LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG060817\

Data File : BG027329.D

Acq On 8 Jun 2017 22:55 Instrument :
Operator : SJ/MA ?:'I\:gﬁ(tSSam ol
3?22 le 13479-06 TW-6-20170203
ALS Vial : 13 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 5.702 334 343 352 rBvY 66969 108328 2.21% 0.473%
2 6.143 410 418 427 rVB 530378 907603 18.51% 3.961%
3 7.688 670 681 691 rBY 357819 659419 13.45% 2.878%
4 8.088 740 749 759 rBV 907616 1670481 34.07% 7.291%
5 8.558 822 829 836 rBvV 169576 315786 6.44% 1.378%
6 8.881 873 884 895 rBVY 694280 1326402 27.06% 5.789%
7 9.721 1018 1027 1035 rBVY 665719 1265976 25.82% 5.525%
8 11.378 1301 1309 1316 rBV 266992 523402 10.68% 2.284%
9 13.763 1705 1715 1725 rBV 2012230 3211416 65.50% 14.016%
10 14.568 1846 1852 1859 rVB 99790 151499 3.09% 0.661%

11 15.138 1939 1949 1962 rVB2 462315 794315 16.20% 3.467%
12 16.619 2194 2201 2213 rBV 1696527 2691850 54.91% 11.748%
13 17.888 2410 2417 2430 rBV2 593834 982857 20.05% 4._.290%
14 18.728 2554 2560 2568 rBV 129728 200570 4_.09% 0.875%
15 19.986 2769 2774 2784 rBV 153214 232335 4.74% 1.014%

16 20.467 2849 2856 2863 rBV 3422662 4902602 100.00% 21.397%
17 21.266 2988 2992 2997 rVB2 49562 62489 1.27% 0.273%
18 21.830 3083 3088 3099 rVB 103035 160891 3.28% 0.702%
19 22.271 3156 3163 3173 rVB 606102 1150679 23.47% 5.022%
20 22.447 3187 3193 3198 rBV 94339 145267 2.96% 0.634%

21 23.141 3305 3311 3316 rBV 86290 150245 3.06% 0.656%
22 23.934 3441 3446 3456 rVB 54031 111672 2.28% 0.487%

23 24.868 3601 3605 3614 rVB5 28791 67896 1.38% 0.296%
24 25.961 3779 3791 3803 rVB3 331583 1118970 22.82% 4 _.884%

Sum of corrected areas: 22912950
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO60817\

Data File : BG027329.D

Acq On : 8 Jun 2017 22:55

Operator : SJ/MA

ﬁ?ggle i 13479-06 TW-6-20170603
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027329.D
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Abundance TIC: BG027329.D

20.47
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1500000
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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: BG027329.D

3000000
2500000
2000000
1500000
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p3.14
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Time--> 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO60817\

Data File : BG027329.D

Acq On : 8 Jun 2017 22:55

Operator : SJ/MA

ﬁ?ggle i 13479-06 TW-6-20170603
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
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 6.86 ng 108328 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 45
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetone 58 C3H60 000067-64-1 22
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 343 (5.702 min): BG027329.D (-334) (-) m/z 43.00 100.00%
43
59
5000
10 540 560 580 600
83 : : : :
o..,....,....,...3.3,'!:..,??:.;....,.73...,.~...,...:,|....,. m/z 59.00 58.45%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U UM UL AR
59 540 560 580 600
m/z 58.00 17 .73%
o 25 3t 37 | 83 g3 M
mz-> 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 16.65%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e R ma
59 5.40 5.60 5.80 6.00
m/z 41.00 8.72%
5000
a1 101
0 15 ! 3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 9 100 110 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO60817\

Data File : BG027329.D

Acq On : 8 Jun 2017 22:55

Operator : SJ/MA

ﬁ?ggle i 13479-06 TW-6-20170603
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
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.

8.09 105.80 ng 1670480 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 749 (8.088 min): BG027329.D (-740) (-) m/z 132.00 100.00%
132
5000 68
40 54 ‘ 75 ¥ 780 800 820 840
104 : . . .
Obrr e ek b ....|....,..5??,....,.':..,.1.1.5.,....,'...,.. m/z 68.00 49.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL U R R SR
7.80 8.00 8.20 8.40
3 78 m/z 134.00 32.37%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h'“'P”'P'“I”'W'”'P'“I“"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
780 800 820 840
5000 m/z 66.00 31.81%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole Lo e
132 7.80 8.00 8.20 8.40

m/z 69.00 18.69%

5000
104
51 66 77
14 27 37 44> 58 | ' 89 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO60817\

Data File : BG027329.D

Acq On : 8 Jun 2017 22:55

Operator : SJ/MA

ﬁ?ggle i 13479-06 TW-6-20170603
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.73 4.08 ng 200570 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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 2560 (18.728 min): BG027329.D (-2554) (-) m/z 73.00 100.00%
43 7B
5000 129 A
97 213
L5 | 4a107171185 99 |, 256 - 18.40 18.60 18.80 19.00
ol L m/z 60.00 93.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129

18.40 18.60 18.80 19.00

83
m/z 43.05 86.72%
213
JH, 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 78
T
57 18.40 18.60 18.80 19.00
5000 129 m/z 55.00 76.40%
29 171
g7 o 185 214
o 15 101 143157 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid B e S
3 | 3 18.40 18.60 18.80 19.00
5 m/z 57.00 69.92%
5000 129
29
199
Lji 193157171185 242
15
0 R e e

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA_G\DATA\BG060817\

BG027329.D

8 Jun 2017 22:55

SJ/MA

13479-06 TW-6-20170603
13 Sample Multiplier: 1

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

C:\DATABASENNIST11.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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.99 4.73 ng 232335 Phenanthrene-d10 17.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2775 (19.991 min): BG027329.D (-2769) (-) m/z 43.00 100.00%
19,60 19.80 20.00 20.20 20.40
0! m/z 73.00 96.54Y%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 78
5000 129 NN SRR B
o7 19.60 19.80 20.00 20.20 20.40
185 241 o84 m/z 57.00 85.47%
Ml s T |
oL—— |‘ “u“‘u“l“ ‘i”:“l‘:‘ ) | : ‘l" ot ——t T
m/z--> 50 100 150 200 250 300 350
Abundance
43
73 19,60 19.80 20.00 20.20 20.40
5000 284 m/z 60.00 84.74Y%
129
97
157 1% 213 241 265 311 372
ob—— el ML bl ph o g o L L L e S
m/z--> 56 160 1%0 260 250 300 3%0
Abundance #84453: Tetradecanoic acid e e R aEEe
78 19.60 19.80 20.00 20.20 20.40
43 m/z 55.00 69.12%
5000 129
185 228
LT ]
OI‘I\IIIMI‘HI |'H|'h|\'|““|“ﬁ I\Iw:!-??ll\lllll T AL B S
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO60817\

Data File : BG027329.D

Acq On : 8 Jun 2017 22:55

Operator : SJ/MA

ﬁ?ggle i 13479-06 TW-6-20170603
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
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 6 Heptacosane, l1l-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.83 2.80 ng 160891 Chrysene-di12 22.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 91
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 91
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 3088 (21.830 min): BG027329.D (-3083) (-) m/z 57.10 100.00%
g7
5000 j\\
i 160 2180 22,00 2220
27 169 : - : :
o AL BT, 109 2 pa0zen a6 aor S e S o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217413: Heptacosane, 1-chloro-
57
21.60 21.80 22.00 22.20
97 m/z 43.00 62.41%
0 27L ‘LAJ}%7 183217 273303 343372 414
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
21,60 21.80 22.00 22.20
5000 m/z 85.05 45.29%
97
o 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #191844: Sulfurous acid, butyl hexadecyl ester
57 21.60 21.80 22.00 22.20
m/z 55.00 33.59%
5000
97
o & “ | 127 169 225259289
m/z--> §0 160 150 200 250 300 350 400 450 500 550 600 21'60 21.80 22.00 22.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA_G\DATA\BG060817\

BG027329.D

8 Jun 2017 22:55

SJ/MA

13479-06 TW-6-20170603
13 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

EAECE R e e e

Peak Number

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

7 Nonadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.45 2.52 ng 145267 Chrysene-di12 22.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Octacosane 394 C28H58 000630-02-4 87
3 Eicosane 282 C20H42 000112-95-8 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Docosane 310 C22H46 000629-97-0 83

Abundance Scan 3193 (22.447 min): BG027329.D (-3187) (-) m/z 57.00 100.00%
57
5000 85
113, . 155 207 22.20 22.40 22.60 22.80
ol ,I.-! e T M S S By £ TV RPN
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85
22.20 22.40 22.60 22.80
29 m/z 43.00 54 _.68%
113 141 268
0:“:‘:‘|‘|‘l‘|”‘|“‘| |“|“||‘|‘|16‘|9|:|L9|7|2|2|5| |‘||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
57
2220 22.40 2260 22.80
5000 g5 m/z 85.05 45 .18%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #129492: Eicosane
57 22.20 22.40 22.60 22.80
m/z 55.00 22.13%
5000
85
29
o ||l ] (113 141 169 197 225 253 282
m/z--> 55 160 1éo 260 2éo 360 3éo ' 2250 2£4o 22%0 2580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027329.D

Acq On : 8 Jun 2017 22:55

Operator : SJ/MA

Sample - 13479-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library - C:

TIC Integration P

\DATABASE\NIST11.L

arameters: LSCINT.P

[TW-6-20170603

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

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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.14 2.61 ng 150245 Chrysene-di12 22.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 2-methyloctacosane 408 C29H60 1000376-72-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 3311 (23.141 min): BG027329.D (-3305) (-) m/z 57.05 100.00%
57
5000 85
113 141 169 207 22.80 23.00 23.20 23.40
0....|,' l |t O G292 B 328 357 | Tnzz 71.05  62.83%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
22.80 23.00 23.20 23.40
m/z 43.00 58.65%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.05 48 .23%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57 22.80 23.00 23.20 23.40
m/z 54.95 21.68%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 250 360 350 ' 2280 2300 2320 2340 '

8270-BG060517 .M Fri
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO60817\

Data File : BG027329.D

Acq On : 8 Jun 2017 22:55

Operator : SJ/MA

3?22'6 i 13479-06 TW-6-20170603
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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... 5.70 6.9 ng 108328 1 8.56 315786 20.0
unknown8.09 8.09 105.8 ng 1670480 1 8.56 315786 20.0
n-Hexadecanoic acid 18.73 4.1 ng 200570 4 17.89 982857 20.0
Octadecanoic acid 19.99 4.7 ng 232335 4 17.89 982857 20.0
Heptacosane, 1-ch... 21.83 2.8 ng 160891 5 22.27 1150680 20.0
Nonadecane 22.45 2.5 ng 145267 5 22.27 1150680 20.0
Heneicosane 23.14 2.6 ng 150245 5 22.27 1150680 20.0
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