LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\

Data File : BF087199.D

Acq On : 19 May 2016 21:05

Operator : UM/SJ

a?ggle ; H3144-15 s
ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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 height area % max. total
1 1.713 9 11 44 rVB 1943024 4528595 100.00% 12.394%
2 3.964 203 208 216 rBv2 22141 73237 1.62% 0.200%
3 4.684 269 271 292 rVB 274668 546006 12.06% 1.494%
4 5.153 310 312 326 rBV 2925787 3389172 74.84% 9.275%
5 6.227 404 406 409 rBV 2443946 3289440 72.64% 9.002%
6 6.342 413 416 418 rBV 2717931 3449500 76.17% 9.440%
7 6.559 434 435 442 rVB 668840 930465 20.55% 2.546%
8 6.719 447 449 452 rBV 2821679 2505513 55.33% 6.857%
9 7.142 484 486 488 rBV 2426768 2326028 51.36% 6.366%
10 7.850 546 548 551 rBvV 1333574 1220534 26.95% 3.340%

11 8.936 640 643 645 rBY 3568388 3745148 82.70% 10.250%
12 9.336 676 678 680 rBvV 464222 411226 9.08% 1.125%
13 9.542 694 696 698 rBvV 101060 138999 3.07% 0.380%
14 9.599 698 701 703 rBV 1535005 1352730 29.87% 3.702%
15 9.782 713 717 718 rBV 27324 47699 1.05% 0.131%

16 10.045 738 740 742 rBV 249184 200681 4.43% 0.549%
17 10.262 756 759 762 rBV 64967 105658 2.33% 0.289%
18 10.388 768 770 773 rBV 2289356 2191396 48.39% 5.997%
19 10.513 779 781 788 rVB 219312 242038 5.34% 0.662%
20 10.959 818 820 822 rBV 73232 68303 1.51% 0.187%

21 11.074 828 830 833 rvv 1282382 1175522 25.96% 3.217%
22 11.634 876 879 882 rBV 50120 90201 1.99% 0.247%
23 12.662 966 969 971 rBV 2508931 2729856 60.28% 7.471%
24 13.577 1046 1049 1057 rBV 49737 143440 3.17% 0.393%
25 13.702 1057 1060 1062 rBV 880666 860959 19.01% 2.356%

26 15.051 1176 1178 1185 rBV 679788 777243 17.16% 2.127%

Sum of corrected areas: 36539589
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF051916\

BF087199.D

19 May 2016 21:05

UM/SsJ

H3144-15

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087199.D

Acq On : 19 May 2016 21:05

Operator : UM/SJ

Sample - H3144-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

4.68 11.74 ng 546006 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 271 (4.684 min): BF087199.D (-269) (-) m/z 43.10 100.00%
a3
5000 59 \\\_
101 440 460 480 500
o..w..”,.”.,”?Fm:.w??JL.”.,”.w??”,.”.J”..“ m/z 59.10 46.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B AR R
59 4.40 4.60 4.80 5.00
m/z 58.05 12.97%

15 101
T 5.3 g 53 83
(0 B B e IR L B o B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43

4.40 4.60 4.80 5.00

5000 57 m/z 101.10 12 .44%
29
101
37 50 78
o) T 1% AN, SN HN—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate A e b
43 4.40 4.60 4.80 5.00
m/z 41.05 9.14%
5000
58
1‘5 27 37, 7‘2 100
o) T N0 S O A T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087199.D

Acq On : 19 May 2016 21:05

Operator : UM/SJ

Sample - H3144-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.34 Concentration Rank 2

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

6.34 74.15 ng 3449500 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 416 (6.342 min): BF087199.D (-413) (-) m/z 132.10 100.00%
132
5000 68
rrrrrTTyTTTTyTTT T T T T
40 54 | 75 6 104 6.00 6.20 6.40 6.60
o..,....,....'I'.'.‘.‘?,!!..,-"|,....,..5.‘?,....,.':..,.1.1?.,....,-'...,.. m/z 68.10 38.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 78 m/z 134.10 33.48%
38
0"w'“J“J“'h'M'“l“'H'“'w'“l“'w'“'w'“l“'w‘“'"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 6.60
5000 m/z 66.05 26.78%
33 1 g7 105
51 60 7078 g 115
O e T e e T e e T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13917: Benzene, 1,2,4-trifluoro-
132 6.00 6.20 6.40 6.60
m/z 69.10 16.33%
5000
63 81
31 88 101 112
0..,?ﬂ.,h.ﬁﬁ...iQ.J.M.:l,7ﬂ.‘l.d,....ﬂ.:.,%”.,...w I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087199.D

Acq On : 19 May 2016 21:05

Operator : UM/SJ

Sample - H3144-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane Concentration Rank 8

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

9.54 2.06 ng 138999 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Eicosane 282 C20H42 000112-95-8 83
4 Pentadecane 212 C15H32 000629-62-9 78
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 696 (9.542 min): BF087199.D (-694) (-) m/z 57.10 100.00%
43 57
5000 71
85
99 9.20 9.40 9.60 9.80
o 113127 m/z 43.10 90.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57
43
5000 [

8 9.20 9.40 9.60 9.80
> m/z 71.10 47.21%

29
0 N w 99 113127141155169183197 226
-
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71 9.20 9.40 9.60 9.80
5000 o m/z 41.10 46.56%
29

9 113127141155169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane I s R
43 57 9.20 9.40 9.60 9.80
m/z 85.10 25.46%
71
5000
85
29
0 L4 %91}3127141155169 282
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087199.D

Acq On : 19 May 2016 21:05

Operator : UM/SJ

Sample - H3144-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.51 4.12 ng 242038 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Eicosane 282 C20H42 000112-95-8 86
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 80

Abundance Scan 781 (10.513 min): BF087199.D (-779) (-) m/z 57.10 100.00%

g7
43

5000

5

10.20 10.40 10.60 10.80
m/z 43.10 80.43%

o 99 113 127 141 155 168 183 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55007: Tetradecane

SN

w
a
S

71

5000 85 LA L L L L L L BN |
10.20 10.40 10.60 10.80
- m/z 71.10 49.86%
s L S w1
MR R NN Y] i AN
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
S nanAR e AL e,
10.20 10.40 10.60 10.80
5000 n m/z 41.10 38.53%
85
29
0 99 113 127 141 155 169 183 197 226
SRRMSN S R R RS S i el SR LR LA S
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Tridecane R AL R s B
43 57 10.20 10.40 10.60 10.80

m/z 85.10 31.07%

5000

o
— N
©
~
[y
©
a1
§ I

i “ 99 113 127 141 155 184

m/z--> 20 40 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:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087199.D

Acq On : 19 May 2016 21:05

Operator : UM/SJ

Sample - H3144-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.58 3.33 ng 143440 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
3 11-Tricosene 322 C23H46 052078-56-5 87
4 1-Docosene 308 C22H44 001599-67-3 87
5 1-Tetracosanol 354 C24H500 000506-51-4 74
Abundance Scan 1049 (13.577 min): BF087199.D (-1046) (-) m/z 43.10 100.00%
43
69 97
5000
125 147 207 13.20 13.40 13.60 13.80
O m/z 57.10 96.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 AR U SULN R
13.20 13.40 13.60 13.80
125 m/z 55.00 83.33%
153168 196 224

04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 MM‘/\(\/\M
Abundance

43
83 AL A
13.20 13.40 13.60 13.80
5000 m/z 41.10 62.46%
111
27 67

126 153 182 210

%

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene A REaRE RS RS
43 13.20 13.40 13.60 13.80
m/z 69.10 56.38%
5000 83
111
0 ‘ | | 126 154 183 210 238 266 204 322
S N Y O e - B L L 2 N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087199.D

Acq On : 19 May 2016 21:05

Operator : UM/SJ

Sample - H3144-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.68 11.7 ng 546006 1 6.57 930465 20.0
unknown6 .34 6.34 74.2 ng 3449500 1 6.57 930465 20.0
Hexadecane 9.54 2.1 ng 138999 3 9.60 1352730 20.0
Tetradecane 10.51 4.1 ng 242038 4 11.07 1175520 20.0
Trichloroacetic a... 13.58 3.3 ng 143440 5 13.70 860959 20.0
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