LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\
Data File : BF114280.D

Aca On : 15 May 2019 12:53

Operator : JU/SJ

Sample : PB119713BL

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-BF051019.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 2.234 20 25 30 rvB 187548 253963 3.42% 0.402%
2 5.498 575 580 583 rBY 6203473 6450743 86.92% 10.220%
3 6.498 744 750 753 rBVY 5846718 6883739 92.76% 10.906%
4 6.628 767 772 775 rBVY 6359140 6580790 88.68% 10.426%
5 6.845 805 809 813 rBVY 1913087 1672592 22.54% 2.650%

7.004 831 836 840 rBV 5346122 5277780 71.12% 8.362%
7.410 899 905 908 rBV 3998863 4451205 59.98% 7.052%
8.128 1022 1027 1047 rBV 2044590 2143743 28.89% 3.396%
6942257 7421236 100.00% 11.758%
9.886 1320 1326 1335 rBV 2135696 2318423 31.24% 3.673%
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11 10.674 1454 1460 1482 rBV 4062386 4523554 60.95% 7.167%
12 11.368 1572 1578 1596 rBV 2397886 2478484 33.40% 3.927%
13 12.957 1841 1848 1851 rBV 6589757 6997886 94.30% 11.087%
14 14.021 2024 2029 2042 rBV 2011364 2165960 29.19% 3.432%
15 14.498 2105 2110 2115 rBV2 88950 104709 1.41% 0.166%

16 14.809 2158 2163 2168 rBV 175436 177146 2.39% 0.281%
17 15.151 2216 2221 2228 rBV 218177 260665 3.51% 0.413%
18 15.521 2278 2284 2297 rBV 1603250 2363032 31.84% 3.744%
19 15.962 2354 2359 2367 rVB 205704 310717 4._.19% 0.492%
20 16.468 2440 2445 2452 rVB2 113218 200726 2.70% 0.318%

21 17.056 2541 2545 2556 rVB4 37348 79600 1.07% 0.126%

Sum of corrected areas: 63116693

8270-BF051019.M Thu May 16 14:42:29 2019 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF051519\

BF114280.D

15 May 2019 12:53

JussJ

PB119713BL

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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\BF051519\
Data File : BF114280.D

Aca On : 15 May 2019 12:53

Operator : JU/SJ

Sample : PB119713BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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.

2.23 3.04 ng 253963 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 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 27
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 24 (2.228 min): BF114280.D (-20) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 87.0
| ‘ 2.20 2.30 2.40 2.50 2.60
bbb et e e e || M/ 43.05 42 .01%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 LA A UL A IR RS B
430 250 2.20 2.30 2.40 2.50 2.60
‘ 87.0 m/z 55.00 30.06%
27.0
0'”|”'w'“'w'hb“'htm'w'“l“'WL“'V'“l”FP%Q'V'“l“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1996: Silane, tetramethyl-
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.05 24 .00%
43.0
ol20 150 290 |1 530 630 | 880
miz--> U h % 3 4 5 e o 8 8 100 110 130
Abundance #8363: 3-Hexanol, 2-methyl-
58.0 73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 15.37%
5000
43.0
0 ‘3‘1‘0 Ll I , 830 970 115.0
RIS L UL I SULILRS UM JULIL SRR IULI UL IS SRS RS B A IUNRINE ORI AN IR IR I
m/z--> 0O 10 20 30 40 50 60 70 80 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\BF051519\
Data File : BF114280.D

Aca On : 15 May 2019 12:53

Operator : JU/SJ

Sample : PB119713BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 78.69 ng 6580790 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 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9

5 Bicyclo[4.2.0]Jocta-1,3,5-triene,... 132 C10H12 028749-81-7 9

m/z 132.00 100.00%

Abundance Scan 772 (6.628 min): BF114280.D (-767) (-)
132.0

5000 68.1

6.20 6.40 6.60 6.80 7.00

o L B e BN B i m/z 68.10 44 .12%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 [TrIr[rirrr{trrr[prrrrprrrs
6.20 6.40 6.60 6.80 7.00
0
310 510 m/z 134.00 34.29%
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
I o o o S R
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 28.80%
41.0 97.0
‘ ‘ 117.0
ool Lo
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 69.05 17.28%
74.0
116.0
5000 98.0
SIS VOO I Y Y ST A ||
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\BF051519\
Data File : BF114280.D

Aca On : 15 May 2019 12:53

Operator : JU/SJ

Sample : PB119713BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.15 2.21 ng 260665 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2221 (15.151 min): BF114280.D (-2216) (-) m/z 57.10 100.00%
51.1
5000
99.0 RPN SUNIR SN B
141.1 1831 14.80 15.00 15.20 15.40
0..”.." el . - S m/z 43.10 64.77%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 R UL UL B B
14.80 15.00 15.20 15.40
‘ m/z 71.10 63.50%
0 2§0| | ,9?0, 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 45_17%
99.0
ol l | .J | 4 1410 1830 2?0680 3080 3520
m/z--> 50 100 150 200 2%0 300 350
Abundance #209566: Octacosane
57.0 14.80 15.00 15.20 15.40
m/z 55.05 23.00%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
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\BF051519\
Data File : BF114280.D

Aca On : 15 May 2019 12:53

Operator : JU/SJ

Sample : PB119713BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.96 2.63 ng 310717 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2359 (15.962 min): BF114280.D (-2354) (-) m/z 57.05 100.00%

00.0 A Y
141.1 15.60 15.80 16.00 16.20
| — ,].J. A gt 1832 23912830 | hsz 71.10  57.89%

57.0
5000 J

m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 LA L N L L

15.60 15.80 16.00 16.20
m/z 43.05 57.76%

99.0
| ] | J1|‘ 141.0 183.0 2250 2810 337.0 394.0

ol A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
Al BB A B RS E
15.60 15.80 16.00 16.20
5000 m/z 85.05 44 _51%
99.0
0259 . Il ||y 1410 1830 2250 267.0 309.0 380.0
= A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane T TR
57.0 15.60 15.80 16.00 16.20
m/z 41.05 21.22%
5000
99.0
o | | 1410 183.0 2250 267.0 3090 351.0 437.0
T T T T T T e e T e e T e T R AR EEEEE T
m/z--> 50 100 150 200 250 300 350 400 15. 60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051519\
Data File : BF114280.D

Acq On : 15 May 2019 12:53

Operator : JU/SJ

Sample : PB119713BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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... 2.23 3.0 ng 253963 1 6.85 1672590 20.0
unknown6 .63 6.63 78.7 ng 6580790 1 6.85 1672590 20.0
Heptacosane 15.15 2.2 ng 260665 6 15.52 2363030 20.0
Octacosane 15.96 2.6 ng 310717 6 15.52 2363030 20.0
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