LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070119\
Data File : BF115329.D

Aca On = 1 Jul 2019 10:30

Operator : HP/JU

Sample : PB121041BL

Misc :

ALS Vial : 3 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-BF062119.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 5.213 551 557 560 rBVY 4994512 5168550 73.63% 9.313%
2 6.248 727 733 736 rBVY 4809271 5358440 76.34% 9.655%
3 6.372 749 754 758 rBVY 5299639 5535320 78.86% 9.974%
4 6.601 790 793 797 rBVY 1633532 1433867 20.43% 2.584%
5 6.760 815 820 823 rBY 4961504 4587978 65.36% 8.267%

7.166 883 889 892 rBV 3345627 3540139 50.43% 6.379%
7.884 1006 1011 1015 rBV 1985254 1833854 26.13% 3.304%
8.966 1188 1195 1198 rBV 6158424 6556215 93.40% 11.813%
9.631 1303 1308 1323 rBV2 2326193 2143065 30.53% 3.862%
10.419 1435 1442 1445 rBV 4203558 4063941 57.89% 7.323%

=
QO ~NO®

11 11.107 1555 1559 1562 rBV 2677568 2276134 32.43% 4.101%
12 12.695 1824 1829 1832 rBV 6934298 7019532 100.00% 12.648%
13 13.730 2000 2005 2008 rBV 2273164 2224384 31.69% 4.008%
14 14.530 2138 2141 2144 rVB 144443 122444 1.74% 0.221%
15 14.830 2189 2192 2196 rVB 241130 235856 3.36% 0.425%

16 15.107 2234 2239 2243 rBV 1895702 2215342 31.56% 3.992%
17 15.165 2246 2249 2254 rVB 325036 367992 5.24% 0.663%

18 15.548 2310 2314 2318 rBV 325821 456397 6.50% 0.822%
19 15.989 2385 2389 2395 rVB 229377 358303 5.10% 0.646%

Sum of corrected areas: 55497753

8270-BF062119.M Tue Jul 02 17:47:21 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070119\
Data File : BF115329.D

Aca On 1 Jul 2019 10:30

Operator : HP/JU

Sample : PB121041BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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: BF115329.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070119\
Data File : BF115329.D

Aca On 1 Jul 2019 10:30

Operator : HP/JU

Sample : PB121041BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknown6.37 Concentration Rank 1

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

6.37 77.21 ng 5535320 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 754 (6.372 min): BF115329.D (-749) (-) m/z 132.00 100.00%
32
5000 68
6 e
40 _ 54 | 75 104 6.00 6.20 6.40 6.60 6.80
Obrrprrrr e Hib ??...'....,..?‘.7,....,.':..,.1.1:‘3.,....,-'...,.. m/z 68.00 39.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR RN RN SRR
6.00 6.20 6.40 6.60 6.80
3 78 m/z 134.00 34 .06%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.00 6.20 6.40 6.60 6.80

5000 67 m/z 66.00 25.53%
41 97
53 117
S Y O V.- | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e e e
132 6.00 6.20 6.40 6.60 6.80

m/z 69.00 15.51%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 6.40 6.60 680

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070119\
Data File : BF115329.D

Aca On 1 Jul 2019 10:30

Operator : HP/JU

Sample : PB121041BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.83 2.13 ng 235856 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2192 (14.830 min): BF115329.D (-2189) (-) m/z 57.00 100.00%
57
85
5000
R AR S BRI B
141 169 207 14.60 14.80 15.00 15.20
| I— ,I. » ||, e e 228274298321344 380406 435 | nyz 71.05  77.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 LRI IS B SULIUL I
14.60 14.80 15.00 15.20
29 m/z 85.10 61.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
o 1460 14.80 15.00 15.20
5000 m/z 43.00 58.87%
29 113
oL L4 L] |77 141 169 197 225 253 296 u~ad~ﬂ\y,f,w\}twﬁhw,A\JAk,\v
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane R RmEEs o
57 14.60 14.80 15.00 15.20
m/z 55.00 21.43%
113
oL 2L L M ae0 211 239 267 205 33 352
m/z--> 50 100 150 2(')0 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070119\
Data File : BF115329.D

Aca On 1 Jul 2019 10:30

Operator : HP/JU

Sample : PB121041BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 4
R.T. EstConc Area Relative to ISTD R.T.
15.17 3.32 ng 367992 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2250 (15.171 min): BF115329.D (-2246) (-) m/z 57.00 100.00%
57
85
5000

14.80 15.00 15.20 15.40

ﬂ d 1141 169197 2390 281 316351 379402425

O——phy B e e e m/z 71.10 73.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L L L LB B B
14.80 15.00 15.20 15.40
29 m/z 85.10 58.59%
oL L4 1)y J / 11f1‘169 197 225 253 296
....,. A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #124147: 2-Bromotetradecane
57
A RN BEEEE TS
8 14.80 15.00 15.20 15.40
5000 > m/z 43.00 56.68%
29
| j \113 UL 197
0 .J.k;...m A
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane B B
57 14.80 15.00 15.20 15.40
m/z 55.00 24 _19%
5000 85
i 113 141 169
ol ) [l 77,141 169 197 225 253 281 300 337 380
e i B L A e B B
m/z--> 50 100 150 200 250 300 350 400 14. 80 15. OO 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070119\
Data File : BF115329.D

Aca On 1 Jul 2019 10:30

Operator : HP/JU

Sample : PB121041BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.55 4.12 ng 456397 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Octadecane 254 C18H38 000593-45-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 2314 (15.548 min): BF115329.D (-2310) (-) m/z 57.00 100.00%

5000

15.20 15.40 15.60 15.80
m/z 71.05  74.77%

41 183 205 267 320 360 406
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

0!

Abundance #185535: Heptadecane, 9-octyl-
517

5000 Sl
15.20 15.40 15.60 15.80

m/z 43.00 59.04%

99
Jdl 141 183 239 261 323

m/z--> CI) 5|0 1CI)O 1é0 200 250 300 350 400 4é0 5CI)O 55|O 6CI)O
Abundance #105885: Octadecane
517
LRI DAL BN SR
15.20 15.40 15.60 15.80
5000 m/z 85.10 52.21%

99
261 | {1 141 183 221254

oA A e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane A Ba e o
57 15.20 15.40 15.60 15.80
m/z 55.00 20.00%
5000

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

L A S I SR e L e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070119\
Data File : BF115329.D

Aca On 1 Jul 2019 10:30

Operator : HP/JU

Sample : PB121041BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.99 3.23 ng 358303 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 87
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 87
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87
Abundance Scan 2389 (15.989 min): BF115329.D (-2385) (-) m/z 57.00 100.00%
57
85
LRI SR SRR SUNRA B
141 183 15.60 15.80 16.00 16.20 16.40
I ,I L ||, 4"y 164199205225244 266287 310 338 376 | 75 71.05  73.37%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 AR DU B SRR B
15. 60 15. 80 16 00 16. 20 16 40
m/z 43.00 53.92%
o33 1| J | 1141 169 197 225 253 281 309 338
m/z--> §0 100 1éo 260 2éo 360 3éo '
Abundance #141426: Heneicosane
57
o 15,60 15.80 16.00 16.20 16.40
5000 m/z 85.10 53.86%
29 113
oL, ||y 77,141 160 197 205 253 296
m/z--> §0 160 1éo 260 250 360 3éo '
Abundance #124147: 2-Bromotetradecane A B o
57 15.60 15.80 16.00 16.20 16.40
m/z 99.10 20.41%
85
5000
29
| 13 94 197 ,/\~NV.4~4»V_PJ\p&,wAN¢M~_Mw“)
Ouu‘uk‘ulu‘ululuu‘uu‘ ||||‘|||| —— T L B e B
m/z--> 50 100 150 200 250 300 350 1560 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF070119\
Data File : BF115329.D

Acq On = 1 Jul 2019 10:30

Operator : HP/JU

Sample : PB121041BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .37 6.37 77.2 ng 5535320 1 6.60 1433870 20.0
Heptadecane 14.83 2.1 ng 235856 6 15.11 2215340 20.0
Heneicosane 15.17 3.3 ng 367992 6 15.11 2215340 20.0
Heptadecane, 9-oc... 15.55 4.1 ng 456397 6 15.11 2215340 20.0
Tetracosane 15.99 3.2 ng 358303 6 15.11 2215340 20.0
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