LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\

Data File : BF115020.D

Aca On : 13 Jun 2019 23:36 Instrument :

Operator : HP/JU E?Afs el
- _ lentosampleld :

3?22'6 : K3345-14 PR-MW-3 061219

ALS Vial : 16 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 5.257 534 539 542 rBY 3318820 3396983 39.93% 5.745%
2 6.287 709 714 725 rBVY 2370303 2374514 27 .91% 4.016%
3 6.416 731 736 739 rBVY 6020930 5973541 70.22% 10.102%
4 6.645 771 775 778 rBVY 2058927 1682482 19.78% 2.845%
5 6.804 797 802 805 rBY 5887508 5707672 67 .09% 9.652%
6 7.210 865 871 874 rBVY 4130110 4591744 53.98% 7.765%
7 7.928 988 993 996 rBVY 2241403 2192285 25.77% 3.707%
8 9.004 1170 1176 1179 rBvV 7774797 8506878 100.00% 14.386%
9 9.392 1239 1242 1245 rBV 162745 140801 1.66% 0.238%
10 9.675 1284 1290 1293 rBV 2699447 2551219 29.99% 4.314%

11 10.457 1417 1423 1427 rBV 4468162 4947442 58.16% 8.367%
12 11.145 1536 1540 1544 rBV 2915373 2606600 30.64% 4.408%
13 11.692 1630 1633 1649 rBvV 326821 390818 4_59% 0.661%
14 12.733 1804 1810 1813 rBV 7526252 8071055 94.88% 13.649%
15 12.769 1813 1816 1819 rVB 750249 619062 7.28% 1.047%

16 13.645 1959 1965 1967 rBV 162256 185214 2.18% 0.313%
17 13.769 1982 1986 1994 rVB 2145171 1985475 23.34% 3.358%
18 13.957 2015 2018 2024 rVB 171382 159364 1.87% 0.269%
19 14.263 2066 2070 2073 rBV 217652 187555 2.20% 0.317%
20 14.557 2116 2120 2124 rBV 231660 221777 2.61% 0.375%

21 14.621 2127 2131 2135 rBV 158499 140151 1.65% 0.237%
22 14.857 2167 2171 2178 rBV 225347 240743 2.83% 0.407%
23 15.145 2215 2220 2225 rBV 1415909 1633442 19.20% 2.762%
24 15.198 2225 2229 2239 rVB 203877 258683 3.04% 0.437%
25 15.586 2290 2295 2304 rVB 139443 202184 2.38% 0.342%

26 16.033 2366 2371 2381 rVB2 91409 165577 1.95% 0.280%

Sum of corrected areas: 59133261
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061319\

Data File : BF115020.D

Aca On : 13 Jun 2019 23:36

Operator : HP/JU

ﬁ?gg le K3345-14 PR-MW-3 061219
ALS Vial : 16 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:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
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12.50
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7000000

6000000
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13.6

TIC: BF115020.D

13.77
15.14

14.26 14.5%2 14.86 .20
13.96 14 %@2 L 15.59 16.03

0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061319\

Data File : BF115020.D

Aca On : 13 Jun 2019 23:36

Operator : HP/JU

3?22 le K3345-14 PR-MW-3 061219
ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219.M
Quant Title : 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 unknown6.42 Concentration Rank 1

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

6.42 71.01 ng 5973540 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 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 737 (6.422 min): BF115020.D (-731) (-) m/z 132.00 100.00%
132
5000
68
40 % J 6.00 6.0 6.40 6.60 6.80
54 : : : :
o 8 LAy 207 Tm/z 134.00  34.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R U UL AN I
6.00 6.20 6.40 6.60 6.80
31 51 m/z 68.00 30.54%
o} 2
m/z--> 20 40 60 80 100 120 140 160 180 200
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 19.67%
97
‘ ‘ 117
0 IIIII‘I‘III ‘ H“..‘.‘kl:I.-O?..“l..H.|....|....|....|....
m/z--> 20 80 100 120 140 160 180 200
Abundance #14105. Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A
132 6.00 6.20 6.40 6.60 6.80
m/z 96.00 12.75%
117
5000
39 91
7l g en |w] |
0 |‘|||||‘|‘|l|||||‘ﬁ| ||||‘|l‘| T T R
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061319\

Data File : BF115020.D

Aca On : 13 Jun 2019 23:36

Operator : HP/JU

3?22 le K3345-14 PR-MW-3 061219
ALS Vial : 16 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 4
R.T. EstConc Area Relative to ISTD R.T.
11.69 3.00 ng 390818 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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 1633 (11.692 min): BF115020.D (-1630) (-) m/z 73.00 100.00%
43 60 L&
5000 129
97 213 L e i B N B
LS| 43157171185 0517, 256 1140 1160 11.80 12.00
(o} m/z 43.00 81.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

11.40 11.60 11.80 12.00
m/z 60.00 78.38%

213
1431%7171185

5000 129 ERRAAIARAA IS
I T
6

99
Oty
m/z--> 20 40 0O 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
o S EEARE R e SR
11.40 11.60 11.80 12.00
5000 129 m/z 56.95 65.93%
29

0 ..1.5,... .W. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid

60 73 11.40 11.60 11.80 12.00
43 m/z 41.00 60.33%
5000 129
29
0415 RN 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\HPCHEM1\BNA F\DATA\BF061319\

Data File : BF115020.D

Aca On : 13 Jun 2019 23:36

Operator : HP/JU

3?22 le K3345-14 PR-MW-3 061219
ALS Vial : 16 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 6
R.T. EstConc Area Relative to ISTD R.T.
14.56 2.72 ng 221777 Perylene-di12 15.14
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 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 2121 (14.563 min): BF115020.D (-2116) (-) m/z 57.00 100.00%
57
5000
14.20 14.40 14.60 14.80
okl m/z 71.05 78.62%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
14.20 14.40 14.60 14.80
113 m/z 85.05 56.57%
o 29 | I L ﬂ 1L 160 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57
85 14.20 14.40 14.60 14.80
5000 m/z 43.00 55.77%
29 113
ol i L 77,141 369 107 225 253 206
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane L B R
57 14.20 14.40 14.60 14.80
m/z 55.00 24 .13%
5000 85
29 113
ol 1. J ﬂ (141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 260 250 300 350 ' 14.20 14.40 14.60 14.80

8270-BF061219.M Fri Jun 14 16:25:19 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061319\

Data File : BF115020.D

Aca On : 13 Jun 2019 23:36

Operator : HP/JU

3?22 le K3345-14 PR-MW-3 061219
ALS Vial : 16 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .86 2.95 ng 240743 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Docosane 310 C22H46 000629-97-0 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2172 (14.863 min): BF115020.D (-2167) (-) m/z 57.00 100.00%
g7
85
5000
141 169 197 14.60 14.80 15.00 15.20
o3 ,‘. ll bodipoa i, 20225 293 281 855 sz 71,05 74.14%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000
14.60 14.80 15.00 15.20
m/z 43.00 58.22%
29 113
ol Ly .l L1t 109 107 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
g7
14,60 14.80 15.00 15.20
5000 85 m/z 85.00 55.90%
ol ‘ | f® 160 107 239 267 204 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane S I L B B B B B
57 14.60 14.80 15.00 15.20
m/z 54.95 24 .11%
5000 85
29
0 \‘ L | I I‘ 1:!-3. 141 169 197 24\.0
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061319\

Data File : BF115020.D

Aca On : 13 Jun 2019 23:36

Operator : HP/JU

3?22 le K3345-14 PR-MW-3 061219
ALS Vial : 16 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

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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.20 3.17 ng 258683 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 91
Abundance Scan 2229 (15.198 min): BF115020.D (-2225) (-) m/z 57.00 100.00%
g7
85
5000

113
141 14.80 15.00 15.20 15.40 15.60
169 197 225
ol il “'1 res s Tm/z 71.00  72.60%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 [Trr T[T rrrrprrrrprT
14.80 15.00 15.20 15.40 15.60
- m/z 85.05 56.11%
oL | | (113 141 169 197 225 253 281 309 337 365 394
A L o I e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—vj—v—r
85 14.80 15.00 15.20 15.40 15.60
5000 m/z 43.00 52.81%
29 113
oL L by J | 141 169 197 225 253 296
R e o L e e o
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane R B B e e
57 14.80 15.00 15.20 15.40 15.60
m/z 55.00 22 _.71%
5000 85
29 113 141
o 0L 77,18 169 197 225 253 281 309 337 380
L L B 2 e L R B BN B
m/z--> 50 100 150 200 250 300 350 14. 80 15. OO 15 20 15. 40 15.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\

BF115020.D

13 Jun 2019 23:36

HP/JU

K3345-14 PR-MW-3_061219
16 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061219_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

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 Tetracosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.50 2.48 ng 202184  Perylene-di2 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetracosane 338 C24H50 000646-31-1 91

2 Octacosane 394 C28H58 000630-02-4 91
3 Docosane 310 C22H46 000629-97-0 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2296 (15.592 min): BF115020.D (-2290) (-) m/z 57.00 100.00%
57
85
5000
l | 13 4 15.20 15.40 15.60 15.80 16.00
169 : . : : :
o..J,.“.", a9, 20r 282 | /7 71.05  81.43%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 AR DA DA R DR
mmmmmmmmmm
m/z 85.05 61.45%
ol | | d | ,141 169 197 225 253 281 309 338
m/z--> §o 100 150 200 250 360 3éo
Abundance #209565: Octacosane
57
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 43.00 52.14%
29 113 141
0 L, ﬂ | 169 (197 225 253 281 309 337 365 394
m/z--> §o 160 1%0 260 250 360 3éo
Abundance #153223: Docosane i isuuad
57 15.20 15.40 15.60 15.80 16.00
m/z 55.00 22.86%
5000 85
113
ol Ll N, 188 211 239 267 310
m/z--> % @ @ ﬁ 250 300 ﬁ ' mmmmmmmmmm
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Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115020.D

Aca On 13 Jun 2019 23:36

Operator : HP/JU

Sample : K3345-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane, 9-octyl-

R.T. EstConc

Concentration Rank 8

Relative to ISTD R.T.

2.03 ng

Hit# of 5

165577

Tentative ID

Perylene-d12

MW  MolForm

1 Heptadecane. 9-octvl-
2 Pentadecane. 8-heptvl-

3 Triacontane

4 13-Methvlhentriacontane

5 Tetracosane

352 C25H52
310 C22H46
422 C30H62
451 C32H66
338 C24H50

007225-64-1 87
071005-15-7 86
000638-68-6 86

1000131-19-4 86

000646-31-1 80

PR-MW-3 061219

Abundance Scan 2370 (16.027 min): BF115020.D (-2366) (-) m/z 57.00 100.00%
7
85
5000
13 T R
] J 1| | 151 208 267 15.80 16.00 16.20 16.40
ol S VO P R R i m/z 71.05 67.89%
m/z--> 5 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 LA L L L L L L L LB
15.80 16.00 16.20 16.40
m/z 43.00 55.23%
113
oL 30 L4 A5 ", 141 169 197 239 267 294 323 352
tbpled S T AL R
m/z--> 5 100 150 200 250 300 350 400
Abundance #153227: Pentadecane, 8-heptyl-
57
e o S
210 15.80 16.00 16.20 16.40
5000 85 m/z 85.10 54 .28%
29 113 1m
NS ETEN N =¥
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R EREEN RS TS
57 15.80 16.00 16.20 16.40
m/z 55.00 23.19%
5000 85
113 14
oL2) i J | 70T, 169 197 225 253 281 309 337 365 393 422
T T [T T T T T T e
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16,20 16.40

8270-BF061219.M Fri

Jun 14 16:25:20 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF061319\

Data File : BF115020.D

Acg On : 13 Jun 2019 23:36

Operator : HP/JU

3?22 le K3345-14 PR-MW-3_061219
ALS Vial : 16 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 71.0 ng 5973540 1 6.65 1682480 20.0
n-Hexadecanoic acid 11.69 3.0 ng 390818 4 11.15 2606600 20.0
2-methyloctacosane 14_.56 2.7 ng 221777 6 15.14 1633440 20.0
Heneicosane 14.86 3.0 ng 240743 6 15.14 1633440 20.0
Octacosane 15.20 3.2 ng 258683 6 15.14 1633440 20.0
Tetracosane 15.59 2.5 ng 202184 6 15.14 1633440 20.0
Heptadecane, 9-oc... 16.03 2.0 ng 165577 6 15.14 1633440 20.0
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