LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001460.D

Aca On : 27 Dec 2019 16:13

Operator :© JU

Sample : PB125724BL

Misc :

ALS Vial : 6 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-BP121919.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 5.599 591 597 617 rBV 81056 135812 11.00% 1.739%
2 6.210 695 701 717 rBV 546959 708102 57.36% 9.065%
3 7.751 956 963 978 rBV 592622 743583 60.24% 9.519%
4 7.928 987 993 1003 rVB 679748 794272 64.35% 10.168%
5 8.281 1048 1053 1063 rVB 132401 153408 12.43% 1.964%

8.522 1088 1094 1104 rBvV 529508 635561 51.49% 8.136%
9.169 1197 1204 1215 rBV 377286 491265 39.80% 6.289%
10.316 1393 1399 1408 rBV 135446 177068 14.34% 2.267%
12.098 1695 1702 1724 rBV 762911 953812 77.27% 12.210%
13.175 1880 1885 1897 rBV 150616 212227 17.19% 2.717%

=
QO ~NO®

11 14.475 2099 2106 2128 rBV 500309 703110 56.96% 9.001%
12 15.575 2287 2293 2304 rBV 174486 240697 19.50% 3.081%
13 17.863 2676 2682 2686 rBV 1144429 1234380 100.00% 15.801%
14 19.221 2908 2913 2923 rBV 186776 238402 19.31% 3.052%

15 20.274 3088 3092 3096 rVB 13497 16627 1.35% 0.213%
16 20.663 3154 3158 3164 rBvV2 14913 19412 1.57% 0.248%
17 20.986 3207 3213 3227 rBvV 142398 220135 17.83% 2.818%
18 21.098 3227 3232 3239 rvB2 20606 32560 2.64% 0.417%
19 21.586 3309 3315 3321 rBvV3 19481 35005 2.84% 0.448%
20 22.157 3405 3412 3419 rBV3 14611 31084 2.52% 0.398%
21 22.809 3517 3523 3533 rVB6 8446 19880 1.61% 0.254%
22 23.586 3649 3655 3664 rVB9 5657 15412 1.25% 0.197%
Sum of corrected areas: 7811814
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001460.D

Aca On : 27 Dec 2019 16:13

Operator : JU

Sample : PB125724BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP121919.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: BP001460.D
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1000000

800000 12.10

600000
14.47

400000

200000 10.32 1317 15.57

‘T r-rr———Trrrrrrrrrr e T T T T

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: BP001460.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001460.D

Aca On : 27 Dec 2019 16:13

Operator :© JU

Sample : PB125724BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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.

5.60 17.71 ng 135812 1,4-Dichlorobenzene-d4 8.28
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butane 58 C4H10 000106-97-8 14
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 597 (5.599 min): BP001460.D (-591) (-) m/z 42.95 100.00%

43.0
5000
101.0

520 540 560 580 600

0,....,...-.-,l...1.5,2.5.;..21.2.55.,2.7.1.2.31.‘??.,...490.8...,.4534.?..5.4.1,‘? m/z 59.00 60.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | LN LIS L L L NNLIL LB L

520 5.40 5.60 5.80 6.00
m/z 100.95  21.76%

101.0
ol e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
T
520 5.40 5.60 5.80 6.00
5000 m/z 58.00 14 .36%
101.0
0,&$J“..¢..”,.”. R L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232: Butane
43.0 520 5.40 5.60 5.80 6.00

m/z 41.10 9.81%

5000 }k

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 520 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001460.D

Aca On : 27 Dec 2019 16:13

Operator :© JU

Sample : PB125724BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 unknown7.93 Concentration Rank 1

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

7.93 103.55 ng 794272 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 993 (7.928 min): BP001460.D (-987) (-) m/z 132.00 100.00%
13p.0
5000 68.0

7.60 7.80 8.00 8.20
ol 175.9220.9 277.0 359.4 421.5465.0506.4548.9 m/z 68.00 45_.05%

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

Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
5000 |||lll/}|llll|llll|llll|
7.60 7.80 8.00 8.20
m/z 65.95 39.21%
0 14.
Wwwmwm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14502: 1H-Benzimidazole, 2-methyl-
132.0
O EASE S
7.60 7.80 8.00 8.20
5000 m/z 134.00 33.11%
63.0
o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- O EAmEE e
132.0 7.60 7.80 8.00 8.20
m/z 69.05 22 .66%
5000
69.0
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\BP122719\
Data File : BP001460.D

Aca On : 27 Dec 2019 16:13

Operator :© JU

Sample : PB125724BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.10 2.96 ng 32560 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Docosane 310 C22H46 000629-97-0 93
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 89
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 89
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 76
Abundance Scan 3232 (21.098 min): BP001460.D (-3227) (-) m/z 57.05 100.00%
57.0
5000
hl a1 299 259.9 321.5 371.0 451.2 5284 2080 2100 2120 2140 _
Ol A A A LIl 2998 8215 3710 4512 5284 | Tnz771.10 62.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425: Heneicosane
57.0
5000

20.80 21.00 21.20 21.40
m/z 43.05 61.73%

9.0
015ql 1 141.0183.0225.0  296.0
L o B B o e e LILALN  oe oe o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153221: Docosane
57.0
R AR RS R R
20.80 21.00 21.20 21.40
5000 m/z 84.95 48.29%
9.0 0 310.0
oL LU 70183 0225.0267.0
R S R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl-
43.0 20.80 21.00 21.20 21.40
m/z 41.00 34.57%
5000 5.0
238 0281'0
ol 127.0169.0 | 323.0365.0
A L e L e T T
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\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001460.D

Aca On : 27 Dec 2019 16:13

Operator :© JU

Sample : PB125724BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.59 3.18 ng 35005 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 90
5 Tritriacontane 465 C33H68 000630-05-7 90
Abundance Scan 3316 (21.592 min): BP001460.D (-3309) (-) m/z 57.00 100.00%
57.0
131 o 280.8 21120 21.40 21.60 21.80 22.00
ol AL Ly 00 2201 0 3550 403344574928 5000 17 43 05 61 56%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane
57.0

5000 TTTT TT T T[T T 1T TT T T[T
21 20 21. 40 21. 60 21. 80 22. 00
9.0 m/z 70.95 53.12%
N | |3#1.0183.0225.0 281.0 337.0 394.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223852: Hentriacontane
57.0
21.20 21.40 21.60 21.80 22.00
5000 m/z 85.10 51.00%
9.0
o | 141.0183.0225.0267.0300.0351.0  437.0
L o o o e o B LA B B o e e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202661: Heptacosane
57.0 21.20 21.40 21.60 21.80 22.00
m/z 55.00 26.38%
5000
9.0
ol15.0. | ; 141.0183.0225.0267.0309.0  380.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21 20 21. 40 21. 60 21. 80 22. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001460.D

Aca On : 27 Dec 2019 16:13

Operator :© JU

Sample : PB125724BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Heptadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.16 2.82 ng 31084 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 60
2 Hentriacontane 437 C31H64 000630-04-6 53
3 Hexacosane 366 C26H54 000630-01-3 53
4 Heneicosane. 1l-decvl- 437 C31H64 055320-06-4 53
5 Docosane 310 C22H46 000629-97-0 53
Abundance Scan 3413 (22.162 min): BP001460.D (-3405) (-) m/z 57.05 100.00%
57.0
5000
*0 470 2000 21:80 22.00 22.20 22.40
: : 354.9 : - : :
Ok bl l, bbb 283 307.0 2200 4172 4760 2920 "m/z 85.00  51.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105894: Heptadecane, 2-methyl-
43.0
5000
21.80 22.00 22.20 22.40
5.0 m/z 71.00 47 .81%
o f] J1270169021102540
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223852: Hentriacontane
57.0
21.80 22.00 22.20 22,40
5000 m/z 43.00 46.17%
9.0
o J{4}9%8302250267030903510 437.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194494: Hexacosane L B LI L N LB B
57.0 21.80 22.00 22.20 22.40
m/z 55.00 30.85%
5000
9.0
ohd Jﬁﬁ%%M%mmmwo%m
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21'80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122719\
Data File : BP001460.D

Acq On : 27 Dec 2019 16:13

Operator : JU

Sample : PB125724BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919_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... 5.60 17.7 ng 135812 1 8.28 153408 20.0
unknown7 .93 7.93 103.6 ng 794272 1 8.28 153408 20.0
Heneicosane 21.10 3.0 ng 32560 6 20.99 220135 20.0
Octacosane 21.59 3.2 ng 35005 6 20.99 220135 20.0
Heptadecane, 2-me... 22.16 2.8 ng 31084 6 20.99 220135 20.0
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