LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF073116\

Data File : BF089456.D

Aca On : 30 Jul 2016 16:45

Operator : UM/SJ

3?22'6 i H4284-05 AB-SLOPE(0-4)C
ALS Vial : 9 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-BF072716.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 1.667 5 7 53 rvB 1090184 2479140 100.00% 17.104%
2 4.604 261 264 275 rBV 196452 355260 14.33% 2.451%
3 5.073 303 305 331 rBV 971059 1273810 51.38% 8.788%
4 6.159 398 400 408 rBV 894394 1308765 52.79% 9.029%
5 6.273 408 410 412 rBV 1084877 1386964 55.95% 9.569%

6.502 428 430 441 rVB 193428 221305 8.93% 1.527%
6.650 441 443 446 rBvY 874676 989794 39.92% 6.829%
719787 859397 34.67% 5.929%
7.782 540 542 552 rBV 273380 324694 13.10% 2.240%
8.868 634 637 639 rBV 1647539 1627924 65.66% 11.231%
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11 9.268 670 672 674 rBV 221898 210521 8.49% 1.452%
12 9.530 693 695 697 rBvV 330942 367768 14.83% 2.537%

13 9.988 730 735 736 rBvV2 20894 31216 1.26% 0.215%
14 10.319 761 764 766 rBV 572079 835554 33.70% 5.765%
15 10.456 774 776 780 rBV 28200 45816 1.85% 0.316%

16 10.993 822 823 826 rBV 291428 362731 14.63% 2.503%
17 12.582 959 962 965 rBV 1323440 1291249 52.08% 8.908%
18 13.497 1040 1042 1048 rBB 42476 65986 2.66% 0.455%
19 13.611 1051 1052 1062 rBV 169091 259568 10.47% 1.791%
20 14.948 1167 1169 1176 rBV 161279 197277 7.96% 1.361%

Sum of corrected areas: 14494739
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\

Data File : BF089456.D

Aca On : 30 Jul 2016 16:45

Operator : UM/SJ

ﬁ?ggle i H4284-05 AB-SLOPE(0-4)C
ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072716.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: BF089456.D
1500000
1.67 6.27
1000000 5.07
6.19 6.65
7.07
500000
4.60 6.50
O A e e o e e e e e o e LA e e o e L B e e e o L e e e e e N A e |
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: BF089456.D
8|87
1500000
12.58
1000000
10.32
500000
9.53
10.99
7.78 927
L A 9.99 10.46 [\\ 13.5(
Oo— 1T 7T — e B T  am P ———
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: BF089456.D
1500000
1000000
500000
.61 14.95
o1 B T T e e T e ——— T
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:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089456.D

Aca On - 30 Jul 2016 16:45

Operator : UM/SJ

ﬁ?ggle i H4284-05 AB-SLOPE(0-4)C
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 4

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

4.60 32.11 ng 355260 1,4-Dichlorobenzene-d4 6.50
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.l1-dimethv... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 264 (4.604 min): BF089456.D (-261) (-) m/z 43.05 100.00%
a3
59
5000
101 R
420 440 460 4.80 5.00
83
o...,....,....,....','::..?.1.~:~.|,....,....,.-...,....-,....,....,....,....,...., m/z 59.10 63.47%
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
59 420 4.40 4.60 4.80 5.00
m/z 101.10 23.43%
15 31 101
0 ‘ 1 N 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 4.80 5.00
5000 M m/z 58.10 16.17%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime T M .
43 420 440 460 4.80 5.00

m/z 41.10 9.32%

5000
101

15

‘ 28 58

1 69 84

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

8270-BF072716.M Mon Aug 01 19:31:37 2016

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089456.D

Aca On - 30 Jul 2016 16:45

Operator : UM/SJ

ﬁ?ggle i H4284-05 AB-SLOPE(0-4)C
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknown6.27 Concentration Rank 2

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

6.27 125.34 ng 1386960 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 410 (6.273 min): BF089456.D (-408) (-) m/z 132.00 100.00%
5000 f
68
40 54 || 7 &7 9|6 5115 J 6.00 6.20 6.40 6.60
o ol L7 87 LSS W | m/z 68.05 35.32%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
2 51 78 m/z 134.00 32.94%
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
132
6.00 6.20 6.40 6.60
5000 67 m/z 66.10 22.59%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 14.62%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
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:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089456.D

Aca On - 30 Jul 2016 16:45

Operator : UM/SJ

ﬁ?ggle i H4284-05 AB-SLOPE(0-4)C
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
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 Hexadecane Concentration Rank 6

8270-BF072716.M Mon Aug 01 19:31:38 2016

R.T. EstConc Area Relative to ISTD R.T.
10.46 2.53 ng 45816 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Pentadecane 212 C15H32 000629-62-9 78
3 Sulfurous acid. butvl nonvl ester 264 C13H2803S 1000309-17-6 72
4 Nonane. 5-(2-methvlpropvl)- 184 C13H28 062185-53-9 64
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64

Abundance Scan 776 (10.456 min): BF089456.D (-774) (-) m/z 57.10 100.00%
57
71
43
5000 85
9 113 10y 110.20 10.40 10.60 10.80
o} e e B o o S A T R R m/z 71.10 74 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n
g5 10.20 10.40 10.60 10.80
29 m/z 43.10 63.73%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57
43
71 10.20 10.40 10.60 10.80
5000 g5 m/z 85.10 44 _06%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #113721: Sulfurous acid, butyl nonyl ester
57 10.20 10.40 10.60 10.80
m/z 41.05 31.29%
71
5000 43 85
29
o TR T 4 1f7139 161 179191
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089456.D

Aca On - 30 Jul 2016 16:45

Operator : UM/SJ

ﬁ?ggle i H4284-05 AB-SLOPE(0-4)C
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 6 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.50 5.08 ng 65986 Chrysene-di12 13.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1042 (13.497 min): BF089456.D (-1040) (-) m/z 83.10 100.00%
57
4
5000 111
IIIIIIIIIIAIIIIIIII
207 13.20 13.40 13.60 13.80
(o} m/z 57.10 93.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55
A
5000 R AR DU SRR B
13.20 13.40 13.60 13.80
m/z 55.10 92 .25%
29 139 oo
0...“.hwh.ﬂq 182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
13.20 13.40 13.60 13.80
5000 111 m/z 43.10 90.34%
29

139 167182 210 233 266 204

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 /\
Abundance #131391: n-Nonadecanol-1 e

13.20 13.40 13.60 13.80
m/z 69.10 87.25%

5000

29
0 “\ \‘ | 182 210 238 266

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\BF073116\

Data File : BF089456.D

Acg On : 30 Jul 2016 16:45

Operator : UM/SJ

ﬁ?ggle i H4284-05 AB-SLOPE(0-4)C
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.60 32.1 ng 355260 1 6.50 221305 20.0
unknown6 .27 6.27 125.3 ng 1386960 1 6.50 221305 20.0
Hexadecane 10.46 2.5 ng 45816 4 10.99 362731 20.0
Behenic alcohol 13.50 5.1 ng 65986 5 13.62 259568 20.0
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