LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108329.D

Aca On : 21 Aug 2018 10:50

Operator : JU/SJ

Sample = J4500-20

Misc :

ALS Vial : 5 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-BF080818 .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 3.213 144 149 155 rvVvB 61314 87987 1.22% 0.170%
2 5.278 495 500 512 rvB 702883 1006159 13.98% 1.943%
3 5.654 558 564 567 rBY 4538701 4954870 68.83% 9.569%
4 6.636 725 731 734 rBVY 4343215 4595841 63.84% 8.876%
5 6.784 750 756 759 rBVY 5424700 5491898 76.29% 10.606%

7.007 790 794 797 rBV 1390689 1101386 15.30% 2.127%
7.166 816 821 824 rBV 4682566 4243651 58.95% 8.196%
7.572 884 890 893 rBV 3489474 3819735 53.06% 7.377%
8.289 1007 1012 1014 rBV 1465956 1397341 19.41% 2.699%
8.307 1014 1015 1019 rVB 163059 114823 1.60% 0.222%

=
QO ~NO®

11 9.366 1189 1195 1198 rBV 6503071 6591121 91.56% 12.729%
12 10.048 1306 1311 1315 rBV 1660584 1621130 22.52% 3.131%
13 10.848 1440 1447 1450 rBV 4347520 4533667 62.98% 8.756%
14 11.548 1560 1566 1569 rBV 2089801 1752697 24.35% 3.385%
15 13.142 1831 1837 1840 rBV 6469205 7198923 100.00% 13.903%

16 14.201 2013 2017 2020 rBV 1624288 1393059 19.35% 2.690%
17 14.636 2083 2091 2097 rBV2 74100 115153 1.60% 0.222%
18 14.959 2143 2146 2152 rVB 69127 81123 1.13% 0.157%
19 15.324 2204 2208 2214 rVB 95361 119265 1.66% 0.230%
20 15.759 2274 2282 2289 rVB 687100 1114564 15.48% 2.153%

21 16.218 2354 2360 2366 rVB 119362 204318 2.84% 0.395%
22 16.771 2448 2454 2461 rVB 85440 162197 2.25% 0.313%
23 17.424 2560 2565 2572 rVB3 37663 78524 1.09% 0.152%

Sum of corrected areas: 51779432
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108329.D

Aca On : 21 Aug 2018 10:50

Operator : JU/SJ

Sample = J4500-20

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108329.D

Aca On : 21 Aug 2018 10:50

Operator : JU/SJ

Sample = J4500-20

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.

5.28 18.27 ng 1006160 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 500 (5.278 min): BF108329.D (-495) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 U LS RS AR
5.00 520 5.40 5.60
Obr el TR 831|150 g 0 52.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 Sh 5k sk ko
0
150 a0 1010 m/z 101.10 15.97%
' 83.0
0 1 | n . .
RIS S UL UL SO SR IULIUL SULIS SR S B W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
500 520 540 560
5000 m/z 58.10 14 _36%
41.0
29.0 101.0
oberr et kbl 00l 780 8s0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8344: 3-Hexanol, 4-methyl- e REEEE R S
54.0 5.00 520 5.40 5.60
m/z 41.05 8.89%
5000 41.0
31.0
69.0 87.0
o 15.0 \‘ SOO\N‘ 98.0
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108329.D

Aca On : 21 Aug 2018 10:50

Operator : JU/SJ

Sample = J4500-20

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.78 99.73 ng 5491900 1,4-Dichlorobenzene-d4 7.01
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 755 (6.778 min): BF108329.D (-750) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 EAREDE NN SRR AR
40.0 541 J 6.40 6.60 6.80 7.00 7.20
0 S8 S TR .21 | m/z 68.10 47.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 EAREBE NS SURAN AR

6.40 6.60 6.80 7.00 7.20
m/z 134.00 32.90%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R B
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 31.55%
33.0 105.0
o Mo | ||
ol e L e e e
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl R e R
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.67%
74.0
116.0
5000 98.0
SIS SV | SO I A Y-S Y | I A
m/z--> 40 60 80 100 120 140 160 180 6. 40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108329.D

Aca On : 21 Aug 2018 10:50

Operator : JU/SJ

Sample = J4500-20

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.32 2.14 ng 119265 Perylene-d12 15.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2207 (15.318 min): BF108329.D (-2204) (-) m/z 57.10 100.00%

57.1

5000
1132 1552  205.1 4551 15.00 15.20 15.40 15.60
0! ; m/z 43.05 64 .93%
m/z--> 50 100 150 200 250 300 350
Abundance #105885:; Octadecane
571.0
5000 LA L L L L L LB L L |
85.0 15.00 15.20 15.40 15.60
290\ m/z 71.10 59.69%
113.0
oL Ll A [T aerote0010n 020502500
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57.0
R e
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 45 _.53%
28.0
113.0 183.0
oL bk b fF0 pOTTT a0
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane B AR S RS R e e
57.0 15.00 15.20 15.40 15.60
m/z 55.05 28.74%
5000
85.0
29.0
o | ‘ ||, ﬁ130141016901970225025302820
; —— T T T L e
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108329.D

Aca On : 21 Aug 2018 10:50

Operator : JU/SJ

Sample = J4500-20

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 4
R.T. EstConc Area Relative to ISTD R.T.
16.22 3.67 ng 204318 Perylene-di12 15.76
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 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Docosane 310 C22H46 000629-97-0 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2360 (16.218 min): BF108329.D (-2354) (-) m/z 57.10 100.00%
57.1
5000 /\“Mﬂv_hf\a,ﬂ/\w»“’““WVMu\wm
‘99 0 16,00 16,20 16.40 16.60
141 1 183 2 . . . .
ol WA A g i 1882 2252 ami1 51 LT an0 63,020
m/z--> 50 100 150 200 250 300 350
Abundance #194494:; Hexacosane
57.0
5000 L B BN IS B
16.00 16.20 16.40 16.60
m/z 71.10 59.95%
oL 2ol L I| 1410| 1830 2250 267.0 309.0  366.0
m/z--> 50 100 150 260 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
16,00 16,20 16.40 16.60
5000 m/z 85.10 48 .60%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane R A B R man s
57.0 16.00 16.20 16.40 16.60
m/z 55.10 23.32%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108329.D

Aca On : 21 Aug 2018 10:50

Operator : JU/SJ

Sample = J4500-20

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.77 2.91 ng 162197 Perylene-d12 15.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2454 (16.771 min): BF108329.D (-2448) (-) m/z 57.10 100.00%
57.1
991 16.40 16,60 16.80 17.00
41.1 183.2 281.1 : : : :
ol bl gi 182 2002801 /7 71.10  65.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 A UL UL B B
16 40 16. 60 16. 80 17.00
99.0 m/z 43.10 62.70%
0 L) ‘|| L 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> éo 100 150 260 250 360 3éo 460 !
Abundance #194493: Hexacosane
57.0
16.40 16,60 16.80 17.00
5000 m/z 85.05 50.59%
99.0
ol ] L} |y 1410 1830 2250 267.0 309.0 367.0
m/z--> éo 160 1%0 260 250 360 3éo 460 !
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- R B
43.0 16.40 16.60 16.80 17.00
m/z 55.10 24 .27%
5000 85.0 WWJVM”“MWWWm¢j/\NvadWvavmﬁNw
ol ul )11 1270 1800 2250 2950 3370
m/z--> éo 160 1%0 260 250 360 3éo 460 ! 1640 1660 1680 1700 '
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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:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF082118\

BF108329.D

21 Aug 2018 10:50

Ju/sJ

J4500-20

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.78
Octadecane
Hexacosane

Hentriacontane

8270-BF080818.M Wed Aug 22 16:15:50 2018

5.28 18.3 ng
6.78 99.7 ng
15.32 2.1 ng
16.22 3.7 ng
16.77 2.9 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

1006160
5491900
119265
204318
162197

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

1 7.01 1101390 20.0
1 7.01 1101390
6 15.76 1114560 20.0
6 15.76 1114560 20.0
6 15.76 1114560 20.0
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