LSC Area Percent Report

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

Data File : BG027330.D

Acq On 8 Jun 2017 23:35 Instrument :
Operator : SJ/MA ?:'I\:gﬁ(tSSam ol
3?22 le 13479-07 TW-3-20170203
ALS Vial : 14 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 5.703 336 343 349 rBvY 39216 64006 1.52% 0.340%
2 6.138 410 417 429 rVB 433556 766196 18.22% 4.073%
3 7.689 671 681 692 rBY 313481 585712 13.93% 3.114%
4 8.089 740 749 761 rBV 740389 1362719 32.41% 7.245%
5 8.559 822 829 839 rBvY 138855 254651 6.06% 1.354%

8.882 876 884 896 rBV 540086 1013368 24.10% 5.387%
9.716 1017 1026 1034 rBV 513235 1002383 23.84% 5.329%
11.373 1301 1308 1315 rBV 230020 434306 10.33% 2.309%
13.764 1706 1715 1724 rBV 1674348 2655034 63.14% 14.115%
14.569 1845 1852 1859 rBV 63852 97741 2.32% 0.520%

=
QO ~NO®

11 15.139 1941 1949 1958 rBvV2 395889 699853 16.64% 3.721%
12 16.620 2194 2201 2216 rBV 1512783 2363731 56.21% 12.566%
13 17.889 2407 2417 2429 rBV 543997 919479 21.87% 4_.888%
14 18.723 2554 2559 2569 rBV 79458 130996 3.12% 0.696%
15 19.986 2769 2774 2778 rBV3 48120 69727 1.66% 0.371%

16 20.462 2849 2855 2866 rBV 2852487 4204955 100.00% 22.355%
17 21.831 3083 3088 3098 rBV2 60707 107927 2.57% 0.574%
18 22.272 3156 3163 3175 rVB 552258 1047073 24.90% 5.567%
19 22.442 3189 3192 3199 rVB2 24477 42563 1.01% 0.226%
20 25.956 3780 3790 3807 rVB 296354 987663 23.49% 5.251%

Sum of corrected areas: 18810083
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\

Data File : BG027330.D

Acqg On : 8 Jun 2017 23:35

Operator : SJ/MA

ﬁ?ggle i 13479-07 TW-3-20170603
ALS Vvial : 14 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: BG027330.D
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Library Search Compound Report

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

Data File : BG027330.D

Acq On : 8 Jun 2017 23:35

Operator : SJ/MA

ﬁ?ggle i 13479-07 TW-3-20170603
ALS Vial : 14 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 5.03 ng 64006 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 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
4 3-0Octanol 130 C8H180 000589-98-0 33
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 342 (5.697 min): BG027330.D (-336) (-) m/z 42.95 100.00%
a3
59
5000
1 540 560 580 600
o...,....,....,....I,':...?1..-:'!,....,....,5?..,...:,|....,. m/z 59.00 63.51%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A N IS L A
59 540 560 580 600
m/z 101.00 18.37%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
540 560 580 600
5000 m/z 58.00 18.28%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59 540 5.60 5.80 6.00
m/z 41.00 10.57%
5000
a1 101
0 15 \3\1 \‘H 53\\\‘\ 69 8\3
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\BGO60817\

Data File : BG027330.D

Acq On : 8 Jun 2017 23:35

Operator : SJ/MA

ﬁ?ggle i 13479-07 TW-3-20170603
ALS Vial : 14 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.

8.09 107.03 ng 1362720 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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
4 Cyclopropanamine, l-phenyl- 133 C9H11N 1000351-26-2 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 749 (8.089 min): BG027330.D (-740) (-) m/z 132.00 100.00%
5000 68
40 54 % J 780 8.00 8.20 840
ol Jrer lapsus | w/z 68.00 49.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 U U A L SR
7.80 8.00 8.20 8.40
33 44 o 105 ‘ m/z 134.00 32.60%
60
U R U P--‘--ﬁo--- JI'M'%¥5I' L S S S
m/z--> 20 40 80 100 120 140 160 180
Abundance
57 132
74 780 8.00 8.20 8.40
5000 gg 116 m/z 66.00 30.55%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile A R Ee e S
132 7.80 8.00 8.20 8.40
m/z 69.00 19.92%
5000
92
65
0 27 3\9 5\\:} m“ 7\\7 | ﬁ)s 117 “
m/z--> 20 40 i 80 100 120 140 160 180 780 8.00 8.20 8.40

8270-BG060517 .M Fri

Jun 09 17:14:34 2017

Page: 4



Library Search Compound Report

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

Data File : BG027330.D

Acq On : 8 Jun 2017 23:35

Operator : SJ/MA

ﬁ?ggle i 13479-07 TW-3-20170603
ALS Vial : 14 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.72 2.85 ng 130996 Phenanthrene-d10 17.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 22
Abundance Scan 2558 (18.717 min): BG027330.D (-2554) (-) m/z 60.00 100.00%
43 8073
5000
18140 1860 18,80 19,00
0 m/z 73.00 93.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
18.40 18.60 18.80 19.00
m/ 43.00 82.21%
143157171185 99213 z 0
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18140 18,60 18,80 19.00
5000 129 m/z 55.00 79.42%
29 87
115 | 143 199 242
101 185
s 157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #72648: Tridecanoic acid B B RS
60 78 18.40 18.60 18.80 19.00
m/z 57.00 75.32%
43
5000
129
29 ‘ a1 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 40 18 60 18. 80 19. 00
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Library Search Compound Report

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

Data File : BG027330.D

Acq On : 8 Jun 2017 23:35

Operator : SJ/MA

ﬁ?ggle i 13479-07 TW-3-20170603
ALS Vial : 14 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 5 1-Octadecanesulphonyl chloride Concentration Rank 5

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

21.83 2.06 ng 107927 Chrysene-d12 22.27

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Octadecanesulphonyl chloride 352 C18H37CI02S 1000342-70-4 90

2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 86

3 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 83

4 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 72

5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 68
Abundance Scan 3088 (21.831 min): BG027330.D (-3083) (-) m/z 57.05 100.00%

g7

5000

-

21.60 21.80 22.00 22.20
m/z 43.05 65.65%

137155 182 207205 251567284

o

,.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185101: 1-Octadecanesulphony! chloride

57

-

5000 LA L L L L L L LB
21 60 21. 80 22. 00 22 20
3 m/z 71.10 63.02%
ophﬂ.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
AN REEEE R RS
21.60 21.80 22.00 22.20
5000 83 m/z 85.05  44.96%
111
29

139 167183 210 252 280297

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #200449: Sulfurous acid, octadecyl 2-propyl ester
43 21.60 21.80 22.00 22.20
n m/z 54.95 43.41%
5000 97

%

26 Il [5°141 160 197 204 253

2 O e LT L S e

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\BGO60817\

Data File : BG027330.D

Acq On : 8 Jun 2017 23:35

Operator : SJ/MA

ﬁ?ggle i 13479-07 TW-3-20170603
ALS Vial : 14 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 5.0 ng 64006 1 8.56 254651 20.0
unknown8 .09 8.09 107.0 ng 1362720 1 8.56 254651 20.0
n-Hexadecanoic acid 18.72 2.9 ng 130996 4 17.89 919479 20.0
1-Octadecanesulph... 21.83 2.1 ng 107927 5 22.27 1047070 20.0
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