LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001481.D

Aca On : 28 Dec 2019 18:02

Operator :© JU

Sample : PB125772BL

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:\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 5.587 590 595 612 rBV 65928 110901 9.70% 1.539%
2 6.199 693 699 715 rBV 487944 629011 55.00% 8.731%
3 7.740 955 961 980 rBV 550515 674808 59.01% 9.367%
4 7.916 985 991 1002 rVvVv 585996 704719 61.62% 9.782%
5 8.275 1047 1052 1060 rVB 127307 148712 13.00% 2.064%

8.516 1087 1093 1101 rBV 517833 570952 49.93% 7.925%
9.157 1195 1202 1220 rBV 347695 439656 38.45% 6.103%
10.310 1389 1398 1411 rBV 144511 178317 15.59% 2.475%
12.087 1694 1700 1712 rBV 745541 875635 76.57% 12.155%
13.169 1878 1884 1896 rBV 171154 217693 19.04% 3.022%

=
QO ~NO®

11 14.463 2098 2104 2124 rBV 496692 636279 55.64% 8.832%
12 15.569 2286 2292 2306 rBV 194911 248370 21.72% 3.448%
13 17.857 2675 2681 2684 rBV 1037257 1143561 100.00% 15.874%
14 19.210 2906 2911 2922 rBV 211697 246423 21.55% 3.421%

15 20.269 3087 3091 3094 rVB 15541 17722 1.55% 0.246%
16 20.657 3152 3157 3163 rBvV2 20822 27143 2.37% 0.377%
17 20.974 3205 3211 3219 rBvV 160063 224991 19.67% 3.123%
18 21.086 3225 3230 3236 rvB2 20969 31700 2.77% 0.440%
19 21.574 3308 3313 3319 rBv2 18920 36392 3.18% 0.505%
20 22.139 3402 3409 3417 rBV2 12745 27851 2.44% 0.387%
21 22.798 3514 3521 3529 rBV5 5674 13177 1.15% 0.183%
Sum of corrected areas: 7204013
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122819\
Data File : BP001481.D

Aca On : 28 Dec 2019 18:02

Operator : JU

Sample : PB125772BL

Misc :

ALS Vial : 4 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: BP001481.D
1000000

800000

600000 77492

6.20 8.52

400000 9.16
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: BP001481.D
1000000

800000 12.09

600000
14.46

400000

15.57
200000 10.31 13.17
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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: BP001481.D
1000000 17.86

800000

600000

400000

19.21
200000 20.97

2027 20.66 [P1.09 2157 2214 29 80
A, A I
T L T A T T A B e e e St B S anm maa

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

8270-BP121919.M Tue Jan 07 03:59:51 2020 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001481.D

Aca On : 28 Dec 2019 18:02

Operator :© JU

Sample : PB125772BL

Misc :

ALS Vial : 4 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.

5.59 14.91 ng 110901 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 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 596 (5.593 min): BP001481.D (-590) (-) m/z 43.00 100.00%
43.0
5000 /\\
o Y
Ol 244.9 1910 250930553526  428.64708516.4 m/z 59.00 59.94%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RS RN LR
520 5.40 5.60 5.80 6.00
m/z 101.00 21.77%
101.0
A o S B S S S S SN SRR
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime
43.0
520 540 560 580 600
5000 m/z 58.00 13.86%
101.0
e L L S B I WL S L L W
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T T
59.0 520 5.40 5.60 5.80 6.00
m/z 41.00 10.01%
5000
o \ 126.0
mz-> 0 50 100 1% 200 2% 300 3% 400 4% 50 50 | 520 540 560 550 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001481.D

Aca On : 28 Dec 2019 18:02

Operator :© JU

Sample : PB125772BL

Misc :

ALS Vial : 4 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 unknown7.92 Concentration Rank 1

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

7.92 94.78 ng 704719 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 10

Abundance Scan 992 (7.922 min): BP001481.D (-985) (-) m/z 132.00 100.00%
132.0
5000 68.0
760 7.80 8.00 820
o 173.6 220.9 281.1323.3368.9 417.7 464.8 515.3 nw/z 67.95 41 .94%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 AARARASRASSSRARSERAREY

7.60 7.80 8.00 8.20

69.0
I m/z 65.95 37.88%
0,.HEJ”.M&. T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R A Rmassmasy
7.60 7.80 8.00 8.20
5000 m/z 134.00 32.44%
33.0
.72
Ol b e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methy!l- s AR
56.0 132.0 7.60 7.80 8.00 8.20
m/z 69.00 22_.73%
5000
N B o L LA B o o o o B e R A BmEasmasey
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\BP122819\
Data File : BP001481.D

Aca On : 28 Dec 2019 18:02

Operator :© JU

Sample : PB125772BL

Misc :

ALS Vial : 4 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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

20.66 2.41 ng 27143 Perylene-d12 20.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Heptacosane 380 C27H56 000593-49-7 90
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 90
4 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 89
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3158 (20.663 min): BP001481.D (-3152) (-) m/z 56.95 100.00%

57.0

5000

155.1 207.9 20.40 20.60 20.80 21.00

m/z 42.95 85.60%

. 280.9 3572 428.6 477.1 537.8
ik

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194494:; Hexacosane

5000
20.40 20.60 20.80 21.00

m/z 85.10 72 .85%

141.0183.0225.0267.0309.0 366.0

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202661: Heptacosane
57.0
20.40 20.60 20.80 21.00
5000 m/z 71.05 64 .36%
9.0
ol15:9 ] | ;141.0183.0225.0267.0309.0  380.0
i o o LA B o e B o o e e e N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57.0 20.40 20.60 20.80 21.00
m/z 54.95 29.93%
5000
9.0
ol ;1410 210.053 9 309.0 3660
o o o e e o R L L e o e e e R e L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.40 20.60 20.80 21. OO

8270-BP121919.M Tue Jan 07 03:59:53 2020 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001481.D

Aca On : 28 Dec 2019 18:02

Operator :© JU

Sample : PB125772BL

Misc :

ALS Vial : 4 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 Heneicosane, 11-decyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.09 2.82 ng 31700 Perylene-d12 20.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 94
2 Tridecane. l1-i1odo- 310 C13H271 035599-77-0 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 Dotriacontane 451 C32H66 000544-85-4 91
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 3231 (21.092 min): BP001481.D (-3225) (-) m/z 57.05 100.00%
51.0
5000
a0 20.80 21.00 21.20 21.40
14111831 281.2 . . . .
ob b [T 18302388 17 3566 4178 4706 5252 | o 43 05 81.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-
5%.0
5000
20.80 21.00 21.20 21.40
} 295.0 m/z 71.05 73.25%
9.0
REEX |, 141.0 197.0239.0 338.0 435.0
m/z--> 6 55 160 1%0 200 250 300 350 460 4éo 560 séo
Abundance #152416: Tridecane, 1-iodo-
57.0
20.80 21.00 21.20 21.40
5000 m/z 85.00 55.71%
9.0 183.0
OV 1 B St —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane
57.0 20.80 21.00 21.20 21.40
m/z 41.00 39.92%
5000
9.0
141.0
ol L Ly T 2970 2830 %90
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\BP122819\
Data File : BP001481.D

Aca On : 28 Dec 2019 18:02

Operator :© JU

Sample : PB125772BL

Misc :

ALS Vial : 4 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 Tricosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.57 3.23 ng 36392 Perylene-d12 20.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 93
3 Pentacosane 352 C25H52 000629-99-2 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 3312 (21.568 min): BP001481.D (-3308) (-) m/z 57.05 100.00%
57.0
5000
9.0
1410 207.0 21.20 21.40 21.60 21.80
ob e d A L0, ST 2832 3631 4233 4891 5494 o 4310 66.00%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164578: Tricosane
57.0
5000
21.20 21.40 21.60 21.80
0 324.0 m/z 71.05 61.27%
0 |18 025 00670 |
m/z--> 6 55 160 1%0 200 250 300 3éo 460 4éo 560 séo
Abundance #194496: Docosane, 9-butyl-
43.
21.20 21.40 21.60 21.80
5000 50 m/z 84.95 53.56%
1270 %70 2520 3090
o) M— |‘|||||J||“||||||||l||||||||||.|||||||||||||||
miz--> 0 55 160 1%0 200 250 300 350 400 4%0 560 séo
Abundance #185532: Pentacosane
21.20 21.40 21.60 21.80
m/z 41.00 31.54%
5000
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001481.D

Aca On : 28 Dec 2019 18:02

Operator :© JU

Sample : PB125772BL

Misc :

ALS Vial : 4 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 7 Heptacosane, l1-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.14 2.48 ng 27851 Perylene-d12 20.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l1-chloro- 414 C27H55CI 062016-79-9 53
2 Tetracosane 338 C24H50 000646-31-1 53
3 2-methvloctacosane 408 C29H60 1000376-72-8 49
4 Tetratriacontane 479 C34H70 014167-59-0 49
5 Pentacosane 352 C25H52 000629-99-2 49
Abundance Scan 3409 (22.139 min): BP001481.D (-3402) (-) m/z 57.05 100.00%

5000
%0 21.80 22.00 22.20 22.40
41.0 207.0 2809 g4 g : : : :
0 04300 9LISS | Tnsz 43.05  64.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217413: Heptacosane, 1-chloro-
57.0
5000 LA L L L L L LB L |

21.80 22.00 22.20 22.40
m/z 85.05 54 _.37%

9.0
1 141.0183.0 231.0273.0 3430 4140

(O L R TR e e o e e o B e e R o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175555: Tetracosane
21.80 22.00 22.20 22.40
5000 m/z 71.00 49.37%

1410183022502610

0 338.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
21.80 22.00 22.20 22.40
m/z 55.00 23.78%
5000

141.0183.0225.0267.0309.0 365.0
miz--> 50 100 150 200 250 300 350 400 450 500 550 2180 2200 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP122819\
Data File : BP001481.D

Acq On : 28 Dec 2019 18:02

Operator : JU

Sample : PB125772BL

Misc :

ALS Vial : 4 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... 5.59 14.9 ng 110901 1 8.28 148712 20.0
unknown7 .92 7.92 94.8 ng 704719 1 8.28 148712 20.0
Hexacosane 20.66 2.4 ng 27143 6 20.97 224991 20.0
Heneicosane, 11-d... 21.09 2.8 ng 31700 6 20.97 224991 20.0
Tricosane 21.57 3.2 ng 36392 6 20.97 224991 20.0
Heptacosane, 1-ch... 22.14 2.5 ng 27851 6 20.97 224991 20.0
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