LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116983.D

Aca On : 12 Sep 2019 10:44

Operator : HP/JU

Sample : PB122853BL

Misc :

ALS Vial : 3 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 2.169 6 14 22 rVB 51182 72892 2.44% 0.315%
2 5.457 568 573 576 rBVY 2318507 2274796 76.21% 9.820%
3 6.463 738 744 747 rBVY 2260859 2400640 80.43% 10.363%
4 6.598 762 767 770 rBVY 2716487 2541239 85.14% 10.970%
5 6.822 802 805 818 rBV 631527 577709 19.35% 2.494%

6.981 828 832 836 rBV 2030363 1953267 65.44% 8.432%
7.387 895 901 904 rBV 1462374 1512642 50.68% 6.530%
795793 749292 25.10% 3.235%
9.181 1200 1206 1209 rBV 3277415 2984912 100.00% 12.886%
9.857 1316 1321 1339 rBB 899363 892366 29.90% 3.852%
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11 10.645 1450 1455 1472 rBV 1730624 1724292 57.77% 7.444%
12 11.339 1569 1573 1581 rBV 878317 852556 28.56% 3.680%
13 12.921 1837 1842 1845 rBV 3007171 2804777 93.97% 12.108%
14 13.968 2016 2020 2031 rVB 682174 648291 21.72% 2.799%

15 14.433 2094 2099 2102 rBV2 47590 46590 1.56% 0.201%
16 14.668 2123 2139 2145 rBV5 22302 74460 2.49% 0.321%
17 14.733 2145 2150 2158 rVB 81672 87610 2.94% 0.378%

18 15.063 2200 2206 2211 rBV 92911 115302 3.86% 0.498%
19 15.415 2261 2266 2277 rBvV2 386072 622071 20.84% 2.685%
20 15.857 2333 2341 2348 rBV 76835 123079 4.12% 0.531%

21 16.351 2419 2425 2431 rBV 40326 69846 2.34% 0.302%
22 16.921 2516 2522 2529 rVB5 18168 35846 1.20% 0.155%
Sum of corrected areas: 23164475
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\

BF116983.D

12 Sep 2019 10:44

HP/JU

PB122853BL

3 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000
2500000
2000000
1500000
1000000

500000

2.17

TIC: BF116983.D

6.60

5.46 6.46

6.98

7.39

0

Time-->

T
5.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF116983.D

10.65

8.10 11.34

-

12.92

Time-->

T
10.00

10.50

11.00 11.50

12.00

9.50 12.50

13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF116983.D

13.97
15.42

/\ 15.86
A

16.35 16.92

A 14&43 14I:§.773 15/{06

Time-->

13.50

16.50

1 I
17.00 17.50 18.00

14.00 14.50 15.00

15.50 16.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116983.D

Aca On : 12 Sep 2019 10:44

Operator : HP/JU

Sample : PB122853BL

Misc :

ALS Vial : 3 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 6

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

2.17 2.52 ng 72892 1,4-Dichlorobenzene-d4 6.82
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 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 14 (2.169 min): BF116983.D (-6) (-) m/z 73.05 100.00%

73
5000
43 55 87

| | 220 230 240 2.50 2.60
Obr e et e i e e e e e e || M7z 42.95 30..90%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000

2.20 2.30 2.40 2.50 2.60

43
55 87 m/z 87.00 27.76%
29
0 W 35 ] | 67|.80|
B L T LA L e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
87 e
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 25.58%
J 79 | 97 112 129
0.,”.w.”.“.”,”.w.” T P . o S
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #4398. Silane, ethyltrimethyl- B s
3 220 230 240 2.50 2.60

m/z 71.00 13.73%

5000 59
87
43
o 29 | 53 | 67 | 102

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116983.D

Aca On : 12 Sep 2019 10:44

Operator : HP/JU

Sample : PB122853BL

Misc :

ALS Vial : 3 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 :
TIC Integration Parameters:

C:\DATABASENNIST11.L
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 unknown6.60 Concentration Rank 1

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

6.60 87.98 ng 2541240 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 767 (6.598 min): BF116983.D (-762) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80 7.00
54 : . : : :
ol Qrer |asus o w/z 68.10  43.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 L
5000 R LR AR N
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.48%
01 U DA UL B
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 gg 116 m/z 66.00 27.75%
) N N W 8 .,ﬂ97.kw. M 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4'dim9thy|' LI L L B L B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.04%
117
5000
29 91
A A W W
0 |‘|||||‘|‘|l:::‘::ﬁ:||||‘|l‘||||||||||||| S T N I O —
m/z--> 20 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116983.D

Aca On : 12 Sep 2019 10:44

Operator : HP/JU

Sample : PB122853BL

Misc :

ALS Vial : 3 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 unknownl4.67 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.67 2.30 ng 74460 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.10-Phenanthroline. 2.9-dimethy... 360 C26H20N2 004733-39-5 47
2 T.mu.-Fulvalenelbis(cvclopentadi... 360 C20H18V2 1000163-45-2 37
3 Pentacvclol18.4.1.1(2.7).1(8.13)... 360 C28H24 101077-60-5 9
4 2.4-Dinitro-11-phenvl-5H-dibenzo... 360 C19H12N404 071354-26-2 9
5 Benzo[1,2-b:4,3-b"]dipyrrole-1,8... 360 C18H20N206 174832-71-4 9
Abundance Scan 2139 (14.668 min): BF116983.D (-2123) (-) ; m/z 360.20 100.00%
360
5000 152 //«\“
179 T AN |
57 7 97 133 209 255 281 mmmmmmmm
| SN N NN S A A— m/z 152.10 42.43%
m/z--> 50 100 150 200 250 300 350
Abundance #190933: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl- s
360
5000 L B BULEL UL B

14.40 14.60 14,80 15.00
m/z 361.10  30.04%

158 180
0 44 77 96115 138 || 214 240258 283 316 342
—— et e
m/z--> 50 100 150 200 250 300 350
Abundance #190549: [.mu.-Fulvalene]bis(cyclopentadienyl-vanadium)
360
e
116 204 14.40 14.60 14.80 15.00
5000 m/z 151.10 24 .43%
51 181 268
90 ‘
153
oz |m | | R, msam | ) w0 [
m/z--> 50 100 150 200 250 300 350
Abundance #190950: Pentacyclo[18.4.1.1(2,7).1(8,13).1(14,19)]octacos... R W T
360 14,40 14.60 14.80 15.00
m/z 359.20 22.01%
5000
Olzlg\lslwllhl|8\|9||‘|4|1\|h. JI h H JL |wL \I I J.?Z\G\F3?3u TN S | I S —
m/z--> 50 100 150 200 250 300 350 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116983.D

Aca On : 12 Sep 2019 10:44

Operator : HP/JU

Sample : PB122853BL

Misc :

ALS Vial : 3 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 5
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.82 ng 87610 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2149 (14.727 min): BF116983.D (-2145) (-) m/z 57.10 100.00%
57 g5
5000
11|3 141 191 14.40 14.60 14.80 15.00
ol A m/z 71.10 84.06%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

14.40 14.60 14.80 15.00
m/z 85.10 82.31%

29 113
ol |y |, 141,169 107 225 253 205 323 367
e f T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 64 .49%
113
N BEE 141,169 197 225 267 295 365 393
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.40 14.60 14.80 15.00
m/z 41.10 27.11%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
et e e e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116983.D

Aca On : 12 Sep 2019 10:44

Operator : HP/JU

Sample : PB122853BL

Misc :

ALS Vial : 3 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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.06 3.71 ng 115302 Perylene-d12 15.42
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 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
Abundance Scan 2206 (15.063 min): BF116983.D (-2200) (-) m/z 57.05 100.00%
57
85
5000
141 183 14.80 15.00 15.20 15.40
oL b .'“,.l' PR e m/z 71.05  90.60%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.80 15.00 15.20 15.40
m/z 85.10 67 .36%
29 13 449
ol UL J A 47y 2 160 107 225 253 205 33 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 14.80 15.00 15.20 15.40
5000 m/z 43.05 60.97%
29 113
oL L L i |y 40 260 197 225 253 206
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57 14.80 15.00 15.20 15.40
m/z 55.00 27 .30%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116983.D

Aca On : 12 Sep 2019 10:44

Operator : HP/JU

Sample : PB122853BL

Misc :

ALS Vial : 3 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 7 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.86 3.96 ng 123079 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Hexacosane 366 C26H54 000630-01-3 86
3 2-methvloctacosane 408 C29H60 1000376-72-8 86
4 Tetracosane 338 C24H50 000646-31-1 80
5 Triacontane 422 C30H62 000638-68-6 80
Abundance Scan 2342 (15.862 min): BF116983.D (-2333) (-) m/z 57.05 100.00%
5 | g5
5000
141 183 207 15.60 15.80 16.00 16.20
o....|-, J.““-‘ I (. m/z 71.10 92.44%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000

15.60 15.80 16.00 16.20

m/z 85.10 79.64%
29 13
ol I ] [ J141,169 197 225 253 296
bl LA anan e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
15.60 15.80 16.00 16.20
5000 85 m/z 42.95  58.38%
29 113
oL 1| | 4177, 141 169 197 225 253 295 323 367
B I e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane e A TP T T
57 15.60 15.80 16.00 16.20
m/z 55.00 25.36%
5000 85
113
N T 4 169 197 225 267 295 365 393
A s B B
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\BF091219\
Data File : BF116983.D

Aca On : 12 Sep 2019 10:44

Operator : HP/JU

Sample : PB122853BL

Misc :

ALS Vial : 3 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 8 2-methyltetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.35 2.25 ng 69846 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Triacontane 422 C30H62 000638-68-6 80
Abundance Scan 2425 (16.351 min): BF116983.D (-2419) (-) m/z 57.05 100.00%
57
5000
ﬂ [ 141 207 081 16.00 16.20 16.40 16.60
o . — m/z 71.05 97.57%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185534: 2-methyltetracosane
57
5000
16.00 16.20 16.40 16.60
99 m/z 85.10 72.70%
oL 26 | 141 183 205 267 309
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
16.00 16.20 16.40 16.60
5000 m/z 42.95 55.57%

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

O P T T e T T T e T [ T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202662: Heptacosane

57 16.00 16.20 16.40 16.60

m/z 55.00 26.39%
5000
JQQ
ol 26 | |77, 141 183 225 267 323 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00 16.20 16.40 16.60

8270-BF083019.M Fri Sep 13 17:25:19 2019 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091219\
Data File : BF116983.D

Acq On : 12 Sep 2019 10:44

Operator : HP/JU

Sample : PB122853BL

Misc :

ALS Vial : 3 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... 2.17 2.5 ng 72892 1 6.82 577709 20.0
unknown6 .60 6.60 88.0 ng 2541240 1 6.82 577709 20.0
unknownl14 .67 14.67 2.3 ng 74460 5 13.97 648291 20.0
Hexacosane 14.73 2.8 ng 87610 6 15.42 622071 20.0
Heneicosane 15.06 3.7 ng 115302 6 15.42 622071 20.0
2-methyloctacosane 15.86 4.0 ng 123079 6 15.42 622071 20.0
2-methyltetracosane 16.35 2.3 ng 69846 6 15.42 622071 20.0
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