LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098740.D

Aca On : 23 Sep 2017 15:44

Operator : SJ/JU

Sample : PB102553BL

Misc :

ALS Vial : 4 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-BF092317.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 5.169 519 524 535 rBV 489683 696940 14.33% 1.823%
2 5.551 583 589 592 rBVY 3629548 4009129 82.42% 10.488%
3 6.545 751 758 760 rBVY 3386645 3943668 81.07% 10.317%
4 6.692 777 783 786 rBVY 3745405 4078895 83.85% 10.671%
5 6.922 818 822 825 rBV 941945 880349 18.10% 2.303%

7.075 844 848 852 rvB 3302000 3183138 65.44% 8.327%
7.481 911 917 920 rBV 2445472 2593914 53.32% 6.786%
8.198 1034 1039 1043 rBV 1264439 1233211 25.35% 3.226%
9.275 1216 1222 1225 rBV 4202920 4864370 100.00% 12.725%
9.957 1332 1338 1342 rBV 1509155 1395981 28.70% 3.652%

=
QO ~NO®

11 10.745 1465 1472 1475 rBV 2441632 2409157 49.53% 6.302%
12 11.445 1585 1591 1594 rBV 1646300 1444471 29.69% 3.779%
13 11.951 1672 1677 1683 rBv4 40228 64510 1.33% 0.169%
14 12.739 1803 1811 1823 rBV 107542 209502 4_.31% 0.548%
15 13.033 1855 1861 1864 rBV 4235954 4426953 91.01% 11.581%

16 14.080 2035 2039 2042 rBV 1301475 1080892 22.22% 2.828%
17 15.198 2225 2229 2234 rBV 85692 91604 1.88% 0.240%
18 15.568 2287 2292 2302 rVB 602714 899290 18.49% 2.353%
19 16.039 2367 2372 2380 rVB 110114 164951 3.39% 0.432%
20 16.562 2455 2461 2471 rVB 108012 187784 3.86% 0.491%

21 17.174 2559 2565 2574 rBV2 66848 138720 2.85% 0.363%
22 17.904 2681 2689 2700 rBV3 57010 150806 3.10% 0.395%
23 18.768 2830 2836 2843 rVB4 30321 77494 1.59% 0.203%

Sum of corrected areas: 38225729
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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\BF092317\

BF098740.D

23 Sep 2017 15:44

SJ/Ju

PB102553BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098740.D

Aca On : 23 Sep 2017 15:44

Operator : SJ/JU

Sample : PB102553BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.17 15.83 ng 696940 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9

Abundance Scan 524 (5.169 min): BF098740.D (-519) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 A R R L
| 83.0 | 480 5.00 520 5.40 5.60
N 1 ISMENMSH | NS SRR NS SN m/z 59.00 55.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A VAN UL LR
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.00 18.08%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 41.0 m/z 58.00 16.43%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate s e e
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.47%
5000
58.0
0 15‘.0 27\.0 | ‘\ L 72‘.0 109.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098740.D

Aca On : 23 Sep 2017 15:44

Operator : SJ/JU

Sample : PB102553BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.69 Concentration Rank 1

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

6.69 92.67 ng 4078900 1,4-Dichlorobenzene-d4 6.92
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 783 (6.692 min): BF098740.D (-777) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 R R L R
40.1 540 J 6.40 6.60 6.80 7.00
0 ..:'.,:|-.|.'.8,1-9..!,':.1.1“?-?..-.,....,....,.... m/z 68.10 36.47%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IR R R
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.41%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 660 6.80 7.00
5000 67.0 m/z 66.00 23.50%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e  EERE s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .24%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R e AR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098740.D

Aca On : 23 Sep 2017 15:44

Operator : SJ/JU

Sample : PB102553BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.74 2.90 ng 209502 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 1811 (12.739 min): BF098740.D (-1803) (-) m/z 43.00 100.00%
43.0 73.0
5000 129.0
97.1
185.1 241.2 DAL R AR
01 m/z 73.00 94 .96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0
12.40 12.60 12.80 13.00
241.0 284.0 m/z 57.00 84 .62%
207.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 59.95 80.04%
970 199.0 242.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0 12.40 12.60 12.80 13.00

m/z 55.00 72 .37%
5000

157.0 185.0 213.0 256.0

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098740.D

Aca On : 23 Sep 2017 15:44

Operator : SJ/JU

Sample : PB102553BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.20 2.04 ng 91604 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 2229 (15.198 min): BF098740.D (-2225) (-) m/z 57.05 100.00%

57.0

5000

14.80 15.00 15.20 15.40 15.60

113.0
1411 169.0192.9 221.0 266.9

0! m/z 71.05 72 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000
14.80 15.00 15.20 15.40 15.60
m/z 43.00 64.27%
29 0 113.0
. L1410 1690 197.0 2250 2530 2960
.”,””P.”P”.P”q.”wnnlnup.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T
14.80 15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 56.06%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.00 23.87%
5000
85.0
29.0
o ‘ || 130 1410 1600 197.0 225.0 253.0 262.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 80 15. OO 15 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098740.D

Aca On : 23 Sep 2017 15:44

Operator : SJ/JU

Sample : PB102553BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Eicosane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.04 3.67 ng 164951 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2-methvl- 296 C21H44 001560-84-5 90
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2372 (16.039 min): BF098740.D (-2367) (-) m/z 57.00 100.00%
57.0
5000
st " 15:80 16.00 16,20 16.40
141.1 : : :
oLk 1 .‘l.ll Lo 882 2810  m/z 71.05 71.81%
m/z--> 50 100 150 200 250 300 350
Abundance #141429: Eicosane, 2-methyl-
57.0
5000
15.80 16.00 16.20 16.40
99.0 m/z 43.05 56.89%
0 2\\.0\‘ h i \‘ 1410 1830 253.0
m/z--> s " 100" "150" 200 250 300 350
Abundance
57.0
'~ 15:80 16.00 16,20 16.40
5000 m/z 85.10 51.35%
99.0
0 28.0 141.0 183.0 239.0
mz-> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21.01%
5000
99.0
o 270) | | | tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098740.D

Aca On : 23 Sep 2017 15:44

Operator : SJ/JU

Sample : PB102553BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.56 4.18 ng 187784 Perylene-d12 15.57

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2461 (16.562 min): BF098740.D (-2455) (-) m/z 57.00 100.00%

5000

16.20 16.40 16.60 16.80

0 m/z 71.05 73.35%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57.0
5000

16.20 16.40 16.60 16.80
m/z 43.00 61.14%

h ] H]n 3.0 169.0 225.0 282.0

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
AR EEEEE S RS
16.20 16.40 16.60 16.80
5000 m/z 85.05  49.83%
113.0
o 169.0 2250 2810 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0 16.20 16.40 16.60 16.80
m/z 55.00 20.65%
5000
13.0
0 ,169.0 2250 30903650 437.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16 20 16. 40 16. 60 16 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092317\
Data File : BF098740.D

Acq On : 23 Sep 2017 15:44

Operator : SJ/JU

Sample : PB102553BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.17 15.8 ng 696940 1 6.92 880349 20.0
unknown6 .69 6.69 92.7 ng 4078900 1 6.92 880349 20.0
Octadecanoic acid 12.74 2.9 ng 209502 4 11.45 1444470 20.0
Heneicosane 15.20 2.0 ng 91604 6 15.57 899290 20.0
Eicosane, 2-methyl- 16.04 3.7 ng 164951 6 15.57 899290 20.0
Eicosane 16.56 4.2 ng 187784 6 15.57 899290 20.0
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