LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085214.D

Aca On : 4 Mar 2016 20:38 Instrument :
Operator : SJ/1Z BNA_F

Sample - H1684-02 ClientSampleld :
Misc - 48-BRIDGE-GRID-1
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-BF030316.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 2.333 3 4 9 rvB 50579 58173 1.27% 0.142%
2 5.179 251 253 260 rVB 643522 1056965 23.04% 2.576%
3 5.579 285 288 291 rBVY 3070780 4112087 89.63% 10.020%
4 6.596 373 377 379 rBVY 3527026 3992780 87.03% 9.730%
5 6.733 386 389 392 rBY 3095894 4386955 95.62% 10.690%
6 6.973 407 410 412 rBV 839855 901724 19.66% 2.197%
7 7.122 421 423 426 rVB 2525842 3448831 75.18% 8.404%
8 7.533 456 459 461 rBV 2756550 2980661 64.97% 7.263%
9 7.602 461 465 468 rVvB 43171 50366 1.10% 0.123%
10 8.253 519 522 524 rBVY 1374557 1223733 26.67% 2.982%

11 9.328 613 616 619 rBvY 3777380 4587716 100.00% 11.180%
12 9.716 648 650 652 rBvV 375920 420498 9.17% 1.025%
13 9.933 668 669 672 rVB 66389 82410 1.80% 0.201%
14 10.013 673 676 678 rVvB 1295209 1353630 29.51% 3.299%
15 10.436 712 713 715 rVB 140397 111035 2.42% 0.271%

16 10.653 729 732 736 rBV 38460 71706 1.56% 0.175%
17 10.802 741 745 747 rVV 2829023 3093668 67.43% 7.539%
18 10.905 751 754 759 rvv2 99038 211747 4.62% 0.516%
19 11.362 792 794 795 rBV 55256 63018 1.37% 0.154%
20 11.499 803 806 808 rBV 1240858 1370331 29.87% 3.339%

21 12.014 849 851 856 rBv2 221305 233632 5.09% 0.569%
22 12.802 917 920 923 rBV 41176 60853 1.33% 0.148%
23 13.088 942 945 947 rBV 3256668 4482608 97.71% 10.923%
24 13.968 1019 1022 1028 rBV 213434 261248 5.69% 0.637%
25 14.128 1034 1036 1039 rVB 1166970 1051510 22.92% 2.562%

26 14.905 1100 1104 1106 rVB3 28281 51952 1.13% 0.127%
27 15.248 1131 1134 1138 rBV 31346 47493 1.04% 0.116%
28 15.602 1162 1165 1167 rBV 542189 760958 16.59% 1.854%
29 16.060 1203 1205 1208 rBV 44997 79171 1.73% 0.193%
30 16.574 1247 1250 1254 rBV 47529 92201 2.01% 0.225%

31 17.180 1299 1303 1308 rBV 45828 114315 2.49% 0.279%
32 17.877 1361 1364 1371 rVB 39287 110250 2.40% 0.269%
33 18.723 1433 1438 1448 rBV2 30922 112621 2.45% 0.274%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085214.D

Aca On : 4 Mar 2016 20:38

Operator : SJ/1Z

a?ggle i H1684-02 48-BRIDGE-GRID-1
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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 41036846
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085214.D

Aca On : 4 Mar 2016 20:38

Operator : SJ/1Z

a?ggle i H1684-02 48-BRIDGE-GRID-1
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085214.D

3500000 6.60

5.58 6.73

3000000
7.53

7.12
2500000

2000000
1500000
1000000 6.97

5.18
500000

.33 | 7.60
S AL S

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF085214.D

3500000 13.09
3000000 10.80
2500000
2000000
1500000{ 8.25 10.01 11.50
1000000

500000 9.72

10.44 J 0.90 12.01
9. i 10.65/{0,0 11.3 I\ 12.80

ot A

T
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085214.D

3500000

3000000

2500000

2000000

1500000
14.13

1000000

15.60
500000

13.97
14.91 15.25 16.06 16.57 17.18 17.88 18.72

0 e S SR e e o e B e S B B S S o B

o
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085214.D

Aca On : 4 Mar 2016 20:38

Operator : SJ/1Z

a?ggle i H1684-02 48-BRIDGE-GRID-1
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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.

5.18 23.44 ng 1056970 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 253 (5.179 min): BF085214.D (-251) (-) m/z 43.10 100.00%
43
59
5000
T 350 500 520 540 550
83 : : : : :
o..,....,....','::..??.4.',...‘??....,....,....,|....,....,....,....,...., m/z 59.10 61.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR RS SR
480 500 5.20 5.40 5.60
m/z 101.10 21.30%
31 83 g3 101
O RRRAARAA RN Raa0s Rasts RERRA RARAREaSR E00N LARM NARRS A AR RARSY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 m/z 58.10 16.48%
41
ol 50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R Em R R )
59 4.80 500 5.20 5.40 5.60
m/z 41.05 9.25%
5000 41
68
0 Il s 126 142
mz-> % 30 40 5'0 e'o 7o 80 % 100 10 130 130 140 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085214.D

Aca On : 4 Mar 2016 20:38

Operator : SJ/1Z

Sample : H1684-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 unknown6.73 Concentration Rank 1

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

6.73 97.30 ng 4386960 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 389 (6.733 min): BF085214.D (-386) (-) m/z 132.10 100.00%
5000 68
40 54 % 6.40 6.60 6.80 7.00
0 A [ m/z 68.10 44.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 U SR AN R
6.40 6.60 6.80 7.00
2 51 m/z 134.10 32.24%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
'6.40 6.60 6.80 7.00
5000 m/z 66.10 28.49%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LS B B e B
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.03%
5000 98 116
) AN | VIR A N HW..LL,..“u N 189 SN Y A NN
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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8270-BF030316.M Mon Mar

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085214.D

Aca On : 4 Mar 2016 20:38

Operator : SJ/1Z

Sample : H1684-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Eicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.90 3.09 ng 211747 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 74
2 Heptacosane 380 C27H56 000593-49-7 72
3 Undecane. 3-ethvl- 184 C13H28 017312-58-2 72
4 Tridecane 184 C13H28 000629-50-5 64
5 Hexadecane 226 C16H34 000544-76-3 59

Abundance Scan 754 (10.905 min): BF085214.D (-751) (-) m/z 57.10 100.00%
57
1o 155 185 10.60 10.80 11.00 11.20
01 m/z 43.10 70.88%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
| JW
5000 BRI SRR SR
85 10.60 10.80 11.00 11.20
29 m/z 71.10 63.56%
ol ‘,L .h‘- | ,h,“‘ll}?‘,lfll L.
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.60 10.80 11.00 11.20
5000 m/z 85.10 37 .38%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> §0 160 1%0 260 2%0 360 3éo
Abundance #45549: Undecane, 3-ethyl- L N LB AR
57 10.60 10.80 11.00 11.20
m/z 41.10 33.59%
5000 85
29 154
0 "'IM!'“H}?"IL' LRI UL AL SN UL BRI BN B
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20

07 18:39:55 2016

48-BRIDGE-GRID-1

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085214.D

Aca On : 4 Mar 2016 20:38

Operator : SJ/1Z

a?ggle i H1684-02 48-BRIDGE-GRID-1
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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.
12.01 3.41 ng 233632 Phenanthrene-d10 11.50
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 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 851 (12.014 min): BF085214.D (-849) (-) m/z 73.10 100.00%
43 oo B
5000 129
97 115 LRI U SN BRI B
143157171185 49213 56 11.60 11.80 12.00 12.20 12.40
) S m/z 43.10 84.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 s
5000 R RN
nmnmnmnmnm
m/z 60.10 80.78%
. I “ ‘\ ki }01}151291431571711851992132272422?6
m/z--> 25 45 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20 12.40
5000 29 129 m/z 57.10 69.04%
87 185
101115 143 171 199 228
O e R B
m/z--> 25 45 éo éo 160 150 150 160 180 200 220 250 2éo
Abundance #83686: Pentadecanoic acid T T
43 60 73 11.60 11.80 12.00 12.20 12.40
m/z 55.05 65.08%
129
5000 29 .
199
1115 185
157171
0 H\ ‘H\ M‘\ ) ....‘....‘..2?-.3....|....|. s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085214.D

Aca On : 4 Mar 2016 20:38

Operator : SJ/1Z

a?ggle i H1684-02 48-BRIDGE-GRID-1
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 2- Chloropropionic acid, he... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 4.97 ng 261248 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 94
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 93
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
4 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 1022 (13.968 min): BF085214.D (-1019) (-) m/z 57.10 100.00%

97

5000

-

13.60 13.80 14.00 14.20
m/z 83.05 98.10%

o 167 191208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133740: 2- Chloropropionic acid, hexadecyl ester
7

-

5000 4
13.60 13.80 14.00 14.20

m/z 55.10 95 .56%

139

168 196 222 269 332

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57 83
R B
a 13.60 13.80 14.00 14.20
5000 11 m/z 43.10 91.37%
0l 25 139 168 191210 238 266 295
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester i B B
43 13.60 13.80 14.00 14.20

m/z 97.10 88.33%

5000

-

o | 154 183 224 252
S ARa nATaaals
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085214.D

Aca On : 4 Mar 2016 20:38

Operator : SJ/1Z

a?ggle i H1684-02 48-BRIDGE-GRID-1
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 11 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.72 2.96 ng 112621 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 1438 (18.723 min): BF085214.D (-1433) (-) m/z 57.10 100.00%
7
85
5000
18 141 15120 15160 1580 1900
169 208 : : : :
o l| .'l|"...',‘....,..2?1.,....,...., m/z 71.10 69.96%
m/z--> 50 150 200 250 300 350
Abundance #155177: Octacosane
57
5000 85 IR AR SRR
18. 40 18. 60 18 80 19.00
m/z 85.10 56.61%
29 113 141
oLl h i j | | X4 169 197 225 253 281 309 337 365 3%4
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance
57
o 18.40 18,60 18.80 19.00
5000 m/z 43.10 53.89%
29
. 13 141 169 107 225 253 206 ﬁv»NAVJ«VNVJ/\\w«MﬂL/\ﬂﬁf»
m/z--> 55 160 150 260 2éo 360 3éo '
Abundance #142112: Pentacosane R B R
57 18.40 18.60 18.80 19.00
m/z 99.10 23.91%
5000 85
113
o2l ﬂ |1 169989211 230 267 295 323 352
m/z--> 55 100 150 200 250 360 3éo ' 1840 1860 1880 1900 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030416\

Data File : BF085214.D

Acq On : 4 Mar 2016 20:38

Operator : SJ/1Z

a?ggle i H1684-02 48-BRIDGE-GRID-1
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.18 23.4 ng 1056970 1 6.97 901724 20.0
unknown6.73 6.73 97.3 ng 4386960 1 6.97 901724 20.0
Eicosane 10.90 3.1 ng 211747 4 11.50 1370330 20.0
n-Hexadecanoic acid 12.01 3.4 ng 233632 4 11.50 1370330 20.0
2- Chloropropioni... 13.97 5.0 ng 261248 5 14.13 1051510 20.0
Octacosane 18.72 3.0 ng 112621 6 15.60 760958 20.0
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