LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098014.D

Aca On : 24 Aug 2017 20:58

Operator : SJ/JU

Sample = 14925-09

Misc :

ALS Vial : 15 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-BF081517.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 4.946 482 486 496 rVB 248412 377770 8.95% 1.191%
2 5.351 549 555 558 rBY 3391555 3923661 92.91% 12.373%
3 6.381 723 730 733 rBVY 3322630 4222997 100.00% 13.317%
4 6.510 746 752 755 rBVY 3502802 3762823 89.10% 11.866%
5 6.734 787 790 794 rBV 810975 739088 17 .50% 2.331%

6.892 813 817 821 rBV 2704639 2536421 60.06% 7.998%
7.304 881 887 890 rBV 2256994 2357583 55.83% 7.434%
8.022 1004 1009 1012 rBV 979626 944695 22.37% 2.979%
9.098 1186 1192 1195 rBV 3296597 3173464 75.15% 10.007%
9.492 1254 1259 1262 rBV 626760 539186 12.77% 1.700%

=
QO ~NO®

11 9.769 1301 1306 1310 rBV 987242 960348 22.74% 3.028%
12 10.563 1434 1441 1444 rBV 2060266 2222333 52.62% 7.008%
13 11.251 1554 1558 1561 rBV 1129818 966314 22.88% 3.047%
14 12.457 1759 1763 1767 rBV 179922 158102 3.74% 0.499%
15 12.686 1795 1802 1805 rBV 186877 184074 4._36% 0.580%

16 12.839 1823 1828 1831 rBV 2767085 2641548 62.55% 8.330%

17 13.733 1976 1980 1986 rBvV3 73542 99158 2.35% 0.313%
18 13.880 2000 2005 2008 rBvV 920601 894159 21.17% 2.820%
19 13.904 2008 2009 2017 rVB 99546 79803 1.89% 0.252%
20 14.892 2173 2177 2185 rBV 71698 128952 3.05% 0.407%
21 15.233 2232 2235 2241 rVV 52507 58400 1.38% 0.184%
22 15.298 2241 2246 2257 rVB 557452 688619 16.31% 2.171%
23 16.657 2472 2477 2486 rBV3 24201 52781 1.25% 0.166%
Sum of corrected areas: 31712279
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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:\HPCHEMI\BNA F\DATA\BF082417\

BF098014.D

24 Aug 2017 20:58

SJ/Ju

14925-09

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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2500000
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B.738.90

TIC: BF098014.D

13.88
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098014.D

Aca On : 24 Aug 2017 20:58

Operator : SJ/JU

Sample = 14925-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.95 10.22 ng 377770 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 487 (4.951 min): BF098014.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 | 460 4.80 5.00 5.20
1NN MM MR NS S m/z 59.00 54.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL UL B
59.0 460 480 500 520
0
150 4, 1010 m/z 101.00 19.96%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520
5000 41.0 m/z 58.00 16.26%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LA L L L L L L
43.0 460 4.80 5.00 5.20
m/z 41.05 8.26%
5000
101.0
15.0
27.0 56.0 71.0 ‘
0'”I””I”mw”””””I”;I”'W”'Wﬁqg”'d”'W”'W”'W”'W“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098014.D

Aca On : 24 Aug 2017 20:58

Operator : SJ/JU

Sample = 14925-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.51 Concentration Rank 1

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

6.51 101.82 ng 3762820 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 752 (6.510 min): BF098014.D (-746) (-) m/z 132.10 100.00%
13R.1
5000 68.1
400 %1 J "ok 6w 650 580
-0 540 : - : :
ol 4820 | Me0 m/z 68.10 46.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IRSENRARE SRS RSN SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.21%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 o oko b
5000 9go 1160 m/z 66.10 28.88%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e e  REARE
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.18%
117.0
5000
91.0
ST A
0 ,.‘...‘,..“‘.,U‘..Jq S A—— .l‘. Y SR S & N —
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF081517.M Fri Aug 25 13:40:28 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098014.D

Aca On : 24 Aug 2017 20:58

Operator : SJ/JU

Sample = 14925-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.22 ng 99158 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 1979 (13.727 min): BF098014.D (-1976) (-) m/z 230.10 100.00%
230.1
5000 57.0 83.0
202.1
1250 1631 13.40 13.60 13.80 14.00
0|||||||||||||| Tl'rl'!'l'!‘r!'ﬂ'l'rl’!'ﬂ'r!‘l’"l‘rﬂ'ﬂ'r" m/Z 83.00 45-84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000 ISR N RN BN UGS
13.40 13.60 13.80 14.00
29.0 m/z 57.05 43.66%
o L] 1390167.0 106.0  238.0 266.0294.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0
1340 13.60 13.80 14.00
5000 111.0 m/z 43.00 34 .15%
29.0

1390 168.0106.0 238.0266.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R a R mamEE L
57.0 83.0 13.40 13.60 13.80 14.00

m/z 69.05 31.59%

139.0
ol 4l 167.0 195.0222.0 250.0 280.0 308.0 336.0

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00

5000
| ‘
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082417\
Data File : BF098014.D

Acq On : 24 Aug 2017 20:58

Operator : SJ/JU

Sample - 14925-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
2-Pentanone, 4-hy... 4_95 10.2 ng 377770 1 6.74 739088 20.0
unknown6.51 6.51 101.8 ng 3762820 1 6.74 739088 20.0
1-Heneicosanol 13.73 2.2 ng 99158 5 13.88 894159 20.0
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