LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116487.D

Aca On : 23 Aug 2019 19:50

Operator : HP/JU

Sample : PB122453BL

Misc :

ALS Vial : 9 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-BF082319.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 2.246 22 27 38 rvB 231341 350143 9.52% 1.228%
2 5.510 576 582 585 rBVY 2877457 2843753 77.31% 9.971%
3 6.504 745 751 754 rBVY 2926310 3012661 81.90% 10.563%
4 6.651 771 776 779 rBVY 3309208 3049034 82.89% 10.691%
5 6.881 811 815 818 rBV 919432 712622 19.37% 2.499%

7.039 838 842 845 rBV 2921989 2446893 66.52% 8.579%
7.439 904 910 913 rBV 1891194 1913316 52.02% 6.709%
1028 1033 1036 rBV 1007458 933985 25.39% 3.275%
9.233 1210 1215 1218 rBV 3883672 3678243 100.00% 12.897%
9.910 1326 1330 1334 rBV 1189718 1073331 29.18% 3.763%

=
QOO ~NO®
oo
=
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w

11 10.698 1459 1464 1467 rBV 2300443 2015246 54.79% 7.066%
12 11.392 1578 1582 1586 rBV 1224088 1040777 28.30% 3.649%
13 12.980 1847 1852 1855 rBV 3869609 3445992 93.69% 12.083%
14 14.027 2026 2030 2033 rBvV 885006 805381 21.90% 2.824%
15 14.815 2159 2164 2169 rBV 63191 67846 1.84% 0.238%

16 15.156 2217 2222 2227 rVB 81065 91301 2.48% 0.320%
17 15.492 2273 2279 2283 rBV 546180 679617 18.48% 2.383%
18 15.539 2283 2287 2296 rVB 90752 123690 3.36% 0.434%
19 15.980 2356 2362 2371 rVB 76183 114010 3.10% 0.400%

20 16.492 2443 2449 2456 rVB 49684 84257 2.29% 0.295%
21 17.086 2546 2550 2560 rVB5 19119 38151 1.04% 0.134%
Sum of corrected areas: 28520249
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116487.D

Aca On : 23 Aug 2019 19:50

Operator : HP/JU

Sample : PB122453BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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: BF116487.D

3500000 6.65
3000000 5.51 6.50 7.04
2500000
2000000 7.44
1500000
1000000 6.88

500000

OIIIIIIIILJ L R

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF116487.D

3500000
3000000
2500000 10.70
2000000
1500000 oor s

1000000

500000

L -

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF116487.D

3500000

3000000

2500000

2000000

1500000

1000000 14.03

15.49
500000

1482 1516 54 15.98 16.49 17.09
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T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116487.D

Aca On : 23 Aug 2019 19:50

Operator : HP/JU

Sample : PB122453BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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.

2.25 9.83 ng 350143 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 28 (2.251 min): BF116487.D (-22) (-) m/z 73.10 100.00%
(<}
5000
36 | 2.20 2.30 2.40 2.50 2.60 2.70
e e m/Z 43.05  29.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
43 2.20 2.30 2.40 2.50 2.60 2.70
55 87 m/z 87.05 25.39%
29 35 | | 67 ||,
mz-> %0 % 40 % 60 70 8 9 100 110 13 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60 2.70
5000 55 m/z 55.00 22 .39%
J L 79 |, 97 112 129
m/z--> 20 ' ' 50 ' 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60 2.70
m/z 71.10 11.72%
5000
45
29
N S 67 ) 101 N \
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116487.D

Aca On : 23 Aug 2019 19:50

Operator : HP/JU

Sample : PB122453BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknown6.65 Concentration Rank 1

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

6.65 85.57 ng 3049030 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 776 (6.651 min): BF116487.D (-771) (-) m/z 132.00 100.00%
5000 68
40 %6 J " 640 6.60 6.80 7.00
54 . . : :
Jrer [ sus o n/z 68.10  43.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 og 116 N LA RN LSS A
6.40 6.60 6.80 7.00
m/z 134.00 33.29%
8 7 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 28.81%
41 97
53
I
T |“i“| Iw\lwl |‘|“l‘|‘|“|‘|8|8|‘i |1|O§| "‘l : IHI R B e
m/z--> 20 40 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T
132 6.40 6.60 6.80 7.00
m/z 69.10 17.71%
117
5000
29 91
GO W
| ! N Jl m N wl | m
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116487.D

Aca On : 23 Aug 2019 19:50

Operator : HP/JU

Sample : PB122453BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.16 2.69 ng 91301 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2223 (15.162 min): BF116487.D (-2217) (-) m/z 57.05 100.00%
57
5000
99 LRI PR BN BRI I
| 141 193 14.80 15.00 15.20 15.40
s o o o R s e = o o m m/z 71.05 74 .73%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane

5000
14.80 15.00 15.20 15.40

m/z 43.00 59.01%

296

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
LR DR BN D B
14.80 15.00 15.20 15.40
5000 m/z 85.10 55.14%

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

III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane

517 14.80 15.00 15.20 15.40
m/z 55.00 22 .06%

5000

99
26 ] |, 4 183 225 281 337 394

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14. 80 15. 00 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116487.D

Aca On : 23 Aug 2019 19:50

Operator : HP/JU

Sample : PB122453BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.98 3.36 ng 114010 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2362 (15.980 min): BF116487.D (-2356) (-) m/z 57.05 100.00%
57
85
5000 J
113 15,60 15.80 16.00 16.20
141 169 197
...~.,].J..'.“,.".4..',-.-...-,....,..2?1.,....,....,...., m/z 71.05 79.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85
15.60 15.80 16.00 16.20
m/z 43.10 60.83%
113 141
290 14 d | 7,169 197 225 253 281 309 337 365 393 422
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #141426: Heneicosane
57
o 15,60 15.80 16.00 16.20
5000 m/z 85.10 54 _.69%
29 113
UL L 77,242 160 107 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #223852: Hentriacontane
57 15.60 15.80 16.00 16.20
m/z 55.00 23.51%
5000 85
113 141
|7, 141 169 107 225 253 281 309 337 365 437
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(|)O ! 15.|60 15.|80 16.|00 16.|20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116487.D

Aca On : 23 Aug 2019 19:50

Operator : HP/JU

Sample : PB122453BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 2-methyltetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.49 2.48 ng 84257 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 91
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 86
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2449 (16.492 min): BF116487.D (-2443) (-) m/z 57.05 100.00%
g7
85
5000
155 193 16.20 16.40 16.60 16.80
- 1 l| Ly 1 e m/z 71.00 83.43%
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
g7
5000 85
16.20 16.40 16.60 16.80
m/z 43.00 64.63%
29 13 941
| gt 169 197 225 253 309 337
m/z--> 50 100 150 200 250 300 350 '
Abundance #129494: 10-Methylnonadecane
g7
o 16,20 16.40 16,60 16.80
5000 m/z 85.10 60.92%
154
29
11
O N ' S
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57 16.20 16.40 16.60 16.80
m/z 55.00 26.11%
5000 85
29 113 141
L dgy ﬂ | 707 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 2& 250 300 350 ' 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\BF082319\
Data File : BF116487.D

Acq On : 23 Aug 2019 19:50

Operator : HP/JU

Sample : PB122453BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082319_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... 2.25 9.8 ng 350143 1 6.88 712622 20.0
unknown6 .65 6.65 85.6 ng 3049030 1 6.88 712622 20.0
Heneicosane 15.16 2.7 ng 91301 6 15.49 679617 20.0
Triacontane 15.98 3.4 ng 114010 6 15.49 679617 20.0
2-methyltetracosane 16.49 2.5 ng 84257 6 15.49 679617 20.0
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