LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO060519\
Data File : BF114816.D

Aca On : 5 Jun 2019 13:05

Operator : HP/JU

Sample : K3150-01

Misc :

ALS Vial : 11 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-BF060419 .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 5.275 536 542 545 rBVY 9034922 10369933 75.09% 8.597%
2 6.304 711 717 720 rBVY 8756170 10894417 78.89% 9.032%
3 6.434 734 739 742 rBVY 10076201 11163477 80.84% 9.255%
4 6.663 774 778 782 rBVY 3403161 2707505 19.61% 2.245%
5 6.822 800 805 808 rBY 9558786 8757101 63.41% 7.260%
6 7.228 868 874 877 rBY 6770334 7191941 52.08% 5.962%
7 7.945 991 996 999 rBVY 4015339 3573678 25.88% 2.963%
8 9.022 1173 1179 1182 rBV 11947230 12660973 91.68% 10.496%
9 9.416 1241 1246 1249 rBV 2533627 2270474 16.44% 1.882%
10 9.692 1287 1293 1296 rBvV 4719120 4339961 31.43% 3.598%

11 10.475 1420 1426 1429 rBV 7887950 8141201 58.95% 6.749%
12 11.163 1539 1543 1545 rBV 5327970 4795141 34.72% 3.975%
13 11.186 1545 1547 1550 rVvV 1235026 922257 6.68% 0.765%
14 11.233 1550 1555 1559 rVB 256876 271067 1.96% 0.225%
15 11.386 1576 1581 1585 rBV2 123563 140369 1.02% 0.116%

16 11.775 1643 1647 1649 rBV 165573 177676 1.29% 0.147%
17 12.363 1744 1747 1752 rVB 1256503 1113465 8.06% 0.923%
18 12.592 1781 1786 1789 rBV 1056996 1116325 8.08% 0.925%
19 12.751 1808 1813 1816 rBV2 12016643 13809522 100.00% 11.448%
20 13.651 1963 1966 1978 rVB2 837421 895569 6.49% 0.742%

21 13.786 1983 1989 1992 rVV 5275468 5401842 39.12% 4._.478%
22 13.810 1992 1993 1996 rVB 480599 221880 1.61% 0.184%
23 13.980 2018 2022 2025 rBV3 208762 239690 1.74% 0.199%
24 14.292 2072 2075 2078 rBV 367506 354790 2.57% 0.294%
25 14.592 2122 2126 2130 rBV 517359 486334 3.52% 0.403%

26 14.792 2155 2160 2162 rBV 400084 545736 3.95% 0.452%
27 14.898 2173 2178 2183 rVB2 567568 615574 4._46% 0.510%
28 15.063 2202 2206 2211 rVB 214762 249961 1.81% 0.207%
29 15.116 2211 2215 2220 rVV 353240 380434 2.75% 0.315%
30 15.180 2220 2226 2233 rVV 3744328 4542908 32.90% 3.766%

31 15.245 2233 2237 2246 rVB 516940 676682 4_.90% 0.561%
32 15.633 2298 2303 2308 rBV 370896 545337 3.95% 0.452%
33 16.086 2375 2380 2387 rBV 227996 395724 2.87% 0.328%
34 16.474 2441 2446 2455 rVB2 128925 240791 1.74% 0.200%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO060519\
Data File : BF114816.D

Aca On : 5 Jun 2019 13:05

Operator : HP/JU

Sample : K3150-01

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.615 2465 2470 2477 rBV3 103126 237881 1.72% 0.197%

36 16.862 2506 2512 2519 rBV 91195 176036 1.27% 0.146%

Sum of corrected areas: 120623652
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114816.D

Aca On : 5 Jun 2019 13:05

Operator : HP/JU

Sample - K3150-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF114816.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114816.D

Aca On : 5 Jun 2019 13:05

Operator : HP/JU

Sample - K3150-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 unknown6.43 Concentration Rank 1

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

6.43 82.46 ng 11163500 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 30
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 738 (6.428 min): BF114816.D (-734) (-) m/z 132.00 100.00%
132
5000 68
40 %6 6.00 620 6.40 6.60 6.80
54 . . . . .
82 lulis 281 m/z 68.00 39.82%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SREBE AL AR RARAA
a1 97 600 620 6.40 6.60 6.80
117 m/z 134.00 33.88%
4 1
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 INSEBENERE A R S
104 6.00 6.20 6.40 6.60 6.80
5000 m/z 65.95 26 .40%
31 51 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl e R EmE aammE A
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.00 16 .54%
5000 98 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114816.D

Aca On : 5 Jun 2019 13:05

Operator : HP/JU

Sample - K3150-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.65 3.32 ng 895569 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 Cvclopentadecane 210 C15H30 000295-48-7 93
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1966 (13.651 min): BF114816.D (-1963) (-) m/z 83.05 100.00%
57
5000 111
139 13.40 13.60 13.80 14.00
3 l A 108100210 247 280 | “n/z 56.95 92.98%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111
13.40 13.60 13.80 14.00
29 m/z 55.00 88 .58%
| 1139 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—
13.40 13.60 13.80 14.00
5000 m/z 97.10 87.81%
125
210 | L h1?3‘181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane R e
55 13.40 13.60 13.80 14.00
83 m/z 43.00 87 .38%
5000
29 111
210
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114816.D

Aca On : 5 Jun 2019 13:05

Operator : HP/JU

Sample - K3150-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .59 2.14 ng 486334 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2126 (14.592 min): BF114816.D (-2122) (-) m/z 57.00 100.00%
g7
85
5000
141 169 14.20 14.40 14.60 14.80 15.00
|, ll 11 LT P97 225 296 288 8% 0 Tmyz 71.05  75.94%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 LN U N SR I
14.20 14.40 14.60 14.80 15.00
29 m/z 43.00 60.79%
113
| g 7y, 141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #141426: Heneicosane
57
o 14:20 14.40 14.60 14.80 15.00
5000 m/z 85.10 55.92%
29 113
UL LT 141 160 197 205 253 206
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane REAREEEEE S SR ey
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 22 .28%
5000 85
290 | | | ulﬁ3 141 169 197 225 267 295 365 393
m/z--> % 1& 1% 2& 2% 3& 3% ' mmmmmmmmmm

8270-BF060419.M Thu Jun 06 16:44:12 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114816.D

Aca On : 5 Jun 2019 13:05

Operator : HP/JU

Sample - K3150-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.90 2.71 ng 615574 Perylene-d12 15.18
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 Heptacosane 380 C27H56 000593-49-7 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2178 (14.898 min): BF114816.D (-2173) (-) m/z 57.00 100.00%
g7
85
5000
J i |113 141 169 197 224 252 551 309 14.60 14.80 15.00 15.20
e bR IO 107 224 T 281 309 Tm/z 71.05  74.04%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85
14.60 14.80 15.00 15.20
113 m/z 43.00 58.17%
2?] Ll |77 242 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
g7
o 14.60 14.80 15.00 15.20
5000 m/z 85.05 55.51%
29 113
UL )y i) 241 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57 14.60 14.80 15.00 15.20
m/z 55.00 22 .05%
5000 85
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF060519\
Data File : BF114816.D

Acq On : 5 Jun 2019 13:05

Operator : HP/JU

Sample - K3150-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060419_M
Quant Title : 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]
unknown6 .43 6.43 82.5 ng 11163500 1 6.66 2707510 20.0
1-Heneicosanol 13.65 3.3 ng 895569 5 13.79 5401840 20.0
Tetracosane 14.59 2.1 ng 486334 6 15.18 4542910 20.0
2-methyloctacosane 14 .90 2.7 ng 615574 6 15.18 4542910 20.0
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