LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094304.D

Aca On : 10 Apr 2017 12:06

Operator : SJ/MA

Sample : PB98126BL

Misc :

ALS Vial : 3 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-BF032217.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 3.987 352 357 365 rVB 342141 399067 8.35% 1.157%
2 4.404 424 428 432 rBV 2956246 2715034 56.80% 7.871%
3 5.475 605 610 614 rBVY 2402032 2731191 57.14% 7.918%
4 5.598 626 631 634 rBY 2762135 2871318 60.07% 8.324%
5 5.840 667 672 676 rBV 993248 949528 19.86% 2.753%
6 6.016 697 702 706 rBVY 3064763 3265734 68.32% 9.467%
7 6.487 775 782 786 rBVY 2036587 2634077 55.11% 7.636%
8 7.339 921 927 931 rBVY 1232854 1279764 26.77% 3.710%
9 8.669 1145 1153 1156 rBvY 3700692 4780087 100.00% 13.857%
10 9.480 1284 1291 1295 rVB 1323307 1384573 28.97% 4.014%

11 10.457 1450 1457 1461 rBV 1665705 1723381 36.05% 4.996%
12 11.304 1594 1601 1605 rBV 1371322 1383877 28.95% 4.012%
13 12.033 1719 1725 1732 rBV5 35051 76332 1.60% 0.221%
14 13.286 1930 1938 1942 rBV2 3552059 4450356 93.10% 12.901%
15 14.133 2074 2082 2093 rVB4 57422 176036 3.68% 0.510%

16 14.551 2148 2153 2158 rBV 1146235 1273013 26.63% 3.690%
17 15.033 2226 2235 2246 rBV5 145874 438883 9.18% 1.272%
18 15.715 2345 2351 2358 rBV2 92282 195333 4_.09% 0.566%
19 16.180 2425 2430 2439 rVB 795620 912973 19.10% 2.647%
20 16.309 2446 2452 2458 rVB2 83102 165087 3.45% 0.479%

21 16.615 2498 2504 2512 rBVS8 73794 193290 4._.04% 0.560%
22 16.962 2557 2563 2573 rVB4 58908 158118 3.31% 0.458%

23 17.080 2580 2583 2587 rVB5 43023 70258 1.47% 0.204%
24 19.368 2967 2972 2985 rVB5 84444 267719 5.60% 0.776%

Sum of corrected areas: 34495029
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF041017\

BF094304.D

10 Apor 2017 12:06

SJ/MA

PB98126BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094304.D

4.40
5.60

5.47

3.99

6.02

6.49

7.34

0=
Time-->

4.00

4.50 5.00

5.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF094304.D

10.46

9.48 11.30

12.03

—T
Time-->

8.00

9.50

10.00 10.50 11.00 11.50

8.50

9.00

12.00 12.50 13.00

13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF094304.D

14.55
16.18

16.31 16.62 16.95.08
AN

14.13

19.37
AN

Time-->

16.00 16.50 17.00

14.00

14.50 15.00 15.50

17.50

18.00

18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094304.D

Aca On : 10 Apr 2017 12:06

Operator : SJ/MA

Sample : PB98126BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.99 8.41 ng 399067 1,4-Dichlorobenzene-d4 5.84
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-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 358 (3.993 min): BF094304.D (-352) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 NSRRI N SR
| 83.0 3.60 3.80 4.00 4.20 4.40
O o o B m/z 59.00 61.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN LS A AR R
59.0 360 3.80 4.00 4.20 4.40
0
150 4, 1010 m/z 101.00 22.13%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
360 3.80 4.00 420 4.40
5000 41.0 m/z 58.10 14 .52%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime e e e
43.0 3.60 3.80 4.00 4.20 4.40
m/z 41.00 8.22%
5000
101.0
oL 150 310 | 80690 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094304.D

Aca On : 10 Apr 2017 12:06

Operator : SJ/MA

Sample : PB98126BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown5.60 Concentration Rank 2

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

5.60 60.48 ng 2871320 1,4-Dichlorobenzene-d4 5.84
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 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 631 (5.598 min): BF094304.D (-626) (-) m/z 132.00 100.00%
132.0
5000 68.0
960 [rrrrprrrTp T T T T T T T
40.1 540 J 5.20 5.40 560 5.80 6.00
0 ...--.,:|-.|.'.8,1-.1..!,':.1.1“?-?..-.,....,....,.... m/z 68.05 37.60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 RS SRS R
5.20 5.40 560 5.80 6.00
310 5L0 m/z 134.00 33.48%
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
520 540 560 580 6.00
5000 67.0 m/z 66.00 22.98%
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 #48639: Tranylcypromine-propionyl R ame e e
57.0 132.0 5.20 5.40 560 5.80 6.00
240 m/z 69.10 14 .69%
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| A REEEE BRI S
m/z--> 40 60 80 100 120 140 160 180 5.20 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094304.D

Aca On : 10 Apr 2017 12:06

Operator : SJ/MA

Sample : PB98126BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.13 2.77 ng 176036 Chrysene-di12 14 .55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 2081 (14.127 min): BF094304.D (-2074) (-) m/z 57.10 100.00%

%

5000
127.0 2811 13.80 14.00 14.20 14.40
0! m/z 71.05 67.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0
5000 TT LR B TTT T T
13. 80 14. 00 14 20 14.40
m/z 43.10 49 .75%
ol h || }f ‘0‘169 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
.”.,.” A T T T T T T e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
T T
13.80 14.00 14.20 14.40
5000 m/z 85.10 39.16%
113.0
0 169.0 2390 594 ¢ 3520
B B LR e e e e e R A R RN E S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147095: Eicosane, 7-hexyl- L o mamna e
7.0 13.80 14.00 14.20 14.40
m/z 55.00 20.16%
- hﬁ;m%ﬂﬁwwﬁﬁwjﬂ\&ﬂwwﬂﬁvhwuwb
0 130 1820 2810 337
e R e e e e e e T R A RERE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094304.D

Aca On : 10 Apr 2017 12:06

Operator : SJ/MA

Sample : PB98126BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.03 6.90 ng 438883 Chrysene-di12 14 .55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 53
2 Docosane 310 C22H46 000629-97-0 49
3 Hentriacontane 437 C31H64 000630-04-6 49
4 Heneicosane 296 C21H44 000629-94-7 46
5 Tetratriacontane 479 C34H70 014167-59-0 46
Abundance Scan 2234 (15.027 min): BF094304.D (-2226) (-) m/z 57.10 100.00%
57.1
2000 /\A/\A//\W”
. 204 " 1480 15,00 15,20 1540
Ob—ptly ; m/z 43.05 84 .42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57.0
5000 LRI B SULRLL UL B
mmmmmmmm
m/z 71.10 71.70%
99.0
0l25.0 ‘ LA |4 }410 183.0 2250 281.0 337.0  394.0
m/z--> §o 100 150 260 2éo 360 3éo 460 !
Abundance
57.0
"' 14:80 15.00 15.20 1540
5000 m/z 85.10 51.99%
99.0
141.0 183.0 230. 0 310.0
o T T T T T T T
m/z--> §o 160 1éo 260 250 300 3%0 460 !
Abundance #162744: Hentriacontane i Lt e R
57.0 14.80 15.00 15.20 15.40
m/z 41.10 26.99%
= wﬂywwwmwmmmj/\M”VNMANV“WWA”
99.0
ol | | ; 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> §o 160 1éo 260 250 360 3éo 460 ! 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094304.D

Aca On : 10 Apr 2017 12:06

Operator : SJ/MA

Sample : PB98126BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.72 4.28 ng 195333 Perylene-d12 16.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 2352 (15.721 min): BF094304.D (-2345) (-) m/z 57.05 100.00%

57.0
5000

99. R e N A
155.2 15. 40 15 60 15. 80 16. 00
| Lk I, ‘ gl 38002252 2830 351 0 h7z 71.10  69.96%
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl- \’M/J\\M
57.0
5000 U DA B P B
15. 40 15 60 15. 80 16. 00
m/z 85.05 52.38%

99.0
ol Ly 1410 1830 #0600 3080 3520
_— Sra 830 T 2690 3080 3520
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

15. 40 15 60 15. 80 16.00

5000 m/z 43.05 48.62%
99.0
0 27.0 141.0 183.0 225.0 281.0 337.0 394.0
e N L A e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane e T e
57.0 15. 40 15. 60 15. 80 16. 00

m/z 55.00 20.20%

5000

99.0
‘IIJJMWJROZEO%M%M

L A .

m/z--> 50 100 150 200 250 300 350 15. 40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094304.D

Aca On : 10 Apr 2017 12:06

Operator : SJ/MA

Sample : PB98126BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.31 3.62 ng 165087 Perylene-di12 16.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2452 (16.309 min): BF094304.D (-2446) (-) m/z 57.10 100.00%
51.1
5000 vaﬁMMMNuwi/\xmwN4MMN/kwM
%90 1600 1620 1640 1660 !
411 197.1 281.1 : : : :
/B ‘“ A s VR o .= T m/z 71.10 84.71%
m/z--> 50 oo 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000 U AR SR DR
16. oo 16. 20 16. 40 16.60
99.0 m/z 43.05 60.41%
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57.0
16.00 16,20 16.40 16.60
5000 m/z 85.05 59.60%
99.0
o 141.0 183, 0 225.0 267 0 309.0 351.0 422.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- e A RERREEaEI
43.0 16.00 16.20 16.40 16.60
m/z 55.05 25.20%
obdd L J210 1690 2250 2950 3370
m/z--> éo 100 1éo 200 250 300 350 400 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094304.D

Aca On : 10 Apr 2017 12:06

Operator : SJ/MA

Sample : PB98126BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl6.62 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.62 4.23 ng 193290 Perylene-d12 16.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 12-acetvl-7-desoxvcholate 448 C27H4405 055547-48-3 37
2 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 32
3 Stiamastan-3.5-diene 396 C29H48 1000214-16-4 10
4 Norflurazon 303 C12H9CIF3N30 027314-13-2 9
5 2,6-Dichloronitrosobenzene 175 C6H3CI2NO 001194-66-7 9
Abundance Scan 2505 (16.621 min): BF094304.D (-2498) (-) m/z 43.10 100.00%
43.1
95.0 145.1
5000
255.1 303.3
16.40 16.60 16.80 17.00
o m/z 55.05 60.67%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164216: Methyl 12-acetyl-7-desoxycholate
43.0
5000 R BN B SR
16.40 16.60 16.80 17.00
81.0 2550 m/z 145.10 53.76%
154.0 '
ol ,\MI‘MJ \U\‘\,\\M,\Mﬁ%ﬁ'ﬁ,‘ul\.‘, 30 || seo 0O
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
" 1640 16.60 16.80 17.00
5000 m/z 95.00 53.39%
810 147.0 396.0
0 179,02150 255.0288.0 354 456.0
m/z--> éo 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #155644: Stigmastan—3,5—diene LI L L BN B
43.0 16.40 16.60 16.80 17.00
m/z 81.00 47 .32%
396.0
5000
0 R BN B SR
m/z--> 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094304.D

Aca On : 10 Apr 2017 12:06

Operator : SJ/MA

Sample : PB98126BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.96 3.46 ng 158118 Perylene-di12 16.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 76
2 Hexadecane 226 C16H34 000544-76-3 64
3 Hexacosane 366 C26H54 000630-01-3 64
4 Heneicosane 296 C21H44 000629-94-7 64
5 Eicosane 282 C20H42 000112-95-8 59
Abundance Scan 2563 (16.962 min): BF094304.D (-2557) (-) m/z 57.05 100.00%
57.0
5000
13.0 U B BN SN
141.1 179.0 222 1 268.1 355.0 16.60 16.80 17.00 17.20
(I — : m/z 43.10 89.03%
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane
57.0
5000 85.0 D AL B B
mmmmﬂmﬂm
29.0 m/z 71.10 88.79%
: 13.0
0 \‘ A h H‘ Il uﬁl il ‘141 0169 0197. 0225 0 26?'0
m/z--> §o 160 150 260 2%0 360 3%0
Abundance
57.0
16,60 16.80 17.00 17.20
5000 85.0 m/z 85.05 55.98%
) 29.0 11301410169019102260
m/z--> o '50' ' "160" ' ﬁéo" ' 560" ' 550" ' édo" ' ééoll
Abundance #147090: Hexacosane R AR EEEEE T
57.0 16.60 16.80 17.00 17.20
m/z 55.05 23.46%
5000 85.0
29.0 13.0441, 0169.0
oL 29 L 197.0225.0253.0  295.0 366.0
m/z--> % @ m ﬁ @ ﬁ @ 1%mmmmmno'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094304.D

Aca On : 10 Apr 2017 12:06

Operator : SJ/MA

Sample : PB98126BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 unknownl19.37 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.37 5.86 ng 267719 Perylene-di12 16.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dicarbadodecaborane(12). 1-I... 234 C6H20B10S 062906-36-9 38
2 Toluene. 4-chloro-2-fluoro-5-nitro- 189 C7H5CIFNO2 018349-11-6 27
3 Benzeneacetic acid. .alpha.-meth... 248 C11H11F303 077611-72-4 25
4 6-Bromo-9-phenanthrene diazometh... 324 C16H9BrN20 1000254-49-2 22
5 Ethanone, 1-[4-(trifluoromethoxy... 204 C9H7F302 085013-98-5 22
Abundance Scan 2972 (19.368 min): BF094304.D (-2967) (-) m/z 189.15 100.00%
5000
8.1 2411 453.4 19.00  19.20  19.40
0 S — m/z 41.10 57.68%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #78782: 1,2-Dicarbadodecaborane(12), 1-[(propylthio)methyl]-
.0
5000 L L L S L S B
2320 1900 1920  19.40
m/z 95.10 50.70%
o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
107.0 189.0
1000 1920  19.40
5000 143.0 m/z 43.00 49 .30%
30.0
73.0
L L L L U LA WL UL UL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #86723: Benzeneacetic acid, .alpha.-methoxy-.alpha.-(trifl... —T T
189.0 19.00 19.20 19.40
m/z 133.00 46 .55%
105.0
5000
69. 1.0 248.0
0'2'9"?!"})']“"][5[“"'|""|""|""|""|"''|' IBSUSEDPUS S
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041017\
Data File : BF094304.D

Acq On : 10 Apr 2017 12:06

Operator : SJ/MA

Sample - PB98126BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 3.99 8.4 ng 399067 1 5.84 949528 20.0
unknown5 .60 5.60 60.5 ng 2871320 1 5.84 949528 20.0
Tetratetracontane 14.13 2.8 ng 176036 5 14.55 1273010 20.0
Octacosane 15.03 6.9 ng 438883 5 14.55 1273010 20.0
Heptadecane, 9-oc... 15.72 4.3 ng 195333 6 16.18 912973 20.0
Heneicosane 16.31 3.6 ng 165087 6 16.18 912973 20.0
unknownl6.62 16.62 4.2 ng 193290 6 16.18 912973 20.0
Nonadecane 16.96 3.5 ng 158118 6 16.18 912973 20.0
unknown19.37 19.37 5.9 ng 267719 6 16.18 912973 20.0
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