LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089259.D

Acq On 24 Jul 2016 4:34

Operator : UM/SJ

Sample : H4151-04

Misc :

ALS Vial : 57 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 1.712 9 11 49 rvVB 615333 1281936 74.05% 9.202%
2 4.718 271 274 284 rBY 40330 80703 4_66% 0.579%
3 5.164 311 313 332 rBV 1183320 1480155 85.50% 10.625%
4 6.239 404 407 414 rBV 11934381 1514394 87.48% 10.870%
5 6.353 414 417 419 rBV 1142923 1489433 86.04% 10.691%
6 6.582 434 437 448 rBV 197612 244306 14.11% 1.754%
7 6.730 448 450 453 rBV 1006369 1096017 63.31% 7.867%
8 7.153 484 487 505 rBVY 817296 1032570 59.65% 7.412%
9 7.862 547 549 560 rBV 362947 368226 21.27% 2.643%
10 8.947 641 644 646 rBV 1586269 1731155 100.00% 12.426%

11 9.336 676 678 681 rBvV 177151 205623 11.88% 1.476%
12 9.610 700 702 704 rBV 387167 375041 21.66% 2.692%
13 10.399 768 771 773 rBV 643877 819809 47.36% 5.885%
14 10.525 781 782 787 rVB 17935 26583 1.54% 0.191%
15 10.971 819 821 823 rBV 18071 18224 1.05% 0.131%

16 11.085 829 831 833 rBvV 245537 296629 17.13% 2.129%
17 12.502 953 955 958 rBV 116793 131211 7.58% 0.942%
18 12.662 967 969 972 rBV 927187 965533 55.77% 6.931%

19 13.211 1014 1017 1019 rBvV 71579 71957 4.16% 0.517%
20 13.256 1019 1021 1024 rVB2 10444 18590 1.07% 0.133%
21 13.577 1046 1049 1057 rBV 39213 70661 4.08% 0.507%
22 13.702 1057 1060 1065 rBV 221566 257292 14.86% 1.847%
23 13.897 1075 1077 1083 rVB 15352 17690 1.02% 0.127%
24 14.194 1099 1103 1110 rBV2 8912 27160 1.57% 0.195%
25 14.697 1145 1147 1150 rVB 9580 18349 1.06% 0.132%
26 15.040 1175 1177 1180 rBV 155918 228993 13.23% 1.644%
27 15.097 1180 1182 1186 rVB 15937 21326 1.23% 0.153%
28 15.451 1211 1213 1216 rBV 14242 19837 1.15% 0.142%
29 15.862 1246 1249 1254 rVB2 10176 22012 1.27% 0.158%
Sum of corrected areas: 13931415

8270-BF072016.M Mon Jul 25 17:26:51 2016 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089259.D

Acq On 24 Jul 2016 4:34

Operator : UM/SJ

Sample : H4151-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089259.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089259.D

Acq On 24 Jul 2016 4:34

Operator : UM/SJ

Sample : H4151-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 5

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

4.72 6.61 ng 80703 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 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetone 58 C3H60 000067-64-1 9
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 274 (4.718 min): BF089259.D (-271) (-) m/z 43.10 100.00%
43
59
5000
101 e
| 83 4.40 4.60 4.80 5.00
o 1| NSt | O RN NN m/z 59.10 63.20%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L I U
59 440 460 480 500
m/z 101.10 22 .74%
15 31 101
0 25, 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 4.60 480 500
5000 m/z 58.10 16.85%
55
0 37 | 49 65 71 77 83 98
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone LA L L B L BN |
43 4.40 4.60 4.80 5.00
m/z 41.10 10.35%
5000
15
58
0 2 A %\7\\ |
RIS L SURILIL UL UL SULIL UL IS UL UL UL R SRS SN L LA
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089259.D

Acq On 24 Jul 2016 4:34

Operator : UM/SJ

Sample : H4151-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 1

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

6.35 121.93 ng 1489430 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 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 417 (6.353 min): BF089259.D (-414) (-) m/z 132.00 100.00%
5000 68
6
40 ,- 54 75 104 6.00 6.20 6.40 6.60
o N, il YA VA1 M S N m/z 68.10  35.84%
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
2 78 m/z 134.00 33.46%
38
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 23.12%
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-
132 6.00 6.20 6.40 6.60
m/z 96.10 14.81%
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 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089259.D

Acq On 24 Jul 2016 4:34

Operator : UM/SJ

Sample : H4151-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 4
R.T. EstConc Area Relative to ISTD R.T.

12.50 10.20 ng 131211 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 74
2 n-Butyl laurate 256 C16H3202 000106-18-3 58
3 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 58
4 Dodecanoic acid, l-methylpropyl ... 256 C16H3202 006937-42-4 47
5 2-Methyl-1-tetradecene 210 C15H30 052254-38-3 35

Abundance Scan 955 (12.502 min): BF089259.D (-953) (-) m/z 56.10 100.00%

56
5000f 41

12.20 12.40 12.60 12.80

g 239 257

21

o} m/z 57.10 60.89%
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 --|----|--------|--/-\-|
23 12.20 12.40 12.60 12.80
m/z 41.10 48.57%
T ”q””,.upuq””.”.””.”..”.”u.”quupuq
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
SN AV W NS
4 12.20 12.40 12.60 12.80
5000 201 m/z 43.10 47 .55%
73 183
129
ol28 112 157 227 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester A A VN
56 12.20 12.40 12.60 12.80

m/z 55.10 38.18%

5000 a1

129 257
2 1l h M Ay ]\-\0\1\\\\ 157 185 213 23\9 283 312

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089259.D

Acq On 24 Jul 2016 4:34

Operator : UM/SJ

Sample : H4151-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 Butyl myristate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.21 5.59 ng 71957 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butyl myristate 284 C18H3602 000110-36-1 53
2 Nipecotic acid 129 C6H11NO2 000498-95-3 38
3 2-Methyl-1-octadecene 266 C19H38 061868-20-0 27
4 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27
Abundance Scan 1017 (13.211 min): BF089259.D (-1014) (-) m/z 56.10 100.00%
56
5000 4
73
97 7 28 AN A SRR IR R
| UL | g4y 1721 241 297 12.80 13.00 13.20 13.40 13.60
(o] BN N - m/z 57.10 64.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000 BN I SRR AL R
41 229 12.80 13.00 13.20 13.40 13.60
73 211 m/z 43.10 48 .59%
129 284
0 IR I 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
12.80 13.00 13.20 13.40 13.60
5000 m/z 41.10 42.82%
30 84 129
101
15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115908: 2-Methyl-1-octadecene

12.80 13.00 13.20 13.40 13.60
m/z 55.10 39.91%

5000

111
126140154 182196210 238252266

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 : BF089259.D

Acq On 24 Jul 2016 4:34

Operator : UM/SJ

Sample : H4151-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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-Dodecanol, 2-octyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.58 5.49 ng 70661 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Dodecanol, 2-octyl-

2 Tetracosyl heptafluorobutyrate
3 Docosyl pentafluoropropionate

4 Tricosyl heptafluorobutyrate

5 Nonadecyl pentafluoropropionate

298 C20H420

550 C28H49F702
472 C25H45F502
536 C27H47F702
430 C22H39F502

005333-42-6 91

1000351-83-7 91
1000351-80-9 91
1000351-83-4 91
1000351-88-8 91

Abundance Scan 1049 (13.577 min): BF089259.D (-1046) (-) m/z 57.10 100.00%
57
83
5000
111
007 13.20 13.40 13.60 13.80
Ot 2 m/z 43.10 78.65%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #143260: 1-Dodecanol, 2-octyl-
57
5000 83
13.20 13.40 13.60 13.80
- e m/z 83.10 61.77%
oLl B0
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
97 13.20 13.40 13.60 13.80
5000 m/z 69.10 58.66%
125
29
o 169196222 250278 308336 381 532
T T T T T T T T e e e
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #231356: Docosy! pentafluoropropionate
57 13.20 13.40 13.60 13.80
m/z 71.10 57.10%
97
5000
125
o 29 | 153181 224250280308 353 454
o
miz--> 50 100 150 200 250 300 350 400 450 500 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089259.D

Acq On 24 Jul 2016 4:34

Operator : UM/SJ

Sample : H4151-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 8 unknownl14.19 Concentration Rank 8

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

14.19 2.11 ng 27160 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 38
2 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 37
3 Octane, 2,4,6-trimethyl- 156 Cl11H24 062016-37-9 33
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 9
5 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 9
Abundance Scan 1103 (14.194 min): BF089259.D (-1099) (-) m/z 57.10 100.00%

q7
43 [
5000 85
97
| | ||| 207 13.80 14.00 14.20 14.40 14.60
-+ttt m/z 71.10 67.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19224: Hexane, 2,2,3,3-tetramethyl-
43 57
5000 85

13.80 14.00 14.20 14.40 14.60
m/z 43.10 60.90%

71 99
0 ‘\M \‘\ “ Il ‘ 127
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
R EEEEE mEE T
43 85 13.80 14.00 14.20 14.40 14.60
5000 m/z 85.10 45.61%
29 69 99
0 115 137 151 167
I B o e B e e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28445: Octane, 2,4,6-trimethyl- e e
57 13.80 14.00 14.20 14.40 14.60
43 m/z 41.05 23.90%
5000
71 g5
29 99
0 \‘ \‘\ \‘\ 1l \‘ J 113 127 141 156
Tttt e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089259.D

Acq On 24 Jul 2016 4:34

Operator : UM/SJ

Sample : H4151-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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... 4.72 6.6 ng 80703 1 6.58 244306 20.0
unknown6 .35 6.35 121.9 ng 1489430 1 6.58 244306 20.0
Hexadecanoic acid... 12.50 10.2 ng 131211 5 13.70 257292 20.0
Butyl myristate 13.21 5.6 ng 71957 5 13.70 257292 20.0
1-Dodecanol, 2-oc... 13.58 5.5 ng 70661 5 13.70 257292 20.0
unknownl14 .19 14.19 2.1 ng 27160 5 13.70 257292 20.0
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