LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116766.D

Aca On : 3 Sep 2019 12:24

Operator : HP/JU

Sample : PB122720BL

Misc :

ALS Vial : 4 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 2.193 12 18 24 rVB 87453 134685 2.68% 0.339%
2 5.481 571 577 580 rBVY 3968490 4071498 80.91% 10.244%
3 6.481 741 747 750 rBVY 3703177 4335193 86.15% 10.907%
4 6.622 766 771 774 rBV 4438597 4336488 86.17% 10.910%
5 6.845 806 809 813 rBVY 1092049 910587 18.09% 2.291%

7.004 832 836 840 rBV 3461468 3368573 66.94% 8.475%
7.410 899 905 908 rBV 2552954 2763330 54.91% 6.952%
8.127 1022 1027 1031 rBV 1392704 1195424 23.75% 3.008%
1204 1210 1213 rBV 5094415 5032349 100.00% 12.661%
9.880 1320 1325 1329 rBV 1652412 1385150 27.52% 3.485%

=
QO ~NO®
©
N
o
N

11 10.669 1454 1459 1462 rBV 2881151 2728834 54.23% 6.866%
12 11.363 1573 1577 1580 rBV 1631409 1352775 26.88% 3.404%
13 12.951 1841 1847 1850 rBV 4487493 4797994 95.34% 12.072%
14 13.992 2020 2024 2030 rVB 1238686 1054876 20.96% 2.654%
15 14.462 2099 2104 2108 rBV2 82251 90732 1.80% 0.228%

16 14.768 2151 2156 2160 rBV 145206 164665 3.27% 0.414%
17 15.104 2208 2213 2218 rBV 199850 245650 4._.88% 0.618%
18 15.445 2266 2271 2274 rBV 711062 872674 17 .34% 2.196%
19 15.480 2274 2277 2287 rVB 243210 317424 6.31% 0.799%
20 15.909 2344 2350 2361 rVB 195291 315457 6.27% 0.794%

21 16.409 2430 2435 2441 rVB 108117 188730 3.75% 0.475%
22 16.992 2530 2534 2544 rVB4 42144 83128 1.65% 0.209%

Sum of corrected areas: 39746216
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116766.D

Aca On : 3 Sep 2019 12:24

Operator : HP/JU

Sample : PB122720BL

Misc :

ALS Vial : 4 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: BF116766.D
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Abundance TIC: BF116766.D
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Abundance TIC: BF116766.D
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4000000
3000000
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8270-BF083019.M Wed Sep 04 16:28:15 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116766.D

Aca On : 3 Sep 2019 12:24

Operator : HP/JU

Sample : PB122720BL

Misc :

ALS Vial : 4 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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

2.19 2.96 ng 134685 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 18 (2.193 min): BF116766.D (-12) (-) m/z 73.10 100.00%
7B
5000 J\
P 55 & HUAS AR [N IR UL A
| 2.20 2.30 2.40 2.50 2.60
ol el e m/z 43.00 28.37%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AU AR ISR AR R
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.05 26.46%
o ?9 35 10 | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4436: Pentane, 3-methoxy-
73
2.20 2.30 2.40 2.50 2.60
5000 m/z 55.00 22.87%
45
29
o LS er | 101
mz-> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl-
5 73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 14.62%
5000
43
o 37, . 67 | s3 97 115
m/z--> 20 30 40 50 60 70 8 90 100 110 120 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\BF090319\
Data File : BF116766.D

Aca On : 3 Sep 2019 12:24

Operator : HP/JU

Sample : PB122720BL

Misc :

ALS Vial : 4 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 :
TIC Integration Parameters:

C:\DATABASENNIST11.L
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 unknown6.62 Concentration Rank 1

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

6.62 95.25 ng 4336490 1,4-Dichlorobenzene-d4 6.85
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 771 (6.622 min): BF116766.D (-766) (-) m/z 131.95 100.00%
5000 68
40 54 %6 J 620 6.40 6.60 6.80 7.00
ol Jrer [ Ysus o "n/z 68.10  43.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR I UL I I
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.93%
01 U DA UL B
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 gg 116 m/z 66.00 27.81%
) N N W 8 IIﬂQ7ILW 18 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4'dim9thy|' LI L LN L I
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.87%
117
5000
39 91
A Nl
0 |‘||| II\I\I l:::‘::ﬁ: ||||‘|l‘| —— —— —— N
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\BF090319\
Data File : BF116766.D

Aca On : 3 Sep 2019 12:24

Operator : HP/JU

Sample : PB122720BL

Misc :

ALS Vial : 4 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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.77 3.77 ng 164665 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2156 (14.768 min): BF116766.D (-2151) (-) m/z 57.05 100.00%
57
85
5000
LN BRI SUGE
141 14.40 14.60 14.80 15.00
169
ol J, b '1 ll Laoigo2ll 289 288 m/z 71.10 84.29%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 DDA DA DR BN
14.40 14. 60 14. 80 15.00
m/z 85.10 67.67%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57
14.40 14.60 14.80 1500
5000 85 m/z 43.05 56.80%
29 i 13 14
ol b LT gt 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- L B o S SR e
57 14.40 14.60 14.80 15.00
m/z 99.05 25.91%
5000 85
oL 3 ‘} L J11ﬁ3d 141 169 197 %% 267 204 323 352
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1;0 14'40 14. 60 14. 80 15. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116766.D

Aca On : 3 Sep 2019 12:24

Operator : HP/JU

Sample : PB122720BL

Misc :

ALS Vial : 4 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-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.10 5.63 ng 245650 Perylene-di12 15.44
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 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Hexadecane 226 C16H34 000544-76-3 80
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 2212 (15.098 min): BF116766.D (-2208) (-) m/z 57.05 100.00%
57
85
5000
141 169 14.80 15.00 15.20 15.40
oLl l|11‘1 AP 2’ | w/z 71.10 88.14%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R B IO B B
14.80 15.00 15.20 15.40
m/z 85.10 66 .08%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.05 55.59%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- B o w e
57 14.80 15.00 15.20 15.40
m/z 55.00 23.83%
5000 85
ol 3| M3 141 169 197 239 267 294 323 352
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\BF090319\
Data File : BF116766.D

Aca On : 3 Sep 2019 12:24

Operator : HP/JU

Sample : PB122720BL

Misc :

ALS Vial : 4 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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.91 7.23 ng 315457 Perylene-di12 15.44
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 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2350 (15.909 min): BF116766.D (-2344) (-) m/z 57.00 100.00%
7
85
5000
|“ 141 15,60 15.80 16.00 16.20
169 : : : .
o | LA 197 225258 283 885 | ‘m/z 71.10 83.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 R AR N SRR
15 60 15. 80 16. oo 16.20
29 m/z 85.10 64.23%
113 44
ol L, L 169 197 1225 253 281 309 337 365 394
m/z--> §o 160 1éo 200 250 360 3éo 460
Abundance #219831: Triacontane
57
15,60 15.80 16.00 16.20
5000 85 m/z 43.10 53.85%
113 141
NEIREE J | 77,169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 360 3éo 460
Abundance #215181: 2-methyloctacosane R L B e
57 15.60 15.80 16.00 16.20
m/z 99.10 22.45%
- | Lj\\w//
113
N ] ﬂ | 141 169 197 225 267 295 365 393
m/z--> §o 100 150 260 250 360 3éo 460 1560 1580 1600 1620 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116766.D

Aca On : 3 Sep 2019 12:24

Operator : HP/JU

Sample : PB122720BL

Misc :

ALS Vial : 4 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.41 4.33 ng 188730 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2435 (16.409 min): BF116766.D (-2430) (-) m/z 57.10 100.00%
7
85
5000
13 16.00 16,20 16.40 16.60 16.80
141 225 : : : : :
ol ,-.-I.~.J.ll~.'] o ess, e A |  m/z 71.05 86.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 85 SRR DAL A
29 16 00 16. 20 16. 40 16. 60 16 80
m/z 85.10 69.16%
0 J J g 3,141 169 197 225 53 282
m/z--> éo 160 1éo 260 250 300 3éo 460
Abundance #194493: Hexacosane
57
16,00 16,20 16.40 16.60 16.80
5000 85 m/z 43.00 55.28%
29 113 449
ol L b b7 1t 169 107 225 253 295 33 s67
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane AL B B ML
57 16.00 16.20 16.40 16.60 16.80
m/z 55.00 21.21%
5000 85
113 141
ol2 [ iy | i) M2 169 107 225 253 281 309 337 365 393 422 A
m/z--> 50 100 150 200 250 300 350 400 1600 1620 1640 1660 1680
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090319\
Data File : BF116766.D

Acq On : 3 Sep 2019 12:24

Operator : HP/JU

Sample : PB122720BL

Misc :

ALS Vial : 4 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]
Butane, 2-methoxy... 2.19 3.0 ng 134685 1 6.85 910587 20.0
unknown6 .62 6.62 95.3 ng 4336490 1 6.85 910587 20.0
Heneicosane 1477 3.8 ng 164665 6 15.44 872674 20.0
2-methyloctacosane 15.10 5.6 ng 245650 6 15.44 872674 20.0
Octacosane 15.91 7.2 ng 315457 6 15.44 872674 20.0
Eicosane 16.41 4.3 ng 188730 6 15.44 872674 20.0

8270-BF083019.M Wed Sep 04 16:28:17 2019 Page: 9



