LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088083.D

Aca On : 16 Jun 2016 18:50

Operator : UM/SJ

Sample : H3571-10

Misc :

ALS Vial : 13 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-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 17 rVB 140191 308449 8.26% 1.338%
2 1.804 17 19 77 rVB 1661785 3732878 100.00% 16.188%
3 4.879 285 288 300 rBV 82414 119762 3.21% 0.519%
4 5.301 323 325 328 rBVY 1369653 1671284 44.77% 7.248%
5 6.364 415 418 420 rBV 1679049 1905565 51.05% 8.264%
6 6.490 426 429 431 rBV 1388646 1859118 49.80% 8.062%
7 6.719 447 449 451 rBV 766512 668049 17.90% 2.897%
8 6.879 460 463 465 rBV 1124270 1515142 40.59% 6.571%
9 7.290 496 499 501 rBV 975977 1226728 32.86% 5.320%
10 7.999 559 561 564 rBV 831149 844474 22.62% 3.662%

11 9.085 653 656 658 rBV 2054280 2140334 57.34% 9.282%
12 9.473 688 690 692 rVB 378283 392103 10.50% 1.700%
13 9.748 712 714 717 rBV 791821 934865 25.04% 4.054%

14 10.193 751 753 755 rVB 75103 56487 1.51% 0.245%
15 10.411 769 772 775 rBV 22759 38557 1.03% 0.167%
16 10.536 781 783 786 rBV 1092857 1088952 29.17% 4.722%
17 10.662 792 794 799 rBV 83213 94514 2.53% 0.410%
18 11.108 831 833 835 rBvV 45654 42076 1.13% 0.182%
19 11.233 842 844 846 rBV 993978 934284 25.03% 4._.052%
20 12.434 947 949 952 rBV 59567 60584 1.62% 0.263%

21 12.662 965 969 971 rBV2 68930 133834 3.59% 0.580%
22 12.811 980 982 985 rVB 1465665 1460550 39.13% 6.334%

23 13.348 1027 1029 1031 rBV 48341 39019 1.05% 0.169%
24 13.714 1059 1061 1070 rBV 46488 88569 2.37% 0.384%
25 13.862 1071 1074 1076 rBV 657766 730854 19.58% 3.169%
26 14.342 1113 1116 1124 rBvV4 20854 43757 1.17% 0.190%
27 14.617 1137 1140 1145 rBV2 29672 54826 1.47% 0.238%
28 14.868 1159 1162 1166 rBV 45136 91361 2.45% 0.396%
29 15.200 1188 1191 1193 rVB 30935 47833 1.28% 0.207%
30 15.245 1193 1195 1198 rBV 576056 688311 18.44% 2.985%
31 16.571 1308 1311 1315 rBV2 22076 46605 1.25% 0.202%
Sum of corrected areas: 23059724
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088083.D

Aca On : 16 Jun 2016 18:50

Operator : UM/SJ

Sample : H3571-10

Misc :

ALS Vial : 13 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

Abundance TIC: BF088083.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088083.D

Aca On : 16 Jun 2016 18:50

Operator : UM/SJ

Sample : H3571-10

Misc :

ALS Vial : 13 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
488 359ng 119762  1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 59

000540-88-5 39
001116-98-9 17

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 288 (4.879 min): BF088083.D (-285) (-) m/z 43.10 100.00%

43
59
5000
101
WL 51 | 83 460 4.80 5.00 5.20 -
Ot e e m/z 59.10 61.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L L LB LN
460 4.80 5.00 5.20
59 m/z 101.10 23.68%
101
0 s s | e 8
P T T e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
e B RAmEE
57 4.60 4.80 5.00 5.20
5000 m/z 58.10 17.60%
29 101
o 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R mE e ERmaa R
59 460 4.80 5.00 5.20
m/z 41.10 9.18%
5000 41
68
Il 50 | 126 14
e a1 o . o o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088083.D

Aca On : 16 Jun 2016 18:50

Operator : UM/SJ

Sample : H3571-10

Misc :

ALS Vial : 13 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 4 3-Chloro-6-fluoro-pyrazine Concentration Rank 2

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

6.49 55.66 ng 1859120 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 50
2 (BY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 33
3 Amphetaminil 250 C17H18N2 017590-01-1 28
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 25
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 429 (6.490 min): BF088083.D (-426) (-) m/z 132.00 100.00%
32
5000
68
‘ % 620 640 660 630
40 54 : : : :
Ol i :|-.|.-.,5.‘5..!,-:.1.1.5,..-.,....,....,....,....,... m/z 134.00 33.64%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR LR R L
6.20 6.40 6.60 6.80
31 51 m/z 68.10 29.11%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
RS AR AR AR
6.20 6.40 6.60 6.80
5000 67 m/z 66.10 18.47%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil A E L Raa mam s L
132 6.20 6.40 6.60 6.80
m/z 96.10 12.46%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088083.D

Aca On : 16 Jun 2016 18:50

Operator : UM/SJ

Sample : H3571-10

Misc :

ALS Vial : 13 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 6 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.02 ng 94514 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 794 (10.662 min): BF088083.D (-792) (-) m/z 57.10 100.00%
g7
5000 85
e 10,40 10,60 10.80 11.00
O e e L T S E e S e o m/z 71.10 67.72%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 RSN U BN
85 10.40 10.60 10.80 11.00

m/z 43.10 67.17%

29
0 | || M8 141 169 197 225 253 281 323 351 380
e ....,....,....,.... e
mz--> 50 100 150 200 250 300 350
Abundance
57
R e e
85 10.40 10.60 10.80 11.00
5000 m/z 85.10 43.31%
29
. 113 9141 160 197 240
I T T R
mz--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- T A R
57 10,40 10,60 10.80 11.00
m/z 41.10 30.08%
5000 85
113
0 ‘ ’l LT M 1&3211239267 296
R e A
mz--> 50 100 150 200 250 300 350 10,40 10,60 10,80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088083.D

Aca On : 16 Jun 2016 18:50

Operator : UM/SJ

Sample : H3571-10

Misc :

ALS Vial : 13 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 8 Heptafluorobutyric acid, he... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.71 2.42 ng 88569 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 93
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
5 1-Docosene 308 C22H44 001599-67-3 90
Abundance Scan 1061 (13.714 min): BF088083.D (-1059) (-) m/z 57.10 100.00%
5000 111 230
} |l s T 1o e
ob—— ALy m/z 83.10 82.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57
5000
13.40 13.60 13.80 14.00
29 125 m/z 43.05 80.40%
oL L M h LL 147 \ 196 224 269 420
m/z--> 50 200 250 300 350 400
Abundance
57
83 AR N U SUNRE
13.40 13.60 13.80 14.00
5000 111 m/z 55.05 76 .93%
29 139 189 210 255 406
O T e e e T T o B e
m/z--> 50 100 15 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester T
4 1340 13.60 13.80 14.00
69 m/z 69.10 71.58%
97
5000
125
0‘ J \H ‘\ \1$3 196 224
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061616\
Data File : BF088083.D

Acq On : 16 Jun 2016 18:50

Operator : UM/SJ

Sample : H3571-10

Misc :

ALS Vial : 13 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... 4.88 3.6 ng 119762 1 6.72 668049 20.0
3-Chloro-6-fluoro. .. 6.49 55.7 ng 1859120 1 6.72 668049 20.0
Heptacosane 10.66 2.0 ng 94514 4 11.23 934284 20.0
Heptafluorobutyri... 13.71 2.4 ng 88569 5 13.86 730854 20.0
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