LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF070620\
Data File : BF120771.D

Aca On : 6 Jul 2020 11:33

Operator : JU/CG

Sample : PB129897BL

Misc : PBBLO2-MDL-WATER

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-BF070220.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 5.463 568 574 577 rBVY 4058741 4651777 86.62% 11.542%
2 6.475 739 746 749 rBVY 3859145 4797140 89.32% 11.903%
3 6.845 806 809 813 rVB 1379285 1152161 21.45% 2.859%
4 7.004 832 836 840 rBVY 4019990 3982484 74.15% 9.882%
5 7.410 900 905 908 rBY 2929300 3158059 58.80% 7.836%

8.128 1023 1027 1031 rVB 1686440 1454398 27.08% 3.609%
9.210 1206 1211 1214 rBV 5147931 5262501 97.99% 13.058%
9.886 1322 1326 1329 rVB 1926444 1589864 29.60% 3.945%
10.675 1455 1460 1463 rBV 3193629 3203138 59.64% 7.948%
11.369 1574 1578 1581 rBV 2088267 1611553 30.01% 3.999%

=
QO ~NO®

11 12.963 1844 1849 1852 rBV 4780796 5370500 100.00% 13.326%
12 14.004 2022 2026 2030 rBV 1538891 1342531 25.00% 3.331%
13 14.798 2157 2161 2167 rBV 107191 103134 1.92% 0.256%
14 15.139 2215 2219 2232 rVB 180565 209157 3.89% 0.519%
15 15.468 2269 2275 2280 rBV 1081697 1180931 21.99% 2.930%

16 15.521 2280 2284 2294 rVB 235688 323647 6.03% 0.803%
17 15.962 2353 2359 2373 rBV 176467 309878 5.77% 0.769%
18 16.468 2438 2445 2464 rVB 143559 292942 5.45% 0.727%
19 17.062 2539 2546 2564 rBV2 71824 185795 3.46% 0.461%
20 17.762 2658 2665 2679 rBV2 41429 120318 2.24% 0.299%

Sum of corrected areas: 40301908
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070620\
Data File : BF120771.D

Aca On : 6 Jul 2020 11:33

Operator : JU/CG

Sample : PB129897BL

Misc : PBBLO2-MDL-WATER

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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: BF120771.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070620\
Data File : BF120771.D

Aca On : 6 Jul 2020 11:33

Operator : JU/CG

Sample : PB129897BL

Misc : PBBLO2-MDL-WATER

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 2 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.14 3.54 ng 209157 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 2219 (15.139 min): BF120771.D (-2215) (-) m/z 57.00 100.00%

57
5000 85

113 14.80 15.00 15.20 15.40
141
...~.|,.-|..l-.|1,.-'.J.:,.l‘?g..?(’?... S m/z 71.10 70.13%

|
m/z--> 50 100 150 200 250 300 350

Abundance #141426: Heneicosane
5|7
85
5000 L L L LB BN L BN |
14.80 15.00 15.20 15.40
m/z 43.10 68.04%
29 113
P ALy T 141 160 107 225 253 296
o o e e B L o e e L e B o o o o
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.00 49.47%
29
13 141 160 107 225 253 205 323 367
— T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane P e
57 14.80 15.00 15.20 15.40
m/z 41.10 23.69%
5000 85
29 113
| I | 770,141 169 197 225 253 281 309 338

T
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\BF070620\
Data File : BF120771.D

Aca On : 6 Jul 2020 11:33

Operator : JU/CG

Sample : PB129897BL

Misc : PBBLO2-MDL-WATER

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Hexacosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.52 5.48 ng 323647 Perylene-di12 15.47
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 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 90

Abundance Scan 2284 (15.521 min): BF120771.D (-2280) (-) m/z 57.05 100.00%
57
5000 85
113 15.20 15.40 15.60 15.80
141
J, WAl reeser  om  h77 71.05 69.55%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 U AL B B DU
15.20 15.40 15.60 15.80
m/z 43.05 65.93%
29 113
| {4 177,141 169 197 225 253 295 323 367
m/z--> 55 160 150 260 2%0 300 3%0 '
Abundance
57
85 15.20 15.40 15.60 15.80
5000 m/z 85.05 49 .09%
29 113
141 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane e 1 I RS-
57 15.20 15.40 15.60 15.80
m/z 55.00 24 .80%
5000 85
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 15.20 15.40 15.60 1580
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070620\
Data File : BF120771.D

Aca On : 6 Jul 2020 11:33

Operator : JU/CG

Sample : PB129897BL

Misc : PBBLO2-MDL-WATER

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Hexatriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.96 5.25 ng 309878 Perylene-d12 15.47
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 Hexatriacontane 507 C36H74 000630-06-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 2359 (15.962 min): BF120771.D (-2353) (-) m/z 57.00 100.00%

5000

15.60 15.80 16.00 16.20
m/z 71.10 70.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane

57 /
5000 85 e e

15.60 15.80 16.00 16.20
m/z 43.10 64.83%

29
]F}%1?1}69197225253 295323 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
57
g5 15.60 15.80 16.00 16.20
5000 m/z 85.00 50.51%
29 113
141169197 225253 296
T T [T A T T
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane R R R o
15.60 15.80 16.00 16.20
m/z 55.00 23.23%
5000
113141169197 225253281309337 379 421449477 506 j

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070620\
Data File : BF120771.D

Aca On : 6 Jul 2020 11:33

Operator : JU/CG

Sample : PB129897BL

Misc : PBBLO2-MDL-WATER

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Sulfurous acid, butyl dodec... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.47 4.96 ng 292942 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 2445 (16.468 min): BF120771.D (-2438) (-) m/z 57.10 100.00%
57
85
5000
113 16.20 16.40 16.60 16.80
141
J, Areoner o  w/z 71.00  67.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #149369: Sulfurous acid, butyl dodecy! ester
57
5000 LR B UL LN S
85 16.20 16.40 16.60 16.80
- m/z 43.10 64 .33%
] ” | J u113 139 169 221
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 16,20 16.40 16.60 16.80
5000 m/z 85.10 54.18%
29
13 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro- R e .
57 16.20 16.40 16.60 16.80
m/z 55.00 24 .30%
5000 85
29
L h ‘U L, 3 141162183 211 230 273 301322343 371 414

m/z--> 50 100 150 200 250 300 350 400 16 20 16. 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070620\
Data File : BF120771.D

Aca On : 6 Jul 2020 11:33

Operator : JU/CG

Sample : PB129897BL

Misc : PBBLO2-MDL-WATER

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.06 3.15 ng 185795 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2546 (17.062 min): BF120771.D (-2539) (-) m/z 57.10 100.00%

57
5000

99 Trr T irrprrrryrrrrjrorl
16. 80 17. 00 17. 20 17. 40

41
- ...||,.'.f.l.-','....2]‘.’?..,.?E.‘? . m/z 71.10 73.95%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
5|7
5000

16.80 17.00 17.20 17.40
m/z 43.10 69.65%

99
J“I 1§1 183 225 267 309 351 437
et e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57

16.80 17.00 17.20 17.40
5000 m/z 85.00 51.60%

97

26 141 183 225 267 309 351 393 435 491 535 574 617

R R = R s e

mz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #141426: Heneicosane L
57 1680 17.00 1720 17.40

m/z 55.00 25.27%

5000
99
260 1)} 141 183 225 296 |

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 80 17. 00 17. 20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070620\
Data File : BF120771.D

Aca On : 6 Jul 2020 11:33

Operator : JU/CG

Sample : PB129897BL

Misc : PBBLO2-MDL-WATER

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.76 2.04 ng 120318 Perylene-d12 15.47
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 Tetratetracontane 619 C44H90 007098-22-8 91
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 2665 (17.762 min): BF120771.D (-2658) (-) m/z 57.00 100.00%
57 ?
5000
99
“ 155 191 17.40 17.60 17.80 18.00
B M m/z 71.05 68.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000 L B BRI IR B B

17.40 17.60 17.80 18.00
m/z 43.05 63.91%

99
| lﬂl 141 183 225 267 309 367
e e e e e e e
mjz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57

17.40 17.60 17.80 18.00

5000 m/z 85.00 51.34%
99
26 141 183 225 296
s s B = o = A
mz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane I
57 17140 17'60 17.80 18.00
m/z 41.00 24 .04%
5000
97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617
b A e e e T e P e S ”........”,.
mz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600 17140 17'60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070620\
Data File : BF120771.D

Acq On : 6 Jul 2020 11:33

Operator : JU/CG

Sample : PB129897BL

Misc : PBBLO2-MDL-WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070220_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]
Heneicosane 15.14 3.5 ng 209157 6 15.47 1180930 20.0
Hexacosane 15.52 5.5 ng 323647 6 15.47 1180930 20.0
Hexatriacontane 15.96 5.3 ng 309878 6 15.47 1180930 20.0
Sulfurous acid, b... 16.47 5.0 ng 292942 6 15.47 1180930 20.0
Hentriacontane 17.06 3.1 ng 185795 6 15.47 1180930 20.0
Tetratetracontane 17.76 2.0 ng 120318 6 15.47 1180930 20.0
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