LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101652.D

Acq On : 22 Dec 2017 14:43

Operator : SJ/JU

Sample : PB105201BL

Misc :

ALS Vial : 4 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 3.516 237 243 255 rBvY 16521 46858 1.19% 0.137%
2 4.404 391 394 410 rBvV 53836 116713 2.95% 0.340%
3 5.016 494 498 518 rBVY 574963 1002578 25.37% 2.921%
4 5.416 562 566 590 rBvV 3153914 3646043 92.28% 10.624%
5 6.428 734 738 756 rBV 2936291 3559135 90.08% 10.371%

6.557 756 760 776 rVB 3291013 3373741 85.39% 9.830%
6.787 795 799 811 rBV 937502 894710 22.64% 2.607%
6.939 821 825 842 rBV 2786823 2786290 70.52% 8.119%
7.357 891 896 916 rBV 2117093 2380230 60.24% 6.935%
8.069 1013 1017 1030 rBV 1143980 1192495 30.18% 3.475%

=
QO ~NO®

11 9.145 1194 1200 1203 rBV 3382271 3951058 100.00% 11.513%
12 9.822 1310 1315 1324 rVB 1359980 1283956 32.50% 3.741%
13 10.622 1446 1451 1468 rBV 2159742 2328962 58.95% 6.786%
14 11.316 1565 1569 1577 rBV 1494875 1352419 34.23% 3.941%
15 12.898 1833 1838 1841 rBV 3597056 3808377 96.39% 11.097%

16 13.963 2015 2019 2025 rBV 1251825 1240788 31.40% 3.615%

17 14.768 2153 2156 2160 rVB 40979 42736 1.08% 0.125%
18 15.021 2196 2199 2202 rBvV 45886 49481 1.25% 0.144%
19 15.386 2258 2261 2264 rBV 52699 68633 1.74% 0.200%
20 15.427 2264 2268 2281 rVB 688094 948630 24.01% 2.764%
21 15.804 2328 2332 2337 rVB 56086 86950 2.20% 0.253%
22 16.292 2410 2415 2420 rBV 54617 96182 2.43% 0.280%
23 16.856 2507 2511 2518 rVB2 36949 62720 1.59% 0.183%
Sum of corrected areas: 34319685
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF122217\

BF101652.D

22 Dec 2017 14:43

SJ/Ju

PB105201BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101652.D

Acq On : 22 Dec 2017 14:43

Operator : SJ/JU

Sample : PB105201BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.40 2.61 ng 116713 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 93
2 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
3 3-Hexen-2-one 98 C6H100 000763-93-9 87
4 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86

Abundance Scan 393 (4.398 min): BF101652.D (-391) (-) m/z 83.10 100.00%
55 83
5000 43 P\\k*m
98
37‘ I 400 420 440 4.60 4.80
0...,”..,”..,”.4ﬁh..ﬂ D L e m/z 54.95 90.50%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3246: 3- Penten 2-one, 4-methyl-
55 83
5000 43
29 98 4.00 420 4.40 4.60 4.80
m/z 43.00 41 _41%
0 “ 37“‘ 49 ||, 61 67 77 | 89
m/z--> 10 20 30 40 50 60 70 8 90 160
Abundance
83
55 NSRRI SRR
a 4.00 420 4.40 4.60 4.80
5000 m/z 39.00 33.07%
27 98
15
IS R A N A /SR S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3157: 3-Hexen-2-one
83 4.00 420 4.40 4.60 4.80
4 55 m/z 98.10 32.58%
5000
29
98
0 ﬂ 37y\‘ 49, 1| 62 69 r\xw
m/z--> 10 20 30 40 50 60 70 8 90 100 400 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101652.D

Acq On : 22 Dec 2017 14:43

Operator : SJ/JU

Sample : PB105201BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 22.41 ng 1002580 1,4-Dichlorobenzene-d4 6.79
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 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 499 (5.022 min): BF101652.D (-494) (-) m/z 43.00 100.00%

43
59
5000

101 LB e e
460 480 500 520 540
83
o...,....,....,..?7.',':...,??:.,...‘??....,....,...:,|....,. m/z 59.00 55.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 460 4.80 5.00 5.20 5.40
m/z 101.10 18.02%
15 31 101
| 25 7 37 53 83 |
(0 B B e IR L B o B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
RS e e e
57 460 4.80 5.00 5.20 5.40
5000 m/z 57.95 14.57%

29 101
o 15 37 51 73 83 95
I LA e e e o LA L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59

460 4.80 5.00 5.20 5.40
m/z 41.00 9.11%

5000
41
A A=< N 73 86 \

e N 1 TR 1 L C AN, L N NN ANUNESUHES ) S S,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101652.D

Acq On : 22 Dec 2017 14:43

Operator : SJ/JU

Sample : PB105201BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 3 unknown6.56 Concentration Rank 1

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

6.56 75.42 ng 3373740 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 760 (6.557 min): BF101652.D (-756) (-) m/z 132.00 100.00%
32
5000 68
| 75 % 620 640 660 680
104 - - - -
o..,....,....,...:,“.'.‘.‘7:,:'...‘,5?...|,..l:.,..?‘.7,..!.,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 42.91%
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 N
5000 SRR U SN
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.46%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 680
5000 m/z 66.00 27.53%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /L
Abundance #14491: 5-Aminoindole R e A

132 6.20 6.40 6.60 6.80
m/z 69.10 17.01%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

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:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101652.D

Acq On : 22 Dec 2017 14:43

Operator : SJ/JU

Sample : PB105201BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.29 2.03 ng 96182 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
3 Octadecane 254 C18H38 000593-45-3 80
4 Triacontane 422 C30H62 000638-68-6 80
5 Hentriacontane 437 C31H64 000630-04-6 76
Abundance Scan 2415 (16.292 min): BF101652.D (-2410) (-) m/z 57.00 100.00%
g7
5000 85
141 _ 177 207 16,00 16,20 16.40 16.60
oL .3.* |‘| | | ”..J..n..l ﬂm9| byt 282 e m/z 71.05 63.27%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85 LN BN BN BRI IR
29 mmmmmmmm
m/z 43.05 60.59%
113
0 L \I‘ T ul\ IHwI H‘I I\\ . “|1|41| | I16I9I ?.97 t 2|2§ |2|53| |2|82| T
m/z--> 50 100 150 200 250 300 350
Abundance
57
116,00 16,20 16.40 16.60
5000 85 m/z 85.05 49 .66%
0 39 13 141 169 197 239 267 204 323 352
m/z--> §o 160 150 200 250 360 3%0
Abundance #105886: Octadecane A EEaEE T
57 16.00 16.20 16.40 16.60
m/z 55.00 22 .41%
5000 85
29
Ll [T 1 169 197 25 254
m/z--> % ﬁo 150 200 250 300 350 mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101652.D

Acq On : 22 Dec 2017 14:43

Operator : SJ/JU

Sample : PB105201BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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]
3-Penten-2-one, 4... 4.40 2.6 ng 116713 1 6.79 894710 20.0
2-Pentanone, 4-hy... 5.02 22.4 ng 1002580 1 6.79 894710 20.0
unknown6 .56 6.56 75.4 ng 3373740 1 6.79 894710 20.0
Eicosane 16.29 2.0 ng 96182 6 15.43 948630 20.0
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