LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116349.D

Aca On 17 Aug 2019 11:36

Operator : HP/JU

Sample : K4208-01

Misc :

ALS Vial : 3 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 5.057 502 505 524 rBV 34356 68783 2.09% 0.187%
2 5.439 567 570 605 rBVY 2475985 2803352 85.25% 7.618%
3 6.451 738 742 761 rBVY 2691406 2993555 91.04% 8.135%
4 6.581 761 764 779 rVB 3010484 2942080 89.47% 7.995%
5 6.810 800 803 815 rBV 939967 874052 26.58% 2.375%
6 6.963 826 829 858 rVB 2432812 2346329 71.36% 6.376%
7 7.375 895 899 922 rBVY 1903360 1981901 60.27% 5.386%
8 8.086 1017 1020 1041 rBV 1078481 1139630 34.66% 3.097%
9 9.163 1199 1203 1215 rBVY 3399630 3288204 100.00% 8.935%
10 9.557 1267 1270 1280 rBV 711693 607140 18.46% 1.650%

11 9.839 1314 1318 1334 rBV 1580002 1334612 40.59% 3.627%
12 10.633 1449 1453 1469 rBV 1882096 2060862 62.67% 5.600%
13 11.327 1567 1571 1580 rBV 1414116 1343940 40.87% 3.652%
14 11.392 1580 1582 1587 rVB2 57657 54908 1.67% 0.149%
15 11.851 1656 1660 1673 rBvV2 199779 267088 8.12% 0.726%

16 12.633 1789 1793 1801 rBV 51631 85244 2.59% 0.232%
17 12.721 1804 1808 1814 rVB2 30495 36481 1.11% 0.099%
18 12.904 1835 1839 1843 rBV 3340544 3191972 97.07% 8.674%
19 13.792 1986 1990 2010 rBV2 196088 425590 12.94% 1.156%
20 13.927 2010 2013 2017 rVvVv 54543 50640 1.54% 0.138%

21 13.968 2017 2020 2032 rVB 1113746 1073542 32.65% 2.917%
22 14.109 2039 2044 2048 rBV 179921 185239 5.63% 0.503%
23 14.409 2090 2095 2100 rBV 455200 512579 15.59% 1.393%
24 14.709 2140 2146 2155 rBV 861271 1038236 31.57% 2.821%
25 14.786 2156 2159 2164 rVB 40681 39472 1.20% 0.107%

26 15.039 2195 2202 2213 rBV 1152183 1403715 42.69% 3.814%
27 15.404 2256 2264 2287 rBV2 1079853 2440507 74.22% 6.632%
28 15.656 2303 2307 2312 rVB 27831 37260 1.13% 0.101%
29 15.821 2327 2335 2345 rBV 773925 1196602 36.39% 3.252%
30 16.303 2408 2417 2436 rBV 364938 677785 20.61% 1.842%

31 16.868 2506 2513 2523 rVB 101488 211888 6.44% 0.576%
32 17.539 2618 2627 2636 rBV3 35714 87250 2.65% 0.237%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116349.D

Aca On 17 Aug 2019 11:36

Operator : HP/JU

Sample : K4208-01

Misc :

ALS Vial : 3 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\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 36800438
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

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

BF116349.D

17 Aug 2019 11:36

HP/JU

K4208-01

3 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF116349.D

6.58

6.45

5.44 6.96

5.06

7.37

0
Time-->

5.00 5.50

I
6.00 6.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0——

TIC: BF116349.D

10.63

11.33
8.09

9.56

11.85
.39

1216872

Time-->

10.00

10.50 11.00 11.50

9.50 12.00 12.50

13 00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF116349.D

13.97 15.04

14.41
13. 79 14 11
15 66

15.40
14.71 15.82
16 30

16.87 17.54

Time-->

13 50

18 00

14 00 14. 50 15. 00 15 50 16 00

16 50

17.00 17.50

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116349.D

Aca On 17 Aug 2019 11:36

Operator : HP/JU

Sample : K4208-01

Misc :

ALS Vial : 3 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 67.32 ng 2942080 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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 764 (6.581 min): BF116349.D (-761) (-) m/z 132.00 100.00%
5000 68
40 % J 620 6.40 6.60 6.80 7.00
54 . . : :
o qrer lwsus o njz 68.00  42.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AN AR AR SR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.78%
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 6.40 6.60 6.80 7.00
5000 og 116 m/z 66.00 28.59%
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 e e R E )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 17.41%
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 : BF116349.D

Aca On 17 Aug 2019 11:36

Operator : HP/JU

Sample : K4208-01

Misc :

ALS Vial : 3 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 9

R.T. EstConc Area Relative to ISTD R.T.
11.85 3.97 ng 267088 Phenanthrene-d10 11.33
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 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1660 (11.851 min): BF116349.D (-1656) (-) m/z 73.00 100.00%
43 60 1
5000 129 k\__AA
97 213 R mma e
L0 | 143187171185, 077 256 11.60 11.80 12.00 12.20
0 m/z 42.95 81.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 T -f?---J U
umnmnmnm
m/ 60.00 79 .34Y%
7Ji 143157171185, 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
" 1160 11.80 12.00 12.20
5000 129 m/z 54.95 67.66%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 250 2éo ‘,J
Abundance #72646: Tridecanoic acid T T T
43 60 78 11.60 11.80 12.00 12.20
m/z 57.00 67.13%
5000 - e
“ T? 01115 ‘ 171185 214 K-~L\-~,“,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116349.D

Aca On 17 Aug 2019 11:36

Operator : HP/JU

Sample : K4208-01

Misc :

ALS Vial : 3 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 1-Decanol, 2-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.79 7.93 ng 425590 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 81
4 1-Octadecene 252 C18H36 000112-88-9 76
5 n-Tetracosanol-1 354 C24H500 000506-51-4 76

Abundance Scan 1990 (13.792 min): BF116349.D (-1986) (-) m/z 57.00 100.00%

57

83

5000

23

13.40 13.60 13.80 14.00 14.20

0! m/z 43.00 80.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #119525: 1-Decanoal, 2-octyl-
57
5000 83 LA B L L L L L L L L

13. 40 13. 60 13. 80 14. OO 14. 20

111 m/z 71.05 63.99%

29
0 .J.q.”‘ “‘ “”.””% .u”1”..%§§ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R ABAE R S
13.40 13.60 13.80 14.00 14.20
5000 83 m/z 55.00 58.89%
111
ol 39 139 168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194196: Octadecyl trifluoroacetate T
57 13.40 13.60 13.80 14.00 14.20
97 m/z 83.05 58.24%
5000
29
0 a7 154 182 224 252 279297 308 348
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 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 : BF116349.D

Aca On 17 Aug 2019 11:36

Operator : HP/JU

Sample : K4208-01

Misc :

ALS Vial : 3 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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.11 3.45 ng 185239 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Docosane 310 C22H46 000629-97-0 90

Abundance Scan 2044 (14.109 min): BF116349.D (-2039) (-) m/z 57.00 100.00%

57

5000

13.80 14.00 14.20 14.40

0! m/z 71.00 77 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000
13.80 14.00 14.20 14.40
4 m/z 43.00 65.05%
. s | a0 19 o s oo
.”,””P.”P”.P”q.”wnuluup.npn..”..”.“..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
13.80 14.00 14.20 14.40
5000 85 m/z 85.00 55.04%
0 29 113 11 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94345: Heptadecane
57 13.80 14.00 14.20 14.40
m/z 55.00 23.80%
5000

Pl ) M8 141 169 196211 240

e NN S e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116349.D

Aca On 17 Aug 2019 11:36

Operator : HP/JU

Sample : K4208-01

Misc :

ALS Vial : 3 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, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.41 9.55 ng 512579 Chrysene-di12 13.97
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 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2095 (14.409 min): BF116349.D (-2090) (-) m/z 57.00 100.00%
57
85
5000
113 14.00 14.20 14.40 14.60 14.80
141
oL LA T M 16 107 225 253 2 324 n o e,
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LRI IR ISR SUMLR B
mmmmmmmmmm
m/z 43.00 62.57%
29 ‘ 113
0 \‘ A h H\ ‘hw h‘ u‘ { 141 169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance
57
14.00 14.20 14.40 14.60 14.80
5000 85 m/z 85.05 54 _11%
0 39 13 141 169 197 239 67 204 323 352
m/z--> 55 160 150 260 2éo 360 3%0
Abundance #83030: Tridecane, 6-propyl- REAREEE RS L e
43 14.00 14.20 14.40 14.60 14.80
71 m/z 55.00 22.86%
5000
} 99 126 154 183
Ouuut-‘ﬂ-‘J-‘-i‘-'l -“-i--huuulu -?2-6-|---- LI N LI TR e i e
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116349.D

Aca On 17 Aug 2019 11:36

Operator : HP/JU

Sample : K4208-01

Misc :

ALS Vial : 3 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 6
R.T. EstConc Area Relative to ISTD R.T.
14.71 8.51 ng 1038240 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 2146 (14.709 min): BF116349.D (-2140) (-) m/z 57.00 100.00%
57
85
5000
| | | ll 1113 141 169 167 295 753 205 14.40 14.60 14.80 15.00
O e e B e e L e m/z 71.10 75.42%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
14.40 14.60 14.80 15.00
m/z 43.00 61.18%
0 T h | M‘\J | |1 169 197 225 253 282
m/z--> 50 100 150 260 2%0 300 3%0
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 55.85%
. 29 13 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #141426: Heneicosane
57 14.40 14.60 14.80 15.00
m/z 55.00 22 .54%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
LA N B B R B B N LI LA L U SR RN N B R N AN B B B B I B B BN B B N —v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—[
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 351;0 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 : BF116349.D

Aca On 17 Aug 2019 11:36

Operator : HP/JU

Sample : K4208-01

Misc :

ALS Vial : 3 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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.04 11.50 ng 1403720 Perylene-d12 15.43
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 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2202 (15.039 min): BF116349.D (-2195) (-) m/z 57.00 100.00%
g7
85
5000
J l | |113 141 169 197 225 253 205 303 351 14.80 15.00 15.20 15.40
bt b bt b a7 0 197 225 253 295 323 351 m/z 71.05 80.19%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 43.00 59.91%
29 113
0 \‘ Jl ‘\ “\ It h‘ u‘ I 1?1\16‘9 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 58.70%
oL 37 13 141 169 197 29 67 204 323 352
RIS UL UL UL UL S UL SR
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.80 15.00 15.20 15.40
m/z 55.00 22.63%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
LI I B N I B R SN B A SR B B B N B N B B N B BN B B N B BN B B N B B B B RN B B B —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
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 : BF116349.D

Aca On 17 Aug 2019 11:36

Operator : HP/JU

Sample : K4208-01

Misc :

ALS Vial : 3 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 9 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.82 9.81 ng 1196600 Perylene-d12 15.43
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 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2335 (15.821 min): BF116349.D (-2327) (-) m/z 57.00 100.00%
g7
85
5000
J ld%lﬂmﬂm 239 267 295 323 ”Eéﬁéﬁﬁﬁﬁl
R m/z 71.05 76 .45%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 A
85

5000 L L e ERmEE ma)
1560 1580 1600 16.20

m/z 85.05 57.19%

113
o2 ‘ H 141 169 197 225 267 205 365 393
T ! — T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
R o e S  EEmma
85 15.60 15.80 16.00 16.20
5000 m/z 43.00 56.68%
29 113
0 141 169 197 225 253 296
T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57 15.60 15.80 16.00 16.20

m/z 55.00 22 .03%

5000 g5
113
ol 3L L 77,141 169 197 P 567 204 303 352
SRR 0 N0 0 A R P LAY - - B~ - S

m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116349.D

Aca On 17 Aug 2019 11:36

Operator : HP/JU

Sample : K4208-01

Misc :

ALS Vial : 3 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 10 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.30 5.55 ng 677785 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2416 (16.298 min): BF116349.D (-2408) (-) m/z 57.00 100.00%
g7
85
5000

16.00 16.20 16.40 16.60

141 169 197
o....,.| lllll.', M %S 267 . m/z 71.05 73.35%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LI L L L L L L LB
16.00 16.20 16.40 16.60
m/z 43.00 56.86%
29
oL k h I | H1ﬁ3J141 169 107 225 253 295 323 367
I L e .
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.00 16.20 16.40 16.60
5000 g5 m/z 85.05 55.30%
113
0 38 141 169 197 239 267 204 323 352
b e O S e Y
miz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane R e e A R
57 16.00 16.20 16.40 16.60
m/z 54.95 21.81%
5000 85
29 113 141
ol ) Loy 169 197 225 253 281 309 337 380
IIII|IIIIIIII|IIII|IIIIIIII|IIII|IIII _'_'_I—I_'_'_'_'—I_'_'_'_'—I_'_'_'_I—I_'_'_'_'_
miz--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60

8270-BF073019.M Tue Aug 20 12:35:51 2019 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081719\
Data File : BF116349.D

Acq On 17 Aug 2019 11:36

Operator : HP/JU

Sample - K4208-01

Misc :

ALS Vial : 3 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 67.3 ng 2942080 1 6.81 874052 20.0
n-Hexadecanoic acid 11.85 4.0 ng 267088 4 11.33 1343940 20.0
1-Decanol, 2-octyl- 13.79 7.9 ng 425590 5 13.97 1073540 20.0
Heneicosane 14.11 3.5 ng 185239 5 13.97 1073540 20.0
Heptadecane, 9-oc... 14.41 9.6 ng 512579 5 13.97 1073540 20.0
Eicosane 14.71 8.5 ng 1038240 6 15.43 2440510 20.0
2-methyloctacosane 15.04 11.5 ng 1403720 6 15.43 2440510 20.0
Hexacosane 15.82 9.8 ng 1196600 6 15.43 2440510 20.0
Heptacosane 16.30 5.5 ng 677785 6 15.43 2440510 20.0
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