LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082019\
Data File : BF116431.D

Acq On : 20 Aug 2019 13:32

Operator : HP/JU

Sample : PB122210BL

Misc :

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-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 height area % max. total
1 2.140 5 9 27 rvB 112214 209782 5.18% 0.708%
2 5.040 499 502 520 rBvV 159251 273992 6.76% 0.925%
3 5.446 568 571 602 rBV 2111211 2510442 61.97% 8.473%
4 6.451 739 742 760 rBV 2265417 2466208 60.88% 8.324%
5 6.581 760 764 776 rVB 2761909 2611898 64.47% 8.815%

6.804 799 802 816 rVB 863504 788402 19.46% 2.661%
6.963 825 829 846 rBV 2761418 2924934 72.20% 9.872%
7.369 894 898 920 rBV 2155018 2379378 58.74% 8.031%
929633 1003786 24.78% 3.388%
9.157 1197 1202 1205 rBV 4206314 4051032 100.00% 13.672%
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11 9.833 1313 1317 1336 rBV 1314485 1165415 28.77% 3.933%
12 10.628 1448 1452 1483 rBV 1643492 1791267 44.22% 6.046%
13 11.322 1567 1570 1581 rBV 1269611 1160184 28.64% 3.916%
14 12.904 1834 1839 1842 rBV 3908989 3958787 97.72% 13.361%
15 13.963 2016 2019 2034 rBV 884563 941341 23.24% 3.177%

16 14.404 2090 2094 2100 rVB 53290 47203 1.17% 0.159%
17 14.704 2140 2145 2153 rBV 91829 98482 2.43% 0.332%
18 15.027 2195 2200 2211 rVB 105642 124889 3.08% 0.422%
19 15.392 2256 2262 2264 rBV 108453 139189 3.44% 0.470%
20 15.421 2264 2267 2281 rVB 516386 769413 18.99% 2.597%

21 15.810 2327 2333 2338 rBV 78390 117696 2.91% 0.397%
22 16.286 2409 2414 2422 rVB 56286 95358 2.35% 0.322%

Sum of corrected areas: 29629078
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082019\
Data File : BF116431.D

Acq On : 20 Aug 2019 13:32

Operator : HP/JU

Sample : PB122210BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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: BF116431.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082019\
Data File : BF116431.D

Acq On : 20 Aug 2019 13:32

Operator : HP/JU

Sample : PB122210BL

Misc :

ALS Vial : 13 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

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 4

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

2.14 5.32 ng 209782 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 9 (2.140 min): BF116431.D (-5) (-) m/z 73.00 100.00%
7B
5000 J\
43 55 87 O
| 2.20 2.30 2.40 2.50 2.60
SO U RN N NN NN m/z 43.00 32.68%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 USRS A AR LA
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.00 25.72%
0 2 35 || | 67 ||, 80
L L I SULAI I LRI IULIULE UL LA UL LIS WA
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
1220 230 2.40 250 2.60
5000 m/z 55.00 23.11%
45
29
39 S a7 101
G R UL R IS RS IR LA IS AR SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1996: Silane, tetramethyl- R R AARE.
73 2.20 2.30 2.40 2.50 2.60
m/z 71.00 11.93%
5000
43
oL 2 15 2935 || 535965 | 79 68
m/z--> 0 10 20 30 40 5'0 6|0 70 80 90 100 220 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082019\
Data File : BF116431.D

Acq On : 20 Aug 2019 13:32

Operator : HP/JU

Sample : PB122210BL

Misc :

ALS Vial : 13 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

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.

5.04 6.95 ng 273992 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 502 (5.040 min): BF116431.D (-499) (-) m/z 43.00 100.00%

43
59
5000
101

4.80 500 520 540
83
o...,....,....,....','::..,??:.,....,....,.-...,...:,|....,. m/z 59.00 55.02%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

4.80 5.00 5.20 5.40
m/z 101.00 21.41%

25 31 37 | 83 g3 101
o) YR 71 SRR | MRS M M MMM
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
31 M
4.80 5.00 5.20 5.40
5000 41 m/z 58.00 16.23%
73
15 47 53 87 102
o) SRRSO 1 8 NN N+ MM
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone A RREE T
43 4.80 500 520 540

m/z 41.00 9.07%

5000 101
28 59
15 ‘ 70 84
Sl s3] T o7 | e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082019\
Data File : BF116431.D

Acq On : 20 Aug 2019 13:32

Operator : HP/JU

Sample : PB122210BL

Misc :

ALS Vial : 13 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

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 unknown6.58 Concentration Rank 2

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

6.58 66.26 ng 2611900 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 764 (6.581 min): BF116431.D (-760) (-) m/z 132.00 100.00%
132
5000 68
96 SRR ARERE N SR
40 54 28 06 6.20 6.40 6.60 6.80 7.00
o} I B e B B m/z 68.00 40.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR NS R
6.20 6.40 6.60 6.80 7.00
2 51 m/z 134.00 32.79%
o} 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 27 .10%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 N
Abundance #52379: Tranylcypromine- proplonyl e e e AR
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.00 16.40%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082019\
Data File : BF116431.D

Acq On : 20 Aug 2019 13:32

Operator : HP/JU

Sample : PB122210BL

Misc :

ALS Vial : 13 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

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 7
R.T. EstConc Area Relative to ISTD R.T.
14.70 2.56 ng 98482 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2144 (14.698 min): BF116431.D (-2140) (-) m/z 57.00 100.00%
57
5000 85
| || ||11|3 141 193 14.40 14.60 14.80 15.00
O by m/z 71.00 76.81%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.40 14.60 14.80 15.00
m/z 43.00 61.49%
29 13 449
ol UL J A {7y 160 107 225 253 205 33 367
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 14.40 14.60 14.80 15.00
5000 m/z 85.00 51.48%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane P P e
57 14.40 14.60 14.80 15.00
m/z 55.00 21.08%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082019\
Data File : BF116431.D

Acq On : 20 Aug 2019 13:32

Operator : HP/JU

Sample : PB122210BL

Misc :

ALS Vial : 13 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

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 Eicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.03 3.25 ng 124889 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2200 (15.027 min): BF116431.D (-2195) (-) m/z 57.00 100.00%
g7
85
5000
3 ] | |113 141 169 103 252 g 14.80 15.00 15.20 15.40
ol h b b T 1918 BT e Tm/z 71.00 74.85%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 43.00 60.26%
29 \ |113 141 169 282
0 . I.|I Y T |'I|' |l'|I| IIIIII ! |l|.|I |‘:|I-9|7|2|2|5|2|53| . I|I T
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 14.80 15.00 15.20 15.40
5000 85 m/z 85.10 56.46%
R 0 ol 08V O
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.80 15.00 15.20 15.40
m/z 55.00 21.37%
85
5000
29 113
oL | ‘ || M 160 197 225 253 296
m/z--> 55 160 1éo 260 2éo 300 3%0 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082019\
Data File : BF116431.D

Acq On : 20 Aug 2019 13:32

Operator : HP/JU

Sample : PB122210BL

Misc :

ALS Vial : 13 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

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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.81 3.06 ng 117696 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2333 (15.810 min): BF116431.D (-2327) (-) m/z 56.95 100.00%
57
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
| | ||113 141 169 07 15.40 15.60 15.80 16.00 16.20
ol b 4 L 0 207 m/z 71.05  75.08%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85
15.40 15.60 15.80 16.00 16.20
29 m/z 43.00 58.03%
113 141
oL s 169,197 225 253 281 309 337 380
m/z--> 55 100 150 260 250 300 350 '
Abundance
57
15.40 15.60 15.80 16.00 16.20
5000 85 m/z 85.00 53.43%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57 15.40 15.60 15.80 16.00 16.20
m/z 55.00 20.40%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082019\
Data File : BF116431.D

Acq On : 20 Aug 2019 13:32

Operator : HP/JU

Sample : PB122210BL

Misc :

ALS Vial : 13 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

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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.29 2.48 ng 95358 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptacosane, l-chloro- 414 C27H55CI 062016-79-9 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 2415 (16.292 min): BF116431.D (-2409) (-) m/z 57.00 100.00%
57
85
5000
|| l| 13 14 208 116,00 16,20 16.40 16.60
R I m/z 71.00 75.54%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85
16.00 16.20 16.40 16.60
29 m/z 43.00 63.35%
oL L) ﬂ | 1141 169 197 225 253 281 309 337 365 394
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance
57
o 16,00 16,20 16.40 16.60
5000 m/z 85.05 58.42%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 150 260 2éo 360 3éo '
Abundance #194493: Hexacosane
57 16.00 16.20 16.40 16.60
m/z 55.00 23.00%
5000 85
. 29 J n1j3J1§1 169 197 225 253 295 323 367
m/z--> % 1m 1% 2& 250 3& 3% ' mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082019\
Data File : BF116431.D

Acq On : 20 Aug 2019 13:32

Operator : HP/JU

Sample : PB122210BL

Misc :

ALS Vial : 13 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... 2.14 5.3 ng 209782 1 6.80 788402 20.0
2-Pentanone, 4-hy... 5.04 7.0 ng 273992 1 6.80 788402 20.0
unknown6 .58 6.58 66.3 ng 2611900 1 6.80 788402 20.0
Hexacosane 14.70 2.6 ng 98482 6 15.42 769413 20.0
Eicosane 15.03 3.3 ng 124889 6 15.42 769413 20.0
Heptacosane 15.81 3.1 ng 117696 6 15.42 769413 20.0
Octacosane 16.29 2.5 ng 95358 6 15.42 769413 20.0
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