LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116964.D

Aca On : 11 Sep 2019 23:21

Operator : HP/JU

Sample : K4819-03

Misc :

ALS Vial : 15 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-BF083019.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 4_.392 388 392 400 rBV 42490 55437 3.73% 0.411%
2 5.439 565 570 581 rBVY 1197541 1217584 82.03% 9.031%
3 6.451 738 742 745 rBVY 1375641 1296312 87.33% 9.615%
4 6.592 762 766 769 rBVY 1620790 1351866 91.07% 10.028%
5 6.822 802 805 815 rBV 442677 360992 24.32% 2.678%
6 6.981 828 832 835 rBY 1213374 1001674 67.48% 7.430%
7 7.381 896 900 920 rBV 925698 826152 55.66% 6.128%
8 8.104 1019 1023 1030 rBV 499769 465352 31.35% 3.452%
9 9.175 1201 1205 1221 rBvV 1741662 1467789 98.88% 10.887%
10 9.569 1268 1272 1287 rBB 144971 143556 9.67% 1.065%

11 9.851 1317 1320 1335 rBB 651423 566697 38.18% 4.204%
12 10.639 1450 1454 1466 rBV 902620 855123 57.61% 6.343%
13 11.333 1568 1572 1582 rBV 622090 583202 39.29% 4_.326%
14 11.857 1659 1661 1669 rBV3 41801 51415 3.46% 0.381%
15 12.639 1791 1794 1800 rBV2 21605 32449 2.19% 0.241%

16 12.915 1837 1841 1844 rBV 1754828 1484391 100.00% 11.011%
17 13.815 1990 1994 2012 rBvV4 84745 232993 15.70% 1.728%
18 13.968 2015 2020 2023 rBV 545647 509967 34.36% 3.783%

19 14.133 2042 2048 2051 rBvV 22127 24141 1.63% 0.179%
20 14.433 2096 2099 2102 rBV 44516 34507 2.32% 0.256%
21 14.733 2147 2150 2153 rBV 69027 56376 3.80% 0.418%
22 14.992 2192 2194 2202 rVB5 12830 23594 1.59% 0.175%
23 15.062 2202 2206 2211 rBV 84769 90538 6.10% 0.672%
24 15.409 2260 2265 2275 rVB 361338 552828 37.24% 4.101%
25 15.856 2337 2341 2347 rBV 51641 81327 5.48% 0.603%
26 16.345 2418 2424 2430 rBV3 34653 65485 4.41% 0.486%
27 16.921 2517 2522 2528 rBV7 15838 29115 1.96% 0.216%
28 17.598 2633 2637 2643 rVBS8 9934 20689 1.39% 0.153%
Sum of corrected areas: 13481551
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116964.D

Aca On : 11 Sep 2019 23:21

Operator : HP/JU

Sample : K4819-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF116964.D
6.59
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116964.D

Aca On : 11 Sep 2019 23:21

Operator : HP/JU

Sample : K4819-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4_.39 3.07 ng 55437 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 80
4 2-Pentene. 3.4-dimethvl- 98 C7H14 024910-63-2 72
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 72

Abundance Scan 392 (4.392 min): BF116964.D (-388) (-) m/z 83.00 100.00%
55 83
5000
43 %8
| s 400 420 440 4.60 4.80
A YL SRS M S m/z 55.10 80.21%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NSRBI SR
98 4.00 4.20 4.40 4.60 4.80
‘ m/z 98.10 33.63%
| ‘ Iy 49I | 61 67 7 | 89 L
miz--> N N A e A AL A
Abundance #3168: 3-Hexen-2-one
83
43 55 400 420 440 4.60 4.80
5000 m/z 43.00 30.00%
29 98
"w'%é'w'ﬂﬂw'?ﬂl“"|“"|“"|'“'|'“'|"“|"”
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3370: 2-Pentene, 2,3-dimethyl-
55 83 4.00 4.20 4.40 4.60 4.80
4l m/z 39.00 19.03%
5000 - 98
69
15 ‘
"'l""'l"*l‘l"'*k m"%?“kl '|§?"i "??l“ l"?%" T ENAADENRRBEARESE SRR
m/z--> 10 20 30 40 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116964.D

Aca On : 11 Sep 2019 23:21

Operator : HP/JU

Sample : K4819-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 2 unknown6.59 Concentration Rank 1

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

6.59 74.90 ng 1351870 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 766 (6.592 min): BF116964.D (-762) (-) m/z 132.00 100.00%
5000 68 L
40 % J 620 6.40 6.60 6.80 7.00
54 : : : : :
qrer lasus o wjz 68.10  40.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRS SRS S S
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.90%
I'"%I!Jl'l'!'Jl""IJ"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80 7.00
5000 og 116 m/z 66.00 25.70%
N ..,....,.?9 II¥Q7 ‘ B - ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 0
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R R e N REEEe n
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.31%
117
5000
39 91
A Nl
| N | ! \ m
m/z--> 20 Jo 60 80 160 120 140 160 180 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\BF091119\
Data File : BF116964.D

Aca On : 11 Sep 2019 23:21

Operator : HP/JU

Sample : K4819-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 9.14 ng 232993 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 Behenic alcohol 326 C22H460 000661-19-8 87
Abundance Scan 1995 (13.821 min): BF116964.D (-1990) (-) m/z 83.10 100.00%
55 83
5000 111 ﬁ
139 208 230 13.60 13.80 14.00 14.20
A m/z 55.00 86.61%
m/z--> 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
5000 LRI BN BN UM B
125 13.60 13.80 14.00 14.20
m/z 69.05 83.58%
L1§3,181 209 236 264 292 320 350 378
m/z--> 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
1360 13.80 14.00 14.20
5000 m/z 57.05 82.66%
29
Ll ” | L J‘ 11‘?7 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol B R s L LM L
55 13.60 13.80 14.00 14.20
m/z 97.05 81.10%
5000
29
Iy 1y L h ‘167 196 238 266 294
m/z--> 50 100 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116964.D

Aca On : 11 Sep 2019 23:21

Operator : HP/JU

Sample : K4819-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 2-Bromo dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.04 ng 56376 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2149 (14.727 min): BF116964.D (-2147) (-) m/z 57.05 100.00%
57
85
5000
4
113 UL N PR B UGS
| 141 e 14,40 14.60 14.80 15.00
el m/z 71.10 83.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100330: 2-Bromo dodecane
57
5000 R A PR BN SRR
a1 14. 40 14.60 14.80 15.00
m/z 85.10 61.30%
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164584: Heptadecane, 9-hexyl-
48
71 14.40 14.60 14.80 15.00
5000 m/z 43.05 53.33%
99 210
| ‘155 182 | 2?9 267 296 323
T s I""I""IIIII AL SRS B DA D D D B A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane R A B
57 14.40 14.60 14.80 15.00
m/z 41.00 26.37%
85
5000
4
113
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 32'0 14. 40 14. 60 14. 80 15. oo '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116964.D

Aca On : 11 Sep 2019 23:21

Operator : HP/JU

Sample : K4819-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 10-Methylnonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.06 3.28 ng 90538 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 87
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Hexacosane 366 C26H54 000630-01-3 83
5 Hentriacontane 437 C31H64 000630-04-6 80
Abundance Scan 2206 (15.062 min): BF116964.D (-2202) (-) m/z 57.05 100.00%
7
5000
4
U3 160187 200 14,80 15.00 15,20 1540
m/z 71.05 97 .03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129494: 10-Methylnonadecane
57
85
5000 4 LA IR DR SURIURI B
14.80 15.00 15.20 15.40
‘ 154 m/z 85.05 71.50%
113
.”PJ”ﬁ..Ph &”h.ﬁwm.wnﬁ,””,”” S L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100330: 2-Bromo dodecane
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.00 59.05%
‘ 169
...,....,...L,..‘u.,w....,...w.1.2..8.,%%.9. R ¥
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane A B I e e S
57 14.80 15.00 15.20 15.40
m/z 99.10 27 .35%
85
5000
4
113
‘ AR 197 225 25368 296
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116964.D

Aca On : 11 Sep 2019 23:21

Operator : HP/JU

Sample : K4819-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.86 2.94 ng 81327 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2342 (15.862 min): BF116964.D (-2337) (-) m/z 57.05 100.00%
57 | o5
5000
1 “ | 1141 169193 ' 15.60 15.80 16.00 16.20
bl '|h Y e m/z 71.05 98.66%
m/z--> 50 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 L DU BRI SO U
15. 60 15. 80 16. oo 16. 20
m/z 85.05 80.29%
29 113 449
14 ﬂ L 169 197 225 253 295 323 367
m/z--> éo 100 150 260 250 360 3%0 460
Abundance #141426: Heneicosane
57
85 15.60 15.80 16.00 16.20
5000 m/z 43.05 63.49Y%
29 113
[ L7408 360 107 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane R B B e
57 15.60 15.80 16.00 16.20
m/z 55.05 28.94Y%
5000 85
113 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> % 1m ﬁo M 250 ﬁo ﬁ)4& 1Mmmmmmwo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116964.D

Aca On : 11 Sep 2019 23:21

Operator : HP/JU

Sample : K4819-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.34 2.37 ng 65485 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2423 (16.339 min): BF116964.D (-2418) (-) m/z 57.00 100.00%
57
85
5000
13 141 o101 16.00 16,20 16.40 16.60
m/z 71.10 73.40%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AU BARSUARER
16. oo 16. 20 16 40 16.60
m/z 85.05 65.25%
29 113
LU L 260 107 225 253 296
m/z--> 55 100 1%0 260 250 360 3éo '
Abundance #185533: Pentacosane
57
16.00 16.20 16.40 16.60
5000 85 m/z 43.05 59.34Y%
113
290 || | | A L f1\169139211 239 267 205 323 352
m/z--> 55 150 200 250 360 3éo '
Abundance #209565: Octacosane R e EEAER R
57 16.00 16.20 16.40 16.60
m/z 99.10 26.39%
5000 85
29 113 141
| ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo ' 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\BF091119\
Data File : BF116964.D

Acq On : 11 Sep 2019 23:21

Operator : HP/JU

Sample - K4819-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
3-Penten-2-one, 4. .. 4.39 3.1 ng 55437 1 6.82 360992 20.0
unknown6 .59 6.59 74.9 ng 1351870 1 6.82 360992 20.0
1-Heptacosanol 13.82 9.1 ng 232993 5 13.97 509967 20.0
2-Bromo dodecane 14.73 2.0 ng 56376 6 15.41 552828 20.0
10-Methylnonadecane 15.06 3.3 ng 90538 6 15.41 552828 20.0
Hexacosane 15.86 2.9 ng 81327 6 15.41 552828 20.0
Heneicosane 16.34 2.4 ng 65485 6 15.41 552828 20.0
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