LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091516\
Data File : BF090088.D

Aca On : 15 Sep 2016 13:22

Operator : UM/SJ

Sample : H4761-01

Misc :

ALS Vial : 8 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-BF091516.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 1.701 8 10 25 rvB 237261 548159 16.51% 1.675%
2 3.176 135 139 145 rBvV 23444 53272 1.60% 0.163%
3 4.662 266 269 284 rBV 407447 681230 20.52% 2.082%
4 5.119 306 309 332 rBVY 2679443 3082385 92.86% 9.421%
5 6.193 400 403 406 rBV 2140028 3283414 98.91% 10.036%

6.319 411 414 416 rBV 2441203 3299496 99.40% 10.085%
6.547 432 434 441 rBV 899935 892691 26.89% 2.728%
6.707 445 448 450 rBV 2340635 2609974 78.62% 7.977%
7.119 481 484 486 rBV 1988778 2023019 60.94% 6.183%
7.245 493 495 503 rVB2 18204 39871 1.20% 0.122%

=
QO ~NO®

11 7.839 544 547 549 rBV 905779 1146311 34.53% 3.504%
12 8.913 638 641 644 rBV 3199642 3319568 100.00% 10.146%
13 9.313 674 676 679 rBVY 1518893 1325129 39.92% 4 _050%
14 9.576 697 699 702 rBV 1470626 1333787 40.18% 4._077%

15 10.011 734 737 738 rBV2 26995 42631 1.28% 0.130%
16 10.365 765 768 770 rBVY 1672815 2150798 64.79% 6.574%
17 10.502 779 780 786 rVB 56232 70352 2.12% 0.215%
18 10.948 817 819 821 rBV 54395 49595 1.49% 0.152%
19 11.051 825 828 830 rBVY 1030477 1340357 40.38% 4_.097%
20 11.371 854 856 859 rVB 41155 37201 1.12% 0.114%
21 12.628 963 966 969 rBVY 2714851 3047248 91.80% 9.314%
22 13.554 1044 1047 1054 rBV 33332 71570 2.16% 0.219%
23 13.657 1054 1056 1072 rVB 1154486 1287089 38.77% 3.934%
24 14.743 1149 1151 1154 rBV 77935 83524 2.52% 0.255%
25 14.983 1169 1172 1177 rBV 687921 825673 24.87% 2.524%
26 15.405 1207 1209 1212 rBV 47597 73191 2.20% 0.224%
Sum of corrected areas: 32717535
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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:\HPCHEM1I\BNA F\DATA\BF091516\

BF090088.D

15 Sep 2016 13:22

UM/SsJ

H4761-01

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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\BF091516\
Data File : BF090088.D

Aca On : 15 Sep 2016 13:22

Operator : UM/SJ

Sample : H4761-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 3

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

4._.66 15.26 ng 681230 1,4-Dichlorobenzene-d4 6.55
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 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 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 269 (4.662 min): BF090088.D (-266) (-) m/z 43.05 100.00%
a3
59
5000
101 S S——
51 | 83 4.40 4.60 4.80 5.00
O m/z 59.10 61.47%
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
59 4.40 4.60 4.80 5.00
m/z 101.10 23.74%
31 83 g3 101
0'“l“'WH“ﬁ““ﬁ““'v”'v'”v'“lﬁ“l““”““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.40 4.60 4.80 5.00
5000 M m/z 58.05 18.62%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl-
43 4.40 4.60 4.80 5.00
m/z 41.10 8.17%
5000
101
15
A |
0'“v“'v”m'“wH'WH“l“”b'“wgﬁw“'b“w'“WH'W““l““l U IR L L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091516\
Data File : BF090088.D

Aca On : 15 Sep 2016 13:22

Operator : UM/SJ

Sample : H4761-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 unknown6.32 Concentration Rank 1

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

6.32 73.92 ng 3299500 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 12
5 Amphetaminil 250 C17H18N2 017590-01-1 12

Abundance Scan 414 (6.319 min): BF090088.D (-411) (-) m/z 132.10 100.00%
132
5000
68
% 6.00 620 640 6.60
40 54 : : : :
oL, ,,| qrer | sus ) m/z 134.10  33.97%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRS AR AR
6.00 6.20 6.40 6.60
2 51 78 m/z 68.10 33.26%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 620 640 6.60
5000 gg 116 m/z 66.05 19.93%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R B L
132 6.00 6.20 6.40 6.60
m/z 96.10 13.75%
5000 67
41 97
53
T
ol bl ie8 a0 | N | W
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091516\
Data File : BF090088.D

Aca On : 15 Sep 2016 13:22

Operator : UM/SJ

Sample : H4761-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 Heneicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.74 2.02 ng 83524 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Hexatriacontane 507 C36H74 000630-06-8 80

Abundance Scan 1151 (14.743 min): BF090088.D (-1149) (-) m/z 57.05 100.00%
57
85
5000
| l113 141 208 14.40 14.60 14.80 15.00
o I 0 . m/z 71.10 76.74%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 '|'K R N B |f\" A
14.40 14.60 14.80 15.00
m/z 85.10 59.15%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
14.40 14.60 14.80 15.00
5000 g5 m/z 43.10 53.85%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane LA L L L L L N I
57 14.40 14.60 14.80 15.00
m/z 55.10 21.14%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 351;0 ' 14.40 14.60 14.80 15.00

8270-BF091516.M Thu Sep 22 17:21:55 2016

Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091516\
Data File : BF090088.D

Acq On : 15 Sep 2016 13:22

Operator : UM/SJ

Sample : H4761-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091516 .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 .66 15.3 ng 681230 1 6.55 892691 20.0
unknown6 .32 6.32 73.9 ng 3299500 1 6.55 892691 20.0
Heneicosane 14.74 2.0 ng 83524 6 14.98 825673 20.0
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