LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116582.D

Aca On : 27 Aug 2019 13:51

Operator : HP/JU

Sample : PB122218BL

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 F\METHODS\8270-BF082319.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 2.251 17 28 36 rvB 170360 251503 6.80% 0.957%
2 5.504 576 581 584 rBVY 2282498 2356288 63.74% 8.966%
3 6.504 745 751 754 rBVY 2680151 2665880 72.11% 10.145%
4 6.645 770 775 778 rBVY 2888571 2764623 74.78% 10.520%
5 6.875 810 814 817 rBV 868320 662181 17.91% 2.520%

7.033 836 841 844 rBV 2374110 1959022 52.99% 7.455%
7.433 903 909 912 rBV 1780427 1816407 49.13% 6.912%
8.157 1027 1032 1035 rBV 864962 872716 23.61% 3.321%
9.227 1208 1214 1217 rBV 3235049 3109139 84.10% 11.831%
9.904 1324 1329 1333 rBvV 913214 800746 21.66% 3.047%

=
QO ~NO®

11 10.692 1457 1463 1466 rBV 1819715 1579017 42.71% 6.009%
12 11.386 1577 1581 1585 rBV 1334357 1133117 30.65% 4.312%
13 12.974 1846 1851 1854 rBV 3956757 3696989 100.00% 14.068%
14 14.021 2025 2029 2033 rBV 1093294 939946 25.42% 3.577%
15 14.504 2105 2111 2116 rBV2 51724 52858 1.43% 0.201%

16 14.809 2158 2163 2168 rBV 101635 98806 2.67% 0.376%
17 15.151 2212 2221 2229 rBV 130123 162336 4_.39% 0.618%
18 15.492 2271 2279 2282 rBV 580373 754692 20.41% 2.872%
19 15.533 2282 2286 2299 rVB 146909 199037 5.38% 0.757%
20 15.968 2353 2360 2368 rBV 122056 193029 5.22% 0.735%

21 16.480 2437 2447 2455 rBV 73035 145938 3.95% 0.555%
22 17.074 2540 2548 2555 rBV2 29682 64528 1.75% 0.246%

Sum of corrected areas: 26278798
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116582.D

Aca On : 27 Aug 2019 13:51

Operator : HP/JU

Sample : PB122218BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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: BF116582.D

3500000
3000000 6.65
6.50
2500000 550 7.03

2000000 7.43
1500000
1000000 6.87

500000

o A S [ S | S | B
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF116582.D

3500000
9.23
3000000
2500000
2000000 10.69

1500000 11.39

1000000 8.16 9.90

500000

L .

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF116582.D

3500000

3000000

2500000

2000000

1500000

14.02
1000000

15.49
500000

1450 1481 1515 >3 1597 16.48 17.07

o 't A

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116582.D

Aca On : 27 Aug 2019 13:51

Operator : HP/JU

Sample : PB122218BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.25 7.60 ng 251503 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 56
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 28 (2.251 min): BF116582.D (-17) (-) m/z 73.05 100.00%
7B

-

5000
43 - 87
| 2.20 2.30 2.40 2.50 2.60 2.70
0"I""I'"'I""Illl'l"l""'I'"'Il'l"l""I""I""I""I""I""I""I"' m/z 43.00 33.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60 2.70
55 87 m/z 87.10 26.54%
29
A AN AR KRR RSN RARRE AR RO RARAS LARAS RSN SALSS SARAN LR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60 2.70
5000 41 55 m/z 55.05 22.18%
29
1L \H esll | o7 12 1

I I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether
3

-

2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.00 12._.19%

5000

59

15 n 87 103 130 147

L .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.20 2.30 2.40 2.50 2.60 2.70

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116582.D

Aca On : 27 Aug 2019 13:51

Operator : HP/JU

Sample : PB122218BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknown6.65 Concentration Rank 1

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

6.65 83.50 ng 2764620 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 776 (6.651 min): BF116582.D (-770) (-) m/z 132.00 100.00%
132
5000 o8
96 TrTTTTT T T T T T T T T T
40 54 28 106 J 6.40 6.60 6.80 7.00
01 L S I m/z 68.10 36.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR S L R L
6.40 6.60 6.80 7.00
31 51 m/z 134.00 33.16%
01 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 23.97%
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole L L L L L L B
132 6.40 6.60 6.80 7.00
m/z 69.10 14 .75%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116582.D

Aca On : 27 Aug 2019 13:51

Operator : HP/JU

Sample : PB122218BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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.
14.81 2.62 ng 98806 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2163 (14.809 min): BF116582.D (-2158) (-) m/z 57.05 100.00%
57
85
5000
I ]113 141 160 207 281 14.40 14.60 14.80 15.00 15.20
ol 1 e A S m/z 71.10 76.59%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.40 14.60 14.80 15.00 15.20
m/z 43.05 63.35%
. ZF.| Ll ]11}31 141 169 107 225 253 295 323 367
m/z--> éo 100 1%0 260 250 360 350
Abundance #141426: Heneicosane
57
85 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 55.72%
29 113
o L J | 141,169 197 225 253 296
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #129498: Nonadecane, 2-methyl- T
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 23.62%
5000
85
29
Ll e e 10 29
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&1;0 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116582.D

Aca On : 27 Aug 2019 13:51

Operator : HP/JU

Sample : PB122218BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.15 4_.30 ng 162336 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
Abundance Scan 2221 (15.151 min): BF116582.D (-2212) (-) m/z 57.05 100.00%
57
85
5000
113
141 14.80 15.00 15.20 15.40
ol J, . .J.-l|, Ly 9% 21 m/z 71.05 79.10%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

14.80 15.00 15.20 15.40

m/z 85.10 59.42%
29J Jll3 141 169
B O AR LB - —
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.05 57.59%
113
N L LT 241 169 197 225 267 205 365 393
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57 14.80 15.00 15.20 15.40
m/z 55.00 23.19%
5000 85
113
ol 37 | |77 141 169 197 239 267 204 323 352
e e e e
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116582.D

Aca On : 27 Aug 2019 13:51

Operator : HP/JU

Sample : PB122218BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 2-methyloctacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.97 5.12 ng 193029 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2360 (15.968 min): BF116582.D (-2353) (-) m/z 57.05 100.00%
57
85
5000
113
141 169 15.60 15.80 16.00 16.20
0...|, -| ‘l.-“,.".-l.:‘.~..'.,299...,..2?1.,....,...., m/z 71.10  79.74%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane

Ll

15.60 15.80 16.00 16.20
m/z 43.00 60.18%

5000

o 141 169 197 225 267 295
m/z--> 50 100 150 200 250 300 350

Abundance #194493: Hexacosane
57
A AERREREEE Ry
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 57.93%
29
LT ] | M2 141 169 107 225 253 295 323 367
—— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 15.60 15.80 16.00 16.20
m/z 55.05 23.43%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
L o e e e T e o B LA B B e e e e e e e R A RREEREE R SR
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116582.D

Aca On : 27 Aug 2019 13:51

Operator : HP/JU

Sample : PB122218BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.48 3.87 ng 145938 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2447 (16.480 min): BF116582.D (-2437) (-) m/z 57.05 100.00%
57
5000
] (M1 e om 103 16,20 16.40 16.60 16.80
O . L L B G A . m/z 71.10 84.63%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57
5000

16.20 16.40 16.60 16.80
m/z 85.10 61.73%

99
26 | ;141 183 225 267 309 380

0“.”,..w.”...” B EERE R e o e o SRR Ry
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
16.20 16.40 16.60 16.80
5000 m/z 43.05 60.13%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

o A B o o T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane S R
57 16.20 16.40 16.60 16.80
m/z 55.00 25.68%
5000
99
oh i (41 183 225 261337 34
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 20 16 40 16. 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082719\
Data File : BF116582.D

Acq On : 27 Aug 2019 13:51

Operator : HP/JU

Sample : PB122218BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082319_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]
Butane, 2-methoxy... 2.25 7.6 ng 251503 1 6.87 662181 20.0
unknown6 .65 6.65 83.5 ng 2764620 1 6.87 662181 20.0
Hexacosane 14.81 2.6 ng 98806 6 15.49 754692 20.0
Heneicosane 15.15 4.3 ng 162336 6 15.49 754692 20.0
2-methyloctacosane 15.97 5.1 ng 193029 6 15.49 754692 20.0
Heptacosane 16.48 3.9 ng 145938 6 15.49 754692 20.0
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