LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088459.D

Aca On 27 Jun 2016 18:58

Operator : UM/SJ

Sample : H3747-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.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 7 9 66 rvB 1141838 3337931 100.00% 22.840%
2 4.661 268 269 277 rBV 33976 67943 2.04% 0.465%
3 5.118 307 309 331 rBV 899311 1150443 34.47% 7.872%
4 6.204 402 404 411 rBV 1016267 1100424 32.97% 7 .530%
5 6.307 411 413 426 rVB 1265972 1267086 37.96% 8.670%
6 6.536 432 433 445 rBV2 261475 342021 10.25% 2.340%
7 6.696 445 447 449 rBV 664145 967584 28.99% 6.621%
8 7.119 482 484 500 rBV 459417 749521 22.45% 5.129%
9 7.827 544 546 559 rBV 386661 442259 13.25% 3.026%
10 8.902 638 640 643 rBY 1404294 1379669 41.33% 9.441%
11 9.313 674 676 678 rBV 61358 67762 2.03% 0.464%
12 9.565 696 698 701 rBV 344845 489365 14.66% 3.349%
13 10.365 765 768 777 rBV 468921 698412 20.92% 4_.779%
14 11.051 826 828 832 rBV 410932 478990 14.35% 3.278%
15 12.262 931 934 942 rBV 48343 53108 1.59% 0.363%
16 12.491 951 954 958 rBV 30573 55677 1.67% 0.381%
17 12.628 964 966 969 rBVY 1109513 1097988 32.89% 7.513%
18 13.554 1043 1047 1055 rBvV3 16602 49386 1.48% 0.338%
19 13.679 1055 1058 1070 rVB 296690 412003 12.34% 2.819%
20 14.685 1144 1146 1149 rBV 19826 36454 1.09% 0.249%
21 15.028 1174 1176 1188 rVB 240252 370075 11.09% 2.532%

Sum of corrected areas: 14614101
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF062716\

BF088459.D

27 Jun 2016 18:58

UM/SsJ

H3747-06

27 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088459.D

Aca On 27 Jun 2016 18:58

Operator : UM/SJ

Sample : H3747-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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._.66 3.97 ng 67943 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-0Octanol 130 C8H180 000589-98-0 28
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 269 (4.661 min): BF088459.D (-268) (-) m/z 43.10 100.00%
43
59
5000
101 R
83 4.40 4.60 4.80 5.00
o} Y 1Y Ny NS m/z 59.10 66.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 101.10 25.16%
15 31 101
o | 2577 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500
5000 a1 83 m/z 58.00 17.36%
31
101
53 69 112
G s R UL R IR AL I LA IS SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one LI L L L L L N
43 4.40 4.60 4.80 5.00
m/z 41.10 9.51%
5000
55
o \ |, 37, 49 | 5717783 98
miz--> 10 20 30 40 50 60 70 80 90 100 110 440 460 480 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088459.D

Aca On 27 Jun 2016 18:58

Operator : UM/SJ

Sample : H3747-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.31 Concentration Rank 2

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

6.31 74.09 ng 1267090 1,4-Dichlorobenzene-d4 6.54
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 413 (6.307 min): BF088459.D (-411) (-) m/z 132.00 100.00%
5000 68 \;
0 6 6.00 620 640 6.60
A 54 75 104 . . .
o S 0l 1 T Ml N [ m/z 68.10 37.13%
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 M
5000 USSR SR SR
6.00 6.20 6.40 6.60
3 78 m/z 134.00 32.68%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 6.60
5000 67 m/z 66.05 23.57%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132 6.00 6.20 6.40 6.60
m/z 69.10 14 .90%

5000
104
51 66 77
14 27 37 44> 58 | ' 8997 | 115
e N | N

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\BF062716\
Data File : BF088459.D

Aca On 27 Jun 2016 18:58

Operator : UM/SJ

Sample : H3747-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 5 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.40 ng 49386 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 81
2 n-Nonadecanol-1 284 C19H400 001454-84-8 81
3 1-Heneicosanol 312 C21H440 015594-90-8 81
4 1-Nonadecene 266 C19H38 018435-45-5 81
5 n-Tetracosanol-1 354 C24H500 000506-51-4 76
Abundance Scan 1047 (13.554 min): BF088459.D (-1043) (-) m/z 83.10 100.00%
57 , 83
111
4
5000 178
13.20 13.40 13.60 13.80
Ot m/z 57.10 99 .93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55 83
5000 RS AN BN BRI I
13.20 13.40 13.60 13.80
m/z 43.10 94 _.47%
29 139 oo
0...Pukqh.ﬂ‘. 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 69.05 93.16%
29

126
0 154 182 210 238 266
g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol L A B B
13.20 13.40 13.60 13.80

m/z 97.10 90.76%

5000

139 167182 210 233 266 204

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\BF062716\
Data File : BF088459.D

Acq On 27 Jun 2016 18:58

Operator : UM/SJ

Sample : H3747-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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... 4.66 4.0 ng 67943 1 6.54 342021 20.0
unknown6 .31 6.31 74.1 ng 1267090 1 6.54 342021 20.0
Behenic alcohol 13.55 2.4 ng 49386 5 13.68 412003 20.0
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