LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116352.D

Aca On 17 Aug 2019 12:57

Operator : HP/JU

Sample : K4208-04

Misc :

ALS Vial : 6 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 5.440 567 570 605 rBY 2053962 2432795 82.06% 8.972%
2 6.451 738 742 761 rBVY 2452014 2598897 87.66% 9.585%
3 6.581 761 764 782 rVB 2706742 2618790 88.33% 9.658%
4 6.810 800 803 815 rBvV 878652 812313 27.40% 2.996%
5 6.963 826 829 849 rBVY 2282899 2121716 71.56% 7.825%
6 7.375 895 899 928 rBVY 1669567 1735317 58.53% 6.400%
7 8.092 1017 1021 1050 rBV 955473 1057948 35.68% 3.902%
8 9.163 1199 1203 1214 rBV 2964641 2964813 100.00% 10.934%
9 9.557 1267 1270 1285 rBV 485974 454847 15.34% 1.678%
10 9.839 1315 1318 1332 rBY 1451164 1213557 40.93% 4_476%

11 10.633 1449 1453 1468 rBV 1559097 1740824 58.72% 6.420%
12 11.327 1567 1571 1580 rBV 1333424 1227028 41.39% 4._.525%

13 11.392 1580 1582 1591 rVB3 36055 40723 1.37% 0.150%
14 11.851 1656 1660 1673 rBV2 109146 169504 5.72% 0.625%
15 12.551 1776 1779 1788 rBV 37588 51606 1.74% 0.190%
16 12.633 1790 1793 1802 rBV5 25868 50447 1.70% 0.186%
17 12.780 1814 1818 1823 rBV 36383 49948 1.68% 0.184%

18 12.904 1835 1839 1843 rBV 3071369 2765057 93.26% 10.198%
19 13.798 1987 1991 2008 rVvB2 141529 306608 10.34% 1.131%

20 13.927 2011 2013 2016 rVB 62131 51525 1.74% 0.190%
21 13.968 2016 2020 2031 rBV 945974 978386 33.00% 3.608%
22 14.110 2041 2044 2047 rBV 44342 38391 1.29% 0.142%
23 14.415 2092 2096 2099 rBV 74394 77180 2.60% 0.285%

24 14.710 2143 2146 2155 rVB 103927 115185 3.89% 0.425%
25 15.039 2197 2202 2209 rBV2 129374 164404 5.55% 0.606%

26 15.421 2258 2267 2282 rVB 536294 963180 32.49% 3.552%
27 15.821 2330 2335 2343 rBvV 105644 155883 5.26% 0.575%

28 16.304 2411 2417 2422 rBV2 64753 113051 3.81% 0.417%
29 16.868 2508 2513 2520 rVB2 21556 44485 1.50% 0.164%

Sum of corrected areas: 27114408
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\

BF116352.D

17 Aug 2019 12:57

HP/JU

K4208-04

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116352.D

Aca On 17 Aug 2019 12:57

Operator : HP/JU

Sample : K4208-04

Misc :

ALS Vial : 6 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 unknown6.58 Concentration Rank 1

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

6.58 64 .48 ng 2618790 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 764 (6.581 min): BF116352.D (-761) (-) m/z 132.00 100.00%
5000 68
40 %6 J 620 640 6.60 6.80 7.00
54 . . : :
o qrer |asus o wjz 68.00  42.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR ARE N SR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.64%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 65.95 28.64%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R R S R )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 17.22%
117
5000
29 91
A
0||‘||||||‘|‘||‘l‘|||“|||=||||||‘|l“|||||||||||||||
m/z--> 20 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\BF081719\
Data File : BF116352.D

Aca On 17 Aug 2019 12:57

Operator : HP/JU

Sample : K4208-04

Misc :

ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.76 ng 169504 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 72
Abundance Scan 1660 (11.851 min): BF116352.D (-1656) (-) m/z 73.00 100.00%
43 g P
5000 K\“\—ﬂ
129
o7 115 213 BN RRRAN RN AR AR
1431%7171185, 00717 507 256 11.60 11.80 12.00 12.20
0 m/z 43.00 83.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L UL B B B
umnmnmnm
m/z 60.00 79.53%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073 .
11)60 11!80 12foo 12!20
5000 29 m/z 55.00 65.68%
129
87 115 171 214
o 101 143157 | 1854
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B e o S
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 64.81%
5000 129
29
199
143157171185 242
015 N\’-‘||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116352.D

Aca On 17 Aug 2019 12:57

Operator : HP/JU

Sample : K4208-04

Misc :

ALS Vial : 6 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 4 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.80 6.27 ng 306608 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91

Abundance Scan 1991 (13.798 min): BF116352.D (-1987) (-) m/z 57.00 100.00%
57 83
5000
LRI AN DAL SN B
139163 226 13.40 13.60 13.80 14.00 14.20
I 193 28 m/z 43.00 81.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 AR SR SRR ISR B
111 1340 13.60 13.80 14.00 14.20
29 m/z 83.00 78.32%
0 I “‘ H ‘\ \‘\ \‘\ i 210 238 283 434
m/z--> 50 260 250 300 350 400
Abundance
57
LRI AN DAL SN B
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 55.00 77 .00%
o 147700196 224 959 420 MAﬂw»NEFNAMWHF\MJ&ANNJLVMy\
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol e o
55 83 13.40 13.60 13.80 14.00 14.20
m/z 69.00 69.40%
- i J\MJ\%A/M
29
oLl ‘ ‘J |23 167 196 238 266 204
m/z--> 50 1(')0 150 200 250 300 350 400 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116352.D

Aca On 17 Aug 2019 12:57

Operator : HP/JU

Sample : K4208-04

Misc :

ALS Vial : 6 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 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.39 ng 115185 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2146 (14.710 min): BF116352.D (-2143) (-) m/z 57.00 100.00%
g7
85
5000

| 141169199207 14.40 14.60 14.80 15.00
ol ] 11*' M L m/z 71.00 74.06%

m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 LA L L L L L LB L |

14.40 14.60 14.80 15.00
m/z 43.00 61.80%

3 “\

113
o | “1§1 169 197 %39 267 204 323 352
e R e T T T e T e e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
e
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 54.02%
29
. U3 141 160 107 225 253 205 323 367
e T e L R
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T T
57 14.40 14.60 14.80 15.00
m/z 55.00 24._.18%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
—— e T e e P e et R
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14,80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116352.D

Aca On 17 Aug 2019 12:57

Operator : HP/JU

Sample : K4208-04

Misc :

ALS Vial : 6 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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.04 3.41 ng 164404 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 81
4 10-Methvlnonadecane 282 C20H42 056862-62-5 80
5 Tetratetracontane 619 C44H90 007098-22-8 76
Abundance Scan 2202 (15.039 min): BF116352.D (-2197) (-) m/z 57.00 100.00%
57
85
5000
252 Lo e A 1R N 15 AR
141 14.80 15.00 15.20 15.40
0|, -1] '| PELLNEL LS m/z 71.05 74.34%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 R SR BRI U B
14.80 15.00 15.20 15.40
m/z 43.00 60.50%
o |4 \\1%3‘\1?1 169 107 240
m/z--> 50 100 150 200 250 300 350
Abundance
57
o ' 14:80 15.00 15.20 15.40
5000 m/z 85.05 55.92%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane ST T T T T
57 14.80 15.00 15.20 15.40
m/z 55.00 25.27%
5000 85
29 i 13 14
ol b LT M 100 107 225 253 205 s ST | |
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116352.D

Aca On 17 Aug 2019 12:57

Operator : HP/JU

Sample : K4208-04

Misc :

ALS Vial : 6 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.82 3.24 ng 155883 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2335 (15.821 min): BF116352.D (-2330) (-) m/z 57.00 100.00%
g7
85
5000
113 " 15,60 15.80 16.00 16.20
141 169 . . . .
o...-.|,.~|..J.-||,l|Jl e m/z 71.05 77.62%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR UL BN BUURN I
mmmmmmmm
m/z 43.00 58.92%
29 \113 141 169 282
oL, .“. J il H“\ .‘“‘. hl .”‘.“. | le :!'9|7|2|2|5|2|53|| = ——
m/z--> 50 100 150 200 250 300 350
Abundance
57
o " 15.60 15.80 16.00 16.20
5000 m/z 85.10 57.13%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57 15.60 15.80 16.00 16.20
m/z 55.00 24 .39%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1éo 260 2%0 300 3%0 ' 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116352.D

Aca On 17 Aug 2019 12:57

Operator : HP/JU

Sample : K4208-04

Misc :

ALS Vial : 6 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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.30 2.35 ng 113051 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2416 (16.298 min): BF116352.D (-2411) (-) m/z 57.00 100.00%
57
85
5000
113 R0 1890 1640 1R R0
141 177 16.00 16.20 16.40 16.60
oLk iy -.l.--||, Loy tf 208 A m/z 71.00 84.62%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
16.00 16.20 16.40 16.60
m/z 43.00 63.23%
. 290 || | M3 141 160 107 225 253 205 323 367
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
16,00 16.20 16.40 16.60
5000 85 m/z 85.00 56.53%
29
. 113 141 169 197 225 253 281 300 337 380
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane
57 16.00 16.20 16.40 16.60
m/z 99.00 20.29%
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 ' 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081719\
Data File : BF116352.D

Acq On 17 Aug 2019 12:57

Operator : HP/JU

Sample - K4208-04

Misc :

ALS Vial : 6 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]
unknown6 .58 6.58 64.5 ng 2618790 1 6.81 812313 20.0
n-Hexadecanoic acid 11.85 2.8 ng 169504 4 11.33 1227030 20.0
Heptadecyl heptaf... 13.80 6.3 ng 306608 5 13.97 978386 20.0
Heptadecane, 9-oc... 14.71 2.4 ng 115185 6 15.43 963180 20.0
Heptadecane 15.04 3.4 ng 164404 6 15.43 963180 20.0
Eicosane 15.82 3.2 ng 155883 6 15.43 963180 20.0
Hexacosane 16.30 2.4 ng 113051 6 15.43 963180 20.0
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