LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102517\

Data File : BF099842.D

Aca On - 26 Oct 2017 5:40 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16057-01 UGl
Misc i 101917-TIDO-F-D-B
ALS Vial : 32 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-BF102317.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 4.998 492 495 512 rBV 76952 112505 4.92% 0.788%
2 5.410 562 565 588 rBV 507448 624917 27 .30% 4_.377%
3 6.434 736 739 755 rBV 335403 408619 17.85% 2.862%
4 6.563 758 761 774 rVB 1286399 1141106 49.85% 7.992%
5 6.792 797 800 812 rBB 498734 417920 18.26% 2.927%
6 6.945 823 826 841 rBVY 1651343 1566355 68.43% 10.971%
7 7.363 893 897 919 rBY 1257674 1163036 50.81% 8.146%
8 8.075 1015 1018 1036 rBV 671418 569587 24.88% 3.989%
9 9.157 1196 1202 1205 rBY 2633764 2288960 100.00% 16.032%
10 9.557 1267 1270 1277 rBB 40710 37855 1.65% 0.265%

11 9.833 1312 1317 1328 rVB 677370 651946 28.48% 4 _566%
12 10.510 1429 1432 1435 rBV 63234 46778 2.04% 0.328%
13 10.633 1449 1453 1467 rBV 826320 809671 35.37% 5.671%
14 11.327 1568 1571 1581 rBV 692958 613741 26.81% 4_.299%
15 12.921 1837 1842 1845 rBV 2052101 2149802 93.92% 15.057%

16 13.798 1988 1991 1999 rBvV 23531 32021 1.40% 0.224%
17 13.980 2019 2022 2033 rBv 609097 575474 25.14% 4.031%
18 15.057 2201 2205 2209 rVB 30739 32557 1.42% 0.228%
19 15.457 2264 2273 2281 rBV 379717 567621 24.80% 3.976%
20 15.851 2335 2340 2346 rBV 63963 97158 4.24% 0.680%
21 16.345 2417 2424 2429 rBV 62675 107672 4_.70% 0.754%
22 16.915 2513 2521 2529 rBV3 42961 91367 3.99% 0.640%
23 17.598 2629 2637 2649 rBV3 34056 87006 3.80% 0.609%
24 18.403 2767 2774 2785 rBV4 16665 46508 2.03% 0.326%
25 19.380 2929 2940 2948 rBV6 11207 37387 1.63% 0.262%
Sum of corrected areas: 14277569
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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:\HPCHEMI\BNA F\DATA\BF102517\
BF099842.D
26 Oct 2017
SJ/JU
16057-01

5:40

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF099842.D

5.41

5.00

6.56

6.95

6.79

7.36

Or——
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

Abundance
2500000

2000000

1500000

1000000

500000

8.07 9.83

TIC: BF099842.D

10.63
11.33

| 9.56 10.5

12.92

Or——
Time--> 8.00

A
T 1 T T T T T [T T T T T T T 7T

10.50 11.00 11.50

8.50 9.00 9.50 10.00

12.50

13.00

T
13.50

Abundance
2500000

2000000

1500000

1000000

500000

13.80
0

TIC: BF099842.D

13.98

15.46

15.06 J\

16.34 16.92
A\

AN
T T T T

17.60

18.40

19.38

Time-->

14.00

17.00

15.50

15.00

14.50 16.00 16.50

17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099842.D

Aca On : 26 Oct 2017 5:40

Operator : SJ/JU

Sample : 16057-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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.

5.00 5.38 ng 112505 1,4-Dichlorobenzene-d4 6.79
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 25
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 495 (4.998 min): BF099842.D (-492) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 4.60 4.80 500 5.20 5.40
oY " SOOI MY S m/z 59.00 59.79%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R L L I
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.00 23.61%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520 5.40
5000 m/z 58.00 17.94%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl- e e
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 8.92%
5000
43.0 101.0
0 15.0 \3\1‘0 ‘\ H‘\\ 71.0 83\0
m/z--> 10 20 30 ' 50 60 70 80 90 100 110 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099842.D

Aca On : 26 Oct 2017 5:40

Operator : SJ/JU

Sample : 16057-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 2

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

6.56 54 .61 ng 1141110 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 760 (6.557 min): BF099842.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 SRR U SRR
401 540 | ‘ 6.20 6.40 6.60 6.80
Ot ebll 780 | ageo W n/z 68.10  39.86%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR U SN
6.20 6.40 6.60 6.80
210 510 m/z 134.00 30.89%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.00 25.36%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R e e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.68%
97.0
5000
70.0
31.0
0 ‘ 44.0 L, 6(‘) \0 86 0 | 116.0 !
m/z--> 30 40 50 60 7'0 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099842.D

Aca On : 26 Oct 2017 5:40

Operator : SJ/JU

Sample : 16057-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Triacontane Concentration Rank 5

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

15.85 3.42 ng 97158 Perylene-d12 15.46

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 2340 (15.851 min): BF099842.D (-2335) (-) m/z 57.10 100.00%
57.1
5000
99.1
ﬂlmul%l 281.0 15.60 15.80 16.00 16.20
ob— ; B B B i m/z 71.10 72 .53%
m/z--> 5 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000
15.60 15.80 16.00 16.20
99.0 m/z 85.10 58.21%
0260, L || “\ | 1410 1830 2250 267.0 309.0 3510 422.0
S e R I
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15.60 15.80 16.00 16.20
5000 m/z 43.05 54 .84%
99.0
026.0 141.0 1830 2250 281.0 337.0 394.0
e e e e L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane e T T T T T
57.0 15.60 15.80 16.00 16.20
m/z 99.10 20.67%
5000
99.0
01260 ‘J | | j 1410 183.0 2250 267.0 309.0  365.0
e e et e e o L B e e
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099842.D

Aca On : 26 Oct 2017 5:40

Operator : SJ/JU

Sample : 16057-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.34 3.79 ng 107672 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2423 (16.339 min): BF099842.D (-2417) (-) m/z 57.05 100.00%
51.0
5000
169. 2 16.00 16.20 16.40 16.60
o....|,|.-"| '" J',- 270 o m/z 71.10 74.38%
m/z--> 0 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000

16.00 16.20 16.40 16.60
99.0 m/z 85.10 56.32%

rﬂ\ Hwyml%onmzmom% 365.0

o] ML U A o T EL S L i
mz-> 0 50 100 150 200 250 300 350
Abundance
57.0
16.00 16.20 16.40 16.60
5000 m/z 43.10 50.40%
99.0
0 141.0 183, 0 23905690 308.0 352.0
e
mz-> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane L ST e
57.0 16.00 16.20 16.40 16.60
m/z 41.10 19.17%
5000
99.0
0 2710 ‘ Jd 2410 1830 2250 2660296.0
L e A T
mz-> 0 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60

8270-BF102317.M Thu Oct 26 16:14:32 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099842.D

Aca On : 26 Oct 2017 5:40

Operator : SJ/JU

Sample : 16057-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Hexacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.92 3.22ng 01367  Perylene-di2 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexacosane 366 C26H54 000630-01-3 90

2 Triacontane 422 C30H62 000638-68-6 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2522 (16.921 min): BF099842.D (-2513) (-) m/z 57.05 100.00%
57.0
5000
99.1
141.0 209.0 16.60 16.80 17.00 17.20
L .‘|, Lifpe, 2090 et m/z 71.10 91.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000
16.60 16.80 17.00 17.20
99.0 m/z 85.10 67 .00%
oL ‘L h‘ 1 \\ | 1410 1830 2250 267.0 309.0 367 0
e — e L
m/z--> 5 100 150 200 250 300 350 400
Abundance
57.0
IIIIIAIIIIIIIIIIIIIIIIAAII
16.60 16.80 17.00 17.20
5000 m/z 43.05 56 .59%
99.0
0260 141.0 183.0 225.0 267.0 309.0 351.0 422.0
et e [ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane B e
57.0 16.60 16.80 17.00 17.20
m/z 55.05 24 .35%
5000
99.0
o280} ||l | 1410 1830 2250 281.0 337.0  394.0
T T e ] T e
m/z--> 5 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099842.D

Aca On : 26 Oct 2017 5:40

Operator : SJ/JU

Sample : 16057-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.60 3.07 ng 87006 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexatriacontane 507 C36H74 000630-06-8 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 90
Abundance Scan 2637 (17.598 min): BF099842.D (-2629) (-) m/z 57.10 100.00%
57.1
5000
9.0
“ | 1411 41910 2811 17.20 17.40 17.60 17.80 18.00
ok L L ey 528 v m/z 71.10 88.51%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202661: Heptacosane
57.0
5000
17.20 17.40 17.60 17.80 18.00
9.0 m/z 85.05 57 .51%
o150 | | | || 1410183.0225.0267.0300.0  380.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
17.20 17.40 17.60 17.80 18.00
5000 m/z 43.00 51.12%
99.0
141.0183.0225.0 281.0 337.0 394.0
L S L U L U B WL BN S W

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane Al R REEE R L
17.20 17.40 17.60 17.80 18.00

m/z 69.00 25.52%

5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.20 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102517\
Data File : BF099842.D

Acq On : 26 Oct 2017 5:40

Operator : SJ/JU

Sample - 16057-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 5.00 5.4 ng 112505 1 6.79 417920 20.0
unknown6 .56 6.56 54_.6 ng 1141110 1 6.79 417920 20.0
Triacontane 15.85 3.4 ng 97158 6 15.46 567621 20.0
2-methyloctacosane 16.34 3.8 ng 107672 6 15.46 567621 20.0
Hexacosane 16.92 3.2 ng 91367 6 15.46 567621 20.0
Heptacosane 17.60 3.1 ng 87006 6 15.46 567621 20.0
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