LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115050.D

Aca On : 14 Jun 2019 19:58

Operator : HP/JU

Sample : K3351-01

Misc :

ALS Vial : 9 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-BF061219.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 5.263 534 540 543 rBVY 5563248 6157884 92.06% 10.438%
2 6.292 709 715 718 rBVY 5030687 6512937 97.37% 11.040%
3 6.416 731 736 739 rBVY 6054308 6688763 100.00% 11.338%
4 6.645 771 775 785 rVB 1806063 1557840 23.29% 2.641%
5 6.804 797 802 805 rBVY 5251900 5002733 74.79% 8.480%
6 7.210 865 871 874 rBVY 3942572 4252155 63.57% 7.208%
7 7.922 988 992 999 rBY 2016464 2010943 30.06% 3.409%
8 9.004 1170 1176 1179 rBV 6604181 6424687 96.05% 10.890%
9 9.392 1238 1242 1255 rVB 842786 781595 11.69% 1.325%
10 9.669 1284 1289 1293 rBvV 2274513 2259246 33.78% 3.830%

11 10.457 1418 1423 1426 rBV 4134296 3893372 58.21% 6.599%
12 11.145 1536 1540 1543 rBV 2572485 2195631 32.83% 3.722%
13 11.169 1543 1544 1548 rVB 174959 94630 1.41% 0.160%
14 11.692 1630 1633 1642 rBV2 262350 336284 5.03% 0.570%
15 12.345 1741 1744 1749 rBV 179088 169321 2.53% 0.287%

16 12.474 1763 1766 1774 rBV6 37690 69265 1.04% 0.117%
17 12.574 1778 1783 1786 rBV 132742 142523 2.13% 0.242%
18 12.727 1804 1809 1812 rBV 5722770 5584819 83.50% 9.467%
19 13.645 1962 1965 1971 rVB 89087 91226 1.36% 0.155%
20 13.768 1981 1986 1989 rBV 1746205 1768714 26.44% 2.998%

21 13.957 2015 2018 2027 rVB 135631 153756 2.30% 0.261%
22 14.263 2066 2070 2074 rBV 157216 162914 2.44% 0.276%

23 14.415 2092 2096 2100 rBVZ2 61975 91418 1.37% 0.155%
24 14.551 2116 2119 2124 rBV 168533 161671 2.42% 0.274%
25 14.763 2152 2155 2163 rVB 29178 68230 1.02% 0.116%

26 14.857 2167 2171 2179 rVV 205730 218677 3.27% 0.371%
27 15.145 2215 2220 2225 rBV 1195528 1466560 21.93% 2.486%
28 15.198 2225 2229 2237 rVB 207247 268637 4.02% 0.455%
29 15.586 2289 2295 2302 rBV 165245 250911 3.75% 0.425%
30 16.027 2366 2370 2381 rVB3 92064 157729 2.36% 0.267%

Sum of corrected areas: 58995071
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LSC Report - Integrated Chromato

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115050.D

Aca On : 14 Jun 2019 19:58

Operator : HP/JU

Sample : K3351-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF06121
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\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115050.D

Aca On : 14 Jun 2019 19:58

Operator : HP/JU

Sample : K3351-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 unknown6.42 Concentration Rank 1

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

6.42 85.87 ng 6688760 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 737 (6.422 min): BF115050.D (-731) (-) m/z 132.00 100.00%
5000
68
0 % J 6.00 6.0 6.40 6.60 6.80
A . . . . .
| {7 87 | sus 75 “n/z 68.00  34.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 INAEPENARBEAREPSNARPENAR
6.00 6.20 6.40 6.60 6.80
31 78 m/z 134.00 34 .45%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
6.00 6.0 6.40 6.60 6.80
5000 67 m/z 66.00 22.00%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! BEREE RS ,L- N S Ras
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 96.00 14 .23%
5000 og M°
SN -NM 8 .‘¥Q7.M‘ ol 158 ..,.1§?. SN | G
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115050.D

Aca On : 14 Jun 2019 19:58

Operator : HP/JU

Sample : K3351-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.69 3.06 ng 336284 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1633 (11.692 min): BF115050.D (-1630) (-) m/z 73.00 100.00%
73
43 0
5000 129
97 115 213 S BRI UL U BN
143157171185199" 557 256 11.40 11.60 11.80 12.00
m/z 42.95 83.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078 kkxAAN‘WAWNAM
5000 129 R B B UL B
11.40 11.60 11. 80 12. oo
m/z 60.00 75.44Y%
L|TJJ 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11.40 11.60 11.80 12.00
5000 129 m/z 55.00 66.97%
29
LN .‘, [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid e
43 60 78 11.40 11.60 11.80 12.00
m/z 57.00 64.71%
5000 - e
“ T7 Ol115 ‘ 171185 214
el g || et | Wgeg | e A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115050.D

Aca On : 14 Jun 2019 19:58

Operator : HP/JU

Sample : K3351-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .55 2.20 ng 161671 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2119 (14.551 min): BF115050.D (-2116) (-) m/z 57.00 100.00%
57
85
5000

113 141 14.20 14.40 14.60 14.80
169 197

|,| ||..-..,....,.?2?.25:?.2?1.,....,...., m/z 71.05  72.84%

m/z--> 50 100 150 200 250 300 350

Abundance #215181: 2-methyloctacosane
5000 85 LA L L L L L L B
14.20 14.40 14.60 14.80
13 m/z 43.05 60.43%
29| ] L7714 169 197 25 267 208 365 393
b
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
R B .
14.20 14.40 14.60 14.80
5000 g5 m/z 85.00 56.01%
29
| ] | (13 141 169 197 225 253 281 309 337 365 394
L B e e e LA o Ea e S L e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R AR B
57 14.20 14.40 14.60 14.80
m/z 55.00 21.43%
5000 85
29
‘ i || M 141 169 107 205 253 295 323 367

II‘IIIIIJIIII‘IIIIIIIIIIIIIIIII IIIIIIIIII IIIIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115050.D

Aca On : 14 Jun 2019 19:58

Operator : HP/JU

Sample : K3351-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Eicosane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14 .86 2.98 ng 218677 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 2172 (14.863 min): BF115050.D (-2167) (-) m/z 57.00 100.00%

g7

5000

14.60 14.80 15.00 15.20
m/z 71.05  74.42%

149

252

1)

o

WA 169 197 225 281 307
e

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141430: Eicosane, 2-methyl-
57

5000 85 T T
14.60 14.80 15.00 15.20

m/z 43.00 60.96%

113 141 253
2 o9 | )l f o o7 14 169 197 225 | 28lygy
ERRRIEERaSE Luy ””P”.””Pu.””.”.u”.”.””.”.””.”q””
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
R S REEmE s
85 14.60 14.80 15.00 15.20
5000 m/z 85.05 59.32%

4

‘ L M e e 197 225 253 2%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane AR BN R na e B S
57 14.60 14.80 15.00 15.20

m/z 55.00 24 _26%

85

5000
4

L

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14. 80 15. 00 15.20

| y h\ | M 169 197 225 253 282
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115050.D

Aca On : 14 Jun 2019 19:58

Operator : HP/JU

Sample : K3351-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.20 3.66 ng 268637 Perylene-di12 15.14
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 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2229 (15.198 min): BF115050.D (-2225) (-) m/z 57.00 100.00%
57
85
5000
113 0 1500 1590 1540 15 60
141 169 14.80 15.00 15.20 15.40 15.60
—_— |,l bt aeeter 2os 267 hj7 71.10  77.85%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR DR BRI DA BN
Mmmmmmmmmm
m/z 43.00 60.81%
29 113
| I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane
57
14.80 15.00 15,20 15.40 15.60
5000 85 m/z 85.05 58.77%
113
290 1§17y (14 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane T e T
57 14.80 15.00 15.20 15.40 15.60
m/z 41.00 21.47%
5000 85
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1480 1500 1520 1540 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115050.D

Aca On : 14 Jun 2019 19:58

Operator : HP/JU

Sample : K3351-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.59 3.42 ng 250911 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2296 (15.592 min): BF115050.D (-2289) (-) m/z 57.00 100.00%
57
85
5000
113 0 1540 15680 1520 1800

141 169 210 239 267 15.20 15.40 15.60 15.80 16.00
SR N I ' 0 Y it - s L — m/z 71.10 70.36%

SN
B

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
97
85
5000 LA B L L L L L L L L LB
15 20 15. 40 15 60 15. 80 16. 00
29 m/z 85.00 54.82%
| I J / J1$1I169 197 225 253 296
e L R T L e e ML I i o
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
AN R e S
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 43.00 52.76%
13 141
29 | [ | 47,169 197 225 253 281 309 337 365 393 422
RN 1 I B A A S At S e R L UL L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane e L o
57 15.20 15.40 15.60 15.80 16.00
m/z 55.00 23.77%
5000 85
113
29 ‘ ” | 141,169 197 225 267 295 365 393
....,.... B R L E e e e e B R e e o S A
m/z--> 50 100 150 200 250 300 350 400 15 20 15. 40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115050.D

Aca On : 14 Jun 2019 19:58

Operator : HP/JU

Sample : K3351-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.15 ng 157729 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2370 (16.027 min): BF115050.D (-2366) (-) m/z 57.00 100.00%
57
85
5000
U BN SO SN B
141 169 207 15.80 16.00 16.20 16.40
ek 1|“- e m/Z 71.05  76.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LR U SULRILN SRS B
mmmmmmmm
m/z 43.00 58.13%
29 113 141
] .I ] J Il 1 .41?9 197 225 253 282
m/z--> éo 160 150 260 250 360 3éo 460
Abundance #209565: Octacosane
57
"' 15:80 16.00 16.20 1640
5000 85 m/z 85.00 57 .85%
29 113 141
ey J J | | H 169 197 225 253 281 309 337 365 394
m/z--> éo 100 150 260 250 360 3éo 460
Abundance #219831: Triacontane il RN Rt
57 15.80 16.00 16.20 16.40
m/z 55.00 24 .57%
5000 85
113 141
29| | ||| J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3éo 460 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061419\
Data File : BF115050.D

Acq On : 14 Jun 2019 19:58

Operator : HP/JU

Sample - K3351-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219_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]
unknown6 .42 6.42 85.9 ng 6688760 1 6.65 1557840 20.0
n-Hexadecanoic acid 11.69 3.1 ng 336284 4 11.15 2195630 20.0
2-methyloctacosane 1455 2.2 ng 161671 6 15.14 1466560 20.0
Eicosane, 2-methyl- 14.86 3.0 ng 218677 6 15.14 1466560 20.0
Heneicosane 15.20 3.7 ng 268637 6 15.14 1466560 20.0
Triacontane 15.59 3.4 ng 250911 6 15.14 1466560 20.0
Octacosane 16.03 2.1 ng 157729 6 15.14 1466560 20.0
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