LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF120117\
Data File : BF101068.D

Aca On : 1 Dec 2017 17:31

Operator : SJ/JU

Sample : 16641-01

Misc :

ALS Vial : 14 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:\HPCHEM1I\BNA F\METHODS\8270-BF113017.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 5.081 506 509 520 rBV 57657 76734 5.04% 0.674%
2 5.475 571 576 579 rBVY 1251358 1302030 85.53% 11.428%
3 6.487 742 748 758 rBY 1233794 1360091 89.35% 11.938%
4 6.622 766 771 774 rBV 1524983 1378900 90.58% 12.103%
5 6.846 806 809 813 rBV 381053 303907 19.96% 2.667%
6 7.004 832 836 839 rBVY 1256262 1060114 69.64% 9.305%
7 7.416 901 906 909 rBV 870804 820032 53.87% 7.198%
8 8.128 1023 1027 1031 rBV 500280 395253 25.97% 3.469%
9 9.204 1205 1210 1213 rBV 1827526 1522240 100.00% 13.361%
10 9.598 1273 1277 1279 rBV 45528 40054 2.63% 0.352%

11 9.886 1322 1326 1329 rBV 501489 421100 27.66% 3.696%
12 10.675 1456 1460 1466 rBV 768987 660143 43.37% 5.794%
13 11.375 1575 1579 1582 rBV 416224 357585 23.49% 3.139%
14 12.957 1844 1848 1851 rBV 1138129 1012578 66.52% 8.888%
15 13.839 1995 1998 2003 rBV3 31561 36051 2.37% 0.316%

16 14.016 2024 2028 2031 rBV 392019 327665 21.53% 2.876%
17 15.486 2273 2278 2283 rBV 248576 300912 19.77% 2.641%
18 16.421 2433 2437 2442 rBVS8 12521 17709 1.16% 0.155%

Sum of corrected areas: 11393098
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

BF101068.D
1 Dec 2017 17:31
SJ/JuU
16641-01
14 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101068.D
6.62
1500000
5.47 6.49 7.00
1000000
7.42
500000
6.85
5.08
O LA s e e o e e L s e o e e e LA e e s e e B e e B T B e ey s s
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF101068.D
9|20
1500000
12.96
1000000
10.67
500000 8.13 9.89 11.37
9.60
'ttt =
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF101068.D
1500000
1000000
500000 14.02
15.49
13.84 K 16.42
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF120117\
Data File : BF101068.D

Aca On : 1 Dec 2017 17:31

Operator : SJ/JU

Sample : 16641-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.08 5.05 ng 76734 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 509 (5.081 min): BF101068.D (-506) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 ...|....|....|....|."...
| 82.9 4.80 5.00 520 5.40
o SEEEESY 1 PESBSSSEROY W 1RSSR MRS m/z 59.10 57.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL A R IR
4.80 5.00 520 5.40
59.0 1010 m/z 101.10 19.54%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 13.47%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R e
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.44%
5000
101.0
o 150 om0 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF120117\
Data File : BF101068.D

Aca On : 1 Dec 2017 17:31

Operator : SJ/JU

Sample : 16641-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF113017.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 90.74 ng 1378900 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 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 771 (6.622 min): BF101068.D (-766) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 540 °1 520 640 Gk0 68 700
0 : B E e m/z 68.10 38.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 I L UL LU I
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.90%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 ggo 1160 m/z 66.10 24.12%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R e B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.45%
5000
63.0 81.0
0 3]\-0 SQO 1 \\‘ 1l | ‘\ | 990 ‘11%0 |
m/z--> 40 60 80 100 120 140 160 180 6.0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF120117\
Data File : BF101068.D

Aca On : 1 Dec 2017 17:31

Operator : SJ/JU

Sample : 16641-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.84 2.20 ng 36051 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 1998 (13.839 min): BF101068.D (-1995) (-) m/z 43.10 100.00%
43.1| 83.1
5000
25.0 326.0 HRIR UURN SUNILE BRI SR
I | || 19%.0 I' 13.60 13.80 14.00 14.20
ob——+h - m/z 57.10 99.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131393: n-Nonadecanol-1
43.0 83.0
5000 LRI IR BULELLE BRI B
13.60 13.80 14. oo 14 20
r250 m/z 55.00 97 .08%
ol L -‘H‘. L 1680 2070280
m/z--> 50 100 150 200 250 300 350 400
Abundance
5.0 oo g
13.|60 13.|80 14.'00 14.'20
5000 m/z 83.10 91.38%
0l 19.0 1390 4899 224.0 2660
m/z--> §0 160 150 200 250 300 3%0 460
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester b RRREE EEE A
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.05 88.70%
5000
169.0
o260 J || ‘xﬁ 1380 | 2100 2550 406.0
m/z--> 5'0 1(')0 1&1,0 2(')0 251,0 3(')0 351,0 4(')0 13|60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
Data File : BF101068.D

Acq On : 1 Dec 2017 17:31

Operator : SJ/JU

Sample : 16641-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .M
Quant Title : 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]
2-Pentanone, 4-hy... 5.08 5.0 ng 76734 1 6.85 303907 20.0
unknown6 .62 6.62 90.7 ng 1378900 1 6.85 303907 20.0
n-Nonadecanol-1 13.84 2.2 ng 36051 5 14.02 327665 20.0
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