
43 5.20 540 5.60 5.80 6.00
m/z 41.05 9.03%
5000
101
15 |
L B B B A ABA BT B T B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001167.D

Aca On : 03 Dec 2019 21:08

Operator :© JU

Sample : PB125109BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 3 unknown7.95 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.95 69.96 ng 2646010 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 14
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12
Abundance Scan 997 (7.952 min): BP001167.D (-990) (-) m/z 132.00 100.00%
132
5000 68
R E A MmO
| 176 221249276304 356386417445472502532 760 _7.50 800 B8.20
0,.”.,”..ﬁ. T e e T e e R e m/z 68.00 50.81%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 v T AT

7.60 7.80 8.00 8.20
m/z 66.00 37 .38%

31 g
Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
B B R B
7.60 7.80 8.00 8.20
5000 m/z 134.00 32.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine B B R
132 7.60 7.80 8.00 8.20
69 m/z 69.05 22 .12%
104
5000
31
IIIIlILIIIIIIIIIIIIIII UL UL IIIIIIIII IIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001167.D

Aca On : 03 Dec 2019 21:08

Operator :© JU

Sample : PB125109BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Octadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.15 2.20 ng 105970 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
2 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 93
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tricosane 324 C23H48 000638-67-5 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3241 (21.151 min): BP001167.D (-3235) (-) m/z 57.05 100.00%
5000 85
113141 20.80 21.00 21.20 21.40
AL ji L A00107225052 263 327354387 430461 504 580 7z 7105 65.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl-
43
71
5000

20.80 21.00 21.20 21.40
m/z 43.05 56.45%

99
127155183 225253

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl-
43 71
A e e R EE R
20.80 21.00 21.20 21.40
5000 m/z 85.05  46.45%
9126
155 309
| |y ] 183211239266 l 336364
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane
57 20.80 21.00 21.20 21.40
m/z 55.05 20.06%
5000 85
113
29 [ 160 211239267205323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20 80 21. 00 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001167.D

Aca On : 03 Dec 2019 21:08

Operator :© JU

Sample : PB125109BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 6 Tetratriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.65 2.71 ng 130602 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 3326 (21.651 min): BP001167.D (-3320) (-) m/z 57.05 100.00%
5000
155 21.40 21.60 21.80 22.00
197225253281309337364 403433 475 521 n/z 71.10 65 . 79%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232376: Tetratriacontane
5000 85
21.40 21.60 21.80 22.00
13 m/z 43.05 55.24Y%
29 f{ f?{}?9197225253281309337365393421449478
m/z--> 6 55 160 150 200 250 300 3éo 400 4%0 560 séo
Abundance #185535: Heptadecane, 9-octyl-
57
" 2140 21.60 21.80 22.00
5000 a5 m/z 85.05 49 .54%

13
| | 12141160197 23%67294303352

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane

57 21.40 21.60 21.80 22.00

m/z 55.00 23.18%
5000 85
29 13 169
Jl\ 140 | 248

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.40 21 60 21. 80 22. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001167.D

Aca On : 03 Dec 2019 21:08

Operator :© JU

Sample : PB125109BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 7 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.22 2.22 ng 107122 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3423 (22.222 min): BP001167.D (-3417) (-) m/z 57.05 100.00%
57
- J T /L
113 2200 22.20 2240 22.60
141
A L 7 199197225054281 325355 395428 478506535 | nzz 71.10  63.06%

1 T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57

5000
8 22 00 22.20 22.40 22.60
m/z 85.05 49_76%

113

JJ 141169197 2319267294323352
B o o i AL o o o e e e

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #209566: Octacosane

22.00 22.20 22.40 22.60

5000 o m/z 43.05 48.82%
113141169197225253281309337365394
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane e it Al i
57 22100 2220 2240 22.60

m/z 55.00 21.99%

N | VWVMAWV¢N”WMJ/\Mwiwkwravﬁﬂuﬁ
29
| Jﬂ1}3141169197225253 295323 367

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 00 22 20 22. 40 22. 60

8270-BP112719.M Wed Dec 04 17:23:09 2019 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP120319\
Data File : BP001167.D

Acq On : 03 Dec 2019 21:08

Operator : JU

Sample : PB125109BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719_.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]
3-Penten-2-one, 4. .. 4.78 11.7 ng 443088 1 8.31 756430 20.0
2-Pentanone, 4-hy... 5.63 46.6 ng 1764510 1 8.31 756430 20.0
unknown7 .95 7.95 70.0 ng 2646010 1 8.31 756430 20.0
Octadecane, 2-met... 21.15 2.2 ng 105970 6 21.02 965413 20.0
Tetratriacontane 21.65 2.7 ng 130602 6 21.02 965413 20.0
Heptadecane, 9-oc... 22.22 2.2 ng 107122 6 21.02 965413 20.0
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