LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF073116\

Data File : BF089455.D

Aca On - 30 Jul 2016 16:14

Operator : UM/SJ

a?zgle i H4284-03 AB-SLOPE(0-4)B
ALS Vial : 8 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 4 7 43 rVB 955107 2183329 100.00% 15.985%
2 4.604 261 264 274 rBV 205359 374351 17.15% 2.741%
3 5.073 303 305 327 rBV 844184 1289218 59.05% 9.439%
4 6.159 398 400 403 rBV 865233 1221823 55.96% 8.946%
5 6.273 408 410 412 rBV 1143373 1389618 63.65% 10.174%

6.502 428 430 441 rVB 207359 230167 10.54% 1.685%
6.650 441 443 446 rBvY 873230 968596 44 .36% 7.092%
7.073 478 480 491 rBvV 724854 869622 39.83% 6.367%
301753 351418 16.10% 2.573%
8.868 634 637 639 rBV 1427425 1456382 66.70% 10.663%
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11 9.268 670 672 674 rBV 280060 251053 11.50% 1.838%
12 9.531 693 695 697 rBvV 381551 394932 18.09% 2.892%
13 9.988 727 735 736 rBvV2 23397 40252 1.84% 0.295%
14 10.205 750 754 757 rBV 11323 22142 1.01% 0.162%
15 10.308 761 763 766 rBV2 471794 672827 30.82% 4.926%

16 10.456 774 776 780 rBV 32789 47963 2.20% 0.351%
17 10.994 822 823 826 rBV 272929 377068 17.27% 2.761%
18 12.582 960 962 964 rBV 1080028 1028206 47.09% 7.528%
19 13.497 1039 1042 1047 rVB 20778 33107 1.52% 0.242%
20 13.611 1050 1052 1058 rBV 192887 257189 11.78% 1.883%

21 14.948 1166 1169 1175 rBV 160873 198983 9.11% 1.457%

Sum of corrected areas: 13658246
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LSC Report - Integrated Chromatogram

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

Data File : BF089455.D

Aca On - 30 Jul 2016 16:14

Operator : UM/SJ

a?ggle i H4284-03 AB-SLOPE(0-4)B
ALS Vial : 8 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

Abundance
1400000

TIC: BF089455.D

1200000 6.27
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TIC: BF089455.D

Time--> 3.00 5.50
Abundance

1400000

87

1200000
12.58

1000000

800000

600000
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400000
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200000
13.5(
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%\9910.2 10.46
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TIC: BF089455.D
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Time--> 10.00
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0
Time-->

16.50 17.00 17.50

14.00 14.50
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18.00 18.50 19.00
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Library Search Compound Report

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

Data File : BF089455.D

Aca On - 30 Jul 2016 16:14

Operator : UM/SJ

a?ggle i H4284-03 AB-SLOPE(0-4)B
ALS Vial : 8 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 32.53 ng 374351 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 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 264 (4.604 min): BF089455.D (-261) (-) m/z 43.10 100.00%
a3
59
5000
101 T
420 4.40 4.60 4.80 5.00
83
o IR - NS N N m/z 59.10 62.36%
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 NSRS SR S
59 420 4.40 4.60 4.80 5.00
m/z 101.10 22 .95%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
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 15.47%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— | LS DAL B BN N L
43 420 4.40 4.60 4.80 5.00
m/z 41.10 9.53%
5000
101
15
I I |
0'“v“'v”m'“wH'WH“l“”b'“wgﬁw“'b“w'“WH'W““l““l NSRS SR S
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
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Library Search Compound Report

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

Data File : BF089455.D

Aca On - 30 Jul 2016 16:14

Operator : UM/SJ

a?ggle i H4284-03 AB-SLOPE(0-4)B
ALS Vial : 8 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.

6.27 120.75 ng 1389620 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 410 (6.273 min): BF089455.D (-408) (-) m/z 132.00 100.00%
132
5000 68
6
40 54 75 104 6.00 6.20 6.40 6.60
o....,...::-:..“?,.-.n..,‘i%l-.',..'.~.,..f.‘?,....,.'!..,.1.1.5.,....,-'...,... m/z 68.10 37.48%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
78 m/z 134.00 33.79%
31 35 ,, 5t
0'”'J”Jhﬁl'WH'”I'”li“"P"W"”I'“'I”"P"W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60
5000 67 m/z 66.05 23.98%
41 97
53 . 117
o 34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 6.00 6.20 6.40 6.60
m/z 69.10 15.21%
5000
33 44 g7 105
0 ‘ \5\:!-‘ 6\9 7‘0 7\? 86 ‘ ‘\ 115 ]
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60

8270-BF072716.M Mon Aug 01 19:31:18 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089455.D

Aca On : 30 Jul 2016 16:14

Operator : UM/SJ

Sample : H4284-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 7

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

9.99 2.04 ng 40252 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Tetradecane 198 C14H30 000629-59-4 64
3 Pentadecane 212 C15H32 000629-62-9 64
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 64
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 56

Abundance Scan 735 (9.988 min): BF089455.D (-727) (-) m/z 57.10 100.00%
57
43 71
5000 85
|| 9 113 9.60 9.80 10.00 10.20 10.40
0.,.”.,”..,”..,..w...w..”,.”. R R R R R m/z 43.10 70.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 7
5000 &
g5 9.60 9.80 10.00 10.20 10.40
29 m/z 71.10 69.75%
0 \ L Lo 99 1B 127141 155 169 183 107 226
m/z--> 26 Jo éo 85 160 150 150 160 180 200 250
Abundance
43 57
71 9.60 9.80 10.00 10.20 10.40
5000 o m/z 85.10 47 .10%
29
. 99 113 127 141 155 169 198
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250
Abundance #71394: Pentadecane
43 9 9.60 9.80 10.00 10.20 10.40
m/z 41.10 38.42%
5000 71 g
29 99
o oL ] W8 127am 155 168 182 212
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

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

Data File : BF089455.D

Aca On - 30 Jul 2016 16:14

Operator : UM/SJ

a?ggle i H4284-03 AB-SLOPE(0-4)B
ALS Vial : 8 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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.46 2.54 ng 47963 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 776 (10.456 min): BF089455.D (-774) (-) m/z 57.10 100.00%
57
85
5000
3 113 141 330 110.20 10,40 10.60 10.80
0! m/z 71.10 73.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 85
10.20 10.40 10.60 10.80
29 m/z 43.10 67 .29%
113
o ‘ |y T 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
10.20 10,40 10.60 10.80
5000 85 m/z 85.10 54_.91%
29

113 141 169 197 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117638: Nonadecane
57 10.20 10.40 10.60 10.80
m/z 41.10 36.30%
5000 85
29
T e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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 : BF089455.D

Aca On - 30 Jul 2016 16:14

Operator : UM/SJ

a?ggle i H4284-03 AB-SLOPE(0-4)B
ALS Vial : 8 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 7 5-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.50 2.57 ng 33107 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 72
2 3-Pentvn-2-one. 5.5-diethoxv- 170 C9H1403 055402-04-5 53
3 1-Hexacosanol 382 C26H540 000506-52-5 49
4 n-Tetracosanol-1 354 C24H500 000506-51-4 49
5 1-Eicosanol 298 C20H420 000629-96-9 47
Abundance Scan 1042 (13.497 min): BF089455.D (-1039) (-) m/z 57.10 100.00%
87 g3
5000
111
| 13.20 13.40 13.60 13.80
otk e L B B L m/z 55.10 95 .39%
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)-
55
83 A
5000 AU SR R B
13.20 13.40 13.60 13.80
29 111 m/z 43.10 88 .65%
ol t 1l | h‘ dh \‘ 139 168 105 224 252
m/z--> 50 150 200 2éo 300 350
Abundance
43
13.20 13.40 13.60 13.80
5000 m/z 83.10 82 .93%
% 125
69 169
N L L WL S AL WL
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol R AR R L
43 13.20 13.40 13.60 13.80
m/z 97.10 74 .95%
5000 83
18 ﬂ ‘111
0 ‘ Ll les ' | \139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350 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 : BF089455.D

Acg On : 30 Jul 2016 16:14

Operator : UM/SJ

a?ggle i H4284-03 AB-SLOPE(0-4)B
ALS Vial : 8 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 32.5 ng 374351 1 6.50 230167 20.0
unknown6 .27 6.27 120.8 ng 1389620 1 6.50 230167 20.0
Hexadecane 9.99 2.0 ng 40252 3 9.53 394932 20.0
Tetracosane 10.46 2.5 ng 47963 4 10.99 377068 20.0
5-Octadecene, (E)- 13.50 2.6 ng 33107 5 13.61 257189 20.0
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