LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099447.D

Acq On : 13 Oct 2017 18:48

Operator : SJ/JU

Sample : PB103199BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 height area % max. total
1 5.087 506 510 523 rBY 313576 427445 15.60% 2.043%
2 5.487 573 578 597 rBvV 2311188 2453157 89.52% 11.725%
3 6.492 744 749 752 rBV 2265890 2315532 84.50% 11.067%
4 6.628 767 772 775 rBV 2643097 2484316 90.66% 11.874%
5 6.851 807 810 814 rBVY 680059 556140 20.29% 2.658%

7.010 833 837 840 rBvV 2287601 2013639 73.48% 9.624%
7.422 902 907 910 rBV 1516494 1533410 55.96% 7.329%
8.133 1024 1028 1044 rBvV 871710 737270 26.90% 3.524%
9.210 1206 1211 1214 rBV 3010675 2740405 100.00% 13.098%
9.886 1322 1326 1336 rBV 810770 734151 26.79% 3.509%

=
QO ~NO®

11 10.680 1457 1461 1479 rBV 1363209 1254341 45.77% 5.995%
12 11.374 1576 1579 1583 rBV 662929 574208 20.95% 2.744%
13 12.957 1844 1848 1852 rBV 1859328 1730204 63.14% 8.270%
14 14.015 2024 2028 2037 rBV 495551 461389 16.84% 2.205%
15 15.492 2273 2279 2289 rBV 392793 556909 20.32% 2.662%

16 15.909 2345 2350 2357 rVB2 49790 73010 2.66% 0.349%

17 16.409 2430 2435 2442 rVB2 53582 90551 3.30% 0.433%

18 16.998 2530 2535 2542 rBV2 36433 74018 2.70% 0.354%

19 17.698 2647 2654 2660 rVB2 29482 67307 2.46% 0.322%

20 18.521 2789 2794 2802 rVB6 19795 44790 1.63% 0.214%
Sum of corrected areas: 20922192

8270-BF092317.M Mon Oct 16 01:24:14 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099447.D

Acq On : 13 Oct 2017 18:48

Operator : SJ/JU

Sample : PB103199BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance -
3000000 TIC: BF099447.D
6.63

2500000
5.49 6.49 7.01

2000000

1500000 142

1000000
6.85

500000
5.09

L e~ SUNRELES | BE L SR f S

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance -
3000000 o1 TIC: BF099447.D

2500000

2000000 12.96

1500000 10.68

1000000, g 13 0.80

11.37
500000

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance -
3000000 TIC: BF099447.D

2500000

2000000

1500000

1000000

14.02

500000 15.49

A 15.91 16.41 17.00 17.70 18.52
e B B B R N e S e e I o e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099447.D

Acq On : 13 Oct 2017 18:48

Operator : SJ/JU

Sample : PB103199BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.09 15.37 ng 427445 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 511 (5.092 min): BF099447.D (-506) (-) m/z 43.00 100.00%
43
59
5000
i ik 5ho 5k w0
83 : : : :
0...“..w...w...qh:.w?%h,..”,.”.,u”.,”.:l...“ m/z 59.00 59.72%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrrrTTTTT T AT T T T T

480 5.00 520 5.40
59 m/z 101.00 22.03%

101
0 ?\7\\ 37\ N 53‘ ‘ 67 7”7 83 91 : ‘
L B B o il A e e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
A R R
57 4.80 500 5.20 5.40
5000 m/z 58.00 17.79%
29 101
o 15 37 51 73 83 95
I L B A I B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R A B
59 4.80 5.00 5.20 5.40
m/z 41.10 8.14%
5000
41
N €N . 71 RN < N ,....J....,. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099447.D

Acq On : 13 Oct 2017 18:48

Operator : SJ/JU

Sample : PB103199BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.63 Concentration Rank 1

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

6.63 89.34 ng 2484320 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 772 (6.628 min): BF099447.D (-767) (-) m/z 132.00 100.00%
5000 o8
0 | % J 620 6.40 6.60 6.80 7.00
40 54 - - - -
Obr il J7 87 | 355 m/z 68.10 36.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 L
5000 RS R AR UL R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.84%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 22.25%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 I
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e RERmE R mmE A S
132 6.20 6.40 6.60 6.80 7.00
m/z 96.00 14 .22%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es fa0s | I | I
m/z--> 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099447.D

Acq On : 13 Oct 2017 18:48

Operator : SJ/JU

Sample : PB103199BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4
R.T. EstConc Area Relative to ISTD R.T.

16.41 3.25 ng 90551 Perylene-d12 15.49
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 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2435 (16.409 min): BF099447.D (-2430) (-) m/z 57.00 100.00%

57
5000

16.00 16.20 16.40 16.60 16.80
o’ m/z 71.05 65.76%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85

5000 R IEEEEEEEm e
1600 16. 20 16. 40 16. 60 1680

m/z 43.00 55.69%

29 113
0 \‘ Jl ‘\ “\ A h‘ u‘ 1 1?1 i 169 197 225 253 296
e B O LA A e e o e e LA e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
T T
16.00 16.20 16.40 16.60 16.80
5000 85 m/z 85.00 50.27%
113
o 29 141 169 197 225 253 295 366
L LA e e s e o e T B JL B e S o s o oy S
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57 16.00 16.20 16.40 16.60 16.80
m/z 99.10 19.90%
5000 85
113
N “.\ N 141 169 197 39 267 294 323 352
B L o L L B e e e o B B e e
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099447.D

Acq On : 13 Oct 2017 18:48

Operator : SJ/JU

Sample : PB103199BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.00 2.66 ng 74018 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 90

Abundance Scan 2535 (16.998 min): BF099447.D (-2530) (-) m/z 57.00 100.00%

g7

211 282 16.60 16.80 17.00 17.20 17.40
0 m/z 71.05 72.98%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85

5000 Al
16. 60 1680 17. OO 17. 20 17.40

m/z 85.10 58.05%
29 113 141
ob el i M e aer oo gy 22
miz--> 50 100 150 200 250 300 350
Abundance
57
16.60 16.80 17.00 17.20 17.40
5000 g5 m/z 43.00 55.64%
113
oL 2 141 1691g9 211 239 267 205 323 352
e o T A eonk SRR LA = Bt
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane A B o
57 16.60 16.80 17.00 17.20 17.40
m/z 99.00 23.44%
85
5000
29 113
oL DLy a6 07 g as oo
I L —
miz--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099447.D

Acq On : 13 Oct 2017 18:48

Operator : SJ/JU

Sample : PB103199BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.70 2.42 ng 67307 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Hexatriacontane 507 C36H74 000630-06-8 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 2654 (17.698 min): BF099447.D (-2647) (-) m/z 57.00 100.00%
57
W“ 21 20 | 17.40 17.60 17.80 18.00
Ol e A i e || M/Z 71.10  73.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57

5000 L o B o
17. 40 17. 60 17. 80 1800

m/z 85.05 63.51%

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

0"“|"w'“'w'“ T T [ T T [ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
17.40 17.60 17.80 18.00
5000 m/z 43.00 52.96%

99
26 141 183 225 281 323 379 421 463 506

R -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane e R BRREs RS

57 17.40 17.60 17.80 18.00

m/z 97.00 24 .54%
5000
99
ob_26] I 1)) 141 183 225 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.40 17. 60 17. 80 18 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099447.D

Acq On : 13 Oct 2017 18:48

Operator : SJ/JU

Sample : PB103199BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : 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... 5.09 15.4 ng 427445 1 6.85 556140 20.0
unknown6.63 6.63 89.3 ng 2484320 1 6.85 556140 20.0
Heneicosane 16.41 3.3 ng 90551 6 15.49 556909 20.0
Eicosane 17.00 2.7 ng 74018 6 15.49 556909 20.0
Tetratetracontane 17.70 2.4 ng 67307 6 15.49 556909 20.0
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