LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101916\
Data File : BF090664.D

Aca On : 19 Oct 2016 22:51

Operator : UM/SJ

Sample : H5317-09

Misc :

ALS Vial : 26 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-BF101316.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 5.068 237 239 251 rBV 746881 1029942 20.52% 2.432%
2 5.491 274 276 279 rBVY 3809821 4006236 79.83% 9.459%
3 6.520 363 366 375 rBY 3784324 4428058 88.23% 10.455%
4 6.657 375 378 380 rBVY 4293155 4718607 94.02% 11.141%
5 6.886 396 398 409 rBVY 1286829 1309676 26.10% 3.092%

7.046 409 412 414 rBV 2873289 3474757 69.24% 8.204%
7.446 445 447 454 rBV 2181758 2593930 51.69% 6.125%
7.537 454 455 463 rVB 65153 146080 2.91% 0.345%
8.166 508 510 513 rBV 1268547 1768468 35.24% 4.176%
9.252 602 605 607 rBV 5447546 5018726 100.00% 11.850%

=
QO ~NO®

11 9.640 637 639 642 rBvV 887228 835695 16.65% 1.973%
12 9.926 662 664 667 rBVY 2297896 2039791 40.64% 4.816%
13 10.360 701 702 704 rVB 102852 76306 1.52% 0.180%
14 10.578 718 721 725 rBV 33474 62798 1.25% 0.148%
15 10.715 730 733 736 rBV 2248588 2289597 45.62% 5.406%

16 10.829 742 743 750 rVB 100364 160051 3.19% 0.378%
17 11.286 780 783 784 rBV 63109 73692 1.47% 0.174%
18 11.412 792 794 797 rBV 1772324 1702326 33.92% 4.019%
19 13.001 930 933 936 rBV 4118988 3821060 76.14% 9.022%
20 13.892 1009 1011 1019 rBV 167202 220954 4._.40% 0.522%

21 14.052 1022 1025 1032 rBV 1198164 1256208 25.03% 2.966%
22 14.532 1064 1067 1070 rBV 45706 69228 1.38% 0.163%

23 14.898 1097 1099 1102 rBV 37429 52272 1.04% 0.123%
24 15.504 1149 1152 1163 rBV 892720 1197720 23.87% 2.828%

Sum of corrected areas: 42352178
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101916\
Data File : BF090664.D

Aca On : 19 Oct 2016 22:51

Operator : UM/SJ

Sample : H5317-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF101316.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: BF090664.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101916\
Data File : BF090664.D

Aca On : 19 Oct 2016 22:51

Operator : UM/SJ

Sample : H5317-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 15.73 ng 1029940 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 239 (5.068 min): BF090664.D (-237) (-) m/z 43.10 100.00%
43
59
5000
1ot 480 500 520 540
O S 5360 88 | ee 0 57, 10%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 5.00 5.20 5.40
m/z 101.10 16.52%
15 31 101
o . 25.° 37, 53 83
miz--> e A e A A AR A
Abundance
59
480 500 520 540
5000 m/z 58.10 15.81%
a1 101
0 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e . =
50 480 500 520 540

m/z 41.10 8.94%

5000 41
31
‘ 69 &7
15 M Ll sl | %

m/z--> 10 20 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101916\
Data File : BF090664.D

Aca On : 19 Oct 2016 22:51

Operator : UM/SJ

Sample : H5317-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 unknown6.66 Concentration Rank 1

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

6.66 72.06 ng 4718610 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 378 (6.657 min): BF090664.D (-375) (-) m/z 132.00 100.00%
132
5000 68 AL
6 ———— T —
40 54 | 75 104 6.40 6.60 6.80 7.00
0 .,....,....:':.‘.‘.7,::..?%:.n.',..':.,..f.‘?,....,.':..,.1.1?.,....,"...,.. m/z 68.05 42.95%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 o7 6.40 6.60 6.80 7.00
53 - 117 m/z 134.00 34.73%
0 .,....,%4.,....,...?9...,....,...??....,FR?,....,%??.,... ,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o " 640 660 6.80 7.00
5000 m/z 66.10 26.64%
78
31 4 51
R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.40 6.60 6.80 7.00

m/z 69.10 16.56%

117
5000
91
7 ¥ s _es 77 ‘ 105
oL A | [seyr josa | o8 || 125, \

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101916\
Data File : BF090664.D

Aca On : 19 Oct 2016 22:51

Operator : UM/SJ

Sample : H5317-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 4 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 3.52 ng 220954 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 1011 (13.892 min): BF090664.D (-1009) (-) m/z 57.10 100.00%
87 83
111
3 e 101 13.60 13.80 14.00 14.20
0 m/z 55.10 96.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127771: 3-Eicosene, (E)-
57
5000 L SR IR UL UL

13.60 13.80 14.00 14.20
m/z 43.10 93.53%

139 167 196 224 252 280

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
e
13.60 13.80 14.00 14.20
5000 11 m/z 69.05 85.21%
29 139
0 167 196 224 252 280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R A AR
83 13.60 13.80 14.00 14.20
m/z 83.05 85.18%
5000 \
o \“ ‘ 167 195 222 250 280 308 336
”w””“”.”” - R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101916\
Data File : BF090664.D

Acq On : 19 Oct 2016 22:51

Operator : UM/SJ

Sample : H5317-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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... 5.07 15.7 ng 1029940 1 6.89 1309680 20.0
unknown6 .66 6.66 72.1 ng 4718610 1 6.89 1309680 20.0
3-Eicosene, (E)- 13.89 3.5 ng 220954 5 14.05 1256210 20.0
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