LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098208.D

Aca On : 31 Aug 2017 21:36

Operator : SJ/JU

Sample : 14963-01

Misc :

ALS Vial : 11 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-BF081517.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 4.916 477 481 494 rVB 107917 139123 3.29% 0.469%
2 5.328 547 551 555 rBVY 1839047 1871482 44.28% 6.310%
3 6.357 722 726 729 rBV 1445875 1230592 29.12% 4.149%
4 6.492 744 749 752 rBV 3044658 3053274 72.24% 10.294%
5 6.716 783 787 791 rBV 975519 791527 18.73% 2.669%

6.875 809 814 817 rBV 2982236 2798211 66.20% 9.434%
7.286 878 884 887 rBV 2276322 2481996 58.72% 8.368%
7.998 1001 1005 1009 rBV 1071241 1050671 24.86% 3.542%
8.280 1048 1053 1058 rVvB 60531 57603 1.36% 0.194%
9.080 1183 1189 1192 rBV 3927975 4194469 99.24% 14.142%

=
QO ~NO®

11 9.751 1298 1303 1314 rVB2 1309920 1206406 28.54% 4._.067%
12 10.545 1432 1438 1441 rBV 2358853 2487349 58.85% 8.386%
13 11.233 1551 1555 1559 rBV 1427547 1287073 30.45% 4 _339%
14 12.827 1820 1826 1829 rBV 3642819 4226629 100.00% 14.250%
15 13.868 1997 2003 2006 rBV 1119637 1066966 25.24% 3.597%

16 14.498 2107 2110 2113 rVB 55906 47423 1.12% 0.160%
17 14.951 2184 2187 2192 rBV 38432 42357 1.00% 0.143%
18 15.280 2238 2243 2246 rBV 611509 702557 16.62% 2.369%
19 15.309 2246 2248 2253 rVB 83255 97140 2.30% 0.328%

20 15.715 2313 2317 2323 rVB2 94727 127291 3.01% 0.429%
21 16.186 2392 2397 2404 rVB 112520 189675 4._.49% 0.640%
22 16.733 2485 2490 2498 rVB2 90754 184607 4._.37% 0.622%

23 17.374 2594 2599 2609 rVB2 80593 183948 4 _.35% 0.620%
24 18.145 2724 2730 2739 rVB3 55415 141412 3.35% 0.477%

Sum of corrected areas: 29659781
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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\BF083117\
BF098208.D

31 Aug 2017 21:36

SJ/JU

14963-01

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098208.D

Aca On : 31 Aug 2017 21:36

Operator : SJ/JU

Sample : 14963-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 8

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

4.92 3.52 ng 139123 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 1.2-Butanediol 90 C4H1002 000584-03-2 23
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 482 (4.922 min): BF098208.D (-477) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| 121 830 4.60 4.80 5.00 5.20
SRRBEEBESESSNSSBEESSSRRSBESSS 1 S PRMISBSNPFPL UMY £ S YL A m/z 59.00 57.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR SR VR AR
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 23.08%
210 | 510 ‘ 69.0 8300910 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 4.80 500 520
5000 m/z 58.00 15.60%
101.0
150 310 580 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2294: 1,2-Butanediol O e e R
31.0 59.0 4.60 4.80 5.00 5.20
m/z 41.00 10.25%
5000
41.0
e L w00 ) o w0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098208.D

Aca On : 31 Aug 2017 21:36

Operator : SJ/JU

Sample : 14963-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.49 Concentration Rank 1

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

6.49 77.15 ng 3053270 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 749 (6.492 min): BF098208.D (-744) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 540 | %0 o0 om0 650 680
-0 540 . . . .
S i :'.|.'.8,1-9. TR m/z 68.10 45.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RS R LR
6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.25%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 o o o0
5000 ggo 1160 m/z 66.10 28.29%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.76%
5000
63.0 81.0
3]\-0 SQO\ ‘\‘ bl ‘\ | 99\0 ‘11%0 |
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098208.D

Aca On : 31 Aug 2017 21:36

Operator : SJ/JU

Sample : 14963-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 5,5,7,7-Tetraethylundecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.62 ng 127291 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.5.7.7-Tetraethvlundecane 268 C19H40 1000360-42-0 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Docosane 310 C22H46 000629-97-0 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2318 (15.721 min): BF098208.D (-2313) (-) m/z 57.10 100.00%
57.1
5000
141.1 483 251.0 15.40 15.60 15.80 16.00
S 221,0>,-7281.0 m/z 71.10 86.19%
m/z--> 50 100 150 200 250 300 350
Abundance #117656: 5,5,7,7-Tetraethylundecane
57.0
5000 R DA B SRR IR
1270 1540 15.60 15.80 16.00
970 | m/z 85.05 63.26%
‘ ‘ : 239 0
——— I“I w‘l\ |‘“‘| Ml I” |“| ; ]:6?9 |2|1|0C|)| k ———T T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 43.10 51.37%
99.0
27.0 141.0 183.0 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane e A RERREEESE L
57.0 15.40 15.60 15.80 16.00
m/z 99.10 20.69%
5000
99.0
b R0 | 290 aeno¥PO
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00

8270-BF081517.M Fri Sep 01 16:56:20 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098208.D

Aca On : 31 Aug 2017 21:36

Operator : SJ/JU

Sample : 14963-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 3
R.T. EstConc Area Relative to ISTD R.T.
16.19 5.40 ng 189675 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2398 (16.192 min): BF098208.D (-2392) (-) m/z 57.05 100.00%
57.0
5000 } J\
e 15130 16,00 16,20 1640 16,60
41.1 - - - - -
—_— |,| . .~l|, Lt 882 oy 2811wz 71.05 82120
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 AUV UM A BN
15.80 16.00 16,20 16.40 16.60
99.0 m/z 85.05 63.53%
27.0, ‘ | M | 1410 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
15.80 16.00 16,20 16.40 16.60
5000 m/z 43.10 51.69%
99.0
27,0 141.0 183.0 2250 267.0 309.0 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane BRI LA L B L B
57.0 15.80 16.00 16.20 16.40 16.60
m/z 69.00 20.85%
- /\wﬂvwvhmwmﬂw/\wwwmewvvwvuw
99.0
Cl Ll 1o 1830 2250 267.0 309.0  367.0
m/z--> 50 100 1% 200 250 300 350 ' 15.80 16.00 16,20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098208.D

Aca On : 31 Aug 2017 21:36

Operator : SJ/JU

Sample : 14963-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.73 5.26 ng 184607 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 2490 (16.733 min): BF098208.D (-2485) (-) m/z 57.10 100.00%

517.1
85.1
5000

16.40 16.60 16.80 17.00
m/z 71.05 90.51%

168.1 197.1

ulll .,
RN RRRANERAN RARE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
71.0
5000 LA L L L L LB LB |
16.40 16.60 16.80 17.00
99.0 m/z 85.10 61.96%
| Ll 127015501830 22502530 2950  337.0
LN L LN e L L o o a  E RARASRRATEERRSD N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
A EER R R SRR E
85.0 16.40 16.60 16.80 17.00
5000 m/z 43.05 61.15%
29.0 113.0

141.0 169.0197.0  240.0
mﬂmﬁmﬁwﬁrwﬁwﬁwwﬁwwm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #202264: Octadecane, 1-iodo- B e
57.0 16.40 16.60 16.80 17.00
m/z 55.00 24 .68%
5000 85.0
29.0
113 0 1550 183 0211 0 253 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16. 40 16 60 16. 80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098208.D

Aca On : 31 Aug 2017 21:36

Operator : SJ/JU

Sample : 14963-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.37 5.24 ng 183948 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 10-Methylnonadecane 282 C20H42 056862-62-5 87

Abundance Scan 2598 (17.368 min): BF098208.D (-2594) (-) m/z 57.05 100.00%
5%.0
5000 Mww~¢~VKWﬁ\,“J/\xmwwd,wMﬁﬂwfw
99.0 L DR SRR BN SUMI B
| ] 0207.1  267.0 355.0 17.00 17.20 17.40 17.60
Al . m/z 71.05 79.76%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 L DA SRR B BRI
17.00 17.20 17.40 17.60
99.0 m/z 85.10 51.40%
27\}0w ‘\ \‘ | ﬂh\ \h\ ‘\‘ J\‘ \6-4%.0\ \18\3.9 225'0 281'0 337'0 394'0
m/z--> 55 160 1%0 260 250 360 3éo '
Abundance
57.0
17.00 17.20 17.40 17.60
5000 m/z 43.05 47 .61%
99.0
27,0 141.0 183.0 225.0 266.0296.0
m/z--> 55 160 1%0 260 250 360 3éo '
Abundance #185535: Heptadecane, 9-octyl- L B o e
57.0 17.00 17.20 17.40 17.60
m/z 55.00 21.83%
- AVWHWuWNNWWﬂN/\Nﬁwwmquﬁqvv
99.0
- 1 LUy 40 830 *B05600 a080 3520
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098208.D

Aca On : 31 Aug 2017 21:36

Operator : SJ/JU

Sample : 14963-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 8 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.14 4.03 ng 141412 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2729 (18.139 min): BF098208.D (-2724) (-) m/z 57.10 100.00%
57.1
LN SUNRA BRI B
211.1 341.1 17.80 18.00 18.20 18.40
- 31 262.1 m/z 71.05 90.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
57.0
5000 AU UGB AR SRS
ﬂmmmmmmm
m/z 85.00 61.90%
”\ ‘\ h’lu‘ \‘ d \6\9.0 225.0 282 0
m/z--> 55 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
17.80 18.00 18.20 18.40
5000 m/z 43.05 58.16%
113.0
169.0 225 o 281. o 337. o 394 0 mvmpm~wvnm¢n~//\¥n~4vvu¢nwnpwv
m/z--> 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #241526: Tetratetracontane R B
57.0 17.80 18.00 18.20 18.40
m/z 99.05 25.95%
5000
3.0
,169.0 2530 3090 37,0 477.0 533.0  618.0
m/z--> 5'0 1(')0 150 200 250 300 350 400 4&'30 5(')0 5&'30 6(|)O 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083117\
Data File : BF098208.D

Acq On : 31 Aug 2017 21:36

Operator : SJ/JU

Sample - 14963-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.92 3.5 ng 139123 1 6.72 791527 20.0
unknown6 .49 6.49 77.2 ng 3053270 1 6.72 791527 20.0
5,5,7,7-Tetraethy... 15.72 3.6 ng 127291 6 15.28 702557 20.0
2-methyloctacosane 16.19 5.4 ng 189675 6 15.28 702557 20.0
Heneicosane, 11-(... 16.73 5.3 ng 184607 6 15.28 702557 20.0
Octacosane 17.37 5.2 ng 183948 6 15.28 702557 20.0
Eicosane 18.14 4.0 ng 141412 6 15.28 702557 20.0
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