LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102299.D

Aca On : 22 Jan 2018 15:09

Operator : SJ/JU

Sample : PB105837BL

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:\HPCHEM1I\BNA F\METHODS\8270-BF012218.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 4.922 476 482 494 rBV 162358 239248 5.94% 0.726%
2 5.328 546 551 554 rBY 3030083 3251966 80.75% 9.870%
3 6.357 720 726 729 rBVY 2973389 3170388 78.72% 9.623%
4 6.487 743 748 751 rBVY 3154500 3355003 83.31% 10.183%
5 6.710 783 786 795 rBV 914821 786772 19.54% 2.388%

6.869 808 813 816 rBvV 2878250 2616006 64.96% 7.940%
7.281 877 883 886 rBVY 2035958 2120891 52.66% 6.437%
7.992 1000 1004 1022 rVB 1141456 1088425 27.03% 3.304%
9.075 1182 1188 1191 rBV 3536723 3908329 97.05% 11.862%
9.745 1297 1302 1311 rBV2 1279338 1202787 29.87% 3.651%

=
QO ~NO®

11 10.539 1431 1437 1440 rBV 2243459 2242209 55.68% 6.805%
12 11.233 1550 1555 1558 rBV 1273199 1232834 30.61% 3.742%
13 12.821 1820 1825 1828 rBV 3858496 4027241 100.00% 12.223%
14 13.868 1998 2003 2006 rBV 1442540 1317772 32.72% 4 _000%
15 14.633 2130 2133 2137 rVB 57129 53281 1.32% 0.162%

16 14.951 2183 2187 2192 rBV 99908 113777 2.83% 0.345%
17 15.292 2239 2245 2254 rBV 1045745 1451999 36.05% 4._.407%
18 15.721 2313 2318 2324 rVB 144262 212907 5.29% 0.646%
19 16.192 2392 2398 2405 rVB 126567 222630 5.53% 0.676%
20 16.739 2485 2491 2502 rVB 76351 155822 3.87% 0.473%

21 17.392 2595 2602 2612 rBV2 46237 115411 2.87% 0.350%
22 18.162 2726 2733 2742 rVB5 22432 61891 1.54% 0.188%

Sum of corrected areas: 32947589
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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:\HPCHEMI\BNA F\DATA\BF012218\

BF102299.D

22 Jan 2018 15:09

SJ/Ju

PB105837BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF102299.D

6.49

5.33 6.36

4.92

6.87

7.28

o=
Time-->

4.50

5.00

5.50

Abundance

3500000

3000000

2500000

2000000

1500000

7.99

1000000

500000

0

TIC: BF102299.D
9.07

10.54

9.75 11.23

T
Time--> 8.00

12.00

9.50 10.00 10.50 11.00 11.50

12.50

13.00 13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF102299.D

13.87

15.29

14.63 14/L95 17.39

18.16

Time--> 1

L

A
LI B L T T

18.00

14.50

4.00 15.00 15.50 16.00 16.50 17.00 17.50

18.50

19.00

8270-BF012218.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102299.D

Aca On : 22 Jan 2018 15:09

Operator : SJ/JU

Sample : PB105837BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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.

4.92 6.08 ng 239248 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 23
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 23
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 482 (4.922 min): BF102299.D (-476) (-) m/z 43.00 100.00%
a3
59
5000
1o 460 4.80 500 520
oo Bl e | W% 50.00 %4740
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R R I LR
59 460 480 500 520
m/z 101.00 17.72%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 M m/z 58.00 14.27%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone R NAm s ns s S RERRS
59 4.60 4.80 5.00 5.20
m/z 41.00 9.86%
5000 43
31
15 ‘ \‘\ ! 69 8\7
R R R SRS AN ARAR RRARA RARSA RARAN LARAN LALA RALRS RS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102299.D

Aca On : 22 Jan 2018 15:09

Operator : SJ/JU

Sample : PB105837BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 1

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

6.49 85.29 ng 3355000 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF102299.D (-743) (-) m/z 132.00 100.00%
5000
68
96
40 ,- 54 | 75 104 6.20 6.40 6.60 6.80
o..,....,....,...:;'...7.,....??.I.'....,..f??,..!.,....,.1.1:‘3.,....,"...,.. m/z 134.00 34.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR NREEE AR SRR A
6.20 6.40 6.60 6.80
3 78 m/z 68.00 27 .66%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 17.64%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- L maaa E a
132 6.20 6.40 6.60 6.80
m/z 96.00 11.63%
5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102299.D

Aca On : 22 Jan 2018 15:09

Operator : SJ/JU

Sample : PB105837BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.93 ng 212907 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2318 (15.721 min): BF102299.D (-2313) (-) m/z 57.05 100.00%
57
5000 85
I Ill3 141 169 207 239 15.40 15.60 15.80 16.00
YN 0 0 O e e . m/z 71.05 65.86%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
15.40 15.60 15.80 16.00
13 m/z 43.00 57 .06%
oL%2) LM 41 169 107 225 e oo 365 303
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.40 15.60 15.80 16.00
5000 g5 m/z 85.10 48 _.52%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 15.40 15.60 15.80 16.00
m/z 55.00 19.95%
5000 85
. 29 ] || M 141 169 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102299.D

Aca On : 22 Jan 2018 15:09

Operator : SJ/JU

Sample : PB105837BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Tetratetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.19 3.07 ng 222630 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2398 (16.192 min): BF102299.D (-2392) (-) m/z 57.05 100.00%
5
5000
99 15,80 16.00 16.20 16.40 16.60
41 : : : :
o 183 281 m/z 71.10  66.15%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000

15.80 16.00 16.20 16.40 16.60
m/z 43.05 52.92%

\Hu 141 183 225 267 309 351 393 435 491 535 574 617

0..”,..w.”.“.” R i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
T T
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.05 47 .13%
99
ol 26 141 183 225 267 309 365
T T [ T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
517 15.80 16.00 16.20 16.40 16.60
m/z 55.00 18.98%
5000
99
ob_26] [ 1)) 141 183 225 296
e e e e e e e e e e e R e EERE RS R a
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16. 20 16 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102299.D

Aca On : 22 Jan 2018 15:09

Operator : SJ/JU

Sample : PB105837BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.74 2.15 ng 155822 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Hexacosane 366 C26H54 000630-01-3 86
4 Docosane 310 C22H46 000629-97-0 86
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 2491 (16.739 min): BF102299.D (-2485) (-) m/z 57.00 100.00%
7
e 1 V-IL
127 155 1en 16,40 16.60 16.80 17.00
0 m/z 71.10 68.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 AUV
16.40 16.60 16.80 17.00
29 m/z 43.00 54 _.63%
ol L L || (113 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2éo 360 3éo 460
Abundance
57
16.40 16,60 16.80 17.00
5000 85 m/z 85.10 51.64%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1%0 260 250 360 3éo 460
Abundance #194493: Hexacosane
57 16.40 16.60 16.80 17.00
m/z 55.00 20.30%
5000 85
. 2901 || 8141 160 107 205 253 295 323 367
m/z--> éo 160 1éo 260 250 360 3éo 460 1&40 1&%0 1d8O Iﬂoo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
Data File : BF102299.D

Acq On : 22 Jan 2018 15:09

Operator : SJ/JU

Sample : PB105837BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.92 6.1 ng 239248 1 6.71 786772 20.0
unknown6 .49 6.49 85.3 ng 3355000 1 6.71 786772 20.0
2-methyloctacosane 15.72 2.9 ng 212907 6 15.29 1452000 20.0
Tetratetracontane 16.19 3.1 ng 222630 6 15.29 1452000 20.0
Octacosane 16.74 2.1 ng 155822 6 15.29 1452000 20.0
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