LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027326.D

Acq On : 8 Jun 2017 20:57

Operator : SJ/MA

Sample - 13460-12

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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 height area % max. total
1 5.703 338 343 352 rVvB 47698 81433 1.86% 0.386%
2 6.144 409 418 431 rVB 490459 863934 19.71% 4.091%
3 7.689 673 681 693 rBY 345161 647190 14.77% 3.065%
4 8.089 741 749 760 rBVY 871435 1599572 36.50% 7.575%
5 8.559 818 829 838 rBv 162383 297680 6.79% 1.410%
6 8.882 875 884 899 rvB 621877 1183348 27.00% 5.604%
7 9.722 1017 1027 1040 rBV 601698 1173142 26.77% 5.555%
8 11.373 1300 1308 1313 rBV 259748 510373 11.65% 2.417%
9 11.426 1313 1317 1324 rVB 146446 272161 6.21% 1.289%
10 12.989 1572 1583 1591 rBV 37865 76844 1.75% 0.364%
11 13.206 1613 1620 1628 rVB2 44869 80347 1.83% 0.380%

12 13.764 1706 1715 1723 rBV 1855636 2992476 68.28% 14.170%
13 15.133 1942 1948 1955 rBV2 405541 708886 16.18% 3.357%
14 15.198 1955 1959 1966 rVB 67723 106314 2.43% 0.503%
15 15.527 2009 2015 2020 rBV 28018 51101 1.17% 0.242%

16 16.179 2121 2126 2131 rVB 49364 80396 1.83% 0.381%
17 16.620 2194 2201 2209 rBV 1584350 2530728 57.75% 11.984%
18 17.889 2410 2417 2422 rBV2 527128 889048 20.29% 4._.210%
19 18.283 2480 2484 2491 rVB 52133 84487 1.93% 0.400%
20 18.729 2556 2560 2568 rBV 122582 194188 4.43% 0.920%

21 19.986 2771 2774 2782 rVB 99214 136093 3.11% 0.644%
22 20.468 2849 2856 2864 rVB 3110981 4382437 100.00% 20.752%
23 21.831 3084 3088 3102 rVB2 64307 133137 3.04% 0.630%
24 22.272 3156 3163 3174 rVB 546365 1061619 24.22% 5.027%
25 25.962 3779 3791 3802 rVB2 298517 980828 22.38% 4.645%

Sum of corrected areas: 21117762
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027326.D

Acq On : 8 Jun 2017 20:57

Operator : SJ/MA

Sample - 13460-12

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027326.D
3000000
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1500000

1000000 8.09
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Abundance TIC: BG027326.D
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG027326.D
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8270-BG060517.M Fri Jun 09 17:13:22 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027326.D

Acq On : 8 Jun 2017 20:57

Operator : SJ/MA

Sample - 13460-12

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.70 5.47 ng 81433 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 50
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 342 (5.697 min): BG027326.D (-338) (-) m/z 43.00 100.00%
a3
59
5000
s | o 1‘|’1 540 560 580 600
o} Nt 11O+ S0VC | O PN m/z 59.00 57.01%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AN RN LN RN U
5.40 5.60 5.80 6.00
59 m/z 58.00 18.14%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
5.40 5.60 5.80 6.00
5000 m/z 101.00 14 .64%
43 101
AN N o A S,
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e A ma e
43 5.40 5.60 5.80 6.00
m/z 41.00 9.78%
5000
101
o 15 253137 [ 5 %8 6 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027326.D

Acq On : 8 Jun 2017 20:57

Operator : SJ/MA

Sample - 13460-12

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.09 Concentration Rank 1

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

8.09 107.47 ng 1599570 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 749 (8.089 min): BG027326.D (-741) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 * 780 8.00 820 840
104 : : :
0 ..,....,....,...:l'!.‘.‘?,:' .‘,3?:.'.|,..':'.,..5??,....,.':..,.1.1.5.,...., - m/z 68.00 49.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 R U A R SR
7.80 8.00 8.20 8.40
33 44 97 105 m/z 134.00 31.91%
51 60 70 7? 86 s
O e e e AR R R e SRR R RAERa
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
780 8.00 820 840
5000 m/z 66.00 30.91%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e Emaaa m
132 7.80 8.00 8.20 8.40
m/z 69.00 18.50%
117
5000
39 91
51
W P YA S BN [N | Y A W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027326.D

Acq On : 8 Jun 2017 20:57

Operator : SJ/MA

Sample - 13460-12

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.99 3.01 ng 76844 Naphthalene-d8 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
3 Benzocycloheptatriene 142 C11H10 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 59
Abundance Scan 1583 (12.989 min): BG027326.D (-1572) (-) m/z 142.00 100.00%
142
5000
115
43 51 63 71 89 og 12.60 12.80 13.00 13.20 13.40
O e i 2 98228 M Tm/z 141.00  90.56%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19239: Naphthalene, 2-methyl-
142
5000 LIRS SRS SUNILN B
115 12.60 12.80 13.00 13.20 13.40
m/z 115.00 34.82%
o 39 51 63 7178 8 12 126 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
142
12.60 12.80 13.00 13.20 13.40
5000 m/z 143.00 14 .56%
115
oL 27 3 51 03 7l 8 g 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19231: Benzocycloheptatriene e e ,A. :
141 12.60 12.80 13.00 13.20 13.40
115 m/z 139.00 11.59%
5000
63 89
0 J o1 n Wl 192 M‘ 128 .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027326.D

Acq On : 8 Jun 2017 20:57

Operator : SJ/MA

Sample - 13460-12

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.73 4_.37 ng 194188 Phenanthrene-d10 17.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2560 (18.729 min): BG027326.D (-2556) (-) m/z 73.00 100.00%
43 60 B
5000
129
97 213 AR N SRR B
| || 115 | 143157171 185199 | 297 256 18.40 18.60 18.80 19.00
Ol m/z 60.00 84.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 IR D

18.40 18.60 18.80 19.00
m/z 43.00 83.29%

213
143 157171 185 199

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R A R
18.40 18.60 18.80 19.00
5000 m/z 57.00 69.08%
29
129
87 115 171 214
o 101 143157 | 185,99
T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e A am L
60 73 18.40 18.60 18.80 19.00
43 m/z 55.00 69.05%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
m/z--> 80 100 120 140 160 180 200 220 240 260 18 40 18 60 18. 80 19. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027326.D

Acq On : 8 Jun 2017 20:57

Operator : SJ/MA

Sample - 13460-12

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.99 3.06 ng 136093 Phenanthrene-d10 17.89
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 90
3 Undecanoic acid 186 C11H2202 000112-37-8 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2775 (19.992 min): BG027326.D (-2771) (-) m/z 43.00 100.00%
B 73
5000
284 AR B BN BRI S
199213227 19.60 19.80 20.00 20.20 20.40
Obrrrprr et m/z 73.00 91.84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 BB
mmmmmmmwmm
m/z 60.00 87.68%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 T3
19.60 19.80 20.00 20.20 20.40
5000 - 129 m/z 57.00 81.08%
87 242
143 199
115 185
157 13
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50051: Undecanoic acid A EEEEE B
60 19.60 19.80 20.00 20.20 20.40
m/z 55.00 70.82%
5000 43
29 85 12914
101115 186
o -?‘-‘.-‘-‘--.‘-‘--“- il n\\ ST H‘ \ R S o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1960 1980 2000 2020 2040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027326.D

Acq On : 8 Jun 2017 20:57

Operator : SJ/MA

Sample - 13460-12

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 n-Tetracosanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.83 2.51 ng 133137 Chrysene-di12 22.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 1-Heneicosanol 312 C21H440 015594-90-8 87
Abundance Scan 3088 (21.831 min): BG027326.D (-3084) (-) m/z 57.05 100.00%
57 83
5000 Ht mj\‘\w\/\/
, 198 160 19 25 g5 281 " 1l60 2180 2200 2220
(o} m/z 55.00 91.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 111 LA L L L L L L LB
21 60 21. 80 22. 00 22 20
m/z 83.05 88.64%
29
ok il 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
83 R BRI SUREUS SN SR
21.60 21.80 22.00 22.20
5000 m/z 43.00 88.25%
29 111

139 167 196 224 252 280

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane R mEEEE RS S
57 21.60 21.80 22.00 22.20
97 m/z 97.10 75.78%
5000
29 125
0 Dol ke b h 4 154 179196 224 257269 320
e ””.”.””.”.””.”.””.”.””.”.””.”.””.”.. R B e A,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21 60 21. 80 22. 00 22 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027326.D

Acq On : 8 Jun 2017 20:57

Operator : SJ/MA

Sample - 13460-12

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : 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... 5.70 5.5 ng 81433 1 8.56 297680 20.0
unknown8.09 8.09 107.5 ng 1599570 1 8.56 297680 20.0
Naphthalene, 1-me... 12.99 3.0 ng 76844 2 11.37 510373 20.0
n-Hexadecanoic acid 18.73 4.4 ng 194188 4 17.89 889048 20.0
Octadecanoic acid 19.99 3.1 ng 136093 4 17.89 889048 20.0
n-Tetracosanol-1 21.83 2.5 ng 133137 5 22.27 1061620 20.0
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