LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG091517\
Data File : BG028785.D

Acq On : 16 Sep 2017 4:02

Operator : SJ/JU

Sample - 15187-10

Misc :

ALS Vial : 17 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-BG091217 .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

5.389 301 306 314 rvB2 56230 87599 3.43% 0.664%
5.859 379 386 396 rBV 500861 833670 32.61% 6.323%
rBv 510738 933945 36.54% 7.083%
7.821 713 720 732 rBV 489789 865768 33.87% 6.566%
8.291 792 800 808 rvB 104894 180337 7.05% 1.368%
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8.614 848 855 863 rVvB 342797 611568 23.93% 4.638%
9.460 991 999 1009 rBV 284557 539145 21.09% 4._.089%
rBv 131897 253246 9.91% 1.921%
13.526 1683 1691 1705 rBV 894894 1403610 54.91% 10.645%
14.349 1824 1831 1837 rBV 66588 104508 4_.09% 0.793%
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11 14.907 1918 1926 1937 rVB3 240056 411666 16.10% 3.122%
12 16.399 2173 2180 2194 rBV 946141 1493603 58.43% 11.328%
13 17.663 2387 2395 2402 rBV 410298 620243 24.26% 4._.704%
14 18.003 2448 2453 2463 rBV5 16037 37433 1.46% 0.284%
15 18.515 2533 2540 2548 rBV2 86146 152992 5.99% 1.160%

16 18.591 2550 2553 2560 rVB 21898 29863 1.17% 0.226%
17 19.355 2676 2683 2691 rBV2 98203 171821 6.72% 1.303%
18 19.772 2748 2754 2762 rBV3 38059 73061 2.86% 0.554%
19 20.248 2829 2835 2842 rBV 1901911 2556178 100.00% 19.386%
20 20.518 2875 2881 2885 rVB4 36881 51664 2.02% 0.392%
21 20.865 2936 2940 2944 rVB2 44482 51894 2.03% 0.394%
22 21.023 2964 2967 2972 rBV2 28978 32002 1.25% 0.243%
23 21.558 3054 3058 3066 rBv4 46847 85873 3.36% 0.651%

24 21.822 3098 3103 3109 rVB2 80012 113926 4._.46% 0.864%
25 21.987 3124 3131 3140 rBV 414851 758566 29.68% 5.753%
26 25.453 3710 3721 3737 rVB 224215 731427 28.61% 5.547%

Sum of corrected areas: 13185608
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091517\
Data File : BG028785.D

Acq On : 16 Sep 2017 4:02

Operator : SJ/JU

Sample : 15187-10

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG028785.D
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Abundance TIC: BG028785.D
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Abundance TIC: BG028785.D
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25.45

R R E A L L R R REE AAmas o e e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091517\
Data File : BG028785.D

Acq On : 16 Sep 2017 4:02

Operator : SJ/JU

Sample : 15187-10

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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.

5.39 9.72 ng 87599 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 12
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 306 (5.389 min): BG028785.D (-301) (-) m/z 43.10 100.00%

43
59
5000

10 500 520 540 560 580
83 : : : : :
3 M— ..~.--|,....,-....',|....,....,1f“‘.3..,....,....,?0.7.. m/z 59.10  71.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LIS LI L L L L L L L L LB
59 5.00 520 540 560 5.80

m/z 58.10 18.97%

15 101
S A N N
0 M N ' L
L AL e e e e L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59

5.00 5.20 5.40 5.60 5.80

5000 m/z 101.10 18.96%
41
15 29 71
oAt 2 o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime R L
43 5.00 5.20 5.40 5.60 5.80

m/z 41.10 9.53%

5000
101
15 31 | 58 g9 g6
o B . —

m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091517\
Data File : BG028785.D

Acq On : 16 Sep 2017 4:02

Operator : SJ/JU

Sample : 15187-10

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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 unknown7.82 Concentration Rank 1

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

7.82 96.02 ng 865768 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 23
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 720 (7.821 min): BG028785.D (-713) (-) m/z 132.10 100.00%
132
5000 68
40 54 ‘ ‘ 7.40 7.60 7.80 8.00 8.20
Ol sl !'.,-.'~-.|.':7-~?. s 20 s e8.10  43.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 ARAARARASRARAS AR LA
7.40 7.60 7.80 8.00 8.20
m/z 134.00 34 .40%
H 89 103 ‘
O M\Mlm ‘Vg.‘.‘,‘l‘.l.l.s,.. SN NN
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
132
7.40 7.60 7.80 8.00 8.20
5000 m/z 66.10 30.90%
ol 15 28 39 2 o3 77 90 104,
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine e
132 7.40 7.60 7.80 8.00 8.20
69 m/z 69.10 20.96%
104
5000
31
0'"|“LN\“H'|J'j?”"|A"|”" [rrrr T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091517\
Data File : BG028785.D

Acq On : 16 Sep 2017 4:02

Operator : SJ/JU

Sample : 15187-10

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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.
18.51 4.93 ng 152992 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Octadecanoic acid 284 C18H3602 000057-11-4 60
Abundance Scan 2539 (18.509 min): BG028785.D (-2533) (-) m/z 60.10 100.00%
43 60 73
5000
97 129 213
157
US| jyp ] 172185 o0 | 227 256 18.20 18.40 18.60 18.80
0 m/z 73.10 93.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129
18.20 18.40 18.60 18.80
m/z 43.10 84 .05%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
18.20 18.40 18.60 18.80
5000 129 m/z 57.10 83.27%
29 87 115 171
185 214
LI 10 0 Mo S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 18.20 18.40 18.60 18.80
m/z 55.10 70.69%
5000 129
29
199
L#“ 143157171185 242
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091517\
Data File : BG028785.D

Acq On : 16 Sep 2017 4:02

Operator : SJ/JU

Sample : 15187-10

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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 5 Cetene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.35 5.54 ng 171821 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 90
2 11-Tricosene 322 C23H46 052078-56-5 87
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 86
4 1-Heneicosanol 312 C21H440 015594-90-8 83
5 n-Nonadecanol-1 284 C19H400 001454-84-8 83
Abundance Scan 2682 (19.349 min): BG028785.D (-2676) (-) m/z 55.05 100.00%
5]
83
5000
3 139 168 207 19.00 19.20 19.40 19.60
o} m/z 57.10 80.94%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81244: Cetene
43
83
5000
19.00 19.20 19.40 19.60
) 111 m/z 43.10 76.20%
. | 126 154169 106 224
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
19.00 19.20 19.40 19.60
5000 83 m/z 83.10 62.77%
111
58 126 154 183 210 238 266 294 322

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #189051: Trichloroacetic acid, tetradecyl ester

19.00 19.20 19.40 19.60
m/z 97.10 61.22%

5000

o 6 153168 196 241
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091517\
Data File : BG028785.D

Acq On : 16 Sep 2017 4:02

Operator : SJ/JU

Sample : 15187-10

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.77 2.36 ng 73061 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 52
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
4 Lactose 342 C12H22011 000063-42-3 38
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 22

Abundance Scan 2754 (19.772 min): BG028785.D (-2748) (-) m/z 73.05 100.00%
5000
19.40 19.60 19.80 20.00
0! m/z 57.10 81.10%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 7
5000 129 AUV SRR
19.40 19.60 19.80 20.00
185 o B4 m/z 43.10 75.96%
0 |15| \‘I il : h H‘“ ﬂ“” M\ i ‘. 157 ‘ “. \|2}3| L .“ ‘2|6|5 .\. e
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 AUV IR
19.40 19.60 19.80 20.00
5000 129 m/z 55.10 68.88%
185
97 228
oL15 157 209
L I L L L L UL L L
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid TS T T T
60 19.40 19.60 19.80 20.00
m/z 60.10 67.23%
4
5000 129
H 157 1g5 213 256
Ouuuu‘l" J Hlﬂl Il ..{.‘.‘l.‘.‘..l“....luuu.|.
m/z--> 50 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091517\
Data File : BG028785.D

Acq On : 16 Sep 2017 4:02

Operator : SJ/JU

Sample : 15187-10

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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 7 Octadecane, 1-(ethenyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.56 2.26 ng 85873 Chrysene-di12 21.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 68
2 Cyclohexadecane 224 C16H32 000295-65-8 64
3 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 64
4 17-Pentatriacontene 491 C35H70 006971-40-0 64
5 9-Nonadecene 266 C19H38 031035-07-1 62
Abundance Scan 3058 (21.558 min): BG028785.D (-3054) (-) m/z 57.10 100.00%
57
5000
207 21.20 21.40 21.60 21.80
3 149 183 239257 205 355
0 m/z 43.15 66.10%
m/z--> 50 100 150 200 250 300 350
Abundance #141403: Octadecane, 1-(ethenyloxy)-
57
5000 83 LN B SN B
21.20 21.40 21.60 21.80
29 111 m/z 55.10 56.24%
o ‘\\ M‘\ ke 138 166 194 222 253 281
m/z--> 50 100 150 260 2%0 360 3éo
Abundance
55
83 LN B BRI B
21.20 21.40 21.60 21.80
5000 m/z 71.10 42 .85%
111
224
oL 33 139 167 196
m/z--> 55 160 150 200 250 300 3éo
Abundance #107668: 1-Hexadecanol, 2-methyl-
5 21.20 21.40 21.60 21.80
m/z 69.10 39.07%
5000 83
29
111
o ‘L i139 168186 210 238256
m/z--> 50 100 1éo 260 2%0 360 3éo 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG091517\
Data File : BG028785.D

Acq On : 16 Sep 2017 4:02

Operator : SJ/JU

Sample : 15187-10

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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... 5.39 9.7 ng 87599 1 8.29 180337 20.0
unknown? .82 7.82 96.0 ng 865768 1 8.29 180337 20.0
n-Hexadecanoic acid 18.51 4.9 ng 152992 4 17.66 620243 20.0
Cetene 19.35 5.5 ng 171821 4 17.66 620243 20.0
Octadecanoic acid 19.77 2.4 ng 73061 4 17.66 620243 20.0
Octadecane, 1-(et... 21.56 2.3 ng 85873 5 21.99 758566 20.0
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