LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115938.D

Aca On : 2 Aug 2019 11:20

Operator : HP/JU

Sample : PB121939BL

Misc :

ALS Vial : 7 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-BF073019.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 2.210 12 21 29 rvB 62979 94920 2.03% 0.274%
2 5.081 505 509 521 rBV 211059 302270 6.48% 0.874%
3 5.487 573 578 596 rBY 2566757 2699304 57.83% 7.802%
4 6.487 743 748 763 rBVY 2615465 2682933 57.48% 7.755%
5 6.622 767 771 775 rBV 2938623 2875734 61.61% 8.312%

6.851 806 810 819 rBV 1136654 943639 20.22% 2.728%
7.010 832 837 840 rBV 3406756 3172169 67.96% 9.169%
7.416 900 906 909 rBV 2322643 2530998 54.22% 7.316%
8.133 1023 1028 1046 rBV 1197910 1197526 25.65% 3.461%
9.216 1205 1212 1215 rBV 4280681 4555368 97.59% 13.167%

=
QO ~NO®

11 9.892 1322 1327 1348 rBV 1484508 1423309 30.49% 4.114%
12 10.680 1457 1461 1486 rBV 1848272 2099888 44.99%% 6.070%
13 11.380 1576 1580 1601 rVB 1536464 1454532 31.16% 4._.204%
14 12.968 1845 1850 1853 rBV 4536521 4667930 100.00% 13.492%
15 14.021 2025 2029 2042 rVB 1262578 1284512 27.52% 3.713%

16 14.480 2102 2107 2112 rBV2 86033 88133 1.89% 0.255%
17 14.786 2154 2159 2166 rBV 183738 196160 4._.20% 0.567%
18 15.127 2211 2217 2225 rBV 239265 298258 6.39% 0.862%
19 15.498 2274 2280 2294 rBV2 864448 1451743 31.10% 4.196%
20 15.939 2349 2355 2363 rVB 190280 304077 6.51% 0.879%

21 16.439 2434 2440 2454 rVB 108753 198167 4._.25% 0.573%
22 17.033 2534 2541 2551 rBV3 33723 75573 1.62% 0.218%

Sum of corrected areas: 34597143
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115938.D

Aca On : 2 Aug 2019 11:20

Operator : HP/JU

Sample : PB121939BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF115938.D

4000000
7.01

6.62
5.49 6.49

3000000
7.42
2000000

6.85
1000000

Lz e ull L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00
Abundance TIC: BF115938.D
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3000000

2000000 10.68
9.89 11.38

8.13
1000000

\

o 4l

T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF115938.D

4000000

3000000

2000000

14.02
1000000 15.50
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14.48 1479
A A

o -ttty -

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115938.D

Aca On : 2 Aug 2019 11:20

Operator : HP/JU

Sample : PB121939BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.21 2.01 ng 94920 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 12

Abundance Scan 21 (2.210 min): BF115938.D (-12) (-) m/z 73.00 100.00%
7B ?
5000 43
55 87
| 2.20 2.30 2.40 2.50 2.60
Ol el e Tm/z 43.00 36.62%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000
43 55 2.20 2.30 2.40 2.50 2.60
87 m/z 87.00 27 .38%
. N2 il | e eyl 101
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 55.00 25.60%
s M\ H‘ o«
"P"'I”" RN HEUNSUR SR
m/z--> 10 20 40 50 80 90 100
Abundance #7506: 2- Methyl 5 hexen 3-ol
73 2.20 2.30 2.40 2.50 2.60
55 m/z 40.95 12.53%
43 ?
5000
m/z--> 10 20 30 ' 5'0 6|0 7'0 80 90 100 ' 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115938.D

Aca On : 2 Aug 2019 11:20

Operator : HP/JU

Sample : PB121939BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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.

5.08 6.41 ng 302270 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 509 (5.081 min): BF115938.D (-505) (-) m/z 43.00 100.00%
43
59 AK
5000
T 3B 5bo 5k Sho
83 : : : :
0....,....',':..:l,....,-....-,|....,....,....,....,....,2.0.7.. m/z 59.00 54.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A UL L L
59 480 500 520 5.40
m/z 101.00 21.64%
15 4 101
83
0 wl | . L
LI SR SR SULELEL SURLIL UL DAL B UL SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester K
59
480 500 520 540
5000 M m/z 58.00 16.07%
o Iyl |73 126 14
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4425: Butane, 1-ethoxy- R e A
59 4.80 5.00 520 5.40
31 m/z 41.00 8.82%
5000 [\
3 73
0 - "%""I"" |?7"ﬁ0?"'|""| T T U UL L L SR
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115938.D

Aca On : 2 Aug 2019 11:20

Operator : HP/JU

Sample : PB121939BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 3 unknown6.62 Concentration Rank 2

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

6.62 60.95 ng 2875730 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF115938.D (-767) (-) m/z 132.00 100.00%
5000 68
© s o J oo ok G0 6B 7ho
o |7 er [ ysus | n/z 68.00  42.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 NARBERRARE ¥---|----|---
6.0 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.81%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
P"W"”I&”'I”"P"
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 28.03%
33 aa o 105
O+ ""'ﬁq""' F" T |J '%¥5I' LA UL UURL L SR
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! BEREEREEEY - e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.00 17.05%
5000 og M°
o -‘-“‘. 89 | dor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115938.D

Aca On : 2 Aug 2019 11:20

Operator : HP/JU

Sample : PB121939BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.79 2.70 ng 196160 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
Abundance Scan 2160 (14.792 min): BF115938.D (-2154) (-) m/z 57.00 100.00%
57
85
5000
| I | |113 141 169 197 14.40 14.60 14.80 15.00 15.20
ol b Ly e m/Zz 71.05  71.28%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
14.40 14.60 14.80 15.00 15.20
113 m/z 43.00 59 .55%
o 20| | || ['°,141 169 197 225 267 208 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57
85 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 54 .68%
29 113
oL L by | 717 141 160 197 225 53 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 23.11%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115938.D

Aca On : 2 Aug 2019 11:20

Operator : HP/JU

Sample : PB121939BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.13 4.11 ng 298258 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2217 (15.127 min): BF115938.D (-2211) (-) m/z 57.00 100.00%
57
85
5000
J ] 13 141 169 197 295 o81 14.80 15.00 15.20 15.40
Y SY -c L . E m/z 71.00 72.76%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 43.00 58.25%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 53.74%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57 14.80 15.00 15.20 15.40
m/z 54.95 22.09%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1480 1500 1520 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115938.D

Aca On : 2 Aug 2019 11:20

Operator : HP/JU

Sample : PB121939BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 7 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.94 4.19 ng 304077 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 2355 (15.939 min): BF115938.D (-2349) (-) m/z 57.00 100.00%
57
85
5000
J l J l113 141 169 197 225 253 282 15.60 15.80 16.00 16.20
R U 0 S R S L A — m/z 71.00 73.55%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
15.60 15.80 16.00 16.20
113 m/z 43.00 58.68%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #141426: Heneicosane
57
85 15.60 15.80 16.00 16.20
5000 m/z 85.05 53.61%
29 113
oL L L i |y 40 260 197 225 253 206
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493:; Hexacosane
57 15.60 15.80 16.00 16.20
m/z 55.00 22 .00%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115938.D

Aca On : 2 Aug 2019 11:20

Operator : HP/JU

Sample : PB121939BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 8 Heneicosane, 11-(1-ethylpro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.44 2.73 ng 198167 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2440 (16.439 min): BF115938.D (-2434) (-) m/z 57.00 100.00%
g7
85
5000
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—r
141 16.20 16.40 16.60 16.80
ol LAl II O B e O - S m/z 71.05 75.58%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
16.20 16.40 16.60 16.80
m/z 43.00 58.95%
29 113
oL | LA J | 11,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
" 16.20 16.40 16.60 16.80
5000 85 m/z 85.00 53.83%
29 i 13 14
ol b T M 109 107 225 253 205 a2 367
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- R AR EREE s
43 16.20 16.40 16.60 16.80
o m/z 55.00 22.13%
o . ‘ J‘ u 127155 183309225 253 2% a7
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080219\
Data File : BF115938.D

Acq On : 2 Aug 2019 11:20

Operator : HP/JU

Sample : PB121939BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
Butane, 2-methoxy... 2.21 2.0 ng 94920 1 6.85 943639 20.0
2-Pentanone, 4-hy... 5.08 6.4 ng 302270 1 6.85 943639 20.0
unknown6.62 6.62 61.0 ng 2875730 1 6.85 943639 20.0
2-methyloctacosane 14.79 2.7 ng 196160 6 15.49 1451740 20.0
Heneicosane 15.13 4.1 ng 298258 6 15.49 1451740 20.0
Hexacosane 15.94 4.2 ng 304077 6 15.49 1451740 20.0
Heneicosane, 11-(... 16.44 2.7 ng 198167 6 15.49 1451740 20.0
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