LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013017\
Data File : BF092642.D

Aca On : 30 Jan 2017 19:16

Operator : SJ/MA

Sample = PB96532BL

Misc :

ALS Vial : 3 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-BF013017.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 4.521 210 213 216 rVB 55274 79121 1.58% 0.188%
2 5.161 265 269 278 rVB 1494212 2107222 42.18% 5.013%
3 5.584 302 306 308 rBVY 3214391 4448675 89.04% 10.583%
4 6.601 392 395 397 rBVY 3648232 3894035 77.94% 9.263%
5 6.727 403 406 409 rBV 3295242 4065560 81.37% 9.671%

6.956 424 426 429 rVB 1057552 956419 19.14% 2.275%
7.116 437 440 443 rBV 3346786 3154245 63.13% 7.503%
7.527 473 476 478 rBV 2534596 2732484 54.69% 6.500%
8.247 537 539 542 rBV 1117920 1248360 24.99% 2.970%
9.333 630 634 636 rBV 4147363 4996171 100.00% 11.885%

=
QO ~NO®

11 9.928 678 686 690 rvv 113994 292667 5.86% 0.696%
12 10.008 690 693 695 rVB 1579304 1510914 30.24% 3.594%
13 10.796 759 762 765 rBV 2462317 2751202 55.07% 6.545%
14 11.493 820 823 825 rBV 1683075 1559225 31.21% 3.709%
15 12.568 911 917 924 rBV6 13325 54154 1.08% 0.129%

16 13.082 959 962 964 rBV 4545951 4866293 97.40% 11.576%
17 14.134 1051 1054 1056 rBV 1394127 1567720 31.38% 3.729%

18 14.979 1123 1128 1130 rBV 258662 411058 8.23% 0.978%
19 15.597 1179 1182 1185 rBV 862738 1341780 26.86% 3.192%

Sum of corrected areas: 42037305
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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\BF013017\

BF092642.D

30 Jan 2017 19:16

SJ/MA

PB96532BL

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013017\
Data File : BF092642.D

Aca On : 30 Jan 2017 19:16

Operator : SJ/MA

Sample : PB96532BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.16 44 _06 ng 2107220 1,4-Dichlorobenzene-d4 6.96
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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 269 (5.161 min): BF092642.D (-265) (-) m/z 43.10 100.00%
431
59.1
5000
ot 480 500 520 540
IR R Y- = SN N B -y R 5
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 2B by sa0 sk
0
150 a0 1010 m/z 101.10 17.80%
0'"I”t'l”'wﬁ”'“ﬂh"l”*'l”"I”"?iq'l”'*ﬂ"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.05 15.95%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 i
Abundance #8114: 3-Hexanol, 4-methyl- e
59.0 4.80 500 5.20 5.40
m/z 41.10 9.00%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘m‘ SOQ“‘ . . 98.0 Jal
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013017\
Data File : BF092642.D

Aca On : 30 Jan 2017 19:16

Operator : SJ/MA

Sample : PB96532BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.73 Concentration Rank 1

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

6.73 85.02 ng 4065560 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 406 (6.727 min): BF092642.D (-403) (-) m/z 132.10 100.00%
130.1
5000 68.1
40.0 %I'l ed 640 6.60 6.80 7.00
01 R I e m/z 68.10 46.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 DAY SN SRR
6.40 6.60 6.80 7.00
310 510 m/z 134.10 31.88%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 29.46%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl AR EEEEE B
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.89%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| RN REE L
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013017\
Data File : BF092642.D

Aca On : 30 Jan 2017 19:16

Operator : SJ/MA

Sample : PB96532BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1,6-Anhydro-.beta.-D-glucop... Concentration Rank 5

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

9.93 3.87 ng 292667 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-._beta.-D-alucopvrano... 162 C6H1005 000498-07-7 72
2 3.4-Altrosan 162 C6H1005 1000129-76-4 53
3 Pentanoic acid 102 C5H1002 000109-52-4 50
4 Heptanoic acid 130 C7H1402 000111-14-8 42
5 L-Mannose, 6-deoxy- 164 C6H1205 003615-41-6 42

Abundance Scan 686 (9.928 min): BF092642.D (-678) (-) m/z 60.00 100.00%
6d.0
5000
73.0
43.1 AR SN RN SR
9.1 1150 9.60 9.80 10.00 10.20
0 : m/z 57.10 43.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60.0
5000 LR L L BN B
73.0 9.60 9.80 10.00 10.20
29.0 m/z 73.05 31.80%
98.0
0"|1"5'9|""‘l""'l‘lh"" ""' \””\‘\“” RN A LA SR LA A LA AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60.0
o 950 950 10,00 1020
5000 m/z 55.95 18.03%

43.0

115.0128.0 1440 1620

%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4158: Pentanoic acid L e R e e e——
60.0 9.60 9.80 10.00 10.20
m/z 43.10 16.76%
5000 73.0
27.0 41.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 960 980 10 00 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013017\
Data File : BF092642.D

Aca On : 30 Jan 2017 19:16

Operator : SJ/MA

Sample : PB96532BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 4

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

14.98 6.13 ng 411058 Perylene-di12 15.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
3 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 78
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 72

5 Trideca-1,7,11-triene-1,1-dicarb. ..

270 C18H26N2

1000161-46-0 53

Abundance Scan 1128 (14.979 min): BF092642.D (-1123) (-)
69.1
5000
137 2
o 39\0,, | _}07 1912 231.3 2732 3413
— A T e B e
m/z--> 50 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000
137.0
0 CLk ﬂroﬂ OU |~ 1910 2310 273.0 341.0 410.0
L T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
5000
137.0
29.0 107.0 192.0  247.0 316 0
ol b by
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0
5000
137.0
0290, | 07.0 |~ 191.0 231.0 273.0 341.0 410.0
e e
m/z--> 50 100 150 200 250 300 350 400

m/z 69.10 100.00%

_

14.60 14.80 15.00 15.20

m/z 81.05 53.56%

%

14. 60 14. 80 15. 00 15.20

m/z 41.05 23.16%

%

14.60 14.80 15.00 15.20

m/z 95.10 15.73%

%

14.60 14.80 15.00 15.20

m/z 137.20 10.35%

E>

14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF013017\
Data File : BF092642.D

Acq On : 30 Jan 2017 19:16

Operator : SJ/MA

Sample - PB96532BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.16 44_.1 ng 2107220 1 6.96 956419 20.0
unknown6.73 6.73 85.0 ng 4065560 1 6.96 956419 20.0
1,6-Anhydro-_beta. .. 9.93 3.9 ng 292667 3 10.01 1510910 20.0
Squalene 14.98 6.1 ng 411058 6 15.61 1341780 20.0
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