LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080719\
Data File : BF116053.D

Aca On : 7 Aug 2019 18:27

Operator : HP/JU

Sample : K4142-01

Misc :

ALS Vial : 17 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: BF116054.D
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.140 3 9 19 rVB 2815181 3978930 100.00% 12.356%
2 4.581 420 424 438 rBV 297238 374223 9.41% 1.162%
3 5.069 504 507 519 rBV 33201 48622 1.22% 0.151%
4 5.469 571 575 599 rBY 1781802 1847192 46.42% 5.736%
5 6.475 742 746 766 rBVY 1206532 1326296 33.33% 4.119%
6 6.616 766 770 773 rBVY 3287212 2976113 74.80% 9.242%
7 6.839 805 808 817 rBV 814463 767664 19.29% 2.384%
8 6.998 831 835 853 rBVY 2892470 2738082 68.81% 8.503%
9 7.404 900 904 922 rBVY 2087830 2301187 57.83% 7.146%
10 8.122 1022 1026 1048 rBV 921472 962849 24.20% 2.990%

11 9.198 1204 1209 1212 rBV 4049919 3939717 99.01% 12.234%
12 9.592 1272 1276 1282 rBV 188927 204434 5.14% 0.635%
13 9.875 1320 1324 1339 rVB 1170367 1118923 28.12% 3.475%
14 10.669 1454 1459 1475 rBV 1948786 2262762 56.87% 7.027%
15 11.363 1573 1577 1586 rBV 1091707 1079669 27.13% 3.353%

16 12.945 1841 1846 1849 rBV 3908272 3718531 93.46% 11.548%
17 13.845 1995 1999 2015 rBV3 101205 294350 7.40% 0.914%
18 14.004 2022 2026 2034 rVB 685314 702553 17.66% 2.182%

19 14.157 2048 2052 2057 rBV 36896 39829 1.00% 0.124%
20 14.462 2100 2104 2107 rBVZ2 72514 70802 1.78% 0.220%
21 14.762 2152 2155 2160 rBV 81059 88786 2.23% 0.276%

22 15.098 2208 2212 2218 rBV 107638 115828 2.91% 0.360%
23 15.474 2271 2276 2287 rBV 639082 929838 23.37% 2.888%
24 15.904 2344 2349 2356 rVB 96760 149104 3.75% 0.463%
25 16.398 2428 2433 2438 rBV2 60003 110395 2.77% 0.343%

26 16.980 2527 2532 2543 rVB3 25218 55097 1.38% 0.171%

Sum of corrected areas: 32201776
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080719\
Data File : BF116053.D

Aca On : 7 Aug 2019 18:27

Operator : HP/JU

Sample : K4142-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073019.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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\BF080719\
Data File : BF116053.D

Aca On : 7 Aug 2019 18:27

Operator : HP/JU

Sample : K4142-01

Misc :

ALS Vial : 17 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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.14 103.66 ng 3978930 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 9 (2.140 min): BF116053.D (-3) (-) m/z 73.05 100.00%
7B
5000 ]\
43
55 87 o
37 | &7 2.20 2.30 2.40 2.50 2.60
bbb O e M/Z 43.00  34.72%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 USRS AN AR LA
43 2.20 2.30 2.40 2.50 2.60
87 m/z 87.05 26.17%
0 M\\ 37\\\ 49 67, 101
mz> 20 30 40 50 60 70 80 80 100 110 120 130
Abundance
73
87 USRS AN UL LA
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.00 24 _.22%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R RN ERE I EE S
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.70%
5000 43
58
0'w'”“ﬁ'“l“'w'“'w'“l”'w'“tw'“l“'w'“'w'“|“" USRS A UL LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116053.D

Aca On : 7 Aug 2019 18:27

Operator : HP/JU

Sample : K4142-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 3 unknown6.62 Concentration Rank 2

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

6.62 77.54 ng 2976110 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 771 (6.622 min): BF116053.D (-766) (-) m/z 132.00 100.00%
5000
68
40 % m‘ 620 640 6.60 6.80 7.00
ol | frer | asus g "m/z 68.00 34.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R L UL LR
o7 6.20 6.40 6.60 6.80 7.00
117 m/z 134.00 34.01%
79
0....|.... ‘.“l‘.‘.“l‘ .8.8..|1.0.6..|... e
m/z--> 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 23.13%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 69.00 13.66%
5000 0
31 52
oLl 61| 8 | 106116 |
m/z--> 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\BF080719\
Data File : BF116053.D

Aca On : 7 Aug 2019 18:27

Operator : HP/JU

Sample : K4142-01

Misc :

ALS Vial : 17 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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 8.38 ng 294350 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 n-Nonadecanol-1 284 C19H400 001454-84-8 87
5 1-Heptacosanol 396 C27H560 002004-39-9 87

Abundance Scan 1998 (13.839 min): BF116053.D (-1995) (-) m/z 57.00 100.00%

57

5000

-

13.60 13.80 14.00 14.20
m/z 43.00 86.43%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205392: Trichloroacetic acid, hexadecy! ester

69

:

5000 LIRS
13.60 13.80 14.00 14.20
125 m/z 55.00 65.39%
0 2 153 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
e
13.60 13.80 14.00 14.20
5000 11 m/z 83.00 62.48%
29 139

167 195 222 250 280 308 336

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol e
55 83 13.60 13.80 14.00 14.20
m/z 71.00 58.21%
5000
29
o il 167 196 224 252 280 308
AsaanseaassEieae e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116053.D

Aca On : 7 Aug 2019 18:27

Operator : HP/JU

Sample : K4142-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 9

R.T. EstConc Area Relative to ISTD R.T.
14 .46 2.02 ng 70802 Chrysene-di12 14.00
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 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Docosane 310 C22H46 000629-97-0 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2104 (14.462 min): BF116053.D (-2100) (-) m/z 57.00 100.00%
57
5000
1420 14.40 14.60 14.80
[ I m/z 71.05 73.99%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 L B B SR U
mmmmmmmm
29 m/z 43.00 66.85%
113 141
oLl h i j | | X4 169 197 225 253 281 309 337 365 3%4
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance
57
o 1420 14.40 14.60 14.80
5000 m/z 85.00 57.71%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 150 260 2éo 360 3éo '
Abundance #185535: Heptadecane, 9-octyl- B o S e m S
57 14.20 14.40 14.60 14.80
m/z 55.00 26.84Y%
5000 85
oL 3 ““ J ﬂlf3dlﬂl‘169 197 23 267 204 323 352
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&'30 ' 14.20 14. 40 14. 60 14 I80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116053.D

Aca On : 7 Aug 2019 18:27

Operator : HP/JU

Sample : K4142-01

Misc :

ALS Vial : 17 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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.10 2.49 ng 115828 Perylene-di12 15.47
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 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2212 (15.098 min): BF116053.D (-2208) (-) m/z 57.00 100.00%
57
85
5000
] 900 00 o o 50 15,00 15,20 1540
ol b b S0, 2 e m/z 71.00 72.62%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R DA SR B B
14.80 15.00 15.20 15.40
m/z 43.00 63.06%
29 113
0 J ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 56.10%
0 37 13 141 169 197 239 267 204 303 352
RIS UL UL UL UL S UL SR
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane B B A AR B e R
57 14.80 15.00 15.20 15.40
m/z 41.00 22.72%
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 ' 1&80 1550 1520 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116053.D

Aca On : 7 Aug 2019 18:27

Operator : HP/JU

Sample : K4142-01

Misc :

ALS Vial : 17 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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.90 3.21 ng 149104 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2348 (15.898 min): BF116053.D (-2344) (-) m/z 57.00 100.00%
R AR SRR BN B
141 15.60 15.80 16.00 16.20
o 169,197 m/z 71.00 77.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 L AR SUAUSR B SRR
15 60 15. 80 16. 00 16. 20
13 m/z 43.00 58.33%
oL ““““\‘\ i 41 169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 2éo 360 3éo 460
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.00 52.65%
. 29 113 141 169 107 225 253 205 323 367
m/z--> §o 160 150 260 250 360 3éo 460
Abundance #185535: Heptadecane, 9-octyl- B m N R
57 15.60 15.80 16.00 16.20
m/z 55.00 22.77%
- i MWA«N\/
oL 31 L || (118141 160 197 2 267 204 323 352
m/z--> §o 160 1éo 260 2éo 360 3éo 460 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116053.D

Aca On : 7 Aug 2019 18:27

Operator : HP/JU

Sample : K4142-01

Misc :

ALS Vial : 17 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 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.40 2.37 ng 110395 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2433 (16.398 min): BF116053.D (-2428) (-) m/z 57.00 100.00%
57
85
5000
RIS B SN
141 169 16.00 16.20 16.40 16.60 16.80
0 J,IJH ol o 278 m/z 71.00 76.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 AR SRR A I
16. oo 16. 20 16 40 16. 60 16. 80
29 m/z 43.00 59.80%
oL w“‘“‘J‘ j L ‘141 169 197 225 253 281 309 337 365 394
m/z--> §o 100 150 260 2%0 360 3éo 460
Abundance
57
16.00 16.20 16.40 16.60 16.80
5000 85 m/z 85.05 56.22%
113 141
0 29 169 197 225 253 281 309 337 365 393 422
L L L L L L L L L L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane T
57 16.00 16.20 16.40 16.60 16.80
m/z 99.00 25.05%
5000 85
113
oL 2| Ly L Mt ae0 211 239 267 205 323 352
m/z--> §o 160 1éo 260 250 360 3éo 460 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080719\
Data File : BF116053.D

Acq On : 7 Aug 2019 18:27

Operator : HP/JU

Sample : K4142-01

Misc :

ALS Vial : 17 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]
Butane, 2-methoxy... 2.14 103.7 ng 3978930 1 6.84 767664 20.0
unknown6 .62 6.62 77.5 ng 2976110 1 6.84 767664 20.0
Trichloroacetic a... 13.84 8.4 ng 294350 5 14.00 702553 20.0
Octacosane 14.46 2.0 ng 70802 5 14.00 702553 20.0
Heneicosane 15.10 2.5 ng 115828 6 15.47 929838 20.0
Triacontane 15.90 3.2 ng 149104 6 15.47 929838 20.0
Pentacosane 16.40 2.4 ng 110395 6 15.47 929838 20.0
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