LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\

Data File : BF089240.D

Acq On : 23 Jul 2016 16:37 Instrument :

Operator : UM/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : H4129-04 KSB-10-8.0-10.0

ALS Vial : 41 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 10 11 30 rvB 866383 1554290 92.47% 10.404%
2 4._707 270 273 280 rBvY 43507 76534  4.55% 0.512%
3 5.164 310 313 339 rBVY 960255 1416006 84.25% 9.479%
4 6.239 404 407 414 rBV 1172131 1537937 91.50% 10.295%
5 6.342 414 416 435 rVV 933642 1543462 91.83% 10.332%

6.582 435 437 448 rVWV 190641 269538 16.04% 1.804%
6.730 448 450 467 rVB 990032 1031905 61.39% 6.907%
7.153 484 487 496 rBvV 662919 921338 54.82% 6.167%
7.267 496 497 505 rvB 8612 17237 1.03% 0.115%
7.862 547 549 560 rBV 345559 376824 22.42% 2.522%

=
QO ~NO®

11 8.948 641 644 646 rBV 1296258 1680780 100.00% 11.251%
12 9.336 676 678 681 rBvY 173411 239887 14.27% 1.606%
13 9.611 699 702 704 rBV 378661 415366 24.71% 2.780%
14 10.399 768 771 773 rBV 808766 1024658 60.96% 6.859%

15 10.525 781 782 789 rVB 17587 30825 1.83% 0.206%
16 10.971 819 821 826 rBV2 18485 27460 1.63% 0.184%
17 11.085 829 831 835 rBV 382122 424750 25.27% 2.843%
18 11.394 857 858 861 rBvV 13275 18044 1.07% 0.121%
19 12.502 953 955 958 rBV 74297 84381 5.02% 0.565%
20 12.662 967 969 972 rBV 1067237 1531738 91.13% 10.253%
21 13.211 1015 1017 1019 rBV 62005 59968 3.57% 0.401%
22 13.577 1046 1049 1058 rBV 48462 93186 5.54% 0.624%

23 13.702 1058 1060 1066 rBV 321573 337909 20.10% 2.262%
24 15.040 1175 1177 1180 rBV 174168 225031 13.39% 1.506%

Sum of corrected areas: 14939054
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\

Data File : BF089240.D

Acg On : 23 Jul 2016 16:37

Operator : UM/SJ

ﬁ?ggle i H4129-04 KSB-10-8.0-10.0
ALS Vial : 41 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: BF089240.D
1200000 6.24

1000000 5.16 sa 87

1.71

800000
7.15

600000

400000

200000 6.58

\4 4.71 707

o— 1 S

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089240.D
8[95

1200000
12.66

1000000
10.40
800000
600000

400000 786 9.61 11.08

200000 9.34

12.50 13.21
\{0.52 10'.\9 11.39 A L 13;

TS B s LRSS SRR SRMMEL S/ e T e S |8 L S, B

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089240.D

1200000
1000000
800000
600000
400000

13.70

200000 15.04

R K s L L O i ik

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\

Data File : BF089240.D

Acg On : 23 Jul 2016 16:37

Operator : UM/SJ

ﬁ?ggle i H4129-04 KSB-10-8.0-10.0
ALS Vial : 41 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 4

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

4.71 5.68 ng 76534 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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9
4 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 273 (4.707 min): BF089240.D (-270) (-) m/z 43.05 100.00%
43
59
5000
101 S aamass oM
| 83 440 4.60 4.80 5.00
o | 1 m/z 59.10 60.59%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I R UL
59 440 460 4.80 500
m/z 101.10 23.42%
31 83 g3 101
O RRRAARAA RN Raa0s Rasts RERRA RARAREaSR E00N LARM NARRS A AR RARSY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
4.40 460 480 500
5000 m/z 58.00 16.08%
55
o 2T 3 62 71 83 8
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R AR Bames pr
59 440 4.60 4.80 5.00

m/z 41.10 10.37%

5000 41

68
50 126 142

NI 2L 3. A

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\

Data File : BF089240.D

Acg On : 23 Jul 2016 16:37

Operator : UM/SJ

ﬁ?ggle i H4129-04 KSB-10-8.0-10.0
ALS Vial : 41 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 unknown6.34 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.34 114.53 ng 1543460 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 416 (6.342 min): BF089240.D (-414) (-) m/z 132.00 100.00%
132
5000 o8
75 P 6.00 6.20 6.40 6.60
104 : . . .
o..,....,....,...!,“!.‘.‘?!'.61",..':'.,..5.‘.7,....,.'!..,....,....,'...,... m/z 68.10 51.33%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97

6.00 6.20 6.40 6.60

- 70 m/z 66.10 33.19%
4451 60 | 77 g5 | 105 116
O e e T e e e T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
T e
6.00 6.20 6.40 6.60
5000 m/z 134.00 31.19%
15 28 39 52 6 77 o0 104 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine

132 6.00 6.20 6.40 6.60
m/z 69.10 20.65%

69
104
5000
78
it |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\

Data File : BF089240.D

Acg On : 23 Jul 2016 16:37

Operator : UM/SJ

ﬁ?ggle i H4129-04 KSB-10-8.0-10.0
ALS Vial : 41 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 6
R.T. EstConc Area Relative to ISTD R.T.
12.50 4.99 ng 84381 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 90
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 74
3 Cyclobutane, 1,l1-dimethyl-2-octyl- 196 C14H28 062338-30-1 43
4 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 38
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 37
Abundance Scan 955 (12.502 min): BF089240.D (-953) (-) m/z 56.10 100.00%
56
so00{ 41
73
or 19 L 230257 12.20 12,40 12.60 12.80
o} m/z 57.10 63.04%
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 — A
73 12.20 12.40 12.60 12.80
m/z 43.10 49_.07%
ol28 il ‘ n u‘ll% 1o7 s 23 2?9 2?7 281 312
m/z--> ﬁo 45 60 80 100 150 150 160 180 200 220 240 260 280 300
Abundance
56
12.20 12.40 12.60 12.80
5000 a1 m/z 41.10 48.80%
® 129 257
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 #58318: Cyclobutane, 1,1-dimethyl-2-octyl-
56 12.20 12.40 12.60 12.80
m/z 55.10 37 .54%
5000
41
A2 L% w0 e
mz-> 20 45 eb 80 100 120 150 160 180 200 220 240 260 280 300 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 : BF089240.D

Acg On : 23 Jul 2016 16:37

Operator : UM/SJ

ﬁ?ggle i H4129-04 KSB-10-8.0-10.0
ALS Vial : 41 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 7
R.T. EstConc Area Relative to ISTD R.T.
13.21 3.55 ng 59968 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butyl myristate 284 C18H3602 000110-36-1 58
2 Nipecotic acid 129 C6H11NO2 000498-95-3 38
3 2-Methyl-1-tetradecene 210 C15H30 052254-38-3 27
4 2-Methyl-1-octadecene 266 C19H38 061868-20-0 27
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 27
Abundance Scan 1017 (13.211 min): BF089240.D (-1015) (-) m/z 56.10 100.00%
56
5000 4
3 129 285
|| ” 111 | 143 172185 241 267 12.80 13.00 13.20 13.40 13.60
Obrrrer bl L m/z 57.10 62.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000 I""I""I""I""I"A
41 229 12.80 13.00 13.20 13.40 13.60
73 211 m/z 43.10 47 .45%
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 43 .45%
30 84 129
101
15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69589: 2-Methyl-1-tetradecene - A B A EEmaa
12.80 13.00 13.20 13.40 13.60

m/z 55.10 40.15%

5000

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 : BF089240.D

Acq On : 23 Jul 2016 16:37

Operator : UM/SJ

Sample : H4129-04

Misc :

ALS Vial : 41 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 Isobutyl tetradecyl carbonate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.58 5.52 ng 93186 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 91
2 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 91
3 1-Docosene 308 C22H44 001599-67-3 81
4 17-Pentatriacontene 491 C35H70 006971-40-0 72
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 72

Abundance Scan 1049 (13.577 min): BF089240.D (-1046) (-) m/z 57.10 100.00%
g7
83
4
5000
111
| 139 13.20 13.40 13.60 13.80
O m/z 43.10 92.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156543: Isobuty! tetradecyl carbonate
57
5000
a1 13.20 13.40 13.60 13.80
83 " m/z 55.10 83.60%
ol 2 127 153168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
13.20 13.40 13.60 13.80
5000 m/z 83.10 73.01%
41 83
111
ol 25 139154 183 224 253
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #151538: 1-Docosene /1 RSN F NS M

13.20 13.40 13.60 13.80

m/z 69.10 71.98%

5000

125

_:;::::::==—

153168
e EAEEsmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF089240.D

Acg On : 23 Jul 2016 16:37

Operator : UM/SJ

3?22'6 i H4129-04 KSB-10-8.0-10.0
ALS Vial : 41 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... 4.71 5.7 ng 76534 1 6.58 269538 20.0
unknown6 .34 6.34 114.5 ng 1543460 1 6.58 269538 20.0
Hexadecanoic acid... 12.50 5.0 ng 84381 5 13.70 337909 20.0
Butyl myristate 13.21 3.5 ng 59968 5 13.70 337909 20.0
Isobutyl tetradec... 13.58 5.5 ng 93186 5 13.70 337909 20.0
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