LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117240.D

Aca On : 25 Sep 2019 15:18

Operator :© JU

Sample : PB123373BL

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-BF091319.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 2.122 3 6 12 rVB 257106 315704 25.39% 3.296%
2 5.445 567 571 589 rBV 925096 875990 70.46% 9.147%
3 6.457 738 743 756 rBV 921819 985812 79.29% 10.293%
4 6.586 761 765 771 rBVY 1087845 1018744 81.94% 10.637%
5 6.810 800 803 814 rVB 226403 219269 17.64% 2.289%
6 6.969 826 830 834 rBV 855908 755162 60.74% 7 .885%
7 7.375 895 899 914 rBV 560646 610986 49.14% 6.380%
8 8.092 1017 1021 1035 rBV 236661 279945 22.52% 2.923%
9 9.169 1199 1204 1216 rBvV 1348158 1243232 100.00% 12.981%
10 9.563 1268 1271 1276 rBV 39584 42723 3.44% 0.446%

11 9.845 1315 1319 1330 rBV 321171 334351 26.89% 3.491%
12 10.639 1450 1454 1468 rBV 683320 683176 54.95% 7.133%
13 11.333 1568 1572 1581 rBV 303797 303069 24.38% 3.164%
14 12.921 1837 1842 1845 rBV 1107862 1107425 89.08% 11.563%

15 13.810 1988 1993 1995 rBvV2 19214 21207 1.71% 0.221%
16 13.839 1995 1998 2005 rVB 42878 60100 4.83% 0.628%
17 13.974 2018 2021 2031 rBvV 165100 186154 14.97% 1.944%
18 14.127 2041 2047 2053 rBvV 27786 27566 2.22% 0.288%
19 14.433 2093 2099 2102 rBvV 36331 36109 2.90% 0.377%
20 14.733 2145 2150 2154 rBV 53136 55612 4_47% 0.581%
21 15.056 2201 2205 2210 rBV 57953 67769 5.45% 0.708%
22 15.433 2261 2269 2280 rBV 156806 238952 19.22% 2.495%
23 15.851 2333 2340 2346 rBV2 43320 59542 4_.79% 0.622%
24 16.339 2417 2423 2430 rBV2 18549 33870 2.72% 0.354%
25 16.909 2515 2520 2527 rBV5 7182 14796 1.19% 0.154%
Sum of corrected areas: 9577265
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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\BF092519\

BF117240.D

25 Sep 2019 15:18

Ju

PB123373BL

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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\BF092519\
Data File : BF117240.D

Aca On : 25 Sep 2019 15:18

Operator :© JU

Sample : PB123373BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 3

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

2.12 28.80 ng 315704 1,4-Dichlorobenzene-d4 6.81
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 40
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 6 (2.122 min): BF117240.D (-3) (-) m/z 73.05 100.00%
7B
5000
43
55 & HRNRRSE U U LU
49 | 2.20 2.30 2.40 2.50
b e e e mM/Zz 43.05  29.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.20 2.30 2.40 2.50
55 87 m/z 87.05 28.31%
0 ?9 35 1] | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87 HRNRE U U U

220 2.30 2.40 2.50
5000 41 55 m/z 55.00 21.62%

29
ok 1l ML!?M o1, 79 | o7 m2 1
e B e R R B i e e R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8363: 3-Hexanol, 2-methyl- R B EmanaEassE SR
56 73 2,20 2.30 2.40 2.50
m/z 71.05 11.08%
5000
43
31
Ll 371 . 67 ||, 83 97 115
L L - NN M
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2,20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117240.D

Aca On : 25 Sep 2019 15:18

Operator :© JU

Sample : PB123373BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 2 unknown6.59 Concentration Rank 1

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

6.59 92.92 ng 1018740 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 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
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 766 (6.592 min): BF117240.D (-761) (-) m/z 132.00 100.00%
132
5000 68
96 0 AN AR A b o RO
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
o R AR - 1| AN A S | m/z 68.00 37.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 NS AR R

6.20 6.40 6.60 6.80 7.00

0
31 4 51 78 m/z 134.00 32.73%
o | [ P 1y L
R o AR I o B o o R R e RRRE R RS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
e o
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .92%
3B 44 o g7 105
60 78
AN SO . AN OO U R N |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e ,L. AT
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.12%
117
5000
39 91
51 65 77
A P 3 ST B [
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF092519\
Data File : BF117240.D

Aca On : 25 Sep 2019 15:18

Operator :© JU

Sample : PB123373BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.81 2.28 ng 21207 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 80
2 Hexacosane 366 C26H54 000630-01-3 80
3 2-methvloctacosane 408 C29H60 1000376-72-8 80
4 Hentriacontane 437 C31H64 000630-04-6 72
5 10-Methylnonadecane 282 C20H42 056862-62-5 72
Abundance Scan 1993 (13.810 min): BF117240.D (-1988) (-) m/z 56.95 100.00%
g7
85
5000
105
L ‘ | 163 o7 13.40 13.60 13.80 14.00 14.20
oty m/z 71.00 76.88%
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
a3
71
5000
13.40 13.60 13.80 14.00 14.20
m/z 85.10 59.68%
127 155 295
oL 183202 225 253 337
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
13.40 13.60 13.80 14.00 14.20
5000 85 m/z 43.00 56.39%
. ZFJ j |4 )Y 141 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane A R e
57 13.40 13.60 13.80 14.00 14.20
m/z 41.00 33.69%
5000 85
o 29| I ] M2 141 160 197 25 267 205 365 393
m/z--> 50 100 150 200 250 300 350 ' 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\BF092519\
Data File : BF117240.D

Aca On : 25 Sep 2019 15:18

Operator :© JU

Sample : PB123373BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 2,2"-(Ethane-1,2-diylbis(ox... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.84 6.46 ng 60100 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 72
2 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 72
3 2-(2-(2-Methoxvethoxv)ethoxv)eth... 268 C14H2005 1000366-99-1 72
4 3.6.9.12-Tetraoxatetradecane-1.1... 446 C24H3008 1000366-97-0 56
5 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 56
Abundance Scan 1998 (13.839 min): BF117240.D (-1995) (-) m/z 105.00 100.00%
105 149
5000 77
IIIIIIIIIIIIAIIIIIII
51 207 13.60 13.80 14.00 14.20
Ol bt L m/z 149.00 83.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl...
105
149
A
5000 AR I UL UL B
77 13.60 13.80 14.00 14.20
m/z 77.00 44 . 76%
oL1528 Stes | 91 | 118131 | 179193 209 236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #156210: Diethylene glycol dibenzoate
105 149
1360 13.80 14.00 14.20
5000 . m/z 51.00 9.90%
o 27 39 5} ‘ | 122 \ 179192
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate B N mmaay e
105 13.60 13.80 14.00 14.20
149 m/z 97.00 9.48%
59
5000 77
89
oL 15 29 \‘ | | 122135 | 163 179 193 209 | | A | M
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117240.D

Aca On : 25 Sep 2019 15:18

Operator :© JU

Sample : PB123373BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Sulfurous acid, butyl dodec... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.13 2.96 ng 27566 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 80
2 Tetratetracontane 619 C44H90 007098-22-8 72
3 Hexacosane 366 C26H54 000630-01-3 72
4 Tritetracontane 605 C43H88 007098-21-7 72
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 2047 (14.127 min): BF117240.D (-2041) (-) m/z 57.05 100.00%
57
5000
249
99
“ 41 198 ‘ 13.80 14.00 14.20 14.40
o e m/z 71.10 74.72%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #149369: Sulfurous acid, butyl dodecyl ester
5
5000

13.80 14.00 14.20 14.40
m/z 43.00 71.13%

99
ol 2 169 221
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
T
13.80 14.00 14.20 14.40
5000 m/z 85.10 61.19%

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

Oy P e e e e e e e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493:; Hexacosane

57 13.80 14.00 14.20 14.40
m/z 41.00 36.40%
5000
99

N [, 141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117240.D

Aca On : 25 Sep 2019 15:18

Operator :© JU

Sample : PB123373BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.43 3.88 ng 36109 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptacosane 380 C27H56 000593-49-7 86
5 Hexacosane 366 C26H54 000630-01-3 80
Abundance Scan 2098 (14.427 min): BF117240.D (-2093) (-) m/z 57.00 100.00%
57
85
5000
113 141 007 324 14.20 14.40 14.60 14.80
ok L T . A m/z 71.10 82.26%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
14.20 14.40 14.60 14.80
29 m/z 85.10 68.09%
oL | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
14.20 14.40 14.60 14.80
5000 85 m/z 43.05 63.41%
113
N L LT 241 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane e
57 14.20 14.40 14.60 14.80
m/z 55.00 30.25%
85
5000
29 113
oL L by | 717 141 160 197 225 53 296
m/z--> 50 100 150 200 250 300 350 ' 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117240.D

Aca On : 25 Sep 2019 15:18

Operator :© JU

Sample : PB123373BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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.

14.73 4.65 ng 55612 Perylene-d12 15.43

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2149 (14.727 min): BF117240.D (-2145) (-) m/z 57.05 100.00%

g7
85
5000
| " W 1440 14160 1450 1500
ol '".',-....,....,....,....,...., m/z 71.05 82.39%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

14.40 14.60 14.80 15.00
m/z 85.10 59.17%

29 113
oL Lt VM 100 197 225 253 296
A I ., e L e e LA B |
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 58.89%
113
o 2. J‘I“L | 77,141 169 197 225 267 295 365 393
e E e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane B AR S e
57 14.40 14.60 14.80 15.00
m/z 41.00 26.59%
5000 85
23 13 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
=t { R e e e L B I
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF091319.M Thu Sep 26 16:06:06 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092519\
Data File : BF117240.D

Aca On : 25 Sep 2019 15:18

Operator :© JU

Sample : PB123373BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.06 5.67 ng 67769 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Heptadecane 240 C17H36 000629-78-7 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 80
Abundance Scan 2206 (15.062 min): BF117240.D (-2201) (-) m/z 57.05 100.00%
57
85
5000
l| U3 a1 e 14,80 15.00 15.20 1540
S e m/z 71.05 92.95%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 14.80 15.00 15.20 15.40
m/z 85.05 71.70%
0 %9 { | 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85 14.80 15.00 15.20 15.40
5000 m/z 43.00 60.64%
29
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R B e
57 14.80 15.00 15.20 15.40
m/z 69.00 27 .42%
85
5000
29 113
oL L1 160 107 225 253 296
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\BF092519\
Data File : BF117240.D

Aca On : 25 Sep 2019 15:18

Operator :© JU

Sample : PB123373BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 2-methyltetracosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.85 4.98 ng 59542 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 90
2 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 86
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 86
Abundance Scan 2340 (15.851 min): BF117240.D (-2333) (-) m/z 57.10 100.00%
57
5000
\ 141 160 208 - " 15.60 15.80 16.00 16.20
ol |.|. e || m/z 71.10  88.65%
m/z--> 50 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
57
5000
15.60 15.80 16.00 16.20
m/z 43.10 67.71%
29 113
oL 1, (141 169 197 225 253 309 337
m/z--> 50 100 150 200 250 300 350
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43
" 15.60 15.80 16.00 16.20
5000 1 m/z 85.10 64.47%
Olllll}ltl\llleslly':mz |21|7””'||””|”'|
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57 15.60 15.80 16.00 16.20
m/z 41.00 23.94%
5000 85
i } 13 141 169
ol d LT MR 169 197 225 253 281 300 g7 360
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\BF092519\
Data File : BF117240.D

Aca On : 25 Sep 2019 15:18

Operator :© JU

Sample : PB123373BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 11 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.34 2.83 ng 33870 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 78
2 Hexatriacontane 507 C36H74 000630-06-8 78
3 Heptacosane 380 C27H56 000593-49-7 64
4 10-Methvlnonadecane 282 C20H42 056862-62-5 59
5 Heneicosane 296 C21H44 000629-94-7 59
Abundance Scan 2423 (16.339 min): BF117240.D (-2417) (-) m/z 71.10 100.00%
7
5000
4 11
1 || 2?8 16.00 16.20 16.40 16.60
-+t m/z 57.00 97 .72%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 RV RS AN aanaas

16.00 16.20 16.40 16.60
m/z 85.10 71.94%

141 183 225 267 309 351 393 435 491 535 574 617

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
517
16.00 16.20 16.40 16.60
5000 m/z 43.00 65.17%

99
26 | ; 141 183 225 281 323 379 421 463 506

O R
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202662: Heptacosane R e e A RRRRE
57 16.00 16.20 16.40 16.60
m/z 99.00 27.23%
5000
Jgg
ol 26 | |77, 141 183 225 267 323 380
e A e e e e e R L S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092519\
Data File : BF117240.D

Acq On : 25 Sep 2019 15:18

Operator : JU

Sample : PB123373BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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... 2.12 28.8 ng 315704 1 6.81 219269 20.0
unknown6 .59 6.59 92.9 ng 1018740 1 6.81 219269 20.0
Heneicosane, 11-(... 13.81 2.3 ng 21207 5 13.97 186154 20.0
2,2"-(Ethane-1,2-... 13.84 6.5 ng 60100 5 13.97 186154 20.0
Sulfurous acid, b... 14.13 3.0 ng 27566 5 13.97 186154 20.0
Octacosane 14.43 3.9 ng 36109 5 13.97 186154 20.0
Heneicosane 14.73 4.7 ng 55612 6 15.43 238952 20.0
Heptacosane 15.06 5.7 ng 67769 6 15.43 238952 20.0
2-methyltetracosane 15.85 5.0 ng 59542 6 15.43 238952 20.0
Tetratetracontane 16.34 2.8 ng 33870 6 15.43 238952 20.0
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