LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\

Data File : BF113470.D

Acq On : 1 Apr 2019 16:57 Instrument :
Operator : JU/SJ BNA_F

Sample - K2186-21 ClientSampleld :
Misc : TP-TRACK-78-79
ALS Vial : 13 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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 5.322 546 550 569 rBvV 2995084 3069629 77.63% 9.600%
2 6.357 721 726 742 rBV 2985216 3259381 82.43% 10.193%
3 6.481 742 747 750 rBV 3388973 3177394 80.35% 9.937%
4 6.704 781 785 796 rvVB 923940 768288 19.43% 2.403%
5 6.863 808 812 815 rBV 2702215 2409587 60.94% 7.535%
6 7.269 876 881 894 rBV 2022638 1996764 50.50% 6.244%
7 7.986 999 1003 1027 rBV 1040600 994626 25.15% 3.110%
8 9.063 1181 1186 1205 rBVY 3828975 3674444 92.92% 11.491%
9 9.457 1249 1253 1262 rBVY 222462 230658 5.83% 0.721%
10 9.733 1296 1300 1313 rBV2 1204578 1131953 28.63% 3.540%

11 10.522 1430 1434 1452 rBV 2228360 2356081 59.58% 7.368%
12 11.216 1548 1552 1570 rBV 1253998 1264901 31.99% 3.956%

13 11.751 1640 1643 1646 rBV 77656 97576 2.47% 0.305%
14 12.533 1772 1776 1788 rBV2 48517 95695 2.42% 0.299%
15 12.798 1816 1821 1824 rBV 3856123 3954295 100.00% 12.366%
16 13.745 1976 1982 1983 rBV3 33781 59251 1.50% 0.185%
17 13.845 1994 1999 2010 rVB 1167270 1231060 31.13% 3.850%
18 14.010 2023 2027 2032 rBV 68974 68877 1.74% 0.215%

19 14.315 2073 2079 2084 rBV 104738 109411 2.77% 0.342%
20 14.610 2125 2129 2133 rBV 136727 134662 3.41% 0.421%

21 14.921 2178 2182 2188 rVB 139773 159045 4.02% 0.497%
22 15.251 2233 2238 2251 rBV 853263 1360228 34.40% 4._.254%
23 15.662 2304 2308 2314 rVB 117229 163991 4._.15% 0.513%
24 16.121 2381 2386 2396 rBV 77633 141691 3.58% 0.443%
25 16.662 2473 2478 2487 rVB3 32434 67289 1.70% 0.210%

Sum of corrected areas: 31976777
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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:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040119\

BF113470.D
1 Apr 2019 16:57
JussJ
K2186-21
13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113470.D

Acq On 1 Apr 2019 16:57

Operator : JU/SJ

Sample - K2186-21

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 unknown6.48 Concentration Rank 1

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

6.48 82.71 ng 3177390 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 747 (6.481 min): BF113470.D (-742) (-) m/z 132.00 100.00%
5000 68
40 % J 620 6.40 6.60 6.80
54 : : : :
o |17 s L asus l_ "n/z 68.00 39.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR AR RN
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 33.85%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80
5000 gg 116 m/z 66.00 25.33%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 0
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- e
132 6.20 6.40 6.60 6.80
m/z 69.00 14 .92%
5000
104
39 51 ‘ 7 90 117
0....ﬁM.W.,wM.wM.:W.,hu.:u..‘ﬂ,....,....,....
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:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113470.D

Acq On 1 Apr 2019 16:57

Operator : JU/SJ

Sample - K2186-21

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Docosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .92 2.34 ng 159045 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2182 (14.921 min): BF113470.D (-2178) (-) m/z 57.00 100.00%

5000

14.60 14.80 15.00 15.20

13 141 169 197

239 267

0 m/z 71.00 68.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57
5000 85 LA L L L L L B LB L |
14.60 14.80 15.00 15.20
m/z 43.00 60.94%
29 113 141
oL | 7,141 169 197 225 253 281 310
L e B I R e L B
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
I
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 53.95%
113 141
0 29 169 197 225 253 281 309 337 365 393 422
e et S e e & I
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane A EE EEE e
57 14.60 14.80 15.00 15.20
m/z 54.95 21.13%
5000 85
29
LT M3 141 169 107 205 253 205 323 367
L e B B e T e R BAS REammnst
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113470.D

Acq On 1 Apr 2019 16:57

Operator : JU/SJ

Sample - K2186-21

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 4 Triacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.41 ng 163991 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2308 (15.662 min): BF113470.D (-2304) (-) m/z 57.00 100.00%
57
85
5000

15.40 15.60 15.80 16.00

141 169 197 239 265 355

ol ﬂ |¢ o e L - . .- NN m/z 71.00 67.74%
m/z--> 50 1 O 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 TT T[T T T T[T T rrrrrrr1

15.40 15.60 15.80 16.00
m/z 43.00 57.78%

13
oL 2l i1 d L ‘ ‘ 1169 197 225 253 281 309 337 365 303 422
T P T T T e ] e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e e ST
g5 15.40 15.60 15.80 16.00
5000 m/z 85.00 54.28%
29 113
o 141 169 197 225 253 296
R T T e I
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane T T
57 15.40 15.60 15.80 16.00
m/z 55.00 20.17%
5000 85
113
o 2, ‘ oL M4 169 107 225 267 295 365 393
T e T N o O
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113470.D

Acq On 1 Apr 2019 16:57

Operator : JU/SJ

Sample - K2186-21

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Pentacosane Concentration Rank 5

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

16.12 2.08 ng 141691 Perylene-d12 15.25

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2386 (16.121 min): BF113470.D (-2381) (-) m/z 57.00 100.00%
57
15.80 16.00 16.20 16.40
141 169 189 211 : - : :
ol .3.~,-|.'~! m/z 71.00 67.68%
miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LA L L L L L B LB L |
15.80 16.00 16.20 16.40
m/z 43.00 60.22%
113 14
oL 2L LT M 169 194211 239 267 205 323 352
MR M A D M A s i G A i
miz--> 50 100 150 200 250 300 350
Abundance
57
N
g5 15.80 16.00 16.20 16.40
5000 m/z 84.95 51._48%
29
0 13 141 169 197 205 253 338
e = e o s
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane AR ma e
57 15.80 16.00 16.20 16.40
m/z 55.00 19.99%
85
5000
29 113
oL L [ a6 07 g os  os
. e
miz--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113470.D

Acq On 1 Apr 2019 16:57

Operator : JU/SJ

Sample - K2186-21

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .48 6.48 82.7 ng 3177390 1 6.70 768288 20.0
Docosane 14.92 2.3 ng 159045 6 15.25 1360230 20.0
Triacontane 15.66 2.4 ng 163991 6 15.25 1360230 20.0
Pentacosane 16.12 2.1 ng 141691 6 15.25 1360230 20.0
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