LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088795.D
Aca On 7 Jul 2016 23:07 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22Ie - 13909-02 LOCATION-15A-9-11
ALS Vial : 24 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-BF063016.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 1.690 8 9 19 rVB 207902 359365 11.53% 1.885%
2 1.815 19 20 48 rVB 1573970 3115549 100.00% 16.346%
3 4.901 286 290 296 rVB 220475 350557 11.25% 1.839%
4 5.336 325 328 330 rBVY 1625815 1667571 53.52% 8.749%
5 6.376 416 419 422 rBV 1299032 1605840 51.54% 8.425%

6.513 428 431 433 rBV 1308974 1742119 55.92% 9.140%
6.742 449 451 453 rBvY 653021 543032 17.43% 2.849%
6.902 462 465 467 rVB 1196529 1355796 43.52% 7.113%
7.302 497 500 503 rBvV 891401 1005687 32.28% 5.277%
8.022 561 563 566 rBvV 620260 624751 20.05% 3.278%

=
QO ~NO®

11 9.108 655 658 660 rBvV 2092212 1847749 59.31% 9.695%
12 9.496 690 692 695 rBvV 235493 225707 7.24% 1.184%
13 9.782 714 717 719 rBV 541945 619364 19.88% 3.250%
14 10.559 783 785 788 rBV 817840 770159 24.72% 4.041%
15 10.696 795 797 801 rVvB 36017 44657 1.43% 0.234%

16 11.142 834 836 837 rBV 47060 41276 1.32% 0.217%
17 11.256 844 846 848 rBV 589001 512445 16.45% 2.689%
18 12.845 982 985 987 rVB 916691 1209144 38.81% 6.344%
19 13.748 1062 1064 1069 rBV 96928 130328 4.18% 0.684%
20 13.885 1072 1076 1078 rBV2 591835 904459 29.03% 4._.745%

21 15.268 1194 1197 1200 rVB 337898 384091 12.33% 2.015%

Sum of corrected areas: 19059646
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\

Data File : BF088795.D

Aca On 7 Jul 2016 23:07

Operator : UM/SJ

ﬁ?ggle i H3909-02 LOCATION-15A-9-11
ALS Vial : 24 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF088795.D
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8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088795.D

Aca On 7 Jul 2016 23:07

Operator : UM/SJ

Sample = H3909-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.90 12.91 ng 350557 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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4.5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 290 (4.901 min): BF088795.D (-286) (-) m/z 43.10 100.00%
43
59
5000
101 IIIIIIIIIIIIIIIIIIII
51 | 83 4.60 4.80 5.00 5.20
Ot e e e e e e m/z 59.10 64 .85%
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
5000 LA L L L LB L LN |
59 4.60 4.80 5.00 5.20
m/z 101.10 26.03%
15 31 ‘ 101
0 ‘ Tl Ly 51 . 83 . ‘
T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
R AR R e
4.60 4.80 5.00 5.20
5000 m/z 58.10 16.12%
101
15 58
o 28 69 84
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 e ARE R
59 4.60 4.80 5.00 5.20
m/z 41.10 9.29%
5000 41
68
150 . 126 147
O e e e e e e e R AR R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO70716\

Data File : BF088795.D

Aca On 7 Jul 2016 23:07

Operator : UM/SJ

ﬁ?ggle i H3909-02 LOCATION-15A-9-11
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 4 unknown6.51 Concentration Rank 2

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

6.51 64.16 ng 1742120 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 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 431 (6.513 min): BF088795.D (-428) (-) m/z 132.00 100.00%
32
5000
68
0 g5 g | e 9|6 104 . 620 640 6.60 6.80
O R e o e L (xR m/z 68.10 34 .28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 ~
5000 RSN AR RS AR
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.98%
138
0'W'”'P'”I”J“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.10 21.44%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- e
132 6.20 6.40 6.60 6.80
m/z 96.10 14.16%
5000
o 15 28 3 82 G 77 90 100 44
iz 1 30 4o B 6 T 85 6 100 130 130 1% 150 620 640 6.60 6.80
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8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088795.D

Aca On 7 Jul 2016 23:07

Operator : UM/SJ

Sample = H3909-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 n-Nonadecanol- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.75 2.88 ng 130328 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol- 284 C19H400 001454-84-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol- 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Heptadecanol- 256 C17H360 001454-85-9 91
Abundance Scan 1064 (13.748 min): BF088795.D (-1062) (-) m/z 55.10 100.00%
55 83
5000 111 NJ\JVVL~’»’_AJA\_[\A,A_,__A_,
139 13.40 13.60 13.80 14.00
0 m/z 57.10 99.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 83
5000 R R A PR B
13 40 13. 60 13.80 14.00
29 m/z 83.05 98.10%
N 139 168 195 238 266
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 43.10 89.64%
29
o 139 167 106 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 RN BEma B
83 13.40 13.60 13.80 14.00
m/z 69.10 83.37%
- /M/M//\
o \“ ‘ 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 40 13. 60 13. 80 14'00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BFO070716\

Data File : BF088795.D

Acq On 7 Jul 2016 23:07

Operator : UM/SJ

ﬁ?ggle i H3909-02 LOCATION-15A-9-11
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : 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... 4.90 12.9 ng 350557 1 6.74 543032 20.0
unknown6 .51 6.51 64.2 ng 1742120 1 6.74 543032 20.0
n-Nonadecanol-1 13.75 2.9 ng 130328 5 13.89 904459 20.0
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