LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115950.D

Aca On : 2 Aug 2019 16:55

Operator : HP/JU

Sample : PB121932BL

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-BF073019.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 2.199 12 19 28 rvB 120888 189069 3.83% 0.491%
2 5.487 573 578 581 rBY 3575348 3641750 73.78% 9.453%
3 6.493 743 749 751 rBVY 3213022 3867472 78.35% 10.039%
4 6.628 767 772 775 rBVY 3879662 3948095 79.98% 10.248%
5 6.851 806 810 820 rVB 1189282 992551 20.11% 2.576%

7.010 832 837 840 rBV 3413027 3226280 65.36% 8.374%
7.416 900 906 909 rBV 2359445 2595131 52.57% 6.736%
8.134 1023 1028 1046 rBV 1246216 1256343 25.45% 3.261%
9.216 1205 1212 1215 rBV 4457846 4660096 94.41% 12.096%
9.892 1322 1327 1344 rBV 1501982 1489672 30.18% 3.867%

=
QO ~NO®

11 10.686 1457 1462 1494 rBV 2700241 2950322 59.77% 7.658%
12 11.380 1576 1580 1599 rBV 1544751 1504044 30.47% 3.904%
13 12.969 1845 1850 1853 rBV 4649965 4936235 100.00% 12.813%
14 14.021 2025 2029 2043 rVB 1255762 1270747 25.74% 3.298%
15 14.786 2154 2159 2163 rBV 103095 110267 2.23% 0.286%

16 15.127 2211 2217 2222 rBV 140074 178844 3.62% 0.464%
17 15.498 2274 2280 2297 rBV2 776291 1293084 26.20% 3.356%
18 15.939 2348 2355 2361 rBV 139401 223406 4_.53% 0.580%
19 16.439 2435 2440 2448 rVB 78657 140017 2.84% 0.363%
20 17.033 2536 2541 2549 rBV3 25430 51807 1.05% 0.134%

Sum of corrected areas: 38525232
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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\BF080219\

BF115950.D

2 Aug 2019 16:55

HP/JU

PB121932BL

4 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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10.69

11.38
8.13

L

Time-->

12.50

11.50

12.00

T
9.50 10.00 10.50 11.00

I
13.00

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF115950.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115950.D

Aca On : 2 Aug 2019 16:55

Operator : HP/JU

Sample : PB121932BL

Misc :

ALS Vial : 4 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 3

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

2.20 3.81 ng 189069 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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (2.199 min): BF115950.D (-12) (-) m/z 73.00 100.00%
7B
5000 43
55 87
2.20 2.30 2.40 2.50 2.60
o..,....,...3.$,|:.'..5,0..|..,....,'.:..,....,....,...., m/z 43.00 34.94%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.00 27.12%
A T T
mz-> 20 30 40 50 60 70 8 9 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B
12.20 2.30 2.40 2.50 2.60
5000 43 m/z 54.95 26.10%
58
0 Nl ‘ | N I ‘
LSRN UL S UL FURLLLS FLRL LN FUL AL LA SR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
7B 2.20 2.30 2.40 2.50 2.60
m/z 71.00 11.73%
5000
45
29
0~ '|""N|" '%?*""ﬁo'?é'l "§?|‘ Ty ""%O}"'I //\
m/z--> 20 30 40 50 60 70 80 90 100 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\BF080219\
Data File : BF115950.D

Aca On : 2 Aug 2019 16:55

Operator : HP/JU

Sample : PB121932BL

Misc :

ALS Vial : 4 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 2 unknown6.63 Concentration Rank 1

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

6.63 79.55 ng 3948100 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Xenon 132 Xe 007440-63-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 772 (6.628 min): BF115950.D (-767) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80 7.00
54 : . . : :
o Qrer lasus Y Tn/z 68.00  40.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
a L
5000 BRSNS
6.20 6.40 6.60 6.80 7.00
33 44 105 m/z 134.00 33.30%
60 70 0 115
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.44%
okl L8 ez | s 189
m/z--> 20 40 60 80 100 120 140 160 180 I
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 16.56%
117
5000
39 91
7 LG e | oy
0||‘||||‘||‘N||“l‘|||‘“|||‘=||“i‘|||‘||l"||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF073019.M Wed Aug 07 11:53:50 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115950.D

Aca On : 2 Aug 2019 16:55

Operator : HP/JU

Sample : PB121932BL

Misc :

ALS Vial : 4 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 4 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.13 2.77 ng 178844 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2217 (15.127 min): BF115950.D (-2211) (-) m/z 56.95 100.00%
57
85
5000
113
141 169 14.80 15.00 15.20 15.40
0,,,.,|.,.|.|l|||.1, A | m/z 71.00  75.98%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.80 15.00 15.20 15.40
m/z 43.00 61.86%
. 29 L “1}311§1 169 197 225 253 295 323 367
m/z--> 50 100 1éo 200 250 300 350
Abundance #202661: Heptacosane
57
14.80 15.00 15.20 1540
5000 85 m/z 85.00 55.73%
29 113 14
ol ) 1 |y 169 197 225 253 261 309 337 380
m/z--> 50 100 1éo 260 250 300 350
Abundance #185535: Heptadecane, 9-octyl- . . S RANEaERREEE ST
57 14.30 15.00 15.20 15.40
m/z 55.00 22 .93%
5000 85
ol 38 J Ly dlﬁ3J1ﬂ1‘169 197 %39 267 204 323 352
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\BF080219\
Data File : BF115950.D

Aca On : 2 Aug 2019 16:55

Operator : HP/JU

Sample : PB121932BL

Misc :

ALS Vial : 4 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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.94 3.46 ng 223406 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 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 2355 (15.939 min): BF115950.D (-2348) (-) m/z 57.00 100.00%
57
85
5000

141 169 197 225 15.60 15.80 16.00 16.20
ol bbb “lll ” s e m/z 71.00 73.18%

T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

15.60 15.80 16.00 16.20
m/z 43.00 58.35%

29
L L “1}311§1 160 107 225 253 205 323 367
] - L e o e e I e e o
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
R EEERER SRS SR
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 56.75%
29
oL .‘J I “113 141 169 197 225 253 281 309 337 380
....,.... A
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 15.60 15.80 16.00 16.20
m/z 55.00 22.63%
85
5000
29 113
oL L. TS 169 197 225 253 2%
ety T T T T R EEREREEE S SRR S
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\BF080219\
Data File : BF115950.D

Aca On : 2 Aug 2019 16:55

Operator : HP/JU

Sample : PB121932BL

Misc :

ALS Vial : 4 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 6 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.44 2.17 ng 140017 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2440 (16.439 min): BF115950.D (-2435) (-) m/z 57.00 100.00%
57
85
5000
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
141 169 207 16.20 16.40 16.60 16.80
o...-.|,-.~l..J.||1|1 e G S — m/z 71.00 75.27%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
16.20 16.40 16.60 16.80
113 m/z 43.00 60.65%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl-
57
16,20 16.40 16.60 16.80
5000 85 m/z 85.00 57 .90%
ol 31 )| 13 141 169 197 29 267 294 323 352
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #141426: Heneicosane
57 16.20 16.40 16.60 16.80
m/z 55.00 24 .03%
85
- L_/\//LM
29 113
oL L L L 1y 140 160 197 225 253 206
m/z--> 50 100 150 200 250 300 350 ' 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\BF080219\
Data File : BF115950.D

Acq On : 2 Aug 2019 16:55

Operator : HP/JU

Sample : PB121932BL

Misc :

ALS Vial : 4 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... 2.20 3.8 ng 189069 1 6.85 992551 20.0
unknown6.63 6.63 79.5 ng 3948100 1 6.85 992551 20.0
Hexacosane 15.13 2.8 ng 178844 6 15.49 1293080 20.0
Heptacosane 15.94 3.5 ng 223406 6 15.49 1293080 20.0
2-methyloctacosane 16.44 2.2 ng 140017 6 15.49 1293080 20.0
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