LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090919\
Data File : BF116899.D

Aca On : 9 Sep 2019 16:24

Operator : HP/JU

Sample : PB122923BL

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-BF083019.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 2.181 11 16 27 rVB 69244 105047 2.70% 0.358%
2 5.469 570 575 578 rBVY 2736488 3041266 78.20% 10.355%
3 6.481 740 747 749 rBVY 2617769 3232169 83.11% 11.005%
4 6.610 764 769 772 rBVY 3126534 3339529 85.87% 11.371%
5 6.834 804 807 816 rBV 709908 602167 15.48% 2.050%

6.992 829 834 838 rBV 2594235 2538976 65.29% 8.645%
7.398 897 903 906 rBV 1836922 2014314 51.80% 6.859%
8.116 1020 1025 1043 rBV 766472 773417 19.89% 2.633%
9.192 1202 1208 1211 rBV 3965542 3865708 99.40% 13.162%
9.869 1317 1323 1332 rBV 933418 899064 23.12% 3.061%

=
QO ~NO®

11 10.657 1451 1457 1472 rBV 2127895 2319896 59.65% 7.899%
12 11.351 1570 1575 1583 rBV 884525 869326 22.35% 2.960%
13 12.939 1839 1845 1848 rBV 3763499 3888868 100.00% 13.241%
14 13.980 2018 2022 2032 rVB 691164 750489 19.30% 2 .555%
15 14.751 2145 2153 2158 rBV 66789 71759 1.85% 0.244%

16 15.080 2205 2209 2215 rVB 78656 96137 2.47% 0.327%
17 15.439 2264 2270 2279 rBV 465302 732724 18.84% 2.495%

18 15.880 2338 2345 2352 rBV 81719 136833 3.52% 0.466%
19 16.380 2422 2430 2436 rBV2 47775 91444 2.35% 0.311%

Sum of corrected areas: 29369133
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LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090919\

Data Path :

Data File : BF116899.D

Aca On > 9 Sep 2019 16:24
Operator : HP/JU

Sample - PB122923BL

Misc :

ALS Vial : 6

Quant Method
Quant Title

TIC Library :

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF116899.D

6.61

5.47 6.48 6.99

6.83

7.40

0
Time-->

I
3.50 4.00 4.50 5.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

8.12

TIC: BF116899.D

10.66

11.35

12.94

Time-->

T
9.00 9.50 10.00

10.50 11.00 11.50 12.00 12.50

13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

13.98

15.44

14.75 15.08
N

TIC: BF116899.D

Time-->

13.50

14.00

14.50

15.00 15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090919\
Data File : BF116899.D

Aca On : 9 Sep 2019 16:24

Operator : HP/JU

Sample : PB122923BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 4

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

2.18 3.49 ng 105047 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 17
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 16 (2.181 min): BF116899.D (-11) (-) m/z 73.00 100.00%
7B
5000
43 55 87
| | 2.20 2.30 2.40 2.50 2.60
Y ' A VU X N O — m/z 43.00 27.44%
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.05 26.59%
0 ?9 35 1] | 67 ||, 80
mz-> 10 30 30 40 50 60 70 8 % 100 110 130
Abundance #4436: Pentane, 3-methoxy-
7B
2.20 2.30 2.40 2.50 2.60
5000 m/z 55.05 23 .55%
45
0 o 39‘ S 67 | 101
mz> 10 20 30 40 5 60 7 8 9 1060 110 1%
Abundance #8393: 3-Pentanol, 2,4—dimethy|— T[T T T T [T T[T T[T [Trm
7B 2.20 2.30 2.40 2.50 2.60
m/z 71.10 13.22%
55
5000
43
ol 15 27 37‘\‘\ | 67|, 83 % 114
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090919\
Data File : BF116899.D

Aca On : 9 Sep 2019 16:24

Operator : HP/JU

Sample : PB122923BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.61 Concentration Rank 1

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

6.61 110.92 ng 3339530 1,4-Dichlorobenzene-d4 6.83
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 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 769 (6.610 min): BF116899.D (-764) (-) m/z 132.00 100.00%
132
5000 68
40 54 % J 620 640 6.60 6.80 7.00
0 g8 lwewr o n/z 68.00  43.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 R RN UL I I
6.0 6.40 6.60 6.80 7.00
31 51 m/z 134.00 33.06%
01 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 28.17%
| I n,uu .JM Ll .MM-‘-. 198 ..,.1§?.
m/z--> 20 40 100 120 140 160 180 A
Abundance #14491 5-Aminoindole [T T |\| LI L N B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.28%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090919\
Data File : BF116899.D

Aca On : 9 Sep 2019 16:24

Operator : HP/JU

Sample : PB122923BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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.

15.08 2.62 ng 96137 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2209 (15.080 min): BF116899.D (-2205) (-) m/z 57.05 100.00%

57
85
5000
|I |” 141 169103 14.80 15.00 15.20 15.40
ot R = o o o SN m/z 71.05 90.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000

14.80 15.00 15.20 15.40
m/z 85.05 65.84%

29
oL L. I J / J1§1I169 197 225 253 296
b bl e e L R
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.00 58.97%
29 113
oL L) ||, 141 169 197 225 253 295 323 367
e e T T ) B o et R
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e e R
57 14.80 15.00 15.20 15.40
m/z 55.00 28.68%
5000 85
13 149
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
RN 1 I A i S A Lt s e R LR LA s S B
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090919\
Data File : BF116899.D

Aca On : 9 Sep 2019 16:24

Operator : HP/JU

Sample : PB122923BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hexacosane Concentration Rank 3

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

15.88 3.73 ng 136833 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2345 (15.880 min): BF116899.D (-2338) (-) m/z 57.00 100.00%

57
85
5000
3 A=
141 169 193 15.60 15.80 16.00 16.20
0..-“. N St m/z 71.05 91.51%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

15.60 15.80 16.00 16.20
m/z 85.05 65.44%

29 113
oL L, ] “ [, 141 169 197 225 253 295 323 367
crld oy e e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
15.60 15.80 16.00 16.20
5000 85 m/z 43.05 58.79%
2 U3 1m
oL, G 169 197 225 253 281 309 337 365 394
e e e S I S A & O
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane e AR AR
57 15.60 15.80 16.00 16.20
m/z 69.00 23.70%
5000 85
113
o 29| ‘ J‘ H (141 169 197 225 267 295 365 393
o L Bt P LSBT 7 N Sl o ik AN
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\BF090919\
Data File : BF116899.D

Aca On : 9 Sep 2019 16:24

Operator : HP/JU

Sample : PB122923BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 10-Methylnonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.38 2.50 ng 91444 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 86
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 78
4 2-methvloctacosane 408 C29H60 1000376-72-8 72
5 2-methyltetracosane 352 C25H52 1000376-72-6 72
Abundance Scan 2430 (16.380 min): BF116899.D (-2422) (-) m/z 57.10 100.00%
57
85
5000
16.00 16.20 16.40 16.60
(o} m/z 71.10 84 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000
16.00 16.20 16.40 16.60
4 s m/z 85.00 75.20%
ol 26 | L i [ 1, 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance #129494: 10-Methylnonadecane
57
85 16.00 16.20 16.40 16.60
5000 4 m/z 43.05 58.38%
154
1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149373: Sulfurous acid, 2-propy! tridecy! ester R o B e s
48 16.00 16.20 16.40 16.60
m/z 55.00 25.49%
5000 &
ol 2 “\ ‘\ I J\ P 182 o
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 16.00 16.20 1640 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090919\
Data File : BF116899.D

Acq On : 9 Sep 2019 16:24

Operator : HP/JU

Sample : PB122923BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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... 2.18 3.5 ng 105047 1 6.83 602167 20.0
unknown6.61 6.61 110.9 ng 3339530 1 6.83 602167 20.0
Heneicosane 15.08 2.6 ng 96137 6 15.44 732724 20.0
Hexacosane 15.88 3.7 ng 136833 6 15.44 732724 20.0
10-Methylnonadecane 16.38 2.5 ng 91444 6 15.44 732724 20.0
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