LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001230.D

Aca On : 06 Dec 2019 15:26

Operator :© JU

Sample : PB125252BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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 5.617 595 600 614 rBV 255634 396206 11.81% 1.710%
2 6.211 695 701 714 rBVY 1561365 2021565 60.25% 8.727%
3 7.752 956 963 966 rBY 1725168 2142688 63.86% 9.249%
4 7.940 989 995 1003 rBY 1745385 2109585 62.87% 9.107%
5 8.305 1051 1057 1066 rVB 459897 547809 16.33% 2.365%
6 8.546 1092 1098 1102 rBV 1344278 1607383 47.91% 6.939%
7 9.181 1200 1206 1210 rBvV 1136135 1356023 40.42% 5.854%
8 10.334 1394 1402 1409 rBV 583238 685257 20.42% 2.958%
9 12.116 1698 1705 1709 rBV 2150766 2490960 74.24% 10.753%
10 13.198 1882 1889 1895 rBvV 669238 833108 24.83% 3.596%
11 14.487 2100 2108 2132 rBV 1429913 1881461 56.08% 8.122%
12 15.592 2290 2296 2307 rBvV 877471 973753 29.02% 4.203%
13 17.881 2679 2685 2688 rBY 2915812 3355211 100.00% 14.484%
14 19.233 2909 2915 2927 rBvV 913306 978852 29.17% 4.225%
15 20.292 3089 3095 3098 rBvV 56283 83081 2.48% 0.359%
16 20.333 3098 3102 3118 rVB5 48058 163358 4.87% 0.705%
17 20.686 3157 3162 3168 rBvV 88297 115440 3.44% 0.498%
18 21.004 3209 3216 3223 rBvV 689888 905822 27 .00% 3.910%
19 21.122 3231 3236 3251 rVB 124498 183723 5.48% 0.793%
20 21.622 3314 3321 3329 rBV 101002 182989 5.45% 0.790%
21 22.186 3411 3417 3424 rBV3 53163 107999 3.22% 0.466%
22 22.851 3525 3530 3539 rVB3 18854 43214 1.29% 0.187%

Sum of corrected areas: 23165487
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001230.D

Aca On : 06 Dec 2019 15:26

Operator :© JU

Sample : PB125252BL

Misc :

ALS Vial : 5 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

Abundance TIC: BP001230.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001230.D

Aca On : 06 Dec 2019 15:26

Operator :© JU

Sample : PB125252BL

Misc :

ALS Vial : 5 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.62 14.47 ng 396206 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 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 601 (5.622 min): BP001230.D (-595) (-) m/z 43.00 100.00%

43
5000

520 540 560 580 600
Ol bl 133 178 222 266 312 308389417445475505 549 m/z 59.00 56.39%
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 18.87%

15 101
0,14.“..4..”,.”. R B e e s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59
T REmaE B
520 5.40 5.60 5.80 6.00
5000 m/z 58.00 16.32%
31
87
ol e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e
59 520 540 560 580 600

m/z 41.10 9.45%

11 I

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 : BP001230.D

Aca On : 06 Dec 2019 15:26

Operator :© JU

Sample : PB125252BL

Misc :

ALS Vial : 5 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 unknown7.94 Concentration Rank 1

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

7.94 77.02 ng 2109590 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 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10

Abundance Scan 995 (7.940 min): BP001230.D (-989) (-) m/z 132.00 100.00%
132
68
5000
96 B L e R
40 760 7.80 8.00 820

161 207 249 282310338 370397 428456 488516 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 ||||||/}||||||||||||||||
7.60 7.80 8.00 8.20
m/z 65.95 39.13%
31
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
R REEEEEEEEE Ry
7.60 7.80 8.00 8.20
5000 m/z 134.00 32.76%
104
63
Ot T e e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl- A e
132 7.60 7.80 8.00 8.20
m/z 69.10 24 _45%
5000
28 63‘ 104
O B B L e o o B N MR e R REEEEEEEEE Ry
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\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001230.D

Aca On : 06 Dec 2019 15:26

Operator :© JU

Sample : PB125252BL

Misc :

ALS Vial : 5 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 4 20.Xi.-Lanosta-7,9(11)-dien... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.33 3.61 ng 163358 Perylene-di12 21.00

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 20.Xi.-Lanosta-7.9(11)-diene-3.b... 458 C30H5003 025116-58-9 95
2 Indole. 3-I2".2"-bis(methoxvcarb... 338 C17H26N205 1000195-88-7 91
3 1-lodo-2-methvlnonane 268 C10H211 1000101-47-9 74
4 Tridecane 184 C13H28 000629-50-5 74
5 Decane, 5-propyl- 184 C13H28 017312-62-8 72
Abundance Scan 3101 (20.328 min): BP001230.D (-3098) (-) m/z 57.05 100.00%

57
5000 85
169 209 20.00 20.20 20.40 20.60
ol Ll i ey 222282300 341 373401420457 489517547 | 75T 43 10 75.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228911: 20.Xi.-Lanosta-7,9(11)-diene-3.beta.,18,20-triol
71 98 407
146 297 440
5000 184 327356 e )
226 210 2000 20.20 20.40 20.60

m/z 71.05 64 .54%

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 196
137 223 20.00 20.20 20.40 20.60
5000 164 265 m/z 85.10 50.59%
27 110
0 307 338
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #116708: 1-lodo-2-methylnonane
43 20.00 20.20 20.40 20.60
m/z 69.00 34.80%
5000 &
0 99127 159 211 268
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20. 00 20. 20 20 40 20. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001230.D

Aca On : 06 Dec 2019 15:26

Operator :© JU

Sample : PB125252BL

Misc :

ALS Vial : 5 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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.69 2.55 ng 115440 Perylene-d12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 80
4 Tetracosane 338 C24H50 000646-31-1 72
5 Tetracosane, 3-ethyl- 366 C26H54 055282-17-2 53
Abundance Scan 3163 (20.692 min): BP001230.D (-3157) (-) m/z 57.05 100.00%
57
5000
919 141 183 225 267 309 356 415450 489 536 20.40 20.60 20.80 21.00
e m/z 71.05 64.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000

20.40 20.60 20.80 21.00
m/z 43.10 59.59%

141 183 225 267 309 351 393 435 491 535 574 617

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
20.40 20.60 20.80 21.00
5000 m/z 85.05 46.82%
99
ol 26 141 183 225 296
T T [ T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194500: Docosane, 11-butyl-
517 20.40 20.60 20.80 21.00
m/z 55.00 28.11%
5000
9
0 141 179210 253 309 346
i LR w2 R AR EREE R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20. 40 20 60 20. 80 21. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001230.D

Aca On : 06 Dec 2019 15:26

Operator :© JU

Sample : PB125252BL

Misc :

ALS Vial : 5 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 Nonacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.12 4_.06 ng 183723 Perylene-d12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 3236 (21.122 min): BP001230.D (-3231) (-) m/z 57.10 100.00%
5000
13141 20.80 21.00 21.20 21.40
o 169197225253281309 355 401430 475504535 m/z 71.05 64 _56%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215180: Nonacosane
5000

20.80 21.00 21.20 21.40
m/z 43.05  58.22%

141169197225253281309337365 408

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
20.80 21.00 21.20 21.40
5000 85 m/z 85.05 45 .10%
29
. 13141169107205053 295323 367
T T T e T e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane
20.80 21.00 21.20 21.40
m/z 55.00 22.90%
5000

141169197 240
m/z--> 0 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\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001230.D

Aca On : 06 Dec 2019 15:26

Operator :© JU

Sample : PB125252BL

Misc :

ALS Vial : 5 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 Pentadecane, 8-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.62 4.04 ng 182989 Perylene-di12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3321 (21.622 min): BP001230.D (-3314) (-) m/z 57.05 100.00%
57
5000 85
13141 21.40 21.60 21.80 22.00
ol b d J[,l L({199197225253282 322 356 398426452 490520548 | .75 71 05 66.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
a3
71
5000
21.40 21.60 21.80 22.00
m/z 43.05 57 .82%
99 27 196
o 127155 | 225252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
21140 21,60 21.80 22,00
5000 85 m/z 85.05 46.51%
0 {13 154183211239 281
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane
57 21.40 21.60 21.80 22.00
m/z 55.05 23.36%
5000 85
29 13
ol }41169197225253281309337365394
m/z--> 55 100 150 200 250 300 350 400 450 500 550 2140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001230.D

Aca On : 06 Dec 2019 15:26

Operator :© JU

Sample : PB125252BL

Misc :

ALS Vial : 5 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 8 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22.19 2.38 ng 107999 Perylene-d12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 98
2 Octacosane 394 C28H58 000630-02-4 96
3 Heptacosane 380 C27H56 000593-49-7 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3418 (22.192 min): BP001230.D (-3411) (-) m/z 57.10 100.00%

5000 85

ES

21.80 22.00 22.20 22.40 22.60

113
[ 183211239 283 327357 401 439 474 513 549

Ot A o R A P m/z 71.10 63.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane
5000 TTTT TT T T TTTT TT T T T

21. 80 22. OO 22 20 22. 40 22. 60
m/z 43.05 56.98%

113
141169  211239267295323352

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
S oA i D
21.80 22.00 22.20 22.40 22.60
5000 o m/z 85.05 43.43%
29
o 113141169197225253281309337365394
i A A A e I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane e B e a e e
57 21.80 22.00 22.20 22.40 22.60
m/z 55.00 25.52%
5000
85
29
o J113141169197225253281 323351380
e A iSO — L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21'80 22,00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP120619\
Data File : BP001230.D

Acq On : 06 Dec 2019 15:26

Operator : JU

Sample : PB125252BL

Misc :

ALS Vial : 5 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]
2-Pentanone, 4-hy... 5.62 14.5 ng 396206 1 8.30 547809 20.0
unknown7 .94 7.94 77.0 ng 2109590 1 8.30 547809 20.0
20_Xi.-Lanosta-7,... 20.33 3.6 ng 163358 6 21.00 905822 20.0
Tetratetracontane 20.69 2.5 ng 115440 6 21.00 905822 20.0
Nonacosane 21.12 4.1 ng 183723 6 21.00 905822 20.0
Pentadecane, 8-he... 21.62 4.0 ng 182989 6 21.00 905822 20.0
Pentacosane 22.19 2.4 ng 107999 6 21.00 905822 20.0
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