LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092085.D

Aca On : 4 Jan 2017 23:14

Operator : UM/SJ

Sample : 11004-08

Misc :

ALS Vial : 14 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-BF122116.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 2.013 7 11 12 rBv2 26268 61301 1.15% 0.169%
2 4.093 191 193 198 rBvV 55380 84682 1.59% 0.234%
3 4.230 203 205 208 rVB 46755 62633 1.18% 0.173%
4 4.801 252 255 265 rBV 766357 955545 17 .93% 2.638%
5 5.259 293 295 298 rBVY 2197268 2776236 52.10% 7.664%

6.322 385 388 395 rBV 2038383 2032468 38.14% 5.610%
6.436 395 398 400 rBV 5356350 5328719 100.00% 14.709%
6.665 415 418 420 rBvV 964882 1298091 24.36% 3.583%
6.813 429 431 434 rBV 4148442 4679025 87.81% 12.916%
7.236 464 468 470 rBV 3590993 4508425 84.61% 12.445%

=
QO ~NO®

11 7.945 527 530 533 rBV 1930521 1719397 32.27% 4.746%
12 9.031 622 625 627 rBV 3429724 3763184 70.62% 10.388%
13 9.693 680 683 685 rBvV 958522 815042 15.30% 2.250%
14 10.139 718 722 724 rBV 57642 56315 1.06% 0.155%
15 10.482 749 752 755 rBV2 1900406 2101503 39.44% 5.801%

16 10.608 761 763 768 rVB 65170 77548 1.46% 0.214%
17 11.168 810 812 815 rVB 678231 722278 13.55% 1.994%
18 11.716 858 860 863 rBvV 172945 265804 4._.99% 0.734%
19 12.505 927 929 931 rBV 365568 331976 6.23% 0.916%
20 12.768 948 952 954 rBV 2435948 3234732 60.70% 8.929%

21 13.660 1028 1030 1034 rBV 63340 72432 1.36% 0.200%
22 13.797 1040 1042 1045 rBV 601899 658077 12.35% 1.817%

23 15.168 1160 1162 1165 rBV 343348 514860 9.66% 1.421%
24 19.409 1530 1533 1535 rBV3 33587 106285 1.99% 0.293%

Sum of corrected areas: 36226558
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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\BF010417\

BF092085.D

4 Jan 2017 23:14

UM/SsJ

11004-08

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF092085.D

5.26

4.80

4.04.23

44

6.81
7.24

o=
Time-->

4.00

T
4.50 5.00

Abundance

5000000

4000000

3000000

2000000

1000000

7.94

TIC: BF092085.D

9.03

10.48

9.69
11.17

f\

A 10.14  [{0.61

12.77

13.¢

O—y
Time-->

10.50 11.00

11.50

12

T T
.00 12.50 13.00 13.50

Abundance

5000000

4000000

3000000

2000000

1000000
13.80

TIC: BF092085.D

15.17

19.41

1

Time-->

17.50

16.00 16.50 17.00

4.00 14.50

15.00 15.50

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092085.D

Aca On : 4 Jan 2017 23:14

Operator : UM/SJ

Sample : 11004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
480 14.72ng 955545  1,4-Dichlorobenzene-da 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hydroxv-d-methyl- 116 C6H1202 000123-42-2 72

2 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

017348-59-3 28
001116-98-9 17

4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 255 (4.801 min): BF092085.D (-252) (-) m/z 43.00 100.00%

43
59
5000
101  EE mam st m e
st 6o 83 | 4.40 4.60 4.80 5.00 5.20
e e e e e e e e e e e m/z 59.10 59.76%
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
5000 | B NI L LI L LI L BB
59 4.40 4.60 4.80 5.00 5.20
m/z 101.00 20.67%
15 31 101
‘ 1y ‘ ' 51 Il 83 Il ‘
T T T e T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R e e e R
4.40 4.60 4.80 5.00 5.20
5000 m/z 58.00 14.71%
41
29 101
50 73 86
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e REmEE R RS L
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.05%
5000 41
68
ILI_s0 . 126 14 A
B L L o B N S RN R a s L e e e TR RRE eSS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092085.D

Aca On : 4 Jan 2017 23:14

Operator : UM/SJ

Sample : 11004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.44 Concentration Rank 1

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

6.44 82.10 ng 5328720 1,4-Dichlorobenzene-d4 6.66
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 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 398 (6.436 min): BF092085.D (-395) (-) m/z 132.00 100.00%
5000 68
620 640 6.60 6.80
R B m/z 68.10 43.58%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U I LR
6.20 6.40 6.60 6.80
21 51 78 m/z 134.00 33.60%
| w
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80
5000 gg 116 m/z 66.10 26.24%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- s REA.
132 6.20 6.40 6.60 6.80
m/z 69.10 17.20%
5000
63 81
31 59 1 w\‘ \\72‘ ‘\ \92 10\]-\ 1:!-\2 ‘
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092085.D

Aca On : 4 Jan 2017 23:14

Operator : UM/SJ

Sample : 11004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 4 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.61 2.15 ng 77548 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Heptacosane 380 C27H56 000593-49-7 78
Abundance Scan 763 (10.608 min): BF092085.D (-761) (-) m/z 57.10 100.00%
57
43
71
5000 85
91131, 1020 10,40 10,60 1030 1160
m/z 43.05 70.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 AUV
85 10. 20 10 40 10. 60 10. 80 11. oo
m/z 71.10 59.23%
‘ \\ L %9113127141155169 282
m/z--> ﬁo 46 eb ab 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
4357
71 10.20 10.40 10.60 10.80 11.00
5000 a5 m/z 85.10 38.01%
29

99113127141155169 198
m@mﬁmﬁm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #73967: Hexadecane
57 10.20 10.40 10.60 10.80 11.00
B4 m/z 41.10 37.12%
5000 85
29 99
14 \J 1! HL I ] 118127141155160183197 226
R o AR e e RARRARARRNEEEESEEsassaans s R R REEEE R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 20 10 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092085.D

Aca On : 4 Jan 2017 23:14

Operator : UM/SJ

Sample : 11004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.72 7.36 ng 265804 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 860 (11.716 min): BF092085.D (-858) (-) m/z 73.00 100.00%
48 60 73
5000
97 129
115 157 171185 1 00 213 1140 11.60 11.80 12.00
148 199 2%6 m/z 43.10 98.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o,
5000 IR AR LR IR DR
nmnmnmnm
m/z 60.00 93.31%
Il A \“ \H %01;}5 \ 1431571711851992132272422?6
m/z--> 25 Jo 80 100 150 150 160 180 200 220 240 260
Abundance
60 73
43 RIS SN BN SRS
11.40 11.60 11.80 12.00
5000 129 m/z 41.05 86.96%
29 87 185
115 143 __171 228
NN N 10 Y L .~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid A RERE R e e
43 60 73 11.40 11.60 11.80 12.00
m/z 55.10 72.28%
29
5000
L 15717115517 MAMNNWMwﬂ
m/z--> "55" Ed" 60 80 100 120 140 160 180 200 220 240 260 ii 46 ii éd ii éd ié dd' '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092085.D

Aca On : 4 Jan 2017 23:14

Operator : UM/SJ

Sample : 11004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 6 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.51 10.09 ng 331976 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 929 (12.505 min): BF092085.D (-927) (-) m/z 43.05 100.00%
ile]
5000 129
97
185 241 12.20 12.40 12.60 12.80
157 284 : - : :
il 2 1 e W/Z 73.00 98.01%
miz--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
43
73
5000 USRNSSR BN SR
129 12.20 12.40 12.60 12.80 :
97 ‘ 185 - 284 m/z 60.00 79.87%
|1|8“| ‘*“l”“"‘ hl‘:”“”:“h‘l‘ M:‘l |‘:|I-5|7|‘ I‘I ‘|2|13| L I‘ |2|6|5 A R B
miz--> 0 50 100 150 200 250 300 350
Abundance
43 73
12:20 12.40 12.60 12.80
5000 129 m/z 57.10 75.54Y%
97 199 242
157
180
miz--> 0 55 160 1%0 260 250 360 3%0
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 12.20 12.40 12.60 12.80
m/z 41.10 74.01%
73
5000 284
129
97
185
‘l‘ ‘ \H\ J,HL w]\l\ M x‘\ | 157 | 2][3 \24‘.1| 1265 |311 | 372
LN B B B N B R I B N I B B T—T LN N B B N B BN B N N B B RN B B N R —v—v—rv—v—v—vj—v—v—v—vj—v—v—v—v—rv—v—v—v—[
miz--> 0 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80

8270-BF122116.M Thu Jan 05 07:26:46 2017

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092085.D

Aca On : 4 Jan 2017 23:14

Operator : UM/SJ

Sample : 11004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.66 2.20 ng 72432 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 72
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 70
4 1-Docosene 308 C22H44 001599-67-3 64
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 62
Abundance Scan 1030 (13.660 min): BF092085.D (-1028) (-) m/z 55.05 100.00%
l 139 281 " 13.40 13.60 13.80 14.00
....,.”.,....“.!.,.”.,...w....,.”., m/z 43.05 97 .69%
m/z--> 50 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 LREL U BN LI R
anmwmmm
111 m/z 83.10 95.93%
| M\Md “139167196224 267292 321 462 490
m/z--> 5 150 200 250 300 350 460 4éo '
Abundance
43/ oo
13.40 13.60 13.80 14.00
5000 m/z 57.05 91.04%
111

139168196 941

EE

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester e R R
4 13.40 13.60 13.80 14.00
69 m/z 69.10 84.13%
5000

-

153 196224

m/z--> 50 100 150 200 250 300 350 400 450 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092085.D

Aca On : 4 Jan 2017 23:14

Operator : UM/SJ

Sample : 11004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 Silicic acid, diethyl bis(t... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.41  4.13ng 106285  Perylene-di2 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Silicic acid. diethvl bis(trimet... 296 C10H2804Si3 003555-45-1 59
2 Methvltris(trimethvlsiloxv)silane 310 C10H3003Si14 017928-28-8 45

3 4-Hvdroxvphenvl pvrrolidinvl thione 207 C11H13NOS 084783-02-8 43
4 1.1.1.3.5.5.5-Heptamethviltrisilo... 222 C7H2202Si3 001873-88-7 40
5 Cyclotrisiloxane, hexamethyl- 222 C6H1803S1i3 000541-05-9 38
Abundance Scan 1533 (19.409 min): BI(:bOQZOSS.D(—1530) ) m/z 207.00 100.00%
1 WV\/\/\Nf\/\F/\
5000
73 281 S —
4l 97115133 177 355 19.00 19.20  19.40
NV VO U B m/z 208.00  28.80%
miz--> 50 100 150 200 250 300 350
Abundance #114916: Silicic acid, diethylmbis(trimethylsilyl) ester
207
5000 LA SN DL
081 19.00 19.20  19.40
231 m/z 281.10 28.57%
45 73 103 1%3 17\\7 If H‘ ‘ ‘\ L‘
miz--> 50 100 150 200 250 300 350
Abundance
207
s 19.00 1920 1940
5000 m/z 73.00 22.28%
295
45 05 115133 163 189 247265
miz--> 50 100 150 200 250 300 350
Abundance #60775: 4-Hydroxypheny! pyrrolidinyl thione R B AR
146 207 19.00 19.20  19.40
m/z 81.10 19.58%
70
5000
120 174
7 | WO
T I‘ I ‘ T T T T I T ‘I T T L T T T T ‘I T T T T T T T T T T T I T I T T T T I T T T T T T T T
miz--> 50 100 150 200 250 300 350 19.00 19.20  19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010417\
Data File : BF092085.D

Acq On : 4 Jan 2017 23:14

Operator : UM/SJ

Sample : 11004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF122116.M
Quant Title : 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... 4.80 14.7 ng 955545 1 6.66 1298090 20.0
unknown6 .44 6.44 82.1 ng 5328720 1 6.66 1298090 20.0
Eicosane 10.61 2.1 ng 77548 4 11.17 722278 20.0
n-Hexadecanoic acid 11.72 7.4 ng 265804 4 11.17 722278 20.0
Octadecanoic acid 12.51 10.1 ng 331976 5 13.80 658077 20.0
17-Pentatriacontene 13.66 2.2 ng 72432 5 13.80 658077 20.0
Silicic acid, die... 19.41 4.1 ng 106285 6 15.18 514860 20.0
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