LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097842.D

Aca On : 18 Aug 2017 19:37

Operator : SJ/JU

Sample : PB101580BL

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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 4.340 378 383 391 rBV 78492 92430 2.57% 0.293%
2 4_.975 486 491 505 rBV 578223 782924 21.79% 2.479%
3 5.387 555 561 564 rBY 3159649 3338577 92.92% 10.570%
4 6.404 728 734 737 rBVY 3212259 3399042 94.60% 10.762%
5 6.540 752 757 760 rBVY 3267077 3281675 91.34% 10.390%

6.769 793 796 800 rBV 985640 780632 21.73% 2.472%
6.928 818 823 826 rBV 2852656 2522561 70.21% 7.987%
7.334 887 892 895 rBV 2140294 2121422 59.05% 6.717%
1112581 1025526 28.54% 3.247%
9.133 1192 1198 1201 rBV 3273709 3592885 100.00% 11.376%
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11 9.804 1307 1312 1316 rBV 1116074 1082874 30.14% 3.429%
12 10.592 1440 1446 1450 rBV 2021829 2160564 60.13% 6.841%
13 11.286 1559 1564 1568 rBV 1170786 1134134 31.57% 3.591%
14 12.880 1829 1835 1838 rBV 3511836 3508159 97.64% 11.107%
15 13.921 2008 2012 2016 rBV 1292020 1154286 32.13% 3.655%

16 15.033 2198 2201 2205 rBV2 46607 48729 1.36% 0.154%
17 15.351 2250 2255 2260 rBV 785741 997462 27.76% 3.158%
18 15.398 2260 2263 2269 rVB 73819 94934 2.64% 0.301%

19 15.821 2330 2335 2342 rVB2 75030 110658 3.08% 0.350%
20 16.304 2411 2417 2428 rVB 71326 126324 3.52% 0.400%

21 16.874 2508 2514 2521 rBV2 48935 96401 2.68% 0.305%

22 17.545 2622 2628 2640 rVB4 37512 88451 2.46% 0.280%

23 18.339 2760 2763 2774 rVBS8 18108 43521 1.21% 0.138%
Sum of corrected areas: 31584171
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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\BF081817\

BF097842.D

18 Aug 2017 19:37

SJ/Ju

PB101580BL

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097842.D

Aca On : 18 Aug 2017 19:37

Operator : SJ/JU

Sample : PB101580BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.34 2.37 ng 92430 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 383 (4.340 min): BF097842.D (-378) (-) m/z 83.00 100.00%
83.0
55.0
5000 430 08.1
| 570 400 420 440 4.60
v 1 ST PR S [EN N m/z 55.00 76.11%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LB AR LR I
20,0 430 98.0 400 420 440 460
' m/z 98.10 36 .56%
\‘\ \‘\\\ il ‘ | 67.0 75.0 ! .
S S S UL SUL AL SRS I SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
5.0 760 ik a1k
5000 43.0 m/z 42.95 34 .30%
98.0
29.0
69.0
G S S UL SUL AL SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- A St e S
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.00 25.69%
41.0
5000 270 98.0
15.0 ‘ 69.0
0...,.J.w..:J,”.;il.”ihhl.“..Ui.”.,ul..“..u,.”.
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097842.D

Aca On : 18 Aug 2017 19:37

Operator : SJ/JU

Sample : PB101580BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.97 20.06 ng 782924 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 490 (4.969 min): BF097842.D (-486) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.1 S A U L
| 83.0 | 4.60 4.80 5.00 5.20 5.40
o BEMNAY1 AAS| R M A m/z 59.00 49.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL R
59.0 460 480 500 520 540
0
150 4, 1010 m/z 101.10 17.05%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 410 m/z 58.00 16.02%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime s e e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.36%
5000
101.0
oL 150 310 | 80690 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097842.D

Aca On : 18 Aug 2017 19:37

Operator : SJ/JU

Sample : PB101580BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.54 Concentration Rank 1

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

6.54 84 .08 ng 3281680 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 757 (6.540 min): BF097842.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 %60 620 640 6.60 6.80
-0 54,0 . . . .
0 gL.0 N — m/z 68.10 48.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 LA AR RN L
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32 .34%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 m/z 66.00 30.91%
5.0 00 g5
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.94%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN 1 N —
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097842.D

Aca On : 18 Aug 2017 19:37

Operator : SJ/JU

Sample : PB101580BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Triacontane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.82 2.22 ng 110658 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Pentacosane 352 C25H52 000629-99-2 80

Abundance Scan 2335 (15.821 min): BF097842.D (-2330) (-) m/z 57.05 100.00%
51.
5000
" 15.60 15.80 16.00 16.20
Ol m/z 71.05 96.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 L AU SN SURNURN IR
15.60 15.80 16.00 16.20
99.0 m/z 85.00 68.62%
0 ' ‘ “\ \h\ ‘\‘ h‘ 5"‘4:‘['0‘ ;8‘3-0‘ 225'0 267'0 309'0 351'0 422.0
m/z--> 5|O l(I)O léO 2(I)O 250 3(I)O 35|0 4(I)O
Abundance
57.0
15.60 15.80 16.00 16.20
5000 m/z 43.00 63.31%
99.0
o 141.0 183.0 225.0 267.0 309.0 367.0
m/z--> 5|0 lCI)O léO 2CI)O ZéO 3CI)O 35|0 4CI)O
Abundance #94346: Heptadecane LI L L BN B
57.0 15.60 15.80 16.00 16.20
m/z 99.00 26.19%
5000
99.0
m/z--> 5|O lCI)O léO 2CI)O 250 3(I)O 35|0 4(I)O 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097842.D

Aca On : 18 Aug 2017 19:37

Operator : SJ/JU

Sample : PB101580BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.30 2.53 ng 126324 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Octacosane 394 C28H58 000630-02-4 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 2416 (16.298 min): BF097842.D (-2411) (-) m/z 57.00 100.00%
57.0
99.1 NN AR R
| 141.1 281.0 16.00 16.20 16.40 16.60
o S Y 2 m/z 71.10 81.04%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 NN AR R
16.00 16.20 16.40 16.60
m/z 43.05 55.48%
‘ 0 239.0
oLl 1410 1830 680 3080 3520
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
16.00 16.20 16.40 16.60
5000 m/z 85.05 55.16%
99.0
27.0 141.0 183.0 225.0 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0 16.00 16.20 16.40 16.60
m/z 55.00 25.47%
5000
99.0
0280 ] L] ) 1410 1830 2250 2670 300.0  365.0394.0
m/z--> 50 100 150 200 250 300 350 ' 16.00 16.20 16.40 16.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF081817\

BF097842.D

18 Aug 2017 19:37

SJ/Ju

PB101580BL

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

3-Penten-2-one,

2-Pentanone, 4-hy...

unknown6 .54
Triacontane

Heptadecane, 9-oc...

8270-BF081517.M Mon Aug 21 11:45:33 2017

4... 4.34 2.4 ng
4.97 20.1 ng
6.54 84.1 ng
15.82 2.2 ng
16.30 2.5 ng

RT EstConc Units Response

92430
782924
3281680
110658
126324

|--Internal Standard---|
| # RT Resp Conc]

780632 20.0
780632
780632 20.0
997462 20.0
997462 20.0
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