LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081219\
Data File : BF116186.D

Aca On : 12 Aug 2019 12:38

Operator : HP/JU

Sample : PB122104BL

Misc :

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-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 2.181 8 16 34 rvVB 173773 291339 6.13% 0.824%
2 5.469 571 575 610 rBVY 3154900 3385464 71.24% 9.570%
3 6.475 741 746 764 rBVY 3147989 3542150 74.53% 10.013%
4 6.610 764 769 772 rBV 3496461 3493737 73.51% 9.876%
5 6.834 803 807 819 rVB 916943 814619 17.14% 2.303%

6.987 829 833 853 rBvV 2825270 2942220 61.91% 8.317%
7.398 898 903 923 rBV 2031402 2405744 50.62% 6.800%
8.110 1020 1024 1045 rBV 934932 1052538 22.15% 2.975%
9.186 1202 1207 1223 rBV 3914123 4492113 94.52% 12.698%
9.869 1318 1323 1341 rBV 1278304 1279514 26.92% 3.617%

=
QO ~NO®

11 10.663 1453 1458 1485 rBV 2336897 2830184 59.55% 8.000%
12 11.357 1572 1576 1601 rBV 1190070 1347022 28.34% 3.808%
13 12.939 1840 1845 1848 rBV 4458962 4752485 100.00% 13.434%
14 13.998 2021 2025 2042 rBvV 953639 1137255 23.93% 3.215%
15 14.751 2149 2153 2157 rVB 64578 67983 1.43% 0.192%

16 15.080 2204 2209 2219 rVB 108363 134429 2.83% 0.380%
17 15.463 2266 2274 2296 rBV2 610723 1107509 23.30% 3.131%

18 15.880 2338 2345 2355 rBV 106324 178842 3.76% 0.506%
19 16.374 2423 2429 2435 rBV2 63216 121914 2.57% 0.345%

Sum of corrected areas: 35377061
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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\BF081219\

BF116186.D

12 Aug 2019 12:38

HP/JU

PB122104BL

6 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081219\
Data File : BF116186.D

Aca On : 12 Aug 2019 12:38

Operator : HP/JU

Sample : PB122104BL

Misc :

ALS Vial : 6 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.

2.18 7.15 ng 291339 1,4-Dichlorobenzene-d4 6.83
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 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 16 (2.181 min): BF116186.D (-8) (-) m/z 73.00 100.00%

73.0
5000
43.0
55.0 87.0

220 230 240 250 2.60
e e et e e e | M7z 43.00 34.36%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 UL AR U A N N
43.0 2.20 2.30 240 2.50 2.60
55.0 87.0 m/z 87.00 25.15%
29.0
'I""I""Il"l"l""I""I""I'"'I""I""I""I""I""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 SRR IS R AR B R
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 55.00 23.98%
29.0
SN P M.. Mo ML 910 w20 1es0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl-

73.0 2.20 2.30 2.40 2.50 2.60
m/z 40.95 11.43%

5000 59.0
87.0
43.0
29.0 [y I 102.0
R o o e e R AR s

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\BF081219\
Data File : BF116186.D

Aca On : 12 Aug 2019 12:38

Operator : HP/JU

Sample : PB122104BL

Misc :

ALS Vial : 6 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 unknown6.61 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.61 85.78 ng 3493740 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
Abundance Scan 769 (6.610 min): BF116186.D (-764) (-) m/z 132.00 100.00%
132.0
5000 68.0
20 540 %0 J o5 T ek ok T
|.':8,1-9. doguso oo m/z 68.00 40.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ARSI RS SN R

620 6.40 6.60 6.80 7.00
m/z 134.00 33.62%

31,0 51.0
m/z--> 4 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
e P
6.20 6.40 6.60 6.80 7.00
5000 m/z 65.95 27.27%
7
e Moo | L L
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 16.41%
74.0
116.0
5000 98.0
SN A RER I Y S -
m/z--> 40 60 80 100 120 140 160 180 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\BF081219\
Data File : BF116186.D

Aca On : 12 Aug 2019 12:38

Operator : HP/JU

Sample : PB122104BL

Misc :

ALS Vial : 6 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.08 2.43 ng 134429 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2209 (15.080 min): BF116186.D (-2204) (-) m/z 57.00 100.00%
57.0
85.0
5000
41, 0169 1 14.80 15.00 15.20 15.40
— .J, . 'Il L fl Aor2 202820 m/z 71.05 74.83%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000
14.80 15.00 15.20 15.40
0.0 130 m/z 43.00 61.28%
| |L,J}ﬂmwMWMEmm02%0
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #129490: Eicosane
57.0
85.0 14.80 15.00 15,20 15.40
5000 m/z 85.05 56.58%
29.0 j | J‘Jf 141016901970225025302820
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57.0 14.80 15.00 15.20 15.40
m/z 54.95 23.36%
5000 85.0
290 i || M2 141.0160.0197.0225,02530 _ 205.0323.0 _ 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081219\
Data File : BF116186.D

Aca On : 12 Aug 2019 12:38

Operator : HP/JU

Sample : PB122104BL

Misc :

ALS Vial : 6 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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.88 3.23 ng 178842 Perylene-di12 15.46
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 Heptacosane 380 C27H56 000593-49-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2345 (15.880 min): BF116186.D (-2338) (-) m/z 56.95 100.00%
5%.0
5000
99.1
| l J “ 141.0 183.1 15.60 15.80 16.00 16.20
e b e ’s e m/z 71.05  77.32%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
15.60 15.80 16.00 16.20
99.0 m/z 43.00 61.18%
|Jjjﬂdmw1%onm2mom% 367.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #141426: Heneicosane
57.0
' 15.60 15.80 16.00 16.20
5000 m/z 85.10 57.60%
99.0
ani0) | | | | p4r0 183.0 225026602960
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance #209566: Octacosane
57.0 15.60 15.80 16.00 16.20
m/z 54.95 20.41%
5000
99.0
27,00 | | | 141. 0 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 ' 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081219\
Data File : BF116186.D

Aca On : 12 Aug 2019 12:38

Operator : HP/JU

Sample : PB122104BL

Misc :

ALS Vial : 6 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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.37 2.20 ng 121914 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2428 (16.368 min): BF116186.D (-2423) (-) m/z 57.00 100.00%
57.0
5000
99.0
141.0 16.00 16.20 16.40 16.60
|,I .J..I|| Ld oy 2089 2820 ' "m/z 71.00 81.11%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000

16.00 16.20 16.40 16.60
m/z 43.00 63.79%

99.0
27r0| ] J | L 1410 1830 225.0 281.0 337.0 394.0

it T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R ARERRE RS a
16.00 16.20 16.40 16.60
5000 m/z 85.05 59.82%
99.0
200] | | | | J 110 183.0 225026602960
B e e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 16.00 16.20 16.40 16.60
m/z 55.00 23.74%
5000
99.0
27.0 | 7, 1410 183.0 225.0 267.0 323.0 380.0

m/z--> 50 100 150 200 250 300 350 16. OO 16. 20 16 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081219\
Data File : BF116186.D

Acq On : 12 Aug 2019 12:38

Operator : HP/JU

Sample : PB122104BL

Misc :

ALS Vial : 6 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... 2.18 7.2 ng 291339 1 6.83 814619 20.0
unknown6 .61 6.61 85.8 ng 3493740 1 6.83 814619 20.0
Heneicosane 15.08 2.4 ng 134429 6 15.46 1107510 20.0
Hexacosane 15.88 3.2 ng 178842 6 15.46 1107510 20.0
Octacosane 16.37 2.2 ng 121914 6 15.46 1107510 20.0
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