LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001239.D

Aca On : 06 Dec 2019 19:52

Operator :© JU

Sample : K6119-04

Misc :

ALS Vial : 14 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 5.616 595 600 611 rVB 286409 442698 17.43% 1.990%
2 6.216 695 702 712 rBVY 1709176 2133328 84.01% 9.591%
3 7.758 957 964 973 rBVY 1839697 2303524 90.71% 10.357%
4 7.946 990 996 1001 rBY 1889469 2250386 88.62% 10.118%
5 8.305 1052 1057 1064 rVB 498889 553575 21.80% 2.489%

8.546 1092 1098 1103 rBV 1489922 1725111 67.93% 7.756%
9.187 1200 1207 1211 rBV 1262897 1450151 57.11% 6.520%
10.340 1391 1403 1408 rBV 612066 690235 27.18% 3.103%
12.116 1699 1705 1710 rBV 2119896 2539431 100.00% 11.417%
12.787 1814 1819 1825 rVB 197096 224647 8.85% 1.010%

=
QO ~NO®

11 13.198 1883 1889 1894 rBV 700752 805744 31.73% 3.623%
12 14.492 2103 2109 2121 rBV 1453359 1802864 70.99% 8.106%
13 15.592 2291 2296 2300 rBV 686071 793748 31.26% 3.569%
14 15.628 2300 2302 2308 rVB 37924 41947 1.65% 0.189%
15 16.481 2443 2447 2454 rBV 179531 260006 10.24% 1.169%

16 17.339 2590 2593 2597 rVB 56911 62390 2.46% 0.281%
17 17.569 2629 2632 2636 rBV2 62610 74475 2.93% 0.335%
18 17.645 2642 2645 2648 rVB 42717 49080 1.93% 0.221%

19 17.881 2680 2685 2689 rBV 2269261 2469160 97.23% 11.101%
20 19.116 2892 2895 2900 rVB2 138165 176195 6.94% 0.792%

21 19.233 2911 2915 2919 rBV 620667 723284 28.48% 3.252%
22 21.010 3214 3217 3225 rVB 488373 670114 26.39% 3.013%

Sum of corrected areas: 22242093
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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:\SVOASRV\HPCHEMI\BNA P\DATA\BP120619\

BP001239.D

06 Dec 2019 19:52

Ju

K6119-04

14 Sample Multiplier: 1

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

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001239.D

Aca On : 06 Dec 2019 19:52

Operator :© JU

Sample : K6119-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719.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.

5.62 15.99 ng 442698 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 601 (5.622 min): BP001239.D (-595) (-) m/z 43.00 100.00%

43
5000

101 T
520 540 560 580 600
Olprrr b f2 155188219 252 285315 365397 431463490518546 | "m/z 58.95  59.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [Trr T[T rrr[rrrrrrrrpro1

520 540 5.60 5.80 6.00
m/z 100.95 18.48%

15 101
ol b e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59
T REa B
520 540 5.60 5.80 6.00
5000 m/z 58.00 15.39%
126
ot e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime T T !
43 520 540 560 580 600

m/z 41.05 7.74%

5000
101
0 15 70

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001239.D

Aca On : 06 Dec 2019 19:52

Operator :© JU

Sample : K6119-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719.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 unknown7.95 Concentration Rank 1

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

7.95 81.30 ng 2250390 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 997 (7.952 min): BP001239.D (-990) (-) m/z 131.95 100.00%
132
5000 68
a0 | % 760 7.80 8.00 820
ol L .1,1. A 167 205239 292 326 357 395422450 484510 543 m/z 68.05 47.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 S AN LA RS SRR N
7.60 7.80 8.00 8.20
70 m/z 66.00 35.54%
c.!Jf”hn“. A LSS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
6 760 7.80 8.00 820
5000 m/z 133.95 33.68%
31
L I L L L L LS I I WL B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14505: 1H-Benzimidazole, 2-methyl- e B
132 7.60 7.80 8.00 8.20
m/z 69.05 21.30%
5000
0 MUHjij,... I N L DL B BRI BRI S AL L R L
m/z--> 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\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001239.D

Aca On : 06 Dec 2019 19:52

Operator :© JU

Sample : K6119-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.48 6.55 ng 260006 Phenanthrene-d10 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2447 (16.481 min): BP001239.D (-2443) (-) m/z 73.00 100.00%

5000

IN
w
~
[e8)

16.20 16.40 16.60 16.80
m/z 60.00 88.23%

0 256 500322350 383 416444 477504 536

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

S

5000 LI L L L L L LB
16 20 16. 40 16. 60 16. 80
0
15715213 256 m/z 43.05 86.65%
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 R B B B
16.20 16.40 16.60 16.80
5000 m/z 55.05 76.39%
129
185 228
101 157
Ot AN e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid AR EREEE RS
43 16.20 16.40 16.60 16.80
m/z 57.10 71.09%
5000
241 284
oA Sttt A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16 20 16. 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001239.D

Aca On : 06 Dec 2019 19:52

Operator :© JU

Sample : K6119-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719.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 5 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.57 2.06 ng 74475 Chrysene-di12 19.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2632 (17.569 min): BP001239.D (-2629) (-) m/z 43.10 100.00%

43

5000

17.20 17.40 17.60 17.80
m/z 57.00 88.11%

o 316 351380 428458484 528

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43 73

5000

17.20 17.40 17.60 17.80
m/z 60.00  77.00%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73

17. 20 17. 40 17. 60 17.80

5000 129 m/z 73.00 76.56%
199
101 157 242
015
I T B o B B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid e e

17.20 17.40 17.60 17.80
m/z 55.05 64.59%

5000

157185213 256

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.20 17. 40 17. 60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001239.D

Aca On : 06 Dec 2019 19:52

Operator :© JU

Sample : K6119-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719.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 6 Cyclooctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.12 4.87 ng 176195 Chrysene-di12 19.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctacosane 392 C28H56 000297-24-5 94
2 Heptacosvl acetate 438 C29H5802 1000351-78-2 93
3 Octacosanol 410 C28H580 000557-61-9 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 Cyclotetracosane 336 C24H48 000297-03-0 91
Abundance Scan 2896 (19.122 min): BP001239.D (-2892) (-) m/z 57.10 100.00%
57
5000 97 M
BN BN B
25 179910239 276 316 18.80 19.00 19.20 19.40
Ol .hll.-l.f,um Mol 202300 388120449 482510542 | "m/z  43.10  78.18%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #208717: Cyclooctacosane
57
97
5000 SRR RN IR R
18.80 19.00 19.20 19.40
29 125 m/z 55.10 67 .40%
o | 153181210238265293 3353643?2
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
97 RN BN B
18.80 19.00 19.20 19.40
5000 m/z 71.05 59.67%
125
ol 15 153181209 250 292320350378 423
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215904: Octacosanol e A REEEEEasS
57 18.80 19.00 19.20 19.40
97 m/z 41.10 54.85%
2000 ‘/WJ\NW‘JJ\V
125
0 29 l 153181200238 292322 364392
mz-> 0 55 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP120619\
Data File : BP001239.D

Acq On : 06 Dec 2019 19:52

Operator : JU

Sample : K6119-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719.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... 5.62 16.0 ng 442698 1 8.30 553575 20.0
unknown7 .95 7.95 81.3 ng 2250390 1 8.30 553575 20.0
n-Hexadecanoic acid 16.48 6.5 ng 260006 4 15.59 793748 20.0
Octadecanoic acid 17.57 2.1 ng 74475 5 19.23 723284 20.0
Cyclooctacosane 19.12 4.9 ng 176195 5 19.23 723284 20.0
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