LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096002.D

Aca On 19 Jun 2017 12:57

Operator : SJ/MA

Sample = PB99843BL

Misc :

ALS Vial : 5 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-BF060517.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 1.557 10 12 65 rvB 1586295 3544280 100.00% 16.087%
2 4.516 511 515 535 rBV 57203 196047 5.53% 0.890%
3 5.198 627 631 659 rBV 962933 1926070 54.34% 8.742%
4 6.875 911 916 927 rBV 1129428 1779855 50.22% 8.079%
5 6.963 927 931 950 rVB 1439144 2222051 62.69% 10.086%

7.304 985 989 1003 rBV 290211 417276 11.77% 1.894%
7.539 1024 1029 1045 rBV 1135866 1592078 44.92% 7.226%
8.228 1141 1146 1174 rBV 736813 1211497 34.18% 5.499%
9.333 1330 1334 1350 rBvV 368923 580291 16.37% 2.634%
11.116 1630 1637 1654 rBV 1789441 2486171 70.15% 11.285%

=
QO ~NO®

11 12.157 1809 1814 1829 rBV2 468020 656241 18.52% 2.979%
12 13.451 2029 2034 2060 rBV 825961 1223726 34.53% 5.554%
13 14.551 2216 2221 2236 rBV 420033 639642 18.05% 2.903%
14 16.792 2597 2602 2606 rBV 231522 247841 6.99% 1.125%
15 16.898 2617 2620 2621 rBV 37686 36418 1.03% 0.165%

16 16.933 2621 2626 2636 rVB2 1780732 2247820 63.42% 10.203%
17 17.721 2755 2760 2765 rBV 156853 172310 4._86% 0.782%

18 18.274 2851 2854 2871 rVV 346098 496063 14.00% 2.252%
19 19.950 3135 3139 3152 rBvV 221057 355852 10.04% 1.615%

Sum of corrected areas: 22031529
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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\BF061917\

BF096002.D

19 Jun 2017 12:57

SJ/MA

PB99843BL

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096002.D

Aca On 19 Jun 2017 12:57

Operator : SJ/MA

Sample = PB99843BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.52 9.40 ng 196047 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 516 (4.522 min): BF096002.D (-511) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 AN SUREE R RRRRE
| 83.1 | 420 4.40 4.60 4.80
Obrrrprrrrprrr e e m/z 59.10 62.47%
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 R AR LR
59.0 420 440 460 480
0
150 4, 1010 m/z 101.10 21.89%
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
43.0
570 420 440 4.60 4.80
5000 m/z 58.00 15.72%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T Eaa s AR
59.0 420 4.40 4.60 4.80
m/z 41.00 9.38%
5000 41.0 N
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096002.D

Aca On 19 Jun 2017 12:57

Operator : SJ/MA

Sample = PB99843BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown6.96 Concentration Rank 2

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

6.96 106.50 ng 2222050 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 930 (6.957 min): BF096002.D (-927) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 500 || 410 %° J ok oho 700 1k
O L S L B e et e SN T m/z 68.10 38.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR SN UL LR
6.60 6.80 7.00 7.20
310 5L0 m/z 134.00 31.39%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.60 680 7.00 7.20
5000 67.0 m/z 66.00 23.08%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! B R e EEEREEE
57.0 132.0 6.60 6.80 7.00 7.20
240 m/z 69.10 15.20%
5000 9go 1160
3 I | .NM _ul pm..‘ﬁ,..“‘. 180 %8?9.
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096002.D

Aca On 19 Jun 2017 12:57

Operator : SJ/MA

Sample = PB99843BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.79 9.99 ng 247841 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 64
4 Butvl 4.8.12-trimethyvl-tridecanoate 312 C20H4002 1000336-63-2 42
5 2-Methyl-1-octadecene 266 C19H38 061868-20-0 35
Abundance Scan 2602 (16.792 min): BF096002.D (-2597) (-) m/z 56.10 100.00%
56.1
5000
129.1 257.3 |""|""|"”'/\'|""|"
83.1 1571 185.2 213.2 3120 16.40 16.60 16.80 17.00 17.20
Obrr vl - m/z 57.10 57 .84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 |""|""|'/\'/\"|""|"
29.0 16.40 16.60 16.80 17.00 17.20
630 129 m/z 43.05 38.91%
0 “ h “ \‘H\ H\ Ay 157.0 1850 2130 ] 25‘7 02810 312.0
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360
Abundance
56.0
16.40 16.60 16.80 17.00 17.20
5000 m/z 41.10 38.40%
29.0 129.0 257.0
83.0 157.0 185.0 213.0 o830 3120
O R R R A Ll A LAl AR LAl SRR LAl SARSN LARAS LA SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester mmans LS A AR
57.0 16.40 16.60 16.80 17.00 17.20

m/z 55.10 35.52%

5000
239.0

29.0
85.0 1290
e, B0 momozae || g s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16.60 16.80 17.00 17.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096002.D

Aca On 19 Jun 2017 12:57

Operator : SJ/MA

Sample = PB99843BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.72 6.95 ng 172310 Chrysene-d12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 Butvl mvristate 284 C18H3602 000110-36-1 59
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 50
4 7-Heptadecanol. 7-methvl- 270 C18H380 055723-93-8 32
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 27

Abundance Scan 2760 (17.721 min): BF096002.D (-2755) (-) m/z 56.10 100.00%
56.1
5000
B e e PP Tae ok
ol S VR IO M N R MY BN s m/z 57.10 62.52%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56.0
5000 A‘I""I""I""I""I
285.0 340.0 17.40 17.60 17.80 18.00
129.0 m/z 43.05 46_47%
3.0 185.0 241.0
ol ‘M“;‘F,\Mh‘lx AL asro” T ase® | auo | |
m/z--> 50 100 150 200 250 300
Abundance
56.0
17.40 17.60 17.80 18.00
0
5000 920.0 m/z 41.10 40.32%
129.0
185.0 284.0
o g0 157.0 255.0
m/z--> 50 100 150 200 250 300
Abundance #177166: Octadecanoic acid, 2-methylpropyl ester
57.0 17.40 17.60 17.80 18.00
m/z 55.10 36.05%
5000
29.0 285.0
830 1290 |
ob— ‘. \I I‘ \JI\ hm I\“JI \“kl. ok ‘h. “. .‘1|57.'0.1£.;‘5..0|21.3'.0.24.:‘L0 : ‘. AL — :?4??
m/z--> 50 100 150 200 250 300 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061917\
Data File : BF096002.D

Acq On 19 Jun 2017 12:57

Operator : SJ/MA

Sample - PB99843BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.52 9.4 ng 196047 1 7.30 417276 20.0
unknown6 .96 6.96 106.5 ng 2222050 1 7.30 417276 20.0
Hexadecanoic acid... 16.79 10.0 ng 247841 5 18.27 496063 20.0
Octadecanoic acid... 17.72 7.0 ng 172310 5 18.27 496063 20.0
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