LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089252.D

Acq On : 24 Jul 2016 1:01

Operator : UM/SJ

Sample : H4154-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 height area % max. total
1 1.713 9 11 47 rVB 784145 1582035 100.00% 11.762%
2 4._707 271 273 281 rBvY 37770 65332 4._.13% 0.486%
3 5.164 311 313 333 rBvY 1038771 1355731 85.70% 10.079%
4 6.239 405 407 414 rBV 1153283 1432337 90.54% 10.649%
5 6.353 414 417 419 rBVY 909942 1312443 82.96% 9.757%

6.582 434 437 448 rBvY 200753 266249 16.83% 1.979%
6.730 448 450 453 rBvY 999353 995195 62.91% 7.399%
656790 874260 55.26% 6.500%
7.862 547 549 560 rBV 403228 399814 25.27% 2.972%
8.948 641 644 646 rBV 1281218 1571761 99.35% 11.685%
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11 9.336 676 678 681 rBvV 202616 288561 18.24% 2.145%
12 9.611 699 702 704 rBV 408212 416338 26.32% 3.095%
13 10.399 768 771 773 rBV 563612 759607 48.01% 5.647%

14 10.525 781 782 787 rVB 19931 29501 1.86% 0.219%
15 10.971 819 821 823 rBV 20766 23861 1.51% 0.177%
16 11.085 828 831 833 rBV 313040 350174 22.13% 2.603%
17 12.502 953 955 958 rBV 78655 79524 5.03% 0.591%
18 12.662 967 969 972 rBV 954316 973634 61.54% 7.239%
19 13.211 1015 1017 1019 rBvV2 44703 48107 3.04% 0.358%
20 13.577 1046 1049 1057 rBV 54384 94129 5.95% 0.700%
21 13.702 1057 1060 1067 rBV 239767 246282 15.57% 1.831%
22 14.194 1099 1103 1108 rBvV4 6175 19642 1.24% 0.146%
23 15.040 1175 1177 1180 rBV 146634 230418 14.56% 1.713%
24 15.097 1180 1182 1185 rVB 10152 16358 1.03% 0.122%
25 15.508 1215 1218 1225 rVB4 6025 19455 1.23% 0.145%
Sum of corrected areas: 13450748

8270-BF072016.M Mon Jul 25 17:24:15 2016 Page: 1



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF072316\

BF089252.D

24 Jul 2016 1:01

UM/SsJ

H4154-03

50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089252.D

Acq On : 24 Jul 2016 1:01

Operator : UM/SJ

Sample : H4154-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.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 6

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

4.71 4.91 ng 65332 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetone 58 C3H60 000067-64-1 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 3-Pentanol 88 C5H120 000584-02-1 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 273 (4.707 min): BF089252.D (-271) (-) m/z 43.05 100.00%
43
59
5000
101 R
83 4.40 4.60 4.80 5.00
-t m/z 59.10 63.38%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS RN LA AR AR
59 440 460 480 500
m/z 101.00 22 .15%
o 25 3! 37 | 83 g3 1%
I N UL SRR UL SURIL SURELL SULILL IO SO UL
m/z--> 10 20 40 50 70 80 90 100
Abundance
43
440 460 480 500
5000 m/z 58.10 16.54%
15
58
) 27
G R UL R IS RS IS LS IS RN SRS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3159: 5-Hexen-2-one R A R
43 4.40 4.60 4.80 5.00
m/z 41.10 10.48%
5000
55
0 "'I"”I""I"?TI"??““*'??'”"I'§§'T%'??I§?"I"?ﬁ""l IR SRR SRREE LR
m/z--> 10 20 40 50 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089252.D

Acq On : 24 Jul 2016 1:01

Operator : UM/SJ

Sample : H4154-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.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 3 unknown6.35 Concentration Rank 2

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

6.35 98.59 ng 1312440 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 417 (6.353 min): BF089252.D (-414) (-) m/z 132.00 100.00%
5000 68
6
40 ,_ 54 75 104 6.00 6.20 6.40 6.60
o M, i - VA1 M S N m/z 68.10 35.75%
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
6.00 6.20 6.40 6.60
3 78 m/z 134.00 34.22%
1 33
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
6.00 6.20 6.40 6.60
5000 67 m/z 66.05 22.85%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 6.00 6.20 6.40 6.60
m/z 69.10 14 .59%
5000
o 15 28 3 82 G 77 90 104 46 |
mizes b 2 30 4 5 8 7o 8 90 180 10 130 130 180 6.00 620 640 660
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089252.D

Acq On : 24 Jul 2016 1:01

Operator : UM/SJ

Sample : H4154-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.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 5 Hexadecanoic acid, 1,1-dime... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.50 6.46 ng 79524 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 87

2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 83
3 1-Undecene, 5-methyl- 168 Cl1l2H24 074630-38-9 38
4 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35
5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 35
Abundance Scan 955 (12.502 min): BF089252.D (-953) (-) m/z 56.10 100.00%
56
5000 41
73
97 129 257 Tr[rrrr[riir Tirrrprrrrr
185 213 239 12.20 12.40 12.60 12.80
o m/z 57.10 61.75%
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
5000 4 -‘:F¥Frﬁpff?*&&¥¥?T+ﬁ*44*1
73 12.20 12.40 12.60 12.80
m/z 43.10 47 .70%
o2 ‘ L1127 157 185 213 2397 g1 ap
qnnp...uq.nq.n,nnpn..”.”..””..”.”..”q””,””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.20 12.40 12.60 12.80
5000 a m/z 41.10 46 .95%
& 29 257
1
o 26 101 157 185 213 239 283 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36783: 1-Undecene, 5-methyl-
12.20 12.40 12.60 12.80
m/z 55.10 35.25%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089252.D

Acq On : 24 Jul 2016 1:01

Operator : UM/SJ

Sample : H4154-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.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 6 unknownl3.21 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.21 3.91 ng 48107 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nipecotic acid 129 C6H11NO2 000498-95-3 35
2 2-Methyl-1-octadecene 266 C19H38 061868-20-0 32
3 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 22
4 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 22
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 22
Abundance Scan 1017 (13.211 min): BF089252.D (-1015) (-) m/z 56.10 100.00%
56
41
5000 73
129 285
97 85 267 |IIII|IIII|IAII|||||||||
| 111 | 448 1 241 12.80 13.00 13.20 13.40 13.60
(NSNS | m/z 57.10 69.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12841: Nipecotic acid
57
5000
30 84 12.80 13.00 13.20 13.40 13.60
129 m/z 41.10 48.76%
101
oL.15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
12.80 13.00 13.20 13.40 13.60
5000 41 m/z 43.10 45_12%
83 g7

125139153167182196210224238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3355: 1-Pentene, 2,4-dimethyl-
56 12.80 13.00 13.20 13.40 13.60
m/z 73.00 39.13%
41
5000
70
15 498
O IR e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089252.D

Acq On : 24 Jul 2016 1:01

Operator : UM/SJ

Sample : H4154-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.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 7 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.58 7.64 ng 94129 Chrysene-di2 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1049 (13.577 min): BF089252.D (-1046) (-) m/z 57.10 100.00%
57 83
5000 11
I 139 207 13.20 13.40 13.60 13.80
o} pe b B e e m/z 83.10 85.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57 |97
5000
15 13.20 13.40 13.60 13.80
m/z 43.10 84 _.89%
oL bl | ‘h 193,181 200 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
69
97 13.20 13.40 13.60 13.80
5000 m/z 55.10 79.12%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate R T A B
5 o7 13.20 13.40 13.60 13.80
m/z 97.10 73.68%
5000
125
29 | J 153
I | bl 7. 182 210 208 265 sM 412
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089252.D

Acq On : 24 Jul 2016 1:01

Operator : UM/SJ

Sample : H4154-03

Misc :

ALS Vial =: 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.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... 4.71 4.9 ng 65332 1 6.58 266249 20.0
unknown6 .35 6.35 98.6 ng 1312440 1 6.58 266249 20.0
Hexadecanoic acid... 12.50 6.5 ng 79524 5 13.70 246282 20.0
unknown13.21 13.21 3.9 ng 48107 5 13.70 246282 20.0
1-Heptacosanol 13.58 7.6 ng 94129 5 13.70 246282 20.0
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