LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088267.D

Aca On : 22 Jun 2016 23:41

Operator : UM/SJ

Sample : H3660-06

Misc :

ALS Vial : 22 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-BF060716.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 1.724 11 12 48 rVB 673307 1298517 65.05% 7.752%
2 4.730 273 275 287 rBV 276074 429644 21.52% 2.565%
3 5.187 313 315 333 rBVY 1463826 1515588 75.93% 9.048%
4 5.599 349 351 354 rVB 21445 25995 1.30% 0.155%
5 6.262 407 409 411 rBV 1513916 1590256 79.67% 9.494%

6.376 416 419 421 rBV 1409938 1725917 86.47% 10.304%
6.604 437 439 441 rBvV 407548 425113 21.30% 2.538%
6.753 450 452 455 rBV 1315974 1280727 64.16% 7.646%
7.176 487 489 491 rBV 1163762 1117150 55.97% 6.670%
7.885 549 551 554 rBV 600790 601563 30.14% 3.591%

=
QO ~NO®

11 8.970 643 646 648 rBVY 2127088 1996030 100.00% 11.917%
12 9.370 679 681 683 rBv 225945 187942 9.42% 1.122%
13 9.633 702 704 707 rBV 658744 635250 31.83% 3.793%
14 10.422 771 773 776 rBV 987167 976410 48.92% 5.829%

15 10.548 782 784 789 rVB 26211 34351 1.72% 0.205%
16 10.993 821 823 825 rBV 30902 32239 1.62% 0.192%
17 11.108 832 833 836 rBvV 418876 551921 27.65% 3.295%
18 11.416 858 860 863 rBvV 21966 26544 1.33% 0.158%
19 12.696 969 972 974 rBV 1439410 1330525 66.66% 7.944%
20 13.611 1049 1052 1061 rBV 27764 75130 3.76% 0.449%

21 13.737 1061 1063 1066 rBV 349586 440104 22.05% 2.628%
22 15.108 1180 1183 1188 rVB 327445 430807 21.58% 2.572%
23 17.268 1369 1372 1376 rVB5 10594 22097 1.11% 0.132%

Sum of corrected areas: 16749820
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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\BF062216\

BF088267.D

22 Jun 2016 23:41

UmM/sJ

H3660-06

22 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088267.D

Aca On : 22 Jun 2016 23:41

Operator : UM/SJ

Sample : H3660-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.73 20.21 ng 429644 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 275 (4.730 min): BF088267.D (-273) (-) m/z 43.10 100.00%
43
59
5000
101 S U N —
440 460 480 5.00
mnh 51 | | 8.3 | 0
S L A L SR A RN KRR RARLA REAAS SRR LAS) SARAS LRI RARRY m/z 59.10 66.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL UL
59 440 460 480 500
m/z 101.10 25.28%
3} 83 g3 101
L R AR AR RS RARAS RN RERAN RRRAN SRS AL BARAN SRR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 4.80 500
5000 M m/z 58.10 17.36%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #213: Acetone T ....,....
43 440 460 480 5.00
m/z 41.10 9.07%
5000
58
15 o
0'”IJLI”NW”'ﬁl”W'“W'”'P”'P'”P'”I””I”'W”'W'”W'“'I AR AR L LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00

8270-BF060716.M Thu Jun 23 18:51:37 2016

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088267.D

Aca On : 22 Jun 2016 23:41

Operator : UM/SJ

Sample : H3660-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.38 Concentration Rank 1

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

6.38 81.20 ng 1725920 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 419 (6.376 min): BF088267.D (-416) (-) m/z 132.00 100.00%
5000
68
96 TTTTTTT T IIIIIIIIII
40 54 6.00 6.20 6.40 6.60 6.80
o RN 2 R | N—— m/z 134.00  33.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR AN SRR
6.00 6.20 6.40 6.60 6.80
2 78 m/z 68.10 31.58%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
A
74 SRAASE SR AR R
6.00 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.10 19.85%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R A Ram e
132 6.00 6.20 6.40 6.60 6.80
m/z 96.10 12.90%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es fa0s | I | G
m/z--> 60 80 100 120 140 160 180 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088267.D

Aca On : 22 Jun 2016 23:41

Operator : UM/SJ

Sample : H3660-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5-Octadecene, (E)-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
1361 3.41ng 75130  Chrysene-d12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 s-octadecene. (E)- 252 C18H36 007206-21-5 78
2 n-Tetracosanol-1 354 C24H500 000506-51-4 74

3 Carbonic acid. isobutvl octadecv... 370 C23H4603

1000314-61-5 64

4 1-Hexacosanol 382 C26H540 000506-52-5 59
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 47
Abundance Scan 1052 (13.611 min): BF088267.D (-1049) (-) m/z 57.05 100.00%
57 97
125 IIIIIIIIIIIIIIIIIIIIIII
13.20 13.40 13.60 13.80 14.00
Orrrrprrrr et m/z 97.10 96.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104186: 5-Octadecene, (E)-
55
83 A
5000 | AL I LN L L LB L L L
13.20 13.40 13.60 13.80 14.00
29 111 m/z 83.10 95.05%
0 J Il 139 168 195 224 252
RRREALE Laaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
13.20 13.40 13.60 13.80 14.00
5000 83 m/z 55.10 91.10%
18 111
o 66 140 168 196 238 266 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #197139: Carbonic acid, isobutyl octadecy! ester A RREEE RS E ST
13.20 13.40 13.60 13.80 14.00
m/z 43.10 77.76%
5000
111
0 139 168 196 224 253
i IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062216\
Data File : BF088267.D

Acq On : 22 Jun 2016 23:41

Operator : UM/SJ

Sample - H3660-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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... 4.73 20.2 ng 429644 1 6.60 425113 20.0
unknown6 .38 6.38 81.2 ng 1725920 1 6.60 425113 20.0
5-Octadecene, (E)- 13.61 3.4 ng 75130 5 13.74 440104 20.0
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