LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072619\
Data File : BF115785.D

Aca On 26 Jul 2019 13:43

Operator : HP/JU

Sample : PB121741BL

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071219.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 5.104 509 513 527 rBV 269007 353660 6.45% 0.964%
2 5.504 576 581 584 rBVY 3074912 2947852 53.76% 8.036%
3 6.498 745 750 753 rBVY 2726019 2930045 53.43% 7.988%
4 6.640 770 774 778 rBVY 3276340 3220488 58.73% 8.779%
5 6.869 809 813 817 rBVY 1237942 1018049 18.57% 2.775%

7.028 835 840 843 rBV 3740329 3616274 65.95% 9.858%
7.428 902 908 911 rBV 2416544 2945033 53.71% 8.028%
8.151 1025 1031 1049 rBV 1134784 1325299 24.17% 3.613%
9.228 1207 1214 1217 rBV 4488796 5483611 100.00% 14.949%
9.904 1323 1329 1349 rBV 1409624 1596289 29.11% 4._.352%

=
QO ~NO®

11 10.692 1457 1463 1494 rBV 2113225 2458101 44.83% 6.701%
12 11.392 1576 1582 1602 rBV 1447720 1593509 29.06% 4._.344%
13 12.974 1846 1851 1854 rBV 4607540 4926820 89.85% 13.431%
14 13.733 1969 1980 1993 rBV5 23515 124481 2.27% 0.339%
15 14.027 2026 2030 2046 rBV 943524 1124673 20.51% 3.066%

16 15.504 2275 2281 2297 rBV 463989 899405 16.40% 2.452%
17 16.680 2473 2481 2497 rVB5 26309 118802 2.17% 0.324%

Sum of corrected areas: 36682391
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072619\
Data File : BF115785.D

Aca On - 26 Jul 2019 13:43

Operator : HP/JU

Sample - PB121741BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF115785.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072619\
Data File : BF115785.D

Aca On 26 Jul 2019 13:43

Operator : HP/JU

Sample : PB121741BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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.

5.10 6.95 ng 353660 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 512 (5.099 min): BF115785.D (-509) (-) m/z 42.95 100.00%
43
59
5000
101
480 5.00 5.20 5.40
o...,....,....,....','::..,?3.:.,....,....,E.‘~3...,...:,|....,. m/z 59.00 52.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HRDE S LA UL
480 5.00 5.20 5.40
59 m/z 101.00 19.28%
0 21 31, 53,|| o7 778 a1 I
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.00 15.80%
101
o 15 253137 | 51 % 69 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- R a e
59 480 5.00 5.20 5.40
31 m/z 41.00 8.93%
5000 41
73
0 1\5 ‘ | 147 53\‘ , 87 102
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072619\
Data File : BF115785.D

Aca On 26 Jul 2019 13:43

Operator : HP/JU

Sample : PB121741BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.64 Concentration Rank 2

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

6.64 63.27 ng 3220490 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 774 (6.640 min): BF115785.D (-770) (-) m/z 131.95 100.00%
5000 68
40 s o J " 640 6.60 6.80 7.00
ol |7 e | sus o Wiz 67.95  A1.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 . \
5000 URRBE RS S LR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.89%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 " 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.68%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e - AT
132 6.40 6.60 6.80 7.00
m/z 69.00 16.74%
5000 67
41 97
53
‘ o ‘ 117
ol lll ol ) 88 a0 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072619\
Data File : BF115785.D

Aca On 26 Jul 2019 13:43

Operator : HP/JU

Sample : PB121741BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.21 ng 124481 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 2-methvltetracosane 352 C25H52 1000376-72-6 90
3 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 86
4 Octacosane 394 C28H58 000630-02-4 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 1979 (13.727 min): BF115785.D (-1969) (-) m/z 57.00 100.00%
57
5000
99
|| | 155 507 13.40 13.60 13.80 14.00
L — m/z 71.00 73.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57
5000

13.40 13.60 13.80 14.00
m/z 85.00 64.09%

97
0 %, 141 183 225 267 309 351 393423 463 505 561591
A A A e e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185534: 2-methyltetracosane
¢ ;\
R AEEmmmammy
13.40 13.60 13.80 14.00
5000 m/z 42.95 52.78%
99
ol26 | | 141 183 225 267 309
T e e T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #125659: Sulfurous acid, 2-propyl undecy! ester
43 13.40 13.60 13.80 14.00
m/z 55.00 24 .97%
5000
85
ol J | 125155189
R L L L o o e B A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072619\
Data File : BF115785.D

Aca On 26 Jul 2019 13:43

Operator : HP/JU

Sample : PB121741BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.68 2.64 ng 118802 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 59
2 Tetracosane 338 C24H50 000646-31-1 59
3 Heptadecane 240 C17H36 000629-78-7 53
4 5-Ethvl-5-methvlnonadecane 310 C22H46 1000360-42-7 53
5 Triacontane 422 C30H62 000638-68-6 50
Abundance Scan 2481 (16.680 min): BF115785.D (-2473) (-) m/z 57.00 100.00%
g7
85
5000
113 e
| l l | 141 169  oq7 283 16.40 16.60 16.80 17.00
Obrreprrrriberdl b AL m/z 71.00 72.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane
57
85
5000 L LI BB BRI UL
16 40 16 60 16. 80 17. 00
m/z 85.00 53.94%
29
e b g [T 200 169 197 225 pma 26
m/z--> 2'0 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance #175555: Tetracosane
57
16.40 16.60 16.80 17.00
5000 85 m/z 43.00 50.71%
29 113
0 | b | A U 160 107 225 253 281 300 338
m/z--> 2'0 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane LI L LB L L B
57 16.40 16.60 16.80 17.00
m/z 55.00 24 .08%
85
5000
29
0 |4 1}3‘\141 169 197 240
m/z--> 2'0 4'0 60 80 100 120 140 1('30 180 200 220 240 260 280 300 350 34'10 16 40 16 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072619\
Data File : BF115785.D

Acq On 26 Jul 2019 13:43

Operator : HP/JU

Sample : PB121741BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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]
2-Pentanone, 4-hy... 5.10 7.0 ng 353660 1 6.87 1018050 20.0
unknown6 .64 6.64 63.3 ng 3220490 1 6.87 1018050 20.0
Tetratetracontane 13.73 2.2 ng 124481 5 14.03 1124670 20.0
Heneicosane 16.68 2.6 ng 118802 6 15.50 899405 20.0
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